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Introduction

The main topic of this thesis is the development of theoretical techniques for the description
of the dynamics of impurities in a larger system, in the sense of number of degrees of freedom.
This is the well known impurity problem, paradigmatic to different fields of physics from solid
state to neutron stars and standard model. A very interesting analogy is possible between the
impurity problem and Open Quantum Systems: indeed, the latter are large systems composed
of a large environment and a small subsystem of interest, i.e. the typical situation for the
impurity problem. The development of this analogy will be discussed throughout the thesis,
that is organized in three main Chapters.

In Chapter [1] the theoretical foundations necessary for a complete understanding of all the
presented results is given. The definition of Open Quantum System (OQS) and the properties
of it are discussed in Section A first possible strategy to solve the desired dynamics using
master equations, such as the so-called Lindblad equation, is presented in Section with the
main details and a possible application to Quantum Brownian motion.

OQS can be studied also with the path integral technique, that turns out being extremely useful
to focus on the desired dynamics of the subsystem/impurity. The characteristic dynamics of an
0OQS can also involve out of equilibrium processes, therefore a more suitable formalism than the
standard quantum field theory should be employed. A particular formalism well suited for the
systems discussed here is the so-called Keldysh formalism for quantum field theory. Section
is devoted to the introduction to Keldysh formalism for non-interacting systems of bosons and
fermions. All the main properties and differences with equilibrium field theory are discussed,
while details on interactions are discussed in the next Chapters.

To conclude, it should be kept in mind that this theoretical introduction has not the goal of be
extensive. The goal is to be consistent and give the reader all the necessary tools to understand
the remaining Chapters of this work and the results presented within them. The reader interested
in a more deep discussion can find additional material in Ref. [I] for the discussion on OQS and
master equations and in Ref. [2] for the Keldysh formalism.

In Chapter [2] the Keldysh formalism introduced in the previous chapter is used to study the
first system of interest. This system is composed of heavy impurities interacting with a bath
of light fermions. This system is a typical OQS, indeed the dynamics of the impurities is the
one of greater interest and the degrees of freedom of the bath are much more than the ones
of the impurities. Due to the extremely large number of degrees of freedom of the bath, an
approach involving master equations is not the best possible way to describe the system and
Keldysh formalism has to be used to obtain an effective equation of motion for the impurities.
The derivation of this equation of motion is the subject of the first part of the Chapter, in which
all the relevant details of the procedure are discussed and only a small part of it can be found
in Appendix [A] The final equation of motion will be stochastic and semiclassical: stochastic
because a consequence of tracing out the bath degrees of freedom is that some information on
the whole system are lost and semiclassical because the equation of motion will be classical but
with coefficients that reflect the underlying quantum nature of the bath. This equation is the
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so-called generalized Langevin equation.

The analysis on the effective stochastic semiclassical equation of motion is then carried out
and interesting results are found: the bath induces on the impurities an attractive interaction
and during their motion impurities experience a viscosity of the medium that depends on the
relative distance between impurities. While this fact is general and independent of the interaction
considered, the focus in this Chapter is on the case where the interaction between impurities and
bath is contact-like. Another interesting point is that the equation of motion is quite general
in form, while some approximations made are directly impacting on the quantum coefficients:
therefore, when a refined approximation is made, only the quantum coefficients have to be
updated without modifying the form of the equation itself. Moreover, when the interplay between
the strength of the impurity-bath coupling and the temperature is favorable, a bound state of
impurities is admissible. The study of the main properties of the bound state, i.e. radius and
lifetime, is possible thanks to the numerical implementation of the equation of motion with a
stochastic version of the Verlet algorithm, discussed in this Chapter.

Finally, some possible further developments and extension, like inclusion of the effective mass
of impurities in our model, are discussed. The whole chapter is an extended discussion on the
results and on the method presented in Ref. [3].

In Chapter [3] a system where polarons are coherently coupled to a non-interacting impurity
level via a Rabi coupling is studied, in order to find a theoretical description for the experiment
presented in Ref. [4]. As in the previous Chapter, the Keldysh formalism is employed to de-
scribe the dynamics of the system, but instead of generalized Langevin equation a set of kinetic
equations for the populations in the different levels is obtained. While some parts of the theory
are tailored for the particular system described in the experiment, the approach is general and
can be extended to different systems where a quasiparticle and a coherent drive are present at
the same time.

The larger part of the Chapter is devoted to the description of the microscopical Hamiltonian
and of the various approximations needed and assumptions made in the path to the desired
kinetic equations. Some smaller and more technical part are moved to Appendix [B] to facilitate
the reading, without affecting the understanding of the final equations. In the next part of the
chapter, numerical results for the static polaron properties and for the dynamics are discussed.
It is important to remember that the final kinetic equations are a model for the system that does
not need any external fitting parameters and are therefore a good candidate for the description
of the dynamics. Finally, some future perspectives are reported.

The work presented in detail in this Chapter will be illustrated in a future work [5] mainly
focused on the final kinetic equations.

The very last part of this thesis is used to draw some conclusions on the methodology employed
and on future perspectives.



Chapter 1

Theoretical introduction

1.1 Open Quantum Systems

1.1.1 Isolated and closed systems

Quantum mechanics describes the evolution in time of a closed system with the Schrodinger
equation

. d
i (W) = H(1) [9(1)), (L1)

where |U(t)) is the state vector of Hilbert space H that describes the system and H(¢) is the
Hamiltonian (generally time-dependent) of the system. The solution of the Schrédinger equation
can be represented with a unitary time evolution operator U (t,ty) which action is

[W(t)) = Ut to) [¥(to)) , (1.2)

i.e. U(t,tg) transforms the state at some initial time ¢y |¥(tp)) into the state |¥(¢)) at time ¢.
If Eq. (1.2) is inserted into Schrodinger equation, an equation for the time evolution operator is
obtained 5

iUt to) = HOU ¢ to), (1.3)

with the initial conditio U(to,to) = I. The operator U(t,to) is unitary, i.e. U(t,to)UT(t,t9) =
Ut(t, to)U(t, tg) = 1.

If the Hamiltonian H of the system is time-independent, then Eq. (1.3) can be easily solve and
the well known expression

Ut to) = exp <—2H(t _ t0)> , (1.4)

is obtained. When the Hamiltonian of the system is time-independent and Eq. holds the
system is defined as isolated. When the dynamics of the system can be formulated in terms of a
time-dependent generator H(t) the system is defined as closed and the time evolution operator
of the system can be represented as

Ut to) = Te exp <; /t: ds H(s)> , (1.5)

where T is the time-ordering operator that orders time-dependent operators in such a way that
time arguments increase form right to left (as indicated by the direction of the arrow).

n this Chapter the identity matrix of arbitrary dimension is labelled as I. Dimensions will be specified only
when they are relevant for the understanding of the equations.
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The state vector |[¥(t)) (or the corresponding wave function W) is not the only way to describe
a system. Indeed, the density matrix p can be used

Pzzwﬂ‘m (Wil (1.6)

where ¥, are the elements of an arbitrary basis of the Hilbert space H, w; are coefficients of the
decomposition such that w; > 0 and ), w; = 1 and the sum spans over H.

The density matrix p is a positive definite operator and when diagonalized its eigenvalues p; are
equal to or greater than zero. Density matrix has only a countable number of eigenvalues p; > 0
and the only possible accumulation point is 0. After the diagonalization p is written as

P:ZPi|¢i> (il - (1.7)

It is straightforward to include time dependence in the density matrix, assuming that at initial
time ¢y the state of the system described by H(t) is characterized via the density matrix

p(to) = sz’ [Wi(to)) (Pilto)] - (1.8)

After the evolution from tg to t, the state of the system is given by

p(t) = sz‘U(ta to) [¥;(t0)) (Wi(to)| U (L, o), (1.9)

or in a more concise way

p(t) = U(t,to)p(to)U' (t, to). (1.10)

The equation of motion of the density matrix, known as the von Neumann equation, is then
obtained through a differentiation with respect to time

2 plt) = —[H(1), (1)), (111)

Up to now only closed and isolated system have been discussed. The time evolution of both
is described by a unitary operator U(t,tp) and the main difference is that the Hamiltonian of
an isolated system is time-independent, conversely to the time-dependent Hamiltonian of closed
system.

1.1.2 Open systems

In quantum mechanics a system S with Hilbert space Hg is said to be open if it is coupled to
another quantum system B, called the environment, with Hilbert space Hyg. The total system
S + B is assumed to be closed, so its dynamics is described by a unitary operator. Usually, S is
labelled as the subsystem (or reduced system).

In most cases, studying the dynamics of whole system S + B is extremely complicated (or
practically impossible). Indeed, the environment B can have infinite degrees of freedom so an
exact treatment requires the solution of an infinite hierarchy of coupled equation of motion. A
strategy different from solving the Schrodinger equation for S + B is necessary, and an efficient
one is to focus only on the dynamics of the subsystem S that usually is the most relevant one
from a physical point of view. However, the dynamics of S is in general not described by a
unitary operator, as it is determined by its own internal dynamics and interaction with B.
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Figure 1.1. Schematic representation of open quantum system, with a subsystem (yellow) and
an environment (orange) interacting.

To describe the dynamics of the subsystem, the first step is writing the Hilbert space of the total
system S+ B as the tensor product space H = Hg®@Hp. The total time-dependent Hamiltonian
is of the form

H(t) = Hs ® Ig + Is ® Hp + Hi(t), (1.12)

where Hg is the self (or free) Hamiltonian of S, Hp is the self Hamiltonian of B and Hy(t) is
the Hamiltonian that describes the interaction between S and B and Ig and Iy are the identity
operator of respectively Hg and Hg. A pictorial representation of this type of system is shown
in Fig. where the interaction is depicted by arrows. By construction, all the observable of
physical interest are encoded in the subsystem, therefore all of them are of the form

A=0®Ig, (1.13)

where O acts on the Hilbert space Hg.

The subsystem can be singled out with a partial trace operation. This operation allows to write
the subsystem density matrix ps as
ps = trep, (1.14)

where trp labels a trace over the Hilbert space Hp. The importance of defining S such that all
the physical quantities are described by operators of the form Eq. (1.13) is clear: indeed, for a
generic observable C' defined on H = Hg ® Hp the expectation value is

(C) = tx{Cp}, (1.15)
while for an observable of the form Eq. (1.13]) the expectation value is

(4) = trs{Aps}. (1.16)
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The reduced density matrix is therefore the key quantity to determine the expectation value of
quantities of physical interest. This matrix can be written exploiting Eq. (1.10]) as

ps(t) = tr{U (¢, to)p(to)UT (£, t0)}, (1.17)

since the total density matrix p evolves unitarily and with U(¢,tg) time evolution operator of
the whole system S 4+ B. From the Von Neumann equation for p the equation of motion for pg
is obtained

9 pst) = —~tralH (1) pl1). (1.18)

As said before, Eq. is complicated due to the large number of degrees of freedom and
approximations are therefore needed to solve it. One of the most prominent difficulties in all
the approximation schemes is the description of the so-called memory effects that are due to the
interaction. Intuitively, they can be seen as a measure of how long correlations due to interaction
last.

To conclude this section, a comment on terminology is necessary. With environment is labelled
any system in contact with a subsystem of interest, while the term reservoir is used when the
environment has infinite degrees of freedom. Finally, a bath is defined as a reservoir at thermal
equilibrium.

In the rest of this work open quantum systems will be denoted with OQS, and they will always
be of a type like the one depicted in Fig

1.2 Quantum master equations

As discussed before, the dynamics of all relevant physical quantities of an OQS can be recon-
structed with the time-evolved subsystem density matrix pg(t). The equation whose solution is
ps(t) is usually referred as a Quantum Master Equation (QME). In this section two particular
QMEs are presented, the Lindblad equation and the master equation for the quantum Brow-
nian motion. For both of them the approximation schemes are presented and a microscopical
derivation is sketched in its relevant details.

1.2.1 Lindblad equation

The principal example of QME is obtained in the frame of Quantum Markov process. A stochas-
tic process (classical or quantum) is defined Markovian if memory effects are negligible in the
description of the dynamics of the quantity under examination, e.g. pg in an OQS. A memory
effect is the necessity to describe how the dynamics of the subsystem modify the environment.

Consider Eq. : to describe the time evolution of the reduced density matrix the knowledge
of the total density matrix p(t) is in principle required. This is complicated because it is necessary
to address memory effect, or at least approximate them reasonably. However, if correlation times
of the environment are small it is possible to introduce dynamical maps to describe pg(t). Small
environment correlation times means that memory effects in the environment disappear on a
timescale faster than the typical time for the evolution of the subsystem.

Suppose that the system is in an uncorrelated initial state at t = 0, p(0) = ps(0) ® pp and pp is
a generic reference state of the environment. The transformation of the subsystem from pg(0)
to ps(t) can be described as

ps(0) = ps(t) = V(t)ps(0) = tr{U(t, 0)[ps(0) ® pB]UT(t,0)}. (1.19)

In the approximation of neglecting memory effects, the reference state can be regarded as fixed
at time ¢t. Therefore, Eq. (1.19) describes a map, called dynamical map

V(t) : 8(Hs) — S(%s), (1.20)
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where 8(Hg) is the space of reduced density matrices. The dynamical map can be completely
characterized in terms of operators related to Hg. Environment density matrix pp can be
decomposed as

pPB = Zm’ |pi) (¢il, (1.21)

where the sum runs over Hp, |¢;) are elements of an orthonormal bases and 7; such that 7; > 0
Vi and ), n; = 1. It is therefore possible to write

Vithps = > Wi()ps W), (1.22)
where
Wis(t) = /5 (&il U(£,0)]6;) € 3. (1.23)

Operators W;; satisfy the condition
ij

from which is possible to conclude that

trg{V (t)ps} = 1. (1.25)

Therefore, a dynamical map is a trace preserving, completely positive and convex-linear opera-
tion.

The Markovian hypothesis of neglecting memory effects has consequences on the properties of
the dynamical map V(t). Indeed, if the parameter family of dynamical maps {V(¢)[t > 0} is
considered, where V(0) has the role of identity, for a Markovian it holds that

V(t)V(t) =V(t1 +t2) t, ta > 0. (1.26)

The one-parameter family of dynamical maps forms a semigroup, i.e. a group without inverse
transformation, for which a generator £ exists. The generator allows to represent the semigroup
in exponential form

V(t) = et (1.27)

Inserting Eq. (1.27) inside Eq. (1.19]) after a derivation the following equation for the dynamics
of the reduced density matrix is obtained

%Ps(t) = Lps(t), (1.28)

that is called the Markovian master equation. For a dynamical semigroup that describes a
Markovian master equation the most general form for the generator £ can be determined to
be [1]

N2-1

d . 1 1
Jps(t) = Lps = —i[H,ps] + D w (AkpsAL — 5 AL Akps - 2psALAk> : (1.29)
k=1

where N = dim Hg, H is the total Hamiltonian, operators A, are called Lindblad operators
and 7y, are called relaxation rates, because their dimension is of an inverse time and they are
related to decay modes of the open system. Eq. is known as the Gorini—Kossakowski—
Sudarshan-—Lindblad equation, or simply Lindblad equation.
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In literature an alternative form of the Lindblad equation is also present. It is obtained through
the definition of the dissipator D(pg) as

N2-1

1 1
D(ps) = Z Vi <AkPSAL - iAlAkps - Q,OSALA;C> , (1.30)
k=1

and so the Lindblad equation now takes the form

< ps(t) = —ilH, ps(0)] + Dips(1)). (1.31)

Now, a microscopic derivation with instructive intent of Eq. (1.29) is presented. This is useful
because all the necessary approximations to obtain it are discussed. The total Hamiltonian of

the OQS under examination is
H = Hs + Hp + Hj, (1.32)

where Hg and Hg are the free Hamiltonians of environment and subsystem respectively. It is
more convenient to work in the interaction picture where the Von Neumann equation for the
total density matrix holds

olt) =~ [HL(1), (0], (1.3
and from now on in this derivation i = 1 for convenience. The integral form of the von Neumann
equation is

¢
plt) = p(0) =i [ ds 1Hi(e). (1) (1.34)
and combining Eq. (1.33)) and Eq. (1.34)) after a partial trace over the environment one has

< pslt) = it Fi(1), p(0)] ~ /0 "ds tr F (1), [H(s), o(5)]. (1.35)

Up to now the equation is exact, indeed on the right-hand side of the last equation p(t) is
still present. The first approximation is now introduced: consider a situation of weak coupling
between environment and subsystem. It is therefore possible to consider the environment as
weakly affected by the interaction and write the total density matrix at any instant ¢ as

p(t) = ps(t) ® ps. (1.36)

Eq (1.36]) is usually referred as the Born approzimation and once inserted in Eq. (1.34) gives
the equation

%ps(t) _ /0 " ds tep[H(0). [Fa(s). ps(s) ® pl]. (1.37)

under the simplifying and not restrictive assumption trg[Hi(t), p(0)] = 0. The equation for ps(t)
is now closed. It is possible to further simplify this integro-differential equation in the Markov
approzimation, i.e. performing the substitution ps(s) — ps(t). This means that at any instant
the time evolution of the subsystem is only determined by the state of the subsystem at the
present time. In this way memory effects, that are considered when inside the integral on the
right-hand side pg(s) is present, are neglected. In this way the Redfield equation is obtained

Srs(t) == [ ds nal(0). (1105, ps(8) @ o). (139)

Redfield equation is local in time, but the dynamics of the reduced system is not yet described
by a dynamical semigroup, because pg(t) depends on the choice of the initial state. This problem
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can be tackled with the change of variable s — ¢t — s and setting the upper integration limit to
infinity. This is the second part of the Markov approximation and gives a Markovian QME

Gos0) = [ ds ernlHi(o), [E0( ~ 9. ps(6) @ pu]. (1.39)

The change of variable that leads to Eq. is justified as long as the integrand vanishes fast
enough for s > 75, where 73 is the typical environment correlation time. Therefore, Markov
approximation is valid if the timescale 1 for the change of pg is large when compared to 7g.
The Markovian approximation therefore implies that the equation for pg(t) describes a dynamics
coarse-grained in time, where environmental correlation of timescale 75 are not resolved.

Up to now, the overall performed approximation is known as Born- Markov approzimation. Even
if Eq. describes Markovian master equation it is not guaranteed that it also describes a
generator of a dynamical semigroup, i.e. it is not possible to state that dpg(t)/dt = Lps(t). A
further approximation is indeed necessary, known as the secular, or rotating wave, approxima-
tion. To describe the secular approximation is useful to write Hr in the Schrédinger picture in
the most general form

Hy=> Ay ® Ba, (1.40)

with A, and B, Hermitian operators. Now suppose that Hg has a discrete spectrum of eigen-
values g, associated to projectors II(g). It is therefore possible to define the operators

Aa(w) = Y T(e)AuII(), (1.41)

where the sum runs over all €, ¢’ that satisfy the condition &’ — e = w. Operators A,(w) have
the following properties

[Hg, Al (w)] = +wA! (w) (1.43)
[Hg, Ap(w)] = —wAq(w) (1.44)
[Hs, Al (w)Ag(w)] = 0 (1.45)
Al (w) = An(—w) (1.46)

By definition, A,(w) and Ag(w) are eigenoperators of Hg belonging to frequencies +w. The
interaction picture representation of them is

ez’HstAa(w)e—iHst — e—thAa(w) (1.47)
eiHstAL(w)e—iHst — €+z‘thL(w)' (1.48)

Now turn back to Eq. (1.39)), that is in interaction picture. The projection defined above leads
to the following form of Hi(t) in interaction picture

Hy(t) =) e ™ Ay(w) @ Ba(t), (1.49)
with ' '
By (t) = Bt B o5t (1.50)

Now the condition trg[Hi(t), p(0)] = 0 is equivalent to assume that the environment average of
B, (t) vanish, i.e.
<Ba(t)> = tI‘B{Ba(t)pB} =0. (1.51)
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It is now possible to rewrite, after a bit of algebra, the Markovian QME Eq. (1.39)) as

)= > I 5(w) (Ag(w)ps(H) AL (W) — AL (W) As(w)ps(t) +he.,  (1.52)

w,w a,B

where h.c. is the Hermitian conjugate. The quantity I',5(w) is defined as

Tos(w) = /0 ds e"trg{ Bl (t)Bs(t — )} (1.53)
It is possible to define the environment correlation function
(BL()Bs(t — 5)) = trp{BL(t) Bs(t — )}, (1.54)

from which is evident the I',g is the one-sided Fourier transform of this correlation function,
i.e. the transformation with only positive w components. In principle I',5 should also depend
on time t, but this dependence can be neglected if pp is a stationary state of the environment,
i.e. [Hp,pp] =0.

Eq. is close to the Lindblad equation, Eq. . To reach this form it is first necessary
to perform another approximation. The subsystem has an intrinsic evolution on a timescale of
order 7g. This timescale is defined by |w — /|7t for w # w'. If 75 is small compared to 7R,
the typical evolution time described by the Markovian QME, all the terms with w # w’ in the
sum inside Eq. oscillate rapidly due to the presence of exp(i(w’ — w)t). Neglecting these
oscillating terms is the core of the secular approximation. Note that here the relevant scale to
define the rapidity of the oscillations is 7R.

After the secular approximation the QME has the form
1) =Y Tas(w)(As(w)ps(t) AL — ALW) Ag(w)ps (1)) + huc.. (1.55)
w a’ﬂ

It is now useful to decompose I'yg as

Lap(®) = 5 7ap(w) + iSas(). (1.56)

The imaginary part of I' is a Hermitian matrix by definition and the real part is

Yop(w) = / " ds € (Bq(s)B}(0)). (1.57)

—00

It is possible to demonstrate that the matrix v,g(w) is positive. This can be proved using
Bochner’s theorem, which states that the Fourier transform of a function g(s) is positive if
g(s) is of positive type,that here is valid because all the correlation functions <Ba(s)Bg(0)> are
positive [6]. This fact will have importance in the last steps of the derivation of the Lindblad
equation.

The above definitions of S5 and 7,z lead to

Cos(t) =~ | 303 Sup(@) AL (@) Aalw), ps(0)| +

waﬁ

D) RMBIREINCYHEE Q{Az<w>Aﬁ<w>,ps<t>}) . (1.58)

w a,fB
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In this equation, the first term on the right-hand side is known as the Lamb shift Hamiltonian

Hig
His =Y Y Sap(w) Al (w)Ap(w), (1.59)

waﬁ

that commutes with the self-Hamiltonian of the subsystem, i.e. [Hrs, Hs] = 0. The second term
of Eq. (1.58) has the form of a dissipator

0) = £ 5 rs(e) (454 0) - JALAS@) 0} ). (160

w a’ /8
therefore the QME can be written in the form

d .
SiPs(t) = —ilHus, ps(t)] + D(ps(t))- (1.61)
This form is extremely close to Eq. (1.31]), although there are some differences in the dissipa-
tor. Moreover, this last equation is in interaction picture while the Lindblad equation is in
Schrodinger picture.

The two generators become the same if one diagonalizes the matrices v,(w). This diagonaliza-
tion is possible because these matrices are positive. The Schrodinger picture is obtained adding
Hg to Hrg thanks to eigenoperators properties. With these two operations the standard form
of a Lindblad equation Eq. is restored.

To conclude, some comments on the approximation scheme are appropriate. The adopted scheme
is composed as follows:

1. Weak coupling expansion to second order in interaction of the total Hamiltonian,
2. Born approximation that assumes p(t) = ps(t) ® pg,

3. Markov approximation (locality in time and time integration to infinity), valid if 7g > 73.
The last two points combined are the Born-Markov approximation.

4. Secular approximation (neglect rapidly oscillating modes), valid if Tq > 7s.

Up to now, only Markovian situation were discussed. Non Markovian situations, where memory
effects are important, are more involved and deriving a master equation is not trivial. It was
however demonstrated by Hall et al. [7] that also for non Markovian systems under fairly general
conditions a master equation of a form close to the Lindblad one can be found and used for the
characterization of non Markovianity.

The Lindblad equation that was derived using Born-Markov and secular approximation is

Gos(0) = — 31 ps(0)] + Y 20 (Aups)4] - Sl ps(0)}). (1.62)
k

where ~; are positive constant relaxation rates. The form of Eq. (1.62) is non-unique because
v, and A can be chosen in infinitely different ways due to different Kraus decomposition of
completely positive maps that forms the dynamical semigroup used to derive the Lindblad
equation.

