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Abstract

We study the influence of a dissipative environment on a quantum mechanical system. The
considered system is a particle in a periodic potential at zero temperature, which tunnels be-
tween neighboring minima. The environment is represented by one-dimensional Bose-Einstein-
condensates overlaying each minimum of the potential. We derive the microscopic Hamiltonian
of the system and map it onto the spin-boson Hamiltonian describing a dissipative two-state-
system. Thus we obtain the physical parameters like the coupling strength between the particle
and the environment. In the path integral formulation of statistical mechanics we derive the
effective partition function and rewrite it in the Coulomb gas formulation of interacting charges.
Then we apply the renormalization group method to the partition function and derive the flow
equation which yields the critical coupling strength that marks the quantum dissipative phase
transition.
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Chapter

Introduction

A real quantum mechanical system can not be considered as isolated, since there is always
a dissipative environment present. Therefore the ideal description of standard quantum me-
chanics is an idealization of the physical system. One must expect that the physical behavior of
the system is altered or at least affected by the coupling to an environment. Thus a quantum
dissipative description would provide important physical information. There are several con-
cepts of implementing dissipation into the quantum mechanical framework, like introducing a
time-dependent Hamiltonian. A very convenient and successful concept is to couple the sys-
tem of interest to a heat bath of harmonic oscillators and to consider the global system, which
preserves the total energy. In 1966 P. Ullersma [1] was one of the first to apply this model
to quantum mechanics. A few years later A.O. Caldeira and A.J. Leggett [2, 3, 4] considered
a dissipative two-state-system, also named spin-boson-system, and studied the influence of
dissipation on the quantum mechanical tunneling process. In 1983 A. Schmid [5] and S.A. Bul-
gadaev [6], expanded the system and considered a particle tunneling between the neighboring
minima of a periodic potential. Obviously the physical behavior of the particle is sensitive to the
coupling strength between the system and the environment. The effect of the environment is
similar to a quantum mechanical measurement, that determines the quantum mechanical state
of the system. In the case of weak coupling the coupling strength is small and the system is
nearly unaffected by the environment. This phase is characterized as diffusive. If the coupling
strength is increased, the influence of the environment becomes strong. In this case the particle
is monitored by the environment, as if measurements were permanently taken. Hence the par-
ticle shows no longer diffusive behavior, but becomes localized at a critical coupling strength.
Thus, the system exhibited a dissipative quantum phase transition.

In this thesis we are going to investigate how the influence of the environment changes, when
the coupling between the particle and the environment is altered. This can be achieved by
considering a different physical setup. In our system the environment is represented by one-
dimensional Bose-Einstein-condensates, also named bose tubes, that overlay each minimum
of the potential. In chapter 3 we derive the microscopic Hamiltonian and map it onto the spin-
boson-Hamiltonian in order to determine the physical parameters of our system. In chapter 4
we elaborate the difference between the microscopic system and the spin-boson-system on the
basis of the path integral formulation of statistical mechanics. This formulation leads to an ef-
fective description of the theory which does not explicitly depend on the environment. As shown
by Schmid [5] for the spin-boson system, the effective partition function can be formulated in the



charge picture, also named Coulomb gas model. In this model the influence of the environment
is expressed by interactions between the charges. Hence the derivation of the charge interac-
tions for the microscopic system result in the Coulomb gas formulation of the effective action.
We conclude our considerations in chapter 5 with the study of the phase transition. The the-
ory of second order quantum phase transitions is linked to the renormalization group method.
Therefore we apply the method to renormalize the partition function. This yields the critical cou-
pling strength for the microscopic system. A similar calculation was shown by PW. Anderson
et al [7] in 1970 for the Coulomb gas formulation of the Kondo problem, which describes the
interaction between a magnetic impurity and the electrons in the conduction band.



Chapter

Basic Concepts

2.1 Dissipative quantum mechanical system

2.1.1 Caldeira-Leggett model

It is not always possible to describe the process of dissipation for a quantum mechanical system
from a microscopic point of view. In order to implement dissipation into the quantum mechanical
frame work, a model system is employed. In this model the considered system is extended by
an environment consisting of a huge number of harmonic oscillators, also called heat bath. The
energy loss of the system is transferred to the environment, so that the energy of the global or
'system plus environment’-system is preserved. This model is often named Caldeira-Leggett
model, since they used it to study the effects of dissipation on quantum mechanical tunneling
processes. If the number of harmonic oscillators is assumed to be huge or infinitely large, the
individual coupling to the coordinate of the a-th harmonic oscillator is certainly weak. Then the
coupling between the system’s coordinate and the «a-th harmonic oscillator coordinate is linear.
This will be of advantage later on, because linear coupling allows to set up an effective theory
where the environment is eliminated. In this case the degrees of freedom of the environment
outnumber the degrees of freedom of the system by far, so that energy transfer from the en-
vironment back to the system can be completely neglected. The Hamiltonian for the global or
total system reads

