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Quantum electrodynamics near material boundaries

Quantum electrodynamics in free-space is a well-understood and a very successful theory.
This is not the case when polarizable boundaries are present, which is a common sce-
nario. The presence of reflective surfaces affects the photon field. Thereby the quantum-
mechanical vacuum fluctuations of the electromagnetic field are constrained leading to
changes in the interaction energies of charged particles which are directly measurable.
One of the most famous examples of such an effect is the Lamb shift of an atom in
front of a perfectly reflecting mirror, which depends on the distance of the atom from
the mirror, thus giving rise to an attractive force - the so-called Casimir-Polder force.
This thesis touches upon current challenges of quantum electrodynamics with externally
applied boundary conditions, which is of increasing importance for nanotechnology and
its applications in physics, chemistry and biology. When studying the abovementioned
vacuum effects one can use models of various degrees of sophistication for the material
properties that need to be taken into account. The simplest is to assume perfect reflec-
tivity. This leads to simple boundary conditions on the electromagnetic field and thereby
its quantum fluctuations. The difficulty of such calculations then lies only in the possibly
complex geometry of the macroscopic body. The next possible level of sophistication is to
allow imperfect reflectivity. The simplest way to achieve this is by considering a material
with constant and frequency-independent refractive index. However, for all real material
surfaces the reflectivity is frequency-dependent. Causality then requires that dispersion
is accompanied by absorption. The aim of this project was twofold: (i) to construct,
using well-understood tools of theoretical physics, the microscopic theory of quantum
systems, like atoms, interacting with macroscopic polarizable media, which would facili-
tate relatively simple perturbative calculations of QED corrections due to the presence of
boundaries, (ii) to apply the developed formalism to the calculation of the Casimir-Polder

force between an atom and a realistic material.
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Chapter 1

Thesis outline

Quantum electrodynamics in free-space is a well-understood and a very successful theory.
This is not the case when polarizable boundaries are present, which is a common sce-
nario. The presence of reflective and refracting surfaces affects the photon field. Thereby
the quantum-mechanical vacuum fluctuations of the electromagnetic field are constrained
leading to changes in the interaction energies of charged particles which are directly mea-
surable. One of the most famous examples of such an effect is the Lamb shift of an atom
in front of a perfectly reflecting mirror, which depends on the distance of the atom from

the mirror, thus giving rise to an attractive force — the so-called Casimir-Polder force.

This thesis touches upon current challenges of quantum electrodynamics with externally
applied boundary conditions, which is of increasing importance for nanotechnology and
its applications in physics, chemistry and biology. The aim of this project was twofold:
(i) to construct, using well-understood tools of theoretical physics, the microscopic theory
of quantum systems, like atoms, interacting with macroscopic polarizable media, which
would facilitate relatively simple perturbative calculations of QED corrections due to the
presence of boundaries, (ii) to apply the developed formalism to the calculation of the

Casimir-Polder force between an atom and a realistic dielectric material.

The problem is not new, and there exist a number of semi-phenomenological approaches
e.g. a fluctuating-noise-current theory [1]. However, such elaborate theories are often
opaque with respect to the underlying physical processes and are sometimes based on

implicit assumptions thereby being prone to hidden pitfalls. Hence [2] ...the remarkable

1



Chapter 1. Thesis outline 2

tendency to deal with such systems through simple models with explicit Hamiltonians, whose
predictions are then evaluated by standard approzimations of quantum mechanics or quan-
tum field theory. From a fundamental field-theoretical point of view, the Casimir-Polder
force is a result of changes to the atomic electron’s self-energy, which in turn is due to the
impact of the boundaries on the photon propagator. Therefore, the main task was to set
up a microscopic and preferably gauge-independent model that would allow to work out
corrections to the quantum photon propagator which arise due to the presence of realistic

reflective boundaries.

There exist models of various degrees of sophistication to describe material’s optical re-
sponse to the electromagnetic field. The simplest is to assume perfect reflectivity. This
leads to simple boundary conditions on the electromagnetic field and thereby its quantum
fluctuations. The difficulty of such calculations then lies mostly in the possibly complex
geometry of the macroscopic body. At an early stage of my PhD, on the request of the
experimental cold-atom physics group at MIT, I used this simple model to derive previ-
ously unknown formulae designed to help experimental physicists to estimate magnitudes
of the Casimir-Polder forces in their experiments, [3][4]. It is interesting to point out that
the perfect-reflector model when applied to atoms seems to be grasping the essence of the
realistic problem, whereas it completely fails when applied to the free electron. This is be-
cause electromagnetic field quantization in the presence of perfect reflectors suffers from a
serious shortcoming - a lack of the evanescent modes. It turns out that these play a funda-
mental role in the interaction with quantum system that allows low-frequency excitations,
so that the simple perfect-reflector model is fundamentally inadequate for describing such

systems [5].

The next possible level of sophistication is to allow imperfect reflectivity. The simplest way
to achieve this is by considering a material with constant and frequency-independent re-
fractive index. The most important feature of this model is the inclusion of the evanescent
field modes which arise from total internal reflection of a wave approaching the interface
from inside the material. Such models are relatively uncomplicated, provided one refrains
from studying configurations capable of wave-guiding. Then, the spectrum of the normal
modes of the electromagnetic field becomes complicated as it gains a discrete part, in
addition to the continuous one, related to the modes allowed within the wave-guide. This

significantly complicates field operators, and any standard perturbative calculations that
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require summations over all quantum numbers run into difficulties simply because it is
non-trivial to combine a discrete sum with an integral. To explore the role of evanescent
modes in the Casimir-Polder effect I addressed the problem of the interaction of an atom
with a non-dispersive, single-layered dielectric. This exercise turned out to be an amazing
experience of using beautiful mathematics. The results I obtained are relevant to cur-
rent advancements in the atom-chip techniques and will be soon submitted to the journal

Physical Review A.

For all real material surfaces the reflectivity is frequency-dependent (i.e. the material is
dispersive). Causality then requires that dispersion is accompanied by absorption. From
a quantum-mechanical point of view it means that the electromagnetic field needs to
be coupled to additional quantum fields that would simulate the absorptive degrees of
freedom. The Huttner-Barnett model of a dielectric interacting with the electromagnetic
field does precisely this - it couples the electromagnetic field to the set of quantum fields.
One of them, called the polarization field, is a field of harmonic oscillators that models
polarization of the dielectric and the second, the so-called reservoir, is responsible for
absorption. The model was shown to work very well in a homogeneous medium, however,
its application to inhomogeneous media of even simple three-dimensional geometries is
increasingly complicated and leads to unwieldy results. The best illustrating example is
provided by the work of M. S. Yeung and T. K. Gustafson [6], where authors succeeded to
calculate changes to spontaneous decay rates for an atom close to an absorptive half-space.
However, the fundamental building block of their calculation — the photon propagator —
turned out to be too complicated and necessitated the use of numerical methods thereby
preventing a deep physical insight. For this reason, it seemed worthwhile to reconsider
the problem and look for a remedy. The final stage of my PhD involved setting up
and solving explicitly the inhomogeneous Huttner-Barnett model. I managed to show
that starting from the multipolar rather than minimal coupling it is possible to solve the
inhomogeneous Huttner-Barnett model in an entirely analytical and gauge-independent
manner and obtain relatively simple expression for the photon propagator thereby opening
the route to perturbative QED calculations using the Feynman’s diagrammatic technique.
I applied this formalism to calculate one-loop correction to the self-energy of the electron
bound by a nucleus near a dielectric half-space. The set of final results forms a publishable

content that is likely to be appreciated among experimental physicists worldwide.



Chapter 2

Introduction

2.1 Zero-point energy

The beginning of the twentieth century witnessed the development of one of the most
remarkable and intellectually formidable of all physical theories - the quantum mechanics.
The scope of quantum theory is to describe phenomena of the microscopic world that are
entirely beyond human perception, where physical intuition, which is based on our expe-
rience of the macroscopic world has only limited, if any, applicability. Put it differently,
quantum mechanics repeatedly happens to be counter-intuitive. For this reason, the only
honest description of the microscopic world can be achieved in the language of abstract

mathematics that is capable of reaching beyond limits of our perception.

In order to accommodate for one of the most profound surprises of quantum mechanics,
the existence of the zero-point energy, Nature has to be described not by numbers but
rather by objects that do not commute among themselves. Zero-point energy was as a
matter of fact one of the first indications of the insufficiency of commutative algebras to

spell out the laws of nature on the micro-scale. In the words of Dirac [7]:

...a new theory, which suggests that it is not the equations of classical mechanics that are
m any way at fault, but that the mathematical operations by which physical results are

deduced from them require modification.
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The notion of the zero-point energy appeared in quantum theory as early as in 1911.
It was then heuristically introduced by Planck in order to explain the spectrum of the
radiation emitted by black body [8]. The zero-point energy is the lowest energy that a
given quantum system can have and in contrast to classical physics this quantity is not
zero. The most didactic example of this concept is a simple harmonic oscillator, first solved
by Heisenberg using his matrix mechanics [9]. In one-dimensional case, the possible values
of the energy that a simple harmonic oscillator can have are given by

1
En:hw<n—|—2>, n=0,1,2... . (2.1)

The lowest energy, energy of the ground state, is given by Ep = 1/2hw. The most elegant
and fruitful way of modern derivation of the equation (2.1) is the well-known algebraical
approach that stems from the work of Dirac [7]. It can be found in almost every ele-
mentary textbook on quantum mechanics, however, to allow for a relatively self-contained

development brief summary will be given.

The Hamiltonian of a particle with mass m moving in the quadratic potential is given by

2
1
H= 2pim + imwzlj. (2.2)

The transition to quantum mechanics requires us to impose an algebraical rule, known as
commutation relation, on the canonically conjugate position x and momentum p,

[x,p] = xp — px = ih. (2.3)
The algebraical method of solution is based on the introduction of non-Hermitean operators
defined by

1

2mhw 2mhw (p+ imwz), [a,al] =1. (2.4)

The normalization factors are not unique and, in fact, we only require that the Hamiltonian

(2.2), when written out in terms of a and a' takes the form

H= %ﬁw (aTa + aaT) . (2.5)
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Using the fundamental commutators one observes that an operator N = afa, called num-
ber operator, commutes with the Hamiltonian (2.5). Therefore, it is possible to find

simultaneous eigenstates of H and N. The defining eigenvalue problem is written as
N|n) = n|n). (2.6)

The expectation value of the number operator is given by n = (n|afal|n) = (a|n))Ta|n) =
lajn)|?. Therefore, n has to be a real and positive number or zero. It is not difficult to
demonstrate using the commutators that if |n) is an eigenstate of N with eigenvalue n
then a|n) or af|n) are also eigenstates with eigenvalues n — 1 or n+ 1, respectively. In fact

we have

aln) = vnjn —1), a'ln) =vn+1ln+1) (2.7)

and, in particular, we note that the operator a generates the eigenstates of N with lower
and lower eigenvalues that differ by unity. The process has to terminate at some point
because we know that n is a positive or zero. From (2.7) it is seen to happen when n = 0.
Therefore, we reach the conclusion that the spectrum of the number operator is given
by the positive integers and zero. To show that equation (2.1) holds, we compute the
expectation value of the Hamiltonian in the n'' state using the information we gained
about the number operator:

1 1 1
E, = 5hw<n\cﬂa + aa'|n) = 5hw<n\a*a +a'a+1[n) = hw (n + 2> . (2.8)

We note that the appearance of the state-independent contribution, the zero-point energy,
is intimately related to the non-commutativity of the canonically conjugate variables in

(2.2).

Quantum mechanics of the simple harmonic oscillator is very well understood and in con-
junction with Fourier analysis provides a very powerful and easily understandable method
of quantizing complicated physical systems. Heuristically speaking, once the dynamics
of the system is decomposed into harmonic components using Fourier analysis, one can
put the Hamiltonian describing a single Fourier component into the form (2.2). Then,
the route to quantization is open because the system can be viewed as a set of harmonic

oscillators that we know how to treat quantum-mechanically. Obviously, in this way, the
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physical system will inherit properties of a simple harmonic oscillator, most notably, the
zero-point energy will appear in the Hamiltonian. It is in this way that the zero-point
energy persists in modern physical theories. Here we will be mainly interested in elec-
tromagnetic zero-point energy. Therefore we would like to briefly demonstrate how the
zero-point energy of a simple harmonic oscillator reappears in the theory of the quantized

electromagnetic field.

The dynamics of the classical electromagnetic field in the absence of sources is described

by the Hamiltonian

1 1
H=- /d3r [eOEQ(r,t) + —B(r,t)| . (2.9)
2 1o

The formalism of the classical field theory yields Maxwell’s equations

V. E(r,t) = 0, (2.10)
V.B(r,{) = 0, (2.11)
V < B(r,t) — —;B(r,t), (2.12)
V xB(rt) — ;;E(r,t) (2.13)

Introducing the potentials A and ¢ such that

B(r,t) =V x A(r,t), E(r,t)= —%A(r, t) — Vo(r,t) (2.14)

and choosing the Coulomb gauge V - A(r,t) = 0 allows to set ¢(r,t) = 0 (no sources)
thereby reducing the Maxwell’s equations to a single homogeneous wave equation for the

vector potential [10]
1 0

2
V A(I’,t) — 0*2@

A(r,t) = 0. (2.15)

It is well known [11] that the monochromatic solutions of equation (2.15) reduce the

Hamiltonian (2.9) to the simple harmonic form
1
H= 5 (P +w?Q?), (2.16)

thereby demonstrating the equivalence of the monochromatic component of the electro-
magnetic field to the simple harmonic oscillator of the unit mass. This allows the quantiza-

tion of the electromagnetic field by treating each mode of the field as a harmonic oscillator.
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The technique of separation of variables allows us to write down the real monochromatic

solution of equation (2.15) in the form
Ax(r,t) = N [a(0)fic(r)e ™" + a*(0)f (r)et™"] (2.17)

where the transverse vector mode function fi(r) is annihilated by the Helmholtz operator
V2+w?/c? and N is an arbitrary normalization constant. The transition from the classical
Hamiltonian (2.16) to the quantum one is achieved by imposing the commutation relation
on the canonically conjugate quantities () and P. This procedure promotes the coefficient
a(0) in (2.17) to an operator that doesn’t commute with its own Hermitian conjugate but
rather satisfies the commutation relation [a(0),a'(0)] = 1. An analogous commutation
relation was responsible for the quantum-mechanical properties of the simple harmonic
oscillator. It is this relation through which the electromagnetic field acquires similar
properties, including the zero-point energy. In the simplest case of the electromagnetic

field in free-space, the full electric field operator in the Heisenberg picture is written as

i hw ik-r—iw —ik-r+iw
B(r,t) — _(%)3/2Z/d?’lq/%oeA [ (@)™~ al, e ] (2.18)
A

i.e. it is a 'sum’ of monochromatic components. We observe how this construction satisfies
the fundamental requirements of the theory. First, the mode functions e’®* take care
of the spatial dependence of the operator so that together with time dependence e~
it satisfies the wave equation (or equivalently Maxwell equations). The transversality
condition, as required by the Coulomb gauge (or first Maxwell equation), is satisfied by the
introduction of the two polarization vectors €y such that k- €y = 0, otherwise their choice
is arbitrary. The quantum mechanical properties are embedded in (2.18) by one-to-one
correspondence between each mode of the electromagnetic field, labelled by the composite
of wave-vector and polarization index (k, A), and a unit-mass harmonic oscillator whose
excitations, known as photons, are created and annihilated by the operators aTk)\ and
axy, respectively. Thus, the state of the field is described by the state of infinitely many
harmonic oscillators and can be written as |...nxy...) meaning that the oscillator labelled by
(k)) is excited to the n*® level (n photons with momentum k and polarization \). Finally,

the normalization constant may vary and depends on the commutation relations that we

choose to work with, their precise form is fixed by the expected form of the Hamiltonian
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(2.9), which using equation (2.18) can be put in the form
L[ f ]
H =3 [ ki (a0 + aal, ) (2.19)

Using the multi-mode generalization of the fundamental commutation relation between

the creation and annihilation operators

[ak,\, aLU} = 5(3)(1( — p)(s,\g (2.20)

we obtain for the vacuum expectation value of the Hamiltonian
1
Ey= 55(3>(o) /d3khw. (2.21)

The appearance of §©) (0) in the above expression may seem strange at first. To shed some

light on this we write

53 (0) = (271r)3 /d3re° = (2;3 /d3r (2.22)

and observe that the r integral is nothing but the infinite quantization volume. This
problem disappears when the electromagnetic field is quantized in a finite box. What is
really interesting is the divergence of the frequency integral in (2.21) that demonstrates
that the zero-point energy of the electromagnetic field is in fact infinite, regardless of

whether the quantization volume is infinite or finite.

The analogy between the simple harmonic oscillator and the monochromatic mode of the

electromagnetic field immediately leads to the conclusion that
(vac|E(r)|vac) = 0, (vac|E?*(r)|vac) # 0, (2.23)

i.e. on the average, the vacuum expectation value of the electric field operator vanishes
but this by no means implies that there is no electromagnetic field present in the vacuum
state. The non-vanishing expectation value of the square of the electric field operator
informs us that, (especially) in the vacuum state, there are some fluctuations of the elec-
tromagnetic field around the mean value of zero. The (infinite) zero-point energy is the

energy associated with these fluctuations. In the Heisenberg picture equations of motion
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for operators are obtained by evaluating the commutators with the Hamiltonian. Since
the zero-point energy is a c-number and not an operator it seems at first that it will not
influence equations of motion!. However, as was first noted by Casimir and Polder [13],
there are some observable consequences of the electromagnetic zero-point energy and we

turn our attention to this fact now.

2.2 ’...of some theoretical significance’

It is not possible to screen vacuum fluctuations. Therefore, every charged particle placed
in vacuum will interact with the vacuum-state electromagnetic field. There are many
manifestations of this interaction e.g. the deviation of the electron’s g-factor from 2. In
this work however, we will mainly concentrate on one in particular: the so-called Casimir-

Polder effect.

An electron as a charged particle interacts with the vacuum electromagnetic field whether it
is bound by a nucleus or not. For an electron within an atom, which is placed in an idealized
unbounded space, this interaction is widely known as the Lamb shift and is position
independent due to the translational invariance of empty unbounded space. What we are
concerned with is the modification of this interaction due to the presence of a polarizable
material. The spatial dependence of the vacuum fluctuations of the electromagnetic field
is governed by Maxwell’s equations. The introduction of polarizable boundaries imposes
boundary conditions on the fields across interfaces. This breaks translation invariance
thereby rendering the vacuum fluctuations position-dependent, which implies a position-
dependence of the particles’ interaction energies, and hence a force that is given by the
gradient of this energy. This force, when acting on a neutral atom, is widely known as the

Casimir-Polder force.

As is well-known, most problems in quantum mechanics don’t have exact solutions and
the present case is by no means an exception. However, one can study the Casimir-Polder
effect using perturbative techniques. In such an approach the Hamiltonian of the system
plays a central role, most notably its part that describes the interaction between the

quantum system (electron or atom) and the electromagnetic field. There exist numerous

Tt has been shown in [12] that the zero-point energy is in fact required to preserve the formal consis-
tency of the quantum theory of the charged particles interacting with the electromagnetic field.
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ways of formulating non-relativistic QED [14], and any particular choice is dictated merely
by convenience. Throughout this dissertation we will restrict ourselves to a one-electron

atom, for which the current and charge densities are given by
i(r) = —ead®(x —q), p(r) = -8 (x — q) + 0@ (x), (2.24)

i.e. the proton is immobile and placed at the origin whereas the electron has position q.

The Lagrangian of the system may be written as

L= tme+ /d?’r{EO [A@) + Vo) - 2;0

5 5 [V x A(r))?
() - AGr) - p<r>¢<r>}. (2.25)

The Hamiltonian given in an arbitrary gauge may be obtained by a Legendre transforma-

tion

[preA(@)] 1 1 1
H="0 2 4 /d3r [601'[2(1") + MOBQ(r)} . (2.26)

The quantization is achieved as usual by imposing the commutation relations?

gi» pj] = ihoij, [Ai(r), TL;(x))] = ihd;0®) (r — r/). (2.27)

The interaction part of this Hamiltonian clearly reads

2

Hixt = 5~ [p- A(r) + A(r) - p] + 5~ A%(r). (2.28)

e
2m
Note that the electrostatic part of the interaction seems to be missing in (2.26). This
however is not the case, it is encapsulated in the longitudinal part of the canonical electro-
magnetic momentum IT, which is identified with the electric field —¢oE, see [11]. It is well
known that to study the Casimir-Polder force it is beneficial to transform the Hamiltonian
(2.26) to the so called Power-Zienau-Wolley or multipolar form and then use the fact that
the spatial dimensions of the atom are usually much smaller than the typical wavelength

of the radiation involved. This last assumption is widely known as a dipole approzimation.

2The reader should note that the commutation relation between A;(r) and IL;(r’) is gauge-dependent
and the quantity appearing on the RHS should in general be considered as some ”unit” tensor rather
than standard delta-function. In particular, in the Coulomb gauge it becomes the well-known transverse
delta-function.
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The transformation can be achieved by several means. One can add a total time derivative
to the Lagrangian (2.25) thereby leaving equation of motion unchanged [11] or perform
a unitary transformation directly on the quantized Hamiltonian [15]. An alternative and
very interesting method exploits the gauge transformations of the vector potential A, as
was discussed in a great detail in [16]. In multipolar formulation of the QED Hamilto-
nian the sources (2.24) are replaced by the polarization P(r) and magnetization M(r)

associated with the atomic charges [14]

1 1
P(r) = —eq/ dre®) (r—Aq), M(r) = —eq X ('1/ A (r — \q), (2.29)
0 0

where q is the electron’s coordinate and the proton is placed at the origin. The Hamiltonian

no longer depends on the vector potential A but takes the gauge-independent form [16]

1 2
[p — e/ dA)\q x B()\q)]
0
2m

+ / JEN { [210112(1«) + 2;0132(1«)} + Elop(r) () + 210P2(r)} L (2.30)

H =

with the canonical electromagnetic momentum being now proportional to the displacement
field II(r) = —¢oE(r) —P(r). The appropriate commutation relations to accompany (2.30)

are given by>

(i, pj] = ihdij, [Bi(r),IL;(r))] = Wajm /d3kkmeik'<”’>. (2.31)

The assumption that the electromagnetic field varies slowly over the region in which the
electron is permitted to move allows one to argue that magnetic interactions in (2.30) are
negligible. This is because for a constant vector potential the magnetic field obtained from
the vector potential by spatial differentiation vanishes. Assuming that the coordinate of

the electron q is much smaller than any other length-scale in the problem lets us to write

1
P(r) = —eq / A\ 53 (r — Aq) ~ ps® () + .. (2.32)
0

30ne should note that, in general, the issue of commutation relations for field operators in the presence
of reflective boundaries forms a delicate question. Some care is needed when formulating the QED in the
presence of dielectrics. We will address this problem in more detail in Chapter 4 of this thesis.
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where p = —eq is the electric dipole moment of the electron with respect to the origin. We
note that in this picture the atom is envisaged to be a point-like electric dipole moment.

The Hamiltonian in its final form is be written as [11]

2 1 1
H=2 v+ [or [eoEi<r> +CB0)| e BU(0) = Ha+ He 4 Hixe (233)
0
where E | (r) is the transverse part of the electric field and p is the atomic electric dipole

moment operator. In this formulation the interaction term
HINT = —MK- EL(O) (2.34)

emphasizes the physics of the problem: the interaction occurs, as in the classical case,
via the coupling of the electric dipole moment of the atom to the transverse part of the
electric field. Ha = p?/2m + V(r) is the part of the Hamiltonian that describes the
isolated atom and Hy is the Hamiltonian of the free electromagnetic field. The transition
from the Hamiltonian (2.26) to the Hamiltonian (2.33) is known in the literature as a
Goppert-Mayer transformation. Here we have outlined the derivation which applies only
in free-space. Its generalization to the case when polarizable boundaries are present has
been developed in [17]. It turns out that the Hamiltonian of the atom plus the field
corrected for the dielectric still retains the form (2.33) only that the electric field operator
is no longer purely transverse but gains a longitudinal component due to the charge density
arising on the surface of a dielectric. The major advantage gained here, as compared to
the minimal coupling scheme, is the fact that the interaction term already encapsulates
the electrostatic interaction energy between an atom and the surface thereby removing the

need of separate treatment based on the Laplace equation, see e.g. [3].

The properties of a polarizable boundary present in the system are encoded in the specific
form of the electric field operator, whose form, as we shall see, largely depends on the
geometry of boundaries and on how complicated the dielectric’s electromagnetic response
is required. The method of obtaining the electric field operator is yet another problem
that will form a great part of this dissertation. Throughout this work we will always
employ p - E rather that p - A type of coupling to perform perturbative calculations.

Having decided on the form of the interaction Hamiltonian we are in position to apply the
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perturbation theory and demonstrate explicitly how the measurable effects of quantum

vacuum arise in the simplest of possible scenarios:

A neutral atom placed in front of a perfectly reflecting mirror.  Although the
interaction between an atom and an electromagnetic wave is in principle time dependent
it is sufficient to employ the time-independent perturbation theory in its standard formu-
lation [18]. Given the interaction Hamiltonian (2.34) the shift of the i-th energy level is
given by

(5 naex | Hinr |45 0) 2

E;, — (EJ + nghw) '

AW; = (i: 0| Hierli; 0) + z (2.35)

o4
In this formula the state of the combined system (atom + EM field) is described by the
composite state |i) ® |ny,) = |i;n,) informing us that the atom is in the i-th state and the
field contains n photons in the state o. The index o is a collective index that contains the
photon quantum numbers. For example, in free-space o = {k, A} i.e. it labels photons by
their continuous momentum k and the two orthogonal polarization states A = 1,2. Note
however that the character of the index o may be quite different, its precise form largely
depends on the geometry and the material properties of the polarizable media that are
present in the system. We start by evaluating the first-order correction to the energy-level

1 which is simply an expectation value of the interaction Hamiltonian i.e.
(1;0|p - E|i;0). (2.36)

This contribution is easily seen to be vanishing. The form of the electric field operator,
even in the presence of boundaries, will be the same as that of the free-space operator, cf.
Eq. (2.18). When calculating the expectation value between the states in which there are
no photons, the photon creation operator acting on vacuum will produce a 1-photon state
|1) thereby contributing a vanishing inner product of the two orthogonal states, namely
(0]1) = 0. On the other hand, the combination of the photon annihilation operator a
acting on the vacuum state |0) vanishes by definition. Therefore, the first non-vanishing
contribution to the energy shift will come from the second order of the perturbation theory.
The combined integral and summation symbol that is present the last term of the formula
(2.35) denotes the sum over all quantum numbers, as in the standard quantum-mechanical

calculations. An unusual symbol used to denote it reminds us that it includes the sum over
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the discrete atomic states j and the sum over the photon’s quantum numbers ¢, which can
have both discrete and continuous spectra. The denominator in the second order part of
(2.35) is obviously the energy difference between the intermediate states and the state for
which we are calculating the shift. For reasons similar to those responsible for vanishing
of the first term in (2.35) the summation in the second order correction will contribute
only for one intermediate state, the state in which there is one photon and the atom in an

arbitrary state j. Thus, effectively we have

|Ja1k>\‘—ﬂ E(ro)|4;0)|”
AW, = ;z F + hw) , (2.37)

where we have explicitly indicated that the sum over the atomic states j is discrete in
nature whereas the sum over the photon’s degrees of freedom can be mixed. Note also
that we work in the dipole approximation and the electric field operator is evaluated at
the centre of the atom (which is no longer placed at the origin but we have shifted it away
from the interface to position rg); therefore, it does not affect the atomic expectation value

which consists of the integration over the electron’s coordinates.

At this stage it is most convenient to work out the precise form of the electric field oper-
ator. For a perfectly reflecting plane mirror the standard method of electromagnetic field
quantization by the normal-mode expansion can be applied [19]. The task of finding the
electric field operator is split into two stages. First, one needs to solve the classical scat-
tering problem (Maxwell’s equations) i.e. find the normal-modes of the electromagnetic
field that is excluded from the half-space, located at say z < 0, as depicted in Fig. 2.1.
Then, an arbitrary field is represented as a weighted sum of normal-modes. The quan-
tum operator is obtained by promoting the expansion coefficients to the simple-harmonic

creation and annihilation operators, as explained in the previous section.

It is convenient to work with the vector potential that satisfies the well-understood wave
equation (2.15) rather than directly obtain the electric field from Maxwell’s equations. For
the normal modes of the vector potential A(r,t) = f(r)e™’ the wave equation yields an

eigenvalue problem

— Vf(r) = w’f(r), 2>0 (2.38)

i.e. the Helmholtz equation, which still needs to be supported by boundary conditions
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0 z

FIGURE 2.1: Electromagnetic wave scattering from the perfect reflector. The incident
and reflected components form a single monochromatic mode of the electromagnetic field
in this geometry.

appropriate for a perfectly reflecting surface. Maxwell’s equations demand that the tan-
gential component of the electric field E; is continuous across the surface. Since the
clectric field vanishes for z < 0 we have that Ej(07) = 0. This implies the same for
the vector potential A, which is proportional to Ej. Next, AH(OJF) = 0 implies that
B (07) ~ 0,A, — 8yA, = 0. Tt is well known from the scattering theory [10] that these
boundary conditions can be satisfied if one postulates that the solution of (2.38) consists
of the incident and the reflected wave, cf. Fig. 2.1. Introducing wavevectors k* = (ky, k2)
and k™ = (k”7 —k,), which represent the wave propagating in the positive or negative

z-direction, respectively, one may write down the scalar part of the solution as
INCIDENT : ¢* * REFLECTED: &X' (2.39)

with (k*)2 = w?. This takes care of the spatial dependence of the mode function f(r).
The transversality condition V - f(r) = 0, which follows from the Coulomb gauge we
are working in, imposes some restrictions on the vector character of the solutions. The

divergence operator acting on the scalar solutions (2.39) drops down the wavevectors k™,
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therefore the vector mode function might be written in the form*
£(r) = 0(2) [&x(KT)e™ ™ + Ryéa (k)™ | (2.40)

with the condition that the unit polarization vectors satisfy k* - &y (k*) = 0. This removes
one degree of freedom of the vector potential and in fact only two linearly independent
vectors are needed to span the Coulomb-gauge vector potential A(r,¢) in full. A very
common choice in the literature is to work with the so-called transverse electric and trans-
verse magnetic polarizations denoted TE and TM, respectively. In the TE mode the
z-component of the electric field vanishes and in the TM mode the z-component of the
magnetic field vanishes. The terminology originates from the theory of wave-guides [10].
In the geometry where the mirror coincides with the z = 0 plane the polarization vectors

normalized to unity are given by

erp (k) = |k1”’(—k=y, ke, 0), éry (KF) = |k||1|]k| (akz, ks, —K7) . (2.41)
They satisfy the transversality condition k* - e)(k*) = 0 and are mutually orthogonal, in
fact éra (k™) o< k* x érg(k™) i.e. the set {k*, érg(k™), éry(k™)} forms a Dreibein i.e.
a set of three mutually orthogonal vectors. For a perfect reflector the reflection coefficient
Ry in (2.40) is of course equal to unity (up to a phase factor) but we wish to see how it

follows from the boundary conditions. The continuity of the z-component of the electric

field gives

k, . k..
TE mode : —2Le®ITl 4+ Rpp—L eIl =0 — Rpg = —1,

[k [k
—koks kok,

TM mode : 22T 4 Rpy eI =0 = Ryy = 1, (2.42)
LIS IS

and the continuity of the y-component of course yields the same. This in principle solves
the problem but it is necessary to check that this is consistent with the condition that
B, (0T) vanishes. From Maxwell’s equations it follows that B oc k x E. Therefore, we

see that for the TM mode the verification is trivial for the product k¥ x ey (k¥) is

4The modes in question, as a solution of the Hermitean operator’s eigenvalue problem, form a complete
set of modes. The discussion of the completeness relation as well as appropriate commutation relations
for resulting operators is postponed to Chapter 5 where the question becomes non-trivial. In the case of
perfect reflector the issue has been addressed for example in [20].
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proportional to étg(k¥), for which the normal component vanishes identically. For the
TE mode an explicit calculation gives

[k_ x érg(k™) + Rrp k™ x éTE(kJ’_)L_ = [(k_ — k+) X éTE(k_)L_ =0. (2.43)

This confirms the consistency of equations (2.42). Once the mode functions are known the
vector potential operator is given as the superposition of the monochromatic solutions, cf.
Eq. (2.18),

A(r,t)= > N [aa(0)fir(r)e”™" + H.C] (2.44)

all modes
where we have conveniently labelled the monochromatic modes by their momentum k and
polarization A. In this particular case of a perfect mirror the sum over all modes can be

explicitly written out as
o0 o0 o0
> E/ dkx/ dky/ dk. > . (2.45)
all modes 0 e 0 A

The restricted range of the k, integration reflects the fact that fields are excluded from
the z < 0 half-space and therefore only the right-incident modes are allowed. The normal-
ization constant in (2.44) is fixed by evaluating the field Hamiltonian (2.9) and comparing

with the Hamiltonian of the harmonic oscillator fields (2.19)

1 h
N = ! / e (2.46)

The electric field operator is obtained by the time derivative of the vector potential and

for clarity we write it down in full

E(r,t) = —W /d2k|| /Doodkz > \/g [isr (0) e fier (r) — H.C.]
A
(27:)3/2 / d’k; /0 ", ZA: \/g {&kk(o)e_im [é,\(k_)eik_'r + RAéA(k+)eik+'r} - H.c.} .

With the above electric field operator the second-order term of the time-independent per-

turbation series (2.37) takes the form

o0 B — 1 -E(rg)|i:0)[?
AW¢:ZZ/d2k/O ko(]ﬂ%\JlZﬁ}?j 22})70” . (2.47)

JFL A
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Because of the dipole approximation the electric field operator is evaluated at the position
of the atom ry and therefore the operation of integration hidden in the atomic expectation

value is not affected by the mode functions fi)(rg). We note that

(Lix [E(ro)| 0) = (2;)3/22/d2p|| /Ooodpz\/gfﬁa(ro)@kx‘&;o 0>

- (2;)3/ 2 \/Efb(m) 249

and

|7 1ae - £ (xo) | )[* = (5 g - £ (x0)| 4) (i |2 - £(x0) ) = fr(¥0) frn(x0) (i |1tn] 1) (i |1 5) ,

(2.49)
so that Eq. (2.47) becomes
1 o [ (|1t @) (| pim] )
3= e S0 [t [k o TR s

where the sums over the Cartesian indices n and m are implied. Also, to preserve clarity
we have suppressed the subscripts indicating the obvious dependence of the components of
the mode functions on the momentum k and polarization A. The dipole matrix elements
can be further simplified using the fact that we work with the atomic states of definite
angular momentum |/, m) (in the following the spin of the electron is ignored). For the
hydrogen-like atom the components of the electric dipole operator, when expressed in
spherical polar coordinates, can be written in terms of the eigenfunctions of the angular

momentum operator Y;" (6, ¢)

s

2
pe = elaly/ 5 [YH6,0) - Y7'(0.0)]
2
wy = —ieldly/ 5 [YH0.0) + Y1 (0.9)]
4
pe = —elal/5 Y0 9)

Therefore, the problem is reduced to the evaluation of the quantities of the type

(', m![Y[(0,0)[I",m"). (2.51)
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This can be done with the use of the commutator [L., Y;"(6, ¢)] = mhY]" (6, ¢) where L,

is the z-component of the angular momentum operator. We write

0 = (',m'[[L:,Y7"(0,¢)] — mhY[" (6, ¢)|l", m")
= (I, m|L:Y["(0,¢) = Y{"(0,¢) L. — mhY[" (0, )|l",m")
= (I\,m|m'RY}"(0,¢) — m"hY["(0, ) — mhY[" (0, )1, m”)
= h(m' —m" —m){l',m[Y]"(0,0)|I",m"), (2.52)

thereby arriving at the example of the m-selection rule [18§]
(U, m'1Y7"(0, ) 1", m") o< bt s ms (2.53)
i.e. the matrix elements vanish unless m’ = m” + m. Now consider for example

' ||, "y | my o (U | Y = Y m ) m | Y| )

X (5m’,m”+1 — 5m’,m”—1) 5m/’m// = 0
Similarly we have

<l/,m/’/iy‘l”,m”><l”,m//‘ﬂz‘ll,m/> x <l/7m/‘Y§|{_|_Yl—1|lll7m//><l//?m//|Y?‘ll7m/>

X (6m’,m”+1 + 5m’7m”—1) 6m/,m” =0.
The remaining case is slightly less trivial. Computing the matrix elements gives

(a1, ) 0y sy = 40 D04 )2 — L (YR = 1)

(2.54)

and we see that there are the contributions that do not vanish identically. However, the
two terms can be shown to cancel out using the Wigner-Eckart theorem, see e.g. [18].
Alternatively, the vanishing of (2.54) can be argued on the rotational symmetry grounds
i.e. one can always rotate the coordinate system from {x,y, z} to {y, z, z}. Thus we have

that

<l’,m'],um|l",m"><l”,m”|un\l/,m/> = 5mn|<l”vm”|ﬂn|l,»ml>|2 = |Mn‘25mn (2.55)
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and the formula (2.50) becomes

o [ £ (r0) [*|pan]?
W, = 3ZZ/d2 / dk, ‘b0 Byl (2.56)

j#i A\n

The reader is reminded that in fact f(rg) = f:k)\(ro). The situation is now ripe for the

explicit form of the mode functions (2.40) to be plugged into (2.56). We have

[ (0) Plinl® = |un? | Raen (k7 ena (kT )e 25220 4 Ryepna (kT )enn (k)=

‘Hﬁ,x(k_) + ei,\(kJ“)] (2.57)

where we have used the fact that Ri = 1 and the wave-vector k¥ is always real i.e. there
are no evanescent modes present in the radiation field. The terms that do not depend on
the position of the atom zy are neglected as they are associated with the shift due to the
free-space electromagnetic field. These are of course partially responsible for the Lamb
shift. Since we are not interested in the Lamb shift itself but only in the corrections to that
effect due to the presence of the boundary we neglect the zp-independent terms. Formally,
this 'renormalization’ is achieved by calculating the energy shift using the free-space mode
functions and subtracting the result from equation (2.56) i.e. AW}*" = AWi—AWiﬁee space.

Therefore, the renormalized shift is written as

K| .
AW = oo > D lml* [k [ dk. I Rena (ke (k)RR
i 0 Iz \ / ||/ E Jhe+ K] o\E ,A( Jen( Je

(2.58)
where k = |k| = w/c. Note that the k, integral range now spans from —oo to oo. This
is achieved by combining the two zp-dependent terms in (2.57) by a simple change of
variables k., — —k.. Note also that the quantity Ej; = E; — E;, which is the energy
difference between the atomic levels, could be in principle negative if one considers an
excited state |i). In this case a prescription is needed on how to handle the pole at
Eji/hc+ k| = 0. This is done by adding a small imaginary part into the denominator and
use of the distributional identity

im ! — = P imd(x) (2.59)
n—0 T + 11 T

where P stands for the Cauchy principal-value. Then, the principal part yields the energy



Chapter 2. Introduction 22

shift of the excited state |i) whereas the imaginary part of the energy shift AW}" is

proportional to the change of the spontaneous decay rate®. In fact we have
2 ren
AT, = —ﬁlm (AW;H). (2.60)

The n-prescription would have arisen naturally if the time-dependent perturbation theory

had been employed together with the adiabatic switching of the interaction.

The convergence of the expression (2.58) forms a delicate question and requires some
attention. The most convenient way to deal with it is to use techniques of complex analysis
and change the contour of the k,-integration so that the resulting integrand contains the

2k=20 e reserve this way of extracting the finite result for the

damping exponential e~
more interesting example of a dispersive dielectric worked out in Chapter 5. Here we will
demonstrate yet another way of dealing with the apparently divergent expression (2.58).