Note that because of Born-Markov approximation the Lindblad equation is local in time. This
locality defines a Markovian process, that has no memory effects. An alternative form for a
master equation is [, [9]

d
— H s 1.
dtpS(t) h s, ps(t /d89< ps(t (1.63)
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where X ; is a linear map where the effect of the environment on the system are encoded and that
is known as memory kernel. The Born-Markov approximation is equivalent to K ; ~ K:d(s —1).
It has been demonstrated [10, 11I] that even when memory effects are present it is possible to
describe the time evolution of pg via a linear map

d
and A; is a linear map such that A;p is Hermitian and traceless for any p. An important condition
to derive Eq. (1.64)) is that the evolution of pg is invertible, i.e. an equilibrium state is reached

in a finite time. In the work of Hall et al. [7] discussed here it is demonstrated that any Master
equation of the form given by Eq. (1.64) can be cast in a Lindblad-like form that is similar to

o,

s =30, ps(0] + X 2wl0) (40040 - SaLOA0.ps0}) . (169
k

(t) = Aeps(t), (1.64)

where H (t) is Hermitian and the operators Ag(t) form an orthonormal basis of traceless opera-
tors,
tr[AL(£)AR(t)] = 0j trAg(t) =0. (1.66)

Some points of Eq. are relevant and must be pointed out:
1. Relaxation rates 7y (t) and operators Ag(t) are now time-dependent,
2. Relaxation rates are uniquely determined,
3. Relaxation rates can be negative.

So it is possible to write, under some fairly general conditions, a Lindblad-like equation also for
non Markovian systems.

1.2.2 Quantum Brownian motion

In this section Quantum Brownian motion (QBM) and the corresponding quantum master equa-
tion are treated. The main difference with the Markovian process that was governed by the
Lindblad equation is that the approximation scheme involved in the derivation of the QME is
different. The differences and their consequences will be discussed in this section.

Consider the Caldeira-Leggett model [12], that describes a particle of mass m with coordinate
x and momentum p inside a potential V' (x). The free particle Hamiltonian is

»?
In this model, the environment is a bath modeled as a large number of harmonic oscillators of

frequencies w, and masses m,,

1 1
o= Y (Gt gstad ) (1.65)

n

and the sum runs over the number of oscillators and x,, and p, are the corresponding conjugate
coordinates of the oscillators.

The coupling between bath and particle in the Caldeira-Leggett model is assumed to be linear
between the coordinates of particle and oscillators. The corresponding interaction Hamiltonian
is

H = —xZnnxn = —aB, (1.69)
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where k,, are coupling constants. It is useful to introduce a counter term Hamiltonian Hc

2
.2 Ky
Heo =22 T (1.70)

The introduction of the counter term is not mandatory but is convenient because the interaction
term Eq. (1.69) leads to a renormalization of V' (x). Through the insertion of H¢ this renormal-
ization is compensated and therefore V' (z) will involve physical frequencies of the motion of the
particle.

The total Hamiltonian with the counter term is
H:HS+HB+HI+HC, (1.71)

and it is important to remember that H¢ is of quadratic order in coupling constant «,. This
fact has relevant consequences in the adopted approximation scheme.

Now, suppose that the coupling is weak, so that the Born-Markov approximation is feasible. In
this situation and in the Schrédinger picture the equation for pg is

%Ps(t) = %[Hs + Hc, ps(t)] + Kps(t), (1.72)
where . ~
Kps(t) =~ [ dstrali, (Hi(~9). ps(®) @ o] (1.73)
0

Note that this expression can be derived from Eq. after a transformation from interaction
to Schrodinger picture. It is also important to notice that in the weak coupling limit the counter
term is not involved in Kpg(t), otherwise the expansion in orders of , would not be consistent.
The time dependence in the operator Hy(—s) denotes an interaction picture operator with respect
to the Hamiltonian Hy = Hg + Hg. The reference state is considered to be a thermal state at
inverse temperature 5 = 1/kpT, i.e.

e_ﬁHB

Note that Eq. (1.73) can be rewritten as

Kos(t) = g [ ds (500l lal-9)ps)] = 010N -9 s ). (175)

where the dissipation D(s) and noise kernel D;(s) have been inserted. These to functions are
defined as

D(s) = itrg[B, B(—s)], (1.76)
Dy (s) = trg{B, B(—s)}. (1.77)

Dissipation and noise kernel are therefore bath correlation functions. They can be expressed in
terms of the bath spectral density J(w) as

D(s) =2h /000 dw J(w)sin(ws), (1.78)
Dy (s) =2h /000 dw J(w) coth (BZM> cos(ws). (1.79)

The properties of X as written in Eq. (1.75]) strongly depend on J(w) that determines D and
Dy. The spectral function is clearly model dependent and should be carefully defined in order to
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obtain reasonable physics. In the Caldeira-Leggett model [12] one wants to obtain an irreversible
dynamics, therefore J(w) is phenomenologically modelled as a smooth function of w

2my 0?2
™ QZ w?’

J(w) = (1.80)
where the high frequency cutoff 2 accounts for the renormalization of physical parameters at
high frequencies. A spectral density linear for small w like the one defined in Eq. ((1.80)) is said

to be Ohmic. The parameter - labels a frequency independent damping.

With the last expression of J(w) it is possible to derive explicit expression for D and D1. These
expressions are

D(s) = 2myh2e Tlsigns, (1.81)

4m’y 02 2 Qe Ol - ]1/ e~ lvnlls]
D 1.82
1(s) = n_z_:oo - ; (1.82)

where the Matsubara frequencies v,, = 2n/h are used. It is now possible to discuss correlation
times g of the bath: from correlation functions

TR = max {glz gh} (1.83)

and the condition for the applicability of the Born-Markov approximation 75 < 7g is equivalent
to
n = hy < 1 = min {hQ, %} . (1.84)
TR B B
The approximation scheme is now different from the one used to derive the Lindblad equation:
indeed in the Lindblad case the condition for the secular approximation is that 7¢ < g, while
now the evolution of the subsystem with timescale 75 is slow compared to the bath correlation
time 7. Therefore, the condition is 73 < 79 and it is equivalent to

h 2

= = hwo < min {m, 77} . (1.85)
TS B

This last condition denies the possibility of performing a secular approximation, but on the
other hand it is possible to approximate z(—s) inside Eq. (1.75) in the following way

w(—s) = e Hss/hypitss/h o g L (1.86)
m
With these approximations all the commutators and anticommutators inside Kpg(t) are not
dependent on time s and can be factorized out of the integral. Moreover, all the remaining four
integrals that involve D(s), Di(s) and their product with s can be carried out analyticallyﬂ
One of these integrals will exactly cancel the counter term Hamiltonian Hc, another one can be
neglected because it involves a term wy /€ that is small in the limits considered here. This leads
to the Caldeira-Leggett master equation
d i iy 2mey
aPsM =~ Hs®), ps(®)] = 3oz AP ps ()} = [ [, ps ()] (1.87)

In this equation, the first term describes the free evolution of the particle. The second term
is a dissipative term that comes from the dissipation kernel D(s). Finally, the third term is
responsible for thermal fluctuations, and is indeed proportional to the temperature, and it is

2The full calculation is not particularly instructive and therefore is not reported here, but it can be found in
Sec. 3.6.2 of Ref. [1].
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related to the noise kernel Dj(s). It is important to remember that Caldeira-Leggett master
equation can be derived in the weak coupling (second order expansion in the coupling constant)
and high temperature limit (small ). Eq. can also be cast into Lindblad form with the
addition of a term that is small in the high temperature limit.

With Caldeira-Leggett master equation it is possible to derive Ehrenfest equations for the first
and second moments of coordinate and momentum of the Brownian particle. These equations
are

d 1
@<$> = %<P>a (1.88)
Do) = ~v'@) ~ 20p) (1.89)
L) = —(po+ ), (1.90)
ot ap) = 2 () — 20V (@) — 2ypa + 2, (1.91)
G = V'@ + V(@) 1) + 5. (192
For a free Brownian particle, V = 0, the solutions for the first moments are
(@(t) = (@(0) + 51 = ) (0}, (1.93)
(p(t)) = e~ (p(0)), (1.94)

which means that the initial position is asymptotically displaced by the value (#(0))/2v while
initial momentum decays over a timescale 1/2v. The second momenta are defined as

— (x(1))?, (1.95)
)2, (1.96)
),z (t)}) — 2(x(t))(p(t)), (1.97)

and can be determined analytically. In the long time limit ¢ > 1 where initial conditions are
no longer relevant one has the asymptotic results

1
ﬁ%%, (1.99)
1
ooy = 5 (1.100)

Note that the position uncertainty increases with square root of time as in classical Brownian
motion and momentum uncertainty approaches a value close to the one given by the thermal
equilibrium.

Caldeira-Leggett master equation is not the only possible way to describe quantum Brownian
motion: indeed thanks to the linear coupling between the bath and the particle is possible
to derive the exact Heisenberg equations of motion for the bath and the particle and solve.
Considering the complete model with also the counter term Hamiltonian, the exact Heisenberg
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equations of motion are

i(t) = lp(t), (1.101)

p(t) = =V (a(t) + Z Fonn (t (1.102)
Elt) = %pn@), (1.103)

Pu(t) = —mpwia, (t) + knz(t), (1.104)

where Vo = V+ Hg. To better understand the process involved it is useful to write the equations
for the coordinate of the Brownian particle 2 and of the bath oscillator x,,(t)

mi(t) + Vi (@ wa:n =0, (1.105)

miy, (t) + mnw%xn(t) — kpx(t) =0, (1.106)

from which it is clear that the bath oscillators are driven by a force that depends linearly on
the position of the particle z(¢). Up to now the equation are coupled, but it is possible to close
the equation for z(t) solving the equation for z,(t) in terms of z(t) itself and substituting the
result inside Eq. (1.105]). The best way to do this is to write the initial coordinate of the bath

oscillators using the creation and annihilation operators of the bath b, and bIL

2, (0) = ,/2m2% (b + b)), (1.107)

with a representation for p,(0) that comes from canonical commutation relations. The solution

of Eq. (1.106]) can be written employing the interaction picture representation of b, and b;rl as

| h : , n ¢
xn(t) = m(e_’w”tbn + entply 4+ m/jlwn /0 ds sin(wp(t — s))z(s), (1.108)

that gives for Eq. (1.105]) the form

V _ d t —iwntb iwnth
E(t )+ oz Z F— / s sin(wp (t—s) ZH, \/ 2mnwn nte ")

(1.109)
On the right-hand side of Eq. ({1.109) it is possible to recognize the bath operator B in interaction

picture, i.e.
Z iy 3 (e7™ntp,, + e™nipl). (1.110)
nwn

From definition of the dissipation kernel given in Eq. ((1.78) it is possible to write Eq. ((1.109) as

t

o | ds Dt = 5)a(s) = %B(t). (1.111)

B(E) + - VA(e(0) -

Now it is possible to define the damping kernel fy(t — s) in relation to the spectral density J(w)

as 9 0o
t—s)=—
At=9 == |

and this definition leads to the following relations

Ji}“’) cos(w(t — s)), (1.112)

V(= s) = %D(t ), (1.113)

1 K2
Y0) == —". (1.114)

dt
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The equation of motion for z(t) in terms of the damping kernel can be written as

¢
#() + %V’(a:(t)) + ;t/o ds 7(t — s)a(s) = %B(t), (1.115)
where taking the time derivative outside the integral on the left-hand side results in the can-
cellation of the counter term thanks to v(0). Eq. is a quantum analogue of a classical
stochastic equation of motion with damping kernel (¢ — s) and stochastic force B(t). Memory
effects are encoded in the kernel, as can be understood from its time dependence, while the
statistical properties of the stochastic force B(t) depend on the initial total distribution.

To better understand the connection with the classical Brownian motion, consider for example
an Ohmic spectral density of the form Eq. with infinite cutoff, i.e. Q — oo. It is
straightforward to derive that

v(t) = 4v4(t), (1.116)

and from this expression of the dissipation kernel derive then the Heisenberg equations for x(t)
and p(t)

o(t) = %p(b‘), (1.117)
p(t) = =V'(z(t)) — 2m~yi(t) + B(t). (1.118)

These equations are identical to the classical equations for the Brownian motion with the pres-
ence of the usual friction term —2m~yi.

The stochastic force B(t) is still undefined. For consistency, consider a factorized initial state
as done in the derivation of the Caldeira-Leggett master equation. In this scenario it was
already shown that the correlation function of the bath operator is equal to the noise kernel, i.e.
Di(t —t) = ({B(t), B(t')}) which for an Ohmic spectral density is given by

Dyt — ¢y = dmh /Q dw w coth (@”) cos(w(t — 1)), (1.119)
0

™

that in the high temperature limit where for all relevant frequencies 2/8 > hw can be approxi-
mated as

dm~h 2 [ mry

Di(t —¥) ~ / dos cos(w(t — ') = 8™V st — ), (1.120)
™ Bh Jo B

and the A terms is no longer present. Therefore, the noise present in the high temperature

regime is the same of the classical scenario.

Interestingly, similar Heisenberg equations can be used to describe the dynamics of a single
Bose polaron [13] using the Frolich Hamiltonian [14]. In this case, the bath is a Bose-Einstein
condensate and the weak coupling regime is considered, so that the coupling between the particle
and the bath is still linear in position. However, it is difficult to extend this approach to systems
with bath dimensionality greater than one for numerical reasons, or to strongly interacting
systems with non-linear coupling for theoretical reasons.

1.3 Introduction to out of equilibrium quantum field theory

The master equation approach previously described is not the only possible way to study open
quantum systems. Indeed, a different approach based on quantum field theory (QFT) [I5] 16,
17] techniques is possible starting from the formalism of out of equilibrium QFT, derived by
Keldysh and others. In this thesis this out of equilibrium formalism is referred as Keldysh
formalism for sake of brevity and for consistency with the literature. Other authors, such as
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Schwinger, Kadanoff, Baym, Larkin and Ovchinnikov developed important contributions too,
see e.g. Refs. [18, [19, 201 21, 22].

The importance of a method based on QFT is huge when in the typical systems under exam-
ination many body physics is present and the number of degrees of freedom starts to grow.
Indeed, in these situations a master equation approach is extremely complicated, regardless of
the approximations adopted. Finally, the Keldysh formalism is general enough to be adapted
to the study of open quantum systems (for example, the usual partial trace over the degrees of
freedom of the environment can be treated with the typical QFT machinery).

1.3.1 Closed time contour

Consider a quantum many body system with a time-dependent Hamiltonian H (t). Suppose that
in a distant past, labelled as ¢ = —oo, the state of the system was the one described by the
density matrix p(—o0). Assume also that the time dependence of the Hamiltonian is such that
in this distant past no interactions were present. Interactions are then switched on adiabatically
before observation and in general p is driven out of equilibrium (for example, this can happen
if time-dependent external fields are present in the Hamiltonian).

The evolution of the total density matrix is described by the Von Neumann equation Eq. (|1.11))
(with A =1)
d

Z;P(8) = —i[H (1), p(t)]- (1.121)

The time evolution of the total density matrix can be described with the help of the unitary
operators defined in Section [1.1.1| with now 5 = —oc0

p(t) = U(t, —00)p(—00)U(—00, t). (1.122)

In Schrodinger picture the expectation value for an arbitrary observable A at time ¢ is

(A)(¢) = tr;(t)tr{U(oo,t)AU(t, —0)p(—00)}, (1.123)

where the evolution of the initial state is both forward and backward. Indeed, reading the trace
at the numerator from right to left, the initial state is p(—o00), a time evolution toward time ¢
is applied, the observable A is evaluated, then another evolution back to —oo is applied. The
denominator is necessary for normalization.

Usually in equilibrium QFT forward-backward evolution is not needed because some mathemat-
ical tricks, together with some physical assumptions on the adiabatic switching of interactions,
are applicable both at zero and finite temperature formalism [23] and only the forward evolu-
tion is considered. These tricks can not be applied to the non-equilibrium scenario and therefore
also the backward evolution (and not only the forward) is necessary. Anyway, there is a bet-
ter way to write Eq. extending the evolution to 4+oco thanks to the trivial identities
U(t,+00)U(+00,t) = I and U(—o0,t)U(t,+00) = U(—00, +00). Putting them into Eq.
and exploiting the cyclic property of the trace

(A)(t) = p(_loo)tr{U(—oo,+oo)U(—|—oo,t)AU(t, —50)p(—00)}, (1.124)

where in the denominator there is p(—oo) because von Neumann equation does not change
the trace of p. Now the forward-backward evolution goes from —oo to +o0 and back and this

particular time contour, depicted in Fig. (1.2)), is labelled as €. In this contour the observable
is inserted in the forward evolution process, but this choice is arbitrary.
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U(oo,t) A U(t, —o0)
< ’ < p(—=o0)
-
00 \ E —00
> : >
U(—00, 00)

Figure 1.2. Representation of the closed time contour used for the evaluation of (A)(t).

The Keldysh formalism for QFT is formulated over the contour €, in order to deal with non-
equilibrium processes where the backward evolution can not be reabsorbed thanks to mathe-
matical tricks.

It is useful to define the quantity
Ue = U(—00,00)U (00, —0), (1.125)
such that the partition function Z can be defined as

tr{Uep(—00)}
7= ()

: (1.126)

and if the total Hamiltonian H(¢) is the same on the forward and backward branches of the
contour then Ue = I and Z = 1. Observables have to be inserted in some point of C to be
evaluated and this can be done modifying H(t) with the help of an external source V' (t) as

HE() = H(t) £ AV (1), (1.127)

where + is referred to the forward (backward) branch. Now that the total Hamiltonian is
different on the branches the closed-contour evolution operator Up is no longer equal to the
identity and the partition function becomes non trivial and dependent on V'

1

W=

tr{Ue[V]p(~o0)}, (1.128)
where now Up clearly depends on the external source. With the help of Eq. ({1.124)) it is possible
to demonstrate that Z plays the role of generating function for the observables, i.e.

VALY

VO |y (1.129)

(A)@) =

DO | =

where § denotes the functional derivative. The situation is different from the expression from
the equilibrium scenario where the functional derivative involves the logarithm of the partition
function: the absence of the logarithm is also due to the fact that Z[V = 0] = 1.

1.3.2 Bosonic scenario

After the introduction of the closed time contour, the next step is the derivation of the evolution
operator Ue in path integral formalism, starting from systems where bosons are considered.
In this way, the representation of the generating function Z is also obtained, from which it is
possible to obtain all the desired observables through the proper functional derivative. This
path integral derivation on the closed time contour is the core of the Keldysh formalism and it
is discussed in detail to highlight the differences with the equilibrium QFT. A key concept in
this derivation is the one of coherent states, i.e. eigenstates of the bosonic annihilation operator.
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Since coherent states are largely discussed in QFT, they are not introduced in detail here, but
further information on coherent states and many body systems can be found in any standard
textbook, see e.g. Ref. [24] 25].

The first thing to do is to describe with path integral formalism the partition function Z defined
in Eq. . One defines 2N point on € such that ¢t} = toy = —oo0 and ty =ty = +0o0.
Because of this choice, 2N — 2 intervals have been defined. At each point j it is possible to insert
an identity exploiting the coherent state basis

1= [ 6.0 R 105) (6], (1.130)

where |¢;) is the coherent state and d[¢;, ¢;] = d(Reg;)d(Im¢;) /7. The numerator of Eq. (L.126))
becomes

tr(Uep(—00)) = (dan | U—st |pan—1) - - (ON42| U=st |on+1) (ON+1] I |ON) (ON]| Use |[on—1) - - -
(2| Ust | 1) (#1] p(—00) [an) , (1.131)

where Uys; = U(t £ 0t,t) Note that no time evolution is present between ¢ty and tx41 because
the points are indistinguishable by definition, p(—o00) is evaluated on ¢; and ¢on and the use
of Uyst or U_ss depends on the branch considered (—i— for the forward and — for the backward
evolution). The matrix elements defined in Eq. ( can be approximated to linear order in
5t for any normal ordered?| Hamiltonian as

(651 Usot [65-1) = (5] (1 F iH(b,0))5t | 1) = e%%0-1FH (G000t (1.132)

where bf(b) is the bosonic creation (annihilation) operator. Now all the exponential factors can
be collected together and the partition function can be written as

trp /Hd¢ﬂ’¢ﬂ exp Z@GU bi | - (1.133)

1,j=1

The matrix iG;jl has a particular form: it possesses non-null elements on the diagonal and lower
sub-diagonal, but also the element (1,2N), i.e. the upper right corner, is different from 0. This
particular form can be written as

c~N—1
iG;' = S , (1.134)

hy -1

hy —1

where the lines divide the matrix in blocks of N x N elements, hy = 14(¢;| H(¢j, ¢j—1) |pj—1) 0t
and x = (¢1]| p(—0o0) |p2n). If the system is considered to be at equilibrium at initial time (choice
that is not restrictive on the possibility of treating non-equilibrium dynamics) the denominator
of Z can be computed. This term is therefore a constant and can be omitted without any
confusion or ambiguity. In this case, also x can be determined analytically.

While the derivation started before can be carried out with a generic Hamiltonian, everything is
clearer if a toy model Hamiltonian that has a single quantum state with energy ¢ is considered

H(b',b) = b, (1.135)

3A Hamiltonian is defined as normally ordered if all the annihilation operators are on the right of all the
creation operators
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and the initial equilibrium density matrix can be proven to be
p(—00) = exp[—PB(eo — p)b'b], (1.136)

where p is the chemical potential and 5 = 1/T is the inverse temperature (kg = 1 in this
Chapter). The denominator of Z is

1
1—p(eo)’

with p(eg) = e P0=1) With this toy model it is also possible to prove that x = p(eo).

trp(—o0) = (1.137)

Now, note that the integral present in Eq. ([1.133)) is a generalization of a Gaussian integral of
type
S Ji(A™h)i;
SN EAyz Y 7 i+ Tz _ €Y
/Hdzj,z] j Bz i = (1.138)

where J; is a complex vector and d[Z;, z;] = d(Rez;)d(Imz;)/m. With this identity Eq.
is given by
Z = L L (1.139)
p(—o0) det [iG—1]’ '
In the toy model of Eq. the determinant can be easily computed, exploiting that now
h+ = 1 £igpdt and in the continuum limit N — oo

det [iG™'] =1—p(eo)(h-hy)N71 =1— p(eo)(1 + ed(6t))N !
~ 1 — p(eg)eso @’ (N=-1) SN p(€0), (1.140)
where (§t)2N — 0 if N — oo because §tN is kept constant and therefore §t> ~ N~2 as standard
procedure in constructing the path integral formalism. With the last result it immediately follows

that Z = 1 as it should be for Hamiltonians that are equals on the forward and backward branch
and therefore the path integral construction is consistent.

The N — oo limit allows writing formally Z in continuum notation

~ [ Did) o0 €554, (1141)
where the integration measure is defined as
_ 1 N
D30, 6(1)] = 1 11 4165 041 (1.142)
7j=1

and note that the trace over the initial density matrix can be absorbed without ambiguity in
the integration measure. The continuum expression of the action S[¢, ¢| is derived starting from
the discrete version

2N B
= |:Z¢]

Jj=2

¢] - - 50¢j¢j—1] Stj + iy [¢1 — ip(eo)Pan] (1.143)

where 0t; = t; —tj_1 = £4dt on the forward or backward branches. In continuum notation the
substitution ¢; — ¢(t) is made and in the first square bracket it is possible to recognize the
discrete expression of a derivative. Therefore, the action can be formally written as

ﬂ&mzéﬁamrww, (1.144)
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where the continuum version of the discrete operator G~! is
G~ =id; — o, (1.145)

and fe dt means that the integration is considered over the whole time contour.

Apparently, the boundary element in the upper-right corner of G~! is not included in the
continuum notation. However, this element has to be considered when the inverse operator G
is determined to define it uniquely.

Going back to the continuum version of the action, the integration over the whole contour € can
be conveniently substituted with a different notation where the fields are split in two components
living on the different branches. The forward component is then labelled with ¢*(¢) and the
backward with ¢~ () and the action becomes

S[¢, ] = /_Oo dt [6" (t)(i0; — €0)¢™ (t) — ¢ ()(i0 — £0)o™ (1)] , (1.146)

and the relative minus sign is a consequence of the reverse integration direction in the back-
ward branch. It has to be noticed that the forward and backward components of the field
are not unrelated: indeed the off-diagonal elements of the discretized matrix version of G~! in
Eq. establish a relation between components that live on different branch. This fact
is somehow hidden by the continuum notation, but this inconvenience will disappear after the
formal introduction of the Green functions and of their Keldysh-rotated version.