H=Hs+Hg+H,
p? p; 1
= oyt V(@)+ Z(,: ot mawx Zx caq+22 (2.1)

(03

The Hamiltonian is composed of the system part, the environment part and the interaction part.
As a system we consider a particle of mass M with momentum p and coordinate q in a potential
V(q). The environment is represented by the harmonic oscillators with coordinates x,. The
system’s coordinate and the individual harmonic oscillator coordinate are linear coupled by the
coupling constant ¢,. The last summand is added due to potential renormalization because
of the coupling. The properties of the environmental coupling are described by the spectral
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function

s =53 ( G )6t —wn). (2.2)

Dependent on the functional form of the spectral function one distinguishes between three kinds
of dissipation. The most interesting case is Ohmic dissipation for which the spectral function is
given as

J(w) = nw, (2.3)

where 7 is the dissipation coefficient and the frequency w is supposed to be smaller than some
high frequency cutoff we.. The Ohmic dissipation is linked to classical mechanics, since the
corresponding classical equation of motion has a friction term linear in the dissipation coefficient.
The two other cases are defined as

superohmic, if s> 1

. . (2.4)
subohmic, if 0<s<1

Jw) x w® = {
For further reading see [3, 4, 8].

2.1.2 Dissipative two state system

V(q)

1) 1)

—Qo/2 Qo/2

Figure 2.1 The dissipative TSS in the pseudo-spin formulation (adopted from [8]).

If the extent of the potential is restricted to two wells, we are dealing with a double well. Consid-
ering the system at a very low temperature the thermal energy is much smaller than the energy
gap between the ground state and the excited state of one well. In this case the particle is tied
to the ground states of the wells and the only way to get from one well to the other is provided by
guantum mechanical tunneling through the potential barrier. Since there are only two possible
states available it is named a two state system (TSS). The TSS can be described as a pseudo
spin system using the Pauli matrices

az=<1 O) and 0'X=<0 1). (2.5)
0 -1 10

The two possible spin orientations |1) and ||) are eigenstates of the Pauli matrix o, which in
the double well system are identified with the particle being localized in the right or in the left
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well, as shown in Figure 2.1

1) = lleft) = (g,) . W) = fright) = (‘f) . (2.6)

Applying the o,-matrix on its eigenstates yields the eigenvalues +1 and —1, respectively
oy |left) = +1|left), o |right) = —1]right). (2.7)
If we consider a system with minima separation gy with the minima to be symmetric relative to
the origin at g = +%, we can choose a position operator
1
q= _EqOUz- (2-8)

Acting on the eigenstates, the eigenvalues coincide with the positions of the particle
1 1 . .
—5 900z |left) = f% |left), — 5900z right) = +% [right) . (2.9)

In the spin formulation the tunneling between the wells is identified with the umklapp process of
the spin. This process is provided by the o, matrix of eq. (2.5) acting on the eigenstates of eq.
(2.6)

ox |left) = |right), ox |right) = |left) . (2.10)

These considerations lead to the Hamiltonian of the global system in the pseudo spin formula-
tion

HSB = HTSS +Heg+H,

1 1 1
= —5hlox+ Xa: ( P + 2maw§x§> -3 za:qoazcaxa. (2.11)

2m,

The first term describes the tunneling process of the TSS where A is the tunneling matrix ele-
ment with dimension frequency. The second part describes the harmonic environment. The last
term describes the linear coupling between the bath of harmonic oscillators and the particle,
which is sensitive to the position of the particle. In quantum mechanics the bath of harmonic
oscillators can be described as free bosons and since the dynamics of the particle in the well
are described as a spin system, the Hamiltonian in eq. (2.11) is named spin boson (SB) Hamil-
tonian. The strenght of the coupling between the system and the environment is expressed by
the dimensionless parameter

oo 67

27h’

where 7 is the dissipation coefficient and qp the separation between the wells, as shown in

Figure 2.2. As mentioned in chapter 1 the coupling strenght is the critical parameter defining the

dissipative quantum phase transition. The dissipative TSS exhibits a quantum phase transition
at the critical value [4]

(2.12)

oSt =1, (2.13)

For coupling strenghts o < 1 the particle is nearly unaffected by the environment. It tunnels
forth and back between the minima of the double well and thus shows diffusive behavior. In the
case of strong coupling with « > 1 the influence of the environment leads to the localization of
the particle in either one of the wells. A detailed discussion can be found in [3, 4, 8].
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environment

—Qo/2 Qo/2

Figure 2.2 The particle in the double well couples to the non-located environment.