We start by writing out explicitly the sums over A = {TE, TM} and n = {x,y, z}

12 E212 k2 k2k? |k |2
2 + 2 [ Py EU 2( 2= LA 2]

. Kk z e
|n|” Raex(kT)ex (k™) = |l <|k”|2 + ]k”]?\k\Q)HMZ” (]k“]? * Ik |2 [k e k|2

The coefficients of |p,|? and |p,|* are symmetric with respect to the interchange k, <
ky, therefore they are equal as we can always rename the integration variables. Slightly

rewriting the above expression we arrive at
Apren — Z /ko / k. K[ sikz
! 2(2m)3¢g I “Eji/hc + K|

2 2
Y [<uz\2+|uy|2) (1—“'3'2) - ZIQ‘E{‘L] (26

The convergence of the integrals in (2.61) is still not obvious but, as we shall see, a
physically meaningful result will emerge shortly. We carry out a series of changes of
variables. First we note that in the k.-integral only the even cosine contributes and, in
fact, it is possible to restrict the integration range to the positive real axis. Next we

go to polar coordinates by writing k; = |k|[sin¢ and k, = [k||cos ¢, then the ¢-angle

®Spontaneous decay rates can of course be equivalently computed using Fermi’s golden rule [18], which
in fact seems to be a more intuitive way of approach.
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integration is elementary and we arrive at

Ik ||k |
AW — K ok,
Wi = s EOZ/ d ”y/ b cos(2h0)

2
x[m%ﬁ+mu%< ﬁp)—er“@#]«zm>

Introducing polar coordinates once more according to k, = kcos6 and |kj| = ksinf we

can quite easily perform the 6 integral to get

in(2kzy)  cos(2kzg)
ATWVTen — _ I 2 Sln( 0)
i 8n2eo Z/ ﬂ/h +k [ i ( 4323 k222

9 oy (Sin(2k20)  cos(2kzo)  sin(2kz)
(el + i) ( 4323 k223 ke '

(2.63)

The convergence of the expression (2.63) is made apparent by an algebraical trick. Note

that the following holds

o0 K3 sin(2kzg)  cos(kzp) 1/1 0 1 sin ¢
dk T3 — 52 | =53 —l— dt—
0 Eji/hc + k 2k ) 2k 20 2 8z0 ZO 0 220Eji/hc +1

(2.64)

where the last t-integral is a well-known special function [21, 5.2.12] commonly denoted
f(2z0Eji/hc). We see that the trick is to represent the powers of k as derivatives with
respect to the position of the atom. This procedure yields a nice and compact expression
for the energy shift, which is susceptible for asymptotic analysis. Applying the outlined

procedure to the expression (2.63) gives us the final result

1 1 o1 0921 220Ej;
AW = ——— ol Fy b
; 39 ; [(!u 2+ [y ) ( t 5w o2 ZO) f( > )

1 0 1 QZUE‘Z'
—QMP< +az%>f( Mﬂ)] (2.65)

We now pause to discuss the meaning of the dimensionless quantity that has naturally

appeared in the final result. To do so we rewrite it as

= s 2 2.
Wi X (2.66)

Here 7, = 2zp/c is the typical time needed by the virtual photon to make a round trip

between the atom and the mirror, which are a distance zg apart. 7, = wj_il is proportional
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to the typical time-scale at which the atomic state |i) evolves in, if the strongest dipole
transition from state |j) goes to state |i). Therefore, the quantity ¢ turns out to be a good
indicator of whether the interaction between an atom and the mirror is retarded or not. In
the case when ¢ << 1 the physical situation is as follows: the time needed by the photon
to make a round trip between the mirror and the atom is much smaller than the typical
time-scale over which the atomic state evolves. In other words, the atom has no chance to
substantially evolve while the virtual photons with the mirror are exchanged. Then, the
interaction is said to be non-retarded and in fact can be approximated by electrostatics
where the speed of light is assumed to be infinite. In the opposite case, when ( >> 1,
the interaction is said to be retarded as then the atom has changed significantly by the
time the photon returns after it has been reflected by the mirror. Thus it seems natural
to investigate the properties of (2.65) in these limiting cases. To do so one needs to work
out the asymptotic behaviour of the special function f({). This is straightforward when

working with an alternative integral representation [21, 5.2.12]

/00 a
0o 2+1

/Oodt e ¢t = E ((>>1)
0 ¢

((<<1)

ol 3

oo e—(t
f(Q) :/0 dtm (2.67)

In the non-retarded limit, ¢ << 1, the exponential is approximated by unity whereas in the
retarded limit we have used the fact that if ( >> 1, then the contribution to the integral
comes essentially from the neighbourhood of t = 07. In this case the rational function in
the integrand is well approximated by the first term of its Taylor series. The procedure
outlined here is an example of a more general method of doing asymptotic analysis known
as Watson’s lemma [22]. With the result (2.67) it is a matter of simple differentiation to
show that, in the limiting cases described above, the energy shift of the atomic ground

state induced by the perfect mirror at a distance zg away is given by

1
AWren — __ — 2 2 9 2 1 5
Wo Gdmeozs ((ka) + () +2{u2)) , (¢ << 1), (2.68)
ren 1 - 2 + 2 + |, 2
AW = > el i =Py (2.69)

- 2, 4 ) ’
1672€0 2 r E;

#i

with (u2,) = D it | |? = Dt |(ilpm|3))? = (i|p2,]i). Equations (2.68) and (2.69) are
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well-known results. The non-retarded limit of the energy shift (2.68) is seen to be an
electrostatic interaction energy of a dipole with its own image, apart from the factor of
1/2 that arises due to the fact that in the process of bringing charges from infinity to form
a dipole in the vicinity of a mirror one needs to do work only on the real dipole and not on
its image. Quantum mechanics enters only via the expectation value of the atomic electric
dipole moment operator p. Equation (2.69) demonstrates the influence retardation has
on the atom-mirror interaction and was first computed by Casimir and Polder in their

remarkable paper [13] that ends with a following remark:

The very simple form of Eq. (2.69)° (...) suggest that it might be possible to derive these
expressions, perhaps apart from the numerical factors, by more elementary considerations.
This would be desirable since it would also give a more physical background to our result,
a result which in our opinion is rather remarkable. So far we have not been able to find

such a simple argument.

It is worth pointing out that Casimir & Polder arrived at equation (2.69) using the minimal
(p- A) rather than the multipolar (u - E) coupling. This route seems to be more laborious
and physically less transparent. The understanding of the physics of atoms interacting
with the electromagnetic vacuum has progressed enormously since Casimir and Polder’s
milestone paper, for recent review see [23]. Their theoretical prediction awaited experimen-
tal confirmation for 45 years [24] but today there is a very little doubt about the physical
interpretation of the Casimir-Polder effect. It can be seen one of the direct confirmations of
the existence of the quantum vacuum of the electromagnetic field. The enormous progress
in cooling and trapping of atoms (and more recently also of molecules) has meant that
experimentalists now have unprecedented control over them, which includes the ability to
trap or guide them in very close vicinity of material surfaces. Moreover, there is now a
worldwide trend to miniaturize devices for trapping, guiding, and manipulating cold atoms
and molecules by constructing so-called atom chips. In experiments using such microfabri-
cated integrated devices atoms and molecules are now routinely very close to materials, so
that e.g. the Casimir-Polder force is no longer a small and hard-to-measure effect but may
be a dominant force. Precise knowledge of the Casimir-Polder force and related effects of

the interaction of atoms, molecules, and other quantum systems with macroscopic objects

SHere we refer to the result, which is totally equivalent to that obtained by Casimir and Polder in their
milestone paper.
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in their vicinity is therefore essential for these developments. Knowing the significance of
the Casimir-Polder and Casimir effect in the contemporary science it is interesting to note
that it has been discovered as a by-product of the industrial research of colloidal systems.
In 1983 H. B. G. Casimir himself seemed to not realize the impact his discovery will have

and referred to it as ’...of some theoretical significance’ [25].

Considerations reported by Casimir and Polder are quite general and, in fact, the formula
(2.65) contains some more physical information that can be extracted, namely the energy
shift of the excited states and the change of the spontaneous decay rates. Bearing in mind
the discussion after Eq. (2.58) we see that in order to compute the shift of the excited
states and the change of the spontaneous decay rates we need to make sense of the function
f(2z0E}i/hc) for Ej; < 0. As explained before this is done by adding a small imaginary
part to the energy-difference denominator that arises in the second-order perturbation

theory. In the language of formula (2.65) this translates to

f— QZoEji —/Oodt sint —/Oodt sint
he ) Jo  220Ej/hc+t+in  Jo o t—220|Eji|/hc+in

Using Eq. (2.59) we rewrite the above as

e sint sint .. [ 2z20|Ej|
dt - il L1 Y
/0 {20\ Bpl Jhein / t— 220|Eji| /he o ( he (2:70)

By virtue of formula (2.60) and the fact that the Cauchy principal-value integral is neces-

sarily real, we immediately obtain the expression for the change of the spontaneous decay

rate

! sinfd] _cosl] _sinlg
AFZ‘ = ———" Wig 3 |: 2 < - -
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where we have defined |, |? + |1y |*

restricted to only those states for which E;; < 0. This is an exact result, valid in any range

= |p|*. Note that the sum over the atomic states is

of the parameter |(| = 2zg|Ej;|/hc. It has been derived many times before, see e.g. [20],
and describes the position-dependent corrections to the standard Einstein’s A-coefficient

due to the presence of a perfectly reflecting plane.
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The calculation of the energy-level shifts for excited states is slightly more involved for

©  sint 0 et
73/ dt =Im <79/ dt > . 2.72
o t—I[c| o t—IC (272)

This can be done with the standard techniques of complex analysis. The Cauchy principal-

one needs to evaluate

value integral can be rewritten as follows

P L) e

where the contour C consists of the interval ¢ € [0, |(| — €] N [|¢| + €, 00] and C. is a semi-
circle of radius e centred at ¢ = |(| running in the negative (clockwise) direction. Since the
integrand is analytic in the first quadrant of the complex plane we can rotate the contour
of integration in the first integral in (2.73) to run along the imaginary axis. The second
term, in the limit of small €, is obtained by using the fractional residue theorem. After

taking the imaginary part we get

P/OOOdt sin’td K‘/ 2 CQ + meos|C| = —f(|¢]) + mcos || (2.74)

where we have used the definition of the auxiliary function f, cf. Eq. (2.67). Therefore,
the energy shift of the excited state |i) splits into two distinct contributions AW/" =
AW} + AW2. The first contribution has exactly the same form as Eq. (2.65) with the
exception that one needs to distinguish contributions from the states |j) that lie below the
state |i) from those for which the state |j) lies above the state |i) as they differ in sign, cf.
the first term of Eq. (2.74),

1 9 1 o1 0%1 220|Eji
AW, = 3%260; sen(Eji) | (Iual® + 1yl?) R e Rl v Rl G

22 ( L 831> i (%’f')] - (275)

The second contribution to the energy shift of the excited state |i) arises due to the

additional term (cosine) that emerged in Eq. (2.74). It has a nature similar to Eq. (2.71)
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and can be explicitly evaluated by computing the derivatives

1 cos|¢| sin|¢| cos|C|
AWTen — 13 2 _
= ey bl P (T T -
VA

cos|¢|  sin|(]
+2|p |2< + . (2.76)
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with [(| = 2zp|Eji|/hic. These exact results are well-known in the literature, see e.g.

[26][27][28]. It is worth noting that in the non-retarded limit || << 1 the total shift
AWFen = AW+ AW? still displays ground-state-like behaviour, Eq. (2.68). The situation
is entirely different in the retarded limit when |¢| >> 1. The contribution AW} still yields
Eq. (2.69) but it is dominated by contributions that come from equation (2.76). The
energy shift no longer decays like z, % but gains an oscillatory contribution for which the

leading term behaves as z; L

We have demonstrated how one can use perturbation theory to study the quantum electro-
dynamics of atoms in the presence of boundaries. Even in the simplest possible example
of an atom in the vicinity of a perfectly reflecting mirror the calculations turn out to be
quite involved. Nevertheless they lead to unambiguous results that are physically mean-
ingful. The effects described here tend to be tiny unless the atom-mirror distance is very
small. What we calculated is a boundary-dependent correction to the Lamb shift, which
in the case of a hydrogen atom is of the order of 1000 MHz. One needs to be careful and
remember that the theory presented is valid only in the cases where there is no overlap
between the atomic wavefunction and the wavefunction of the solid. In practice it means

that the atom needs to be at least few Bohr radii away from the interface.

2.3 Casimir-Polder shift - how does one measure it?

As remarked earlier, although first derived in 1948, the Casimir-Polder force was unam-
biguously measured only in 1992-1993. On the other hand, the experimental verification
of the oscillatory behaviour of the spontaneous decay rate predicted by Eq. (2.71) hap-
pened in 1970 in an experiment carried out by Drexhage [29], cf. Fig. 2.2. In general,
there are two approaches to probe the Casimir-Polder potential. One can study directly

the energy-level shifts by laser spectroscopy or one can base the experiment on kinematic
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RELATIVE FLUORESCENT LIFETIME
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DISTANCE FROM MIRROR (WAVELENGTHS)

FLUORESCENT LIFETIME of molecules of the europium complex was observed to de-
pend closely on their distance irom a plane silver mirror. The distance between the mono-
molecular dye layer and the mirror was varied in steps of two fatty-acid layers, or 52.8 ang-
stroms. The curve shows theoretical dependence; the dots indicate experimental values.

FIGURE 2.2: Picture taken from Sci. Am. 222, 108(1970). The result reported by

Drexhage was first considered suspicious for "How can the emission of a photon be affected

by an atom’s environment when the atom can only ”see” its environment by emitting a
photon in the first place?’ [11]

effects thereby relying on Casimir-Polder forces that arise because of the position depen-
dence of the energy-level shifts. In the early nineties a couple of experiments with sodium
atoms [24][30] tested theoretical predictions of the Casimir-Polder effect with high preci-
sion. It was an experimental feat at the time and the first quantitative measurement of
the interaction between an atom and a surface. In their first experiment [30] Sukenik et.
al. effused sodium atoms through an oven slit and directed them through the micron-sized
gold-plated cavity. Subsequently, the atoms were exited by a laser just before they left
the cavity. Their excitation spectra were then obtained for various widths of the cavity.
In this study the range of the atom-wall distances was such that the experiment probed
essentially the nonretarded limit of the Casimir-Polder shifts, also known as the van der
Waals shifts. An excellent agreement with the theory was observed, cf. Fig 2.3. The next

experiment probed the Casimir-Polder potential for ground-state atoms in the retarded



Chapter 2. Introduction 30

0
—
£ =301
p
p—
£ -60-
L
78]
2} -
2 -90
O
=
L._120_
)]
el
& =150 -
> / !
(@) K
‘180 T L T T T T

N 4

0.4 0.8 1.2 1.6
Plate Separation (um)

2.4

FIG. 4. van der Waals shifts vs plate separation for an atom
at cavity center. Series a-d correspond to states 135-10S, re-
spectively, with crosses indicating experimental data and lines
corresponding to the calculated shifts.

FIGURE 2.3: Picture taken from Phys. Rev. Lett. 68, 3432(1992).

regime [24]. The experimental set up was similar although the idea behind the measure-
ment was completely different. This time the ground-state sodium atoms that emerged
from the oven were passed through the cavity where some of them were deflected so much
by the Casimir-Polder force that they were adsorbed by the walls of the cavity. The re-
maining atoms that managed to get through were ionised by a laser and directed to a
channel electron multiplier where they could be detected. The idea behind the experiment
was to measure the intensity of the emerging beam I as a function of the cavity width
L. The results of this experiment were the first to unambiguously confirm the distance-
dependence of the Casimir-Polder force in the retarded limit. In Fig. 2.4 we reproduce the
results of this milestone paper where the plots of the quantity called opacity is presented.
Opacity is defined as the inverse of the intensity of the emerging beam normalized to the

intensity at the width of 6um.

The measurement of the Casimir-Polder force in the intermediate range of the atom-

wall distances remained elusive until very recently. The breakthrough happened thanks
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FIGURE 2.4: Picture taken from Phys. Rev. Lett. 70, 560(1993). The different curves

correspond to different theoretical results authors used to determine the opacity of the

cavity: a) Casimir-Polder interaction, our Eq.(2.69), b) van der Waals interaction (non-

retarded limit), our Eq. (2.68), ¢) no atom-wall interaction. The agreement of the theory
and experiment is apparent.

to achievements in the field of cold-atom physics and development of evanescent-wave
mirrors. Quantum reflection is a process in which a particle that is moving through a
classically allowed region is reflected without reaching a classical turning point [31]. The
idea that the atom could be reflected by the atom-wall interaction has been around since
1936 [32] however, in order to observe such an effect (hence probe the Casimir-Polder
potential using the quantum reflection), the kinetic energy of atoms must be comparable
with the atom-wall interaction energy. Therefore, ultra-cold atoms are required in order

to succeed with this type of the experiment.

Recently a group of experimental physicists at the University of Tiibingen, Germany, man-
aged to carry out an experiment using the evanescent-wave mirror and quantum reflection
that probed the Casimir-Polder potential in the transition region i.e. in between the
retarded long-distance and nonretarded short-distance limits [33]. The idea behind the
experiment was as follows. First, one creates a potential barrier close to the surface. This
is achieved by superimposing the attractive Casimir-Polder potential of the solid with the
repulsive potential generated by a laser beam which is incident from the inside the solid at

such an angle that it is totally internally reflected. The maximum height H of the barrier
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and its position Z can be adjusted by adjusting the laser’s power. Remarkably, only H
and Z need to be known in order to determine the Casimir-Polder potential at the point Z.
But the properties of the barrier can be determined by studying the quantum reflection
of cold atoms from it. This is done by trapping a cloud of ultra-cold Rubidium atoms
close to the surface. Then, by suddenly shifting the minimum of the trapping potential
the atoms can be moved towards the potential barrier with known velocity. The mov-
ing atoms undergo quantum reflection at the barrier, which allows the reflectivity of the
barrier to be measured as a function of the atoms’ incident velocity. This in turn allows
the potential height H to be determined. By varying the laser power the position of the
maximum height of the barrier Z with respect to the surface of the solid can be changed
thereby allowing to probe the Casimir-Polder potential at these points. The result of the

experiment is presented in Fig. 2.5
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FIGURE 2.5: Picture taken from Phys. Rev. Lett. 104, 083201 (2010). The different
curves correspond to different theoretical results authors used to determine the atom-wall
potential: (blue) Casimir-Polder limit, (red) van der Waals limit, (green) general formula.
The agreement of the theory and experiment was observed but is disputable, especially

for the high power output of the laser used in the evanescent-wave mirror. For details see
[33].
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Retarded Casimir-Polder force on
an atom near reflecting

microstructures

3.1 Introduction

The explosive rate of developments in nanotechnology as well as in the manipulation of cold
atoms has meant that interest in atom-surface interactions has increased strongly in recent
years. What were once tiny, elusive effects are now dominant interactions, or, as the case
may be, a major nuisance in some experimental set-ups. Motivated by a common type of
microstructure, which consists of a protruding ledge fabricated by successive etching and
possibly a thin electroplated top layer, we have recently studied the force on a neutral
atom in close proximity of reflecting surfaces of either cylindrical geometry or that of
a semi-infinite half-plane [3]. In the absence of free charges or thermal excitations, the
interaction of the atom with the microstructure is dominated by Casimir-Polder forces
[13], which are due to the interaction of the atomic dipole with polarization fluctuations
excited by vacuum fluctuations of the electromagnetic field. If the atom is sufficiently close
to the surface of the microstructure, then the interaction between the atomic dipole and
the surface is purely electrostatic and retardation can be neglected, which was the case

investigated in Ref. [3]. Then one does not need to quantize the electromagnetic field, but

33
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can work with the classical Green’s function of Poisson’s equation. The only difficulty lies

then in the geometry of the problem.

However, in experimental situations one more often finds that retardation is in fact im-
portant, as the distance of the atom from the surface of the microstructure is often com-
mensurate or larger than the wavelength of a typical atomic transition. This is the case
we investigate here, again for microstructures of two types of geometries: a cylindrical

reflector of radius R and infinite length, and a reflecting half-plane.

Various versions of this problem have been studied before, both analytically and numeri-
cally. Probably the first to consider the interaction between an atom and a metallic wire,
according to [34], was almost 75 years ago Zel’dovich [35]. This problem was then revis-
ited and extended by Nabutovskii et al. [36], and subsequently by Marvin et al. [37]. In
Nabutovskii’s paper a dielectric cylinder is envisaged to be surrounded by a cylindrical
shell of vacuum which in turn is surrounded by a rarefied gas of polarizable particles. The
interaction energy of a single particle is then calculated through the work done by the
force (obtained from the stress tensor) due to the fluctuating electromagnetic fields, in the
limit of zero density of the surrounding gas. The asymptotic results obtained there (Eq.
(23) and Eq. (24) of Ref. [36] ) are, according to Ref. [34], valid only for dilute dielectric

materials; they diverge in the perfect-reflector limit.

On the other hand, the work by Marvin et al.[37], motivated by [38, 39] and based on
a normal-mode expansion and a linear-response formalism [40], gives the same general
formula for the interaction between a point particle and a cylinder [their Eq. (4.10)] as
the equivalent result in [36]. We have no reason to believe that the result in [37] is incorrect
in the perfect-conductor limit, as it reduces to our previous result [3] in the electrostatic
limit. Moreover, Ref. [37] manages to recover the original Casimir-Polder result [13]
in the large-radius limit of the cylinder. This suggests that the general expression in
[36] is probably correct, only that the perfect-conductor limit does not commute with
the asymptotic limit of the zero radius (or large distance of the atom from the cylinder)
studied there. In the small-radius limit, the result for the interaction between an atom

and a metallic filament, in both retarded and non-retarded limits, is also given by [34].

Marvin et al.’s work [37] is certainly the most comprehensive, but due to its generality it is

also quite cumbersome to apply, which is mainly done numerically for just a few examples
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[41]. Further numerical studies of the interaction of atoms with macroscopic cylinders can

be found in Refs. [42, 43, 44, 45].

By contrast, in this Chapter we are after a relatively simple theory that allows one to
estimate the force between an atom and a cylindrical reflector at any distance and cylinder
radius. To this end we are not interested in the precise dependence of the interaction on
material constants of the reflector, and therefore we work with the model of a perfectly

reflecting surface.

As discussed in Ref. [3], we also determine the force between an atom and a semi-infinite
half-plane, in order to facilitate estimates for common types of microstructures that consist
of a ledge protruding from a substrate. The Casimir-Polder interaction between an atom
and such a half-plane has also been studied before, but only in the extreme retarded limit
of very large distances of the atom from the surface [46]. To the best of our knowledge
no formula for the interaction in the intermediate region, when the distance of the atom
from the surface is comparable to the typical wavelength of an internal transition in the
atom, has been derived yet. Recent work of Mendes et al. [47], dealing with wedges, does
not include the general result in the half-plane geometry as a limiting case of a zero-angle

wedge.

3.2 Field quantization and the energy shift

The complete system of an atom interacting with the quantized electromagnetic field is

described by the Hamiltonian
H = Hatom + Hrield + Hing - (3.1)
We choose to work with p - E coupling, i.e. our interaction Hamiltonian is
Hi = B (3.2)

Quantization of the electromagnetic field is done by way of a normal-mode expansion of

the vector potential in terms of photon annihilation and creation operators for each mode



Chapter 3. Retarded Casimir-Polder force on an atom near reflecting microstructures 36

A and polarization o,

1 (@) (0) (1) it
A(r,t) = 7[& Fy'(r)e™™ —I—h.c.]. 3.3
( ) ) ; \/m A A ( ) ( )
To describe a mode we use the composite index A instead of a wave vector, as we shall
be working in cylindrical coordinates where the quantum number of the azimuthal part
of the mode function is discrete, but the other two are continuous. We work in Coulomb

gauge, V - A(r) = 0, so that the normal modes F(r) satisfy the Helmholtz equation,

(V2 4+ W) F(r)=0. (3.4)

The energy level shift due to the interaction (3.2) can be calculated perturbatively. For
our system in state |i;0), i.e. the atom in state |i) and the electromagnetic field in its
vacuum state |0), the lowest non-vanishing order of perturbation theory is the second, so

that )
(5315 |- Eli0))

AW:; B o) (3.5)

As the relevant field modes can be expected to vary slowly over the size of the atom, we
make the electric dipole approximation, which simplifies the expression for the energy shift

to

I WEENE.
oy |(lli) - B (x)
2¢e0 Ejl-—i—w)\

; (3.6)

AW =— >
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where we have introduced the abbreviation Fj; = E; — E;. The sum over intermediate
states j in Eq. (3.6) is in practice limited to one or a few states to which there are strong
dipole transitions from the initial state ¢. These strong dipole transitions dominate the
internal dynamics of the atom, and the corresponding timescales are then given by 1/E};,
the inverse frequency of these dominant dipole transitions. Therefore, when we analyse
the distance dependence of the energy shift, we shall use 1/E}; for these transitions as the
scale to which to compare the distance of the atom from the surface. We shall refer to E;

as the frequency of a typical atomic transition.



Chapter 3. Retarded Casimir-Polder force on an atom near reflecting microstructures 37

Alternatively one can use the atomic polarizability, whose diagonal elements are

2E;; | (4] 1)
Oéuu(w) = Z ﬁ ) (3-7)
J J?
and express the energy shift as an integral over the polarizability and the electric field
susceptibility at imaginary frequencies [48]. In this formalism one can see most easily that

the energy shift at large distances (in the so-called retarded limit) must always depend

just on the static polarizability

. 012
2[(j|pw i)

o (3.8)

a,(0) = ‘

For brevity and presentational clarity we shall henceforth abbreviate the matrix elements

of the atomic dipole moment as

il = [ |l )] - (3.9)

3.3 Energy shift near a perfectly reflecting wire

\ 4

FIGURE 3.1: Atomic electric dipole moment in the vicinity of a perfectly reflecting cylin-

der of radius R. The normal modes Fg\o) (x) in this geometry are given by Eqs. (3.15)
and (3.16).
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First we wish to calculate the energy shift of an atom near a perfectly reflecting and
infinitely long cylindrical wire of radius R. It is advantageous to work in cylindrical

coordinates, cf. Fig. 3.1.

In order to find two independent transverse vector field solutions of Eq. (3.4), we make
use of the representation theorem for the vector Helmholtz equation [49, 10.411]. If ®(x)
is a solution of the scalar Helmholtz equation then the two independent solutions of the

vector equation are given by

FU(r) = (Vxé,)d(r), (3.10)
FO(r) — %v « (V x &) ®(r) (3.11)

The particular choice of the constant unit vector €, is motivated by the symmetry of our
problem and lets us to identify the solutions (1) (r) and F® (r) with the transverse electric
(TE) and transverse magnetic (TM) modes, respectively. In cylindrical coordinates the

scalar Helmholtz equation has solutions of the form
B(p, ¢, 2) = N[ 08 b (kp) + sin 6, Yo (kp) | emOHR2 (3.12)

where J,,(kp) and Y, (kp) are Bessel functions of the first and second kind [21, §9]. The
separation constants satisfy w? = k?+x2, and m is an integer. The phase shifts d,, describe
the superposition of regular and irregular solutions. In free space only regular solutions
Jm(kp) are admissible, and ¢, = 0. In the presence of the perfectly reflecting wire, the
phase shifts serve to make the electromagnetic fields satisfy the boundary conditions on

the surface of the wire. The normalization constant /N is chosen such that

5(k — k')

d3 F(f)* ‘F(U) :5mm’5 —x/
/r @ (). F) (r) (s — )2

(3.13)

is met. Setting cosd,, = 1, siné,, = 0, one can derive quite easily that N = (2rk)~!.

On the surface of a perfect conductor, the tangential components of the electric field and
the normal component of the magnetic field vanish. Therefore, at the surface p = R of

the cylindrical wire we must have Ey = 0 = E, and B, = 0. These boundary conditions
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determine the phase shifts as

J' (kR) I (kR)
TE _ _“m ™ _ _“m 14
tan Oy, V! (kR) " om Yy (kR) (3:14)

According to Egs. (3.10), (3.11), and (3.12), the normalized mode functions FE\U) (r), A=

{k,m,k}, that satisfy the boundary conditions at p = R are given by

FiE(p,¢,2) =

é, (3.15)
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z

These mode functions can now be substituted into Eq. (3.6) for obtaining the energy shift
of an atom positioned at r = (p, ¢, z). However, what we want to calculate here is only
the correction to the energy shift caused by the presence of a perfectly conducting surface,
rather than the whole energy shift due to the coupling of the atom to the fluctuating
vacuum field, which would include the free-space Lamb shift. Therefore we need to subtract
the energy shift caused by the vacuum fluctuations of the electromagnetic field in free space,
which is obtained by either letting the phase shifts §,, — 0 or equivalently taking the limit
R — 0. In the limit of vanishing radius R of the cylinder the behaviour of the mode
functions (3.15), (3.16) is dominated by the singular behaviour of Y;,,(kR) and Y, (kR) at
the origin, which causes the phase shifts (3.14) to vanish. The renormalized energy shift
AW = AW — limg_,g AW is found to be of the form

AWren — _

> Eolipl* + Egluol® + Zlp=l?) (3.17)

4e
TE0 i



Chapter 3. Retarded Casimir-Polder force on an atom near reflecting microstructures 40

with

Z / dk:k/ deﬂw
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_2 ’/ dk:k:/ dr —2
s Eji+w

(0, (kp) Y’ (kR) — Y, (kp)JL (KR))?
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X{<> [( (p)J%((klwz))+Yn%((k2) (kR) —me(kp)” (3.20)

w

where the primes on the sums indicate that the m = 0 term is weighted by an additional
factor of 1/2. It appears that the x integrals fail to converge, but this is a common feature
in such calculations caused by the dipole approximation, see e.g. [13]. As we shall see,
convergence is in fact brought about by the Bessel functions, which come to bear if the k

integral is replaced by an integral over w = v k2 + k2.

As the Bessel functions Jy,,(z) and Y, (x) are both oscillatory for large xz, we wish to
rotate the integration contour in the complex k plane, in order to get an integrand that is
exponentially damped for large arguments. To this end we introduce the Hankel functions
HY (2) = Jo(2) + i¥m(z) and HP (z) = [HY (2)]* = Jm(x) — i¥m(2), in terms of which
we can rewrite the energy level shift in such a form that there are no poles in the first

quadrant of the complex k plane, as is required for the rotation of the integration contour.
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This step greatly simplifies further analysis.

p» = —Re — dk k d
¢ Z/ / KEjz‘i’w
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Eji +w

, J! (kR) m? k2 Im(kR)
X {[H (1)(kp)]2H,/7(Ll)(kR) + 12,2 wQ[HT(y%)(kP)]ZHT(;)(m}, (3.22)

w k> Jm (kR
= —Re — Z / dk k/ dk ——— Epto {w2 [Hg)(kp)FHg)((ld%} (3.23)

We now transform the k integration in Egs. (3.21)—(3.23) into an integration over w =
VK2 + k2, and note that on the interval 0 < w < k the integrands become pure imaginary
and therefore do not contribute if added to the real part of the integral. We can therefore

shift the lower limit down to the origin

/dw—)/ dw (3.24)
K 0

without affecting the result. Further, we note that the functions Hr(,%)(z) and H,/,(ll) (z) have
no zeros in the first quadrant of the complex plane [21, Fig. 9.6], so that the contour of the
w-integration can be rotated from the positive real to the positive imaginary axis, w — iw.

Then the oscillatory Bessel functions turn into the modified Bessel functions according to

21, 9.6.3 & 5]

Jm(iz) = ™21, (2), (3.25)
HW(iz) = —Ee_im”/sz(z). (3.26)

™



Chapter 3. Retarded Casimir-Polder force on an atom near reflecting microstructures 42

Taking the real part and going to polar coordinates, where the angle integrals are elemen-

tary, we find that

-2y " N\ In(kR) .,
==, dkk{( Efﬁ‘*’“Q‘Eﬂ) ooy ko)
11, (kR)
E?, +k2 i W[Km(kp)F . (3.27)
= _g e , 0o ) (kR) |
m—ﬂmzzo /0 dk k \/W R )

k:2 2 (\/ﬁ - Eﬁ) fm[m(lﬂp)}?}, (3.28)

K In(kR)
dk k K (kp)]* ¢ . 3.29
Z s T R 9] (3.29)
Note that the effect of our manipulations has been that the integration variable k in
Egs. (3.27)—(3.29) has been rotated by 7/2 in the complex plane compared to Egs. (3.21)—
(3.23).

The final result for the energy shift, Eq. (3.17) with Egs. (3.27)—(3.29), is a sum over a
series of rapidly converging integrals, which, unlike Eqs. (3.18)—(3.20), is reasonably easily
evaluated numerically. However, as the functions 2, 4 .(Ej;, d, R) are quite cumbersome
and it is not possible to find exact closed form expressions for them, we now look at their

asymptotics in various limiting cases, which is very useful for analytical estimates.

3.3.1 Asymptotic regimes

There are three length scales in the problem: the distance of the atom from the surface of
the cylinder d = p— R, the radius of the cylindrical wire R, and the wavelength of a typical
transition in the atom Aj; o< 1/Ej;. Accordingly we get six different asymptotic regimes,
three non-retarded and three retarded. The criterion as to whether retardation matters is
the relative size of the distance d of the atom from the surface and the wavelength \;; of

a typical transition: if the atom is very close to the surface then its interaction with the
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surface is entirely electrostatic [3], whereas retardation begins to play a role once d ~ \j;
or larger, because then the internal state of the atom is then subject to non-negligible
evolution during the time a virtual photon mediating the interaction would take to travel
from the atom to the surface and back. First we shall deal with the three non-retarded

cases, and then with the three retarded ones.

3.3.1.1 d<<R<<)\ji

If Aj; is larger than any other lengthscale, we can take the limit E;; — 0 in Egs. (3.27)-
(3.29). This gives the same result as a purely electrostatic calculation [3]. If the distance
d of the atom from the surface is small, then the atom does not feel the curvature of the
surface, and one expects to get the same energy shift as one would close to a plane surface.
This is indeed the result we get when we take the limit d — 0 by using uniform asymptotic

expansions for the Bessel functions [3]; we obtain

1 1 1
Eg N, D — . (3.30)

—_
—

P83

3.3.1.2 d« >\ji <R

In this regime the energy shift behaves in exactly the same way as in the previous case,
because the radius of the wire has no influence on retardation, so that the relative size of
R and \j; does not matter. All that matters is that the distance d of the atom from the
cylinder is still much less than the wavelength \j; of the relevant transition in the atom. In
mathematical terms, the electrostatic limit (£j; — 0) and the large-radius limit (R — 00)

of the energy shift commute.

The limit of large radius was studied in great detail in [37]. Application of the summation
formula derived in Appendix A of [37] to Egs. (3.27)-(3.29) leads to the original Casimir-

Polder result [13] for the interaction between an atom and a plane, perfectly reflecting

mirror:
1 00 e—2dEjin
p— dn——— , 3.31
P 27Td3 /0 n (1 + ,’72)2 ( )
1 oo e_2dEjin 1 _ ,’72
Sy =2, = —— d . 3.32
= S 27rd3/0 Ta+m21+p2 (3:32)



Chapter 3. Retarded Casimir-Polder force on an atom near reflecting microstructures 44

If we now take \j; to be much greater than d, we reproduce the result (3.30) of the previous

section.

3.3.1.3 R<Kd<K A

In this case we again start by taking the limit E;; — 0 in Eqgs. (3.27)-(3.29) and obtain
the electrostatic expression derived in [3]. In the limit of the radius of the wire being much
smaller than the distance d, the energy shift is dominated by summand with lowest m in

Egs. (3.27)-(3.29) [3]. Asymptotically one gets

1 R _ 1

S, X —m——, D¢ X —, Dy X,
T Bd TP T B 7T Blnd
which is not very helpful numerically though, as logarithmic series converge only very

slowly.

3.3.1.4 )\ji <d< R

When Aj; is smaller than the distance d of the atom to the surface of the wire, then the
interaction is manifestly retarded. As \j; is the smallest of the three lengthscales, we first
take the limit A\j; — 0, i.e. Ej; — oo, in Egs. (3.27)-(3.29) and find that the leading terms
in all three integrals go as 1/Ej;. Thus the energy shift (3.17) indeed depends only on
the static polarizability (3.8) of the atom, as mentioned at the end of Section 3.2. The
remaining integration over k is then quite similar to those found in the non-relativistic
calculation in [3] and can be tackled by the same means. Scaling k to z = kp/m and
realizing that the dominant contributions to the integrals and sums come from large x and
large m, one can approximate the Bessel Functions by their uniform asymptotic expansions

and then gets a geometric series, which is easy to sum. In this way one finds the following
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approximations
= 1 4 [ 3 Lo(kR) 2
=N — K .
o= g o ) (339
o 1 A(A? +4A+1)
2
+ /0 dxaz( 1422+ %1-%332) A—1) },
= 1 o [T 3 (ER) 2
Be & K .34
o grp {0k L ) (3.3
o 1 A(A% +4A+1) }
+ der x| V1+ 22+ ) ,
/0 ( V14 22 (A-1)
= 1 4 [T 3 Lo(kR) 2
=, & dk k Ky(k
(o [ ank 2 K ko)
o0 w3 A(A?+4A+1)
+ ) e T } (3.35)
with A(z) given by
) 2
V/ 2 2
Aw) = (B LEVIF ) g2 (1422 Vit (3.36)
Pl N1+ 1+ 228 P’
02

These are easy to evaluate numerically and provide a reasonable approximation to the

energy shift in the retarded limit, as shown in Fig. 3.2.

In the limit of the distance d = p — R being much smaller than the radius R of the wire,

the above approximations yield

1 1

N — 3.37
R AL (3.37)

[1
hs)
X
[1]
<
X
[1]

which agrees with the retarded energy shift of an atom in front of a perfectly reflecting
plane mirror, as calculated by Casimir and Polder [13]. This is what one would expect
because an atom that is very close to the surface is not susceptible to the curvature of the

surface.

3.3.1.5 N\ <K< R<d

In this case we again start by taking the limit E;; — oo in Egs. (3.27)—(3.29), which gives
a leading order contribution proportional to 1/Ej;. In other words, this is again a fully

retarded case for which the static polarizability (3.8) is only atomic property that the
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FI1GURE 3.2: The contributions to the energy shift in the retarded limit due to the three

components of the atomic dipole, multiplied by Eﬁd4. Solid lines represent the results

of exact numerical integration of Egs. (3.27)-(3.29) in the limit E;; — oo, whereas the

dashed (red) lines represent the approximations (3.33)—(3.35). For large d the asymptotic

behaviour is dominated by the lowest m terms in the sums, given by (3.38)—(3.40) and

shown as dotted (blue) lines. The arrow on the vertical axis indicates the exact value in
the limit d — 0, Eq. (3.37).

energy shift depends on. For distances d much larger than the wire radius R the dominant
contribution to the sum then comes from the summands with the lowest m, so that we
need consider only those,

= N L >3 lo(kR) B k I (kR)
- 2w Ej; {/0 dw ksm[Kl(kp)]z 2/0 dk — 02 K'l/(k;R) [Kl(kp)]Q}v (3.38)

Zo~ gop{ [ k(s p>h<(’jf2)u<1<kp>12—2 [ gD o

(3.39)
(

2

=, ~ / dk k3 IO kR) [Ko(kp))? . 3.40)
7TE]Z

kR)

The dotted lines in Fig. 3.2 show that these are indeed good approximations for large
d/R. Their leading-order behaviour is

1 1 1 R? 1 1

—_

PX Eudimd ¢ By d TS Epdind’
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which is in full agreement with the asymptotic results by [34], even though those are for
a metallic wire characterized by a plasma frequency. This is because in the retarded limit
the interaction between the atom and the surface depends, to leading order, only on the

static polarizability.

As in the electrostatic case, the contributions due to the p and z components of the atomic
dipole fall off less rapidly than the ¢ contribution. We also note that, just as in the non-
retarded case, the series in powers of 1/1Ind converge too slowly to be of any practical use,

so that estimates must be made with Egs. (3.38)—(3.40).

3.3.1.6 R<K\;kd

As in the non-retarded cases, the limit of vanishing radius (R — 0) and the retarded limit
(Ej; — oo) commute, and we recover the results of the previous section, Eqgs. (3.38)—(3.40).
This is another manifestation of the fact that the criterion of whether the interaction is
retarded depends solely on the distance d between an atom and the surface of the wire,
and that the relative size of geometrical features and the wavelength \j; is irrelevant. This
means in particular that there are no resonance effects for \j; coinciding with the wire

radius R.