Now, a deeper look into G~! and its inverse is necessary. The starting point are correlators, i.e.
quantities like (¢¢). Correlators can be computed using properties of Gaussian integrals [25] in
discrete notation as

(Didj) /D ¢, 9] digjexp Z oG o | =iGyj. (1.147)

k=1

After an explicit inversion of G~! given in Eq and the splitting on the time branches,
4 different correlators are defined: two of them involve fields on the same branch and the
other involve fields on different branches. After the continuum limit, these 4 correlators for the
considered toy model can be calculated

(0Tt ()) = iG=(t,¥') = np(gp)e’ ™), (1.148a)
(¢~ ()¢t () =iG™ (t, ') = (14 ns(eo))e o=t (1.148b)
(T ()T () =iGT(t, ') = 0(t — t')iG™ (¢, )+9( t)iG<(t,t), (1.148c)
(6~ ()~ (1)) = iGT () = 0(t — ' )iG=(t, 1)) + O(' — t)iG™ (L, 1), (1.1484d)

where np(eg) is the boson occupation number defined as

p(€0)
np(eg) = ———. 1.149
(€0) 1 — p(eo) ( )
In Eqgs. (1.1484)-(1.148d) the symbols < (>) are used for a correlator where the first time
argument is taken before (after) the second, while 7" and T labels the time ordering and anti-
time ordering operation. The following properties hold

(G<ONf = —q<>) [gT]F = —GT, (1.150)
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where in the Hermitian conjugation also the change of time arguments is involved. The above
correlators are the well known Green’s functions (GFs) and can be defined in the continuum
notation consistently as

(= ()™ (1) = /D[d_% o] 6% (1) ()07, (1.151)

The 4 GFs defined in Eqs. (1.148a))-(1.148d)) are not independent: indeed for any ¢ # ¢’ the
relation

G<(t, )+ G (t, ) — GT(t,t') — GT(t, ) =0, (1.152)

holds. The above relation is not valid for ¢ = ¢’, but this pathological point has no consequences
on the rest of the formalism and can be safely ignored. Note that, even if Eq. was
derived for a toy model, it is completely general. Using the above equality, it is possible to
perform a rotation of the fields, known as Keldysh rotation, that gives only 3 GFs different from
zero and automatically account for the correlations between fields living on different branches.
This rotation is performed defining the fields

w%w=:j§wﬁa>+¢a», (1.1530)
$(t) = L (6 () — 67 (1)), (1.153b)

V2

and the same for conjugated fields. The superscripts cl and q that stand for classical and
quantum components are commonly used in literature and the same is done here. The reason
behind this labelling is that it can be shown that for any field with ¢¢ = 0 the total action will be
null, i.e. S[¢%,0] = 0, meaning that the evolution on the forward branch is exactly canceled by
the evolution on the backward branch. This reflects the fact that the fields on the two branches
are the same and it is not a specificity of the toy model but it is valid for any bosonic action.

After the rotation, the new Keldysh-rotated GFs can be described in a matrix structure, with
a? /B = (Cl7 q)

iGR(t, 1) iGR(t, t’)) ’ (1.154)

w03 0) =6 ) = (ealy g s

where the superscripts R, A and K label the retarded, advanced and Keldysh component of the
GF. Their definition is

GR(t,t") = 0(t — t")(G™ (t,t') — G=(t, 1)), (1.155a)
GAt ) = 0t —t)(G=(t, ') — G~ (1)), (1.155b)
GR(t, V) = G=<(t,t') + G~ (t, 1), (1.155¢)

for t # t'. It also follows from the definition of G<, G>, GT and GT that
GA = (G™T G¥ = —(G¥)T, (1.156)

where the Hermitian conjugation involves as before complex conjugation and exchange of time
arguments.

The structure of the matrix G in Eq. is a consequence of the Keldysh rotation procedure,
but it is also directly related to the presence of the closed time contour. Indeed, the price to pay
for working on the closed time contour is a sort of proliferation of Green functions with respect
to the equilibrium case. As a trade-off, this allows to treat with less ambiguity non-equilibrium
situations.
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Figure 1.3. Graphical representation of the 3 different GFs. The solid line denotes a classical
component ¢! while the dashed line denotes the quantum component ¢9.

A small discussion for the equal time case t = ' is now necessary. It can be shown that
GR(t, ) + GA(t, ) = GT(t,) — GT (¢, 1), (1.157)
and because at ¢t = ¢’ time ordering and anti-time ordering are equivalent one has
GR(t,t) + GA(t,t) = 0. (1.158)

In energy representation after a Fourier transform

[ 55 6%+ Grw)l = (1.159)

Note however that from Eqs. (1.155aH1.155D)
GR(t,t) — GA(t,t) = —i, (1.160)

and this is not a specific property of the toy model but a general one being related to commu-
tation relation of bosonic annihilation and creation operators, indeed it is due to the fact that
GR — GA = —i(bb' — bfb) = —i at equal times. One also obtains that in energy representation

/dw [GR(w) — G*(w)] = —2mi. (1.161)

It should be noticed that in practical calculations G® and G* at equal times never appear
alone, but always as a sum or as a difference in the different scenarios investigated in this
thesis. Therefore, the general properties described by Eq. and Eq. are enough
to treat the equal time situation without ambiguities and the continuum notation can be safely
extended to the equal time case. A graphical representation for the retarded, advanced and
Keldysh components of the bosonic GF's is given in Fig where the classical component of
the bosonic field is denoted with a full line and the quantum component with a dashed line.
The arrows are pointing from the annihilation to the creation operator.

In the simple toy model currently under consideration, the GFs can be computed analytically
in position and momentum space. Their expressions are

GR(t —t') = —if(t — t")e =00~ I GR(4) = (w — g +i0) 1, (1.162)
GA(t—t') = (' — t)e =00 L @A (W) = (w — g9 — i0) 2, (1.163)

GK(t —t') = —i[2np(e0) + 1]e=00) L GK () = —27i[2np(w) + 1)0(w — &),

(1.164)
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where the arrows label a Fourier transform. The dependence on the time difference ¢ — ¢/
in position space (and the corresponding frequency w dependence in momentum space) is a
consequence of the toy model, that is invariant under time translations. The occupation number
is present only in the Keldysh component, while the retarded and advanced GFs give information
on the spectrum of the system. In thermal equilibrium, where the occupation number is given
by Eq. the Keldysh component in momentum space has the form

G¥(w) = coth (5(“’2_“)) [GR(w) — G (w))]. (1.165)

This last equation is the well known fluctuation-dissipation relation. This relation is not char-
acteristic of the toy model, but is a general property of systems in thermal equilibrium where
correlation functions and response functions are directly related.

In continuum notation and after the Keldysh rotation, the action .S [Q_S, ¢] is written in terms of
the retarded, advanced and Keldysh inverse GFs as

_ _ —11A / cliyr
S[¢cl’¢Q] = // dtdt/ (¢c1(t/)’¢Q(t/)) ([G—l]g(tvt/) {g_aKg:?;) (?bq((:;))> . (1166)

Off-diagonal elements of the G~ matrix can be obtained from the condition [G~1®/AoGR/A =T,
where o labels convolution operation. It follows that these off- diagonal components can be
derived directly from matrix inversion, i.e. [G~1R/A = [GR/A]=1. In momentum space the
inversion is trivial and one has

[GURA (W) =w — g £i0 25 [GYRA( — ') = 6(t — #/)(idy — £0 + i0). (1.167)

For the non-interacting toy model under consideration the Keldysh component of the inverse
matrix G~! is infinitesimally small and it is just a regularization element responsible for the
convergence of the integral. In interacting models this element is on the contrary different from
zero, in the sense that it is no longer a regularization term.

The form of the action given by Eq. , i.e. the causality structure reflected in the position
of the elements of the matrix G~!, is general for every bosonic action, regardless of the model
under consideration. Of course the bosonic fields and the Green functions are model dependent,
but causality structure is not. This causality structure is written here for convenience

Al—
oo (b ()

where the two off-diagonal elements are mutually Hermitian conjugated and the only non-zero
diagonal element is anti-Hermitian. Note also that the causality structure of Eq. (1.168) is
determined by the Keldysh rotation that gives Eq. (1.154]).

Before proceeding, an additional discussion on the Keldysh component of the GF is needed.
As stated before, the anti-Hermitian Green function G¥ is related to occupation number at
equilibrium. For this reason it is useful to parametrize it with the help of the Hermitian matrix
F' through the relation

GX=GRoF-FoG", (1.169)

where in the toy mode]ﬁ F = F(t,t"). The Wigner transformation, see Appendix of the
function F is called the distribution function. At equilibrium in the bosonic scenario it is
possible to show that

F(w) =1+ 2np(w). (1.170)

4In general F depend also on the spatial coordinates, i.e. F = F(r,t,r’, t').
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Therefore this distribution function, together with the retarded and advanced GFs, can be used
to study the dynamics of a system since the first one gives information on the populations (both
in equilibrium or out of it) while the second ones on the spectrum.

As a conclusion to this introductory part for bosonic fields, consider the slightly more compli-
cated system made of bosons of mass m inside a box. Single particle states are labelled by
vector k and the energies are given by (k) = k?/2m. In absence of an external potential the
Hamiltonian is

H=Y" wk)blb, (1.171)
k

where bk (bL) are annihilation (creation) operators of particles with wavenumbers k. The initial
density matrix is supposed to be the equilibrium one, i.e. py = exp[—B(H — uN)] where N
is the particle number operator defined as N = )" blT(bk. The coherent states needed for the
construction of the path integral are now also labelled by the wavenumber, so in the discrete
notation one has ¢;(k,t). After the passage to continuum notation and the Keldysh rotation
one obtains the fields ¢!(k,t) and ¢%(k,t). The action is

g = ¢ 4 0 i0; — w(k) —i0Y (¢ (k,t)
(1.172)

Also for this system, the Keldysh component is pure regularization because no interactions are
present.

The corresponding GFs in momentum space are

GR(w,k) = (w — w(k) +1i0)71, (1.173)
GAw, k) = (w —w(k) —i0)71, (1.174)
G¥(w, k) = —2miF(w)6(w — w(k)). (1.175)

In position space the action S is

c c - 0 iy + V2/2m — i0 r, ¢t
S[¢ 1,¢q] = /dt/dr (¢ l(ra t)7¢q(rvt)) <Zat +Vz/2m+10 ' 2ZéF > <§Q((;t))> :
(1.176)

Up to now, only non-interacting toy models have been discussed. Interactions are treated directly
in Chapter [2] and [3| where other important concepts such as self-energies are introduced.

1.3.3 Fermionic scenario

The same construction for the path integral representation of Z of the bosonic scenario can be
carried out when the particles involved in the system are fermions. What happens is that due to
the different statics involved some details are different, e.g. the causality structure of the matrix
of Green functions. Also for fermions the theory used to introduce the formalism is a free one
and interactions will be treated in detail in Chapter

The main difference between bosons and fermions is in the different statistics each type of particle
obeys. This is encoded in the fact that while bosonic creation and annihilation operators follow
the so-called canonical commutation relations (CCR) [26], the fermionic ones obey canonical
anticommutation relations (CAR). CAR are defined with the help of fermionic creation and
annihilation operators f! and f as

{Lry=1{rry=1, (1.177)
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where the hat accent for operators is understood. Before the introduction of the path integral
formalism, a small recap on properties of f and fT could be helpful. Consider a single quantum
level: due to Pauli exclusion principle, this level can contain zero or one fermion, i.e. is described
by states |0) and |1). This consideration is valid for any state, therefore the many body state is
spanned by the orthonormal basis {|0),|1)}. Creation and annihilation operators therefore act
on the element of the basis in the following way

F10y=0fM0) =11) f11) =10) fT|1)=0 (1.178)

Notice also that the operators have the properties that ()2 = (f1)?2 =0 and fTf|n) = |n) with
n=20,1.

The construction of the coherent states needed for the formulation of the path integral formalism
is different because of Eq. . Indeed, an anticommuting algebra is now needed to find an
eigenstate of f. This can be done introducing Grassmann numbers denoted as 1), ¢’ that follow
the multiplication rules

Yo' ==y ()? =0. (1.179)
An extremely important property holds for the Taylor expansion of functions of one or more

variables, e.g. f(¢) and f(i1,12), that becomes exact with a finite number of terms

fW)=fo+ fiv f(¥1,¢2) = foo + frovr + forve + fuviie, (1.180)

where f; and f;; are real or complex coefficients and the generalization to more variables is
straightforward. The definition of the derivative on the Grassmann algebra is now natural

0 _y W) _ (1.181)

o o
Also the derivative is anticommuting as can be seen directly from

g 0 o2
T%%f(wl’wQ) =—fu= _67%67%

integration on Grassmann variables is defined as

J (W1, 12), (1.182)

db1=0 [dpid=1, (1.183)
Javr=o [

and this definition can not be derived from first principles.

Now it is possible to define fermionic coherent states in analogy with the bosonic ones, i.e. as
eigenstates of the annihilation operator. These eigenstates must be a linear combination of |0)
and |1) but no linear combination with real or complex numbers is possible. This combination
is on the other hand possible if Grassmann numbers are involved. Indeed, thanks to Taylor
expansion property the state |¢)) that parametrizes the Grassmann number ¢ can be immediately
written as

) = [0) — ¢ |1) = (L —ufF)[0) = e %" |0), (1.184)

and it is immediate to show that f|¢) = v [¢)) because for convention Grassmann numbers and
f, f1 anticommute

{0, f} ={v, /1y =0. (1.185)

Thus the right eigenstate |¢)) defined in Eq. (1.184]) is the desired fermionic coherent state,
obtained with the help of Grassmann algebra. The left eigenstate (1| is

(| = (0] =17, (1.186)
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and 4 is a Grassmann number completely unrelated to 1. Therefore, the superposition of two
fermionic coherent states is

(Yl = eV, (1.187)
and the following equality in the coherent state representation, analogue to Eq. ((1.130]), holds
1= [ ddw e o). (1.188)

where the integration order has a role due to the anticommuting multiplication rules. For any
normal ordered operator the matrix elements on the coherent state basis are given by

WL H( ) [0 = H@, ' )e? (1.189)

and the Gaussian integration over sets of independent Grassmann variables is
/H dw]dw] 1] 1#’1 ”%4—2] 1(¢ij+Xﬂ/"j) =det A 6213 1 X (AT )ngj’ (1190)

where A;; is a complex invertible matrix and y; and x; are two sets of independent Grassmann
variables also independent on 1; and ;. Note that, in contrast with Eq. the determinant
of the invertible matrix is now at the numerator (and not at the denominator) of the right-hand
side of the equation. This is due to the specific properties of multiplication and integration for
the Grassmann numbers.

Now all the ingredients for the construction of the path integral are present. Also for the
fermionic scenario it is useful to consider a toy model with

H=¢yff, (1.191)

with gg the characteristic energy of the model. If the system is in thermal equilibrium at initial
time, the equilibrium density matrix has a trace

trp(—o0) = trpg = 1 + p(eo) (1.192)

The algebra behind the construction of the path integral is now the same used in Chapter [1.3.2
with the only difference lying in the presence of Grassmann variables. After the continuum limit
the partition function is now written as

— [DlG.0] 559 = [Dli,u] exp ( Ja wos)le(t)) . (1.193)

The fields 1 and v are again split between the two branches and the action for the toy model
Eq. [1.19]] acquires the form

S[,¢] = /_Oo dt [ (1) (10 — o) (t) — P~ (£)(i0; — o)y~ ()], (1.194)

where the meaning of ¢ and 1)~ is the same used before. A difference between the fermionic
and bosonic scenario is encoded in the Green functions. Indeed, their definition is the same
given in Eqgs. (1.148a))-(1.148d)) applied to the v fields, but their expressions are different. For
the present toy model,

W)~ () = iG=(t,t') = —np(g)e =0, (1.195a)
(™ (YT () = iG” (t,t') = (1 — np(eg))e =0~ (1.195b)
WT @)t ()) =iGT(t, 1) = 0(t — t)iG™ (') + ( —t)iG< (L, 1), (1.195c¢)
W (O (¢)) = iGL(t,¢) = 0t — t)iG=(t,t') + 0 — t)iG>(t,1). (1.195d)
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These functions are different from their bosonic counterparts in the presence of the fermionic
occupation number ngp = p(gg)/1+p(gp) and in the minus sign in front of this occupation number
in the expressions for G<(>). Fermionic Green functions are not independent too, therefore a
Keldysh rotation can be performed in order to eliminate one of them and restore the correlation
between fields living on different branches as done for the bosons.

A key difference in the Keldysh rotation procedure is that, contrary to what happens to bosons,
¢ and 1 are defined in two independent ways and not as complex conjugated. This is done
because 1) and ¢ used in the construction of the path integral are two independent Grassmann
fields and have to be treated consequently. Keldysh rotation for fermions is defined as [22]

Dit) = =0 () + 47 (1) wz<t>=j§<w+<t>—w-<t>>, (1.196)

%\

a(t) = jﬁww) — (1) Dalt) = \gw(t) (1), (1.197)

The components of the Keldysh rotated fields are no longer defined as classical or quantum,

because Grassmann field can not have a classical meaning because of their anticommutative
nature under multiplication. The rotated matrix of Green functions is given by

R / K /
—itwa0i0) = Gt = (T4 EA). (1.198)

where a,b = 1, 2. The retarded, advanced and Keldysh components are defined in the same way
of the bosonic ones. The different causality structure is a consequence of the different rotation,
and it is also possible to prove that the same causality structure hold for the matrix of inverse
GFs

1y (IGYTHE)[GRTNHEE)
G (t,t) = < 0 A1 () ) (1.199)
Finally, the analytical GFs for the toy model in time and frequency space are
GR(t —t') = —if(t — t")e =00 I GR(4) = (w — gg +i0) L, (1.200)
GAt—t) =0t — t)e =) I @A () = (w — 59 — i0) L, (1.201)
GK(t —t') = —i[l — 2np(eo)]e =) IL GK () = —27i[1 — 2np(w)]8(w — eo).
(1.202)

In thermal equilibrium, fermionic occupation number is given by the Fermi-Dirac distribution
-1
np(w) = (1 n eﬁ(“—“)) , (1.203)
the expressions of G¥(w) contains the fluctuation-dissipation relation for fermions
GX(w) = tanh <ﬁ(°"2_“)> (GR(w) — GA w)]. (1.204)

A parametrization of GX with the introduction of a Hermitian matrix F like in Eq. (T.169)
is possible also for fermions in the same manner. The difference is that in equilibrium the
distribution function F has the value

Fw)=1-2npw). (1.205)

Also for fermions is possible to define a general structure for the action as done for bosons:
the differences are the presence of the fields (1,2) instead of (cl,q) and the different causality
structure of the inverse GFs matrix.
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Another important difference has to be considered: indeed fermions always have a spin index
and this has to be considered in the construction of the general form of the action. However, spin
index can be included directly without changing the structure of the path integral construction
because spin behaves in the same manner on the two branches and does not need a Keldysh
rotation. Therefore, a Grassmann field with a spin index can be split and decomposed in the same
manner described in Egs. — simply adding the spin index itself. In conclusion, the
general form for a system of fermions with spin index o is (sum over repeated indices understood)

Sp, ] = // dx dx’ zﬁa,g(a:) [G;(lf, (:c,x’)]“bwbvgr (o). (1.206)

Now it can be helpful to introduce a new toy model with an energy that is dependent on
momentum and spin. The Hamiltonian of this new toy model is

H=3 > o) fil)fsk), (1.207)
o k

where for example 0 =7, ] and the energy is

k2
eo(k) = . + Hyo, (1.208)
and Hy is a Zeeman magnetic field. The action has the form Eq. (1.206) and the retarded,

advanced and Keldysh components in momentum space are

G (W, k) = 0500 (w — £5 (k) + £i0) ! (1.209)
GE (W, k) = =276, F(w)6(w — £4(K)). (1.210)

A more detailed discussion on GFs when spin and Zeeman fields are present in the system will
be given in Chapter|3] Now it is only relevant to see that spin index does not play a fundamental
role in the form of the action (only an additional sum over spin index is needed) while it affect
in a more deep way the GFs.

A small comment now on the GF's discussed and calculated in the bosonic and fermionic scenar-
ios. All the GFs have been derived for systems with no interaction: while in these non-interacting
systems the actions are called free, the GFs are conventionally called bare. The reason behind
the name ”bare” is that usually interaction are said to be responsible for a ”dressing” of the
GFs, so the name bare is justified in this sense. Another convention that will be adopted from
now on throughout this work is the use of the subscript ”0” to label free actions and bare Green
functions. Therefore, an action like the one in Eq. will be called Sp[t/, ] in the remaining
part of this thesis.
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Chapter 2

Impurities in a quantum bath and
bound states

2.1 Theoretical setup

The system under examination is composed by a bath of degenerate Fermi atoms and a small
number N of impurities. The fermions of the bath are characterized by their chemical potential
p and mass m, while the mass my of the impurities is much larger, so that m;/m > 1. Moreover,
the bath is at low but finite temperature 1. At the energy scales considered, particles interact
only via s-wave scattering and therefore the interaction between the atoms of the bath can be
neglected. It is also assumed that there is no direct interaction between the impurities. In the
language of open quantum systems, the impurities plays the role of the subsystem: indeed, they
have much fewer degrees of freedom than the bath and their dynamics is the main point of
interest in the theoretical description and numerical implementation.

The interaction between the bath and the impurities is modeled as a contact potential of strength
g. Contact potentials have to be treated properly to avoid divergences, but they also make
the theoretical derivation easier and are therefore a suitable choice for describing this type of
systems. Another important assumption is that the de Broglie wavelength of the impurities at
the considered temperature, A = ii\/27/mikpT, is small compared to the typical inter-particle
distance and therefore impurities can be treated as classical objects. This assumption will be
justified in Sec when all the numerical parameters will be introduced.

Impurities are described in first quantization and coordinate representation, while the bath of
degenerate fermions is treated using quantum field theory. The Hamiltonian that models the
system is

H=Hp +H+V, (2.1)

where Hy and H are respectively the Hamiltonians of the bath and of the impurities and V is
the interaction potential given by

N

: p;

=3 (2.2)
2

Ay — /dx ¥ (x) (-an _ u) ¥ (x) (2.3)

N
V= gZ/dx Ul (x) 6(q; — x) U(x). (2.4)

29
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Figure 2.1. Two heavy impurities (violet) in a bath of fermions (pink): the bare impurity-bath
interaction g is responsible for the induced forces between impurities F1.o and for the low friction
region (green).

Here, q; and p; are the position and momentum operators of the i-th impurity, while \i/(x) and
U'(x) are the annihilation and creation operators associated with the fermions of the bath. The
dimensionality of the Hamiltonians is not specified yet and it will be set later.

In the situation considered, the impurities are initially decoupled from the bath, i.e. Vs
not present. Impurities are initially at positions Q; = (qi(¢),...,qn(t;)) then at ¢ = ¢; the
interaction is turned on and the total density matrix of the system p(t) starts evolving under the
action of the complete Hamiltonian H , Eq. . The initial density matrix can be factorized as
p(ti) = p1(ti)@pr(t;), where pr(t;) = |Qs) (Qy| and pr is the density matrix of the fermions of the
bath. The most important quantity to determine is the probability to have a configuration Qy =
(qi(ty),...,an(ty)) at time t = ty, denoted as P(Qy,t7|Q;, ;). This transition probability is
given by

P(Qy, tf]Qis ti) = Tr{(|Qf) (Qs © Ir)p(t)} , (2.5)

where t =ty —t; and I is the identity matrix defined on the fermionic degrees of freedom. In
Eq. it is evident that tracing out the bath degrees of freedom is necessary to obtain the
desired probability, and this operation is done using path integral representation. Indeed, the
transition probability can be written as

Q .
Py Qi 1) = [ D@ [ D [ mer cisiaes (26)

where £(t,x) and £*(t,x) are Grassmann coherent field variables. The functional at the exponent
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is obtained directly from the total Hamiltonian H and it is given by

m N
S[Qu€€ = /e at' § LS )+
j=1

/dx &t x) (ih@t/ - h;:z —u(T) + pI(t’,x)> f(t’,x)} , (2.7)

where € labels an integral on the Keldysh contour and pi(t,x) = gzij\il d(qi(t) — x) is the
instantaneous impurity density.

After an integration over the Grassmann fields in Eq. (2.6]), the formal result obtained is

QF i .m /
P(Qy. t7] Qi ti) = /Q DQ i el@liat 2 fe ', (28)

where ®¢[Q)] is the so-called Feynman-Vernon influence functional [27]. The meaning of ®¢[Q]
can be understood directly from the last equation for P(Qy,t7|Q;,¢;): indeed, in the exponent
of the path integral the last term describe the free dynamics of the impurities related to Hi,
while all the contributions from Hy and V are encoded in ®e[Q]. This description is general and
no approximations have been done so far, but computing and using the exact expression of the
influence functional is generally extremely complicated. Also in this system, with non-interacting
bath and contact interaction, some approximations are desirable.

Integral over Grassmann fields can be carried out analytically with standard techniques for
Grassmann fields, see e.g. Sec. 1.5 of Ref. [25], and therefore the influence functional in Eq. ([2.8))
is formally given by

2v2

2m

iPe[Q] = Tr [log (ih@t — — u(T) + PI(t,X))] . (2.9)
Before starting the chain of approximations that is fundamental in the calculations of this
chapter, a small clarifying comment is useful. The goal of the manipulations is to obtain a
simpler form of the exponent in the path integral for the transition probability: in this way
it will be possible to build an analogy between this system and a classical one and derive the
semiclassical equations of motion for the impurities.