SB-Hamiltonian expressed in terms of annihilation and creation operators

For reasons that will become clear later on, it is convenient to replace the position and momen-
tum operators x,, and p, of the spin-boson-Hamiltonian

]
HEB - %Z (gi ¥ mawazxa2> 5> 020, (2.14)

by annihilation and creation operators. We choose the following relations

7
Xo = 1/ (bo + b))
2Mawa (2.15)

pu =1/ o (B~ bu)

where b, and b}, are the bosonic creation and annihilation operators of the a-th harmonic oscil-
lator. Inserting the connection of eq. (2.15) into the environment term yields

1 hwg, 2 hwy 2
H§B=22( 5 (bl, — ba) +2(ba+bl)>

= 23 (e (BLba + bb])) (2.16)

The expression can be simplified by applying the bosonic commutation relation

[ba, bl] = babl, — bl b, =1
= bobl, =1+ blb,. (2.17)

Inserting the above relation into eq. (2.16) yields
HEB = Z(%fma + hwa bl ba)

=Y Eoa+ Y hwablba. (2.18)
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We arrived at the Hamiltonian of the bath consisting of o quantum mechanical oscillators with
dispersion relations ¢, = hw, and ground state energies Ey,. Inserting eq. (2.15) into the
interaction term of eq. (2.14) gives

1
HISB = _é Z Qo0 zCaXo,

1 R
_ L T

=3 Ea Qo0 zCa, 2mawa(ba+ba)

= —% § Qoo (ba + b)), (2.19)

where we replaced the coupling constant by

h 2m.w
o/ =)Ao = Ca = Ao -~ 2.20
C oM. = Cy =\ N ( )

The SB Hamiltonian expressed with creation and annihilation operators reads

]
HSE = —%ﬁAax +>  Eoo+ > hwabfbe — 5 > qoozAa(ba + bY). (2.21)

2.2 Construction of the path integral

g, tr

g, ti

Figure 2.3 The quantum mechanical amplitude for the propagation between the initial point
g; and the final point gr expressed in the path integral formulation as a sum over
the classical path and other possible paths, representing the quantum fluctuations
(adopted from [9]).

We follow the calculation presented in [10]. The goal of this section is to find a description for
the quantum mechanical amplitude in the classical concept of action. The quantum amplitude
for the propagation of a system described by the Hamiltonian H from the initial point g; at time ¢;
to the final point gy at time t; is given by the matrix element of the time evolution operator

(qr, tr| @ ~HU=0/m g £y (2.22)

It is convenient not to consider the evolution of the system for the entire time t = & — {;, but to
monitor the evolution of the system in time slices. This means we are going to insert N time
steps At with

NAt=t=t —t, (2.23)
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where N is a large number and hence the time steps are small. This approach allows us to
rewrite the amplitude as follows

N—1
(qrle ~HE=0/7qp) = / dqn_1 - / dg; [ (gne1le 21" qy)
n=0

_ / dgy ;.. / da; (u] & "4 lau-1) (a1 e “F " qu_o)x

(arl
X o x (g @ TR gy (g e THAYM |qo) (2.24)
~~
|qi

As the Hamiltonian H also depends on the momentum p of the particle we are inserting the
identity in momentum space

1= /dpn o) (Pal, 1= 0,.s N—1, (2.25)

where the index n indicates the individual time step. The amplitude in eq. (2.24) then becomes

(qr| e ~HE=0/| gy =/qu_1 ---/dq1 /de_1 ---/dpo<qN\pN_1><pN_1|e“““/”’Iqw_ox

X oo X (GN—1|PN—2)(ON—2| € 7iHAt/h\CIN72><Q1 o) (ol © 7iﬂAt/h\Qo>-
(2.26)

The propagation of the particle in the classical phase space is split in N time slices. The Baker-
Campbell-Hausdorff formula allows us to split the time evolution operator into the kinetic energy
and the potential energy operator, if (Af)? is negligible small

(pn| 7iI:|At/h|qn> o (pn| € -it@)at/n o 7i\7(fy)At/h|qn>_ (2.27)

Obviously the derivation is only valid for Hamiltonians of the form H = T + V. As the kinetic
energy operator is a function of the momentum operator and the potential energy operator a
function of the position operator the expression in eq. (2.27) allows the operators to act on their
momentum and position eigenstates respectively. In this case the operators can be replaced by
their eigenvalues

V(q))
k!