3.3.2 Numerical results

For intermediate parameter ranges one has to evaluate Eqs. (3.27)-(3.29) numerically.
This is straightforward, and one can employ standard software packages like Mathematica
or Maple. The numerical convergence of Egs. (3.27)—-(3.29) is very good, although more
terms are needed for small distances d than for large distances. Figs. 3.3-3.5 show the
contributions by the p, ¢, and z components of the atomic dipole to the energy shift
(3.17) for various values of the typical transition frequency Ej; in the atom. We give the
distance d and the transition wavelength 1/Ej; in units of the wire radius R. For plotting
we have factored out of =, 4 . the asymptotic functional dependence of the shift in front
of a plane mirror, Eq. (3.37). In Fig. 3.6 we show how these contributions look when we

choose the wavelengths 1/E;; of a typical internal transition as a lengthscale and plot the
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FIGURE 3.3: The contribution (3.27) to the energy shift (3.17) due to the p compo-
nent of the dipole for various typical transition frequencies E;;. The dashed line is this
contribution in the retarded limit F;; — oo.
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FIGURE 3.4: The contribution (3.28) to the energy shift (3.17) due to the ¢ compo-
nent of the dipole for various typical transition frequencies E;;. The dashed line is this
contribution in the retarded limit F;; — oo.
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FIGURE 3.5: The contribution (3.29) to the energy shift (3.17) due to the z compo-
nent of the dipole for various typical transition frequencies F;;. The dashed line is this
contribution in the retarded limit F;; — oo.

contributions to the energy shift for various wire radii R. The larger the value of R the

more terms are required in the numerical series.

3.4 Energy shift near a perfectly reflecting semi-infinite half-

plane

Next we wish to calculate the energy shift of an atom in the vicinity of a perfectly reflecting

half-plane, as illustrated by Fig. 3.7.

The procedure of obtaining the normal modes of the vector potential is analogous to
that described in Section 3.3. The scalar solution of the Helmholtz equation (3.4) in the
cylindrical coordinates that is best suited to applying boundary conditions on the surface

of the half-plane is given by

ikz

B(x) = [ﬁ sin <5¢) + \f%cos (’;%)}Jmﬂ(kp) \e/ﬂ ,
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FIGURE 3.6: The contributions (3.27)—(3.29) to the energy shift (3.17) due to the p, ¢,
and z components of the dipole for various radii R of the wire.

FIGURE 3.7: An atomic dipole in the vicinity of a perfectly reflecting semi-infinite half-
plane. The normal modes F&U)(x) in this geometry are given by Eqgs. (3.41) and (3.42).
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where Jp, 5(kp), with m = 0,1,2,..., are the regular solutions of Bessel’s equation, and
the separation constants satisfy w? = k? + k2. We must have m > 0, as otherwise the
solutions are not linearly independent. Note that half-integer indices arise because the
angle ¢ is restricted to the interval [0, 2], so that the usual argument of single-valuedness

of ™% cannot be evoked.

In order to obtain two linearly independent vector solutions we again apply Egs. (3.10)
and (3.11), and impose the boundary conditions for a perfectly reflecting half-plane, E, =
0=FE, and By = 0 for ¢ = 0 and ¢ = 27. In this way we find for the mode functions

(1) _ 1 m. . m A m / N ikz
F\'(r) = Ton {Qkp sin ( 5 gb) Jmy2(kp) €, + cos ( 5 qS) Tins2(kp) e¢] e (3.41)
1 |k . /m . KM m R
Fg\2) (I') = Tﬂ- |:w Sin (Ed)) ’:n/Q(kp) ep + m COS (§¢) Jm/Q(kp) e¢
k . m N ikz
+ ; Sin <§¢) Jm/g(kp) ez:| e y (342)

where the composite index stands for A\ = {k,m,x}. For m > 0 these mode functions
satisfy the normalization condition (3.13), but the first polarization has an additional
mode with m = 0 for which Eq. (3.41) must be multiplied by an additional factor 1/v/2

for it to be normalized correctly according to (3.13),
F(l) _ 1 T (kp) é ikz 3.43
0o (1) =~ (ko) &y (3.43)

Substituting the mode functions (3.41)-(3.43) into Eq. (3.6) and renormalizing the en-

ergy shift by subtracting the free-space contribution in the same way as this was done in
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Eqgs. (3.18)-(3.20), we obtain an energy shift of the form (3.17) with
Ep = i/ooodk k:/ooodka I d " {<§)2 i) |:SII12( ¢) le/z(kp) Jﬁ(kp)}

() Sy () i)} =
IR IS CORRERE
() S e () gt memm]}.
: = / dk k/ dr j@—l-w {<f}>2i/{sm < )J2/2(k3p) J?n(k;p)]}a

m=0
(3.46)

[1]
<
Il

[1]
|

where the primes on the sums indicate that the m = 0 terms are weighted by an additional
factor of 1/2. In order to simplify these expressions, the sums over the Bessel functions
need to be evaluated. Recently, similar summations have been carried out [47, 50], but
the results obtained do not include our particular case of sums involving Bessel functions

of the half-integer order.

We proceed along the following lines. First, we split each sum into two, one over Bessel
functions of integer orders, and the other over half-integer orders. For the first we can

apply the standard summation formula [21, 9.1.79]

D cos2me J3(z) = %JO(stin o), (3.47)

m=0
and we choose to represent the right-hand side in terms of an integral [21, 9.1.24]

1 Lo o
5 Jo(2zsing) = — qp Sn(2etsing)

=) e, (3.48)

For the half-integer sum we use a summation formula of [51, 5.7.17.(11.)], which in our

case gives

1 [1/sme sin(2zt sin @)
2
E cos(2m + 1)¢ J %(z) /1 dt T (3.49)

m=0

We note that, if we use the integral representation (3.48), the sums over integer and over
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half-integer Bessel functions are very similar; the only difference is the upper limit of the ¢
integral in (3.48) and (3.49). As these ¢ integrals and their derivatives will arise repeatedly,

we define the following auxiliary functions:

1/sing ; 92t si
F(z,¢) = /1 g St sing) :2 j”igb) , (3.50)

Oodt sin(2zt sin ¢) '

1 S (3.51)

G(z,0) =

Further we note that the  integrals in Eqs. (3.44)-(3.46) suffer from the same convergence
problems as already discussed in Section 3.3. We avoid these by introducing polar coordi-
nates with £ = wsina and x = w cos a. At the same time we parametrize the denominator

arising from perturbation theory by

1 oo
:/ dg e~ (Fiitw)e (3.52)
Eji+w 0 ’

with Ej; + w = Ej; + Vk? + k2 > 0. Then Egs. (3.44)-(3.46) become

9 [ () w/2
E, = / dz e_EJ”/ dw w3e_°””/ dasin o
™ Jo 0 0

x {o1(wpsina) + o3(wpsina) cos® a}, (3.53)
9 [ 00 w/2
Ep = / dz eEﬁm/ dw w3e“x/ dasin
T Jo 0 0
x {oa2(wpsina) cos® a + oy (wpsina) } (3.54)
— 2
2, = / dz e” ”x/ dw we™ / dasin o
T Jo
x {o5(wpsin @) sin a} (3.55)

The sums o;(z) appearing in these expressions can be calculated by using Egs. (3.47)—

(3.51) and standard derivative formulae for Bessel functions [21, 9.1.27]; we obtain in
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terms of (3.50) and (3.51):

o1(2) 1 & m\2 | sin® (mg/2) | 2 12

= — — g e(z) —m~J (2 3.56
02(2) szzzl (2) cos? (mg/2) | " A () .

_ 1 [, PC9) | PG| | PF(e)  0F(z9)

N 87‘(‘22 8¢2 + ad)Q $=0 8(;52 - 8¢2 ’d):O 7
o3(z) > , sin (m¢/2) 2 12

_ T2 () — J2(2)
e | 2| oo |

_ "IEZ; b o [P0) - G0 F S22 [P(z) + 6z, 0)

1V
C;izz(l F cos (Z)) s (357)

o5(2) = Y ' {sin® (me/2) 2 5(2) - J2(2)}

0
= —[F(2,0) - F(z,¢) - G(z,¢) — G(2,0)] . (3.58)

Do
3

We now carry out the various integrations in the following order. First we evaluate the «
integrals, which all give Bessel functions J; or Jy [49, 3.715(10),(14)]. Next we carry out
the integrations over w, which involve integrals of the type [49, 6.611(1.)]

b~ (\/m— a)y
T Va2t

/ dz e J,(bz)
0

Finally, we calculate the t integrals that came in through the auxiliary functions F' and
G, Egs. (3.50) and (3.51). These are all elementary. At the very end we calculate the ¢
derivatives of Eq. (3.56) and take the limit ¢ — 0 in the appropriate terms. The end results
then still contain the parameter integral (3.52) over x, which we now scale by substituting

x = 2pn. Then the final results read

- _ 1 /Oodn 2oy [0 O 4 4
7 16mp3 Jo nt(1+n2)32 ot

(2n* + 1) sin® ¢ — n?] + cos ¢

(n? + sin® ¢)? : (1+7n2)3/2(n? + sin® ¢)3
[(2+n?) sin® ¢ + 2sin® ¢(3n" + 60° +2) — * (3" +60° +4)]},  (3.59)

X
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Ey = 71 /oodn e 2rEjin {3776 + 6774 +107° +4 _ i
16mp3 Jo ni(1 + n?)5/2 o
4 cos ¢
+ s [(1 —2p*)sin® ¢+ n?] +
G e g (7 2S00 e gy
x [(2—2n* —n*)sin® ¢ + 2sin® ¢(2 + 2° — 6n* — 3n°)
+02(3n° + 60" + 1002 +4)]},  (3.60)
= = oy [Tt (W I0R L4 4
° o 16mp% )y m(1+n?)P2 !

sin? ¢ — n? cos ¢

(n? +sin®¢)3  (1+n?)>2(n? + sin? ¢)3
[(* —2)sin® ¢ + 2(n* — 4n® — 2)sin® ¢ + *(In* +100* +4)]}.  (3.61)

X

Inserted into Eq. (3.17) the Egs. (3.59)—(3.61) give the final result for the energy shift of
an atom near a perfectly reflecting half-plane. Some of the integrations over the auxiliary
variable 7 could in principle be carried out, but those would yield complicated hypergeo-
metric functions. Thus it is preferable to have the result in the form of an integral over
elementary functions. It converges quickly and can therefore be very easily evaluated nu-
merically by using standard software packages. In addition, we shall go on to determine

asymptotic expressions in the non-retarded and retarded regimes.

3.4.1 Asymptotic regimes

3.4.1.1 Plane-mirror limit

In the limit of the polar angle ¢ being very small, the atom is very close to the half-plane
but far away from the edge, so that the energy shift should be the same as for an atom
in front of a plane, infinitely extended mirror. The component of the atomic dipole that
is normal to the surface should then give the contribution listed in Eq. (3.31) to the shift,
and the parallel components should contribute that shown in Eq. (3.32). As the distance d
of the atom from the half-plane is psin ¢, we take Egs. (3.59)—(3.61) and scale n — nsin ¢,
so as to get an exponential with the same argument as in Eqs. (3.31) and (3.32). If we
subsequently take the limit ¢ — 0, we recover Egs. (3.31) and (3.32), as expected. Note,
however, that the geometry is different from the cylindrical case: the ¢ component of the

atomic dipole is now normal to the surface and its contribution =4 to the energy shift is
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given by (3.31), and the p and z components are parallel so that =, and Z, are given by

(3.32).

3.4.1.2 Non-retarded regime

If pE;; < 1 then the atom is very close to the half-plane, compared to the wavelength
of a typical internal transition. This means that the interaction of the atom and the
surface is instantaneous, as the atom evolves on a much longer timescale. In this case field
quantization is not necessary, and only Coulomb interactions between the atom and the

half-plane need to be considered, as was done in Ref. [3], where we derived

- 5 oS ¢ (7 — ¢)(1 + sin” ¢)
P 48mp3 + 167 p3 sin? ¢ 167 p3 sin® ¢
- 1 Ccos ¢ (r — ¢)(1 + cos® ¢)
=0T T A8rpd | SmpdsinZ o 167 p3 sin® ¢

1 cos ¢ ™— ¢

[1]

= + )
? 24mp3  167mp3sin? ¢ 16mp3 sind ¢

Taking the limit E;; — 0 in Eqgs. (3.59)-(3.61) we recover these results, which is an

important consistency check on our present calculation.

3.4.1.3 Retarded regime

In the opposite limit of the atom being far away from the half-plane, we need to distinguish
whether the atom is located beyond the edge of the half-plane or not. If it is, i.e. for
/2 < ¢ < 7 the distance of the atom to the half-plane is its distance to the edge, namely
p, so that the condition for the interaction to be fully retarded is pEj; > 1. If, on the
other hand, 0 < ¢ < /2 then the distance to the half-plane is psin ¢, and consequently
the criterion for full retardation is psin ¢Fj; > 1, cf. Fig. 3.7.

Taking the limit E;; — oo in the integrals (3.59)-(3.61) is straightforward, since, according
to Watson’s lemma [22], the integral is then dominated by contributions from the vicinity
of n =0T, so that one just needs to factor out the exponential and expand the rest of the
integrand in the curly brackets in a Taylor series about this point. The leading terms of

these Taylor expansions turn out to be constants with respect to n in each case. Thus in
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the retarded limit we obtain

SORE DU PO 2 ] (3.62)
TP 64mptEj; | * sin(¢/2) * sin?(¢/2) '

= - 1 | 2

=¢ = 64mpiE;; | St sin*(¢/2) i sin2(¢/2)] (3.6
SRR U P 2 ] (3.64)
TF 0 64mptEj | * sin(¢/2) * sin?(¢/2) |’ '

which, for the case of isotropic polarizability, is in agreement with the result of Ref. [46].
Here again, the energy shift (3.17) depends only on the static polarizability (3.8) of the
atom, as follows from general considerations in the retarded limit [48]. In the light of our
comments above, we emphasize again that the results (3.62)—(3.64) are only valid when the
distance of the atom from the half-plane exceeds several wavelengths A;;. This means that
for small angles ¢ one needs to revert to the plane-mirror limit discussed in Section 3.4.1.1
above, because in the region 0 < ¢ < /2 Eqgs. (3.62)—(3.64) apply only if sin¢ > Aj;;/p.
However, taking the limit p — oo together with ¢ — 0 while keeping psin¢ = d fixed
is legitimate, and reproduces the well-known Casimir-Polder result [13] for the retarded

interaction between an atom and a plane mirror, Eq. (3.37).

Taking the limit ¢ — 7 in Egs. (3.62)—(3.64) shows that for an atomic dipole that is
polarized azimuthally the interaction vanishes when the atom is located exactly above the
edge of the half-plane. This conclusion actually holds not just in the retarded regime, but
generally for any distance, as Eq. (3.60) also vanishes in the limit ¢ — 7. Purely from
symmetry one would expect there to be no azimuthal component to the Casimir-Polder
force directly above the edge, but the fact that there is no radially directed force either
is surprising. Since we have worked in the cylindrical coordinates, the direction of the
unit vectors €, and €4 depends on the position coordinates p and ¢. In this context it is
curious that, in the retarded limit, all three components of the atomic dipole contribute

to the energy shift with exactly the same angular dependence.

3.5 Summary

We have calculated the energy shift in a neutral atom caused by the presence at arbitrary

distance of perfectly reflecting microstructures of two different geometries. For an atom at
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FIGURE 3.8: Direction of the retarded Casimir-Polder force acting on the atom with
isotropic polarizability. Note from Eqn. (3.60) that an atom that is polarized azimuthally
does not experience any force when it is located exactly above the edge of the half-plane.

a distance d = p— R from the perfectly reflecting cylindrical wire of radius R we have found
an exact expression for the interaction energy, Eq. (3.17) with Egs. (3.27)-(3.29). As these
integrals and sums are in general quite complicated, we have analysed various important
limiting cases. The limit of the distance d being small on the scale of the wavelength \j;
of a typical atomic transition requires only electrostatic forces to be considered, which
was done in detail in Ref. [3]. The case of purely retarded interactions, which occur when
the distance d is much larger than A;;, has been analysed in Sections 3.3.1.4-6. For a
small wire radius the three contributions to the energy shift are well approximated by

Egs. (3.38)—(3.40), and for a large wire radius by Egs. (3.33)—(3.35).

In the case of an atom close to a perfectly reflecting half-plane the exact analytic analysis
can be pushed a little bit further than in the cylindrical case. We have managed to find
an exact formula for the energy shift in terms of a simple, rapidly converging integral
over elementary functions, Eqgs. (3.59)-(3.61), so that they are very easy to study numer-
ically. Nevertheless, we have also derived asymptotic formulae, which agree with previous

calculations.

The totality of our results can be used to reliably estimate the energy shift in an atom
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close to a variety of common microstructures that consist of a ledge and possibly an
electroplated top layer of higher reflectivity. We have determined the energy shifts for the
complete range of distances, which is very important for practical applications as in many
modern experiments the distance of the atom is neither much larger nor much smaller

than the typical wavelength of an atomic transition, but commensurate.



Chapter 4

On the difference between the
standard and generalized Coulomb

gauge

4.1 Generalized Coulomb gauge

Although the considerations we report here are quite general we would like to make a point
by referring to a specific example. Consider a dielectric half-space occupying the z < 0
region of space. The dielectric is a non-dispersive one i.e. it’s electromagnetic response is
described by a single number, the index of refraction n, that is one and the same for all

frequencies. Thus model is described by the dielectric constant
e(z) =14+60(—2)(n*—1) (4.1)

where 6(z) is a Heaviside the step function. The quantization of the electromagnetic field

that coexists with such a dielectric can be achieved by the normal-mode expansion [19].

60
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We start with Maxwell’s equations (no sources)

V.D(r,t) = 0, (4.2)
V. B(r,t) = 0, (4.3)
VxE(r,t)—i—gtB(r,t) = 0, (4.4)
VxH(r,t)—gtD(r,t) = 0. (4.5)

For non-magnetic material and the non-dispersive dielectric function (4.1) the constitutive

relations may be written as
B(r,t) = poH(r,t), D(r,t) = epe(z)E(r,t) (4.6)

Introducing the electromagnetic potentials in the usual way [10]

B(r,t) = V x A(r,t), E(r,t) = —%A( t) — Vo(r, 1) (4.7)

takes care of (4.3) and (4.4). The remaining two Maxwell equations (4.2) and (4.5) turn

into:

V- [e(2)Vo(r,t)] + (2)A(r, )] = 0, (4.8)
€(2) 02

V- le
V[V x A1)+ 2L A, t)+ﬁ9v¢(r H=0 (4.9)
2 Ot2 ot ' '

The solution of these coupled differential equations can be very much simplified by a suit-
able choice of the gauge for the electromagnetic potentials. One usually aims to decouple
the two equations. The most convenient approach is to work in the so-called generalized

Coulomb gauge in which we require that
V - [e(2)A(r,t)] = €(2)V - A(r,t) + (1 — n?) A, (r,1)d(z) = 0. (4.10)

where Eq. (4.1) has been used. We note that, since €(z) is not constant but has a finite

jump at z = 0, the generalized Coulomb gauge differs from the standard Coulomb gauge

V-A(r,t) =0 (4.11)
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only by a surface term, which is proportional to a §(z)-function. With (4.10) it follows
from Eq. (4.8) that in the absence of sources we can set ¢(r,t) = 0. Thus in generalized

Coulomb gauge equation (4.9) reduces to

ez 2
V x [V x A(r, t)] + ;);QA(r,w) = 0. (4.12)

Thus only the vector potential undergoes quantization, which is accomplished by expand-

ing A(r,t) in a complete set of the mode functions that satisfy
w2
V x [V x £,(r)] — e(z)c—gfa(r) =0, (4.13)

supplemented by the condition that derives from the gauge we are working in, cf. Eq.
(4.10)
V - [e(2)E,(r)] = 0. (4.14)

We have labelled solutions corresponding to the eigenvalue w, by o. The double-curl

operator can be rewritten using (4.14)
V x[Vxf,(r)] = V[V -f,(r)] -V, (r,0) = -V, (r,0), forz#D0.

Thus away from the interface we can work with the Helmholtz equation

2

V£, (1) + e(z)%ﬁ,(r) =0, z#0, (4.15)

which can be solved as usual by considering the two distinct regions of space, z < 0 and
z > 0, and using Maxwell boundary conditions to match solutions across the interface.

Once the mode functions are known, the expansion of the vector potential is written as

A8 (r t) = Z \/ QGZJ [aof,(r)e ™ + C.C], (4.16)

where the superscript reminds us that the expansion is written down in the generalized
Coulomb gauge, Eq. (4.10). The quantization is accomplished by the promotion of the

expansion coeflicients a, to operators that satisfy the bosonic commutation rule

lag, &:r,/] = 50,0“ (4.17)
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In the present geometry, described by the dielectric function (4.1), the outlined procedure
yields the well-known Carnigila-Mandel modes for the vector field operator which naturally

splits into two parts describing left-incident and right-incident photons, respectively [52]:

AZC(pr.¢) = 2 ~ f at L (r

A (r, 1) ;/d ki { [/0 dkzd\/; 1 (O ( )]

/ mdkz\/QT il (D865 ()
0 EQWKA

Here A labels the polarization of the photons A = {TE,TM} and a harmonic time-

_|_

} +HC.  (4.18)

dependence of the annihilation operator is implicitly assumed i.e. apy(t) = axy(0)e "L,

The mode functions entering the expansion are given by

£ (r) = (;;ggn {0(=2) [0 + REe™ar| 1 0(2) |The | | (4.19)
£ (r) = (Z()Z/)z [02) [ 4 REXT] 1 0(—2) [ftei =]} (4.20)

where k and k,; are the wavevectors in the vacuum and dielectric, respectively

k= = (k,£k.), ki = (k, tk.q). (4.21)

Their z2-components are related to each other via k.4 = \/ n?k2 + (n? — l)kﬁ. The sign of
the square root is chosen in such a way that on the real axis we have sgn(k,) = sgn(k.q).
This ensures that the for a single mode of the electromagnetic field that consists of the
incident, reflected and transmitted wave the direction of propagation is consistent. In
equations (4.19) and (4.20) a shorthand notation has been introduced to represent the

unit polarization vectors €y. We defined them as

érp(V) = (—vﬁ)_m (—iVy,iV,,0) (4.22)

erm(V) = (vﬁvQ)fl/z (—vxvz, ~V,V.. vﬁ) : (4.23)

where it is understood that the derivatives are replaced by the corresponding components

of the wave-vector that is present in the relevant exponential e.g. for the right-incident

incoming wave e’ T we replace V, by —ik.. We note in particular that the polarization

vectors do not act on the step functions. This is a convenient notation as the polarization
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vectors point in different directions for incident, reflected and transmitted waves, respec-
tively. However, one needs to be careful when carrying out explicit calculations with the
mode functions (4.19)-(4.20) and remember that the operator (V) is merely a shorthand

notation. The Fresnel coefficients are given by

k. —k.q R anz —k.q L

R, =224 RpE, =20 RL— _RE
T k4 kg ™M 02k, + kA A
2k 2nk k
R z R z L zd R
— ’ - — Ty = 2Ty 4.24
T kg ™7 02k 4k N kD (4.24)

The mode functions (4.19)-(4.20) are well-known to satisfy the completeness relation which

can be written in the form [19]
> [ew [k R0+ [Tk sk 6] <o) @)

where for definiteness throughout the chapter we choose r’ to refer to the outside of

dielectric i.e. 2’ > 0. The proof of the relation
VzZ/dzkn {/0 dk, fl]j)\z( )fk)\]( )+/0 dk.q flf,\z( )ka]( )}
A

= (ViV; —6;;V?) 6@ (r — ') (4.26)

has been presented in [53]. Equation (4.26) is of course obtained by acting with the Laplace

operator V2 on (4.25). However, at this point it is still not obvious that
V255 (r,x') = (ViV; — 6;V%) 6O (r — 1), (4.27)

The object d; (r,r’") represents the unit kernel in the subspace of the mode functions that

satisfy the generalized Coulomb gauge i.e. if fic)(r) satisfies Eq. (4.14) then
/ dPr'6g (v, ¥) L, (') = £i\(r). (4.28)

We point out that even though the generalized Coulomb gauge differs from the standard
Coulomb gauge only by a surface term, cf. Eq. (4.10), the corresponding unit kernels in

the position representation differ in the whole of space because of their non-local character,
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i.e. even though

V- fk,\(r) =V [e(z)fk/\(r)] N for z 75 0, (4.29)

we have

1 €
05 (r =) # 85(r,x'), forall 2, 2. (4.30)

Here, 5% (r —1’) is the usual transverse J-function

1 i\ (e
ee E G-
s

i.e. the unit kernel in the subspace of mode functions that satisfy V - fi\(r) = 0. Note in

Sj(r—1') = (4.31)

particular that d5;(r,r’) is not translation-invariant.

It is possible to calculate the r-representation of 5% (r,r’) by directly evaluating the inte-

grals in (4.25). Before we do so, let us rewrite the transverse delta function (4.31) as
(e —x') = 500 (x —v/) = ViV GO - ), (4.32)

where we have introduced the Green’s function of the Poisson equation

1 1

:E\r—rﬂ

Gor — 1) (4.33)

with the free-space boundary conditions. Let us now turn to the explicit evaluation of the
LHS of Eq. (4.25). First we deal with the case z < 0 and 2’ > 0 for which we provide a
detailed calculation. Plugging the mode functions (4.19)-(4.20) into (4.25) and multiplying

out we obtain

€ 1 2 ik -(r)—r])
55(r.x) = G XA: / A7k

Oodkj . o i Sy ) . i . o
X {/O zd {T)\L* éz)\(kj[)ék] (k‘i’)ezkzdzflkzz + RfT)\L* él)\(k;)é)\] (ke ik a2 ’Lkzz]

n2

o} . . . , . i . . ,
/0 dk. [Tf (kg )ey (k)etheaztik=zt o RRTR 6 (k7)) (kT)emiheaz—ikez } } . (4.34)
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where ¢} (k*) = ég\(V)eiki'r. First we focus attention on the k, and k.4 integrals. We

convert the k.4 integral using the relation k,q = \/ n?k2 + (n? — 1)kﬁ

00 ) 0 k'z ) o) kz
dkog =12 [ dka 2 402 [ Ak, 22, (4.35)
0 i kud 0 k.q

where I' = [k|| (n?—1)'/2/n. After the change of variables the result consists of the integral
along the real-positive axis (travelling modes) and the integral along the imaginary axis

on the interval k. € [I', 0] (evanescent modes)

€ 1 2 ik -(r—r})
55(r.) = G XA: / ke

o+
k , , , o A , A .
X {/ dk, |:sz)\L* éz)\(k;lo—)éz\ (k—)elkzdz“l‘lkzz + T)\L*Rf é& (kg)ég\(k—)e—zkzdz—i-zkzz :|
o

zd

oo
k 4 ; . . , A ' o
+/0 dk, [szAL él)\(k;)é&(k+)elkzd'2ﬂkzz + Tf ég\(k;)ég\(kf)efzkzdﬂrzkzz

zd

k ; ; ; ; / ; 1 ; ; ’
+k—ZdT,\LR§ éh(ky)es (kT)emthzazmth=z' o RIPI &1 (k) &) (kT) e~ theaz—ik=2 ] } , (4.36)
zZ

where the integral on the interval k. € [iT’,0"] runs on the RHS of the branch cut due to
k.q that runs from k, = —il" to k, = i[". The last two terms of (4.36) cancel out by virtue
of the relations (4.24) whereas the second-last line can be combined to a single integral

running along the interval k, € (—00,07] N[0T, c0)

. 1 2 ik -(r—r}) o R 20 (1,—\ 2] (1,—\ ,—iksqz+ik.2'
5ij(ra I',) = (27{_)3;/(21 k”e I I I {/Oodkz [T)\ eA(kd )eg\(k )6 azt }

o+
k , : ) . . . . o
- /F dk [def e\ (k] )és (k™ )etkzaztih=z o ple Rk ég(kg)ég(k—)e—lkzdzﬂ’fzz]}. (4.37)
(2

To proceed any further close inspection of (4.37) is necessary. To illustrate the argument
we focus on the TM contributions to the integral. The TE contributions are treated in an

exactly analogous way. We start by noting that

2nkz kz Lx pL 2nkz

s _ Lz2 SR 4.38
™ kzd - n2kz ’ kzd MM kzd + n2kz, ( )
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where we have used the fact that for purely imaginary k. we have k} = —k,. Thus, the

k.-integral in the last line of (4.44) can be written as

ot
2nk, . Y o o
/ dka <knk> é’zI‘M(kd )é]TM(k )6 tkyqz+ik,z

i 2d T n2k'z
U 2nk ) . . .
s [k (2 ) i ey e e

We now observe that the second integral differs from the first integral only by the sign of
k.q. This allows us to combine the two integrals utilizing the branch-cut due to k,qy. We

have

o+ ok . : —
o b (o, ) e

0~ 2nk, y . o
+/r i <—/~cd—n?/~c> (kg )&y (k™ )ehzaztiks

N / dk. T (k) ey (ke Fea == (4.40)
C

where the contour C is illustrated in Fig. 4.1. Thus the completeness relation (4.37) may

Im(k,)

-

FIGURE 4.1: The dashed line represents the contour C used to evaluate the k.-integral
in equation (4.40).
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be written compactly as
1 ik -(r—r/ i 1=\ AT 1—  —i ik !
55].(1-’ I‘l) = 7(2703 Z /d2k||e ky-(r) H) /dk‘zT)]\{ ez)\(kd )ej)\(k )e tkyqz+ik.z (4'41)
A Y

where the contour v runs along the negative real axis from k, = —oo to k, = 07, then
around the branch-cut along the contour C depicted in Fig. 4.1 and then from %k, = 0T
to k, = oco. The k,-integral may now be evaluated with the help of the residue theorem.
We note that for z < 0, 2z’ > 0 the integrand in (4.41) vanishes exponentially in the upper
k.-plane so we might close the contour there. To do so we need to determine the position
of the integrand’s poles, if any. The Fresnel’s coefficients for the half-space geometry are
analytic for Im(k,) > 0 thus it remains to look at the polarization vectors defined in
equations (4.22)-(4.23). For the TE mode we immediately note that érp are independent
of k.. Thus the transverse electric modes do not contribute to the integral (4.41). For the
TM mode, each polarization vector contributes a factor of 1/|k| where k| = | /k2 + k|2.
Thus for a TM mode the integrand has a simple pole in the upper half-plane at k, = i[kj|.
With this it is a simple matter to show that

€ _ ) T
o5 (r,r') = =V, VG (r —1'), 2<0,2 >0 (4.42)

where
12wt
C4mnZn? 41—

GT(r -1

(4.43)

is the transmitted part of the electrostatic Green’s function in the half-space geometry,

see e.g. [10].

The evaluate (4.25) for the case z > 0, 2/ > 0 we again plug the relevant the mode

functions (4.19)-(4.20) and after utilizing some straightforward properties of the Fresnel
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reflection coeflicients we arrive at

€ 1 2 ik -(r|—r])
5 (r,x') = (%)3; / d7eye
o [ anegae eyt

+ [ dk.RYe) (kM)e] (k)eh= 1)

0 kz 1 ] ; /
+ / dk. = ITE? 6 (k) e (k) etk= (42 >} (4.44)
il zd

with T' = |k|||(n2 ~1)Y2/n and & (k*) = ég\(V)eiki’r. Now we note that, because of the
well-known completeness properties of the polarization vectors, the first term of (4.44)

yields the transverse d-function, Eq. (4.31). The remaining two terms are combined into

a single contour integral utilizing the branch cut due to k.4 = \/ n?k2 + (n? — 1)kﬁ. This

is done exactly in the same manner as in [53] or [54]. Thus the result reads
. 1 ik - (r)—r’ A3 A7 (1,—\ ik (z+2
55 (r,x') = o5 (r — 1) + P > /d2k||e 1=y LdszfeA(k+)e&(k )etk=(+2) (4. 45)
A

where the contour v runs along the negative real axis from k, = —oo to k, = 07, then
around the branch cut along the contour C depicted in Fig. 4.1 and then from k, = 0"
to k, = oco. Since the reflection coefficient Rf has no poles in the upper k,-plane we
can close the contour there. Then, for the TE mode the integral vanishes because the
polarization vectors do not depend on k.. For the TM mode however, the polarization
vectors contribute a pole at k, = i|kH|. The integral is easily evaluated using the residue

theorem and leads to the final result written explicitly as
8 (r,x') = 608 (r — ') = ViV, [GO(r — ') + GB(x,Y))] 2,7 >0 (4.46)
with GR(r, r’) being the reflected part of the electrostatic Green’s function in the half-space

geometry

1n?2—1 1
R N
e ot B | | (447)

where ¥/ = (2/,y/, —2').



Chapter 4. On the difference between the standard and generalized Coulomb gauge 70

The results (4.42) and (4.46) may be compactly written as

o5;(r,x') = 563 (x — ') — ViViG(r,r'), 2 >0 (4.48)
where
Gle.x) = 1 2n? 1 (—2) 11 _in2—1 1 6(x)  (4.49)
or C 4mn2n2 +1r — /| e —r/| 4drn?+1|r—7| ‘ '

is the Green’s function of the Poisson equation for the case of a source being outside the
dielectric occupying z < 0 region of space. We see that the end result has formally the
same form as (4.32) only that the free-space Green’s function of the Poisson equation is
replaced by the Green’s function in the presence of a dielectric half-space of refractive

index n. The result (4.48) may be formally written as
o5;(r,1') = (855 + VN;V*) 63 (r —r) (4.50)

provided an appropriate meaning is attached to the integral operator V2. We would like
to remark that it is in this sense the completeness relation proved in [55] holds. There of
course, the Green’s function is that in the slab geometry, see appendix of [56]. Equation
(4.50) is to be compared with (4.27). Note in particular, that the derivative V' which
acts on r’ can not be shifted to act on r because of the reflection term in (4.49). This
is possible only after one acts with Laplace operator on (4.50). Then, replacing V; with

—V, we recover the result (4.27) derived in [53].

Once the completeness relation of the mode functions has been explicitly calculated it is

a simple matter to evaluate the equal-time field commutator. Using Eq. (4.16) we have
[A%(x), e E;(r')] = —ihdf;(r,v) (4.51)

so for the case of the electromagnetic field in the presence of a dielectric half-space the

commutator between the vector potential and electric field operator reads
[A%(x), e Ej(r')] = —ihd;;6®) (x — v') + ihV; V) G(r, ). (4.52)

where G(r,r’) is given by (4.49) and we remind the reader that we consider the case 2’ > 0
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only. We see that, compared to the standard commutation relations of the QED, the
commutator in the presence of the dielectric gains an additional term that represents a
reflection from the surface. Note that in the limit of perfect reflectivity i.e. n — oo we
recover the results obtained in [57][20]. We will come back to this fact at the end of the

section 4.2.

4.2 Coulomb gauge

The natural question that arises is whether it is possible to quantize the electromagnetic
field in the presence of a dielectric half-space but work in standard Coulomb gauge. A
direct approach trying to solve the Maxwell equations (4.8)-(4.9) proves inconvenient but
one may exploit gauge transformations to work out the field operators in the standard
Coulomb gauge from the ones in the generalized Coulomb gauge. A gauge transformation

from the generalized Coulomb gauge to the true Coulomb gauge may be written as follows

AS(r,t) = AE(r,t) — Vx(r,t), (4.53)

¢°(r,t) = ¢gc(r,t)+%x(r,t). (4.54)

where we set ¢8°(r,t) = 0 in the absence of charges. It is clear that in the Coulomb gauge,
even in the absence of charges, the scalar potential does not vanish. In fact, we shall
see shortly that it enters the Hamiltonian on equal footing with the vector potential as a
second-quantized operator. We note that the LHS of Eq. (4.53) is transverse, and since
As¢ is not, the gradient of the generating function must compensate for it [16]. In other

words we have!

' _ [ g3l c
Vix(r,t) = /d oy (r — ') A% (', 1). (4.56)

We aim here to make the LHS of equation (4.53) transverse. Setting Vy = Aﬁc does the job but so
does
Vx = Aﬁc +f (4.55)

where f is some function with vanishing divergence i.e. V -f = 0. To convince ourselves that f necessarily
vanishes we note that equation (4.55) implies that V x f = 0. This in turn implies that f is given as a
gradient of some harmonic function ® i.e. satisfying V>® = 0. Since we expect the fields to vanish at
infinity the function ® is necessarily zero by the maximum principle, see e.g. [58].
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The form of the x can be easily found if we use the position representation of the longitu-

dinal §-function
. — 1 3.7 / 1 gc/ ./
Vix(r,t) = yy /d r (V Vi v ’> A (', t) (4.57)

where the primed derivative acts only on the Green’s function and not on A%°. Thus, after

integrating by parts, we identify

1 3.7
4 r|I‘—I'/|

X(r,t) = — CAE( 1), (4.58)

The generating function can be obtained directly evaluating the integrals in (4.58) using
the explicit form of the operator (4.18). Alternatively, we take the divergence of equation
(4.53) followed by a time derivative and find that the potential in the coulomb gauge ¢¢

satisfies the Poisson equation
9. o t
— Vox(r,t) = ——4(2), (4.59)

with the surface charge density given by

| heo
O'(I'H,t) = -2 /d2k|||k||’ { /0 dk.q 26?{ alléTM( )gk (I‘”) H.C.

o heg
/0de JaﬁTM(t)gk(rH) H.C.

+ 2wk

} . (4.60)

(1+RT ) ki, (4.61)

We have introduced the mode functions

1 n?—1
R _
gc(r)) = (2m)3/2 202

1 n?2—-1Tk
L — TM ik -

where the reflection coefficients are given by equations (4.24). The solution of Eq. (4.59)

can be easily found to be given by

X(I‘,t) = Z\/ko”elkM {
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As promised, the potential ¢¢ = x turns out to be a second-quantized operator. It relates
the vector potential in standard Coulomb gauge to that in generalized Coulomb gauge
via equation (4.53). It only affects photons with the TM polarization and, interestingly,

it’s symmetric with respect to the interface i.e. x(—z) = x(z). According to (4.54) The
generating function x is found by integrating Eq. (4.63) with respect to time.

Let us now come back to the issue of the commutation relations between the field operators.

Clearly we expect
[A5(r), e E;(x))] = —iﬁéé(r —r') = —ihd;;0® (r — ') + ihViV;-GO(r —1r')  (4.64)

which is a consequence of the fact that Vy is given as a longitudinal part of A%, cf. Eq.
(4.56). This can also be confirmed by an explicit calculation using the mode functions

(4.61)-(4.62). The commutator splits as follows
[Af(r), e 5 (x")] = [AF(r) — Vix(x), e B;(x")] = —ihdj;(r,x’) — [Vix(r), coE;(x')] (4.65)

where df;(r,1’) is given by equation (4.48) and the reader is reminded that we consider
the case 2/ > 0 only. Plugging in the mode functions (4.61)-(4.62) into Eq. (4.65) we find,

using the same techniques as in the calculation of the completeness relation (4.25), that

n?—1
— Gr —r’' <0,2/>0
Vi), B ()] = ihv, ¥, { na1 G ETT) FS0E =0

GE(r,r') 2>0,2>0

where GV and G are the Green’s functions as introduced in equations (4.33) and (4.47).
Equation (4.66) when combined with (4.48) and (4.65) confirms the assertion stated by
Bq. (4.64).

The commutator between the vector potential and electric field operators is gauge de-
pendent which has been clearly demonstrated by the above considerations. Therefore, the
modification of the QED commutation relations is not a physical effect but rather is related
to the choice of gauge in which the electromagnetic field is quantized, which is of course in

principle only a matter of convenience. We note that the commutation relation between
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the physical fields retain the standard form, as they should. Consider the commutator
[B(r),E(r')] =V x [A(r), E(r)] . (4.67)

We see from (4.53) that regardless of the gauge one uses to calculate the RHS of the above
relation the end result is the same. The commutators (4.52) and (4.64) differ only by a
longitudinal part that is annihilated by the curl operator. Thus, the shape of the cavity

has no impact on the fundamental commutation relations of physical fields.