The first step is to expand the logarithm in the expression of ®¢[Q] in Taylor series to obtain
terms of order zeroth, first etc. in powers of the impurity density pr. The first three terms of
the expansion are

. 2¢2 . 292 x
log (zh@t — —%Z — (T + pr(t, X)) = log (zh(?t — —EZZ — M(T)) + log <1 + —ihat_ﬁ;fg(é’g )—N(T)> =
2m

2
—log (i) — 553> — pu(T) ) + ——ol—— 4 (ol ) 2.10
og (10 = T — (1) ) + ihdy— "2V p(T) ik ihdy— 22 (T * (2.10)
Truncating the expansion at second order is justified when the density of impurities is small.
Note that, since the expansion in Eq. (2.10]) only consider py, also strongly interacting impurities
in some limits can be described within this approximation.

Inserting Eq. (2.10) in Eq. (2.9) three terms are obtained: the first term is of order 0 in pr,
does not depend on the configuration of impurities Q and therefore can be reabsorbed in the
integration measure. The second term is of first order in p; and gives this contribution to the
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influence functional

pi(t, x)
Ty <,Lh8t h2v2 > // dxdy Zhat h2V2 — ( ) ‘y> <y‘ P1 ’Qj‘) —

= //e dzdy 6(z — y)p1(x)Ge(r — y), (2.11)

where Gp is the fermionic propagator on the Keldysh contour. Using the explicit form of pr, a
constant energy shift that does not affect the dynamics of the system is obtained. Finally, the
last term, of second order is pr, is

pl(t X //// " 1 / /
Tr — dadydy'd — x
(mat iy ) ydy'dy" (x| Y ') (| prly)

2m

X < ’ Zhat hZVQ u(T) } > ‘pl ’.’L‘
— ////@ dxdydy/dy// Ge(x — y’>p1(y)5(y/ — y)Gely — y")é(x _ y”)pl(x) _
= //e drdy pi(z)Ge(zr — y)Ge(y — 2)p1(y). (2.12)

The resulting expression for the transition probability with the zeroth order contribution reab-
sorbed in the integration measure and the constant energy shift neglected is, with all variables
split on the branches of the contour,

P(Qf,ﬂQz‘,O):/Q PQ’ o DQ” i®(Q,Q") i L WRCTHE 2), (2.13)

with
2(Q,Q") = Z // dt'dt’ //dxdy pa(t , X)Aw(t =t x—y) po(t’)y).  (2.14)

In the last expression, a and b are the branches of the Keldysh contour €, primed variables are
referred to the forward branch, double primed branch to the backward. Moreover, from now
on the impurity density is labelled as p instead of py for sake of brevity without any ambiguity.
In the free term of the action q;? — qj”2 the relative minus sign is a direct consequence of the
splitting onto the two branches as explained in Chapter [Il The key term in Eq. is Agp,
i.e. the entries of the 2 x 2 matrix Ae, defined as

Ae(z —y) = Ge(z — y)Ge(y — ). (2.15)

The four entries are defined through the time ordering operation on the Keldysh contour and
are given by, in analogy with the Green function defined in the previous Chapter

Ay (t,x) = Ar(t,x) =iD'(t,x) (2.16)
Ay (t,x) = —Ac(t,x) = —iD<(t,x) (2.17)
A_(t,x) = —As(t,x) = —iD” (t,%) (2.18)
A__(t,x) = Ag(t,x) = iDT(t,x) (2.19)

In these expressions, D> (¢,x), D<(t,x) and DT(¢,x) are the standard fermionic polarization
propagators of many-body theory [24] 28], i.e. bubble-like diagrams. However, the explicit form
of A is not strictly necessary to derive the equation of motion for the impurities. Therefore,
the derivation of the above equations will be carried out using only general properties of the
propagators, the explicit form of which will be used only when strictly necessary.
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Figure 2.2. Keldysh contour with the vertical piece for the initial average over degrees of
freedom of the bath.

2.2 Effective stochastic dynamics of heavy impurities

Starting from Eq (2.14)) it is now possible to derive the desired stochastic equation of motion
for the impurities. This is done using different approximations justified by physical properties.

2.2.1 Small frequency expansion

Impurities considered in this system are heavy, therefore their dynamics is expected to be slow
compared with the typical timescales of the bath. Then, it is possible to expand A, in frequency
around w =0

d j = " n . d
Awp(t, x) = / % et <Z ‘7"7‘ Féb)(m)> = F(x) +z£5(t)Fé;)(x) +..., (220
n=0
where
FPx-y) = Aplw=0x-y) (2.21)
Fy(x—y) = lm iAab(w, X—Y), (2.22)

w—0 dw

and the dots denote higher order terms in the Taylor expansion that are not considered. Note
that the first term of the expansion corresponds to the infinite mass limit of the impurities when
they are frozen in their position.

It is useful to recall some properties of propagators A, and introduce the retarded propagator
AR to better work with Eq. (2.20). The retarded propagator is defined as

Ar(z —y) = Ar(z —y) — 0(te — ty) Ac(z —y), (2.23)
and by definition
Ap(z —y) = (Ap(z —y))* (2.24)
Ar(z —y) = Ar(y — ) (2.25)
As(z—y) = Acly — a). (2.26)

Now, a slightly different version of the closed-time contour is used here. In this version, also a
vertical piece [29], that represents the initial average over the degrees of freedom of the bath,
is included, Fig Thanks to the presence of the vertical piece, on which the impurities are
not propagating on by construction, the Kubo-Martin-Schwinger (KMS) relation is satisfied,
implying that

Ac(t,x) =As(t—if,x) if 0<Imt<g. (2.27)
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KMS relation is extremely important because in it are encoded information on the thermody-
namic properties of our system, like the equilibrium of the bath. In momentum space it has the
form

Ac(w,x) = e YA (w, %), (2.28)

where A is the Fourier transform in frequency space of A. Indeed,

oo+if

Ao(w,x) = / dt e A (t,x) = / Bdt e“TAL(t,x) =
0 —0o+1

_ e_ﬁw/ du eiw“A>(u,X) - 6_5w£>(w,x). (2.29)

—0o0

Moreover, the spectral density o can be written as o(w, k) = As (w, k) — A (w, k) and therefore

from Eq. (2.28)

‘A - J(w7 k)
Ac(w, k) = B 1 (2.30)
Another useful formulation is
o(w,k) = (1= e )AL (w, k) = (¢ — 1A (w,K), (2.31)
and it is also useful to remember that o is odd in w, i.e. o(—w,k) = —0(w, k).

Finally, from Eq. in momentum space it follows that o(w,k) = 2ReAg(w,k). It is now
evident that only Ag is needed to compute the influence functional: this is possible because
the bath considered is at equilibrium, i.e. on the timescales relevant for the dynamics of heavy
impurities particles of the bath thermalize back to equilibrium state. Note that this is also
in agreement with the Keldysh-rotated GFs introduced in Chapter [I} where at equilibrium
the Keldysh component can be expressed only in terms of the imaginary part of the retarded
component.

With the previously described properties of Ay it can be proved that Fé;)

space, indeed

is odd in position

Fé;)(x—y) = lim d—Aab(w,x—y) = lim / dt e“'Agy(t, x—y) = z/ dt tAg(t,x—y) =

w—0 dw w—0 dw —00 —00

uzt —i/ du ulAgp(—u,x —y) = —i/ dt tAp(—t,y —x) = — b(i)(y -x), (2.32)

—0o0 — 00

where the fact that Agy(z — y) = Ape(y — x) has been used. Thanks to convolution theorem,
the Fourier transform in frequency of At can be written as

— 00 n—w

Bao) = [y {[wotn—w)+ ] Bt + [motn - ) - ——| Betn) -
— (@) + Bew) +i [ an T8, ()

and after a differentiation with respect to w of Eq. (2.33) it follows that

FPx—y)=Fy(x—y)=0 (2.34)

The properties of Fé;) will be used to deal with the form of the influence functional. The first
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step is inserting the expansions of Eq. (2.21}2.22) inside Eq. (2.14)

2Q.Q) =5 3 1Q.Q) (23)

a,b=+

t
1(Q,Q") = / / dt'dt” / / dxdy pa(t , x) At —t ,x—y) pp(t",y) =
0
! 13" / (0) / " . (1) d / " "
:// dt'dt //dxdy pal ) ( F G = y)0( ") +iF) (=) g = alt =1 ) o) =

/ i [ iy potux) |[FS) = vty +i [ as (006)) 6= il = s3] =
—atd. (2.36)

The term o/ can be calculated via an integration by parts

o = i/otdu// dxdy { {pa(u,x)é(s)Fa(;)(x —y)pp(u — s,y)r:u +

s=u—t

» / s a3 F (- 3) o= s.3) | =+

/du/ ds//dxdypaux (5 EL (x — y) - py(u—5,y) =

=i / du [ [ dxdypuu0F) (= y) - pr(uey)
o =i / du [ [ dxdy pulu 8@ ER 6x = ¥)u(0.5) = ol x)30 ~ FG) (x = ¥)puty) =

—i [ [axiy pu(030F x = )0a(0.3) - pultOF (x ~ y)on(ty) = 0 (2.37)

where the last equality is a consequence of Eq. (2.32]2.34)). The influence functional therefore
has the form

2(Q,Q") = Z /du//dxdy pa(u,X)E) (x = y)pu(u, y)+ .
(1)(

. d
Zpa(u>x)Fab X = y)%pb(u)y) :

The next step is using the explicit expression of p inside the above expression for the influence
functional. It is convenient to separate ®(Q’, Q") in two different terms, one without and one
with the total time derivative of p. The first term, the one without the time derivative, is

//dxdy pa(u,X)Fég)(X —y)p(u,y) =

S [ axiy 6~ aaw) £ (x = 91605~ o)) =

i,7=1
N

= > F(@ia(w) — ajp(w)- (2.39)

ij=1

In the second term, the explicit expression for the time derivative is

d
< pb(u,y) QZQJb (ajp —y), (2.40)
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so the term inside the influence functional is

. d
Z//dxdy palu, x)FY) (x — Y) g e, y) =

2922//dxdy5x—qm( DEL (x - Y)quaf o(ajp —y) =

INE 1 ]7

0 )
— ig? Z / Ay F8 (0(u) = ¥) 55— ¥)ajoln) =

1,j=1
N

. 0 )
=ig® ) beé;)(Qi,a — q;j)9;56(u) (2.41)

ij=1

Finally, thanks to Eq. (2.322.34)), the influence functional becomes

)
2(Q,Q") = g Z / du Naig —aj1) + F%O) (ai2 — qj2) — F(qin — i)+
=1 (2.42)

FS)(CILI — qg',z)} .

(1) .. 0
F io— Qi) — i
> (A2 — gj1) — 142 aq

0
~F(qip — qj1) — id
> (di2 — 4j1) — 14, 9q 2

j7]‘
At this point, it is convenient to introduce the so-called complex potential V(x —y):

, 0 ,

V(x—y)=F(x—y) = V(x—y) +iW(x—y), (2.43)

A direct relation between V and the retarded polarization propagator can be derived for this
system. Thanks to Eq. (2.28)12.32) it is proved that

FO (k) = F) (k) (2.44)
FOx) = —FM (k). (2.45)

From this directly follows that

0,0 (w,k) = B(e AL (w,k)) = e ¥ (~BAL (w, k) + uAs(w, k) 275
20 FO) = PO k) + FU (k) = RO (k) - FU(K), (2.46)

and the useful relation

B
2

FO() = =2 PO () =~ FO0) = ~ PO k), (2.47)

is derived. Remembering that o(w, k) = 2ReﬁR(w, k) the small frequency expansion of ReAp
is

ReAg(w, k) = AR(k) + wB®(k) = wBR(K), (2.48)
where AR(k) = 0 because o(w, k) is odd in w. It immediately follows that
~ 2 -
Ac(w, k) = ReARg(w, k), (2.49)
efw —1
and thus
FO (k) = lim ReA (e, k) = 2 BR(k) (2.50)
w—0 ebw ’ 6

FY (k) = —BR(k). (2.51)
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It is now possible to conclude that

FO k) = lim (ReAg(w, k) + iImAg @, k) + A< (w,k)) = ilmAr w = 0,k) + FOk) =
2

= ilmAg(w = 0,k) + BBR(k) = iV(k). (2.52)

So, the complex potential V is written in terms of the retarded propagator Ar as a consequence
of bath properties. The complex potential itself is divided in a real and an imaginary part

Vix—y)=Vx—-y)+iW(x—y), (2.53)

and the real and imaginary potentials V and W can be written in terms of the retarded polar-
ization propagator D® as

V(x—y)=ImAgr(w=0,x—y) = ReD®w =0,x —y) (2.54)
21 21
W(x-—-y) = —Buljl_)nlo ;ReAR(w,x —-y)= B"l}gb aImD (w,x —y). (2.55)

The purpose of having introduced the complex potential is to write ®(Q’, Q") in terms of V and
W, because later it will become clear how real and imaginary potentials affect the dynamics.
Inserting the equalities F 1(70) =iV, F ;50) = —iV* and Fio) = —W in Eq. the influence
functional becomes

. 9 N t
2 . Ak
2(Q, Q") = % E /0 du{iV(qin — qj1) — V" (di2 — qj,2) + W(gig — qj2)+
i,j=1

B 0 . 0
H} i . . M/ i . . i . , 2
+ (q ,2 (]J,l) + 9 q;,1 8qj,1 (q ,2 01],1) ? 5 01;,28 i W (q 1 qj,Q) ( 56)

since W(q;,1 — qj2) = W(ds2 — qj,1) and W(x) = W(—x) for symmetry reasons and
15—V (@2~ 3) =~y Wiz~ i) =~ Waga — ). (257)
(lg,laq%1 qQi2 —4d;1) = 013,18%2 qi2 —4d;1) = —9;,1 Oct;.2 qj2 —d1,1)- .

After a permutation of indices ¢ and j the final form of ®(Q’, Q") is obtained

2 N ¢
g * .
(Q,Q") = 5 E /0 du{V*(qi2 —qj2) — V(a1 — q;1) + 2iW(qi1 — q;2)+
1,j=1

W (a1 - qm)} L (258)
]7

B . ) 0
+§(Qi,1 +q]',2)87

2.2.2 Classical limit

The next approximation made is to consider the classical limit for the dynamics of the impurities.
In order to implement this approximation, in Eq. (2.42]) the change of variables

1
rp = 5((11‘,1 +qi2) Yi =qi1 — Q2 (2.59)

is performed. With this change of variables the free part of the action takes the form, see

Eq. (2.13), N .
m L. .m Lo
S’o[r,y]:hIZ/Odu ri'Yi:;;Z/Odu ¥ yi, (2.60)
i=1 i=1



38 CHAPTER 2. IMPURITIES IN A QUANTUM BATH AND BOUND STATES

after an integration by parts. Therefore inside the transition probability there is the term

. N t
exp (ZZLLI Z/o du t; - yi> , (2.61)
1=1

and the dominant contribution to the path integral is expected to come from the functional
region where the time integral in the exponent is small (or at most order unity). To estimate
this region, please note that fot du t;-y; ~ \/kgT/milyi|, where \/kpT/m; is the average thermal
velocity of the impurities. Then, the stationary phase condition implies |y;| < +/1/mikgT. In
the limit of heavy impurities considered here, fluctuations of |y;| become small compared to all
relevant length scales and thus the influence functional can be expanded to second order in y;.
The new variables r; and y; are inserted in Eq. and the influence functional is expanded,
but this procedure is too long to be reported here and therefore it is discussed in Appendix [A]
It is also better to define the rescaled imaginary potential Wg as

Wr(x—y) = gW(x -Y), (2.62)

for an easier understanding. The resulting transition probability is

?

Ry 0 t
P(Rf,t’Ri,O) = / @R/O DY exp{ ﬁ/o dt/ [yi (mlrl + Fij(R)f'j — Fz(R)) +

- R (2.63)
~yyiaTu®y, |}
where R = (rq,...,rn)T, Y = (y1,...,y~n)7, the sum over repeated indices 7,7 = 1,..., N is
understood and F;(R) and I';;(R) respectively are
N
Fi(R)=—¢") VV(r—r)) (2.64)
j=i
Lij(R) = ¢*Hwy, (vi — 1), (2.65)

where Hyy,, is the Hessian of Wr defined in Eq. (2.62)). Gaussian integral in Eq. (2.63]) can be
carried out analytically leading to
Ry ¢ - : 2
P(Rf,t|Ri, 0) _ / DRe™ Io dT(mIR—mIF(R)R—F(R)) ’
R;
(2.66)

that is the desired path integral over all possible trajectories for the transition probability
between two configuration of impurities. The relative statistical weight of R(¢) trajectories is
determined by the functional at the exponent, which does not explicitly depend on A. Indeed,
this exponent corresponds to an action of Onsager-Machlup type [30], which characterizes path
integral representation of propagators in classical Fokker-Planck dynamics.

A consequence of this conclusion is that the dynamics of the impurities can be described with
a Langevin equation: indeed it is possible to prove that a Langevin dynamics generates a path
integral expression for the transition probability P(Ry,t|R;,0) like the one in Eq. , see
e.g. Ref [2, B1) B2]. Therefore, in the classical limit the dynamics of the impurities is described
by the following equation:

mit; = —I';;(R)T; + F;(R) + ¥,;(R, 1), (2.67)

that is called the generalized Langevin equation (GLE). On the left-hand side there is the
resulting force on the ¢-th impurity, on the right-hand side there are three different terms:
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viscosity, force and noise. The force term F;(R) is defined in Eq. and describe the force
between impurities generated by the real potential V. The viscosity I';;(R) is given in Eq.
and describe the deterministic viscous effect of the medium on the impurities. Finally, the noise
term W;(R,t) is responsible for the stochastic part of the dynamics, being related to random
thermal fluctuations. Viscosity and noise term also satisfy fluctuation-dissipation relation (FDR)

(T;(R, 1)) =0 (2.68)

(T;(R, 1) ® U, (R, 1)) = ZFij(R)é(t — ). (2.69)

The definition of ”generalized” for this Langevin equation is used because both viscosity and
noise depend on the configuration of the impurities, contrary to the standard Langevin dynamics.
Note also that in the FDR the noise is Markovian, as a consequence of the approximations made
so far.

The GLE for this system is a semiclassical equation. Indeed, the description of the dynamics is
based on a purely classical equation typical of a diffusion process but the quantum properties of
the system are now encoded in the three terms on the right-hand side. It is also interesting to
note that in the whole derivation made so far the specific form of V was not specified because it
is not necessary. This point is of key importance, because it makes explicit that a derivation of
V within a better approximation can be inserted directly into the GLE without any additional
manipulation.

Generalized Langevin equation is derived for a generic case with N impurities, but now the
focus is moved to two specific situations, the one impurity and the two impurity scenario. The
first one is an instructive case also used to better understand the formalism, while the second
contains the main numerical results of this treatment.

2.2.3 One impurity scenario

The first situation considered is the one impurity case, because it is the simplest one described
by the model. Because N = 1, the notation is simplified as R = r;1 = r. The force term
disappears, indeed VV'(0) = 0 because of symmetry properties and Newton third law. On the
other hand, the viscosity now only has a constant contribution given by I'11(0) = ~, so the GLE
is

mit = —r + ¥(1), (2.70)

that corresponds to the equation of Brownian motion with white noise that is no longer depen-
dent on the configuration. Therefore, in the long time limit the squared displacement grows
linearly and the kinetic energy thermalizes with the bath as for standard Brownian motion [33].

What is described here is useful also in the generic multi-impurities scenario: indeed, now it
is even clearer that all the force terms are only present when other impurities are considered.
Moreover, each impurity feels a constant friction term v and a configuration-dependent friction
term that is present only in the multi-impurities scenario because sensitive to the modification
of the bath due to the presence of the other impurities. Also in the N > 1 scenario it is possible
to engineer a situation with N independent Brownian motions are present: if the impurities are
distant enough force and configuration-dependent viscosity terms are both expected to become
negligible in absence of long-range interactions.
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2.2.4 Two impurities scenario

When two impurities are present in the system, interesting effects appear. The two GLEs of the
impurities are

mit; = — (yr1 4+ Dia(ry — ro)f2) + Fi(rp —re) + ¥y (r; —ro,t) (2.71)
mite = — (Ia1(r1 — ro)fy +912) — Fi(r1 —r2) + Wa(ry —ro, t), (2.72)

and I'11(0) = I'y2(0) = v as before. Indeed, all the I';;(0) terms have to be equal because they
represent the constant viscosity of the bath. It is however convenient to combine the above
equations to obtain equations for the center of mass, rcy = (r; + r2)/2, and for the relative
distance between the impurities, s =r; —ro

mifon = — (7 + Tra(s))on + %m_(s, 0 (2.73)
mI§ = —(“y — Flg(s))$ + 2F1(S) + - (S, t), (2.74)

where the Gaussian noises are defined as

ni(s, t) = \Ill(s, t) + ‘I’Q(S, t). (275)

It is useful to analyze how Eq. behave for different values of the relative distance s.
When the relative distance is small, the effective friction (v — I'12(s)) in Eq. diminishes
and the motion of s becomes underdamped. On the other hand, in the same regime the motion
of the center of mass experiences an increase in the effective friction and become overdamped.
Finally, when s is large both F; and I'js vanish and the motions of the two impurities become
independent, each one described by a single particle equation like Eq. .

Interestingly, while this result is in strong analogy with the literature about heavy particles in
incompressible fluids [34], 35, B6], when the same approach is adopted for the dynamics of heavy
quarks diffusing in an ultra-relativistic quark-gluon plasma [32], I'12 has opposite sign. This sign
difference is due to the presence of heavy quarks and anti-quarks -that play the role of different
impurities- that couple differently with the bath through a Debye-screened Coulomb interaction.

2.3 Complex potential

In the previous discussion, no details of the complex potential V have been discussed: in-
deed, only general symmetry properties have been used in the derivation of the complete GLE,
Eq. . It is now time to discuss the details of V, that depend on the nature of the bath
(bosonic or fermionic) and on the interactions between impurities and the bath and between
particles of the bath themselves. Also, the fact that the quantum nature of the system is encoded
in V will become evident as it will be shown how considering a bath made of fermions or bosons
change can drastically change the final GLE.

In the system under examination a bath of free fermions at finite temperature 7" in 3 dimensions
is considered. From the definition of Ae in Eq. it is clear that to compute D' are necessary
two Green functions of the bath, i.e. G, that form a bubble diagram. When the bath is made
of free fermions and it is spherically symmetric, D®(w, k) is known analytically even at finite
temperature [28]. Therefore, V (k) and W (k) only depend on the modulus of the momentum,
k = |k| and are given by
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ReD"(w, k) >4 1 < q/ke —v_ q/kp — vy )
— =k dq — ,I)= | log | =———| —log | =—| |, 2.76
N F/O ¢ frota g s A R (2.76)
ImD®(w, k) T kT 1+ B02er—n)
N ! 2,
N vpk (“’ LR (2.77)

where kp is the Fermi momentum, p the chemical potential of the bath (with dependence on
temperature 7" not specified for sake of brevity) and

w k

= — 4 — 2.78
YT Lo T 2k (2.78)
kg
_ 2.
VR m ( 79)
mkg
N= o (2.80)

Now, the derivation of V' (k) and W (k) can be made according to their definitions, Eq. (2.54]|2.55)).
The real potential V' (k) is

> q 1 q/kp —v_ q/kr — vy >
V(k)= —Nkp | dg Lfen(q,T)= lim (log | LEE " V2| o [L5F ~ V1)
(k) F/O e k:fFD(q )lei%<0g q/kr +v_ © ‘q/kF—i—m_
mk% * q 1 q/kF—l—k/QkF q/kp—k‘/QkF
=— dq = T)=llog|—F+————| —log| ——F"F"——| | =
9m2h?2 /0 43 eo(a:T); <°g ’q/kp “k/2ke| % |q/kp + k/2kr
mk2 [® g q+k/2
= — dq = )1 2.81
27T2h2/0' q kfFD(Q) ) og q—k/? ) ( )
while the rescaled imaginary potential Wg (k) is
Nm kgT .. 1 1 4 ef02er—n)
Welk) =~k (1 o e e ) T
mk;F eﬁaF(k2/4k%‘_M/aF)
T 2moph2k B 1 + ePer (k2 /4kg—p/er)
2 Ber (u/er—k? /4k2)
__mt e ’ (2.82)

2mh2k | + ePer(n/er—k?/4kE)

After a Fourier transformation, the expressions of real and imaginary potential in position space
are obtained: they are already written depending on the distance s between two particles as in
Eq. . Spherical symmetry also implies that also position space the dependence is only on
the modulus of the distance, s = |s|

mk in(ks k
Vi(s) = —47r4;;2 /dk; 5 (8 )/dq fro(g, T)q x log Ztkg)
(2.83)
2 in
Win(s) = s /dk Fen(k/2, T)k k(fs). (2.84)

Note that both real and imaginary potential are even in s and they vanish in the limit 0 for
s — 00, as it is expected, while their limit is non-vanishing for s — 0. For finite values of s,
they both exhibit an oscillatory behavior and the dependence on temperature is encoded only in
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the Fermi-Dirac distribution function fpp. The spatial dependence of V' and of Hyy;, is shown
in Fig. while the spatial dependence of Wg is not shown because it does not affect the
equations of motion or any relevant parameter of the dynamics. In the remaining part of this
section, the different force and viscosity terms entering the equation of motion for the single and
double impurity scenario will be analyzed.