D
<
RS
Q
Il
NE
=
o
Q
Il
NE

q) = e " 9|q). (2.28)

The same holds for the kinetic energy operator, so that eq. (2.27) yields
(pn| @ ~TOIAL/E g V(@A R gy _ g —ITEVIaGDA A1 gy (2.29)

We make use of the fact, that the position and the momentum representation are connected via
Fourier transformation

(PnlGn) = (qnlpn)* = & ~Pr/7, (2.30)
thus the matrix element in eq. (2.29) becomes

(pn € ~TOAL/R g —V@ALR gy _ g =IT(pr)+V(Gn))/Bi g ~iPnGn/h (2.31)
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These considerations can be applied to the amplitude in eq. (2.26)

(gl e —FE—1/m g /qu . /dq1/de . /dPo e EaPN-1 g —H(T(on- 1)+ Vian-1) o

—EPN-1Gv—1 g 1:1P0 g — 7 (T(Po)+V(q0)) g — 7 P0G

/qu 1 /dCh /de 1 - /de % n=0 (T(pn)+V(gn))A

ﬁ Zn— pn Qni1 — CIn

/qu 1 /dq1/de 1 /dPo S [T+ Vian —pn (2 ) | at

(2.32)

To gain the path integral formulation of the quantum mechanical amplitude we consider eq.
(2.32) in the limit N — oo with t = NAt fixed

(e U gy) = / Dlq] / Dlple # 17 dt(pa-Hea), (2.33)

where we have chosen the initial time to be zero and the final time to be T. This is the Hamilton
formulation of the path integral, where the integrations in the phase space are expressed as a
functional or path integral in the coordinate g and the momentum p. To connect the quantum
mechanical amplitude to the classical action, we have to switch to the Lagrange formalism,
which only depends on the coordinate g. Since the kinetic energy is quadratic in the momentum
variable, the path integration over the variable g can be carried out by applying the functional
Gaussian integration. We then get

qr ar
(s e ~F/7|gy) = / Digje /™o ¢Haa - / Dlgle /5@, (2.34)
qi qi

where L is the Lagrange function and S the action of the system. One can interpret, that
the propagation between two points in quantum mechanics is gained by considering quantum
fluctuations around the classical path. All reasonably smooth paths connecting the initial and the
final point are added up, each weighted by its classical action shown in Figure 2.3. The biggest
contribution is provided by the classical path, because the phases of the quantum fluctuations
are nearly canceling each other. For further reading see [11].

2.3 Statistical mechanics

A canonical ensemble describes a system in contact with a much larger heat bath, that fixes the
temperature T. Only energy transfer between the system and the bath is allowed. If the system
is not fully prepared, the quantum mechanical state of the system is not determined. This is
called a mixed state. In order to describe this uncertainty one considers possible pure states
|W,) of the system that have energies E, and occur with the probability
1 & 1

Pr = 2 e kT = 2 e _ﬁEr. (235)
The partition function Z describes the sum of all states the system could possibly capture. This
means they have to comply with the conditions that are dictated by the bath. l.e. the energy
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values E, of the possible states have to be small, since the system’s energy is much smaller
than the energy of the bath. Every state |V,) is weighted by the Boltzmann factor e #& where
kg is the Boltzmann constant. The probability to find the system in any state must equal one

1
ZP,:Zze PE 1. (2.36)

r

The partition function of the canonical ensemble can therefore be deduced from the normaliza-
tion condition

z=Y e =t (e —BH) =Y (wile FH,). (2.37)

r

The partition function is the sum over all diagonal matrix elements of the canonical operator
e ~#H with eigenenergies E, and eigenstates |V,). The density operator of the mixed state is
given by

35 1 _
p= PV =T Sy (v e PR (W, (2.38)
r r

If the system is fully prepared due to measurements, there is no uncertainty and the proba-
bility to find the system in the state |W) equals one, hence the density operator becomes the
projection operator. A more detailed explanation can be found in [12].