When the cavity walls are modelled as perfectly reflecting mirrors the generalized Coulomb
gauge (4.10) is meaningless. Then, a common way to quantize the electromagnetic field
is to work with the free-space form of Eq. (4.9) in standard Coulomb gauge (4.11) and
demand that the fields are excluded from interior of the perfect reflector i.e. one solves

) 0?
\Y% _ﬁ A(I‘,t) = 0,

V.A(r,t) = 0, (4.68)

together with the condition that the electric field vanishes for z < 0. This in particular
implies that
E,(2=0%)=0, E,(z=0") =0. (4.69)

The relation between the vector potential and the electric field is taken to be

0A(r,1)

E(rﬂt) = 8t )

(4.70)

and for this reason the boundary conditions for the electric field immediately imply the
rules for the vector potential. This method of quantization gives the vector field operator
which may be obtained by taking the n — oo limit of Eq. (4.18). This in turn implies
that the commutation relations for the field operators are given by the perfect reflector

limit of the commutation rule (4.52) and NOT by Eq. (4.64). Explicitly:

) 1 1
[Ai(r), EQEJ'(I'/)] = —’LFL(SU(S(3) (I‘ — I‘/) + ijvlvg (, ) y R, Z, > O, (471)
™

r—r/| |r—7|

where T = (x,y,—2). At first it seems surprising that in spite of the Coulomb gauge

condition imposed on the vector potential the reflected part of the Green’s function appears
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in the commutator. This can be explained as follows. In the presence of the perfect
reflector the fluctuations of the quantized electromagnetic field imply the existence of the

fluctuating charge density on the surface of the perfect reflector. The Gauss’s law reads

O'(I‘H,t)

V - E(r,t) = -
0

5(2), (4.72)

where o(r|) is given as a perfect reflector limit of Eq. (4.60). Relation (4.72) is a conse-
quence of the boundary conditions applied to the electric field at z = 0 (and vice-versa).
We observe that equations (4.68), (4.70) and (4.72) can not be simultaneously satisfied on
the surface of the perfect reflector. Thus, the gauge condition in (4.68) should rather read

V.-A(r,t)=0 forz#0 (4.73)

which is an adaptation of the generalized Coulomb gauge condition (4.10) to the case of the
perfect reflector rather than true Coulomb gauge. This is the origin of the reflected Green’s
function term appearing in the commutator (4.71) as it has also been recently pointed out
in [59]. We can now observe that the oversimplified model of the perfectly reflecting cavity
walls obscures the fact that the form of the commutation relation is actually determined
by the choice of gauge. We would also like to remark that it is claimed in [59] that the
commutator between the physical fields (4.67) is affected by the cavity walls if one assumes

them to be perfectly reflecting. We have clearly shown that this is an incorrect conclusion.

4.3 Hamiltonians

Quantum electrodynamics in the presence of dielectrics is most conveniently formulated in
the generalized Coulomb gauge. The minimal-coupling Hamiltonian of a charged particle
that is placed near dielectric half-space and coupled to the quantized electromagnetic field

may be written as [17]

— ¢(ro)]? 9¢(r)1? 2(p
o _ [P — aAT(ro)] +;/d3r{eoe(z) [aA <>] +B()}

2m ot 1o

= / Prege(z) Vo (x) - Vore(r),  (4.74)
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where rq is the position of the particle. Here it will prove most convenient to write the

Hamiltonian H7 of the electromagnetic field in the form
1
H = Zk: Feoye <aLak + 2) . (4.75)

The integral involving the scalar potential ¢9¢ is a c-number and it contains infinite self-
energy of the particle X as well as the zg-dependent electrostatic interaction between the

dielectric and the charge

/ dPrege(2)Ve(r) - V(r) = X 4 V&, (4.76)

| =

with
¢ n?-11

yes = 9 -
Admegn? + 14z

(4.77)

Equation (4.77) can be seen as an interaction energy of a static charge with its image in
the dielectric, multiplied by a factor of 1/2. Dropping the irrelevant self-energy of the

particle ¥ the Hamiltonian HY9¢ may be written as

[p — qA9(ro))?
2m

HY9¢ = +H yves. (4.78)

Perhaps the most instructive way of obtaining the Hamiltonian in Coulomb gauge H€ is

by using the unitary transformation

H¢ = eiS/hchefiS/h +ih (jteiS/h> efiS/h’ (479)
with the operator S is given by
S(rOa t) = 7QX(I.07 t) (480)

The generating function x(r,t) is given as an integral of (4.63) with respect to time and is
evaluated at the position of the particle rg. In what follows we set operators to be time-
independent (Schrodinger picture) so that the term containing the time derivative in (4.79)

does not contribute. Then, using the same methods as in the proof of the completeness
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relation (4.25), it is not difficult to show that

¢S/ [p — qA%(xg) e /" = [p — gA°(xo)],
. -\ 2
iS/hprf ,—iS/h  _ . f 17 f
oI il [0 7] + 5 (7)) [s0). [s00). 7]
2
. -1 es

With this, the Hamiltonian in the Coulomb gauge is written

[p — gA°(ro)]?
2m

H® =

. n?+1
+ H + qx(ro) + ( 57 ) ves. (4.82)

We see that compared to the Hamiltonian written out in the generalized Coulomb gauge,
Eq. (4.78), some of the electrostatic interaction energy has been redistributed and is now
contained in the second-quantized part of the Hamiltonian H¢. We will demonstrate that

it is now shared among two terms

. n?+1
Hy = qx(ro) + < o2 > Ve, (4.83)

Working with the standard time-independent perturbation theory applied to the interac-
tion term ¢x(r) one finds that the first non-vanishing contribution is of the second-order

and is given by

-1 : L . 2
ape — 3 Mer a0 - i)

2
P wi
- 5%‘(%*“) ‘
2 00 L r 2 00 R r 2
- _T d2k”€—2\k|\|Zo / dkzd{gk(gll)"f‘/ dkzM . (4.84)
260 0 wk 0 wk

where we have used no-recoil approximation. The mode functions ¢ are given in Egs.
(4.61)-(4.62). The resulting integrals in (4.84) can be calculated analytically and the

result is

n%—1
AFE® = s, 4,
< o2 > |4 (4.85)
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Thus, the contributions from both terms in equation (4.83) add up to yield the whole of

the electrostatic interaction energy

2 1 2 1
(” ) ves + (” * ) ves = yes, (4.86)

2n2 2n?2

This is of course what one would expect since both formulations of the theory must lead

to the same results.



Chapter 5

Interaction of atoms with layered

dielectrics

5.1 Introduction

The question of the interaction between a neutral atom and a macroscopic dielectric body,
once of purely academic interest, has recently been promoted to a real-life physics problem,
thanks to the rapid developments in nanotechnology and experimental techniques. It is
no longer the case this interaction, the so-called Casimir-Polder interaction, is a tiny effect
that can be ignored in all practical situations. Instead, on the length-scales that nanotech-
nology nowadays operates in, dispersion forces as they are also called, become significant
and may appreciably influence miniaturized physical systems. The ambition of nanotech-
nology and cold-atom physics to construct a quantum computer faces, among others, the
problem of trapping and extremely accurate guiding of single atoms above dielectric sub-
strates, so-called atom chips. To best utilize such technologies the nearby environment
of a trapped atom usually comprises of a complicated arrangement of inhomogeneous di-
electrics. The question then arises, what are the magnitudes of the Casimir-Polder forces
involved and can one possibly engineer the shapes of surrounding bodies to obtain the
optimal ones that would minimize the nuisance of the dispersion forces or positively con-
tribute to the trapping or guiding? However, to search for such possibilities one needs

to go beyond simple featureless geometries and ground-state atoms as such models lack
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flexibility. Perhaps the least sophisticated but still interesting example to study in this
context is to consider a neutral atom, possibly excited, above a layered dielectric half-
space, cf. Fig. 5.1. If the atom is in its ground state, then the Casimir-Polder force is
always attractive. In such case it is desirable to derive simple analytical formulae that
would allow to obtain quick estimates of the magnitudes of the forces involved in terms of
the optical properties of the layer and the substrate [56]. On the other hand, if the atom is
in its excited state, then as it is widely recognised [27], the potential acquires a oscillatory
contribution that can result in a repulsive force. Additionally, the presence of the layer
creates the possibility of a resonance between the wavelength of the atomic transition and

the thickness of the layer, which could lead to an enhancement of the interaction.

There is a variety of theoretical approaches devised to study the Casimir-Polder interaction
(for a comprehensive account of the subject see [60]) but perhaps the most successful
ones being the linear response theory [48] and phenomenological macroscopic QED [61].
Consider for example methods developed in [27][62]. They use linear response theory
[48] and express the field susceptibilities in terms of Fresnel reflection coefficients. This
method allows them to express the Casimir-Polder interaction as an integral along the
imaginary frequency axis of the product of the atomic and field susceptibilities. In practice
the problem is reduced to the calculation of the classical electromagnetic Green tensor
expressed in terms of Fresnel coefficients. Such calculations tend to be tedious and often
inevitably lead to the use of the numerical methods. However it is generally beneficial
to study problems of QED with methods that are physically transparent and do not
obscure basic the physics. In the example of the geometry considered in this Chapter the
technique of the electromagnetic field quantization based on the normal-mode expansion
[52] seems to be best emphasizing the physics of the problem, namely the fact that the
system supports two kinds of modes of the electromagnetic field [63]. These comprise
of travelling modes with a continuous spectrum and the trapped modes with discrete
spectrum i.e. occurring at only certain allowed frequencies. The trapped modes arise
because of repeated total internal reflections within the top layer of higher refractive index
than the substrate and emerge as evanescent waves outside the wave-guide. This gives a
rise to a complicated structure of evanescent modes outside the layered dielectric where
evanescent waves with continuous spectrum, also arising in a half-space geometry [52], are

superposed with evanescent modes that arise only in the presence of the slab-like waveguide



Chapter 5. Interaction of atoms with layered dielectrics 81

[56]. In the framework we apply in this work, in the same spirit as [56][64], the use of
standard perturbation theory renders all calculations explicit and it is possible from the
outset to track down and remove if necessary any ambiguities that tend to remain hidden
in more elaborate theories. For example, linear-response theory results in an integral over
the Fresnel reflection coefficients but gives no indication of whether the evanescent waves
associated with the trapped modes contribute to the Casimir-Polder interaction or not.
The question is answered at once if the normal modes approach is used instead, see [63][65].
Also, it has been recently pointed out [56] that elaborate theories may not only obscure

the basic physics but can also lead one to draw incorrect conclusions [66].

The purpose of this Chapter is twofold. Firstly, it aims to support current experimental
efforts by providing the analytical formulae useful for quick estimates of the dispersion
forces acting on an atom placed in the vicinity of the layered dielectric with the emphasis
on the corrections caused by the layer as compared to the standard half-space results
reported in [64]. It also investigates the resonant interaction between an excited atom
and a layer in the search for the possible enhancement or sign reversal of the Casimir-
Polder force. Furthermore, it formulates a simple and explicit theory based on the well
understood concepts of theoretical physics such as perturbation theory and electromagnetic
field quantization based on normal-modes expansion. The theoretical aspect, although
serving only as a means to a practical end result, is interesting in its own right. The
perturbative approach used in this work leads to the problem of the summation over the
modes of the electromagnetic field, which is non-trivial because of the dual character of
the modes of the electromagnetic field. The task of adding the discrete and continuous
field modes is elegantly accomplished with the use of complex-integral techniques. This
allows us to explicitly show that the canonical commutation relations between the field
operators are satisfied, which is equivalent to saying that the completeness relation of the
normal-modes holds in the geometry considered. Although this is not a surprise because
the field modes are solutions of a Hermitian operator’s eigenvalue problem, the explicit
calculation we carry out provides us with the mathematics necessary to complete a typical
perturbative calculation in this geometry. It also allows us to cast the end result in a
simple and elegant form that is easy to study analytically in various asymptotic regimes,

which was our goal.
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This chapter is organised as follows. First we quantize the electromagnetic field in the
presence of the layered dielectric, Section 5.2. Then, in Section 5.2.3, we explicitly prove
the completeness relation of the electromagnetic field modes. Equipped with the necessary
mathematical tools we proceed to calculate the energy shift in Section 5.3 and then study

it analytically (Section 5.4) and numerically (Section 5.5).

5.2 Field quantization in the presence of a layered boundary

/

L
2

|
™

FIGURE 5.1: Atomic dipole moment in the vicinity of the layered dielectric. The dielectric
function is a piecewise constant function of the coordinate z.

Our ultimate aim is to work out the energy-level shift in an atom caused by the presence
of a layered dielectric. In order to obtain a result that fully takes into account retardation
effects, the quantization of the electromagnetic field is necessary. To emphasize the physics
of the problem we choose to quantize the electromagnetic field by a normal-mode expansion
as described in [19]. The dielectric environment we consider (cf. Fig. 5.1) consists of the
substrate, a dielectric half-space occupying the region of space z < —L/2 described by a
dielectric constant e; = n2. On top of the substrate we place an additional dielectric layer
of thickness L, which has a dielectric constant ¢ = n12 We assume that the dielectric

constant of the layer is higher than that of the substrate ¢ > ¢ in order to account for

modes that are trapped inside the layer. Although we work with this assumption the final
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result will turn out to be valid even when the reflectivity of the substrate exceeds that of
the layer. Throughout the Chapter we shall assume all dielectric constants to be frequency
independent so that the optical properties of the system are described solely by a pair of

real numbers, € and €.

To solve Maxwell equations for the electromagnetic field operators in the Heisenberg’s
picture we introduce, in the usual manner [10], the electromagnetic potentials A(r,¢) and

®(r,t) and work in the generalized Coulomb gauge
V - le(r)A(r)] =0, (5.1)

with the dielectric permittivity being a piecewise constant function as plotted in Fig. 5.1.
In the absence of free charges one can set ®(r,t) = 0 and work only with the vector
potential A(r,t) which satisfies the wave equation

82

V2A(r,t) — e(z)ﬁ

A(r,t) =0, || £ L/2. (5.2)

Note that right on the interfaces the condition (5.1) is singular due to discontinuities of
the dielectric function and equation (5.2) doesn’t hold at these points. The normal-modes

of the field f(r)e™? satisfy the Helmholtz equation
V2ir (1) 4 e(2)w?fin(r) = 0, |2| # L/2. (5.3)

and we have labelled them by their wave-vector k and polarization A = {TE, TM}. The
mode decomposition allows solving the field equation (5.2) in each distinct region of space
separately and then stitch up the solutions across the interfaces by demanding that they

are consistent with the Maxwell boundary conditions i.e. E, D, and B are continuous.

The Helmholtz equation (5.3) stems from the Hermitean operator’s eigenvalue problem
[19]

[;v £V % \}E] Ve (1) = —w? /efir (1), (5.4)

so that we expect the weighted mode functions \/€(r)fixx(r) to form a complete set of

functions being capable of describing any field configurations. The completeness relation
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takes the form
[ L fia f60) = 550, 2> L2 (5.5)
k-

with 05, (r,r’) being the unit kernel in the subspace of functions satisfying (5.1), we shall
call it the generalized transverse delta-function. From the considerations outlined in the

Chapter 4 we expect that it is given by
55(r,x') = 608 (r — ') — V; V), G(x,1') (5.6)

with the electrostatic Green’s function of the Laplace equation given by

2 2 2
ni—1 nf—ng o
2 2 2
Ml MM k) (5
n? —1n? —n? '
1 1 S ,—2kL
) 2 2¢
ni + 1ng +nj

L1 1 [ ,
G(I’,r)— EW—E o ko()(k’r” —I'HD

1

where we have chosen to confine ourselves to the case z,z’ > L/2. The Jy in the above
equation is a Bessel function of the first kind [21, 9.1.1] and the outline of the derivation

of the Green’s function is given in the Appendix D.

The sum over all modes in equation (5.5) is complicated because the spectrum of the field
modes has non-trivial structure. It has been shown previously [63][67] that the system
supports two kinds of quite distinct types of modes. There are travelling modes going
from left to right or in the opposite direction, and there are trapped modes that exist
within the dielectric layer, which essentially acts as a wave-guide. The spectrum of the
travelling modes is continuous whereas the spectrum of the modes trapped in the dielectric
layer is discrete and only some values of the wavevector are allowed, namely those satisfying
a certain dispersion relation. This dual character of the spectrum of the field modes is a
major obstacle in working out the energy shift but an elegant treatment of the problem

has been developed in [55], whose basic idea we follow here.

We choose the normalization convention

5 6@ (k — K') travelling modes
[ ) v (1) = e % 69
6 (k| — k/H)(skaé trapped modes,
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Then, the electric field E(r) = —9;A(r) is expanded in terms of the normal modes as

; w —iw
E(r) =i Z /ko i: \/ T;Ckxka(r)e Kt 4 C.C. (5.9)
X -

where C.C. stands for complex conjugate. To promote the classical field (5.9) to an
operator, we introduce for each mode photon creation and annihilation operators, aL/\

and ay), satisfying bosonic commutation relation

[ o 6@ (k — X) travelling photons
Ak, Qi ] = Oan X
kA 63 (k| — k’H)(ska; trapped photons

(5.10)

These operators replace c-numbers ¢y in the expansion (5.9) which accomplishes the quan-
tization of the electromagnetic field. To be able to write out the field operators explicitly
one needs to solve the eigenvalue problem (5.3) and determine the spatial dependence of

functions fi,(r) so we turn our attention to this now.

5.2.1 Travelling modes

Before the travelling modes are worked out, for further convenience, we introduce Fresnel
coefficients for a single interface. Assume that a plane wave is travelling from the medium
with refractive index ny, to the medium with the refractive index n,, the interface being
the z = 0 plane. Then, the standard Fresnel reflection and transmission coefficients given

by [10]

kp — k 2k
ba zb za ba zb
= =2 5.11
"B kzb + kza ’ T kzb + kza 7 ( )
T,ba _ kzb/n% - kza/ng ba _ 2kzb/nanb

™ ko 12 + ka2 " M T Ko /n2 F ke /m2

where k,; are the components of the wavevectors perpendicular to the interface in the

medium i = {a, b}.

The geometry of the problem (cf. Fig. 5.1) naturally divides the space into three distinct

regions. Consequently there are three wavevectors to be distinguished. The wavevector in
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vacuum (z > L/2)
k= (ky, by, £k,) = (k), £k,), (5.12)

the wavevector in the dielectric layer (|z| < L/2)

ki™ = (kx, ky, £ha) = (k|, Zka), (5.13)
and the wavevector in the substrate (z < —L/2)

ks = (kx, ky, £hzs) = (k||, Ehzs). (5.14)

The components of the wavevector that are parallel to the surface are the same for all three
regions of space. This follows directly from the requirement that the boundary conditions
must be satisfied at all points of a given surface i.e. the spatial phase factors e’%'* must be
equal at z = £L/2 for all r|. The different signs of the z-components of the wavevectors
correspond to the waves propagating in different directions. However, the direction of the
propagation of a particular mode needs to be consistent in all three layers so we require
that on the real axis

sign(k,) = sign(k, ) = sign(kys). (5.15)

Since the frequency w of a single mode is fixed, the z-components of the wavevectors in

the dielectric are related to the vacuum wavevector k, by

kg = \/(n12—1)kﬁ+nl2k§, (5.16)

kys = \/(ng—1)kﬁ+ngkg. (5.17)

The mode functions fi)(r) are transverse everywhere except right on the interfaces z =
+L/2, cf. (5.1). To ensure this transversality, it is convenient to introduce orthonormal

polarisation vectors

fior(r) = éx(k) fin(r) (5.18)

defined as

éerg(V) = (—AH)_I/2( — iVy,iVX,O),
erm(V) = (A)A)TV2(= ViV, —V,V,, A)), (5.19)
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with A being the Laplace operator expressed in Cartesian coordinates and it is understood
that the above operators act on the factors of the type ek e, ek’) = é)\(V)eikiir.
Polarization vectors defined in such a way are normalized to unity provided all three com-
ponents of the wavevector are real. This statement breaks down in the case of evanescent
waves which have wavevectors with pure imaginary components. The spatial dependence
of the mode functions is worked out requiring that each mode consists of the incoming,
reflected and transmitted parts that are joined together by standard boundary conditions

across the interfaces, i.e. E|, D and B are continuous.

With this the travelling modes of the system incident from the left, normalized according

to (5.8), are given by

elkd T Rkelksr s < —L/2
ex(V)

fin(r) = FEE T G CAlE RS 7L

T/{:eikﬂr z>L/2

(5.20)
whereas the right-incident modes are given by
Tfelks z< —L/2
ex(Vv L .

i (r) = (275)3/)2 IReik ™ 4 JRek T |3 < /9

eik’Ar 4 Rﬁeik+'r z > L/2
(5.21)

For the sake of clarity the reflection and transmission coefficients are listed in full in

Appendix C whereas here we only write down the most relevant of them:

R X ryetal
Ry = s 2L ¢ , (5.22)
1+ r{ryesha
; tf\ltl):ze(Qikzl—ikzs—ikz)L/Q
1+ ,ri T)\VEszzlL

5.2.2 Trapped modes

Trapped modes correspond to the repeated total internal reflections within the layer of

higher refractive index m;. This happens when the angle of incidence of the incoming
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wave is sufficiently high and exceeds some critical angle. This critical angle is different for
the two opposite waveguide interfaces. First consider the layer-vacuum interface. From

equation (5.16) we can obtain the reciprocal relation expressing the k, in terms of the k,

1
ky = \/k;gl — (n} — 1k? (5.24)

n

It is seen that whenever k2 < (n? — l)kﬁ the k, becomes pure imaginary

k, = +ni1 (n? — 1)k} — K2 (5.25)

and we have a mode that exhibits evanescent behaviour on the vacuum side. The sign of
the square root is chosen so that these modes decay exponentially when moving away from
the layer in the positive z-direction. This also ensures that the total internal reflection

: vl|2 _
truly occurs i.e. |r}'|* = 1.

However, since on the other side of the waveguide we have a substrate rather than vacuum

not all of the modes internally reflected at the vacuum-layer interface get trapped. From

n n2
ks = — 4 [k2 — K2 = — 2
nl\/ A (”g ) (5.26)

we get the condition of total internal reflection for the substrate-dielectric interface to be

the relation

k% < (n?/n? — l)kﬁ. Therefore, the modes satisfying the condition
(nf/ng — Dkj <k < (nf — Dk (5.27)

are not trapped but appear in vacuum as a continuous spectrum of evanescent waves
that are accounted for in the left-incident travelling modes, their quantization was first

presented in [52]. The trapped modes occur if

0 < ki < (nf/nd — k. (5.28)
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The procedure of obtaining the trapped modes is largely equivalent to that of the travelling
modes. They have the form

Tisetks * z<—L/2
f(r) = Naen (V) { Vaelki ™ el |2 < L2
T)l\"e“‘Jr'r z>L/2
(5.29)
Standard boundary conditions are imposed on both interfaces and from z = —L/2 bound-
ary we get
TE = (et
Vi = (1/r})e "t (5.30)
whereas from the z = L/2 boundary
TV = flvemitha—k)L/2
Vi = rVethal, (5.31)

Since both equations, (5.30) and (5.31), need to be simultaneously satisfied we have our
dispersion relation

1+ r{lrlse2ikal — (5.32)

that determines the allowed values of k,; within the layer. Since we will be dealing with an
atom on the vacuum side it will be necessary to express the dispersion relation in terms
of k, rather than k,. With little effort one can show that the allowed values of the z-
component of the evanescent waves’ wavevector appearing on the vacuum side are given

by numbers ¢y:

qffE = {kz ck, + ikzl(kz) tan[¢TE(kZ)] = 0} ,
¢tvi = ks K, +ika(k,)/nf tan[gra(k,)] = 0},
(5.33)
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with

¢rE(k,) = arg [(k’zl + kzs)e—ikzlL] ’
o) = o [(hafnd + e 1]

The numbers g3 lie on the imaginary k,-axis, they satisfy, cf. Eq. (5.25) and (5.28),

(12 - 1>kﬁ <(gh)?< (7112 - 1)kﬁ. (5.34)

L

The normalization constant Ny for trapped modes is easily obtained by the direct evalu-

ation of the integral (5.8). It is given by

1 ~1/2
N, = o [2n12L + Fy(n1,ns) + Fy(n, 1)] (5.35)
with
n? N AR n ok . _
Fr(m,ms) = 2163 () 20— ™ol 6306 - a10)

2 |kzs | kzl

and the reader is reminded that in (5.35) the z-components of the wavevectors k and kg are
pure imaginary and because of that the TM polarization vectors éry (k™) and épn (ks )

are no longer normalized to unity.

5.2.3 Field operators and commutation relations. Completeness of the

modes.

Now that we have determined the spatial dependence of the mode functions we are in

position to write out the vector potential field operator explicitly

~

> 1 —iw;
A(I‘,t) = {/ko”/O dkz\/ﬁfs(r)a%\e Kl
& 1
+/d2k dkys————1 (r)afe
I 0 \/m k/\( ) kA

1 —iw
kzl

—twyt
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The sum in the last term runs over the allowed values of the z-component of the layer’s
wavevector k, i.e. solutions of the dispersion relation (5.32). For a given type of mode, left-
incident, right-incident or trapped, photon creation and annihilation operators appearing
in (5.39) satisfy the commutation relations (5.10). Commutators between photon operators
corresponding to different types of modes vanish as a consequence of the orthogonality of

the field modes (5.8), e.g.
T
[aﬁ/\, €0 ] ~0. (5.37)

We would like to explicitly verify the equal-time canonical commutation relation between

field operators, say the electric field operator E(r,t) and the vector potential operator

A(r,t)
[Ai(r,t),eoEj(r',t)} — —is5(r,r), 2,2 > L2 (5.38)

with d;(r,r’) given by Eq. (5.6) and (5.7). To evaluate (5.38) we shall need the electric

. 2 > Wk R R _—iwt
t) =1 d k” dkz ka(r)akAe
0 260
+/d2k/ dkzs,/;—kfé\(r)abe*wkt
0 €0

| Wk —iw
kzl

field operator

Plugging in the operators (5.39) and (5.36) into (5.38) and making use of commutation
relations (5.10) and (5.37) we are led to result that the LHS of (5.38) is given by

LHS = iReZA: / d%k, [ /0 dk, fidh o (x) idd; (')
+/0 dkzs flf)\z( )fk)\]( )
+Z fona () fix (2 - (5.40)

The quantity on the right-hand side is the summation over all modes just as prescribed by
equation (5.5) and therefore we expect it to be equal to the generalized transverse delta

function, Eq. (5.6). This shows that the statement of the completeness of the modes (5.5)
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is in fact equivalent to the commutation relation (5.38), as has been noted before in [53].

To prove that the relation

o ( / 0%k, [ | b 800185

+/0 dkzs fitr i (v) i ;(x +Z fona () Al (5.41)

holds for 2,2’ > L/2 we need to carry out the sum over all field modes. To get started
we carry out a change of variables in (5.41). We convert the k,s-integral and the k,-sum
to run over the values of k,. In the case of the integral it is a simple change of variables

according to (5.17)

0o 5 00 kz 5 0 kz
dkys =12 | by 402 | dk, 2 (5.42)
0 0 kzs ilg kzs
with T's =, /(n2 — 1)k2 /ns. It is seen that the contributions from the left-incident modes

split into a travelling part and an evanescent part. The values of k, included in the last
integral correspond to the condition stated in equation (5.27). In the case of the sum
we change the summation over k, to run over the values of k, as defined by equation
(5.33). Plugging in the mode functions (5.20) and (5.21) into equation (5.41) and utilizing
straightforward properties of the reflection and transmission coefficients that hold for real
kZ? kzs7
*R R ks r)2 R|2
R)\ (—kz) = R)\ (kz)v kf ‘T)\ ‘ + ’R/\| =1, (5-43)
7S

we can rewrite the completeness relation as

55;(r,v') = 655 (x — 1) +Z /dgk”e“‘l(rl ] {Z|N| ‘TIV

1 z L2 ik,(2+2 1 R ik, (2+2'
ey /dk b (DT )+(2w)3 /_oodeR*e Ty )

The first term in the above equation is the standard transverse delta-function. Therefore,

zk (z+7")

if equation (5.41) is to hold, the term in the curly brackets needs to be proportional to
the reflection part of the electrostatic Greens function, cf. Eq. (5.7). Note however that it
contains two integrals and a sum and at this stage it is not clear how to proceed with the
proof that it is indeed the case. Now it is apparent that the discreteness of the spectrum

of the trapped modes is a nuisance that needs to be overcome if one is to complete the
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task of summing over the electromagnetic modes successfully. Similar difficulty would
appear in any perturbative calculation in this type of geometry, which led Eberlein and
Contreras Reyes to address the problem in a considerable detail [55]. We proceed with a
completely analogous method to [55] first noting that what we have here can be considered
as a superposition of a slab and a half-space geometry, cf. [55] and [53]. One can utilize
the branch-cut due to k,s (it runs along the imaginary k, axis between +il's, cf. Fig. 5.2)
to express the integral of |TF|? in (5.44) as an integral of the reflection coefficient R{ that
runs from 07 along the square root cut up to the branch-point at +il'y and then back
down to the origin 07. Note that the branch-cut due to the k, is irrelevant because of
the symmetry property of the reflection coefficient R?(—kzl) = Rf(kzl). Indeed, the first
two integrals in the curly braces in equation (5.44) can be combined together as a single

integral in the complex k, plane [53]. This is possible because the relation

ks (n2

o = R}

kz; kzs,k,1>0

_ R?
kz; kzs,k,1>0

(5.45)

kz; kzs,k,1<0

continues to hold for coefficients (5.22) with purely imaginary z-component of the vacuum
wavevector k, (cf. [54]). Thus, the contributions from the travelling and evanescent modes
can be combined into a one single complex integral along the path ~s depicted in Fig. 5.2

and the term in the curly brackets of equation (5.44) becomes

1
(2r)?

. . . , 2 ; ) ,
/ d/cZRfé;(k+>é§(k—)elkz<z+z>+Z\NA\2‘T;V &\ (kH)e] (k)eth==+2) - (5.46)

s q;\l

Here we have now included the polarization vectors explicitly in the integrals. This is a
crucial step as they alter the analytical structure of the complex k,-plane. In particular,
the TM polarization vector introduces a pole at the points where k, = &ilk)| due to the
factor 1/|k|? present in the normalization factor. We will see that this is precisely this

pole that gives rise to the reflection term present in (5.6).

Recall equation (5.22) which shows that the reflection coefficient contains the phase factor
el Since z + 2/ — L > 0 the argument of the exponential in (5.46) is negative in the
upper half of the complex k, plane and we can evaluate the k,-integral in equation (5.46) by
closing the contour in the upper half-plane. For this we need to determine the analytical

properties of R{¥. We note that the denominator of the reflection coefficient (5.22) is
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FI1GURE 5.2: The dashed line represents the contour 75 used to evaluate the k, integral in

Eq. (5.46). Here I's =, /(n2 — 1)k /ns and 't = , /(nf — 1)kj/ni. The crosses represent

the poles of the reflection coefficient R{ i.e. the solutions to the dispersion relation (5.32).

precisely the dispersion relation (5.32). Rewriting the reflection coefficients in the form

. (1 — rTE exp(2zkzlL)) ko ka (1 - TTM exp(2ik‘zlL))

RE — 1+ rTE exp(2ik, L) CRI = ng \ 1+ TTM exp(2ik, L)
k4 ko < ’FTE exp(QZkzzlL)) - ka1 (1 - T‘TM exp(2ikz1L))

© 0N+ exp(2ik, L) “ 7 nd \1+rky, exp(2ik, L)

allows us to deduce that Rﬁz has a finite number of simple poles on the imaginary axis.
When closing the contour we enclose all of them and by Cauchy’s theorem the problem is

reduced to the evaluation of the residues at these points.

Z/dk RRNL ) ( ) ik, (z+2") 27”ZZRA )eikz(z+z’)
A Res
+rls QlkzlL

— 9 ; 51 (k) el iz (242"~ L
_2mzzkzl%(kz—q§)eg(k )&l (k™ )1+7~vl lseMZlLez (++2'~L)
A4y

) g TVI 4 7nls 2ik, L ey (22— L)
. N ~] — ik, (z+2"—

+27”k Erlllfl ul(kz ilky e (k™) ery (k )1 o lseQZkzlLe
Here, the first term represents the contributions from the poles in the reflection coefficient
and corresponds the trapped modes, whereas the second term represents the contributions

from the pole that arises due to the TM polarization vector. When carrying out the
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calculation explicitly one needs to remember that the two independent variables are k,
and k|| and that, according to Eq. (5.16) and (5.17), k, and ks are functions of those. In
addition, the denominator of the reflection coefficient is not of the form f(k,)(k, — ¢¥) so
that multiplying it with (k, — ¢}) does not remove the singularity, the whole expression
is still indeterminate. Therefore, ’'Hopital’s rule needs to be used to evaluate the limit.

Doing so we find that

1 N 21 (1,—\ Sika (242
W/dszﬁeA(kﬂeg(k Jetka(z+2)

s

2
_ _Z|NA|2’TiV
ax

&é\(kM)e (k)e* =) — v, v GR(r, ) (5.47)

where Gf(r,r’) is the reflected part of the Green’s function of the Poisson equation given
in Eq. (5.6). We see that the poles of the reflection coefficient Rf yield a term that
exactly cancels out the contributions of the trapped modes to the completeness relation
(5.44) whereas the pole of the TM polarization vector yields the term proportional to

Green’s function. Thus, the final result can be written as
[ ¥fﬁk<r>fk&<r’> = LAr), o5 (r)]
=0 — ) = ViV,GR(x,r) 2,2 > L)2

which is precisely what we have anticipated on the basis of our discussion in Chapter 4.
In the next section we demonstrate how the calculation presented here may be applied to

accomplish typical perturbative QED calculation in a layered geometry.

5.3 Energy shift

To work out the energy shift we use standard perturbation theory where the atom is
treated by means of the Schrodinger quantum mechanics and only the electromagnetic

field is second-quantized. Taking the interaction Hamiltonian to be

Hint =—u- E (548)
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the energy shift of the atomic state i, up to the second-order, is given by

0| H; 1
= (i; 0| Hing |i; 0) +Zz (J \ el L) |2 |

Jj#i KA E +wk)

Here, p is the atomic electric dipole moment, |j;ny)) is the state of the system in which
the atom is in the state |j) with energy £; and the photon field contains n photons with
momentum k and polarization A. Because the electric field operator is linear in the photon
creation and annihilation operators the first-order contribution vanishes and the second-
order correction is the lowest-order contribution. Since the electric field does not vary
appreciably over the size of the atom we use dipole approximation. Then the energy shift

can be expressed as

Zz wk’ ’H‘] fltA(rO)‘z (5.49)
260 E]Z—ka

J#i KA
where we have abbreviated Ej; = E; — E; and rg = (0,0, 20) is the position of the atom.
It is seen that the calculation involves a summation over the modes of the electromagnetic
field as carried out in the proof of the completeness relation (5.44). Equation (5.49) can

be written out explicitly as

AEitOt - _ ZZ |,U/m‘ /dk AEVac +AEtrav +AEevan+AEtrap> (550)
A gF

with |gm|? = |(i|pm|§)|>. There are four distinct contributions to the energy shift. AEYa¢
is the position-independent contribution caused by the vacuum fields that corresponds to

the Lamb shift in free space

1 & w
AEY = dk,—— eV'(k™ ey (k™ b1
b R ) (5.51)

and the remaining three contributions come from the travelling, evanescent and trapped

modes, respectively,

rav 1 mx — 1k z
AEY™ = ik / dk,——— E — Ritel (kT)el (k™) e?tke=0,
[o¢) ]'L
evan 1 0 w L2 m + m* + 22kzz0
tls Jt

T w 1 * ik
ABT = Zm\w rTmZe;"(k*)eT (1ch)etes,
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with zg being the position of the atom with respect to the origin. Note that because of
the dipole approximation the shorthand notation for polarisation vectors (5.19) can be no
longer applied. Normally one is interested in the energy shift caused by the presence of
the dielectric boundaries only i.e. the correction to the shift that would appear in the free
space. Therefore, we renormalize the energy-level shift (5.50) by subtracting from it it’s
free space limit i.e.

AE; = AE/®* — lim AE/". (5.53)

npns—1
The renormalization procedure amounts to the removal of the contributions AEY2¢ (5.51)
from the energy shift (5.50) and takes care of any infinities that would appear otherwise,
provided we treat the remaining parts with care. As noted elsewhere [56], the contributions
(5.52) suffer from convergence problems when treated separately. However, appropriate
tools to handle the problem have been developed in Sec. 5.2.3. We aim to combine A E'aV,
AE® and AE'™?P into one compact expression easy to handle analytically. We can use
the same tricks as in the proof of the completeness relation because the analytical structure
of the complex k,-plane is the same except that the function w = (k? T k2)1/2 that comes
about as the denominator of the perturbation theory introduces additional branch-points
at k, = Filk)| as compared to Fig. 5.2. This poses no difficulties though if one chooses
the branch-cuts to lie between 4i|k) | and +ioco. Then, the contributions to the energy
shift from the travelling modes AEY® and the evanescent modes AE®?" can be combined
together into a single complex integral as explained in the steps between Eq. (5.44) and
Eq. (5.46). This is possible because for imaginary k, we have e§"*(k™) = e}*(k~) whereas
for k, real e"*(k™) = eY"(k™) holds. On the other hand, we also know from Eq. (5.47)
that the sum in AEY™P is equal to the integral of the reflection coefficient Rf\% taken
along any clockwise contour enclosing all of it’s poles. Choosing this contour to run from
k, =0~ 4 il to k, = 0~ + iI'} and then back down from k, = 0T + iI'| to k, = 01 + i,

cf. Fig. 5.2, we write down the renormalized energy shift AF; compactly as

A = g 5l [ / = REQ ) () (5.5

m,\ jF£i

where the contour of integration ; is shown in Fig. 5.3. It resembles that of Fig. 5.2 only
that now it runs on the imaginary axis up to the point k, = iI'} enclosing all the poles of

the reflection coefficients Rf.
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FIGURE 5.3: The dashed line represents the final contour =, used to evaluate the energy
shift in Eq. (5.54).

The formula (5.54) is equally applicable to the ground-state atoms |0) as it is to the atoms
that are in one of the excited states |i) provided we use the contour of integration as given

in Fig. 5.3 and interpret the k, integral as a Cauchy principal-value.

5.3.1 Ground state atoms

In the case of a ground-state atom the energy difference Ejp = E; — Ey is always positive
hence the denominator in Eq. (5.54) that originates from second-order perturbation theory,
Ejo + w, never vanishes. Then, Eq. (5.54) contains no poles in the upper half of the k.-
plane other than those due to the reflection coefficient Rf\z. To evaluate the k, integral
we can deform the contour of integration in Eq. (5.54) from that sketched in Fig. 5.3 to
the one as shown in Fig. 5.4 which is beneficial from the computational point of view as
it simplifies the analysis of Eq. (5.54) considerably. Writing out explicitly the sums over
the polarization vectors (5.19) and then expressing the integral in the kj-plane in polar

coordinates, ky = g cos ¢, ky, = gsin ¢, where the angle integral is computable analytically,
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Re(k,)

FI1GURE 5.4: The final contour C used to evaluate the energy shift of the ground state
atom in Eq. (5.55).

we rewrite the energy shift as

Ay = — S /Ood dk, —
07 16n2e) £~ J, 74 c Ejp+tw
J#0
2(RR_ @RR 9 QQiRR ik, Z 555
X (1] TE ~ 3 iTM +2p | L2 vTm | € (5.55)

with w(k,) = \/q® + k2, |)* = |pal® + |py|* and the contour C is that in Fig. 5.4 with
k||| = g. The reflection coefficients RE (of course expressed in terms of new variables) are

given by

RR ,r,Xl 4 T1;62ikzlL

ATy rylrle2ikal’ (5:56)
i.e. we have pulled out the phase factor e~*+L in order to define Z = zy — L/2 as the

distance between the atom and the surface, cf. Eq. (5.22).

In order to perform the k, integration in (5.55) we need to analytically continue the
function w = w(k;,), which is real and positive on the real axis, to the both sides of the
branch cut along which the integration is carried out, (cf. Fig. 5.4). Doing so we find that
on the LHS of the cut the positive value of the square root needs to be taken, and hence

on the RHS of the cut we must take the opposite sign. Therefore we have

w io0 2F iow
dk,—— = —/ dk, J .
/c Ejo+w iq (Ejo — w)(Ejo +w)
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Now we carry out a sequence of changes of variables. First we express k. integration in

terms of the frequency w by substitution w = /¢ + k2

/ioo 100

dk, = (5.57)
iq \/
Then, we express the integral to run along the real axis setting w = i£. After this is done,
the energy shift of the ground state is expressed as a double integral that covers the first

quadrant of the (g, £)-plane

o2 VEe+?z
AFn — —
" °/ | ¢ VET (B +€)

x Ll [(€2 + ®) Rl — 2R + 262 Ryl [P}

It seems natural to introduce polar coordinates, ¢ = Zsin ¢, = Zcos¢. We also choose
to scale the radial integration variable £ = Ejox with Ejp > 0 and set y = cos¢. This
provides us with the final form of the energy shift that is more suitable for numerical

computations and asymptotic analysis

1 —2EJOZ$
i
x [|MH|2 (yQRgE — R%w) + 2 Py — 1)RTRM] - (5.58)

The reflection coeflicient Rf are expressed as in (5.56) but with wavevectors given by
ki =ixEj (”12 —Dy?2+1, ni={1,n,ns}

Note that even though the wave vector is imaginary, the final result is a real number, as

it should, because the Fresnel coefficients contain ratios of wavevectors only.