2.3.1 One impurity
The single impurity equation of motion, Eq. , is

mit = —r + ¥(t), (2.85)
and the most interesting quantity here is the symmetric 3 x 3 matrix ~y, that is defined as

v = I'11(8)|s=0, (2.86)

as it follows from the definition Eq. (2.65)). The starting point in the derivation of the explicit
form of ~y is the explicit form of I'11(s), given by

) m292 o 381'5]' SiSj
rH0) = s [ a0 a{nao) (55— 250) - 2 g} wtan, (287
where s; and s; are components of s and
h(g,s) = cos(gs) — sin(gs)/(qs) (2.88)

The notation in Eq. is a bit sloppy, because I'1; is evaluated at zero distance by definition.
However, it is more convenient to momentarily maintain this notation to compute the s — 0
limit analytically. This limit is calculated separately for ¢ = j and i # j: for the latter the
relevant terms inside Eq. are

=N, 9) (—35?) - S;?qsin(%) = - ifj (COS(QS) - Sm;gs)> - SZS](JSIH(QS)

st 2 6 s3 6
2 2 4
q q q 0
:SiSj? — SiS]‘? -+ SZ‘S]‘E i> 0, (289)

while for ¢ = j

1 52 32 52 — 352 sin(gs sz
29 (1 - 38’2> — Lgasin(gs) = —— (COS(qS) H) — g¢sin(gs) =

;q +82q——82q—+s E ﬂ —3 (2.90)
Therefore, it is proved that v is a diagonal matrix, because only i = j terms are different from
0 and equal, since the final result does not depend on i. This means that, considering a system
of reference with origin on the impurity, the medium is equally viscous in all possible directions

and a spherical symmetry is present. Now it is possible to move on with the calculations

2 oo 2 2
. mg 1 mg 3 __mg
ll_I%FH( s) = 47r3h3/0 dq q( q > fro(a/2) = 4 3h3/ dq ¢"frp(a/2) = 1553514

) -1 oo Bu e 3
= 3 5(52‘12/8”1—#)) = 3 € == q—
I /O dq q (1 +e ; 4 ¢" 5, ¥ ePrREfEm da - + eBra?/8m’
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where z = eP#. Making the change of variable k = hg+//8m a new form for I, is obtained

8m\*1 > K 32m? 1 _
" <B> 7142/0 k@ =~ (=2 (2.91)

where the definition of Fermi-Dirac integrals has been used and Liy is the dilogarithm [37].
Finally, the expression for the desired constant single impurity friction at finite temperature y
is

8m4 2

C 3ATmS (

kpT)?Liy(—eHM)., (2.92)

The zero temperature limit for v can be derived analytically, considering also the first finite
temperature contribution

smt (2xh? \? , [ T\?
li = lim ——— [ — 2 () Lio(eB(T)
50 T TS0 3hTA < my a) °F <TF> fz(e )
_ 8hk} 2 T\
_ k li =) Lio(eB(T)y —
oot (o) i (7, ) L)
 4hk} 20T N (n2 TR\ 4hkR 2 T2 72
= —k — —+-E) = —k 14+ —— 2.93
i (mwee) () (5 8) =5 (wee) (14 33%) o9
where ¢ is expressed in terms of the more physical s-wave scattering length g = 2wh?a/m,,

my = mym/(mg + m) is the reduced mass, er is the Fermi energy and T = ep/kp is the Fermi
temperature. The most compact form of the zero temperature limit is

Ahk2 2 T2 72
YT—0 = 37rF (mrkFa) <1 + TQ3> . (2.94)

The T'— 0 limit of the constant friction coefficient v is the most interesting quantity to discuss:
in Eq. it is clear that this limit is finite, a non-trivial result. The physical meaning is that
a slowly moving impurity in a bath of fermions dissipates energy, a result that is the opposite of
the one obtained in an interacting bosonic bath, where in 3 dimension v oc 77 [38] and therefore
a moving impurity can not dissipate energy at T' = 0. This is because for Landau criterion [39] a
particle moving in a superfluid can not dissipate energy if it is slower than the critical velocity c,
corresponding to the speed of sound. For fermions there is no such thing as the critical velocity
of superfluid, so even a slow impurity dissipates energy. The reason behind the absence of a
critical velocity is that fermions in 3 dimensions have particle-hole excitation with broad energy
spectrum, so at any velocity the bath is excited.

Interestingly, the same result of Eq. (| can be obtained considering that the energy dissipated
per unit time by a particle moving at Velomty Vis E=—F/V [39, [40].

. * dk dw
E= —/ (277)3/— o 278 (w, k) w27rg dw—k V)=

ng 1
2N (272

/ dk S(k,V,k)k,V = —Fy V. (2.95)

The drag force Fy can be written as

ng 2 2
Fy = 8NW2/ dk S(k.V,k)k, = 4NW// dkydk k) k. S(ksV,\/ k2 +K3), (2.96)
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and Eq. (2.96) can be integrated by parts using the explicit expression of the dynamical structure
factor S(k.V,\/k% + k?). For fermions this expression is given in Ref. [41], Sec. 2.

v(0) w . k?
k)y=—— if <w< kg — — 2.
S(w, k) 5 Toor if 0<w<kup py (2.97)
that gives the conditions 0 < k, < 2mop and 0 < k; < /(2mop)? — k2 in the small velocity
limit. Integral is the calculated as

v(0)V /WF e 2 /V@’””FV—’“g kL
0 0

dk| ————
\ K2+ k2

Finally, using v(0) = 3mN/k (see [41]) and n = ki /67 the expression of Fy, is obtained

8
Yo = —v(0)mVEp. (2.98)

2 N k3 29
8 m 5 _ smN kg g

_ng o Fe 9 2 13y, _
V= aNe g MV R = T e g A
m2kh o Ak m\?
= V=L kpa— | V =vr-V. 2.99
38 I 3 ( Famr> =0 (2:99)

Now, comparing Eq. with Eq. we see that the same result for the friction coefficient
at T' = 0 is obtained (the missing & term is due to the fact that in the last derivation i = 1).
This connection between the statistical structure factor S(w,k) gives also a useful insight on
why ~ vanishes for phonons at 7" = 0 as pointed out before: indeed the dynamical structure
factor in presence of single low energy phonon mode is [39]

S(w,q) = Skd(w — clk]), (2.100)

where c is the speed of sound. Therefore, in agreement with the Landau criterion, the drag force
vanishes for any impurity with speed V < c.

2.3.2 Two impurities

In the previous section the single particle friction coefficient v has been discussed. On the other
hand, when two impurities are present in the system, the equation of motion for the distance s
and for the center of mass roy, Eq. also contain other terms different from ~. As
before, these equations are written again here

mion = —(3 + Tia(s)fow + 571+ (5,1) (2.101)
mi§ = — (v — I'a(s))s + 2F1(s) + n—(s, 1), (2.102)

The main ingredients of the above equations are F;(R) and I';;(R). After all the proper differ-
entiations their expressions are

) 2 i 0 00 k
Fi(s) = 0y /0 dg ah(q, ) /0 a1k fen (K /2) 1og qu] (2.103)
T%,(s) = a(s)dy + 5(;;)‘2? (2.104)
2 2 00
(s) = ~oigisa | 40 a9 fev (/2
2.2 (o)
5(5) = oz [ da alBh(a.s) + assin(as) frn(a/2)

(2.105)
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Figure 2.3. Spatial dependencies for kpa = 0.19 and T/Tr = 0.2, 0.1, 0.05 (dotted-dashed
green, dashed red, solid blue lines). Panel a): real potential V' (s), the horizontal dashed lines are
V(s = 0)+3kpT/2 and their intersection with potential lines gives the typical size of the bound
state radius ry, further details in Sec V(s) is not visible for T'/Tr = 0.1 because hidden by
the other lines. Panel b): Difference between ~ of Eq. and the diagonal component of the
viscosity matrix v — I'%%, in units of y7r—g, Eq. , i.e. Eq. for T'=10. When |s|kp = 6
the oscillations decay because the contribution of I'{%, vanishes. Inset: small s behavior. Panel
¢): Sum between « and the diagonal component of the viscosity matrix v+ I'%, in units of y7—o.
The behavior of the oscillations is the same of the previous panel. The horizontal dotted lines
in panels c¢) and d) reiterate that at large distance mutual friction I'15 is irrelevant and only the
single-impurity friction « is present. The deviation at large distance is captured by Eq.
Panel d): Off-diagonal component §(s) of the friction coefficient matrix I'Y}, in units of yr—.
Also here the oscillatory behavior vanishes for |s|kp 2 6.

where h(q, s) is defined in Eq. (2.88)) and I‘Zfz has been written in order to encode the off-diagonal
component in /3(s).

The presence of the second impurity in the system strongly modifies the equations of motion:
both the relative and the center of mass motions are Brownian-like with distance-dependent
friction and not decoupled from each other. Notice that for both the center of mass and relative
motion the friction matrix is in general non-diagonal and that while in the diagonal component
are present both the single-impurity friction v and the multi-impurity friction I';;, in the off-
diagonal component only the latter is present. As discussed above, both VV(s) and I'%(s)
vanish in the limit for s — oo and when this happens each impurity follows an independent
Brownian motion like the one described in Eq. .

The presence of distance-dependent friction is due to the breaking of spherical symmetry of the
one impurity scenario that happens when the second impurity is added: indeed, now there is
a preferred direction along the relative distance vector s and the system has cylindrical sym-
metry. This symmetry argument has physical grounds based on polarization effects: indeed,
each impurity modifies the bath in its proximity affecting the possible collisions between other
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impurities and bath fermions. Since friction is related to the imaginary part of V that accounts
for collisions, when more than one impurity is present in the system friction has to depend on
the configuration of impurities as observed here.

Until this moment, only the limits for s — 0 and s — oo at finite T' for both F(s) and I'12(s)
have been discussed. When an arbitrary distance s is considered, the integral over momentum ¢
in Eq. , and so in Eq. , leads to a divergence. This divergence arises from the fact
that a simple bubble diagram, without any renormalization process, is considered. A complete
renormalization procedure for V is not the scope of this treatment, therefore a physical cutoff
A for the integral over ¢ and a renormalization of the s-wave scattering length a [42], 43] are
instead used

o AN
dkpa = ——+ — . 2.106
ra <2mr ng + TI'kF> ( )

From now on, the interaction will be therefore no longer characterized by the bare coupling
constant g but by the renormalized scattering length kpa of the above equation. In Fig. a)
the induced real potential, which clearly has a weak temperature dependence, is shown. The
weak dependence is compatible with the fact that temperatures mainly affects collision, that
are however characterized by the imaginary potential W and not by V. In Fig. also I'1g is
shown: in panels b) and c¢) the underdamped (overdamped) character of the motion for small
relative distance (center of mass coordinates) of Eqs. is visible, while the off-diagonal
component [3(s) is on the other hand shown in Fig. d)

Interestingly, if g is not renormalized as prescribed by Eq. and the upper integration
bound A of the momentum integral is modified, V' (s) shows a much stronger dependence on A
than W (s): in particular, V' (0) depends linearly on A, while for small values of s the dependence
is more complicated but still stronéﬂ A different possible strategy to deal with divergences is to
use some resummation schemes, like the ladder one [24] or others, to go beyond the 1 particle-hole
approximation adopted here.

Finally, note that in the 7" = 0 limit for V' the RKKY interaction [44], 45, [46] is recovered
because V() is by construction a finite temperature version of it. Finding a RKKY-like induced
interaction is not particularly surprising for this system since the impurity-bath interaction is
of density-density type.

2.4 Numerical implementation and results

The equation of motion for an arbitrary number of impurities, Eq. , is a stochastic equation.
When more than one impurity is present in the system, the equation has to be solved numerically.
As usual in stochastic dynamics, more than one trajectory has to be simulated, in order to
obtain average quantities. In this Section the focus is on the results obtained simulating 1000
trajectories for the dynamics of two impurities at different scattering length and temperature.

2.4.1 Stochastic-Verlet algorithm

The numerical solution of a stochastic equation is obtained through proper algorithms: in
this work the so-called stochastic-Verlet algorithm [47], modeled on the standard Verlet al-
gorithm [48], is used. The standard Verlet algorithm was derived for non-stochastic systems

!"Empirically, it can be verified that this dependence is proportional to Si(As), with Si the sine-integral function.
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that satisfy Hamilton equations for coordinate q and momentum p

. P
= = 2.107
a= (2.107)
p =F(q), (2.108)
and for any dynamical variable A(q, p) the equation of motion can be written
A=LA, (2.109)
with formal solution
A(ar, pr) = ¢“"A(q, p), (2.110)
where £ is the general deterministic propagator
c=q2 1 p2 (2.111)

dq ~Op

This propagator can be written as the sum of propagators for the coordinate and the momentum
update, respectively £ = L@ 4+ £®) with £@ = q0q and L) = pOp. These new propagators
act as

G = q@ = q+ %t (2.112)
eL(Q)tp _ pglI) —p (2.113)
Pt = qu) —q (2.114)
Lty — ng) =p + F(q)t, (2.115)

and it is possible to decompose the action of the general propagator in an approximated form
that involves only the direct action of coordinate and momentum update, like

Lt = LWt/2oLW L2 o(t?). (2.116)
This particular decomposition is the cornerstone of the Verlet algorithm: indeed, the time
evolution from ¢y, where (qp, po) is known, to ¢ty + At is obtained in three steps:

1. Update the coordinate qg to half of the desired timestep At/2: the intermediate coordinate
q. is obtained

2. Update the momentum py to pa; using q+
3. Update intermediate coordinate q4 to the finale coordinate qa; using pa.

This procedure can be applied to both deterministic and stochastic dynamics. In the stochas-
tic case this algorithm works well for the Ornstein-Uhlenbeck (OU) process [33] that in one
dimension is described by the equation

p= 7o+ F+ /2ksTy6(t), (2.117)

where 7 is the friction coefficient, F' is the force term and the noise ¢(t) is a Gaussian white
noise with

(6t) =0 (p(t)p(t)) = d(t —1)). (2.118)

The OU process can also be written in the form

dp — —7%dt + Fdt + /2ksTdo(t) (2.119)
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which has an exact solution given by [33]

o, m —a -
Peans = pre”® + ;F(l — ™Y + /mkpT (1 — e=2%)¢y, (2.120)

with a = yAt/m.

It is now possible to write the explicit procedure of the stochastic-Verlet algorithm with F' and «
that depend on the coordinate g. Following the steps defined above the discrete time evolution
from t to t + At for an OU process at second order in At is given by

1
qt, =q+ %ptAt (2.121)
Pirar = pe(l — alqey)) + Fae, ) At + 1/ 2mksTo(q:, )¢ (2.122)
1
Qt+At = Q. + %thrAtAt- (2.123)

Note that the updates described by Eq. (2.12142.123)) come from a decomposition of £ like the
one of Eq. , the only difference being a proper momentum update for the OU process.
Also, all the exponential function are substituted with their expansion at first order in At,
because they are computationally expansive when « shows a dependence on the coordinate as in
this case. Another advantage of this algorithm is that friction and force evaluation, that are the
most computationally expansive processes in the algorithm, are required only once per timestep.

Now the algorithm of Eq. has to be applied to the system with two impurities.
The problem is that the algorithm described above is valid for 1-dimensional process, while
the system of equations that has to be solved is made of two coupled 3-dimensional equations,
Eq. . It is indeed more convenient to work with the form of the GLE where each
impurity position is explicitly described than the one with relative distance and center of mass
in the numerical implementation.

Anyway, it is still possible to use the one-dimensional algorithm after some manipulations. The
first step is finding the matrix M for the change of coordinates that makes the matrix I'io
diagonal: in this way 6 equations like Eq. are obtained. As second step, the previously
found change of coordinates is applied and the forward time evolution procedure of Eq. ([2.121
is computed, obtaining the coordinates and the momenta at ¢t + At in the new basis.
Finally, the inverse transformation M7 = M~! is applied to return to the original Cartesian
coordinates. The procedure is analogous at the next time step, with a new matrix M that has
to be found.

2.4.2 Results of the numerical simulations

Now that the algorithm is defined, the results of numerical simulation are discussed. A mass ratio
my/m consistent with the hypothesis of heavy impurities and the condition on the ratio between
the de Broglie thermal wavelength and the inter-particle spacing 27 /kr has to be chosen. The
value considered for the mass ratio is my/m = 30, close to mixtures realized experimentally, like
the 133Cs-°Li one where the mass ratio is 22.17 [49]. Moreover, with this value also the condition
Mkp/2m < 1 is satisfied for T'/Ty = 0.05, 0.1, 0.2. In the system with two impurities, a bound
state of typical size rpis possible [32], where 7y, is estimated matching the average kinetic energy
provided by the coupling with the bath and the mediated interaction, (kpa)?V (r,) o< 3kpT/2.
This condition means that the impurity pair is in thermal equilibrium with the bath and their
average distance is therefore fixed by temperature and scattering length, providing a classical
analogue to the notion of bound state. As expected, an increase in temperature (scattering
length) leads to a larger (smaller) ry, see Fig ). The process of bound state formation, i.e.
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Figure 2.4. Two representative trajectories generated by the GLE from a configuration with
relative distance ry,, kra = 0.19 and 7'/TF = 0.05. Color map labels the time and components
s, and s, are shown. Note that the motion of the impurities is also not confined on a plane due
to noise. In the trajectory reported in panel a), the impurities remain in the bound state up to
t = 3000 tp. In panel b): the dissociation of bound state starts at t ~ 1000 ¢tp. The motion of the
bound state becomes quasi one-dimensional in this case, as a consequence of angular momentum
dissipation.

impurities that are initially far apart and come eventually closer up to ry, is not the case study
of these simulations: on the contrary, the focus is on the dissociation process.

With the stochastic Verlet algorithm previously explained, 1000 independent simulations for
the time evolutions of the impurities are performed. Initially, impurities are at rest with an
initial random position rq, ro with the constraint |r; — ra| = 7. Time is in units of Fermi time
tF = ﬁ/ EF.

All simulations show that in the long-time regime impurities separate and each one diffuses
according to the dynamics described by Eq. , i.e. two separate single-impurity Brownian
motions are present. In Fig. two typical trajectories are shown: in panel a) the distance
between impurities is comparable to 7y, throughout the simulation time shown, while in panel b)
the dissociation process and the beginning of the two independent Brownian motions are shown.

The lifetime 7 of the bound state is calculated as the average of dissociation times. In the
low temperature regime, i.e. when the dissociation is a thermally activated process, Kramer’s
theory [50] can be used to compute 7:

K 2myePV
=2 — e (2.124)

Ka /72 +4Kmy —~

where K and K, are the curvature of the potential at the top and bottom of the barrier, U is
the energy barrier that separates bound state and free continuum and the friction coefficient = is
taken from Eq. . Note that in this case the energy barrier is determined as U = max V' (s) —
V(rp), and can be inferred directly from Fig. a), because max V' (s) ~ V(kps = 2.4). As one
could expect, a larger scattering length will determine a larger U and a larger temperature a
lower U.

The lifetime can also be inferred directly from numerical simulations, indeed the bound state
is considered dissociated when kps > 2.5, since at this inter-impurity distance the slope of
V(s) changes. A typical evolution of the inter-impurity distance is shown if Fig. a) for
kra = 0.19 and T/Ty = 0.2 (dotted-dashed green line), T/Tr = 0.1 (dashed red line) and
T/Tr = 0.05 (blue line). For the latter the dissociation occurs at ¢ > 350tr, while for the others
the beginning of the dissociation process is visible. Lifetime 7, shown in Fig. b) for different
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Figure 2.5. Panel a): single shot time evolution of s = |s| at kra = 0.19 for different tempera-
tures: solid blue line is T'//Tr = 0.05, dashed red line is T'/Ty = 0.1 and green dotted-dashed line
is T'/Tr = 0.2. The dissociation of the bound state is visible for 7//T% = 0.1 and T/Tx = 0.2.
Panel b): Numerically observed lifetimes 7 as filled symbols at different T'/TF and kra, solid
lines are theoretical predictions of Eq. . Statistical uncertainties are smaller than the size

of the symbols.

kra, is obtained averaging all the simulated trajectories. Numerical results (filled symbols)
perfectly agree with the predictions of Kramer’s theory, see Eq. , shown as solid lines in
Fig. The implication is that at the temperatures considered the dissociation is a thermally
activated event. The considered range of temperatures is experimentally accessible. Moreover,
typical Fermi time in recent experiments, see e.g. [4], is of order 1072 ms, and therefore it should
be possible to detect experimentally a dissociation time between 100 and 1000 ¢g. An agreement
between an experimental dissociation time and Kramer’s theory would be a confirmation of the

classical approach adopted here.

An interesting feature that can be inferred from simulated trajectories with long lived bound
states is that the relative motion of the impurities tends to become quasi one-dimensional before
dissociating. To analyze this feature, the evolution of the modulus Ly, of the internal orbital
angular momentum L, = mis X § is studied. As shown in Fig. for a typical trajectory,
after an initial transient time L., tends to oscillate around a plateau value L,s and then
it drops around the dissociation time. Since in the same time interval the values of |s| and
|$| are almost constant, the drop in internal orbital angular momentum indicates a more one-
dimensional motion. The relative loss of Loy, for the single trajectory is calculated as ALg/ Ly, s =
(Lowp(t = 75) — Lps)/Lps and Loy (t = 75) is the modulus of Ly, at dissociation time of the
single trajectory 75, see Fig For short time after dissociation L, increases rapidly due to
the last momentum kick that causes the dissociation of the bound state. Finally, the averaged
relative angular momentum loss AL/ Ly, is calculated by averaging over all the trajectories with
the same scattering length and is shown in the inset of Fig [2.6]

2.5 Effective mass

In the whole description of this system of impurities in a bath, a typical property of polaronic
systems is absent: the effective mass. It is indeed well known [51] that when a full quantum
mechanical description of a system made of an impurity in an environment is adopted, the bare
mass of the impurity is dressed by the interactions with the environment. A similar result can
be obtained also in this formalism, performing a second order expansion in frequency as it will
be shown below. The net effect is that now in the influence functional terms proportional to ¢>
and q are present, leading to a modification of the bare impurity mass mj. A drawback of this
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Figure 2.6. Time evolution of the modulus L}, of the internal orbital angular momentum with
krpa = 0.19 and T'//Tr = 0.05 along a typical trajectory. Solid blue lines indicates the value at the
dissociation time Loy, (7s) and the plateau value Ly s, while the vertical dashed line indicates the
dissociation time 75. Also the absolute value |ALg| of momentum loss is shown. Inset: relative
momentum loss averaged over all the trajectories with the same scattering length.

expansion is that it will be no longer possible to describe the system through a GLE: thus, the
focus of this section is only the derivation of this mass dressing effect and the form of a new
equation of motion will not be considered.

The new form of the small frequency expansion already performed in Section is now

Aapl(t,%) :Fg)(x)(s(t)+¢F<g>(x)%5(t) 2F£)( )C‘ll;a() , (2.125)

with

2

d
Féf) (x-y)= lim, 70 ——Aup(w,x —y). (2.126)

The influence functional can be written as ® = ®O) + oM 4+ @) where @) denotes the term
of ® that contains F LS;)). The sum ®© + &) was derived before and gives Eq. (2.42), so only
®?) has to be discussed here. The procedure is analogous to what has been done before

»(Q,Q" = Z 12(Q, Q" (2.127)

a,b=%

2
1(Q,Q") = // dt'dt’ // dxdy pa(t',x Féb)(x -y) <d(t’(it”)25(t, - 75”)) pp(t",y) =

s [ [ as [ axay putu0ED 031 (1500 531 29)
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First, consider the integral over time s. After an integration by parts the integral becomes

u d2
[ s a0 E =30 ((5290)) = sy =
=Cotg [ dspuusF (x =) 8 Ll —sy) =
1 [ (2) d d
=Co— = o, %) F P (x — y) = 5(s) = py(u — s, y) =
0 2/J_tdsp (u,x)F,;" (x y)dsé(s)dupb(u $,Y)

=Gt e +l/u A3, ) FD (x — )6(5) - pis(u — 5,y) =

—G+G+s ) 5pa(u, x)F,; Y)(s) g ppu—s,y) =
1 U 2) d2

=Co+C1 — 3 u_tdspa(%X)Fab (x — Y)5(3)WPB(U —5y) =
1 d?

= Co+ C1 = Spa(uwX)Fyy) (x = y) 2z o, ), (2.129)

where Cy and C are obtained after the two needed integration by parts

_ 1 @4 1 @, o d
Co = 2pa(u7 X)Fab (X Y) du5(U)pb(U, Y) + 2pa(u7 X)Fab (X y) d(u — t) 5(“ t)pb(tv y)
(2.130)
_ 1 &) d 1 ) d
Ci = —gpa(u,x)Fab (x — y)é(u)%pb(u,y) + §pa(u,X)Fab (x—y)o(u— t)%pb(t,y). (2.131)

It can be easily proved that

t
1 ) .
[ (Co+ 1) = 5F (x = 3) 10.x)00(0.5) = 2 0.%)n(0.)
—ﬁa(t,X)pb(t,Y) + pa(t7x)pb(t7y)] (2132)
and that ) ,
FPx—y)=Fy3 (y—x) (2.133)
using the same procedure of Eq. (2.32). Combining Eq. (2.132)) and Eq. (2.133) it follows

immediately that
t
> / du (Co+C1) =0, (2.134)
0

a,b=+

and so these two terms do not contribute to ®?, that can bow be written as
. t
80(Q.Q") =~ 3 [ du [[axdy pu(u PG x - )i (2135)
a,b==+ 0

To proceed further, as done before the explicit form of p is used and the following relation for
the total second derivative is used

&2 N, 02 .0
WPI;(%Y) = QZ <qj,bay25(%',b(u) —y) — Qj,b%d(Qj,b(u) - y)) : (2.136)

Jj=1

With this expression is possible to write, after the integration over x and y (now the sum over
a, b is understood)

@) A A ig? ! o 0% .0
P(Q,Q") = —— Z Z /d’u Do 55 Py (ia — djp) + Ajps—Fyy (dia — Q) | -
4 T e o 51 45t

(2.137)
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Figure 2.7. Effective mass mj/my for T/Ty = 0.05, (blue), T'/Ty = 0.1 (red) and T/Ty = 0.2

(green). Bare mass of the impurity is m; = 30 m.

Next, properties of F ég) have to be investigated. The same procedure of Sec is used to
obtain, with ReAR (w, k) = wBR(k) + w3CR(k)/6

FP(x) = I (x) (2.138)
F?x) = F?(x)* 2.139

po(x) =Fp (%) (2.139)
FO (k) = gBR(k) + ;BCR(k) (2.140)
FP (k) = ng%k) + ;BCR(k) +iV® (k) (2.141)
VA (k) = lim j;ReDR(w,k). (2.142)

Until now, the focus was on the second order frequency expansion term &2 and on the properties
of F g), but the relevant terms for the effective mass correction were not discussed. Indeed, an
effective mass correction is expected from real terms that can be absorbed into the sum of the
actions iSy + i®?): the only candidate for a real correction to the mass is the term V(2 that
is present in FE) and Fg), while Fg) only gives imaginary corrections that affect the friction
tensor.

If more than one impurity is present in the system, some contributions to the effective mass that
depend on the inter-impurity distance are present. However, also a single-impurity contribution
has to be present in the system, analogously to the viscosity tensor. Therefore, only the single
impurity case will be considered for simplicity to discuss mass dressing effects.

Consistently to what is done in Sec and Appendix [A] the classical limit and the expansion
of ®? to second order in y are performed. The result of these operations is that now one has
that

t 2
i(So 4+ ®P)) = —i / du <m1 + %}CV@) (0)> iy, (2.143)
0

where Hy, (o) is the Hessian of V@ defined in Eq. ([2.142). The effective mass of the impurity
my is then defined as the prefactor of ¢ - y. With this definition the ratio between effective and
bare mass is

* 2

7:14_97

- oy Hy 2 (0). (2.144)
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Considering the mass ratio mj/m = 30 as done before, an estimate of the effective-bare mass
ratio for different temperatures in function of the inverse scattering length 1/kpa is shown in
Fig. In the BCS side, i.e. for 1/kpa < 0, the dressing effect is very small with a value about
10% of the mass of one particle of the bath, while on the BEC side, i.e. 1/kpa > 0, the effective
mass increases. The increase of mj/m; from the BCS to the BEC side is in agreement with
previous results [52]. Finally, the expected transition from polaron to molecules in the BEC
side [51], that happens at 1/kpa values closer to 0 for increasing impurity-bath particle mass
ratio [53], is not present. Indeed, in the present semiclassical description it is not possible to
capture the formation of the molecular state, that is a purely quantum effect.

2.6 Conclusions

The goal of this Chapter was to describe the dynamics of N heavy impurities in a fermionic
bath and see how the bath influences the impurities. Some approximations were performed in
order to trace out the degrees of freedom of the bath and describe the dynamics of the impurities
with a semiclassical generalized Langevin equation Eq. . The label ”semiclassical” is used
for this equation because the quantum nature of the system is encoded in the induced force
and viscosity terms, while the equation is itself classical. The main approximations are the low
impurity density and heavy impurities: thanks to the first one an effective action at second
order in the coupling constant g, defined in Eq. , is derived, and thanks to the second
approximation the timescales of bath and impurities dynamics are separable.

The main focus was on system consisting of two impurities and on its dynamics. In the short-
time regime it is found that the interplay between the induced interaction and the thermal
fluctuations leads to the formation of a bound state characterized by a radius 7, and a lifetime
T.

A way to include further dressing effects in this treatment in order to describe the appearance of
the effective mass is also described. This is relevant because effective mass is a typical feature of
polaronic systems [51]. For this discussion, only the single-impurity scenario has been considered,
and it is proven that in the heavy impurity approximation considered here the dressing of the bare
impurity mass small effect, as expected considering previous work in literature on the effective
mass of heavy particles [52]. Moreover, if the dressing of the mass is consistently included in
the model it is no longer possible to derive a generalized Langevin equation for the impurities.
On the other hand, since the dressing of the mass is small in the limits considered, a possible
phenomenological extension of the model presented here is the substitution of m; with m7 inside
the GLE. This extension is also reasonable because the presence of other impurities is expected
to have a weak effect on the effective mass.

The more promising experimental platforms on which these predictions can be tested are Bose-
Fermi mixtures, which have been experimentally widely studied in past years for mixtures such
as 9K-23Na [54], #'K-5Li [55] 56], “°K-8"Rb [57] among many others. In recent years, two ex-
perimental realizations of a mixture of Bose-Einstein condensates of heavy impurities and Fermi
gases of light particles designed to study the induced interaction between bosonic impurities
have been achieved with a mixture of 8’Rb and K atoms [58] and with a mixture of 33Cs
and SLi atoms [59]. However, in these systems the density of impurities is relatively high and
therefore this description in terms of impurities independently diffusing may not be accurate
enough to compare predictions made here and experimental results.

It is worth remembering that the same technique used here has been applied to the dynamics of
heavy quarks diffusing in an ultra-relativistic quark-gluon plasma [32]. In this work, an effective
model of quantum chromodynamics was employed, in which an effective finite temperature
Abelian field theory is used to describe the dynamics of the deconfined plasma. In that approach,
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heavy quarks and anti-quarks are two distinct types of impurities, while light quarks and anti-
quarks play the role of the bath. All quarks in the system are coupled through a Debye screened
Coulomb-type interaction. As a consequence, the sign of I'19 is different from that of the present
Fermi system. Therefore, the relative internal motion of the quark-antiquark pair is overdamped,
while the motion of the center of mass experiences a reduced effective friction. It should be
interesting, as an outlook, to mimic this situation in a cold gases experiment, using two atomic
species or two properly selected different hyperfine levels that couple with opposite sign to the
particles of the Fermi bath.

The extension of the present simulation strategy to a superfluid fermionic bath and to many-
body systems of impurities would also be extremely valuable to understand the properties of the
outer layers of neutron stars, such as modifications to transport properties of the crust like the
thermal conductivity [60, [61], the neutrino opacity [62, [63] [64] and entrainment effects caused
by the presence of the medium [65].

A final comment about the statistics of the impurities is also useful. Throughout all the Chapter,
classical impurities were considered and this can directly impact the induced interaction, that
is found to be always attractive. An interesting question is what would happen if the statistics
of impurities is considered. If this is the case, the character of the induced interaction depends
on the statistics of the impurities, and can be derived within Fermi liquid theory [66] 67, 68].
Within this framework, it has been proved [69] that the induced interaction is always attractive
for bosonic impurities and always repulsive when the impurities are fermions. This result can
be considered in agreement with the semiclassical derivation here adopted, that neglects the
quantum statistics of the impurities: indeed, since fermions have no classical counterparts,
induced interaction between classical impurities must have the same character of the bosonic
induced interaction. A possible way to go beyond the limit of classical impurities is to consider
also impurities in second quantization and derive a kinetic equation, similar to what will be
done in the next Chapter for a different system. Another possibility is to derive a Lindblad-like
quantum master equation for the density matrix of impurities, for which the limit of classical
impurities is in principle not required [70]. In either case, it is not possible, however, to obtain
equations of motion that have the simple form of coupled GLEs if the quantum statistics of
impurities is retained.



Chapter 3

Fermi polarons and Rabi oscillations

3.1 Theoretical and experimental setup

3.1.1 Introduction to polarons

In quantum physics the problem of impurities in a complex environment spreads through several
fields, spanning energies from liquid helium [71] and ultracold atoms to nuclear matter and quark-
gluon plasma. This problem consists in the description of the properties of some particles when
also a large bath is considered, and in seminal works on conduction electron in dielectric mediums
Landau and Pekar [72] [73] introduced the concept of polarons, i.e. quasiparticles resulting from
the dressing of electrons with collective excitations of the material.

The very same idea of impurities dressed by the interaction with the medium has been experi-
mentally realized in the context of ultracold atoms with imbalanced mixtures made of different
atomic species or using atoms of the same species in different hyperfine levels. In these mixtures,
the atoms of the majority component act like a bath, while the atoms of the minority component
play the role of impurities that will form the polarons after the dressing. As one could imagine,
physical properties of the polarons are strongly dependent on bosonic or fermionic nature of the
bath, therefore polarons are usually defined as Bose or Fermi polarons reflecting the underly-
ing statistic of the bath. Moreover, also the physical process behind the dressing is different:
for Bose polarons the excitations are single-particle for a thermal gas or Boguliobov-type for
a condensate [74], [75] [76, (77, [78], while for Fermi polarons excitations come from particle-hole
mechanism [52] [79].

Using cold atoms in the realization of polarons has some advantages both in theoretical descrip-
tion and in experimental realization. First of all, on the theoretical side, as result of low tem-
peratures and short-range interatomic potentials, only s-wave scattering gives a non-negligible
contribution. Second, in a large range of bath-impurity mass ratio mp/my three-body effects
can be neglected and the bare interaction can be considered as a contact interaction solely char-
acterized by the s-wave scattering length a [80, [8T]. Finally, it is often possible to experimentally
tune the interaction between impurities and the bath using the mechanism of Feshbach reso-
nance [43, [82], i.e. tuning an external magnetic field in order to change the scattering length in
a very controlled way. With the help of Feshbach resonances it is possible to investigate both
weakly and strongly interacting regimes for the polarons for the same system.

For polarons, some relevant physical properties (that will be characterized mathematically later
in the Chapter) are usually defined:

1. Effective mass m.

2. Polaron energy K,

o6
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3. Quasiparticle residue Z.
4. Decay rate I’

The effective mass is a quite intuitive quantity and it was already mentioned in Section as
soon as the impurity starts to interact with the medium, it is dressed by the interaction with
the other particles. One of the effect of this interaction is that the bare mass mj is modified and
an effective mass m, has to be considered. For the same reason, also the ground state of the
impurity is now different. Therefore, the energy spectrum is different from the non-interacting
one and it is labelled as E,,. The quasiparticle residue Z represents the overlap between the
bare and quasiparticles states. The quasiparticle residue has values between 0 and 1, and Z =1
refers to a perfectly defined quasiparticle while Z = 0 refers to the fact that a quasiparticle can
not be created in the system under examination at the present conditions and the quasiparticle
description is no longer valid. The quasiparticle residue can then be seen as a measure of how
much the polaron is similar to the bare particle [83]. Finally, the decay rate is related to the
lifetime of the polaron. For well defined quasiparticles, this decay rate has to be much smaller
than the polaron energy.

The take-home message of this small introduction is that when polarons are involved, they
have to be characterized via their relevant properties ms, Epo, Z and I'. In literature, these
properties have been investigated for both Fermi and Bose polarons in a variety of papers,
experimentally [84, 85 [86], 87, 88| and theoretically with analytical methods or MonteCarlo
calculations [89], 90] O] [79]. The characterization of polaron properties is of central importance
also when the dynamics is considered and therefore it will be treated properly in the theory
herein developed.

After this short introduction on polarons, the focus is moved on a specific system where polarons
are present. As a final remark, it is important to point out that while the method derived in this
section will be compared with experimental results, the theory is general and it is not specifically
designed to address a specific experiment.

3.1.2 Description of the system

The system under examination is the one experimentally realized in Ref. [4]: atoms of Li are
used to produce an imbalanced population mixture in the two lowest Zeeman states, that are
labelled as |1) and |2). Atoms in |1) will form the bath, while atoms in |2) will act as impurities
and an impurity-bath interaction between these levels is present. Also the third Zeeman level |3)
is used for a specific reason: indeed, it is possible to tune the 3 <+ 1 interaction making it much
stronger than the 2 <+ 1 interaction. In this way, |2) can be treated as a free level and polarons
are thus formed only in |3) as a result of the interaction with |1). A Rabi coupling between
|2) and |3) is then added and so an exchange channel between interacting and non-interacting
impurity levels is opened. In the experimental procedure, the number of atoms in |2) and |3) is
probed through separate in-situ absorption images at different times. In this way, it is possible
to monitor the time evolution of the populations of the free level |2) and the interacting level |3).
Note also that the atoms considered are fermions, therefore the polarons discussed are Fermi
polarons. The goal of the theory derived here is therefore to obtain a theoretical description for
the time evolution of atomic populations in different levels.

The system is modeled with the following Hamiltonian (in # = 1 units)

f[:f{l—i-ﬁg—i-ﬁg—i-ﬁg—i-ﬁim, (31)
where H; are the free Hamiltonians of the levels
k? . .
H; = 7f11-7ifk,i> (3 2)



o8 CHAPTER 3. FERMI POLARONS AND RABI OSCILLATIONS

/ 4 . nr \\\\
.l’// N\
o0 o A{ """
. e
0y *®00 O
o 4 \ n
o o (Uo a
; ) PN
®
® S

Figure 3.1. A highly imbalanced mixture of atoms in state |1) (majority, orange) and |2)
(minority, cyan dot in a circle) is held at temperature T with zero interaction between these
levels. The Rabi coupling drives the transitions between states |2) and |3). In the latter, minority
atoms occupy repulsive and attractive polaron branches, formed due to the interaction with the
majority component (with coupling strength Uj), while A is the detuning applied to the non-
interacting level.

where flii (fx,i) are the creation (annihilation) operator for an atom in level |i) with momentum

k and m is the bare mass of the atoms. ﬁQ and I;Tim are respectively the Rabi and interaction
Hamiltonians, that in the rotating wave approximation are:

N Q s AL A A
Ho = |:2(fli,3fk’2 + i 2 fies) + AFL fea (3.3)
k
- Uy A . P
Hint = 7 Z fli’—q,lf11+q,3fk,3fk’,17 (34)
k.k/,q

where 2 is the bare Rabi frequency and A is the bare detuning from the transition between
|2) and |3). In Hin a contact interaction with strength Up, renormalized over the volume V, is
assumed. A pictorial representation of the system is given in Fig.

As said before, the goal of this chapter is the derivation of an equation that describes the
dynamics of impurities in the free and in the interacting levels. To do this, the total Hamiltonian
Eq. has to be written in second quantization on the Keldysh contour as introduced in
Sec. The second quantized total action S, where the fermionic creation and annihilation
operators fli,i’ fx.i are replaced with the fields v;(k, ), v;(k, t), is

3
S = Z Si + Sa + Sint, (3.5)
=1
with
=50 [ )60 )t (36)
/.
=30 [ i tali ) + (k00 0) + Al et (37)
)
Sint = —Uo/dr/ dt ﬂl(r,t)zﬁg(r,t)wg(r,t)lbl(r,t), (38)

and ¢; is the energy dispersion relation of level |i). Sy is written in position space to highlight
the contact nature of the interaction.
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After the introduction of the Keldysh contour and the Keldysh rotation procedure for the
fermionic case, Eqs.(, the total action is written in position space with the 4D
coordinate z = (t,x). For sake of clarity, the terms of the total action S are written separately
and moreover the field ¥y is re-labelled as ¢ to better distinguish between the bath and impurity
fields. Thus, S1 = Sy has the following expression

_ )7y g Gog (@) Gy, 2')) (¢1(')
S¢ _/ dr dz (¢1($)7¢2($)) ( 0.¢ 0 G%EA(Q},Z/)) <¢2(33/)) ) (3'9)

where the bare inverse retarded and advanced GFs in position space are

_ 1
G W (w,a) = b(z — ') <i8t/ + o Ve k i0> : (3.10)

and the inverse Keldysh component is a pure regularization factor. The focus is now on Siut,
because it is possible to derive an effective action with the introduction of a new field via a
Hubbard-Stratonovich (HS) transformation. First, Siy is written as

Sint = Up / dx XX, (3.11)
c

with y = ¢3 and ¥ = ¥3¢. Then an auxiliary field n with bosonic statistics is introduced and
the HS transformation is performed

exp(iSing) = exp <—iU0 /C do >—<X> _ / Dl ] exp (i(Sy + Sy) - (3.12)

The auxiliary field 7 is usually referred to as the molecular field [92, 1] because it accounts for
the formation of a bound state between impurities and particles of the bath. This is inferred
directly from the structure of the free molecular action S,, and the x — 7 coupling action S,

1
S :/ﬁx 3.13
n o 77U077 ( )
ﬁm:=—zﬁxin+ﬁx (3.14)

Indeed, the first term inside S, shows that when a particle 7 is annihilated an impurity and a
particle of the bath are created, while the second term of this action is the conjugate process.
After an explicit Keldysh rotation, these new two action terms become

Sy = /dx aGo 13 (3.15)

&Wz—/m¢@+@%. (3.16)

In Eq. (3.15) subscript «, 8 labels the classical or quantum component of the bosonic field n (as
defined in Sec. , while Gy 717 is the inverse bare GF for the molecules

0o G\A 0 1/Uy — i0
-1 / ! 0,A 0
Gop(z,2") = 6(z,2') <G()1AR G01AK> = <1/Uo W0 i0 ) , (3.17)

where the inverse Keldysh component is a pure regularization factor. The fermionic field ¢ has
been introduced for convenience in Eq. (3.16]) to separate the bath field ¢ from all the other
fields. The Keldysh rotation of the ( field is defined as

G = V3,17 + 13,27l G = V3.1Ma + V3,27
V2 V2

G = N3,z + Nq3,1 G = Ne13,1 + ﬁq¢3,2'
V2 V2

(3.18)
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Figure 3.2. Graphic representation of the interaction vertex of the theory. Double solid lines
are molecular fields, solid lines are fields of level |3) and wavy line is the Greene function of the
bath.

After the introduction of ¢, it is straightforward to integrate over the bath field ¢, i.e. integrate
out the bath degrees of freedom, and derive an effective action 5,3 that describes the interaction
between impurities and the bath. Note that the integral over bath fields is a standard Gaussian
integral

S == [ [do da’ Gu(@)G8ly (o)l (3.19)

that can also be written, after a normal ordering procedure, in position and momentum space
as (sum over bosonic and fermionic Keldysh indices understood)

1 _
Sy = [ [ d nal) a8l 2 YU s ) (3.20)
R o (1) 34 (p3) TG (p1 — — )T 3.21
= 5y Z No(P1)¥34(p3)ge 0,¢(P1 P4, P2 — P3)Tq¥3e(pa)ns(p2)- (3.21)
P1,P2,P3,P4

In the last expressions the two matrices I'Y and T'°! are for convenience defined as

rqz<(1) ?) I‘Cl:((l) é) (3.22)

and are used to write a shorter expression for Sy3 in both position and momentum space. In
Eq. it is clear how the interaction is now described: through the scattering of molecules
n and impurities in |3) mediated by a fermion of the bath ¢. A pictorial representation of the
vertex in position space is given in Fig 3.2

Finally, the Rabi action Sq and the actions in the impurity levels Sz and S3 are considered. It
is indeed convenient to write the together on the compact notation Ss + S35+ Sq = Sy

So= > / / drda’ bia(2)Gogr o (@, 2" Vi (), (3.23)
[i'=2,3

with bare retarded and advanced GF's
_ 1
Goip M1, @) = (21 — a2) [(iatg + QmVEQ> 1 —H- s £401, (3.24)

while the Keldysh component is again a pure regularization factor. In the above equation, 15 is
the 2 x 2 identity matrix, § is the vector of Pauli matrices and H = (€2/2,0,A/2). Therefore,
all the bare GFs are now contained in Sy, while the interaction is encoded in Sy3. As usual,
the system is fully characterized by the total action on the Keldysh contour and all the relevant
physical quantities and their dynamics can be derived via the partition function Z. However,
this task is non trivial and a different strategy, involving Dyson equation and its solution, has
to be used.
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Figure 3.3. Pictorial representation of the molecular and impurity self-energies, 3, and X3,
defined in Egs. (3.28)-(3.31)). Wiggly lines denote Gy 4, solid lines Gz and double solid lines
G, while the labels R, A, K denote the components of the propagators inside the loop.

3.2 Quantum kinetic equation and collisional integral

3.2.1 Dyson equation and self-energy

A description of the dynamics of the system under investigation requires the knowledge of the
dressed (or full) GFs for both the molecular and impurity fields. As known from standard
textbooks [23], 24] the dressed GF G can be calculated solving the Dyson equation (DE). In the
Keldysh formalism the DE has the form

G=Gy+GyoLod, (3.25)

where the hat accent is used to highlight the matrix structure of GFs and self-energy ¥ and the
symbol o labels a matrix multiplication together with a convolution of the x coordinates.

In the system under investigation, two different coupled DE have to be solved: one for G, and
one for G;;. They can be written as

(G&}i, — i”/) oGy =1, (3.27)

with the proper identity matrices. The different components of f]n and 3, are calculated at
1-loop contracting the vertex of S;3 with the proper GF and summing over the Keldysh indices.
The result is
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ZR(flf ) =5 Z G0¢> p—q)Ghy(z,q) + Go (P — q)Gls(x, Q)) (3.28)

Sy (@,p) = 5 Z {Gs(p — 9)Gh3(z.q) + (G s (p — q) — Gos(p — @)][Ghs(w.q) — Gos(x,q)]}

(3.29)
Si(,0) = — 5 Z (GE4(Q)G (. + q) + Goy(9) Gy (x,p + q)) (3.30)
S5 (z,p) = ﬁ (GEs (@G (2,0 + q) + G ()G (@, p + q) + Ghg ()G (x,p+ q))

(3.31)

with © = (21 + 22)/2 and p = (w, p) is the relative momentum, i.e. the conjugate coordinate
of 1 — x9. Note that )y 33 is the only component of E” different from zero, since G33 is the
only impurity propagators that enters the interaction vertex. A pictorial representation of the
self-energies is given in Fig. [3.3]

In the Keldysh formalism, the DE is composed of three coupled equations for the retarded,
advanced and Keldysh dressed GF respectively. The equations for the retarded and Keldysh
component are separately discussed in the remaining part of this Section.

3.2.2 Retarded Green function

The first component of the DE considered is the retarded one, and the first dressed propagator
studied is the retarded molecular one, GS. From the matrix structure of Eq. (3.26) it follows
that

(Goy M=) o Gl =1, (3.32)

that immediately leads to
1

GR(z,p) = .