5.3.2 Excited atoms

As mentioned at the beginning of the previous section the energy level shift of an excited
atom is also given by Eq. (5.54). However, one needs to remember that the quantity

E;; = E; — E; can now become negative for j < ¢ and the denominator originating from
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perturbation theory contributes additional poles lying on the path of k, integration, which
is taken as that shown in Fig. 5.3 and is understood as a Cauchy principal-value. The
poles are located at k, = +, /E2 kﬁ and their precise location depends on the value of
k|| that is not fixed but varies as we carry out the k integrations in equation (5.54).
For |kj| € [0,|Eji|] the poles are located on the real k, axis but as we increase the value
of k| to exceed |Ej;| both poles move onto the positive imaginary axis according to the
convention that Im(k,) > 0. For |kj| belonging to the interval [|E}j;[, ns|Ej;|] the poles
are located on the opposite sides of the branch cut due to the k,s and care needs to be
taken when evaluating those pole contributions. To evaluate the Cauchy principal-value
of the k,-integral we circumvent the poles and close the contour in the upper half-plane,
as was done in the previous section. The contribution from the large semicircle vanishes
and equation (5.54) acquires pole contributions that are easily worked out by the residue
theorem. The energy shift splits into the a "non-resonant” ground-state-like part AF; and
a "resonant” oscillatory part AE;® that arises only if the atom is in an excited state. The

”non-resonant” part is given by

Z\EN\Zm
d d
/ w / YTy y?

<[l (v Rf — Bl ) + 2 P - DRE] (5.59)

AE; =

with wavevectors expressed as
ki =iz|Ejil\/(n? —)y?> +1, ni = {1,m,ns}, (5.60)
whereas the "resonant” part is given by
AEP = Re&:EO ; | Ejil? /0 Oo;ik_k = e2ilBsilV1-k*2
< {lg P |0 = K REy — REe| — 20u PR2RE . (5.61)
with wavevectors expressed as

s = |Ejil\/n? — k2, ni = {1,n,ns}.
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The reflection coefficients are as usual and are given in (5.56). The integral in (5.61) con-
tains poles because the dispersion relation present in the denominators of the reflection
coefficients has now solutions on the real axis when k € [ng, nj]. This signals the contribu-
tions from surface excitations (trapped modes). This fact has been discussed in [27] where
the interaction of an excited atom with layered dielectric has been studied, although using
mainly numerical analysis. Here we will attempt to study the results (5.59) and (5.61)
analytically. To do so it will prove beneficial to rewrite equation (5.61) slightly. We change
the variables according to v/1 — k2 = 5 and split the contributions to Eq. (5.61) into two

parts. The first one is a contribution from the travelling modes and given by

. 1
res,trav __ ? 13 2i|Ej;|Zn
AE; = —Re87T60 Z|Eﬂ] /Odne g
1<
<l [REe — 2 BR] +20n1 PO - )RR (5.62)
where the wavevectors in reflection coefficients are all real and can be expressed as

ki = ‘E]z| TL12 -1+ 7727 ni = {LnlanS}? (563)

and the second is a contribution from the evanescent modes

8me
0 1<t

AE™ — _Re 1 Z |Eji‘3 /Ooodn62|Eji|Z"
<Ll P | Rl + R | 20 PO+ ) RE ) (5.64)
where the wavevectors in reflection coefficients can be expressed as
ki = |Ejily/n? —1—n2, ni={1,n,ns}. (5.65)

Finally, it is worth noting that the imaginary part of Eq. (5.61) is actually proportional to
the modified decay rates [64]. These have been already studied in [67] so that we focus on
energy shifts only. However, the methods of analysis that are reported in the next section

allow to write down at once equivalent analytical formulae for the decay rates.
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5.4 Asymptotic analysis

The interaction between the atom and the dielectric is electromagnetic in nature and it is
mediated by photons. The atomic system in state |i) evolves in time with a characteristic
time-scale that is proportional to Ej_il, with Ej; being the energy-level spacing between
the states |7) and |j) which are connected by the strongest dipole transition. Since it takes
a finite time for the photon to make a round trip between an atom and a surface, the atom
will have changed by the time the photon comes back. Therefore, the time needed by the
photon to reach the surface compared to the typical atomic time-scale is a fundamental
quantity that plays decisive role in characterizing the interaction. In natural units, if
2F;;Z << 1 we can safely assume that the interaction is instantaneous and we are in the
so-called nonretarded or van der Waals regime. If 2E;,Z >> 1 the interaction becomes
manifestly retarded as the atom will have changed significantly by the time the photon
comes back. However, the problem we have considered here provides us with yet another
length scale, namely the thickness of the top layer L. We shall now consider the energy

shift in various asymptotic regimes.

5.4.1 Ground state atoms. Electrostatic limit, (2E,,Z << 1)

In this limit the interaction is instantaneous (or electrostatic) in nature and the energy
shift is obtainable using the Green’s function of the classical Laplace equation [3], the

derivation is outlined in the Appendix D. It reads

n12—1 n12—n2

s —2kL
o) 2 2 2
el 2 2 9 —opz | M+l ng4my
AR = e ((u”>+2</ﬂ>)/0 dkk2e e . (5.66)

1 S ekaL

n? +1n2+ n?

with (uf) = (u3) + (u3) and (u?) = (12).

Now we show that we can also obtain the above result as a limiting case of the results
of previous section. Note however that equation (5.58), which has been scaled with Ej;,
cannot be used to take the electrostatic limit in which we mathematically let F;; — 0. It is
best to start from equation (5.54). Equation (5.66) follows immediately if we spot that in
the limit Ej; — 0 the branch cut due to w =, /kﬁ + k2 is no longer present and the contour
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in Fig. 5.4 collapses to a simple enclosure of the point k, = i|k||. The contributions from
the TE mode vanish as the product of the polarization vectors is regular at k, = i|k| but

for the TM mode contributions this point is a simple pole, cf. Eq. (5.19). Therefore we

have that
1
el _ 2
A = — e 2 2l /dk
m. i
x2mi  lim (kz — Z"kH‘)R,}I\%MeTTnM(k+)e¥LM(k*)€2ik‘zzo‘

Taking the limit and expressing the remaining integrals in polar coordinates where the

angle integral is elementary yields equation (5.66) with (u2,) = D it | (il | 7)1 = (i|p2,]3).
Equation (5.66) can be further analysed depending on the relative values of L and Z.

5.4.1.1 Thin layer (Z/L >>1)

In this case the distance of the atom from the surface is much greater than the thickness of
the layer of refractive index ny (but still small enough for the retardation to be neglected).
Then, rescaling the integral in equation (5.66) with k& = =/ L allows us to use the Watson’s

lemma' to derive the following result

. . 1 L L? L3

with the coefficients a; given by

0 3 nfl — ng
- n?(n§+1)2 ’
N (A U R
nj (n2+1)3

where AEZIS is the well-known electrostatic interaction energy between an atom and a

dielectric half-space of refractive index ng that can be obtained by the method of images

1 n2-1
64menZ3 n2 + 1

AES = (4 +202) ) - (5.68)

!The essential idea is to spot that, since the integrand is strongly damped by the exponential, most
of the contributions to the integral will come from small values of k. Thus, it is permissible to perform a
Taylor expansion of the remaining part of the integrand about k£ = 0. For a more rigorous treatment see
[22].
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The corrections to this result are represented by the remaining elements of the asymptotic
series. Note that if n; > ng then a; > 0 and, not surprisingly, the interaction, as compared
to a half-space alone, is enhanced by the presence of the thin dielectric layer of higher

refractive index nj.

5.4.1.2 Thick layer (Z/L << 1)

In this case the thickness of the layer is much greater than the distance between the atom
and the surface. The top layer now appears from the point of view of the atom almost as
a half-space of refractive index nj only that it is in fact of finite thickness. To analyse the
result (5.66) in this limit we cast it in a somewhat different form. Note that, especially
when kL is large but not only then,

2 2 2
n—1lnf —ng o
n? +1n2 + n?

<1 (5.69)

and the denominator of the integrand in Eq. (5.66) can be written as geometrical series.
Since the series is absolutely convergent we can integrate it term by term and obtain the

following representation of the electrostatic result

2 > 2 2 2\ ¥
AET = ARy, + 1671Teo (<“ﬁ> * 2<“2i>) nﬁnl— 1 Vz_:l (22 n 1 212 J_FZ?) (Z +1I/L)3 (5.70)
where AEEI1 is the electrostatic energy shift due to a single half-space of refractive index nj,
i.e. Eq. (5.68) with ng replaced by n;. The sum in Eq. (5.70) represents the correction to
AE,‘?1 due to the finite thickness of the layer. For fixed Z and L it can be easily computed
numerically to any desired degree of accuracy. We note however, that to the leading order
in Z/L the interaction is weakened by the same amount independently of the distance
of the atom from the surface and therefore is not measurable. The next-to-leading order
correction is the first to be distance-dependent and is proportional to Z/ L*, which can be
easily seen by expanding the factor in series around Z/kL = 0:

1 1 37 72
~ - = . 71
(Z+kL)3 K313 kiLA +0 <L5> (5.71)
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5.4.2 Ground state atoms. Retarded limit, (2ZE; >> 1)
5.4.2.1 Thin layer (Z/L >> 1)

In this case we study the situation when the top layer is much thinner than the distance
between the atom and the surface. To obtain the asymptotic series we use Watson’s lemma
in much the same way as in the electrostatic case [22]. Series expansion of the integrand
in Eq. (5.58) about # = 0 decouples the integrals and the resulting integrals can be
calculated analytically. Thus, to first approximation, for an atom located sufficiently far
from the interface, the impact of the thin dielectric layer on the standard Casimir-Polder

interaction can be described by

1 aplpy P +2aplpi*\ L L?
AEret — AEret _ I = 72
N 1671'26024 ; ( Ej' z +0 zZ2 (5 7 )
JFi

where AES" is the retarded limit of energy shift as caused by the single dielectric half-space

of refractive index ng, which was calculated in [64]:

oyl + CL’MJ_‘2> (5.73)

3
A Eret — _ § :
s 6471'26024 — < Ej'
JFi

with the coefficients ¢ given by

o =- <2n2+n —8>+ 2n, In i1+l
= J < v
n2—1\3 3/ 2= DVal+ 1\ [uZ 4140
2nf —2n2 — 1
% s 2
(2 1) ln( ns+1+ns>,
_ gt _opd A2 4 4n8 | VnZ+1+1
CL = — 1 ng — ”s_gns+§ - 5 n
ng — (ns_l) ns+1 Ng [\/n§+1+ns]

2n2(2nd — 2n2 + 1) 5
_ (n§—1)3/2 In (y/ns—l—I—ns).
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The coefficients | and a in (5.72) are expressed in terms of the elementary functions as

follows

a

ay

2 2
1 ny —ng
2
1

ni (ng —1)*(ng +1)

[ 2(6ns — 3)(n? — 1) + 3n2(n? +1) — n(2nd + 3n3 +3ns—8)}

2
ng —n A )
n2 nlz - 15)5/2 n ( Vs =1+ nS) [2”3"12(”3 = 1) = 2ng(n{ — 1) + nl}
1\"%s
ni n? —n? ! <\/n§—|—1—|—1\/n§—|—1—ns>

n
2nf (n2 =122 +1)%2 7\ /n2 +1—1/n2 + 1+ n,

X {271;1(7112 —1)—2n2 - 30 + 1}

nid(4n? — 3ns — 3) — n2(12nf — 602 + 2)(n? — 1) + n(2nS + Tnt — 3n3 4 2)

s S S s s 1 1 S s s

ng nf —ng 2 2( 16 4 2 2(9,2 2
572 In(vn2—14ng) [ni(dng —6ng +3nZ —1) —ni(2n; — 1)

w2~ 1)

nd n? —n? In <\/n2+1+1\/n§—|—1—ns>

2nf (n2 —1)2(n2+1)32 7\ \/n24+1-1/n2+1+ng

X [4713(7112 — 1) +2n2(nf —2) —3nf + 1}

Both, a and a_, are positive for nj > ns so that, as one would expect, the interaction,

as compared to a half-space alone, is enhanced by the thin dielectric layer of the higher

refractive index n;. The above result simplifies significantly in the case when ng approaches

unity i.e. when the situation resembles that of an atom interacting with a dielectric slab

of refractive index nj. The coefficients a| and a  reduce then to those recently calculated

in [56] and are given by

(n? —1)(9n? + 5)
a- = 107112 ’
(n12 — 1)(5n12 +4)

10n?

ay



Chapter 5. Interaction of atoms with layered dielectrics 108

5.4.2.2 Thick layer (Z/L << 1)

Here we assume that the thickness of the top layer is much greater than the distance
between the atom and the surface, but which is still large enough for retardation to occur.
Note that the reflection coefficient éf (5.22) can be separated into L — dependent and

L — independent parts in the following manner

5 1— viN271,.1s ,2ik, L
RE =y ¢ [1 = (rY)7Jrye

14+ rxl,r.g\SGQiLkzlL

(5.74)

This way of writing the reflection coefficient splits the energy shift (5.58) into a shift due
to the single interface of refractive index n; and corrections due to the finite thickness
and the underlying material. It can be shown numerically, see Sec. 5.5, that for large
values of L the correction term is vanishingly small and can be safely discarded. Brute-
force asymptotic analysis allows us to draw similar conclusions as in the electrostatic
case, Section 5.4.1.2. To leading order the interaction gets altered by the same amount
regardless of the position of the atom with respect to the interface. The next-to-leading-

order correction is proportional to Z/L°.

5.4.3 Excited atoms. Nonretarded limit, (2Z|E;;| << 1)

The energy shift of an excited atom is given by equations (5.59) and (5.61). The ”non-
resonant” part, i.e. Eq. (5.59) has the same form as the energy shift of the ground state
atom and has been analysed in the previous section. Here we focus on the ”resonant” part
of the interaction that is given by equation (5.61). In order to conveniently obtain the
nonretarded limit of (5.61) we will work with its slightly modified form given in equations

(5.62) and (5.64).

We start by noting that close to the interface we expect asymptotic series to be in the
inverse powers of Z. Equation (5.62), where the 7 integration runs over n € [0, 1], con-
tributes only positive powers of Z. This is most easily seen by expanding the exponential
exp(2i|Ej;|Zn) about origin as we may do in the limit 2Z|Ej;| — 0. Therefore, to leading-
order of the electrostatic limit, only (5.64) contributes. Further we approximate (5.64) by



Chapter 5. Interaction of atoms with layered dielectrics 109

setting n = k/(|Ej;|Z). Then, in the limit |E;;|Z — 0 the wavevectors can be approxi-

mated as

k
ky = b = ks = i (5.75)
|Ejil 2

and the result for the energy shift is seen to reduce to

”12_1 _ ”12_”3 —2kL
00 2 2 2
_opz M +1 ng+n
Z(|ﬂll|2+2’M|2)/ dkk?e™2k2 1 n2_1;2_22 . (5.76)
o 0 _n 1~ s —okL
n? +1n2 +n?

AEres,eI - _
8meg

The final result turns out to have the same dependence on Z and L as the Coulomb
interaction of the ground state atom, cf. Eq. (5.66); therefore we shall not analyse Eq.
(5.76) any further. Note however, that the dependence on the atomic states is different in
equations (5.66) and (5.76). In the electrostatic limit, to the order we are considering, the
quantity AE™%¢ turns out to be real, hence corrections to the decay rates seem to vanish.
This conclusion is incorrect for it is known that the change of spontaneous emission in
the nonretarded limit is in fact constant for a non-dispersive dielectric half-space [64].
However, any serious analysis of the changes of the decay rates induced by surfaces needs
to take into account the absorption of the material, which in the nonretarded limit plays
crucial role and can not be neglected. Recall that we have started from Eq. (5.61), that as
explained before, contains poles on the real axis signalling the trapped modes. However,
the denominator of (5.76) never vanishes which reflects the fact that in the electrostatic
limit the trapped modes cease to exist and do not contribute towards the energy shifts, as

first mentioned in [27].

5.4.4 Excited atoms. Retarded limit, (2Z|E;;| >> 1)

The leading-order behaviour of equation (5.61) in the retarded limit can be obtained by
repeated integration by parts. Unlike in the electrostatic case now both equations, Eq.
(5.62) and Eq. (5.64) contribute. We integrate them by parts and note that the non-
oscillatory contributions that arise from the boundary terms evaluated at n = 0 cancel
out. It turns out that the leading-order contributions to the energy shift are due to the
perpendicular component of the atomic dipole moment. They dominate the retarded inter-

action energy and behave as Z~!. The contributions due to the component of the atomic
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dipole moment that is perpendicular to the surface contribute only terms proportional to
Z72. We find that in the retarded limit the interaction energy up to the leading-order is
given by

1 1
B 2112
8megZ ; Bl "l 1 4 2rgrig cos(2|Eji|T) + r4r

AE;“es,ret - _
X {rvl(l + 1"125) cos(2|Ej;| Z)
+T\2,1T1s cos[2|Ej|(Z — 7))

+rigcos2| Byl (2 + 1)}, (5.77)

where we have defined the optical thickness of the layer as 7 = n;L and

_1l-m n] — Ng

- 7 — . 5.78
T+n’ 57 m+n (5.78)

v

The final result agrees with that derived for a half-space in [64] if we take either L — 0
or n; — ng, which is a consistency check of our calculation. However, the limit of perfect
reflectivity of the top layer does not make sense and one has to start from equation (5.61)
and rewrite the reflection coefficient in the form (5.74) in order to study this case. Equation
(5.77) is valid only approximately when the distance between the atom and the surface is
much greater than the wavelength of the strongest atomic dipole transition. Nevertheless
it allows us to draw important conclusion. We note that the interaction is resonant i.e. it
is enhanced for certain values of LEj;. The most convenient way to grasp the essence of

the resonance effects is to take the slab limit of equation (5.77) i.e. set ng = 1. We have

1 1
Byl 2 _
8men 2 ; JEIT 2r2, cos(2|EjilT) + rd

res,ret
AErsT —

x {ra(l+ r2) cos(2|Eji| 2)
—ryy cos[2| Eji| (2 — 7))

—7Tvl COS[2|E]'Z"(Z + 7’)]} . (579)

Then, it is easily seen that whenever cos(2|Eji|T) = 1 the interaction vanishes and, con-
versely, the amplitude of oscillations in equation (5.79) is maximized when cos(2|Eji|T) =

—1. Therefore we have a condition for resonance in terms of the wavelength of the strongest
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atomic dipole transition Aj;

T:nL:)\2j<k‘—|—2>, k=0,1,2 .. (5.80)

Eq. (5.80) holds for Z|Ej;| >> 1 but if the value of Z|E}j;| approaches unity, the relation
looses its validity. The complications arise from the fact that when the atom is close to the
surface the evanescent waves come into play whereas the condition (5.80) arises due to the
interaction of an atom with travelling modes only. In the nonretarded limit Z|E;;| << 1
the notion of resonance looses its meaning altogether, cf. Eq. (5.76). Exploring the

extreme cases in the retarded limit we note that at the anti-resonance i.e. when

Ais
equation (5.77) becomes

AEresret 1 nsfl ”2 9 o\ B2 )

8menZ ng +1Z’ Ejil |y |” cos (2| Eji| 2), (5.82)

i.e. the atom does not feel the presence of the layer and the interaction assumes the form
of that between an atom and a single half-space of refractive index ng, cf. [64]. This
means that in the retarded regime the interaction between an excited atom and a slab
of thickness L vanishes whenever the optical thickness of the slab 7 = n;L is equal to
a half-integer multiple of the wavelength of the dominant atomic transition Aj;, cf. Fig.

5.11. Conversely, at resonance the shift becomes

AR = ) cos(2|Eji| 2 5.83

I = e e o L1l cos(2E512), (5:83)
so that the amplitude of oscillations exceeds the amplitude that would have been caused by
a single half-space of refractive index n;. It also reaches the perfect reflector limit n; — oo
more rapidly. Finally, we shall also remark that the meaning of the conditions (5.80) and

(5.81) is interchanged if the refractive index of the substrate ns exceeds that of the layer

ny i.e. when ng > n.
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5.5 Numerical Examples

In this section we present a few numerical results designed to illustrate the influence of the
dielectric layer on the usual Casimir-Polder interaction between an atom and a dielectric
half-space. In practice, the sum over intermediate states j in Eq. (5.58) and in Eq.
(5.61) is restricted to one or a few states to which there are strong dipole transitions.
Hence, we assume a two-level system in which Ej; is a single number, namely the energy
spacing of the levels with the strongest dipole transition. Additionally, we focus just on
the contributions to the energy shift due to the component of the atomic dipole that is
parallel to the interface of the dielectrics. The contributions due to the perpendicular
components of the atomic dipole moment can be easily generated with from Eq. (5.58)
using standard computer algebra packages like Mathematica or Maple. We start by simple

checks on the asymptotic expansions derived in the previous section.

5.5.1 Ground-state atoms

T T T
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FIGURE 5.5: Plot of the exact energy-level shift contributions AE! (solid), Eq. (5.58),

multiplied by Z%. Dashed lines represent the energy shifts due to the single dielectric

half-spaces of refractive indices n; (top) and ng (bottom), whereas the dotted-dashed
lines represents the asymptotic approximation (5.72).
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FIGURE 5.6: Plot of the exact energy-level shift AE! (solid), Eq. (5.58), multiplied by

2%, Dashed lines represent the energy shifts due to the single dielectric half-spaces of

refractive indices n; (bottom) and ng (top), whereas the dotted-dashed lines represents
the asymptotic approximation (5.72).

We choose to plot the energy level shift AE multiplied by Z% so that the asymptotic
behaviour of it as a function of distance is more apparent, because AEZ* for a dielectric
half-space approaches constant [64]. Then, one can easily track the variation of the energy
shift caused by the top layer as compared to the half-space shifts, Fig. 5.5 and Fig. 5.6.
We remark that even though the derivation of the energy shift in this Chapter was based
on the assumption n; > ng, the result is also valid in the case when the top layer has a
smaller reflectivity than the substrate. In such a case the result can be used e.g. to model
a thin layer of oxide or any kind of dirt on the substrate which is often present in real

cold-atom experiments.

The asymptotic expansion (5.72) works well for large Z/L and not too high values of the
refractive index m). This is demonstrated in Fig. 5.7. The increase of the refractive index

n; has impact on the accuracy of the approximation which is valid provided

Z>> N +mn (5.84)
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with \j; being the wavelength of the dominant atomic transition and 71 = nL is the optical

thickness of the top layer. In Fig. 5.8 we demonstrate the behaviour of the energy shift
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FIGURE 5.7: Plot of the exact energy shift AEl, (solid, Eq. (5.58)), multiplied by Z*
together with the asymptotic approximations (dashed, Eq. (5.72)).

depending on the various values of the parameter Ej; measured in units of the layer’s
thickness. For small Ej; we clearly observe linear behaviour that corresponds to the Z -3

dependence of the shift in the electrostatic regime.

We also find it instructive to plot the energy level shift as a function of the thickness of
the top layer L for different values of the refractive index n; while keeping the distance of

the atom from the surface fixed, Fig. 5.9 and Fig. 5.10.

5.5.2 Excited atoms

The energy shift of an excited atom splits into two distinct parts, cf. Eq. (5.59) and Eq.
(5.61). The non-oscillatory part displays the same behaviour as the energy shift of the
ground-state atoms. We have analysed it numerically in the previous section. Here we will
focus on the oscillatory contributions to the level shifts that are given by Eq. (5.61). We

choose to plot the dimensionless integrals contained in equations (5.62) and (5.64) as this
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FIGURE 5.8: Plot of the exact energy shift AEI (Eq. (5.58)) multiplied by Z* as a

function of Z/L for various values of the retardation parameter Ej; L.
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FIGURE 5.9: Plot of the exact energy shift AEI (Eq. (5.58)) multiplied by Z* as a
function of layer’s thickness L measured in units of fixed atom-wall separation Z for
various values of the layer’s refractive index n; > ns.
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FIGURE 5.10: Plot of the exact energy shift AEl (Eq. (5.58)) multiplied by Z* as
a function of layer’s thickness L measured in units of fixed atom-wall separation Z for
various values of the substrate’s refractive index ng > ny.

is numerically more efficient than plotting the integral in Eq. (5.61). It should be borne in
mind that the reflection coefficients contain the dispersion relation in denominators that
now has solutions on the real axis. For the purpose of the present demonstration it is
sufficient to simply displace the poles off the real axis by adding small imaginary part to
the denominator of the reflection coefficients effectively taking the Cauchy principal-value

during numerical integration.

In Fig. 5.11 we demonstrate that indeed, if the anti-resonance condition (5.81) is satisfied,
the interaction energy between the excited atom and the slab is strongly suppressed for
ZEj; >> 1. In general, for the layered dielectric rather than the slab, the effect of
resonance is shown in Fig. 5.12 and Fig. 5.13. Note that the energy level shift in an
excited atom due to the layered dielectric can be significantly enhanced. Unlike in the
case of the ground state atom where the energy shift caused by the layered structure of
refractive indices n; and ng is bounded by the single half-space shifts (compare Fig. 5.5),
the excited atom can experience shifts greater than those caused by the unlayered half-

space of the refractive index n = max(ny, ng), Fig. 5.12, which is due to resonance effects.
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FIGURE 5.11: Plot of the exact energy-level shift (5.61) (resonant part) in an excited

atom due to the parallel component of the atomic dipole moment placed in front of a slab

of thickness L and refractive index n; = 27. The energy spacing of the dominant atomic

transition is such that LEj;, = 3/4 i.e. it satisfies the resonance condition (5.81). As is

seen, when LE;; = 1/2, the energy shift in the retarded regime is strongly suppressed, cf
Eq. (5.77).

Conversely, it is also possible that the interaction with the layer will be unnoticeable if
the anti-resonance condition (5.81) is satisfied, Fig. 5.13. Next, in Fig. 5.14, we show
that the approximation of Eq. (5.61) derived in (5.77) turns out to be quite accurate and
can be safely used to quickly estimate the energy shift in an excited atom caused by the
layered dielectric, provided the condition ZFEj;; >> 1 is satisfied. It is also interesting to
plot the resonant part of the energy shift as a function of LFE;; while keeping ZF;; fixed.
This is done in Fig. 5.15. It is seen that the energy shift indeed experiences the oscillatory
resonant behaviour. The subsequent minima and maxima are less and less pronounced
as the value of LEj; increases. This is because as we increase LEj; the resonances and
anti-resonances move closer and closer together so that their effects cancel out. It is
interesting to note that this behaviour could not have been inferred from equation (5.77),
which indicates that the approximation (5.77) can be useful only for LE;; << 1, which

can also be easily verified numerically.
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FIGURE 5.12: Plot of the exact energy-level shift (5.61) (resonant part) in an excited
atom due to the parallel component of the atomic dipole moment placed in front of the
layered dielectric with parameters as shown on the graph (solid). The resonant condition
(5.80) is satisfied so that the interaction is enhanced. The amplitude of oscillations exceeds
the one that would have been caused by an unlayered half-space of the refractive index
n = 2m, cf. Eq. (5.82). Compare also Fig. 5.5. The dashed lines represent the interaction
between an atom and single half-space of refractive index n as indicated.

5.6 Summary

Using perturbation theory we have calculated the energy level shift in a neutral atom
placed in front of the layered dielectric half-space, Fig. 5.1. The major difficulty in work-
ing out the energy shift is the sum over all modes that appears in this type of calculation,
Eq. (5.50), especially when the spectrum of the modes consists of the continuous and
discrete parts, Sec. 5.2.1 and 5.2.2. This obstacle can be circumvented by using the
complex-variable techniques to express the sum over all modes as a single contour integral
in the complex k,-plane, Eq. (5.54) and Fig. 5.4. Then, the energy shift (5.58) is easily
analyzed asymptotically as well as numerically. For a ground-state atom, regardless of
whether in retarded or non-retarded regime, we find that the leading-order correction to
the interaction of an atom with an unlayered interface is proportional to L/Z. The asymp-

totic series are given by (5.67) and (5.72) and provide reasonable estimate of the influence
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FIGURE 5.13: Plot of the exact energy-level shift (5.61) (resonant part) in an excited

atom due to the parallel component of the atomic dipole moment placed in front of

the layered dielectric with parameters as shown on the graph (solid). The anti-resonant

condition (5.81) is satisfied so that the presence of the layer is almost unnoticeable, cf. Eq.

(5.82). The dashed lines represent the interaction between an atom and single half-space
of refractive index n as indicated.

of the single dielectric layer on the standard half-space result, Fig. 5.7. In the opposite
case of very thick layer i.e. Z/L << 1 we find that the result is well approximated by
dielectric half-space [64]. For excited atoms we find that the interaction between an atom
and the layered dielectric (5.61) is subject to resonances that occur between the wave-
length of the dominant atomic transition \j; and the thickness of the layer L, Sec. 5.4.4.
In particular, the interaction between an atom and the slab can be strongly suppressed in
the retarded regime, cf. Fig. 5.11, whenever the optical thickness of the slab 7 is equal
to the half-integer multiple of the wavelength of the dominant atomic transition A;;. The
existence of resonance effects suggests a physical picture of the excited atom as a radiat-
ing dipole. The resonance and anti-resonance correspond to constructive and destructive
interference. We have also provided reasonable approximations in the non-retarded (5.76)
and retarded (5.77) regimes that can be used to quickly estimate the magnitude of the

resonant interaction between an atom and a layered dielectric.



Chapter 5. Interaction of atoms with layered dielectrics 120

o_
W

N—

= A

(D\

g 005
e A
< -0.10 |-
f=
w
=
o]

015}

-0.20

-0.25
0

FIGURE 5.14: Plot of the exact energy-level shift (5.61) (resonant part) in an excited atom

due to the parallel component of the atomic dipole moment placed in front of the layered

dielectric with parameters as shown on the graph (solid). The dashed line represents the
approximation in the retarded regime, Eq. (5.77).
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FIGURE 5.15: Plot of the exact energy-level shift (5.61) (resonant part) in an excited atom

due to the parallel component of the atomic dipole moment placed in front of the layered

dielectric with parameters as shown on the graph (solid). The dashed lines represent

energy shifts caused by the single half-spaces of refractive index n; = 27 (top) and ng = 2
(bottom).



Chapter 6

Quantum electrodynamics near a

Huttner-Barnett dielectric

6.1 Introduction

The term ’Casimir-Polder shift’ refers to the change in the atomic energy-levels induced by
a nearby reflecting surface e.g. dielectrics. A similar effect in free-space is the Lamb shift.
Crudely speaking, the Casimir-Polder shift can be viewed as a Stark effect where the role
of the electric field is played by the non-zero and position-dependent vacuum fluctuations
- an unavoidable consequence of the electromagnetic field quantization in the presence of

dielectrics [11].

In order to study the Casimir-Polder effect a theory of the quantized electromagnetic field
in the presence of boundaries is needed. The methods of field quantization largely depend
on how sophisticated the model of material’s optical response is. In the simplest case one
might assume perfect reflectivity of the surfaces. The quantization of the electromagnetic
field can then be achieved by the so-called normal-mode expansion. In this approach the
electromagnetic field is expanded in terms of a complete set of solutions of the homogeneous
Helmholtz equation. The presence of the boundaries is included by imposing appropri-
ate boundary conditions on the electromagnetic field. Then, to accomplish quantization,
the expansion coefficients are promoted to creation and annihilation operators which are

required to satisfy bosonic commutation relations. This approach has the advantage of

121
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being simple and therefore workable even for complex geometries [4] but suffers from a
lack of physical features e.g. missing evanescent modes [5]. This particular drawback can
be removed by considering non-dispersive and non-absorbing dielectrics characterized by
a single number - an index of refraction. Then, the goal of field quantization can still be
achieved by a similar procedure as for perfect reflectors [19]. However, it is well known
that the above-mentioned techniques of the electromagnetic field quantization run into
difficulties when one wants to include in the formalism the presence of realistic dielectrics.
The response of the material’s surface to the electromagnetic radiation in reality depends
on the frequency of the impinging radiation. Furthermore, causality requirements demand
that any dispersion is always accompanied by absorption. Therefore, in any model of in-
teraction between real dielectrics and the electromagnetic field, the field has to be coupled
to a reservoir in order to simulate absorptive degrees of freedom [68][69]. This can be done
in a number of ways. One could model the absorptive degrees of freedom by adding to the
operator-valued Maxwell equations Langevin-type fluctuating noise-currents that ensure
that canonical commutation relations do not decay in time but rather take the expected
form [1]. In this approach the field equations are solved using the Green’s function of
the wave equation and the noise-current operators play a major role in describing the
dynamics of the coupled field-dielectric system. A number of papers attempted to provide
microscopic justification of such a procedure by deriving the commutative properties of

the noise-current operators that otherwise were introduced ad hoc [70][71][72].

A more direct approach to the modelling of the interaction between electromagnetic field
and an absorptive dielectric is to explicitly include in the Lagrangian (or Hamiltonian)
the matter degrees of freedom that are responsible for absorption. The dielectric is then
envisaged to consist of a continuum of harmonic oscillators coupled to the reservoir which
is just yet another set of harmonic oscillators. This is the so-called quantum model of a
classical dielectric introduced by Hopfield [73]. The first Fano-type [74] diagonalization
of the resulting Hamiltonian has been achieved for fields in three dimensions in [75] for
a bulk dielectric and the general treatment of inhomogeneous dielectrics followed in [71].
The model has also been extended to include spatially dispersive bodies [76] and magne-
todielectrics [77]. Practical applications of the Huttner-Barnett model, e.g. calculation
of spontaneous decay rates [78], work well for bulk dielectrics where simple forms of the

relevant operators can be found. However, in a bulk medium the local field corrections
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play an important role and need to be included. On the other hand, complications that
arise due to inhomogeneities of the dielectric seem to lead to unwieldy and impractical

results, see e.g. Appendix in [6].

In this Chapter we aim to demonstrate that starting from the Power-Zienau-Wooley type
of Hamiltonian rather than adopting the minimal coupling scheme it is possible to carry
out explicit and easy to follow perturbative QED calculations is the presence of inhomoge-
neous Huttner-Barnett dielectrics. We apply the formalism we develop to the problem of
calculating the energy-level shifts and change in spontaneous-decay rates for a neutral atom
placed in the vicinity of a dielectric half-space. We successfully rederive the well-known
results of phenomenological methods and broaden them by providing the asymptotic ex-
pansions that quantify the influence of absorption on the standard Casimir-Polder force
calculated in [64]. We use only standard methods of Quantum Field Theory in a similar
way as this is done in condensed matter theories. This requires the calculation of quantum
propagators, most notably that of the electromagnetic field. This task is non-trivial but
manageable. We partially adapt the seemingly overlooked results of [79] and find an exact
solution of the Dyson equation satisfied by the photon propagator. In Appendix B we
make contact with the phenomenological noise-current approach and calculate the pho-
ton propagator using the electromagnetic field operators constructed on the basis of the

noise-current operators as developed by the Jena group.

6.2 Hamiltonian of the model and solving strategy

To find the energy-level shifts and change in spontaneous decay rates for an atom placed
in the vicinity of an absorptive macroscopic body we adopt essentially the same model as
[68]. The dielectric is modelled by a continuum of quantized harmonic oscillators - the
polarization field, which is coupled to yet another set of quantized harmonic oscillators -
the reservoir, the presence of which leads to a damping in the polarization field so as to
allow absorption. Such coupled quantum fields are subsequently allowed to interact with
the electromagnetic field via the p - E type of coupling. It turns out that the subsystem
consisting of the reservoir, the polarization and the electromagnetic field is exactly soluble
(at least for simple geometries of the dielectric); therefore the interaction of the atom

with the dielectric can be reduced to the interaction of the atomic electron with the
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"dressed’ electromagnetic field i.e. the electromagnetic field corrected for the presence
of an absorptive body. This approach stems from the theory developed in [80] where
the interaction between an atom and a point-like absorptive dielectric (damped harmonic

oscillator) was addressed.

Our starting point is the Lagrangian density describing the electromagnetic field and

dielectric. It consists of the following parts
Lo=Lem+ Lp + Lr + Lr—gm (6.1)

that are described as follows:

(i). The Lagrangian density Ly of the free electromagnetic field:

€ 1
Leyv = 5 EX(r) — G

2
. CB), (6.2)

where E(r) is the electric field and B(r) is the magnetic induction.

(ii). The Lagrangian density Lp of the polarization field:
LS 1 2 2

Here, X is the dipole moment density of the continuum of harmonic oscillators describing
the dielectric. The strength of the restoring force acting on the polarization oscillators
is determined by the combination Mw%. Hence, for fixed absorption frequency wr of
the dielectric, the 'mass’ M is the parameter that determines the susceptibility of the
polarization oscillator to an external agent. It has dimensions of (mass) x (lenght)~! x
(dipole moment density) ™2 and, in fact, the quantity (Meow3)~! will turn out to be the
polarizability of the dielectric at zero frequency [73]. The absence of derivatives with
respect to r in equation (6.3) implies that the polarization oscillators at different points

in space are mutually independent resulting in a model with no spatial dispersion.
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(iii). The Lagrangian density Ly of the reservoir, including its coupling to the polarization
field:

to= [Car{ Lo - ot Yt - X0 |

(6.4)

Here, Y is the dipole moment density of the bath oscillators and the parameter p, has
dimensions of (mass) x (lenght)™! x (dipole moment density)~2 per unit frequency. The
coupling of the bath to the polarization field leads to the appearance of term proportional
to X(r, t) in the equations of motion for the polarization field, hence it is responsible for
damping [81][82]. The 'masses’ of the bath oscillators p, vary continuously with index v
and describe the strength of the coupling between a single polarization oscillator and the
continuum of reservoir oscillators for different frequencies v. The precise profile of p, is

chosen so that the desired absorption spectrum is obtained [83].

(iv). The Lagrangian density Lp_gm describing the interaction of the polarization field

with the electromagnetic field:

Lp_gm = g(r)X(r) - E(r). (6.5)

The dimensionless coupling function g(r) specifies where the interaction takes place i.e.

1 inside the dielectric
g(r) = , (6.6)
0 outside the dielectric

so that g(r) describes the shape of the dielectric body.
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It is straightforward to identify the canonical momenta and obtain the corresponding

Hamiltonian densities

Hen = 2—60D2(r) + 270B2(r)’ (6.7)
Hp = P;jf/? + %Mw%XQ(r), (6.8)

Hr = /Ooody [pr(:) +% Y2%(r)|, (6.9)
Hp_rp = -— /0 OOdeVV2X(r) Y, (r), (6.10)
Hp_pn = —QEZ)D(r) - X(r), (6.11)

where we have separated out the part of the Hamiltonian that represents the frequency
shifts

Hs = ;/Ooodypyu2X2(r) + ;g; )Xz( ). (6.12)

The first term of (6.12) arises due the coupling between the polarization field and the
reservoir whereas the second term is caused by the coupling between the electromagnetic
and the polarization field. Equations (6.7)-(6.12) accompanied by the set of the equal-time

commutation relations

[Di(r), B;(x)] = ( 22)3 elm / APk e ) (6.13)
[Xi(r), Pi(x)] = ihd;0¥(r — 1), (6.14)
[Viu(r), Zj ()] = ih6;09(x —)o(v — 1)), (6.15)

allow one to derive the expected equations of motion for the damped-polariton model, cf.
[70]. Here, D(r) = ¢oE(r) + g(r)X(r) is the displacement field which is in fact the negative
of the momentum conjugate to A(r), with A(r) being the vector potential. The fact that
it is the displacement field that plays the role of the electromagnetic conjugate momentum
is a result of the pu - E type of coupling chosen in (6.5). The terms of the Hamiltonian
density (6.12) shift the eigenfrequency of the polarization field wr, i.e.

Wi — o = / dvp, 1 5\/? (6.16)
€0

The second term contains the parameter p, that pertains to the shape of the absorption
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spectrum. For our choice of v-dependence, see Appendix E, it turns out to be infinite.
However, this is not problematic as the observable quantities, most notably the dielectric
function, stay physically meaningful. Additionally, the last term in (6.16) in principle
introduces position dependence of the frequency @t through the coupling function g(r). At
this stage it is not yet apparent but this position dependence will happen to be irrelevant.
Hence, we now set g(r) = 1 but promise, when the time comes, to point out why we are
allowed to do so. Then, we can incorporate equation (6.12) in the Hamiltonian density of

the polarization field writing

P?(r) 1 22
- TS meRx 1
Hp M + 2/\/loJT (r), (6.17)
with
1 o 9
0h = wd + Wi + M/ dvp,v”. (6.18)
0

Although our model does not allow for free electrons, by hindsight, we have introduced

notation w3 = (g M)~! in analogy to plasma frequency.!