(3.33)

Now, when the bath is considered at equilibrium it follows that Fy(k) = 1 — 2ng'(k) with
n(;q(k) the Fermi-Dirac distribution at temperature T. When the impurity limit is considered,
ie. N3 < Nl, the approximation F33 ~ 1 can be used for the distribution function of level |3)
(see Sec. where the distribution function is introduced). An immediate consequence of this
impurity hmlt is also that the x dependence of ER and GR vanishes and, employing this limit
into the Eq. (| - together with the relation between the s-wave scattering length a;3 and Uy
given by the Lippmann-Schwinger equation [03] Uy ! = m/4nai3 + dq™m/ q? the following result

for GS is found

-1
m 1 1-n{Yk—q) m
G (w, k) = - = 1 — 1 . 3.34
ﬁ(wa ) (47‘(‘043 V%:w—€3(q)—€1(k—q)+i0++q2 ( )
The next GF of interest in G&, that is directly obtained from Eq. (3.27) in matrix form

GO oGy B+ GO oGy GO oGy B+ GO oGy B (1 0
Go,zlmR o Gy R+ (Go,:lazfL E?,R?)) G321R Go,:luR G231R (Go,:la??L EsRs) G331R ~\0 1
(3.35)
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It is straightforward to obtain the following results for the dressed retarded propagators

(Gozs' — s — Goga 0 Gl 0 Goag') 0 Gl = 1 (3.36)
(Gona' — Goag 0 (Goast — 55) ™ 0 Gozpt) 0 Gy = 1 (3.37)
Ghy = =Gl 0 Gyt 0 Gy (3.38)
G, = -Gl 0 Gyigt o G, (3.39)

The meaning of these GFs is clear: G&, and GE; describe particles in levels |2) and |3) re-
spectively, while G2R3 and Gg{z describes the coherences between these levels. Indeed, it follows

directly from Eq. (3.24]) that

Goas (t) = Gyt (t) = —Q(t) /2. (3.40)

In this expression it is made explicit that in general the Rabi coupling is time dependent. To
describe the experimental condition under examination the Rabi coupling is modeled as Q(t) =
Q0(t) and further implications of this assumption will be discussed later. In the following, 2 is
always considered as the time-dependent version, but with the time dependence is understood
for sake of brevity.

Inserting into Eq. (3.36|) the explicit form of the bare GF's the following expression for the dressed
propagator in the interacting level is obtained

2 -1
Gitap) = (10— a9 = Sy - ) (3.41)

where the last term is a consequence of the presence of the Rabi coupling between levels |2)
and |3) and the poles of this GF are the spectrum of the polaron. As known from literature,
for a positive scattering length two different types of polarons are possible, one at negative and
one at positive energy. Respectively, they are defined attractive [88] and repulsive [94], 05]. In
Eq. , a new feature is added: now each polaron branch is split in two new branches as an
effect of the presence of the Rabi coupling 2. The polaron dispersion relation in this system is

Rezg‘3 (ea12(k), k) —
2

A1
cara(k) = 3(k) + RSy (ear2(l), k) + A2+ 02, (3.42)
and the subscript a = a, r labels the attractive (repulsive) branch that is split. In the description
of the dynamics that follows, the dressing effect of €2 will not be considered and therefore the
usual relation (with only attractive and repulsive branch) for the polaron energy is recovered

ca(k) = e3(k) + ReXy (ea/(K), k). (3.43)

However, the effect of the Rabi coupling on polaron dispersion relation is discussed in Sec. [3.3.2]
where it is also shown that the approximation of neglecting it is not a brutal one for this system.
When the impurity limit is considered, the polaron dispersion relation in Eq. is computed
within the non self-consistent T-matrix (ladder) approximation, that is used to derive ReX; [52].
Indeed, it is straightforward to prove that the expression of Gf} in the impurity limit, Eq.|3.34

is equal to the desired non self-consistent T-matrix.

Finally, also the quasiparticle residues Z,, and effective mass m¢ for each branch will be computed
within the non self-consistent T-matrix approximation. The non self-consistent T-matrix approx-
imation is employed also because it is known from literature that theoretical predictions are in
good agreement with experimental results and Quantum Monte-Carlo predictions [88, 5], 84] 91].
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Advanced dressed GFs are obtained as complex conjugate of the retarded GFs and discussing
them explicitly is not necessary. The detailed description of the other retarded dressed GFs,
Egs. , is not given here because these GFs do not affect the form of the equations for
the dynamics of the system but only the parameters inside them. Anyway, a sketched of them
version can be found in Appendix

3.2.3 Dynamics of the molecules and Keldysh Green function

It is useful to remember that, as pointed out in Chapter [I the Keldysh component of the GF
matrix is related to the distribution function F via the general expression GX = GFoF — FoGA.
The starting point for the discussion of the Keldysh GF's involved is the molecular one, whose
DE is

—1R _ ~K —1A _ yvK —1K
G, ToG oG, =X -Gy, (3.44)
that, thanks to GWK = GS ol —F,o G?, can be written as
FpoG'* =G o By =35 — G K, (3.45)

and from now on one neglects G(I 717K because it is a pure regularization factor. Now the equation
is no longer for G? but for F;,, and dealing with convolutions, a task that could be very com-
plicated, is necessary in order to solve it. For this reason, the so-called Wigner transformation
(WT) is performed to remove convolutions from the equations (see Appendix [B|for details). The
WT transforms F' as

F(z1,72) % F(z,p), (3.46)

with z = (21 + x2)/2 and p the conjugate coordinate of the relative distance x1 — x9. It can be
proved that the following approximations at linear order in gradients hold for the WT

AoB Y5 AB + %{A, B} (3.47)
AoB—-BoA VLo i{A B (3.48)

q

where the curly brackets are defined as

{A,B} = 9,A0,B — 0,A0,B

=V AVpB — 0;A0,B — VAV, + 0,A0;B. (3.50)
The WT is then applied to Eq. (3.45) and at zeroth order in gradients the result is
2iFn(x,p)Im25(a:7p) = Eff(:c,p), (3.51)

and from now on, all the (x,p) dependence in the Wigner-transformed equation will be un-
derstood for sake of brevity. The assumption of the zeroth order expansion for the molecular
dynamics means that the dynamics of the molecules is considered subordinated to the dynamics
of impurities.

In this approximation for the dynamics of the molecules, it is possible to prove that the following
equalities hold

F(GE -Gy = |GEPsK (3.52)
FyAy = |GRPIS) (3.53)
Ay = —2|G}[PImE}, (3.54)
where A, = —QImGE is the usual spectral function of the molecules. The above expressions

are the final result for the dynamics of the molecules, since they involve molecular distribution
function F;. They will be used later also in the dynamics of the impurities [96].
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3.2.4 Dynamics of the impurities and Keldysh Green functions

Finally, all the ingredients necessary to describe the dynamics of the impurities and of the
coherences are present. The final result for the dynamics of the impurities will be a set of
kinematic equations. Before proceeding, it is important to mention that while the polaron
properties calculated with G3R3 have been derived with the help of Re23R3 in the impurity limit,
the kinematic equations are obtained beyond the impurity limit, i.e. the assumption F33 ~ 1
will be no longer valid. Going beyond the impurity limit also for the calculation of ¢4, Z, and

m¢ is beyond the scope of this work and therefore will not be discussed.

As a first step, note that of the 4 equations included in the DE for the Keldysh components
of Gy, only 3 of them are independent, because Fy3 = F3,. It is also useful to introduce the
definition

~_ 1
GO,Z‘li/R(A) (gjl,ng) = 6(561 — :EQ) [(z@h + %V32 + ZO) 12:| 5 (355)

so that G&;R(A) = ég’}iR(A) — H - 3;;. The DE for the impurities can then be written as

~

FoGiA_GiRofsK_ GIK, (3.56)
with
~ Fyo F23>
F = . 3.57
<F32 F33 (3:57)

After the matrix multiplication is explicitly carried on, one obtains this set of coupled equations

~_ ~_ Q . Q

FQQ e} GO’%QA - GO,%QR o F22 + 5 @) F23 - F23 e} 5 =0 (358)
o 0 0

Fiy0 Gigit — Giag' © Fas + 5 0 Fag — Fig o o+ Mijy 0 Fiyg — Fi 0 By = Ny (3.59)
. . Q Q

Fys 0 Gy — Gobato Fog + 5 0 Fs — Fno o + AFy = Iy 0 53y, (3.60)

After a WT on these three equation and an approximation to linear order in gradient, according
to Eqs. (3.47] [3.48) the kinetic equations for the distributions functions are obtained (using that
€2 = €3)

0 L. 1[0 .
{w—ea(p), Foo} —i (Fos — Fig) — 5 {2, Fos + F23} =0 (3.61)

Q N 1(Q N .
{w—es(p) — ReXfs, Fi3} + Z§(F23 — Fy3) — B {2’F23 + FQS} = iShy+

+ 2ImX, Fy3 (3.62)

1 , Q
{w - 63(p) - §RGZ§{3, F23} — Z(ReE3R3 - A)Fgg - ZE(FQQ - F33)+
1(Q i
-3 {2,F22 - Fgg} + 5{Ix]azgg, Fy3} = ImEE Fog. (3.63)

In the right-hand side of Eq. (3.62)) the collisional integral is defined
Teon = iX5 4+ 2ImX Fas, (3.64)
and this quantity accounts for the collisions between impurities and particles of the bath. A

central role in these collisions belongs to Eg%, and if this Keldysh component is not present a
collisional integral can not be defined. Therefore, in the right-hand side of Eq. (3.63)), where
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only the imaginary part of the self energy is present, the decoherence rate 9 can be defined
as

f\dec

= Imx%,. (3.65)

After the Wigner transformation, convolutions are no longer present and all the functions in
principle depend on two four dimensional variables x = (r,t) and p = (w,p). A more suitable
form for the kinetic equations is obtained through the explicit form of the Poisson brackets.
Note that, since 253 is calculated in the non self-consistent T-matrix approximation, it does not
depend on time. Moreover, the system is spatially homogeneous and thus all the functions do
not depend on r.

Kinetic equations for the distribution functions Fj;(t,w,p) are, with 5 (p, w)

Q * 1 * T
(1 — 0.ReXyy) 0 Fis + Z§(F23 — Fj3) + gatgaw(Fzzs + F33) = Leon (3.67)

1 Q
(1 — 28wReE§3> O Fp3 — i(ReXhy — A)Faz — i (Fos = Fig)+
rdec
2

Notice that since Q(t) = §(¢)€2, this time dependence will be neglected from now orﬂ The above
equations are for the distribution functions F;; at any w and not for the populations. In systems
with a Rabi coupling, the connection between F;; and the populations of the levels is not trivial
to find, as opposed to the common situation in literature [2, 97, 98].

1 1
+ iatﬂaw(Fgg + F33) + §6w1m2§38tF23 = — Fos. (368)

A way to find this connection is to work with the Kadanoff-Baym equation [2I] for the Keldysh
component of the GF. This equation is, in matrix form

‘ . )
DoGX — GXDy + %(FGK +GRT) + % [{Do,G*} = {G", Do}] - L [{T.G*} + {G".T}] =

= xKGA _ GRYK 4 % [{ZK,GA — {G®, =K1}, (3.69)
where
B w—¢€2p —Q/2
Do = ( —w/2 w—e3p— ReXky + A) (3.70)
0 0 0 0
I= ( 0 —2ImE3R3> N ( 0 r33> ' (3.71)

When written in components, Kadanoff-Baym equation leads to equation that are similar to the
ones for the distribution functions

Q

0Gay + i (G — Gi) =0 (3.72)

Q

5
1 : Q

(1 - 28wRe23R3> 0Gys — i(ReSgy — A)Gay +i5 (Gyo — Gay)+

(1 - 9,Rex)0,GY —i—(GY, — GX) = inK (G, — G5) (3.73)

I's3
2
'Even if this time dependence is included, it does not change the final kinetic equations because it will be
removed by the procedure adopted.

+ %awlmz}}gatagg = —-B6K +iGRYE. (3.74)
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At linear order in gradients of the WT, the matrix GX can be parametrized as
GR = ——(AF — FA), (3.75)

where A is the matrix of spectral functions. In the limit of small €2, i.e. when the Rabi coupling
is a probe, the energies of levels |2) and |3) are not modified and the components of G¥ are

Goy = —if22Fa (3.76)
1

Gps = — 5 (A2 + As3) g (3.77)
1

G5 = *§(A22 + Ass) Fso (3.78)

Gl = —iAz3Fs3, (3.79)

and in the same limit the spectral functions are

Agy = 216 (w — £2(p)) (3.80)
Ass = > Za2m6(w — £a(P)), (3.81)

where 9 is the bare energy of level |2) and e, is given by the polaron energy not modified by the
Rabi coupling, Eq. . With the above results for spectral functions and components of GK,
it is possible to perform and integration over w and obtain the so-called on-shell equation for the
distribution functions. The advantage of using the Kadanoff-Baym equation instead of the DE
is that for the former the on-shell projection is naturally defined, because all the distribution
functions that of the equations are multiplied by a spectral function. In the on-shell equations,
also the term with awlngg is neglected because small. The final result is

Q

2) . - (2 o o
ath(Q)—Zg §(F2(3) 32) ZZ F2(3)_F32)) (3.82)

Z@ 33 7,

2 2 « « . R (« «@
<F§3 ~ FD)+ ZZ (Fy) = Fh | = "3 + 2meg )

(67

(3.83)

1
(Rexhy? — A)ZF2) + 3 x

1 R(2 .
(1—2awRe233( >> 8, F} +ZZ Z. at ) — .

«

R («a 1 « . [} 1 R R) («a a
x(ReE33( ) - A)QZan(g)} + 15(2 ZaFS(B) - F2(22)) =9 (Imzz(ss)(Z)FQ(? + Z Zalngs)( )F2(3)> )

«

(3.84)
where in the last equation the term iGg‘gEg% vanishes on shell. The notation
F = Byl = ) (3.85)
Zo = (1 = 9,ReXS|me, )t (3.86)
N 1 -1
Zo = <1 — QOMRGE3R3]0,:€Q> , (3.87)

has been used. Now, from the above equations for the on-shell distribution functions it is possible
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to obtain the ones for the populations. Indeed, in general one has that

i / GK=1-2n) = £ (3.88)
/ G Z 1-2n{y) = Z Zo L) (3.89)
/G23—f25 "’me —f23— F23 +ZZ Fz(?) (3.90)
With the above definition, the equations for the populations in |2) and |3) are easily obtained
@ . Y
Ongy + Z*(f23 - f23) =0 (3.91)
Z Zaatn33 - f23 — [33) = Z coll* (3.92)

«

From the above equations, the conservation of coherent particles is obtained, i.e.
1
8y(Ny + N3) = / densy + > 7atng§> = 0. (3.93)
P o a

The conservation of coherent particles inside the kinetic equations is a consequence of the as-
sumption made on Ass, Eq. , where the non-coherent part of the spectral function is totally
neglected. Finally, in order to close the kinetic equations, only a single polaron branch has to
be considered. In this case, both n;; and fo3 are projected on the same energy up to an effective
mass correction and the kinetic equations become

Q
Ong + i*(f23 — f23) =0 (3.94)
ana (f23 - f23) coll (395)
5 Q [dec
0 fa3 + 12000 fo3 + Zg(na —ng) = —Tf23, (3.96)

with ne = ngg), 5a(P) = €a(p) — £2(p) — A and T'9¢ is the decoherence rate. The absence of
the tilde accent over collisional integral and decoherence rate indicates that they are written
in terms of populations and not of distribution functions. Moreover, if §, = 0 and the terms
on the right-hand side are neglected, it is possible to show explicitly that the Rabi frequency
is renormalized as \/Z,(), in agreement with results obtained with variational Ansétz [34] [4].
This agreement is also an indication that the derived kinetic equations are a good model for
the system. On the other hand, if only the decoherence rate is present, the renormalized Rabi

frequency €2.e, is given by

Qren = \/ZC!QQ - (I“gec)Q’ (397)

when only a single polaronic species is present in the system. For attractive polarons Fgec ~ 0
and the limit /Z,(2 is recovered. Note that also this result for the renormalized Rabi frequency
can also be obtained with a time dependent variational Ansétz [99].

The main result of the theoretical derivation are the kinetic equations for the single polaron
species, Egs. . Interestingly, they can also be derived starting from the DE for the
Keldysh component, but the procedure to project on-shell and remove the w dependence is
better defined starting from the Kadanoff-Baym equation.

To better understand the kinetic equations, it is necessary to derive the explicit form of the
collisional integral and of the decoherence rate. The strategy is the following: one starts from
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the definitions, uses the kinetic equation for the dynamics of the molecules, projects on the
polaron energy and then write everything in terms of the populations.

Starting from the definition of the collisional integral I,y given in Eq. where Egs. 1
3.54) and the definitions of self-energies, Eqs. (3.2843.31)) are used

fcoll = ’LE??) + 21m23R3F33 =

v ZImG (Q)ImGyj (p + @)[Fss(p) (Fy(9) = Fy(p + ) + 1 = F(a) Fy(p + q)] =

Z |G (p + @) A (@S (0 + 0) (F3(p) + F(q)) + 2ImE (p + q)(1 + Faa(p)Fy(q))] =

( )Z|GR )[2Ag(q — p)Ag(q — ') Ass(q') x

x [(Fs3(p) + Fy(qg —p)) (1 + Fy(qg — ¢') F33(¢")) — (1 + F33(p) Fp(q — p))(F33(q) + Fy(q — q'))];
(3.98)

where in the last step the momentum g = (¢,q) have been shifted. The integration over the
energies ¢ and &’ contained in Eq. (3.98)) can be performed, indeed

// El;l; Aglq —p)Alqg —q')Ass(d) =

// dede’ §(e —w —e4(q—p))o(e — & —eg(a—d')As3(q)) =
= Ass(w+e4(a—p) —eola—d),qd). (3.99)

A hypothesis on Asg is needed to proceed further with the calculations. Indeed, it is assumed
that the spectral function of the impurities in level |3) is peaked around polaron energies, so
that it is possible to write that

Ass(q') = Y 2w Zp(d)o(e —ep(d)), (3.100)
B=a,r

and this assumption is consistent with the relation between distribution functions and popula-
tions. Finally, the collisional integral can be written as

Toon = s Z D IGH(w +ep(a—p), a)*Zs(d)d(w + ep(a — p) — e5(d) — es(a — q'))x
q,9’ B=ar

x [(F33(p) + Fy(a — p)(1 + Fs(a — o) Fiy(a)) — (1 + Fs(p)Fs(q — p)) (Fiz(d) + F(¢<q —)q'm.
3.101

As said before, the full GR is equivalent to the T-matrix, so the notation G = Ty is used from
now on. After the on—shell projection, the term inside ) in the right- hand side of Eq. (| -
becomes

Toon = Gy T3S [Tlealp) + cola— p), @) Z5(d)8(ca(P) + c5(a— ) — £5(d) — csla — o))
q,q9’ f=ar

X [(F:%(p)+F¢(q—P))(1+F¢(q—q’)Fz)@,(Q'))—(1+F33( )Fs(a—p))(Fy(a )+1(’¢(q )Q))]
3.102
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Figure 3.4. Pictorial representation of the scattering processes described by the collisional inte-
gral I, in Eq. (3.62)). In the rates W# and in the energies &, the labels a, r indicate attractive
and repulsive polarons respectively.

The last step is to rewrite everything using the populations and to do this a bit of algebra is
needed. The square bracket in the above equation can be written in a more suitable form as

8[ne(a — q)ns(q") — ng(q — P)na(p) — na(pP)ng(qa — a')ns(q’) + na(p)ne(q — p)ns(q)+
+ 10 (P)ng(a — P)ng(a —d') —ng(a —p)ng(a —d)ns(d)] =
= —8[(1 = na(p))(1 — ng(a — p))ng(ad — d)ns(d) — na(p)ng(a —p)(1 — ng(a —q))(1 —ns(q))]-
(3.103)

Now, all the ingredients necessary for writing I, are present. The first step is to substitute Fj;
in the left-hand side of Eq. ([3.83)) with the expression for the populations and move Z,! from
the left-hand side to the right—hand side. Then, the collisional integral is written is his final form
as

coll - Z Iaﬂ, (3.104)

where 3 I,5 describes a scattering process between polarons in o and 3. I3 can be written
as

Ia(P) = 7 Z { Wl = na(@)lns(@) = W[t = ns(p)na(@) (3.105)

In this form, the collisional integral is expressed in terms of the transition rate whe (from the
« polaron with momentum p to the 8 polaron with momentum q') and of its complementary
process. The transition rates follow the Fermi golden rule and are given by

Won %Z Tee(ep(d) +eg(a - d), @)[*Za(a) Z5(d) x 6(ea(p) +eg(a - p) —e(a—d') —ep(q))

x ng'(a —d)[1 - ng'(a—p)], (3.106)

where it is now explicit that the population of the bath is at equilibrium, and therefore it is
possible to use
nz)q(p) =(1+ eﬁ(%(p—u)))—l’ (3.107)

with = 1/kpT and p is the chemical potential of the bath.

An illustration of the scattering processes involved in the collisional integral with the corre-
sponding transition rates is given in Fig. The term |Ty|? is a cross-section for the scattering
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Figure 3.5. Panel a): 0-momentum energy ¢, at for the attractive (green) and repulsive (violet)
polaron in the non self-consistent T-matrix approximation. Panel b): 0-momentum quasiparticle
residue Z, for repulsive and attractive polaron, same color code. Panel c): effective mass at
0-momentum for the attractive and the repulsive polaron, same color code.

process, the Dirac § in Eq. ensures the conservation of energy in the scattering pro-
cess, the presence of the quasiparticle residues Z, and Zg is due to the fact that the process is
happening between the polaron branches and thanks to ) 3 both the relaxation processes on
the same branch (WW?* and W) and the conversion processes (W and W') are considered.
Finally, also the meaning of the populations is clear: the first term in the curly brackets in
Eq. is for the in process, i.e. when a 8 polaron collides with an atom of the bath and
the final product is an « polaron, while the second term describes the reverse out process.

A very similar procedure to what has been done for the collisional integral can be applied also
to the decoherence rate, Eq. (3.65). The same procedure described for the collisional integral is
applied

Fdec — Z ‘Tsc 56 +g¢(q Q),Q)‘ Z/g( )6(w+6¢(q—P) _5¢(q_q’) _55((:1/))
qq’B a,r

x [(1 = ng'(a—d)) (1 —ng(d))ng(a—p) + (1 = ngl(a - p))ng'(a — d)ng(d)]. (3.108)

After the projection on polaron energies and the substitution of distribution functions with
population it is straightforward to obtain the final form of the decoherence rate

pdec _ Za(P) Z S Welng(d) + WIS (1~ ns(d), (3.109)

p q B=ar
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Figure 3.6. Comparison between the non self-consistent T-matrix dispersion relation, Eq. (3.43)),
and the approximated polaron dispersion relation, Eq. (3.113)). Panel a) and b): attractive
polaron Panel c¢) and d): repulsive polaron.

where the transition rates defined in Eq. have been used. In this expression, the first term
is related to the in processes, while the second is related to the out ones. Note that while both
of them are originating from collisions of the impurity atom with the bath, collisional integral
and decoherence rate are different in nature. The first one is indeed related to the imbalance
of populations at different momenta and eventually at different branch, the second one affects
coherences. In the long time, the collisional integral drives the population of minority atoms in
thermal equilibrium with the bath.

The discussion on the kinetic equations for the system, Egs. (3.6143.63]), is now completed,
and the focus can move on. In the next section the numerical results obtained for the polaron
properties and for the dynamics will indeed be discussed. It is also important to remember that
even if the theoretical results might look as very specific for the system considered, an extension
to different system can be easily made to obtain their kinematic equations.

3.3 Numerical results and comparison with experiment

In this section the focus is moved on the results for the static polaron properties and on the
dynamics of the populations in level |2) and |3). The results will be computed using experimental
parameters of Ref [4] that are:
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Temperature T' = 0.135TF, with T the Fermi temperature

Rabi frequency 2 = 0.68ep

Inverse scattering length 1/kpa = 0, 0.25, 1.27, 2.63

Impurity concentration in the non interacting level pa/pg = 0.15, with chemical potential
of the impurities adjusted consequently

3.3.1 Static polaron properties

Until now, no quantitative analysis has been made on static polaron properties. An evaluation
of the self-energy is necessary to do that, and this can be done only numerically with standard
techniques for numerical integration.