Our aim is to investigate the influence of an absorbing dielectric on the properties of an
atom such as the energy-level shift and spontaneous decay rates. Therefore, for our Hamil-
tonian to be complete we have to supplement it by the atomic part. The full Hamiltonian

reads
H= [d® (Hgm + Hp + Hr + Hp_r + Hp_em + Ha + Ha_EM) (6.19)

where H 4 is the Hamiltonian density of the non-interacting atom and Ha_ gy describes
its coupling to the electromagnetic field. We consider a one-electron atom and treat the
atomic electron non-relativistically by representing it as a quantum of the Schrédinger
field satisfying the fermionic anticommutation relations. Thus, the Hamiltonian density

H 4 of the non-interacting? atomic electron can be written as

Ha=Ul(r) ;ivthrm) W(r), (6.20)

LAt this stage the analogy between the quantity (e0oM)™* and the plasma frequency, as commonly
introduced in the free-electron model of plasma, is not yet apparent. This choice of notation will justify
itself once the precise form of p, in Eqs. (6.17)-(6.18) is chosen so that the dielectric function of the model
is specified, for details see Appendix E.

2Here, by non-interacting we mean the absence of interactions with the quantized part of the electro-
magnetic field.
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where ¥(r) is the Schrédinger field operator satisfying the anticommutator relation

{\Il(r), \I/T(r)} = 5@ — 1), (6.21)

and V(Jr — R|) is the potential due to the immobile nucleus which we choose to be al-
ways located well outside the dielectric at a position R so that there is no wave-function
overlap between the atom and the solid. The atom is coupled to the electric field via its
electric dipole moment. The Hamiltonian density describing this coupling in the dipole

approximation may be written as
Ha-pm = —pE(r) ¥ (r - R), (6.22)

with delta function ensuring that we evaluate the electric field at the position of the

nucleus. Here, p is the electric-dipole moment operator which may be written as
p=—e /d?’r'\IlT(r’) p U(r), (6.23)

with —e being the charge of the electron and p is the negative? of its position with respect
to the nucleus i.e. p=r'— R. It is convenient to expand the field operator ¥(r) in terms

of the complete set of atomic wave-functions satisfying

hQ
[_zmv? V(- RD] D(r) = Enn(r) (6.24)

We have
U(r) = Z Cm®m (), \I’T(r) = Zcin¢;kn(r) (6.25)

where the operators ¢, and CL can be shown to satisfy the anticommutation relation
{cn,c;rn} = - (6.26)

This property follows directly from (6.21) and the fact that the eigenfunctions ¢, (r) are

orthonormal. We use equations (6.25) and (6.26) to rewrite Hamiltonians H4 and Hgas

3The minus sign ensures the consistency with the conventional definition of the electric dipole moment
1 = —ep where p points from the position of the negative charge to that of the positive one.
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in a more useful form

Hy = /d3r Hy = ZE”CIZC”’ (6.27)
Ha oy = / B Ha_par = —¢ 3 cle;iloli) - B(R), (6.28)
ij

where (i|p|j) are the dipole matrix elements i.e. the expectation value of the electron’s

position operator p

amuw=/&m¢xmp¢xm. (6.29)

We calculate the energy-level shifts and spontaneous decay rates using Green’s function
approach in the same manner as in [80]. In this approach the energy shifts and decay rates
of the atom are given as poles of the atomic propagator which in our case is accessible
only perturbatively. To perform the perturbative calculations we work in the interaction
picture where the general expression for the perturbative expansion of a Green’s function

of the field ¥ under the influence of the interaction Hi is [84]

o0

Q(r,r’,t,t'):Z(—;> " /dtl.../dtn

n=0
X <Q|T [qf(r,t)xpT(r’,t')HI(tl) N .Hl(tn)} \Q> . (6.30)

conn

Wick’s theorem states that the terms appearing in the expansion (6.30), when written out
explicitly for a specific interaction Hamiltonian, turn out to be given entirely in terms of

the propagators of the non-interacting fields
GO, x' 1, ¢) = — QT (e ¥, #)] 92, (6.31)

where now ¥ is the field operator in the Heisenberg picture and |Q?) is the exact ground
state of the non-interacting system. The subscript ’conn’ in equation (6.30) indicates that
only connected diagrams contribute, as disconnected diagrams drop out in the normaliza-

tion of |2).

First we determine the non-interacting propagators of the atom, the polarization field,
the bath and the electromagnetic field. Then, the interaction of the polarization field

with the reservoir is treated exactly. Omnce this is accomplished the correction to the
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electromagnetic-field propagator caused by the presence of the absorptive dielectric can be
calculated. This is the dressed photon propagator enters the final perturbative expansion
of the atomic propagator whose poles contain the information about energy-level shifts

and changes in transition rates.

6.3 Unperturbed Feynman propagators

6.3.1 Atomic-electron propagator

The unperturbed atomic-electron propagator corresponding to the Hamiltonian (6.20) or

equivalently (6.27) is defined by
GO(r,r',t,¢) = —(QIT [, wi, )] 19), (6.32)

where ¥ is the Schrédinger field operator in the Heisenberg picture and |€2) is the ex-
act ground state of the non-interacting system. We plug the field operators written out
in terms of the atomic eigenfunctions, Eq. (6.25), and remember that we work in the

Heisenberg picture so that the operators ¢; and cin are now time-dependent:

GO (r, ' t,t) Z@ r)or, ()G (¢, 1) (6.33)
with
Gt t) =~ QIT [a(t)ch, ()] o). (6.34)

The time-dependence of the fermionic annihilation and creation operators is determined
using the Heisenberg equations of motion, anticommutation relation (6.26) and the Hamil-

tonian (6.27):

the, = [Cna H] = ZEm[Cm Cincm] = ZEm ({Cm Cin}cm - C;rn{cna Cm}) = ZEm(Snmcma

m

so that we have

em(t) = cm(0)e ™ Fmt/h el (t) = cf, (0)e /M, (6.35)
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With equation (6.35) we determine G\ (t,t') to be

Im
GO —t) = —%9@ — e Bt /g, (6.36)

where we have used the definition of the time ordering operator and the fact that the
vacuum state |2) is annihilated by ¢,,(0). We shall work with the Fourier transform of
Gl(?n) (t,t") with respect to the time difference t —t' = 1

GilE) = [ TGl

= ————0im- 6.37
tm oo E—-E; +1n fm ( )

With this convention of Fourier transform the n-prescription ensures the correct causal

behaviour of the propagator and guarantees the convergence of the integrals.

6.3.2 Photon propagator

To calculate the zeroth-order propagator of the displacement field D(r,¢) whose dynamics
is governed by the Hamiltonian (6.7) not including the coupling term (6.11), we note that

the Heisenberg equations of motion imply

_— = — iBp(r,t 6.38
ot MO€ Vj k(rv )a ( )
—_— = —— iDy(r,t .
ot 606 v] k(r7 )7 (6 39)
where €7 is the Levi-Civita symbol and the sum over doubly occurring Cartesian indices

is implied. Thus the displacement field D(r,¢) satisfies the homogeneous wave equation

82

(ViV; —0;;V?)Dj(r,t) + ﬁDi(r, t) = 0. (6.40)

Formal definition of the photon propagator reads:
D" / AN Z . (! 4
i, ) = —ﬁ<O|T [Di(r,t)D;(x', )] |0), (6.41)

where D;(r,t) is the displacement field operator in the Heisenberg picture and |0) is the
exact ground state of the non-interacting electromagnetic field. We apply the differential

wave-operator that appears in (6.40) to the definition of the propagator. One needs to be
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careful when evaluating time derivatives which do interact with the time-ordering operator,

namely

—T[AM)B(t)] = g[e(t—t’)A(t)B(t’)+9(t’—t)B(t’)A(t)}

ot ot
DA(t)

= §(t—-t)[A®}),B{#t)]+T [(%B(t’)] : (6.42)

Applying this formula to calculate time derivatives we find that

(0) 0
(viv]' — 51-]-V2) D ik (I‘, I‘/, t, t/) +

i ot
. 2
= % <0 T [(VN]- — 5ijv2) Dj(r,t)Dk(I‘/,t/) + 6Di(r,t)Dk(r/,t')] ‘ 0>
1 |:8D¢(I‘,t)

ot2
h ot

h

Dgg)(r, v’ t,t)

, Dp(r, t)} S(t—t) (6.43)

where we have used the fact that spatial derivatives commute with time-ordering operator.
By virtue of Eq. (6.40) the second line of (6.43) vanishes and it remains to evaluate
the commutator [Di(r,t), Dy(r, t)] To do so we use Maxwell’s equation (6.38) and the

commutator (6.13)

{W

o ,Dk(r’,t)} _ i (ViVi — 05 V?) 6O (x — 1), (6.44)

)
Ho
Thus the displacement field propagator Dg-])(r,r’ ,t,t') satisfies the following differential

equation

2

(ViV; — 6 V)DY (r — v/t — 1) + Mom@p}g’(r —rt—t)

€ iq-(r—r'
= (27(:)35(15 —t) /dgq(qiqk — 6 q?) ") (6.45)

We note that the free-space photon propagator depends only on the differences r — r’ and
t —t’. This property allows us to find the solution of (6.45) using Fourier transform. As
a first step we note that Maxwell’s equation (6.38) implies that the displacement field is
transverse and so is its propagator

VD ('t — ') =0. (6.46)
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Therefore, Eq. (6.45) simplifies to

2
V2D (0)( —r't—t)— MOGO%DS@]) (r—r't—1)

€ iq-(r—r’
- (27‘:)35@ —t) / Eqlgigr — 6ipq?) e’ T, (6.47)

Introducing Fourier transformed propagator

D()(q, ) /d3(r_r —iq-(r— r)/ zwt t)D(O)(I‘—I‘/,t—t,) (6.48)
we readily obtain the spectral representation of the propagator

Sikd® — gk

DO (g w) = 6.49
ik (q,w) €0w2 — q2 + Z"I7’ ( )

where the poles in the denominator have been misplaced so that the result displays causal-
ity appropriate for the Feynman propagator. In Appendix A we show that this choice of
the n-prescription indeed guarantees the correct behaviour of the propagator when trans-

formed back to the time variable.

6.3.3 Polarization field propagator

The Hamiltonian density (6.17) describes a collection of mutually independent harmonic
oscillators i.e. the harmonic oscillator at r is unaffected by the oscillator at r 4+ dr. This
allows us to introduce, for each harmonic oscillator, creation and annihilation operators,
bf(r) and b(r), in a completely the same way as this is done in the well-known algebraical
approach to a simple harmonic oscillator in non-relativistic quantum mechanics, see e.g.

Chapter 2 of this thesis,

h
2Mdoor

h/\;M’T [bT(r) —b(r)] . (6.50)

X(r) = [b*(r) + b(r)} , P(r)=i

The operators bf(r) and b(r) satisfy equal-time commutation relation

[bl-(r), b}(r)} = 5;;0®) (x — 1) (6.51)
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which follows directly from their definition and the relation (6.14). The operator b;(r) has
the property that it annihilates the ground state of the oscillator at r oscillating in the
i-th direction. We will use this property, together with the commutation relation (6.51),
to directly evaluate the polarization field propagator defined as

KO, r',1,1) = —%(Q\T (X, ) X; (2, )] [92). (6.52)

Here X;(r,t) is the polarization field operator in the Heisenberg picture and |Q2) is the
exact ground state of the non-interacting polarization field. When written out in terms
of the creation and annihilation operators the Hamiltonian density (6.17) takes on the

diagonal form

Hp = émvT bf(r) - b(r) + b(r) - bi(r)|, (6.53)

so that the time dependence of the creation and annihilation operators is harmonic
b(r,t) = b(r,0)e”“tt bi(r,t) = bl(r,0)e“T!, (6.54)

which follows from the Heisenberg’s equations of motion. We plug the polarization field
operators expressed in terms of the ladder operators into Eq. (6.52). Due to orthogonality
of states only terms proportional to b-b' contribute. Taking care of the appropriate time
ordering of operators and using the commutator (6.51) to move the annihilation operators
to the right of creation operators, so that they act on the vacuum state |2), we readily
obtain

7

(0) I
K (r—rx t—1) Mo

ij 51‘]‘5(3)(1‘ —1') |0(t — t’)@*idJT(t*t’) + 00 — t)eﬂoDT(tft’)] 7

(6.55)
where the frequency @t has been defined in Eq. (6.18). We shall need Fourier transform

of the polarization propagator with respect to the time difference t — ¢/
oo
KO —1'yw) = / At — ) KO e —yl ¢ 11) (6.56)

— 00

which is given by

(0) coy) — 53
K (I‘ — I'/,(,L)) = Mméwg( )(I‘ — I‘/). (657)
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6.3.4 Reservoir propagator

The dynamics of the non-interacting reservoir field is described by the Hamiltonian (6.9)
which describes a set of independent harmonic oscillators. The propagator for the free
reservoir field can be obtained by repeating the steps needed to derive the propagator for
the free polarization field, see Section 6.3.3. Therefore, we don’t give detailed derivation
but simply copy the structure of results (6.55) and (6.57). In the time domain the reservoir
propagator reads

Hi(jq)(r —r't—t v)= —2;}1/

x[mt—ﬂk%ﬂ*ft+mﬂ—tkﬂwﬁw}. (6.58)

503 (r —v')o(v — V)

It’s Fourier transformation with respect to ¢ — t' is given by

g (r—1' v,Vw) = / d(t — t’)eiw(t*t/)H-@)(r -t -t v ), (6.59)

ij
with

13y

H»(Q) r,v’ v/iw) = ———2L
( ) pyw? — V2 +in

vy

O -1 —1). (6.60)

6.4 Dressed propagators

Having collected all unperturbed propagators we can proceed to work out the propagators
for the coupled fields. We are going to use perturbation theory in its diagrammatic formu-
lation i.e. representing each term of the perturbative expansion (6.30) by an appropriate
Feynman diagram [84]. In order to proceed, one needs to establish the correspondence
between elements of Feynman diagrams and analytical expressions, the so-called Feynman
rules. We have four different free propagators and accordingly we associate with them four

distinct lines:
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s = inG\V(t, 1)

________ = ih KO (r, 1’ ¢, 1)

mn

770 .
zhH]()q)(r, v/t v V)

ANANANANANANS = D (7,4, 1)

We shall need to consider three interaction Hamiltonians sequentially, Hp_r, Hp_gm and

Hp_pm:
Hp_r = - d3r/ dvp,*X(r) - Y, (r), (6.61)
0

1
Hp_pym = o d’rg(r)D(r) - X(r), (6.62)

1
Hapny = T e ZCICJ' R - /dgr D(r)s® (r - R), (6.63)

7]

where we have introduced shorthand notation p;; = (i|u|j) for the matrix elements of
the atomic electric dipole moment operator p. These interaction Hamiltonians yield the

following rules for the vertices between the lines defined above:

kl

t i1 ry,t JJ

To compute a diagram one has to sum over all internal indices and integrate over internal
times, internal coordinates and reservoir oscillator frequencies v and /. We remind the

reader that the subscript ’conn’ in equation (6.30) means that the summation runs only
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over the terms that correspond to the connected Feynman diagrams. Topologically equiv-
alent diagrams i.e. those that can be obtained by permuting the factors Hi(¢;) in (6.30)
are counted only once therefore we have omitted the usual factor of 1/n! that would have

otherwise arisen in a straightforward expansion of the time-ordered exponential.

6.4.1 Dressing the polarization line

We chose to represent the dressed polarization propagator with a bold dashed line:
———————— = ih K (r, v/ 8, 1)

From the Feynman rules for the interaction Hamiltonian (6.61) one can see that the polar-

ization line can only ever join one reservoir line, hence the following sequence of Feynman

diagrams corresponding to the expansion (6.30) can be drawn:

+ == = =  JSEEEEPEEEELLEEEE *e — — — — —

+ - === e JETCEERCEPPRPRLE 0O — — — — @
+

= . _ _ _ _ P 0 - — — — =

The equivalent analytical expression, which is the integral Dyson equation satisfied by the

dressed polarization propagator, then reads

Ko (r, 7' 6, 8) = KO (v, 1, t, 1)

+/ dtl/ dto d31‘1 /d3r2/ dl// dv/ KT(SI)(I‘, rl,t,tl)
oo Joo 0 0

XHI(I?) (r1,ro,t1,t0, v,V ) Kpp(ra, ¥/ 1o, ') (6.64)

The above equation is easily solved exactly. Both spatial integrations are trivially calcu-

lated, cf. Egs. (6.57) and (6.60). Then, we Fourier transform with respect to t — ¢/

Ko (1,13 0) = / A(t — )t (ex b — 1) (6.65)

—0o0
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and find the following expression for the dressed polarization field propagator in the fre-

quency domain

Koin(r —1';w) = Kpp(r — 1/ w) = K(w)6®) (£ — 1')bmm (6.66)
with .
1 2 2 o W’ [ puv’ -

Note that K(w) is an even function of w.

6.4.2 Dressing the photon line

The coupling between the (dressed) polarization field and the electromagnetic field (6.62)
has formally the same form as the coupling between the polarization field and the bath
(6.61). Therefore, by analogy with the previous section, we write down the graphical

equation for the dressed photon propagator:

ANNANANL = ANANANANS = = = = “ONANANAN

where the bold dashed line denotes the dressed photon propagator i.e.

ANNNNNN, = hDy(r,r 1)
r',t kl r,t

The corresponding analytical expression is given by

Dy (r,x' t,t') = Dz(lg) (r—r' t—1t)

1
2/ dtl/ dtg/d rl/d rggrl I‘Q)D()(I‘—rl,t—tl)
€0

(I‘ I‘Q,tl,tg)le(I‘g,I' tz,t). (6.68)

Now recall the remark made after Eq. (6.16) where we have discussed the shifted eigen-
frequency @t of the polarization field. It enters the Dyson equation (6.68) through the
dressed polarization field propagator Kj(ry — ra,t1,t2). We noted there, that according
to Eq. (6.16), it suffers a jump in the region where the polarization field is coupled to the
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electromagnetic field i.e. in the region where the coupling function g(r) = 1. It is now
apparent that this discontinuity of the frequency wr is not problematic because all spatial

integrations in (6.68) are limited to the region of space where g(r) = 1.

To simplify (6.68) we note that one of the spatial integrations is trivial due to the 6-
function, cf. Eq. (6.66), and after we carry out the Fourier transformation with respect

to time difference t — ¢/

Dy (r,r;w) = / d(t — t)e™ ) Dy (e, ', 8, 1) (6.69)

—o
we find the Dyson equation for the dressed photon propagator in the frequency domain

K
Dip(r,v’;w) = Dlgg) (r—r’5w) + (;}) /dgrlg(rl)Dg-))(r —ri;w)Djg(ry,r;w).  (6.70)
€0

The dimensionless coupling function g(r) is as defined in equation (6.6), Dgg)(r -1 w)
is the real-space photon propagator in an unbounded vacuum i.e. the inverse Fourier

transform of (6.49)

iq(r—r) Oikd” — Qi
DY -1 w) = /d3 ta(e—r’) Zi2 K 6.71

ik ( ,W) (271')3 qe wg _ q2 + ”7 ( )
Function K (w) is the frequency-dependent complex function that arose from the dressed
polarization field propagator and is given in (6.67); it will be shown to be related to the
dielectric permittivity. Interestingly, the geometry of the dielectric enters the calculations

only through ¢(r), which effectively defines the limits of the integration in equation (6.70).

Solution of the integral equation (6.70) is much less trivial than the case of dressing the
polarization line, Section 6.4.1. This is because of the translation invariance has been
lost when the inhomogeneous dielectric has been introduced into the system. In the next
section we are going to solve the Dyson equation satisfied by the dressed photon propagator
for the two geometries - the half-space and the gap. To illustrate the different methods we
will first determine the propagator in the half-space geometry somewhat indirectly. We
will convert the integral equation to a differential equation and then solve the resulting
boundary value problem. Next we will determine the propagator for the gap geometry. In
this case we will solve the integral equation directly by iteration. The iteration method

applied here largely relies on the developments reported in [79]. We will also illustrate how
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the iteration technique works for the half-space geometry and point out a peculiar issue
of the convergence of the iterative expansion. In Appendix B, for comparison with other
theories, we will also construct a photon propagator using an alternative method based on

phenomenological noise-current approach.

6.4.2.1 The half-space

FIGURE 6.1: Atomic dipole moment at a distance Z away from the dielectric half-space
of complex and frequency-dependent permittivity e(w). The transverse propagator of the
displacement field Djx(r,r’;w) in this geometry is given by Eq. (6.108).

The integral equation satisfied by the dressed photon propagator was derived in Section

6.4.2. For convenience we write it down again here:

2 v

Dig(r,v';w) = Dgg)(r —riw) + Kw) /d3rlg(r1)D(Q)(r —r;w)Djg(r1,r;w).  (6.72)
€0

To recall, Dgg)(r —1’) is the photon propagator in free space, Eq. (6.71), and g¢(r) is
a dimensionless coupling constant that is equal to unity in the region occupied by the
dielectric and vanishes otherwise. We now specify the geometry of the problem to describe
a dielectric half-space occupying the z < 0 region of space, as illustrated in Fig. 6.1. This

choice of the dielectric’s geometry is realized by taking

g(r1) = 0(—21) (6.73)

where 6 is the Heaviside step function. Knowing that the free-space propagator satisfies

the differential equation (6.45) we apply the same differential operator to equation (6.72)
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and obtain

€ iq-(r—r'
(ViVj = 6;jV?) Dj(r,v';w) — w’Dig(r,r';w) = ( 7?)3 /dgq (gigr — Sirq®) €4 )

2
1 K(w )
+ (27T)3 6(0 ) /d3r10(—z1) /d3q ezq~(r—r1) (qiqj — 5¢jq2) Djk(I‘l, I',; w). (6.74)

Now we write out the factor (qiqj - iij) in the last term as derivatives acting on ex-
ponential and pull it outside the integrals. Then, interchanging the order of q and r;
integration we arrive at the differential equation satisfied by the photon propagator in the

half-space geometry

K
(ViV; = 6;;V?) [1 + 9(—,2)6(:))] Dj(r,r';w) — w?Di(r, r';w)

__© e (aran — 8:0q2) i@ T—1)
(27)3 /dq(%Qk 0ixq’) e . (6.75)

The quantity that appears on the RHS can be written as

- 2m)3 /dgq (q25ik - QiQk) el =) = V25¢Lk(r - I'I) (6.76)

where 3 (r — 1) is the standard transverse delta-function. Now it is more apparent that
the RHS of (6.75) contains a distribution and, unlike the transverse delta function, it is
a local distribution i.e. it is sharply localized around the point r = r’, the non-local part

being removed by the Laplacian through the relation

S vE (N N 53 (r —1'). (6.77)
(1)

The locality of V25ilk (r—r’') is a very fortunate property of the differential equation (6.75),
which is essentially a scattering problem. Its RHS contains distribution which represents
a unit source and our task is to work out reflection and transmission at a boundary of the
dielectric. Therefore, in order to proceed any further, we need to specify physical situation
i.e. decide on which side of the boundary the source is localized. Since our ultimate aim
is to work out the energy-shift in an atom located outside the dielectric, we choose to first

consider the case 2/ > 0. Then, Eq. (6.75) may be written in a ”piecewise” manner i.e.
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on the vacuum side we have
(ViV;j = 0:5V?) Dj(r,v’;w) — w? Dy (r,v';w) = egV355(r — '), 2 >0, (6.78)
whereas on the dielectric side we have
(ViV; — 5ijV2) Djr(r,r';w) — E(w)w? Dy (r,v';0) =0, 2 <0, (6.79)

and the behaviour of the propagator Dji(r,r’;w) across the interface z = 0 is still to
be determined. Note how the local character of the RHS of equation (6.75) simplifies
the solution of Eqgs. (6.78)-(6.79). It is this property that allows us to set the RHS of
(6.79) to zero. The function {(w) that appeared in (6.79) is an even function of w and, on
the positive real axis, it coincides with the dielectric function of the bulk dielectric?, see

Appendix E. It is explicitly written out as

(6.82)
To solve Eqgs. (6.78)-(6.79) we start with the following ansatz
Dix( N pl (t) /. 0. 1. (r) /.
ik I',I',LL))—H( Z)Dik(rvraw)+0(z) le; (I' raw)+Dik (I‘,I’,W) ’ (683)

which we justify as follows. On the vacuum side the solution is written as a sum that

consists of the particular solution® DE,S)(I' —r’;w) and the solution DZ(Z) (r,r’;w) of the

“Note the difference in the 7 prescription in equations (E.10) and (6.82). This is because equation
(6.82) originates from the Feynman propagator for the polarization field, Eq. (6.57), that is defined as

Koy ex',1,1') = — 01T (X0, 0) X7, ) [0), (6.80)
whereas the response function (E.10) is related to the retarded propagator of the polarization field

K5t (r,x' 1) = —%<o| [Xi(r,t), X;(x',t)] ]0), (6.81)
for details see [80].

SWe already know the particular solution of Eq. (6.78) because we have derived it in Section 6.3.2, Eq.
(6.45).
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homogeneous equation, i.e. Eq. (6.78) with the RHS set to zero, which represents the cor-
rection due to reflection at the boundary. The solution on the dielectric side Dg,?(r, r’;w)
represents the transmitted part and satisfies the homogeneous equation (6.79). The homo-
geneous solutions DE? (r,r';w) and DZ(,? (r,r’;w) are chosen in such a way that the general
solution given in Eq. (6.83) satisfies appropriate boundary conditions across the interface
z = 0. To see what these boundary conditions should be recall the formal definition of the
dressed propagator

Dyj(r, riw) = QT [Di(r,t)Dj(r',t’)] |2). (6.84)

i
h
The displacement operator D;(r, t) satisfies Maxwell’s equations which follow from Heisen-
berg’s equations of motion, see Appendix E. Therefore, the photon propagator, by virtue
of its definition (6.84), when taken as a function of argument r and index i, is required to

satisfy Maxwell’s boundary conditions across the interface:

E| continuous = e_lDHj =D
z=0" z=0%
D, continuous = Ds; = Ds3;
z=0" z=07*
B continuous = eflszHj =V.D; (6.85)
z=U" Z—0+
with ||= {1,2}. Another way to see it is to think about the relation
Dufries) = 4% Du(r.x'0) isw) (6:56)

which expresses the displacement field D(r;w) as a function of some given current j(r;w).
If Dy(r;w) is to satisfy Maxwell’s boundary conditions so is the propagator with respect
to variable r and index k. The apparent complication arising from the appearance of the
non-standard distribution in the boundary-value problem (6.75) is an initial illusion. In
fact, it is easier to find the solution of (6.75) than it is to solve the standard differential
equation satisfied by the Green’s function of the wave equation, for example see [85].
Equations (6.78)-(6.79), together with the boundary conditions (6.85), form a boundary-
value problem which is equivalent to the integral equation (6.72) with the choice g(r;) =
0(—=z1) (dielectric occupying z < 0 half-space) and z’ > 0 (source of radiation located in

vacuum).
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Because of the boundary the problem has lost translational invariance in the z-direction,
but not in directions parallel to the surface. In other words, the propagator depends only
on the difference r — r’H but separately on z and z’. We shall work with quantities Fourier

transformed with respect to r| — ril i.e.
Dij(z,2; q,w) = /dz(r” _ I./”)e*iQH'(rH*rﬂ)Dij(rH -1, 2, 2 w). (6.87)

Our first task is to find representation of the free-space propagator (6.71) as a two-

dimensional integral over the momenta parallel to the surface. We write

Oikd® — Gidk  iq(r—r’
D(O) o _ €0 /d3 ) % iq(r—r’)
i (r—1' W) q7w2—q2+i776
eiqz(Z—Z,)

€0 2 2 iq)-(r—r}) o
= ViVi — 6. V2) [d (e / dg.
@y ViV~ Ok )/ e o = R (e + k2

and use the residue theorem to evaluate the ¢, integral. The result is written in a compact
form as

ik |z—2|

i (6.88)

(0) _ Z.60 2 2 iqy-(ry—r/ ) €
Dy’ (r =t w) = L (ViVi — 6V )/d qpe (1)

where k. is the z-component of the wavevector in vacuum and is given by k, = , /w? — qﬁ —+in.

The square-root is taken such that the imaginary part of k, is always positive. Equation
(6.88) shows that Fourier transform of the free-space photon propagator with respect r| —rﬁ

is singular when crossing the z = 2’ plane. We now note a very useful relation

@6ik — qiqr = w” [e; "(Q)e " (q) + e N (q)epM(q)] (6.89)

with q = (qH, k.) being the vacuum wavevector and we have introduced the unit polariza-

tion vectors

1 1
eTE(qH) = W(_va qz; 0)7 eTM(q”’ kz) = m(qyckm kaza —Qﬁ)- (6'90)
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This relation follows from the completeness property of the polarization vectors (6.90).

We may now write

; / ; / A A /
(ViVs — 6572) e (1) kel _ 2 R pko)eglay k) 2> 00

| eay, —k)ep(qp, —k.) 2 <2

so that the representation of the free-space propagator (6.88) may be written as

ieow? e}y, k=)ep(qy, ke )et==2) 2> 2

ke S| eMay, —k)ep(ay, —k)e =) 2 <

v

Warning: The above representation of the free-space propagator is valid away from the
point z = z’. At this point the z-derivatives in (6.88), when acting on eth=12=2"l  produce
terms proportional to the delta function and its derivative. We will use Eq. (6.92) in
the process of matching the boundary conditions. This is safe because then we consider

z = 0% and the source located at 2’ is always well away from the boundary.

To proceed further we note that taking the divergence of the integral equation (6.72) and
using the fact that VZ-DZ(,S)(I“ —1/;w) = 0 one infers that the dressed photon propagator is

transverse everywhere

V:Di(r,r’;w) = 0. (6.93)

With this, equations (6.78)-(6.79) simplify further and in the (qy|, 2)-space may be written

as

(Vg - qﬁ —|—w2) Dij(z,2';q,w) = €o (qﬁ - Vg) (%(qu,z -2, 2>0

(6.94)

(Vg —qf + ﬁ(w)wz) Dij(z,2';q),w) =0, Z2<0

where 5$(q”, z — 2') is Fourier transform of 5%7(1‘ —r') with respect to rj — rilz
(Sfj(qH,Z — Z/) = /dQ(I’ — rIH)e_qu'(rI\_rl\l)él.ij(r — I‘/). (695)

Equations (6.94) provide us with very important information, namely that the homoge-

neous solutions DZ(;) (r,r';w) and Dg,?(r, r’;w), as postulated in (6.83), must necessarily
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take the form

T i€ 1kyz —ik,z
ng)(z,z’;q”,w) = —70 [Rij(q”,z')e kez 4 Sij(ay, e & } , 2>0, (6.96)
DY (2,2 qpw) = _? [Tij(q”, e k=az 4 Uij(qH,z')eikZdZ} . 2<0, (6.97)

with k, = | /w? — qﬁ +in and kg = /&(w)w? — qﬁ and we take the square-roots such

that k, and k.4 have always positive imaginary part. With this choice of the sign for
the square-roots, we observe that terms of the homogeneous solutions (6.96)-(6.97) that
contain exponentials e~ %*+* and e’*24* are unphysical for they represent waves that diverge
at infinity. For this reason we may set S;; = U;; = 0. The remaining two matrices R;;
and Tj; are chosen so that the general solution (6.83) satisfies the boundary conditions
(6.85). To impose the boundary conditions and work out the amplitudes R;; and Tj; we
observe that the transversality of the dressed propagator (6.93) imposes rather stringent

constraints on both of them. For example, the matrix R;; needs to be written in the form

Rij = vi(qy)rj(qy, ), (6.98)

where the vector v is such that

q-v=0 = v= (vm,vy,—w>, (6.99)
k.
with q = (qy, k2). By hindsight, we pick v, = —¢, and v, = ¢, so that
V= (_Qy7 4z, 0) . (6100)

However, this choice is too restrictive on its own. There is no a priori reason for D:(J) to
vanish. Therefore, an additional basis vector is needed in order to span the amplitude R;;
in full generality. An obvious and convenient choice is to choose a vector that is orthogonal
to both q and v

w =v x q = (gk:, gk, —af). (6.101)

We represent R;; as a linear combination

Rij = [ov + Bwl,rj(ay, 2') = ef (qy, k2)r} P (qy, &) + el M ay, k2)rf M (qy, '), (6.102)
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where we have recognized in the above argument, apart from normalization factors, the

transverse electric and transverse magnetic polarization vectors, cf. Eq. (6.90). Similarly

we have
Tyj = e P(ay, —ka)t; "(ay, 2) + e M(ay, —k=a)t; ™ (), 2), (6.103)
with
1
™ 2
€ (q 7_kzd) = <_q:vk7zd; —qyk-d, —q ) (6104)
” VE@layle vt

We have intentionally written out the k,-dependence of the polarization vectors even
though in reality k, and k.4 are expressible in terms of frequency w and parallel wave-vector
q)- This is useful as it explicitly indicates the wave-vector to which a given polarization
vector is orthogonal to. The decomposition into transverse electric and transverse magnetic
components significantly simplifies the matching of boundary conditions. The dressed
photon propagator can now be written in the form

1€

Dij(z, 2 CI||,w) = —70 { [62\(q”, —kzd)tﬁefikz‘iz] 0(—=2)
A

] w2 —ik, (z—2'
+ [ej(q“,kz)f;e”kz + e (ay, —ke)eg (), —ke)e ™™ >} 0(2)} . (6.105)

The last term appearing in the above expression is the free-space photon propagator given
in Eq. (6.92). We have chosen the solution for which z — 2’ < 0 as is appropriate for the
boundary conditions matching at z = 0F in the situation when 2’ > 0. Imposing boundary

conditions (6.85) we find that

A A A w? ik,
;= TRej(q\\a_kz)Ee ;
Ew)w? 1
£ = @eﬂq,—@)ﬂgé“% (6.106)
z

with 7* and t* being the standard Fresnel’s reflection and transmission coefficients
TE _ Kz — ki ™ _ {W)ks — kza
TR = s TR = s
kz + kzd g(w)kz + kzd

2%k 21/E(W)k,
+TE _ z {TM _ =z 6.107
R ko4 kg B W)k, + kg ( )
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For future reference we write out the propagator in a complete form:
: 2

) — Oy _ ..y _ 0 2, 2 tay(ry=r)

Dij(r,rsw) = 0(2)D;;" (r — r';w) on)? ;/d q kae I

X {9(—7«’) [5(‘”)6?(%, —k.q)e} (q, —kz)tg} ¢~ thzaztiks2!

+6(2) [e?(q”,kz)e?-(q”, —kz)rj\{eikz(‘z“/)} } (6.108)

and we remind the reader that the expression (6.108) is valid for 2/ > 0. In the calculations

of the atomic energy-level shifts we will use the propagator for the case z, 2’ > 0, where it

splits into a free-space part Dg-)) (r—r’;w), which is not interesting for us as it corresponds to
the position-independent Lamb shift, and the correction due to reflection at the boundary
Dg-) (r,r’;w) that gives a rise do the distance-dependent Casimir-Polder shift. We recall
that we treat the atom-field interaction in the dipole approximation. This effectively
means that we will need the reflected part of the propagator Dg) (r,r';w) evaluated at

equal arguments r = r’. In such a case it largely simplifies and can be written in the form

. o g wQTITDLE — kgrﬁM 0 0
(., _ o R ok, z
DY (Z;w) = st /. dk kze ¢ 0 WQT%E — k;gr]T%M 0 (6.109)
0 0 QkQTJT%M

with k., = \/w? —k? 4+ in and we have gone to polar coordinates, ¢, = kcos¢, q, =

k sin ¢, where the angle integration annihilated the off-diagonal elements of equal-argument

propagator Dl(;) (r,r;w).

We can readily apply the methods developed here to obtain the propagator in the case
when the source is placed in the dielectric i.e. 2/ < 0. In this case, the integral equation

(6.72) is converted to the Fourier transformed set of differential equations

(Vz—qﬁ—ﬂﬂ) Dij(z, s q,w) =0 z2>0

(6.110)
(Vg - Qﬁ + f(w)w2) Dij(z,2';q),w) = eoé(w) <Qﬁ - VE) 55(qpz—2) 2<0

with the boundary conditions given in (6.85). The particular solution of Eq. (6.110) for
z < 0 is given by the displacement propagator in a bulk dielectric DEZ) (r — r’;w) ie. the
solution of (6.70) with g(r;) = 1. It is fairly straightforward to obtain it using the fact

that the bulk propagator depends only on the difference r — r’. Fourier transformation of
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(6.72) with respect to r — r’ reads

S — i |, K(w) 059° — qiq5 (o)

D — D! . 6.111
ik (q7w) €0 w2 — q2 + 277 €0 w2 — q2 n ,”7 gk (q7w) ( )

This matrix equation becomes an algebraical one by virtue of the transversality of the

propagator, Eq. (6.93). The calculation is straightforward and in the real space we obtain

(©) / 60§(w)/ 3 Oikd” — Qidk  iqr—r)
D: — = — = e 112
=) = o |V g — g7 € (6112
with ¢(w) = (1 + K(w)/eo)~'. In order to solve (6.110) we are going to need Fourier

transform of (6.112) with respect to r — r’H. It can be written in the form

g (w)w? e}y, kza)ep(ay, kza)e=a=—=) 2> 2

(e) ) _
Dy (2,25 qpw) = — 2kq

\ \ " , (6.113)
| eMay, —kza)ep(q, —kza)e =G 2 <

in a complete analogy with the formula for the free space propagator, Eq. (6.92). Here
kg = /&(w)w? — qﬁ is the z-component of wave-vector in medium with always posi-
tive imaginary part. Also, make note of the important remark below Eq. (6.92). The

homogeneous solutions of equations (6.110) are written as

i€ . »
Dgf)(z,z';q”,w) = —70 [Tz‘j(q”,Z/)eZkZz + Sl-j(q”,z')e Zkzz} , 2>0, (6.114)
Dg)(z,z/;q”,w) = —? [Rij(q”,z/)e*ikz‘iz + Uij(q“,z/)eikzdz} , 2<0, (6.115)

with k, = | /w? — qﬁ +in and kg = ,/&(w)w? — qﬁ and we take the roots such that k.

and k,q have always positive imaginary part. With this choice we observe that terms
of the homogeneous solutions (6.114)-(6.115) that contain exponentials e~*+% and ek=4*
are unphysical, for they represent waves that diverge at infinity. For this reason we set
Sij = Ui; = 0. The remaining two matrices, R;; and Tj;, are chosen so that the general
solution, i.e. the sum of the particular and homogeneous solution, satisfies boundary
conditions (6.85). To simplify matching of the boundary conditions we decompose the

propagators into transverse electric and transverse magnetic components in exactly the
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same manner as it was done in Egs. (6.98)-(6.104)

Rij = e (qp, —ka)r; “(ay, 2) + el M ay, —ka)r) V(q), 2),

Ty = e "(qpk)t; "(ay, 2) + e May, k=)t M (q), 2).

With this, the most general and physically admissible solution of Egs. (6.110) suitable for
boundary-condition matching may be written as
1€

0 1kzz
A

—ik, gz ("‘)2 i z—2'
+ e} (ay, —kza)rye e +Fe?(q\|akzd)€?(q||’kzd)e kza )] 9(—2)}- (6.116)

The last term appearing in the above expression is the photon propagator in a bulk di-
electric given in Eq. (6.113). We have chosen the solution for which z — 2/ > 0 as is
appropriate for the boundary conditions matching at z = 0% in the situation when 2’ < 0.

Imposing boundary conditions (6.85) we find that

2

A A A W ikaa2
TP = TLE] (q”’kzd)ikzde s
{(w)w2 . ’
t)‘ — t}‘/ e/,\(q”7kzd)4 e ik,qz ,
J J ko

with r* and t* being the Fresnel’s reflection and transmission coefficients

TE _ kzd - kz ™ __ kzd - g(w)kz
'f'L =, TL = =)
kz +kzd f(w)kz +kzd

2% 2\ /E@k,
{TE o 2VE@)ka (6.117)

I L T (%) R

For future reference we write out the propagator in a complete form:

. 2 )
Dij(I', r/; w) = 9(7Z)DZ(;) (r - r’; w) — (QZ:ro)Q Z /d2q|| 5(2‘2)(: 6zq”-(errH)
\ z
X {9(—2) [5 (w)eay, —kza)e} (qy, kzd)rﬂ e~ thza(z+2')

+6(z) [6?(Q||7kz)€}\(qH,kzd)tfeikzz_ikzdzl} }, (6.118)
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and we remind the reader that the expression (6.118) is valid for 2’ < 0. It is easily verified

that D;;(r,r’;w) is indeed transverse everywhere.

6.4.2.2 The gap

FIGURE 6.2: Atomic dipole moment at a distance Z away from the middle of the gap

formed by parallel dielectric plates of complex and frequency-dependent permittivity e(w).

The transverse propagator of the displacement field D;(r,r’;w) in this geometry is given
by Eq. (6.146).

In the previous section we have calculated the photon propagator in a half-space geometry.
This was done by converting the integral equation into the differential equation supported
by Maxwell’s boundary conditions. In this Section we wish to calculate the photon prop-
agator in a gap geometry, as illustrated in Fig. 6.2, but using a different method. We will
solve the integral equation (6.70) directly relying on iteration. We start with the integral
equation (6.70) with the coupling function g(r;) chosen such that it describes the gap

centred at the origin and of width L,

Dy (r,r';w) = DY (r — 13 w)

K L L
0

where 0 is the Heaviside step function. Equation (6.119) defines the problem completely
but its not very practical for it does not allow the iterative process. To see what we mean

by the iterative process let us write Eq. (6.119) symbolically

D=D"+KD’®D. (6.120)
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Iterating the above equation leads to the expansion
D=D'"+KD°@D° + K*D°@D @ D’ + K3D° @ D@D @D’ +...  (6.121)

Such an expansion proves especially useful if the action of the operator @ = D°® on the

free-space propagator DY amounts to a simple multiplication i.e.
D@ D’ =CDO, (6.122)
where C' is some constant. Then, equation (6.121) becomes a geometrical series
D=D"(14+KC+K*C*+K3C*+..)) (6.123)

which we know how to sum up to all orders. In the language of the integral equation

(6.119), the formula (6.122) implies

/d3r1 [9 <_§ — Z1> +0 <z1 — éjﬂ Dg.))(r - rl;w)Dj(g)(rl —r’;w) L CijDéz)(r —rw)

(6.124)
where Cj; is some constant matrix. It so happens that Eq. (6.124) doesn’t hold so the
iteration of Eq. (6.119) as it stands is not fruitful. However, the situation can be remedied
by a clever trick that was developed in [79]. Here we will adapt it to find the solution of
(6.119).

We now postulate that if Dz(k_ )(r, r’;w) denotes the propagator of the displacement field
in the geometry where the dielectric occupies the z < —L/2 half-space, i.e. the result of
the previous Section, cf. Fig. 6.1, translated by —L/2, then the solution of the integral

equation

D (r,v;w) = Dl(k_)(r,r’;w) + &;}) /d3r119 <21 — §> ng_)(r,rl;w)Djk(rl, riw),
0 (6.125)
yields the propagator in the gap geometry as pictured in Fig. 6.2. Similarly, if Dl(,j) (r,r;w)
denotes the propagator of the displacement field in the geometry where the dielectric

occupies the z > L/2 half-space, i.e. the result of the previous Section, cf. Fig. 6.1,
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mirror-reflected and translated by L/2, then the solution of the integral equation

Dy (r,v';w) = DZ(:)(I‘, rw) + Ke(Qw) /d3r19 <—z1 — é/) DE;)(r,rl;w)Djk(rl, r’;w)
’ (6.126)
also yields the propagator in the gap geometry as pictured in Fig. 6.2. To see that these
assertions are correct recall that Hamiltonian density of the electromagnetic field, including

its coupling to the polarization field, is given by
H="Ho— gir)X -D (6.127)
0

where Hg is Hamiltonian density of the non-interacting electromagnetic field i.e. the
electromagnetic field in free-space and ¢(r) is the coupling function that specifies where
the interaction takes place, cf. Eq. (6.7). X and D are polarization and displacement
field operators, respectively. In the case of the gap geometry the above Hamiltonian can

be written as

H:Ho—elo[9(—§—z>+0<z—s>}X-D. (6.128)

The integral equation (6.119) corresponds to the Hamiltonian (6.128) where we take the
zeroth-order propagator of the perturbative expansion (6.30) to be the free-space propaga-
tor. However, this is by no means necessary. We may just as well rewrite the Hamiltonian
(6.128) as

H:H6+19<Z—L>X-D (6.129)
€0 2

with Hy = Ho — 0 (—L/2 — 21) X - D/¢y and take the zeroth-order propagator to be the
propagator in the presence of the dielectric half-space occupying the z < —L/2 region of
space. Doing so, the perturbative expansion (6.30) yields the Dyson equation (6.125). We

can justify the integral equation (6.126) in a similar way.

From now on we will be working with quantities Fourier transformed with respect to rj —rh

Dij(z, 7' qw) = /dQ(r — rh)e_iq“'(r”_ril)Dij(r“ — rh,z,z';w). (6.130)
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For notational clarity we will suppress the dependence of propagators on frequency w and

parallel wavevector q. With this Eqgs. (6.125)-(6.126) become

_ K & _
Dir(z,2) = D)(z )+ (;))/L 21Dy (2, 21) D21, 2), (6.131)
60 3
_L
Dilz,2) = Dg,j)(z,z’)JrK(;‘”)/ 4D (22 Dy, ). (6.132)
€ o

and we mark this result as a starting point of further analysis.

As promised we will solve the integral equations directly by iteration. To do so we combine

equations (6.131) and (6.132) and obtain

_ K o0
Dir(z,2) = D\ (2, 2) + (2”) / 21D} (2, 20) D) (21, 7))

w\h

/ dzl/ dng (z zl)D(;r)(zl,ZQ)le(zg, . (6.133)

The crucial observation is that, for an appropriate choice of the range of z and 2/, we can

achieve
_L
d 2d DY ptH) p) — ;D) (2, 6.134
21 z2 Z 2’1) 7l (Z17Z2) lk (Z27 ) ik (Z,Z), ( )

where Cj; is some constant matrix i.e. independent of z and z’. In other words, the double-
integral operator in the last line of (6.133), when acting on D](;), results in a (matrix)
multiplication, that is provided we choose z and 2’ appropriately. We need to carefully
consider all three propagators that enter the double integral. The range of arguments of

(+)

the middle propagator D (21, z2) is fixed by the limits of integration. From Eq. (6.134)

L L
7 € 5™ , 29 € =00, =5 |- (6.135)

Recall that D](.;r)(zl, z9) and D](.l_)(zl, z9) denote the propagator of the displacement field

we read off

in the half-space geometry when the dielectric occupies the z > L/2 and z < —L/2 region

of space, respectively. Thus, the range of arguments (6.135) implies that D;-?_)(Zl,ZQ)
is given by the transmitted part of the solution (6.108), only that we need to mirror-

reflect it and then translate it by L/2. This operation is effected by the substitution
(Z,Z,) — (L/2 — Z,L/Q — Z/) and ef‘(q“,—kzd)e?(q”,—kz) — ef‘(q”,kzd)e;‘(qﬂ,kz). We
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write out D](.;L)(zl, 29) explicitly

D(»—’_) (211, 22) = —ie()

i Z q”’ d 6[ (QH,k )t/\e—’ik’zd(L/Q—zl)-i-ikz(L/z—Zz)

A

= ZD zl,zQ’ . (6.136)

The choice of the range of arguments z and 2’ is dictated by the fact that we want (6.134)
to hold. We will see shortly that the choice®

A L L
o0, —2 _z 2. 1
zE< 00, 2), ze( 2,2) (6.137)

does the job. For this choice of 2z and 2/, the remaining two propagators on the LHS of
(6.134), DE;)(Z, z1) and Dl(,;)(zg, '), also consist of a transmitted part of the half-space
propagator. They can be obtained by translating the transmitted part of the solution
(6.108) by —L/2. Explicitly,

- C E(w)w? .
Dz(j Y(z,21) = —260 Ze (), —kza)e) (qy, —k. e a2 k= (214 L/2)
A
Z D z,zl)’A (6.138)
and the expression for Dl(k_ )(22, ') is obtained by the replacement (z,z1) — (22,2’). Now
we can proceed to show directly that, if the range of z and 2’ is that given in (6.137),
the formula (6.134) is indeed the case. In doing so it is useful to note that the scalar

products of polarization vectors with different z-components are diagonal with respect to

polarization indices i.e. we have

e?(q\\qu)eg(qlhpz) - f)\(q/:vpz)(s)\m (6139)

5Note however that the propagator which is needed to calculate the atomic energy-level shift is the one
where the source of radiation and observation point are located in the vacuum i.e. z,2" € (=L/2,L/2).
First, we find the propagator for the range of arguments (6.137) and once this solution is known the case
z,2' € (—L/2,L/2) can be obtained using the integral equation (6.132).
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where the function f is obtained by direct evaluation of the LHS of the above equation.

It is always equal to unity for the TE mode and for the TM mode reads

QP> + q”
\/q” + qZ\/q” +pz

This is very useful because it shows that the product of propagators can be always split

F™(gz,p2) (6.140)

into separate contributions from the transverse electric and transverse magnetic modes i.e.

we can always write

DY) (22,2")
A

D(]_)(z zl)D(lJr)(zl,ZQ) zg, Z D (z,21)

D(?_) (Zl, Zz)
A

A

This is true for a product of arbitrary number of half-space propagators. With this in

mind we directly evaluate the integral (6.134) and find that

[t

e - 4 2
(=) (+) (=) __ % A ikzL
/é dz N d2aD;; 7 (2,21)Dj 7 (21, 22) Dy (22, 2) = () E}\ <r e )

2
% <—i60§(w)w ) t)\el)\(q”’ _kzd)eg(qu _kz)efikzd(erL/Z)Jrikz(z/+L/2)

2k,
4 ) 2
= Kg(()w) E}\ (r’\e”“zL) ng )(z, 2"

. (6.141)
A

where we have used the relation between K (w) and {(w), Eq. (6.82). Equation (6.141)
tells us two important things: (i) the action of the double integral operator appearing in
the last line of (6.133) on the propagator Dj(.;) amounts to a simple multiplication so that
the iteration of the integral equation (6.133) is possible, it results in a geometrical series
that can be summed up to all orders; (7i) the iteration leads to the two independent series
for two polarizations - the transverse electric (TE) and transverse magnetic (TM) modes
do not mix up. In order to illustrate iteration more clearly we introduce a shorthand

notation

o[t

/ dleZ(ji')(z Zl)D(l)(Zl,ZQ) = DO)(z,21) 6 DM (2, 7)),

o0
/LdleZ(J'.')(z zl)D(l)(zl,zQ) = D(")(z,zl)@D(“)(zl,z'),

2

where the symbol & pertains to the integration over the interval (—oo, —L/2) and similarly
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the symbol @ pertains to the integration over the interval (L/2, 00). With this, the integral

equation (6.133) is written compactly as

D(z,2") =D(z,2) + K(;))D(_)(Z7 z1) ® DM (2, 2)
€0
2
+I(G§W)D(_)(Z, 21) @ D(+)(zl, 2) © D20, 7).
0

Likewise, Eq. (6.141) becomes

. (6.142)

K 2 A 2
[ (20(})} D)(z,2)) DM (21, 20) 6D (29, 2) = > (MelkZL) D(z,2) A
X

€0

As mentioned before, the iterative process will not mix the transverse electric and trans-
verse magnetic modes, the series will look the same for both polarizations; thus we drop
the polarization index for a while. The expansion of the propagator for the case z < —L/2

and |2'| < L/2 takes the form

D(z,2) = D)(z2)

+ 2 D(_)(Z,Zl) @D(—‘r)(zlazl)

U -9
(QW) D(_)(Z,Zl) @D(+)(Z1,22) @D(_)(ZQ,Z/)

-0
+ K(2w) D (2,21) ® DM (21, 22) © D) (29, 23) & D (25, 2')

:K(w):4

D(_)(z, 21) ® D) (21,22) © D(_)(Zz, 23)

eDM) (23, 24) © D) (24, )

(K(w)]°
+ | D (z,21) @ DM (21, 25) © D) (29, 23)

@D(+)(23, 24) © D(f)(zzl, z5) ® D) (25,2")

= [D(_)(z, 2+ &;)D(_)(z, 21) @ D) (2, z')}

€
. 2 . 4
X [1 + <7“e’k2L> + (reZkzL> + ... }

_ K(w) 1
= |:D( )(2721) -+ 63 D( )(Z,Zl) EBD(+)(21,Z/):| <]W/> . (6143)
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When writing out the second-last line we have used the relation (6.142) whereas the last

line follows from the summation of the geometrical series which is possible provided
Ira| < 1. (6.144)

This condition will not always be satisfied because we are working with a complex per-
mittivity that, most notably, allows the resonance between the photon’s frequency w and
the frequency of the absorption line in the dielectric wr. In such a resonant situation it is
possible for the modulus of the reflection coefficient to exceed unity. A similar situation
occurs in electrostatics where, in the case of the non-dispersive media, the famous image
factor (e —1)/(e + 1) is bounded by unity but when e becomes complex and frequency-
dependent this no longer the case. In fact, one can easily verify that whenever the real
part of the dielectric function becomes negative then we can have |(e —1)/(e + 1) > 1.
The permittivity that results from our model, see Appendix E, is given by
wp

e(w) + wi — w? — 2iyw

(6.145)

In the limit when the damping is negligible i.e. v — 0 the real part of ¢(w) is seen to
be negative approximately when wp < w < \/w% + wl%, a situation which is illustrated in
Fig. 6.3. In such case one has to abandon the idea of iteration as the geometric series
in (6.143) does not converge. However, we can still obtain the propagator by solving
the differential equation derived in the Section 6.4.2.1. This situation is similar to that

described in Appendix D of [2].

The last line of Eq. (6.143) gives the photon propagator in the gap geometry for the case
z < —L/2 and |2/| < L/2. This is not quite yet what we need. In order to calculate the
energy-level shift and decay rates we will need the propagator for the case when both z
and 2z’ lie within the gap between dielectrics i.e. |z|,|2'| < L/2. This solution is obtained
by plugging the last line of (6.143) into the integral equation (6.132) and evaluating the

resulting integrals directly. The calculation is straightforward but somewhat lengthy. After
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6 Rele(w)] Wp = Wt
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FIGURE 6.3: Plot of the real part of the dielectric function given in Eq. (6.145) as

a function of w/wr. The shaded area indicates the range of frequency for which the

real part of the dielectric function becomes negative. I this frequency band i.e. when

wr < w < \/ws + wd the propagation of photons in the dielectric is not allowed, see also
discussion in [86].

some algebra we arrive at expression for the photon propagator needed in our calculations

; 2 A ks
i /. _ (0) _ /. _ ZEO 2 ’LqH(I‘”—I‘,) w re
Dik(r,v’;w) = D} (r — 1’5 w) an)? EA /d qe I e T T

X [TAél)\(qH ) kz)éz(qH, kz)eikZ(Z7Zl+L) -+ T'Aél)\(qH7 _kz)ég(qw _kz)eiikz('z*Z/iL)

& (ay, k2)e(ay, —k2)e™ ) 4 eday, —k:)ep(ay, ka)e )

(6.146)

with the Fresnel reflection coefficients given by

k, —k E(w)k, — k
TE z zd ™ z zd

, AN A A 6.147
k. + k.q " E(w)k, + k.q ( )

The reader is reminded that the formula (6.146) is valid for |z|,|2'| < L/2.

In further calculations wee shall need the photon propagator evaluated at equal space
arguments r = r’. In such a case the correction to the free-space propagator due to the
gap dielectric splits into the part that depends solely on the width of the cavity L and the
part that, in addition, also depends on the position of the within the gap. As we explain

later, see Sec. 6.8, we shall be interested in the position-dependent part. In terms of the
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distances defined in Fig. 6.2 it is explicitly given by

" ' <k ;
ng)(Z;oJ) = —ZEO/ dk— cos(2k, Z)e'k=1L
4 0 k‘z
WRTE _ p2R™ 0 0
X 0 WRTE _ k‘zRTM 0
0 0 2k>RT™
(6.148)
where we have abbreviated
A
RN = (6.149)

(1 — rreik=L)(1 + rreik=L)

and r* are given in (6.147) with k., = \/w? — k2 + in having always positive imaginary part.
We have exploited polar coordinates, ¢, = kcos¢, q, = ksin ¢, where the ¢ integration

causes the off-diagonal components of the propagator to vanish.

6.4.2.3 The half-space revisited

The methods of the previous section can be readily applied to the geometry in which the
dielectric occupies the z < 0 half-space thereby providing a verification of the derivation
presented in Appendix 6.4.2.1. For the case of a dielectric half-space occupying the z < 0
region of space the coupling function becomes g(r) = 6(—=z), and the integral equation
(6.72) becomes

K 0
Dix(z,7') = Dl(g)(z -2+ # / dleg.))(z — 21)Dj(z1,7'), (6.150)

60 —
where DZ(,S) (z — 2') is the free-space photon propagator, Eq. (6.88). This integral equation
does not lend itself to iteration what can be easily checked by trying. In order to be able
to proceed along the same lines as in the case of the gap an auxiliary integral equation
that facilitates the iteration process is required. We follow the idea of [79] and note that

the following equation will enable the iteration process

Din(2,2') = D (2 — 2') —

K e ¢
() / dlel(j)(z — 21)Dji(z1,7), (6.151)
€0 0
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where Dgz.)(z — 2') is Fourier transformed propagator in a bulk medium, Eq. (6.113).
Equation (6.151) can be justified using the same argument as that spelled out at the
beginning of Section 6.4.2.2. Recall that the part of the Hamiltonian density describing
the interaction of the photon field with the polarization field has the form

0(—=2)
€0

="My — X(r) - D(r), (6.152)

where Hy is the Hamiltonian density of the non-interacting electromagnetic field. Using

the fact that 6(—z) 4+ 0(z) = 1 the above equation can be written as

H=He+ HES)X(I') -D(r), (6.153)

where now H. = Ho — X(r) - D(r)/eo corresponds to the Hamiltonian density of the
electromagnetic field interacting with an unbounded dielectric. Thus we have a choice,
we either correct the free-space propagator for the presence of the dielectric half-space
or, equivalently, correct the bulk dielectric propagator for the absence of the dielectric

half-space. The second approach yields the integral equation (6.151).

We proceed by plugging equation (6.150) into equation (6.151)

Dir(z, #) = D“)( 2 K(‘*’)/dzp”( DO (1 — )

le ngD Z — Zl)D( )(21 — ZQ)le(ZQ, /) (6.154)

and focus our attention on the solution of the case when z < 0 and 2z’ > 0. The solution

of the case z,2’ > 0 is then obtained with the use of the integral equation (6.150). The

advantage gained by the introduction of equation (6.154) is such that the double-integral
(e)

operator in the last term, when acting on D;;’, results in a simple multiplication i.e.

00 0
/ dz; / dZQD,L(]E-)(Z - zl)D](?)(zl - ZQ)Dl(k)(ZQ -2 = C@-le(;)(z —2'). (6.155)
0 —o0

To verify this we first note that the arguments of all three propagators entering Eq. (6.155)

have definite sign. Indeed we have

z2—21<0, 21 —22>0, 29—2' <0. (6.156)
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Therefore, it follows from Eq. (6.92) and (6.113) that the appropriate propagators entering
the integral (6.155) are given by

; 2
1eEQW ks (2—2
Dg‘))(z —-7) = - 20k 'A(q”,kz)e?(qH,kz)e kz(2=2)
= Z D(O) (=2, (6.157)
2
(©) = 1606 —ik,q(z—2'
Dlj (Z — Zl) = kad Ze q,— (qH7 -k, )6 al )
= Y. DP-)| (6.158)
X

Plugging in the propagators and evaluating the integrals directly we arrive at the result

/ dz; / dzzD( (z — zl)D(?) (21 — 2 )Dl(k)(ZQ -2

4 2
€0 "™ ple /
= D — 6.159
K%w);l—ri lk(z Z)/\,( )
where we have used the relation between K (w) and £(w), Eq. (6.82), and the fact that the
integrals of this type do not mix the TE and TM modes, cf. Eq. (6.139) and the discussion
therein. Here r) is the half-space Fresnel coefficient, Eq. (6.107). We now introduce a

convenient notation in the same spirit as before

0
/ dlel(]'-)(z zl)D(k)(zl, ) =D (z,21) © DU (2, 2),

—0o0

/ dleZ(]i)(z zl)D(k)(zl, ) =D0)(z,2) @ DO (2, 7).
0

where the symbol & pertains to the integral along the negative axis and, likewise, @

pertains to the integration along the positive axis. With this, Eq. (6.159) becomes

K 2(W)D(e) D D n_ 5\ D© , )
g (z—2) ®DO(z — z) & (,22—2)_2q (Z—Z)A. (6.160)
A

The solution of the integral equation (6.154) can now be obtained by iteration in an exactly

analogous way as in the case of the gap. The expansion of the propagator for the case
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z < 0 and 2’ > 0 takes the form

D(z,2") = DO(z-2)
[K(w)]
e |
[K(w)]?
L
- 13
+ K(;u) DO (z — 2) @ DO (2; — 23) 5D (2 — 23) & DO (25 — /)

DE(z — 2) @D (2 — 2

DO (z—2) & DO (2 — 20) 6 DO (25 — %)

K(w)]' :
+ 5 DO (z - 21) @ DO (21 — 25) 6 D) (25 — 2z3)

oD (23 — 24) © DO (24 — 2)

- 15
B DO (z = 2) DO (2 — 25) 5 D) (25 — 23)

@D (25 — 24) ©DE (24 — 25) e DO (25 — &)

= [D(E)(z -2 - K(;J)D(e)(z —2z1) ®DO (2 — z')}
€0
r2 r2 2
X [1— <1—)\r?\> + <1—)\r§> +...
- [D(E)(z —2) - K(;)D<€>(z —z1)®DO(z — z')} (1-1r3). (6.161)
€0

It now remains to compute the term in square brackets. Here some care needs to be taken.

The integral that needs to be evaluated is explicitly written as

K(w > ¢
Iin(z,7) = 6(2 ) /0 d1 D (2 — 21) DY) (21 — 2). (6.162)
0

Now, the argument of D€ is negative definite i.e. z — z; < 0 but the sign of z; — 2’ can
be both positive and negative. In such a case the propagator (6.88) contains components
that are discontinuous at z; = z as well as elements proportional to §(z; — z). To properly
take into account all contributions to the integral (6.162) it is convenient to represent the
differential operator in (6.88) using the polarization vectors written out symbolically in

terms of derivatives, see Eq. (5.19). Using the well-known completeness relation of the
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polarization vectors we may write
ViVi =0 V? = V2> M (V)ep(V). (6.163)

With this, the propagators entering the integral (6.162) are given by

0 i€g ik |z—2'
DP(z=2) = — 55 (qﬁ = VE/) > eMay, —Va)e} (aqy, —Va)e™ 71 (6.164)
N A
< Z€O§ —i z—2'
Dz -) = Z (ay, —k=a)e} (ay, —k-q)e~*=aE=*) (6.165)

A

Note that we have shifted the z-derivatives to act on 2’ rather than on z so that they could

be pulled outside the integral in (6.162). This is possible thanks to the fact that
e} (q), Vo)t = e} (qy, = V. )k, (6.166)
With this it is not difficult to demonstrate that the integral (6.162) is given by

¢ ieoé (w)w? 1 ik otk o
Lix(z, Z/) = Dz(k;)(z - Z/) - 025{:3 Z t)‘ ?(q”, kzd)eﬁ(qu, —k,)e kzaztiks (6.167)

i.e. it contributes a term that exactly cancels out the bulk dielectric propagator in (6.161).

The remaining parts combine together to yield the final result

i60w2
2k,

Dij(z,2') = — [5(“)6?((1”7 —k.q)e} (qy, —kz)tﬁ] e~ thzaztiksz (6.168)
This formula is valid for z < 0, 2’ > 0 and agrees with the previous findings, Eq. (6.108),
based on the solution of the differential equation. It is a straightforward calculation to
plug equation (6.168) into (6.150) and see that the result for the case z, 2z’ > 0 also agrees
with the result (6.108). As a final remark we would like to comment on the problem of
the convergence of the series in (6.161). The expansion will converge provided

"

2
<1. (6.169)
K

At this stage it seems that there is no straightforward physical interpretation of this

condition.
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6.5 Atomic propagator and electron’s self-energy

To perform perturbative expansion of the atomic propagator we start with the formula
(6.30) with the field operators ¥ and W' being replaced by the atomic creation and anni-

hilation operators, ¢; and c;f, respectively

Gi(t, 1) :i <—;> " /dtl.../dtn

n=0

x <Q ’T [ci(t)cj (') Ha—mni(t1) . .. HA,EM(tn)] ( Q> . (6.170)

conn

Using the Wick’s theorem to evaluate the ground-state expectation value of the time-
ordered product of operators one easily sees that the zeroth-order term is a propagator
for non-interacting system. The first-order correction vanishes simply because it is not

possible to contract all of the operators.

A - o,
> é. >» » é. >

FIGURE 6.4: The figure illustrates two tadpole diagrams that one can draw having at
disposal two vertices, three atomic lines and one photon line. The contributions from
these diagrams contain equal-time atomic propagators and vanish identically.

The first non-vanishing contributions come from the term of order e?. Having two vertices
at our disposal we see that apart from the irrelevant disconnected diagrams we can draw
the so-called ’tadpole’ diagram, which is also irrelevant, see Fig. 6.4, and a self-energy

diagram that contains the information about the energy-level shifts and decay rates

In fact, it is more convenient to perform partial summation and consider the following

series of diagrams
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—_— = +

Y
Y

where the thick solid line represents the dressed atomic propagator. The location of poles
of such constructed propagator is much more straightforward to work out. The analytical

expression corresponding to the above graphical equation is given by

Gu(t, ) =GV (1) + 5 >ttt / dt; / dts
0 kel = -

x GO (t,4)GO) (t1,t2) Dig(R, R, 11, £2)Gi(ta, t').  (6.171)

Since we are looking for the poles of the G;;(€) we need to Fourier-transform (6.171) with
respect to ¢ — ¢’. One finds using equation (6.37) that the dressed atomic propagator is
given by

o0 . , 1
i — d t_t/ i(t—t"E/h i t—t/ — 172
Gul£) /—oo ( Je Gl ) E— E;+in—X4(E) (6.172)

with the self-energy insertion identified with

ih & Dkl(R R'w)
Yiu(E) = — ko / d e : 6.173
( ) 2 HomiHim . W 8 — hw — Em 4 ,”7 ( )

The self-energy insertion (6.173) contains the photon propagator which in the case of an
atom outside the dielectric splits into two separate parts; (i) the free-space part that gives
a rise to the position-independent Lamb shift and (4i) the reflected part that gives a rise
to the distance-to-surface-dependent Casimir-Polder shift. The zeros of the denominator

in (6.172) occur at the atomic energy-levels. Thus, we obtain the spectrum writing
£-E =xP) +37&). (6.174)

We want to work out changes in the energy-levels already corrected for the coupling
between the electron and the free-space electromagnetic fields. Therefore, the renormalized

energy-level shift can be written as

Ag@ren =& Ez — 25:) (5)7 (6175)
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where we have absorbed the self-energy associated with the free-space electromagnetic
field into E; so that it represents the atomic energy-levels already corrected for the Lamb

shift and free-space decay rates.

Equation (6.175) represents the integral equation which served us only as a convenient way
to locate the poles of the atomic propagator. Our result is valid only up to the second-
order of the perturbation theory and any attempt of finding exact solution of (6.175) is
meaningless. At this stage, to obtain the energy shifts, we simply iterate the integral

equation once and arrive at

. 0o ()
o D (R,R;
AE BBy = — 55 > it / @ 2 (L R) (6.176)
27T60klm —0 Wmi + W —

where we have abbreviated wy,; = wy, — w;. The w-integral in (6.176) can be restricted to

the positive real axis by writing

1 - Wma
=Y (6.177)

Wt wmi =i w? = (Wmg — in)?

and noting that D,(;)(R, R;w) is even in w, see Section 6.4.2 and Appendix E. Note that
the term proportional to w is odd and vanishes when integrated over the real w axis.
The photon propagator is analytic in the first quadrant of the complex w-plane therefore
it is permissible to rotate the contour of w-integration by 7/2 i.e. w — iw. However,
one must remember that when we consider an excited state ¢ of the atom then w,,; < 0
and there will in general be some poles present in the first quadrant of the w plane due
to the denominator in (6.176). We also remind the reader that the Fresnel’s reflection
coefficients present in the propagator are famous for signalling trapped electromagnetic
modes by poles in the complex plane, cf. Sec. (5.2.2). This doesn’t concern us when we
consider the half-space or gap but requires attention when considering systems capable of
wave-guiding. Next we recall that D,E;) (R, R;w) is diagonal, cf. Egs. (6.109) and (6.148),

and write down the final result in the form

AEF™ = A& + AE} (6.178)
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with A&; and A&’ given by

1 > Wi
AE; = — K 2/ dw——"" DR, R; iw 6.179
1 7T€% ; ‘:uzm| 0 w2 i wzmj kk ( ) ( )
1
A& = 5 3 b DI (R, R im0 —<om) (6.180)
€0 k,m
where |p¥ .| = |(m|u¥|i)| are the matrix elements of the k-th component of the electric

dipole moment operator. The quantity AE* is a contribution to the self-energy that
originates from poles of equation (6.176) that come into play if one considers an excited
state ¢ for which wy,,; < 0. Equations (6.179) and (6.180) have been derived before by
different methods e.g. the linear response theory [48][27] or the noise-current approach
to phenomenological QED [87]. The shift A&; is real because it is evaluated at complex
frequencies where the susceptibilities are real. However, AE is complex and contains the

decay rates. In fact we have

AE; = Re(A&™)
RAT; = —2Im (AEY) (6.181)

where AFE; are the renormalized energy-level shifts and AI'; are the changes in decay rates.

6.6 Energy-level shifts near a half-space

6.6.1 Ground state

Substituting the photon propagator (6.109) into equation (6.179) we find that the energy
shift of the ground state |g) is given by

1 00 () —2Vk2+w2Z
AE, = ——, Z/ dkk/ dw—yms__©
8m2eo £~ Jo 0 w? +wk, VEZ 4 W2
x [ 4+ )™ = W2TE 2 202 ™ 2L (6.182)
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where we have abbreviated |u val? = e 4 |pd 1 and wii = wy, — wi. The reflection

coefficients are defined in (6.107) and are expressed in terms of the new variables as

TE Vw? + k2 — \/e(iw)w? + k2
Vw? + k2 + /e(iw)w? + k2
e(iw)Vw? + k2 — \/e(iw)w? + k2

FM = : 6.183
e(iw)Vw? + k2 + y/e(iw)w? + k2 ( )

Note that we have replaced {(w) with e(w) in (6.183) compared to (6.107), as for the
frequencies considered both functions coincide, see Section 6.4.2 and Appendix E. If we now
introduce polar coordinates according to, w = wpygry, k = wmgmw with y = cos ¢,
we obtain the perhaps most useful form of the ground-state shift, especially for numerical

analysis and the study of retardation,

AE, — d d 72wngx
Eq SWZEOZ/ e / y1+x2

[ g2l 2 2 (1 0?) Pk 2] (6180)

The result (6.184) formally takes the same form as the results obtained in calculations
involving non-dispersive dielectrics, see e.g. [64] and Chapter 5, the only difference being
the reflection coefficients that now, through the dielectric constant, depend on the product

xy of the integration variables which is the photon frequency,

s 1= \/QQ[E(ix?/ 1]+
1+ /12le(iay) — 1]+ 1
SIM e(izy) \/y [e(izy) —
e(izy) + \/y?[e(izy) — ] (0159

Equation (6.184) is suitable for numerical analysis but doesn’t give immediate insight into
the behaviour of the interaction energy as a function of the distance from the surface. It

is therefore instructive to consider some of its limiting cases.

As has been recognized e.g. in [64], the dimensionless parameter that plays a decisive role
in the characteristics of the Casimir-Polder interaction is given by the combination 2wy, Z

which is the ratio of two time-scales: (i) the typical time 22 /c needed by a virtual photon

-1

gat

to make a round trip between the atom and the surface, (7i) the typical time-scale w

which the atomic system evolves. While equation (6.184) includes a sum over atomic states
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|m), in reality contributions to the shift will be dominated by the state which is connected
to a ground state by the strongest dipole transition. We call the frequency w,,, that
pertains to this strongest transition a ’typical transition frequency’ and it is this number
that enters the retardation criterion parameter. Briefly speaking, if 2w,,,Z << 1 we are
in the so-called nonretarded regime when the time needed by the photon to travel between
the dielectric and the atom is negligibly small compared to the typical atomic time-scale.
Then, the interaction can be safely approximated as instantaneous and our result should
reduce to that calculated in the paper by Barton [2], where it is interpreted as the Coulomb
interaction of an atom with surface polaritons. In the opposite case, 2wp,qZ >> 1, the
interaction becomes retarded, i.e. by the time the photon has completed a round trip the
atomic state has significantly changed. In this case, for reasons that become apparent
later, the interaction depends only on static polarizabilities i.e. polarizabilities evaluated

at zero frequency

a(w=0) = ZM :2ZW’

2 _ .2

Y Wji w=0 J i
=0 2 2
W=0 _ g, @ —142F (6.186)
€0 W —w?® = 2w |, W

where a,,, is the polarizability of the atom and €/ey—1 is the susceptibility of the dielectric,

see Appendix E.

6.6.1.1 Nonretarded limit

The form of the energy shift best suited for taking the non-retarded limit is that in equation
(6.182). After changing the variables in the w integration according to dw = (2w, Zk) ds
we let 2w,y Z — 0, as we may do because the ’line’ s = oo does not contribute to the

integral, and make approximations:

P+ = K1+ (2wmgZ)?s®] ~ k,

k>4 e — k2 1+ e(2wm92)252] ~ k.
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This significantly simplifies equation (6.182). The k-integral becomes elementary and the

final result is written as

AEnom-et N 7¥ Z/Oodg Wimg 6(15) —1 (|/L” |2 + 2|ML |2> . (6187)
g 32m2en 23— Jy 2+ wk, (i) +1 "M m9

We observe the expected Z73 behaviour of the energy level shift in the van der Waals
regime. The result (6.187), although written in a slightly less explicit form, is in fact
equivalent to that derived in [88], their equation (13). It also confirms the results derived

on the basis of the phenomenological quantum electrodynamics, see e.g. [87].

6.6.1.2 Retarded limit

To study the influence of retardation on the energy shift it is convenient to start with
equation (6.184) where the criterion parameter 2w,,,Z is present in the exponential factor
which in the limit 2w,,;Z — oo strongly damps the integrand. In such a scenario the main
contributions to the integral come from the neighbourhood of z = 0 and it is permissible
to expand the integrand in Taylor series around this point. A straightforward calculation

leads to

3 cf Ay g [glplm)?

t 4 5

A ~  64712¢ Z Z <Z4 Y Z5> w ’ (6.188)
O m o1 T "9

where we have neglected terms of order (wp,g)2Z and higher. First we observe, as it was
previously recognized [48], that to leading-order only the static polarizability of the atom

matters in the retarded limit

ape(0) =23 Hrmluklg) (6.189)

Wmg

The leading-order behaviour of the energy shift displays a Z~* distance dependence and in
fact is just the well-known retarded limit of the energy shift of a ground state atom interact-
ing with a dielectric half-space described by a static refractive index n?(0) = n? = 1 + w3 /w?.

This case has been studied extensively in [64] where the coefficients cL"L that depend only
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on n have been worked out in an analytical form. For completeness we cite them here

I 1 2 8 2n? vn?4+1+1
=" Rt tn— o)+ — 2 In

n?—1\3 3 m2—-1)vVnZ+1 n[mﬂl}

+2n4—2n2—1

(n2—1)3/2

N 1 A 3 45 4 4nS VnZ+1+1
n*—2n°— —n"+ - | — In

3 3 (n? —1)vn?+1 n{\/nz—i—l—i—n}

_2n2(2n" = 20° 4+1)

(n2 —1)3/2

ln( n2+1+n>,

ln( n2—1+n).

Hence, we conclude that to leading-order, in the retarded limit, absorption makes no
difference and only static polarizabilities, of both, the dielectric and the atom, matter.
This is because the wavelength of the electromagnetic radiation that matters the most in
the atom-wall interaction is of order of the distance between the atom and the dielectric.
Hence for an atom in the so-called far-zone only long wavelengths of electromagnetic

radiation come to play i.e. low frequencies.

Now we turn our attention to the next term of the asymptotic expansion which is pro-
portional to Z7°. This is the first term that contains information about corrections to
the energy shift due to absorption in the retarded regime. The coefficient in front of

Z7% is given by ’y/w%cg where numbers ¢ depend only on the static refractive index
n=4/1+w?/w and are given by

I _ 1

= 6n° — 3n° — 11n* +4n® + 2n* — 5n + 7
Cx 3(n—1)(n+1)2(n2+1){ n n n +4n° + 2n n—+
1
—6n*(n® +n* —n® —n® —2n —2)In [n <712+>} },
nc+1
4
1 8 7 6 5 4 3 2
= -6 3 10n° —5 3n” —n” —6 1
Cx 3(n1)(n+1)2(n2+1){ n° +3n" + 10n n°+3n" —n n-+n-+

1
tant@n® ront —n® —n2—3n—-3)m|n (2 )| L (6.100)
n?+1

We provide plots of these functions in Fig. 6.5 on page 173 from where a quick estimate of
the value of the coefficients can be obtained. Since both c! and ci are positive we see that
absorption reduces the magnitude of the ground-state energy shift by an amount that is

proportional to the damping constant v, cf. Fig 6.6 on page 174. We also note that the
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correction goes with the inverse square of the absorption frequency wr in the dielectric
so that only absorption lines that lie at sufficiently low frequencies make a significant
difference. This happens because the main contribution to the shift of the ground state in
the retarded limit comes from large wavelengths or equivalently small values of = (which
is a scaled frequency). Therefore, the integral is not sensitive to any absorption line peaks
which lie at higher frequencies as there the integrand is highly damped anyway, cf. Eq.
(6.184).
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FIGURE 6.5: Plot of the coefficients ¢ (n) that enter equation (6.188) for different values
of the static refractive index n(0).

6.6.2 Excited states.

The shift of an excited energy-level gets contributions from both parts of AE™™, cf. (6.179)
and (6.180). The non-residue contributions (6.179) assume exactly the same form as the
results of the previous section; therefore we will not analyze them again. Instead we shall

have a closer look at equation (6.180).
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mg

FIGURE 6.6: Plot of the exact ground-state energy shift (contributions due to the per-

pendicular component of the atomic dipole moment) AE!Q, equation (6.182), multiplied

by Z%wmg as a function of Zw,y,, for various values of the damping parameter +. Solid

line represents the energy shift caused by the non-absorptive and non-dispersive dielectric
half-space with static refractive index n(0).

Plugging in the photon propagator (6.109) we find that the energy shift of the excited

state |i) is given as a real part of the following expression

x { [l = (s = KOl 262 a2} (6.191)

Here, 7). are the reflection coefficients of (6.107) evaluated at the atomic transition fre-
quencies w = |wm;|. Also, the restriction of the sum over atomic states to those lying below
the state |i) should be noted. To perform the asymptotic analysis of AE* we change the

variable in equation (6.191) to k, = /w2, — k2/|wy| and get

AEF = 5 il / dh, c2ikomil 2k
1

8meg i
m<zt
X {(fTE — k2t 242 (1-&2) fTEAW;iP} . (6.192)

mi z'mi m

The contour of integration runs from k, = 1 along the real axis to k, = 0 and then up
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along the imaginary axis to k, = tco. The reflection coefficients expressed as functions of

k, are

b — o) 11 72
kx4 /[e(wmil) — 1] + k2’
_TM G(Wmi’)kz - \/[5(|Wm2‘) - ] + kg
) e+ Vo) — 1 R (6.193)

6.6.2.1 Nonretarded limit

First we work out the nonretarded limit of equation (6.192) i.e. we assume 2|wp4|Z << 1.

To do so we split the integration in Eq. (6.192) in a following way

100 00 1
dk. = / d(ik,) — / dk. (6.194)
1 0 0

and note that in the limit 2|w;,;|Z — 0 the second integral on the RHS contributes to the
asymptotic series terms that are proportional to non-negative powers of Z and therefore

can be discarded. The remaining part is given by

1 o
A& == 3 ol [ eI
0

8me
0 m<i

xR+ R i+ 204 RPN | (6.195)

where 7 are the reflection coefficients, (6.193), evaluated at imaginary argument 7. =

7 .(ik.). Scaling the integral again according to = = 2|wy,;| Z k, and approximating

2 ix
\/[E(Iwmil) —1] - Qo 27~ Aol 2 (6.196)

we derive that, in the nonretarded limit, equation (6.191) becomes

,nonre |wmz|
AEFOT — 3%0332 e = (Ihal? + 20 (6.197)
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Thus, to leading order the residue contributions to the energy shift of the excited state

i), cf. Eq.(6.180), are given by the real part of the above expression,

1 le(|wmal) |
AB[RON = 327reoZ3 Z \m2)+ 12 (’“ il* + 2l > (6.198)

We see that in the nonretarded regime the residue contributions behave as Z~3 and there-

fore are of the same order as the non-residue contributions, cf. Eq. (6.187). The result

(6.198) is in fact equivalent to the real part of Eq. (7.10) derived in [2].