All the properties are evaluated in the non self-consistent T-matrix approximation, where the
retarded self-energy Eg% is written as

S (w, k) =) frp(&ela)) , (3.110)

My 1*fFD(f¢>(p)) m
d 27a ZI;J |:w—83(k+q—p)—€¢(p)+5¢(q)+i0+ + 1?}

with &;(q) = €i(q) — p; and frp the Fermi-Dirac distribution at temperature 7. With the
experimental parameters and using Eq. the results for the O-momentum polaron energy
at different scattering length are shown in Fig. a) for the attractive and repulsive branch.
The quasiparticle residue Z, is defined as

1

Zu(p) = : 3.111
(p) 1-— 8wReE§3(w, P)|w:aa(p) ( )

and the 0-momentum results are shown in Fig b). Finally, the effective mass is obtained as

@ 1+ 853(p)ReE3R3(p, £a(p))’

and is shown in Fig. c). With the results obtained for the effective mass and for the 0-
momentum energy is possible to make a comparison between the polaron energy ¢, obtained
with the non self-consistent T-matrix self-energy and the approximated form

(3.112)

p2

2m3,(0)

a(P) = €a(0) + (3.113)

The comparisons between the two dispersion relation for the polaron parameters in Table

and are shown in Fig

1/kra ‘ Ey/er ‘ ms/m ‘ Z,(0) 1/kra ‘ Ey/er ‘ ms/m ‘ Z,(0)
0 -0.625 | 1.16 | 0.775 1.27 | 0.423 1.13 | 0.823
0.25 | -0.858 | 1.29 | 0.673 2.63 0.188 1.07 | 0.963
Table 3.1. Attractive polaron parame- Table 3.2. Repulsive polaron parame-
ters at T' = 0.135TF. ters at T'= 0.135TF

3.3.2 Rabi coupling and polaron energy

As shown in Eq. (3.42), the presence of the Rabi coupling modifies the energy of the polarons.
However, this fact has been neglected throughout the theoretical derivation made so far, e.g.
when the projection over energies was made in the kinetic equations, the polaron energy was
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Figure 3.7. Comparison between exact polaron dispersion relation with and without Rabi fre-
quency {2 for attractive, panel a) and b), and repulsive, panel ¢) and d), polarons at scattering
lengths used in the experiment.

considered without the contribution from the Rabi coupling. The physical intuition behind this
assumption is that, apart from Rabi coupling of great strength, the polaron is still a well-defined
quasiparticle even in the presence of 2. Conversely, when 2 is too large the polaron is not a
well-defined quasiparticle and the system is more conveniently described with a superposition
of states of levels |2) and |3).

The modified polaron energy can be calculated once the detuning A is fixed. To match ex-
perimental conditions, the detuning is set on resonance with the bare attractive and repulsive
polaron at zero momentum, Eq. . The Rabi coupling split the bare attractive and repul-
sive branches both into two branches. For the experimental range of parameters considered, the
results obtained are shown in Fig. One of the new two branches is close to the bare one
and the gap between the two branches is of order er in any case, therefore the approximation of
neglecting the splitting effect of the Rabi coupling in the projection over energies is justified by
the large energy gap. Moreover, this approximation is based also on physical intuition: the Rabi
coupling is indeed a probe in the experimental setup, so it is not expected to modify strongly the
static properties. Otherwise, the polaron itself would be ill-defined in the theoretical framework
and this will not match experimental conditions. Therefore, as long as the polaron formation
process is fast and €2 is an adiabatic perturbation in the dynamics, the bare polaron energies e,
can be considered as done here. In the opposite limit, where €2 is extremely fast, the polaron is
not formed at all and the standard two level Rabi system is reproduced.
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Figure 3.8. Rabi oscillations of the impurity populations for 1/(kpa) = 0, 0.25 from top to
bottom. Red dots are experimental results [4] and solid lines are the solutions of Egs. (3.94]
3.96). The shaded region indicates the confidence interval of 20% for the temperature.

3.3.3 Dynamics
Attractive polaron dynamics

Dynamics can be investigated by solving numerically Egs. . Initially, all the atoms
are in state |2) and on resonance with the bare-to-polaron transition at 0 momentum, i.e.
da(k = 0) = 0. The parameters used in simulations are the ones listed in Tab and, due
to significant detuning and small Z,, the repulsive branch is assumed to be not populated.
As shown by Eq. , the number of coherent particles in conserved by kinetic equations.
Nonetheless, in the experimental procedure [4] also the incoherent particles are probed, and
therefore to compare theoretical predictions and experimental result the number of particle has
to be defined as

Ny = % Zk:[zam + (1= Za)na(t = 0)] (3.114)
Ny = ézk:(na). (3.115)

In the last term in N, the density in state 2 that couples neither to the repulsive nor to the
attractive (and it is therefore conserved) is considered. In Fig. the results are shown for
1/kpa =0, 0.25 and T = 0.135 TF within a range of +20%.

The non self-consistent T-matrix approximation provides a reasonable agreement between ex-
perimental and numerical data for the considered scattering lengths.

Repulsive polaron dynamics

Dynamics of the repulsive branch is investigated in the same way of the attractive one. In
this case, the initial condition on the detuning is é;(k = 0) = 0. For 1/kpa = 1.27, 2.63 and
experimental parameters listed in Tab. the detuning between the polaron branches is large
and therefore also here it is assumed that the attractive branch is not populated. The particle
number is defined in the same way of Eqgs. , with the exchange of Z,, n, with Z,,
n,. The uncertainty in temperature is almost not visible and the agreement with experimental
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Figure 3.9. Rabi oscillations for 1/(kra) = 1.27, 2.63 from top to bottom. The shaded region
that indicates the temperature confidence interval is barely visible.

data is good, see Fig. if decay on the polaron branch is neglected in both the decay rate
and the collisional integral. This assumption is necessary because on the timescale considered
the decoherence of the repulsive polaron is not observable.

Interestingly, neglecting the collisional integral provides a good approximation for both the
attractive and the repulsive dynamics. This means that the dynamics is dominated by the
coherent transfer between the levels and decoherence rate I'9°¢ and that the thermalization of
impurities is a slow process. Moreover, the observed Rabi oscillations are renormalized by +/«
for both branches as expected.

3.4 Conclusions

In this Chapter, a method to derive a set of kinetic equations for polarons coherently driven
between two internal levels was derived. While the derivation of this kinetic equation is based
on textbook definitions, the extension to the polaron case is surprisingly non trivial. Indeed,
the approximations needed to obtain the physically intuitive kinetic equations Egs.
are deeply connected to the physical properties of the system and not always trivial to perform.
While the formalism used is a bit involved, thanks to it introducing ad hoc parameters is not
necessary in the kinetic equations: indeed, they all arise naturally and are formally exact.

The coupling with the bath induces redistribution of momenta through the collisional integral
and provides a decoherence rate which on the other hand preserves particles’ momenta. The
parameters in the kinetic equations are derived within the non self-consistent T-matrix approxi-
mation, which gives reliable results for equilibrium properties. It is important to stress out that
simply going beyond this approximation for the T matrix it is not obvious that better results
are immediately obtained for the dynamics. Indeed, this improvement has to be tuned with the
other approximations made in the derivation of the collisional integral.

The theory provided here is therefore able to describe both attractive and repulsive polaron with-
out external fitting parameters, contrary to what is needed when the dynamics is studied with
a variational Ansétz [99]. Moreover, the theory is in general able to describe out-of-equilibrium
effects related to quasiparticle properties such as repulsive-attractive polaron coherence, gener-
ation of quasiparticles in presence of strong Rabi coupling, impurity thermalization and others.
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These effects are not described here but their study is an interesting future perspective.
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Chapter 4

Conclusions

In this thesis, we introduced the general concept of open quantum systems and highlighted that
it is relevant for different applications in the field of ultracold atoms.

In the first part, we discussed two different approaches for the dynamics of open quantum
systems: the first one is based on master equations for the reduced density matrix and the
second one is based on the so-called Keldysh field theory. While some introductory examples,
e.g. quantum Brownian motion, are illustrated for the first approach, it is the second that is used
in the rest of the thesis. The reason why the second approach was used is clear by looking at
the aforementioned examples for the first one: when the number of degrees of freedom involved
is large, a master equation approach is increasingly difficult both theoretically and numerically.
On the other hand, an approach that relies on quantum field theory techniques possesses a large
toolbox for dealing with such problem. The choice of Keldysh field theory is made because this
formulation of quantum filed theory is designed for non-equilibrium scenarios for the dynamics.

In the second part, a paradigmatic system is treated: impurities interacting with a bath of
free fermions. It is well known that induced inter-impurity interactions are hard to probe
experimentally and to describe theoretically at the full quantum level, so we rely on Keldysh field
theory to derive an effective semiclassical equation of motion, the so-called generalized Langevin
equation (GLE), for the dynamics of impurities where induced inter-impurity interactions are
present. The underlying quantum nature of the system is not lost but it is encoded in the
coefficients of the GLE, where an induced attractive force (that is a finite temperature version
of the RKKY interaction) between impurities and a configuration dependent friction matrix are
present. Note that an induced force that is described as density ribbles is the result one would
intuitively expect when the only interactions present are density-density interactions between
impurities and bath particles. Interestingly, when also direct inter-impurity interactions are
present in the system, the induced force is expected to be present at the level of the generalized
Langevin equation as a correction to the direct interaction. On the other hand, the friction
matrix structure is in agreement with classical results for incompressible fluids and it is given by
a constant term and an inter-impurity distance-dependent one: the former is specifically related
to the equilibrium properties of the bath and to its temperature, while the latter is a measure of
how much each impurity changes the polarization of the bath in the vicinity of other impurities.
The interplay between temperature and induced interactions can lead to the formation of bound
states, whose lifetime can be predicted with Kramer’s theory, finding excellent agreement with
numerical simulations. We also suggest that, while at the moment experiments are lacking, our
model should be experimentally accessible within the current technology. Finally, a discussion
on the effective mass, absent in the generalized Langevin equation, is made, showing that in the
limit of heavy impurities the renormalization of the mass is a small effect, in agreement with
previous results for Fermi polarons in the heavy impurity limit. If anyway the effective mass has
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to be included in this model, a possible phenomenological way would be the direct substitution
of the bare impurity mass with the renormalized one: indeed, distance-dependent terms for the
effective mass are expected to be small and negligible in our parameter regime.

In the last part, a two-level system is studied, of which one is non-interacting and in one polarons
are present as consequence of the interaction with a bath, with Rabi coupling between them.
This system has been investigated experimentally and our aim is to derive a general theory
without external fitting parameters that is consistent with observed results and able to provide
predictions.

With a slightly different implementation of Keldysh formalism, we obtain a set of coupled kinetic
equations for the populations on the levels and for their coherences. The form of these equations
is simple and physically intuitive, but their derivation is not possible with a variational Ansétz.
They reproduce some well known results such as the renormalization of the Rabi frequency
due to the quasiparticle residue, and provide a clear insight on the role of interactions, that is
embedded in the explicit form of the collisional integral and of the decoherence rate: the former
is responsible for population redistribution and transition between different branches, while the
latter is responsible for loss of coherence between the free and interacting level. Another useful
result of this theory is that the precise form of the collisional integral and of the decoherence
rate is directly obtained without any a priori hypothesis on their possible form,.

The great advantage of this approach is that all the parameters that enters the kinetic equations
arise naturally and are formally exact, so any further refinement of the approximations made
is possible without a dramatic change in the underlying theory. As a proof of our results,
the comparison between this theory and the experimental data is shown and there is a good
agreement for both the repulsive and attractive polaron dynamics without any external fitting
parameter. Moreover, even if not shown here, this formalism is able to deal with others non-
equilibrium problems related to quasiparticles such as impurity thermalization, which would be
very interesting to treat in future work.
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Appendix A

Derivation of transition probability

In this appendix, the analytic derivation that is needed to obtain Eq. (2.63]) from Eq. (2.58]) is
illustrated. Fro convenience, Eq. (2.58)) is reported here

2 N
2(Q,Q") = % > / du{V*(di2 — dj2) — V(ai1 — qj1) + 2iW(qi1 — q;2)+
ij=170
B,. ) 0
+§((17j,1 + Qj,Q)@W(CIi,l —qj2) - (A1)

As explained in Sec. the first step is inserting the coordinates

1
r; = 5(%,1 +q;2) Yi =1 — 9.2, (A.2)

inside Eq. (2.58]). The whole exponent of the transition probability

Ry 0 . ;
P(R;,t|R;,0) = / DR / DY SoR Y+ PR Y] (A.3)
R; 0
is given by
m Nt
SR, Y] = 1S / du i -y, (A.4)
i=1"0

2 N oot
i , ; , ,
z@[R,Y]:‘gZ/Odu{\?*(ri—rj—{—};]—é)—V(ri—rj—l—B;z—};J)-l-
i,j=1

. . \NT
2@W(ri—rj+y22+3;])+§(fi+rj+yl_yﬂ>

o 9 ey Vi Y
X<28r]~ 8yj)I/V(rz r]+2+2>}. (A.5)

All the terms inside the integral in Eq. (A.5) have to be treated separately. The expansion of a
function f(x) where the argument is a vector is

f(x) = f(a) + (x—a)'Vf(a) + %(X —a)’J(a)(x —a) + O(]x — al), (A.6)
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Considering the first three terms of the influence functional, i.e. the ones where the derivative
is not present, their expansions are given by

1 1
v <r¢ —rj+ 5(}’@' — yj)> =V(r; —rj) + §(yi —y) VV(r; — )+

S = 3) IV — 05) (v — ), (A7)

* * 1
A% (I‘z‘ —r; — 5()’1‘ - Yj)> =V*(r; — I"j) yi — y])TVV (r; — r])—l—

5
+ é(}’i —y;) T HyV(rs — 1)) (yi — y5), (A.8)

1 1
W <ri —r;+ Q(Yi + yg’)) =Wi(r; —r;) + 5(3’1‘ +y) VW (r; — 1)+

—

+ < (yi +y;) Hw (i — 1)) (yi + y5)- (A.9)

oo

With these expansions, the term V* —V becomes

N N
SV V= 3 V) = Vi) - (s - v) (VY (k) + VY- x)

ij=1 ij=1

+ %(yz' — yi) T [Hv(ri — rj) — Hye(ri —1))|(yi — y;) =
3 W= 1) — (i — v TV~ i = ya) I~ 1) (i ) =
3,j=1
N .
= Z —QiW(I‘i — I'j) — (yi — yj)TVV(rZ- - I'j) + %YJTU{W(I'Z' - rj)(Yi - Yj)) (AlO)
ij=1

where the last equality is a consequence of the fact that Hy(r; —r;) = Hy(r; —r;) and VV(r; —

rj) = —VV(r; —r;) because V(r; —r;) = V(r; — r;). Another consequence is that
N N N
Z (vi +y;) ' VW (r; — ;) = Z yiVW(r; —rj) + Z y;fFVW(ri —rj) =
ij=1 ij=1 ij=1

N N
= Z yiVW (r; —rj) + Z yiVW(r; —1;) =0, (A.11)

ij=1 ij=1
and so the 2iW terms is

N
. 1 i
21 Z W (ri —r;+ i(yl +y; ) =2i Z W(r; —rj) ( Tty (r; — rj)yi + y I Hyy (r; — r]-)yj)

7,j=1 4,j=1

(A.12)
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Eq. (A.10) and Eq. (A.12)) can now be summed, and the result is

f: —2iW (r; — ;) — (yi —y;) T VV(r; —r;) + %Yf%W(ri —1)(yi —yj)+

ij=1

+ 2iW (r; — ;) + iy@'g{W(ri —1)(yi +y;) =

— Z —y) IV (r; —r;) + %(ijwa(ri —r;)yi —y] Hw(ri —r))y;+
i,5=1

+ yZ T Hw (v —r)yi + y] Hw (v —r))y;) =

= Z 2ijVV(ri —rj)+ iy;‘rﬂ-fw(ri -
ij=1

r;)yi- (A.13)

Now that the sum of the first three terms has been investigated, the focus is moved on the last
term of the integrand. For this term, it is convenient to treat separately the cases ¢ # j and

1=7:

B vi v\ @ vi
— e = A14
17 G \mE g arjw< 3+2+2) (A.14)
. . 0
In the case @ = j the insertion of the expansion for w leads to

N

> 6T oo (WO 4 yITW0) + ST Oy ) = Z BT Oy (A16)

i=1

For the term i # j, the products that involve r; +1; and (y; +y;)/2 in Eq. (A.14) are considered
separately inside the sum over 7, j. The term with the first of these products is

B NN ) 1 1

5 D i+ rj)aTj <W(ri — 1)+ 5y + i) VW (r; —rj) + Wit yi) How (xi — ) (yi + Yj)> =
i#]

B, .. 1 r 0 1 r 0

=5 (Fi+ 1) [ —VW(r — 1)) + i+ yi) 5 - VWri —xy) + o (yi +5)" 5 -Hwri —15(yi +v5) ) =

i#] j j

B . 0 15} .0 . 0
i#j i#j ‘

while the second is

1 1
b Z -¥j) W(r; —1j) + S (vi +v;) VW (r —rj) + < (vi + v;) Hw (v — 1) (v +y5) | =
Z# 8r 2 8
1 0 1 0
-0 Z VW (r; —15) + S (yi +y) 5= VW (i — 1)) + 2 (vi +y)" 5 -Hwri —rj(yi +y)) ) =
Z# 2 Or; 8 Or;
_B 0
; ; ar ;yz yi +;) aijH w(ri — ;) (yi + ), (A.18)

where in the last step of Eq.(A.17]

A.18) symmetry properties of W have been used. The term

proportional to 3/16 is of order y?

and can be neglected the expansion up to order 3? used in
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the derivation of the generalized Langevin equation. In the whole exponent the ¢ = j term is

Z / du {hI 1+ 2 by Oy - ﬁfﬂw(om} -

. mi. By’ 9
:z;/odu {yJT [—hr- - = Hw (0)r ] +z2ijiHW(O)yj}, (A.19)
while the i # j term is
ig? : .0 .0
% Z/du {Qy] —r;) + zy;‘-FfJ-CW(ri —r;)yi + g [y]T (rjw — T ) +; } VW (r; — rj)} =
i#j J i
_: .0 .0 d
g Z/du yJ [VV( —r;) + iHw(r; —rj)yz—i-g <rj(%—riap—m> VW(ri—rj)] ,
i#£j J i
(A.20)

where an integration by parts to remove the y has been performed. Now the exponent is

. t mr.. 2 . i 2
i» /Odu ij{—hIrj—Bg %w(o)rfr% Hw (0)y;+
J
2
iy R P P V% (e — )y b =
Ty [2VV(r, r])+2<r]8rj "o dU> VIWlri =)+ it (x4 r])yz} B

i#£]
= z'/tdu Z
0 j

s 2
ig
Yivit oy > " yT Hw (ri - rj)Yi] :
1

where v; is defined as

Cmi, B g B(. o .9 d
vi= —F; - 5 J{W(O)rj+2§2VV(ri—rj)+2 rja—rj —ria—ri—% VW (r; —rj).
i#j
(A.21)
A rewriting of v; is possible noticing that

.0 .0
(I‘jarj — I‘Zarl> VW(I‘Z — I‘j) =
. I_‘O(rl-—rj) 0 .‘6<I‘¢—I‘j) 0
- J al‘j 8(1'1 - I’j) ;

d _d(r; —ryj) 0
—%VW( r;) = — J

and this leads to

mi. B¢ . B .
Vj = —FI‘J’ — 7%w(0)rj + g Z <VV(I‘Z — I‘j) — 53‘(1/1/(1‘1 — I‘j)I‘Z) . (A.24)
i#]
The final result for the exponent is
By . 2 g T
Z /du {y] { - Fj+ —J—CW( rj)t; +g°VV(r; — rj)] — 15 Hw (r; — rj)yz} .

zg 1
(A.25)
From equation Eq. it is immediate to obtain Eq. after the introduction of the
rescaled imaginary potential Wg, Eq. (2.62).
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Appendix B

Wigner transformation

In this Appendix more details on the Wigner transformation (WT), on the projection on polaron
energies and on the renormalized polaron distribution function used in Chapter [3| to derive the
kinetic equations are given.

B.1 Wigner transformation
As discussed in the main text, in general one has to deal with distribution functions that depend
on two space-time variables, F'(z1,22). As first step, the function of interest is written with the

change of variables x, 2/, with = (21 + 22)/2 and 2’ = 21 — x2. Then, a Fourier transform is
performed on the relative variable 2’ to obtain the Wigner-transformed function F'(x,p)

- x z’
F(x,p) = /d:v’e_’px F <ZL‘—|- 5% 2) , (B.1)

with pz’ = px’ — wt. The inverse WT takes the form

F($1,.’1}2) = Z/?’;eip(xle)F <[L‘1 ;-:Esz) . (B2)
P

Before going on, a small comment on why the WT can be useful is needed. With the introduction
of the forward and relative coordinate x and z’ it is indeed possible to define without ambiguity
the distribution function for non-equilibrium cases [98]. Indeed, in equilibrium the time de-
pendence of the forward coordinate is no longer present and only the relative time coordinate
is relevant, because distribution functions and correlation are invariant under time translation.
Therefore, the new coordinates x and z’ are a very convenient representation for non-equilibrium
functions.

A function F defined as the convolution of two functions A and B is now considered

F(.’El,l‘g) =AoB= /dl‘g A(:El,:Eg)B(CCg,xQ) ==

_ ip1(x1—x3)—ip2(z2—13) Ty + T3 T2+ 3
_/deZem 1—z3)—ip2(z2 3A< 5 ,p1>3< 5 P2 |, (B.3)

p1,p2

where the definition of inverse WT in Eq. (B.2) has been used. The WT is then performed using
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the usual coordinates = and z’

F(z,p) = / da e / dug § eimrate/2mm)ipaa—s!/2m3)

P1,p2

’ o
A<I+xé2+$3,p1>B<x Ié2+$3,p2>. (B.A)

New variables can be introduced to simplify the expression above. These variables are the
coordinates z,, = x3 — x £ 2’ /2 and the shifted momenta p,;, = p1,2 — p. With these variables
the second exponent in the equation above reads

ip1(z +2'/2 — w3) —ipa(w — 2/2 — x3) = i(pa + p)(—2p) +i(p + Pp)Ta =

= i(ppTa — Pay — PTH + PT4), (B.5)

and the last two terms cancel the first exponent. So, the WT can now be written as

F(z,p) //dwadxb Z ipbTa=pats) 4 <w + f,p—i-pa) B (a? + — 5 ,p—i—pb) (B.6)

Pa,Pb

Finally, all the integrations have to be performed. As a first step, A and B are both expanded
in terms of momenta p,

X X xr
A<$+?a,p+pa) :A(z+?a,p) +pa6paA <x+7aap+pa> |pa=0+--- =

:A(m+ ,p>+pa8A<1:+ ) sza $+?,p) (B.7)
B<x+ ,p+pb> B(m+2,p>+pb€)pb3<x+ ,p+pa>|pb:0+...:

:B(x+§b,p>+pb8pB(x+5,p>+...:Zp§}b () (5 +—,p) (B.8)

ny

with f (na) ( ](Bnb)) the ng-th (ny-th) order derivative that enters the Taylor expansion for A (B).
Using the above expansions

F(z,p) //dazadazb Z ! (Pvra—pazy) Z Day pbbfA ( %7]7) f)(gnb) (m—{— %,p) , (B.9)

PasPb Na Ny

and thanks to the equalities

Ze ZPaxbpna — jhag na) (23) Ze lpba:a nb _ _~)nb5(m)(xa)’ (B.10)

Pa

the function F(z,p) is written as

Na -’Ea n T
Fap) = [ [ doaday 3 (i) )™ (@) 157 (o + 5p) 157 (o + 5 p) =

Mg, Np
=Too+T10+To1+-.. (B.11)

where the term T),, ,, labels the power of the ¢ function and the order of derivative considered
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for n, and ny. The first three terms are

Too = / / dwodzy 8(x0)3(x) A (@ + =, p) B(z+%.p) = Alw,p)B(x,p) (B.12)
Tyo= / / dadry, i6(24)0™0 (24) B (x + 3 ) 9, A ( 2 ) -
= i, A, 0)0e, B (4 2.p) luymo = — 50, Az, p). Bz ) (B.13)
To = / / draday (—)50 (2a)0(2) A (2 + ‘% p) 0,8 (v + 2, p) =
= i0,B(x, p)da, A (x + 3 ,p) et = famA(x,p)apB(x,p). (B.14)

All the other T, ,, can be derived similarly, and the convolution can therefore be formally
written as

F(z,p) = Az, p)es @200 Bz, p) (B.15)

where the arrows indicate the function the derivative is acting on and the product of the deriva-
tives is defined in analogy with the product of p and x

0,A0,B = V. AV, B — 0,A0,,B. (B.16)

If the exponential operator is expanded at first order in gradients, only the terms Ty o, 75,1 and
T o are retained and Eqgs. (3.47, |3.48) are immediately obtained

AoB=AB+ L (a Ad,B — 0,A0,B) (B.17)
AoB—-BoA= z(aan,,B — 8,A0,B) (B.18)

Note that Eq. is an exact result, while in the main text only the linear order expansion
to gradients is used and this is done, because the exact form of the WT is still too complicated.
The linear order expansion in gradients is justified as long as the forward evolution is slow
if compared to the relative evolution. If this is the case, then the higher order terms in the
expansion of Eq. can be neglected. Finally, the derivation of the WT of

F(z1,22) = A1, 22) B(x1,72) ~ F(x,p) ZA (z,p — q)B(z,q) (B.19)

is a direct consequence of the convolution theorem.
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