6.6.2.2 Retarded limit

Now we turn our attention to the asymptotic behaviour of equation (6.192) in the retarded
limit, i.e. when 2|w,;|Z >> 1. It is again useful to split the integration according to
(6.194) only that now both integrals play an important role. The first contribution, the
integral along k, € [0,700], given in Eq. (6.195), can be tackled by the use of Watson’s
lemma [22]. Noting that the integrand is strongly damped we separate off the exponential
and expand the remaining part into Taylor series about k, = 0. The resulting integrals
are elementary and we obtain for the leading term

| 2

1 3 { o, Rie(|wmil) 1
Wini + 2
87T607nz<i| mz| 2| mz‘Z

€(Jwmi]) — 1 2lwmi| 2

AS*,l,I‘et _ 1 _ |/‘1’ ‘2 (6 199)
L 2wmil 2 J

Next we treat the integral on the interval k, € [0, 1] which, unlike in the nonretarded case,
cannot be discarded. However, its asymptotic expansion in inverse powers of Z is easily
obtained by repeated integration by parts. Interestingly, the asymptotic series contain the
non-oscillatory terms that exactly cancel out the contributions given in equation (6.199)

and altogether we find that to leading-order

| 2

Aé‘* ,ret

v 47r6

2
3”(’wm2|) 2t|wmi| 2 ‘lu’mz’ . |Mm7,
E 76 mi + 21 , (6.200
o n(|wmil) +1 2|wmil 2 (2‘sz|z) ( )

m<i

with n(Jwmi|) = v/€(Jwmi|). Thus, it turns out that up to leading-order in Z only con-
tributions due to the parallel component of the atomic dipole moment are contributing.
To see the behaviour of contributions due to the perpendicular component of the atomic

dipole moment, one needs to derive the next order of the asymptotic series. We again need
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to take the real part of expression (6.200) to get the explicit form of the energy shift

AE*,ret _ 1 Z |Wmi‘3
v 4dmeg e \n(wml) + 1’2

2
(2 = 1) cos(2e 2) — 2l sn 2 2) 2||MZ’|Z

2
) |:(|n(’wmz|)|2 — 1) sin(2|wmi| Z) + 2Im[n(jwmi])] COS(2|wm¢|Z)] |k |

7(2’ i) }.(6.201)

We see that in the retarded regime the shift of the excited state consists of two quite differ-
ently behaving contributions. The non-residue contributions (6.179) behave as Z~* (see
the analysis of the ground state shift, Section 6.6.1), and the residue contributions (6.201)
depend on the distance as Z~!. While it would be tempting to say that equation (6.201)
will always dominate, this might however not always be the case as this also depends
on the values of the dipole matrix elements which can vary significantly. Additionally,
Eq. (6.201) displays oscillatory behaviour and in principle there are sets of parameters
for which it vanishes. Finally, we remark that it is easily verified that in the limit of

non-absorptive dielectric media our result reduces to that derived in [64].

6.7 Spontaneous decay rates near a half-space

The non-residue contributions to the self-energy (6.179) are real and hence they contribute
towards the energy-level shifts only. The decay rates are contained solely in the residue
contributions to the self-energy, (6.191), that are complex. In the non-retarded limit they
are given by the imaginary part of (6.197)

Arnonret (’meD] ( 2 2 L 2) 6202

whereas in the retarded limit by the imaginary part of (6.200):

Al—\ret |(/Jm1|
¢ 271'60 Z ]n wmi) + 12
2

2|wmil Z
|2

x{ [(!n(|wm,\)|2 — 1) sin(2|wmi| Z2) + 2Im[n(|wmil)] COS(2|me’|Z):| "um’

2 [<|n<rwmi|>|2 1) cos(2lemi| 2) — 20mfn(funmi])] sin<2wmi|z>] i

7(2| 12) }.(6.203)
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FIGURE 6.7: Normalized lifetime 7, cf. Eq. (6.204), of the atomic state |i) plotted as
a function of |wy,;|/wr i.e. the frequency of the dipole transition |¢) — |m) measured in
units of the transverse resonance frequency of the dielectric wr. The sequence of graphs
corresponds to various distances of the atom from the mirror Zwr, as indicated. The
three different line styles (colours) indicate distinct choices of the damping constant in the
dielectric . We have: v/wr = 0.05 (black, solid), v/wr = 0.5 (blue, dashed), v/wr =5
(red, dot-dashed). Evidently, for sufficiently high frequencies |w;,;| the dielectric becomes
transparent whereas, if the atom is close to the surface and the absorption is small, the
interaction is resonant at |wy,;|/wr ~ 1 i.e. when the frequency of the atomic transition
coincides with the absorption line of the dielectric.
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The result (6.202) is found to be in an agreement with that derived in [6], their Eq. (128),
whereas equation (6.203) reduces to the results given in [64] if we assume n(w) to be real

and frequency-independent.

As a numerical example we wish to plot the normalized lifetime of the atomic state |i)
decaying into some state |m). For simplicity we assume a two-level system and | u#w| =0
so that the atom is polarized horizontally with respect to the surface, a situation that is

of course artificial. Then, the quantity we plot in Fig. 6.7 is given by

ATy 2Im (A&
1 _ v 7
= AR T T RAD (6.204)

where the quantity AE* is given by the expression (6.191) and AT'Y is the well-known

decay rate in free-space
|wmi|3‘ﬂmi’2

ATY =
t 3megh

(6.205)

6.8 Energy-level shifts in a gap

In this section we are going to study an atom placed between two identical mirrors dis-
tance L apart, as depicted in Fig. 6.2. The scenario of the atom and the gap has been
studied previously, see e.g. [89][90]. There, for an atom fixed in the middle of the gap, the
dependence of the interaction energy on the width of the cavity has been derived”. How-
ever, modern cold-atom experiments often deal with atoms trapped in nano-structures. In
such experiments it is valuable to know the dependence of the energy shift on the posi-
tion within the gap, in particular, it would be very useful to work out the shape of the
Casimir-Polder potential when the atom’s position only slightly varies with respect to the
centre of the gap. Therefore, in this Section we will deal with the part of the interaction

energy that for a fixed width of the cavity L depends on the position within the gap only.

We have derived the photon propagator in a gap geometry in Section 6.4.2.2, the main
result is given in Eq. (6.146). However, since we consider the width of the cavity to be
fixed, we discard the part of the propagator which does not depend on the position of the

atom. Then, the propagator has formally the same form as in the case of the half-space

"The original publication of the results [89] contains some errors in asymptotic analysis, see [90] for
corrected formulae.
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calculation, cf. Eq. (6.109) and Eq. (6.148). For this reason the calculations of the energy
shifts and decay rates for an atom in the gap are largely automatic. The general equations
retain the same form as those in the case of a half-space only with different reflection

coefficients.

6.8.1 Ground state

To work out the energy shift of a ground state |g) we plug the position-dependent part
of the photon propagator (6.148) into equation (6.179). Then, the energy shift can be

expressed as

1

o0 o0 w k 3 o)
dk [ d g h(2v/k2 + €22) e~ VI HEL
43¢ %:/0 /0 §§2+w%19 k2 + &2 €08 ( e )e

{182+ €2) R™ = @RTE] |l 2+ 262 R™ | . (6.206)

AE, = —

Here, we have abbreviated

_ A

R =
(1 — e k2+€2L) (1 1 rem k2+£2L>’

(6.207)

with 7 as given in Eq. (6.183). If we now introduce polar coordinates in (6.206) according
t0, W = Wmgxy, k = wmgry/1 — y? with y = cos ¢, we obtain the perhaps most useful form

of the ground-state shift, especially for numerical analysis and the study of retardation,

1 oo 5 1 w?ﬂg L
E d dy———— cosh(2 Zx)e Wmett
Am?eg < /0 o /0 y1+x2y2 cosh(2omg Z)e

x| (R™ = R7E) gl + 2 (1= 4?) R™ || (6.208)

AE, = —

with R explicitly given as

~\

~ T

R = . 6.209
(1 _ ,,:)\e—wmng) (1 + fAe_‘*’mng) ( )

Here, the Fresnel’s reflection coefficients #* are those given in Eq. (6.185).

We consider an atom that is approximately in the middle of the gap so that both interfaces

are approximately at the same distance away. In order to define the asymptotic regimes we
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use the parameter 2wp,q(L/2) = wmgL. The interaction is nonretarded when wy,qL << 1
and conversely, the interaction is retarded when w;,,q L >> 1. For a physical interpretation

of this criterion see the discussion at the end of Section 6.6.1.

6.8.1.1 Nonretarded limit

To take the nonretarded limit we work with equation (6.206). If we follow the steps de-
scribed in Section 6.6.1.1, where we have dealt with the dielectric half-space, remembering

that now Lwy,, plays the role of the decisive parameter, we readily derive

1 00 00 w
A Jpronret / dka/ de—"9
g Am2eoL? ; 0 0 €§2+w,%1g
Z\  x(ige " 2 L2
h{2 —[ I 2 21
X COS < kL) 1_ XQ(ié.)e_Qk |Mmg| + ’:umg| (6 0)

where x(i€) is an analogue of the electrostatic image factor defined as

(i) =1

x(i€) = o1 (6.211)

Here ¢(w) is the dielectric function of the model as described in Appendix E. The k-
integral could be in principle carried out but gives a combination of special functions
therefore renders the result not very useful. Instead, we work out the corrections due to
the small displacement from the middle of the gap i.e. we assume that Z/L << 1 and

expand the hyperbolic cosine in Taylor series around the origin
h (262 1+2k222 (6.212)
cos — | ~ —. .
L L2

We discard the second term that does not depend on Z. Then, the k-integral yields the

combination of the polylogarithm functions, see e.g. [51], and the result is written as

A fronret 6 ZQZO I |2+2| L |2> /ood§ Wmg
g T melP L & Hng Hmgl ) | &+,

x {Lis [x(i€)] — Lis [-x ()]} . (6.213)
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The image factor x(i§), Eq. (6.211), when evaluated at imaginary frequencies, is real and

bounded by unity. Then, the polylogarithm functions can be represented as series as [91]
o
Lin (2 Z 12| < 1, (6.214)

k=1

and their combination appearing in (6.213) becomes

;Ti - {X(i§)+ ) X6 ] (a1

Lis [x (i Li =2
i5[x(i€)] — Lis[—x(i€)] kZ_O 5 243 ' 3125

The expansion is seen to converge quite quickly regardless of the value of x(i§) which in
the case of the dielectric function resulting from our model, see Appendix E, is given by

2
wWp
2£(27 4 €) + wi + 2w?’

x(i§) = (6.216)

and always satisfies |y (i€)| < 1. Thus, we keep only the leading term of (6.215) and write

the final result as

AEnonret - _ -
9 7T260L3 L2

ZQ
e S (T / Aoy " x(i€), Z/L<<1 (6217

Thus, for a fixed cavity width L, an atom placed in the middle of the gap experiences
an upside-down harmonic potential. In other words, the middle of the gap is an unstable
point for a ground-state atom. Therefore, the trap must be able to compensate for the

Casimir-Polder potential, otherwise the atom will be adsorbed onto the surface.

6.8.1.2 Retarded limit

Now we turn our attention to the retarded limit of the ground-state energy-level shift in
an atom placed roughly in the middle of an absorbing cavity of width L. We shall work
with equation (6.208). First we assume 2Zw,,, to be much smaller than the unity and

approximate the hyperbolic cosine by its series expansion, cf. Eq. (6.212). Retaining only



Chapter 6. Quantum electrodynamics near a Huttner-Barnett dielectric 183

the second term depending on the position within the gap we get

AE, = d d e wmole
Ey 271'2602/ v / y1+x2

X [ (B = g RTE) gl +2 (1= 97) R™ ] (6.218)

In the limit of wy,qL — oo the z-integration in (6.218) receives contributions only from the
neighbourhood of = 0%, because it is strongly damped the exponential exp(—wmgLx).
The asymptotic behaviour of such type of the integral is usually obtained by the Watson’s

lemma [22]

/ dze™* f(x) =~ / dze™**[f(0) + zf'(0) +...], «a— occ.
0 0

However, in case of (6.218), one cannot separate the exponential and approximate the
remaining part of the integrand by its Taylor series expansion because the reflection co-
efficients contain factors exp(—wmgLx) and each term of the Taylor expansion, after inte-
gration with respect to z, would produce terms proportional to L~% which on dimensional
grounds is the expected leading-order behaviour. Therefore we have to take into account

the contributions from all orders of the expansion. We do this by writing
RA = Z ewmglz)2n (6.219)

which is possible because |#*e~“msl| < 1. Then, equation (6.218) becomes

AE. — d d —(2n+1)wmng
Eq 27r2eozzm:/ a:x/ y1+xy

% {[(fTM)Qn—H _ ( TE)Qn—H} ‘ 9’2 n 2( y2) (fTM)Q”‘H M#Lgﬁ}  (6.220)

Now we are in the position to approximate the damped x integrand by its Taylor series.

Doing so and carrying out the straightforward x integrations we arrive at

~ 60 zZ? aj 12va
t 4 5 2
AE;G 60 L2 E E g ( — L5) ’M;Tng’ , Z/L << 1,

m g=|,L
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with the coefficients af 5 given by
o Z/ (FTM)2k+1 2 (FTE)2k+1
4 2k+1) (2k+1)5 ],
a” _ /3 Z/ TM 2k+1 q 8~TM
5 2/~c + 1)6 7TM  Je

2<7:TE)2k+1 1 8~TE
Y2k 1)5 TR de LO’

B > rl (7~;TM)2]§+1
o ,;)/od”“‘y?)[(zml)ﬁhzo’

(fTM)2k+1 1 aFTM

0 41
1 8 2
= = 2(1 — .
“ €0 kzzo/ody ( y)y[(2k+1)6 PN Oe Lo

Setting = = 0 in the above equations is related to the fact that in the retarded regime the

interaction depends only on static polarizabilities, of both atom and the dielectric. The
coeflicients listed above are well approximated by the n = 0 elements of the sums, cf. eq

(6.215). Hence the energy shift reduces to

60 22 1 g 12y g
6 4 5 o2
s DOD DL B ) [ AR S ()

with coefficients ¢f 5 being the same as in the case of the half-space, see Fig. 6.5 on page
173 and the discussion preceding equation (6.190). Since coefficients i 5 are positive we
again observe that the ground-state atom experiences an upside-down harmonic potential.
Thus for the ground-state atom, in the limit of retarded interaction, the middle of the gap

is an unstable point.

6.8.2 Excited states

The calculation of the energy shift of the excited atomic state ¢ is done along the same lines
as in the case of the half-space. The non-residue contributions (6.179) assume the same
form as those for the ground state, Eqgs. (6.217) and (6.221), calculated in the preceding
section. To calculate the residue contributions (6.180) we plug in the propagator (6.148)
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and arrive at

' o cos(2y/wi, —k2Z)
JA s > / dkk ( ) R
dmeo <0 \/wfm- — k2 + n

x { (W R = (ks = KRN (s 4+ 2K RN i} (6.222)

with R\, being the reflection coefficients (6.149) evaluated at the atomic transition fre-
quencies w = |wpm;i|. We proceed to determine an asymptotic expressions for (6.222) in the
case when the atom is placed approximately in the middle of the gap i.e. when Z/L << 1
is satisfied. As before, we define the interaction to be nonretarded when |w,;|L << 1 and

retarded when |wy,;|L >> 1.

6.8.2.1 Nonretarded limit

To find an approximation of equation (6.222) when the interaction is assumed to be in-

stantaneous we replace the integration variable k, = y/w?. — k2 /|wy,i| and rewrite it as

AEF = !

(2

100
Z |Wmi‘3 / dk. COS(2k2|wmi‘Z)elkz|wmi\L
i 1

m<t

x { (REE — 2RI | 2 + 200~ IARDN ik 2} (6.229)

4meq

The contour of integration runs from 1 to 0 along the real axis and then from 0 to ico
along the imaginary axis. Note that there is no pole at k, = 0. The reflection coefficient
7?,2‘% is expressed as follows

o

. mi . 6.224
(1 _f%\lielkzwmiw)(l +f7);Li€lkZ|wmi|L) ( )

A
Rmi_

with 7}, given by (6.193). We note that in equation (6.223) the part of the integration
on the interval k, € [0,1], in the limit |wy,;|L — 0, produces an asymptotic series in

non-negative powers of L and therefore can be discarded (one anticipates a leading-order
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behaviour of L™3 in the electrostatic limit). The remaining part can be rewritten as

AgF = -

4meg

Z |wmi\3/ dk, cosh(2k, 2)e =L
m<i 0
L (REE+ BRI bl + 20+ RN i} (6:225)

and dealt with using by the methods analogous to those described in Sec. 6.6.2. In
(6.225) the reflection coefficients R,

~; are as in (6.224) but evaluated at imaginary k.

ie. RN (k) = R),(ik.). Repeating the steps of equations (6.195)-(6.197), we transform
equation (6.225) into

Ag*,nonret_ 1 2 : ood 2 h 2Z
‘ T AmegL? —~Jo v eos ”
X(|wmil)e™ ( 2 )
2 6.226
e (il + 2 (6:226)

This is perhaps computationally the most convenient representation of the self-energy
in the non-retarded limit. The energy shift AE "™ is given by the real part of the
above expression. The x integral can be worked out in the limit |Z|/L << 1 yielding
the combination of polylogarithm functions as in Eq. (6.213). However, care needs to be
taken because the image factor x(|wpm;|) is now evaluated at real frequency and is complex.
Its modulus is not necessarily bound by unity and thus the series representation of the
polylogarithm functions (6.214) is no longer convergent so that an approximation similar
to that in (6.215) is not always possible. However, whenever® we have Re[e(|wpms|)] > 0
the image factor will satisfy |x(lwmi|)| < 1 and it pays to write the first order position
dependent term in the limit |Z|/L << 1 as

t
AgHmonret _
v 7T€0L3 2

Z (1phal? + 2lpia2) {Lisxc(com)] — Lis[(—lmal) ]} (6.227)

8The real part of the dielectric constant, as introduced in Appendix E, becomes negative approximately,
assuming small damping, in the frequency band between wr and wr,, see [86]
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We can write out the energy shift explicitly by extracting the real part of the above

expression. Using the series representation of the Lis, Eq. (6.214), we obtain

12 ZQ |X ’OJ ‘2k+1
AEf,nonret —
e ] My

m<i k=

XM%HWWWWFHMM, (6.228)

with

2
Wp

- . 6.229
2R — W) + —4w\wmr] (6.229)
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The series in (6.228) converge rapidly, cf. Eq. (6.215), and can be approximated by taking
only the first term into account. Thus we find that the excited state ¢ of an atom placed

closely to the middle of the gap experiences the energy shift

12 22  Je(lwmi)* +1 \w y
AE* nonret mi ( 2 9 ) 6230

7T€0L3 L2 Z + 1‘2 ‘lu ‘ + ‘/”Lm’l‘ ( )
We would like to emphasize that equations (6.228) and (6.230) can be used to estimate
the energy shift only when the dielectric function of the material e(w) has a positive real
part at the atomic transition frequency. Practically it means that |wy,;| has to be far away
from any resonance absorption lines in the dielectric. In the case of the resonant situation

the energy shift is given by the real part of Eq. (6.226).

6.8.2.2 Retarded limit

Recall the methods that have been used to derive the energy shift of an excited state for an
atom near a dielectric half-space, Eq. (6.201). One might feel tempted to apply the same
procedure to equation (6.222) in order to obtain its behaviour in the retarded limit. This
however proves unsuccessful for the following reason. In order to derive Eq. (6.201) we
have used repeated integration by parts. This method, when applied to formula (6.222),
involves taking derivatives of the coefficient 7_2%12- with respect to the integration variable,
say k.. These coefficients however contain factors exp (—ik,|wpm;i|L), and for that reason,
each derivative with respect to k, produces a term that is proportional to L. Therefore,

the repeated integration by parts fails to produce the asymptotic series in inverse powers
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of L. Moreover, the difficulty can not be overcome by rewriting ﬁfm as a geometrical
series, as we did in the case of a ground-state atom in the gap, cf. Eq. (6.219), because

the modulus of the reflection coefficient 7). may now be greater than one. Therefore,

mi
one has to find different way of working out the asymptotic behaviour of the shift when
lwmi|L >> 1. We start from equation (6.223) and note that the integrand is an analytic
function in the strip 0 < Im(k,) < 1. Hence we deform the contour of integration in Eq.
(6.223) to run from 1 to 1+ ico along the line Re(k,) = 1 and then from 1 + ioco to iocc.
The latter part of the contour can contribute only in the limit |w,,;|L — 0 and therefore

can be discarded. After a simple change of variables k, = k, + 1 we readily obtain

i 100 : .
8E = 1= Y ol /O s c08[2(k + 1) |wp| 2]+ D il L
m<t
R0 = @t m PR Db + 2 [1 = (14 )] RN i} (6.231)

with the reflection coefficients given by

=\
"mi

(1 _ ,,ff;uei(nz—i-lﬂwmiw) (1 + ?ﬁ‘mei(nz—i_lﬂwmiw) .

=\
Rmi_

Here, the doubly barred single-interface Fresnel coefficients have become

FIE  _ ke +1— \/E(‘wsz — 1+ (k. +1)2
" Hz+1+\/6(‘wmi’)_1+(/‘9z+1)27
STM e(lwmil) (k2 + 1) — \/e(\wmz|) — 1+ (ky +1)2

e(|wmil) (k2 + 1) + V/e(Jwma]) — L+ (k2 + 1)

Now we scale the variables according to k, = x/|wm:|L and take the limit |wy,;|L — oo.

For x/|wmi|L << 1 the reflection coefficients simplify to

_te _ =tm _ 1= n(|wm)
T
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with n(|wmi|) being the complex index of refraction, n(|wmi|) = \/€(Jwmi|). Further short

calculation reveals that in the retarded limit AE* can be expressed as

1 n(|wml) —
Ag#,ret 2 mi 92 |z
i 2megL Z | ml’ (|sz|) COS( ‘wm1| )

00 t|lwmi|L—x %x
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Note that the dominating contribution comes from the atomic dipole moment that is

parallel to the surfaces. It is expressible in terms of elementary functions as

Agf,ret

]

Z |wimi|? cos(2|wymi| Z) tanh ™ [

AR
” _ 27r€0L n(wml) elwmiL:| ‘,U/‘Jm|2 (6234)
m<z

n(wmi) + 1
Equation (6.233) contains both decay rates and energy shifts. To extract the shifts we
need take the real part what is most conveniently done by representing the integrand of

equation (6.233) as a geometrical series. Doing so we arrive at

e R 32 b Pl (2l 2)
2g+1 ;
g § 7 cos|(2q + 12)(1(in1+ ’Wmlu’)]7 (6.235)
where
n(wmi) —1
4 = Arg [(wmm} (6.236)

Written in this form the final result suggests that the energy shift of the excited state |i)
displays resonant behaviour i.e. it is enhanced for certain relative values of the atomic
transition frequency |wy,;| with respect to the width of the cavity L, as has also been
reported in [92]. The infinite series in equation (6.235) are dominated by its first term so

that one can state the approximate condition for resonance to be

‘COS(gbn + |wml’L)| =1, (6237)

which in terms of the wavelength of the atomic transition gives

Ami 2 T

L 1< Jb”), k=0,1,2.... (6.238)
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with ¢, given in Eq. (6.236). In the absence of absorption vanishes and the condition
states that the resonance occurs whenever the width of the cavity is equal to the half-

integer multiply of the wavelength of the atomic transition, as one would expect.

6.9 Spontaneous decay rates in a gap

Spontaneous decay rates in the nonretarded and retarded regime are given by the imag-
inary part of the expressions (6.226) and (6.233), respectively. There is nothing further
gained by writing out the imaginary part of (6.226) explicitly. For practical purposes, the
electrostatic result is most conveniently computed using the expression (6.226) and taking
the imaginary part after the evaluation of the integral, cf. Eq. (6.181). In the case when
the interaction is fully retarded the dominant contributions due to the dipole moment that

is parallel to the surface can we written out as
1
b _ 121,00 2 ,
AT*® |H i Z |wmi | fgmi ] © €08(2|lwmi| Z)
m<1

(o]
X2
q=0

201 gin[(2¢ + 1) (dn + |wmi| L)]

6.239
2¢ +1 ’ ( )

n(wmi) -1
n( mi) +1

with ¢, given in Eq. (6.236).

6.10 Summary and conclusions

We have showed that starting from a gauge-independent microscopic model represented by
the Hamiltonian (6.19) it is possible to develop a formalism which allows to calculate QED
corrections in the presence of absorptive and dispersive boundaries. In order to not pre-
sume the equivalence between the Green’s function of the wave equation and the quantum
photon propagator we have used the diagrammatic technique to integrate out the damped
polaritons to give a Dyson equation for the photon propagator. We then solved this inte-
gral equation exactly using traceable methods. This allowed us to calculate analytically
a one-loop self-energy diagram for an electron bound by a nucleus near a dielectric half-
space and hence to determine the energy-level shifts and change in transition rates which

are proportional to the real and imaginary part of the electron’s self energy, respectively.
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TABLE 6.1: Equation numbers of the major results of this Chapter. The half-space.

AFE
AT ground state excited states
non-retarded
regime Eq. (6.202) Eq. (6.187) Eq. (6.198)
retarded Eq. (6.203) Eq. (6.188) Eq. (6.201)
regime q. (6. q. (6. q. (6.

TABLE 6.2: Equation numbers of the major results of this chapter. The gap.

AFE
AT ground state excited states
non-retarded
rogime Eq. (6.226) Eq. (6.217) Eq. (6.226)
retarded Eq. (6.239) Eq. (6.221) Eq. (6.235)
regime q. (6. q. (6. q. (6.

We have investigated the role of the material’s absorption in some detail and confirmed
the previously known result that absorption has the most profound impact on the atomic
system in the non-retarded regime i.e. when the distance between the atom and the mirror
is much smaller than the wavelength of the dominant dipole transition. If the distance
between the atom and the surface far exceeds the wavelength of the dominant transition,
then to leading order dispersion and absorption make no difference. The next-to-leading
order corrections are proportional to damping constant of the Lorentz-type dielectric func-
tion and it turns out that, in the retarded regime, only the material’s absorption lines that
lie in the low-frequency region have significant impact on the interaction. This suggests
that the interaction of macroscopic bodies and quantum systems for which polarizability
peaks at low frequencies, e.g. free electron, might be affected in a more substantial way.

We provide complete reference to the major results of this Chapter in Table 6.1 and 6.2.



Appendix A

Free-space photon propagator

The spectral representation of the photon propagator derived in Section 6.3.2 using the
differential equation (6.45)

a2 — g

DY -
'ij (q7 w) 60 w2 _ q2

is meaningless unless we specify how do we circumvent the poles of the denominator. This
is because the definition of the photon propagator (6.41) is unique whereas (A.1) is not,
and we have to put some additional information in. To see the right way of displacing the
poles off the real axis we evaluate the matrix elements in equation (6.41) directly using

the normal-mode expansion of the of the electric field operator!

i hw iwgt—iq-r — W, iqr) 5
E}Nr,t) = (2n )32 Z /dgqv ?(? <an€ at=ar — aLAe atta ) & (a). (A2)
A

We plug this operator into the definition (6.41) and bear in mind that when calculating the
vacuum expectation value of the product of operators F(r, t)E]q(r’, t') only the terms pro-

portional to anaLU survive. Using the commutation relation [aq,\,ai,g] =08 (q—p)ors

'Note that for the electromagnetic field not interacting with the polarization field the electric field
operator and the displacement field operator coincide up to a factor of €p.
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we find that the propagator is given by

O o 4y i€o 3. —iq-(r—r') | A/ ) aA
DY (e —ri=t) = —ggts 3 [dae P ugida)el @

X [e(t—t’)e—iwq(t—t')+0(t’—t)eiwq(t'—t> . (A3)

where wq = |q|. Using the integral representation of the #-function

1 0o gim(t—t')
ot —t') = / dz —, 1n>0 (A.4)

2i oo T —M

one can quite simply show that the spectral representation of the photon propagator with

the correct prescription to handle the poles is indeed given by

0 ikd” — qign

where we have also used the completeness property of the polarization vectors

S eMa)e)(a) = i — q(;%‘f. (A.6)

At this point one may wonder why even bother with the derivation of the photon propaga-
tor presented in Section 6.3.2. This is done in order to determine the differential equation
satisfied by the propagator which proves to be useful in calculations of the dressed photon
propagator i.e. the propagator of the electromagnetic field interacting with the polariza-

tion field.



Appendix B

Photon propagator using the
phenomenological QED

The phenomenological theory of quantum electrodynamics, as developed in [1], gives the

electric field operator as
00 .
Ei(r,t) = —iuo /d?’r'/ dwe ™! G (r, v';w) Jp(r',w) + H.C. (B.1)
0

where Ji(r,w) is the so-called noise current operator satisfying the following commutation

relation

[Ji(r, w), Jg(r’,w')} = @e'(r, w)w?d®) (r — r')o(w — )bk, (B.2)

™

where € (r,w) is the imaginary part of the phenomenologically introduced dielectric permit-
tivity. Gyg(r,r’;w) is the Green’s function of the wave equation in the usual mathematical

sense i.e. it is a solution of
(ViVj = 6i; V)G (r,v;w) — e(r,w)w? G (r,1';w) = 50 (r — 1), (B.3)

with the requirement that it satisfies the retarded boundary conditions in time. For an

overview of the theory and some applications see [93].
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We want to calculate the Feynman propagator corresponding to the electric field operator
i.e. the quantity
Dfj(r,x',t,¢') = — (0T [Ei(x, ) B (', #)] [0). (B.4)

Plugging into the above definition the operator (B.1) and utilizing the commutation rela-
tions (B.2) together with some of the properties of the Green’s tensor derived in [93] we

arrive at

[e.o]

DlEj(r, v tt) = ~ P dwe? [G(t — e ) Lot — ¢)e ) Gii(r,r’sw)
meo Jo

where Gg’j (r,r’;w) is the imaginary part of the Green’s tensor i.e.
Gij(r,r;w) = ng(r, r'iw) + iG;’j(r, r;w). (B.5)

Now we carry out the Fourier transform with respect to ¢ — ¢/ using the distributional
identities

/ dret™ = 76(Q) + i— (B.6)
0

where P denotes the Cauchy principal value. We arrive at

DE(r,r'; Q) = lP 0<>dck)u)73(;'-’-(1r r';w)
R weo o 02 -2 v
L dww? [5(2 — w) + 6(2 + w)] G (r, v w). (B.7)
€0 Jo

The Green’s tensor satisfies the retarded boundary conditions in time to preserve causality.
This means that it is analytical in the upper-half of the complex w plane. Analycity in the
upper-half of the w-plane implies Kramers-Kronig relations [10], thus the Green’s tensor
may be said to inherit the properties of the permittivity. In particular, its imaginary part
is an odd function of frequency w whereas its real part is even in w. Having said that we
can deal with the principal-value integral in (B.7). Since GJ;(r,r'; —w) = —G7;(r,1";w)
and the remaining part of the integrand is also odd we extend the lower integration limit
to start from —oo and multiply by 1/2. On the other hand, the real part of the Green’s

tensor is even in w so that we can replace

Gii(r,r' w) — %Gij(r,r',w) (B.8)



Appendix B. Photon propagator using the phenomenological QED 196

without changing the value of the integral. The first line of equation (B.7) becomes

P (%) w3
— [ dw .
— W

.. /.
ime | Gij(r,r';w). (B.9)

To work out this integral we consider a new contour of integration ~ that runs from —oo
to oo circumventing the poles at w = £€) from the above and then closes up in the upper
half of the w-plane along the large semicircle |w| = R. Because the Green’s tensor in

analytic in the upper half-plane such calculated integral vanishes and we can express the

oL

where v* denotes the clockwise contours that go around the poles at w = 40 respectively

principal-value integral as

and I' denotes the contribution from the large semicircle taken counter-clockwise. Using

the residue theorem we derive that the contribution from 4+ is given by

1

2 /.
EOQ Gi;(r, 15 Q), (B.11)

whereas the large semicircle contributes the delta function
L 6w v
— 751]5 (I‘—I‘), (B12)
€0

where while calculating it we have used the fact that asymptotically the Green’s tensor
behaves as [93]
lim w?Gyj(r,1;w) = —6;;0®) (r —1'). (B.13)

|w|—o0

The second line of equation (B.7) is on the other hand easily seen to be
i
- 0% (s ) (B.14)
so the final result relating the photon propagator to the Green’s function of the wave

equation on the real Q-axis is written compactly as

0?2 1
Dj(r,r'; Q) = —gGi]‘(r,r’; Q) — %51‘3‘(5(3)(1' ). (B.15)

A similar formula has been given in [94]. We would like to make connection with the
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phenomenological QED by comparing this result with the results of Section 6.4.2. It needs
to emphasized that what we have calculated here is the propagator for the electric field
E whereas in Section 6.4.2 the propagator for the displacement field D was obtained.
Therefore, the results have a chance to coincide only when r,r’ are pointing to the outside

of the dielectric, so we restrict ourselves to this case. Then, the Green’s tensor Gy (r,r’; w)

5?) and the correction that describes the reflection of the
(r)

ij

splits into a free-space part G

electromagnetic field from the surface G;.” and the result can be rewritten as

Q2

o 02
G()(r —r'; 1)) + 5ij5(3)(r — r/)] — —G(J(r’r/; |2]). (B.16)
€0

E
Dij(r7r/;Q) == ij €0 iJ

It is now clear that the Feynman propagator is an even function of {2 unlike the Green’s
function of the wave equation that has the same analytical structure as the dielectric
function. It is not difficult to verify that for the particular geometry considered in Section
6.4.2.1, the half-space, formula (B.16) indeed holds. The terms in square brackets combine
to deliver the transverse free-space propagator as given in equation (6.49). The reflected
part Gg) (r,r’;]9]), that can be found for example in [1], satisfies the homogeneous wave

equation. Therefore, it is automatically transverse
VG (r—1'w) =0 (B.17)

and coincides with the reflected part of the photon propagator D;Ej (r,r’;w) given in equa-
tion (6.108) except for a different behaviour in the w-plane, which of course arises due
to the different boundary conditions in time. Dg- (r,x’;t — t') is a Feynman propagator

whereas Gj(r,r',t —t') describes the retarded solutions of the wave equation.
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Fresnel coefficients for layered

dielectric

In this section we list the reflection and transmission coefficients appearing in the normal-

modes of the system as discussed in Section 5.2.1. For the left-incident modes we find

sl Iv 2@k L
RL = T + T “ _ikzsL
A= I 1 €
14 Ts V621/€z1L

tSl i(kg—kzs)L/2

=

A 1+ r51 lv62ikzlL

I tSI lve(3zk217ikzs)L/2
Jyoo= 1 —|—r51 1Ve2ikz1L

. tSItlv (2iky—ikys—iky )L /2
T)\ -

1—|—TSI lv€2ikzlL

and for the right-incident modes we get

Is 2zk 1L
RE  — RS
A 1 _|_ T‘Vl 18621kzlL

tle i(kpy—ky)L/2

= A
A 1+ 7“’1 1862ikzlL
tvlrlse(&kl ik, )L/2
JNo= A
1—}—7“" se2sz1L
tvltls (2iky—ikys—ik, )L /2
¢ =

14+ Tvl lse2z'k:Z1L

The standard Fresnel reflection coefficients r§" are given by (5.11).

198



Appendix D

Electrostatic calculation of the
energy-level shift in a ground-state

atom in a layered geometry

To provide an additional check on the consistency of our calculations we would like to derive
equation (5.66) by means of ordinary electrostatics. We start from the general formula
derived in [3] that expresses the electrostatic interaction energy of a electric dipole in the

presence of a dielectric in terms of Green’s function of the Laplace equation

AE = LS (Vi Ga(r,r) . (D.1)

2 i r=ro,r’'=rq
Here the sum runs over three components of the dipole moment and the subscript R means
that only the homogeneous correction to the free-space Green’s function (reflected part)
that is caused by the presence of the boundary enters the formula. This ensures that
the self-energy of the dipole is omitted and guarantees the convergence of the final result.
The harmonic function Gg(r,r’) is a solution of the Laplace equation that vanishes for

|z| = 0o. Therefore it can be written in the form:

C1(k,r')ek=* z2< L/2
Oo o
Gg(r,r') = “Ire /0 doke™ I Co(ky,v')ek=* + Cy(ky, r')e ™™= |z| < L/2 , (D.2)
C4(k||,r,)6_kzz z > L/2
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with k, = ,/k2 + k; The C coefficients are easily worked out by applying the continuity

conditions, which result from Maxwell’s equations, across the interfaces and one finds that

1 o0 n2+1 n2+n? )
G N =— dkJo(kp)—2 s ~ —k(z+2") D.
) = [ abanth) M (D.3)

with p = \/(z — 2/)2 + (y — y')2. Application of the formula (D.1) is straightforward and
we easily derive that the electrostatic interaction energy of a dipole in a vicinity of the

layered dielectric is indeed equal to (5.66).



Appendix E

Simple model of dielectric constant

in the Huttner-Barnett model

To determine the dielectric permittivity of the model we use equations of motion for the
fields that follow from the Hamiltonian (6.7)-(6.11) and the commutation relations (6.13)-

(6.15). It is not difficult to show that temporally Fourier transformed equations of motion

read

(ViVj = 05V Ej(r,w) — w’Ei(r,w) = g(r)w’Xi(r,w), (E.1)

< —w +/ dvp,v > rw) = g/i/lr)Ei(r,w)—i—j/l/o dvp, Y, i(r,w), (E.2)
(1 =Y, i(r,w) = 2X(r,w). (E.3)

The susceptibility is defined as the proportionality constant between polarization X(r,w)

and electric field E(r,w). In the isotropic case we have
X(r,w) = eI (r,w)E(r,w). (E.4)
Transforming the above relation back to the time variable gives

X(r,t) = %’r / dw e~ T (v, w) B(r, w). (E.5)
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If we now introduce

E(r,w) = / Oodt’eiwt’E(r, t) (E.6)

—00

and plug it into Eq. (E.5), then, upon interchanging w and ¢’ integrations we obtain

X(r,t) = ¢ /Oodt’ﬂret(r,t —t")E(r,t). (E.7)

— 00

On physical grounds we expect that X(r,¢) doesn’t depend on E(r,t’) at the times ¢’ later

than ¢, in other words, the relationship between X(r,¢) and E(r, ') has to be causal. This

requirement forces the response function II***(r, ¢ — ¢') to vanish for times ¢t — ' < 0
(r,t—t) t—¢ >0

o (r,t —t') = ) (E.8)
0 t—t <0

and from the relation

1
Hret(l‘, t— tl) -

/ dwe™ @ (r, W), (E.9)
2m

—00

we can see that it’s Fourier transform is analytic in the upper half of the complex w-plane.

To determine the susceptibility II***(r,w) which follows from our model one has to find the
relation between X(r,w) and E(r,w) that follows from equations of motion (E.1)-(E.3).

This is straightforward and yields

-1
ret _g9() [ o 2 ‘«02/00 puv?
I (r,w) = oM [wT Sy ; dyiy2 2| - (E.10)

However, in order for the relation (E.10) to be meaningful one has to decide how to deal
with the poles present in the v integral. The freedom of choice is constrained by the
retarded nature of II'**(r,t — t'), ¢f. Eq. (E.8). It is known from the previous work [80,
App. 2], that the function p, in (E.10) must be positive, even and have no poles on the
real axis. With these properties in mind it is not difficult to show that an appropriate

choice to handle the poles is given by
X(r,w). (E.11)

This has been also noted in [71].
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The specific form of the dielectric permittivity is determined by the choice of the coupling
function p, that describes the interaction between the reservoir and the dielectric, see [83]
for some possible choices. Here we choose the coupling function p, such as to arrive at
the simple single-resonance Lorentz model of the dielectric function. This is guaranteed

by choosing
4Mry

w2

pu (E.12)

which gives a frequency-independent coupling between the bath and polarization oscilla-

tors, cf eq. (6.10). Carrying out the integration gives

2
re W
II"Y(r,w) = g(r)— 2P —. (E.13)
wi — w?® — 2w
with w? = (e M) L. From the relation
D(r,w) = ¢E + g(r)X(r,w) = €(r,w)E(r,w) (E.14)
we read off
2
£ o4 Pr) 5P (E.15)

€0 wi — w? — Ziyw
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