2.4 Path integral and statistical mechanics

The canonical partition function is linked to the quantum mechanical amplitude by the so called
Wick rotation, which leads to a path integral description of statistical mechanics in imaginary
time. The partition function is obtained from the canonical density operator by a trace operation,
that means a summation over all diagonal matrix elements of the canonical density operator

Z=tr(e‘ﬂH)

1

=/dq(q|e‘ﬁH\q>, with 5=m. (2.39)

The partition function describes the number of all possible equilibrium configurations of the con-
sidered system. To see the connection to the path integral formalism we consider the quantum
amplitude in imaginary time, which can be derived by the Wick rotation

T =it (2.40)
We then have for the amplitude
(arle™™/g) = (arle”™M/"|q). (2.41)

The arguments given in section 2.2 for the derivation of the path integral in real time, still hold
for the description in imaginary time. Thus the form of the path does not change, but we have
to take into account that the Lagrange function in the exponent has to be Wick transformed too.
We therefore have to transform the differential operator from real to imaginary time

t=ir = 9= —i0.. (2.42)
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The action reads

S= /dtL q,q /dt( (9:9)? (q)). (2.43)

With the relation of eq. (2.42), we then obtain

= —i/dT ("2/'i2(87q)2 + V(q)) . (2.44)

Since the kinetic energy is supposed to be a positive quantity, the sign of the potential changes

S= —| /dr ( 24 V(q)) (2.45)
=i [ ar (0.0 V<q>)

= i/dT LE(q,0,q) =iSF, (2.46)

where the Lagrangian and the action are called Euclidean, indicated by the superscript E. We
are now able to write down a path for the amplitude in imaginary time

f
(qrle 7 |gi) = /D[q] e ~#/drlqo-a) (2.47)
qi

In order to identify this formulation with the partition function, we have to consider the case
where the initial point and the final point of the path are the same

qi(7i) = gr(7s). (2.48)

This can be archived by making the imaginary time periodical, then the path is closed in time.
Our choice for the imaginary time connects the Planck constant with the temperature

7= hp. (2.49)
Now the connection with statistical mechanics becomes obvious,
—rH T=hf _
(arle™ |an) "="(qle”""|q). (2.50)

Now we can rewrite the partition function in terms of the path integral

Z= /D[q]e —% Jy'* a7 L5(@.0-q) (2.51)

i
Qi=9r

In the case of the Caldeira-Leggett model the Euclidean Lagrange function also depends on the
coordinates x of the environment

L%(q,0-.x) = L§(q, 0,9) + LE(X) + LF(q, %)
- %c’f + V() + % S ma (32 +62x2) anxaq+z 1 Ga  (2s)

(X (y
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The partition function for the total system is then given by

ar Xt
Zior = / Dlq] / Dlxje 7 fi 7 (60-ax), (2.53)
ai X;

qi=qr Xj=Xf

A more detailed derivation can be found in [9, 10].

2.5 Bose Einstein condensation (BEC)

At high temperatures the bose gas satisfies the Maxwell Boltzmann statistic of a classical gas,
so the quantum nature of the particles is not apparent for high temperatures. If we are dealing
with a cold gas at very low temperatures, quantum mechanical effects will become important.
Thus we have to distinguish between fermions and bosons. In order to see the effect of cooling
in the bose gas we are describing it in the grand canonical ensemble, which is an extension
of the canonical ensemble since the system can exchange energy and particles with the bath.
The average energy of the system is given as the sum of the eigenenergies of the quantum
mechanical states multiplied by the average occupation number of that state

E=> nxEy. (2.54)
k

The average number of particles in the gas equals the sum over all average occupation numbers

N=> T (2.55)
k

The average occupation number for bosons is given by the Bose Einstein statistic

_ 1

ng = W with 1% < Ek, (256)

where 1 is the chemical potential that can be physically interpreted as the amount of energy
that is necessary to add a boson to the system. As multiple bosons can occupy the same
quantum mechanical state, the average occupation number can be larger than one. For a
given temperature the average occupation of quantum states with small energies is bigger than
for quantum states with larger energies. On the contrary, the average occupation number for
fermions given by the Fermi-Dirac statistic lies between zero and one due to the Pauli principle.
We are now interested how the properties of the gas change if the temperature tends to zero.
We therefore look at the behavior of the average occupation number

lim > "7 =0 (2.57)
k

T—0

This result is a serious problem, since the total number of particles would be zero, which is
no physical acceptable conclusion. In order to solve this contradiction one can assume that
at T = 0 the ground state of the system is macroscopically occupied. This means that all the
bosons in the gas enter the ground state with ground state energy Eyp, that equals the chemical
potential and is chosen to be zero. The gas of free bosons enters for a critical temperature
T. a new phase that is called a Bose Einstein condensate (BEC). For temperatures under the
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critical temperature and above T = 0 there are still bosons out of the condensate, but their
number becomes zero for T = 0. This situation is described by the momentum distribution of
the occupation number with ¢ =0

% 1
where Ny is the number of particles in the condensate. We can approximate
1 2kaT
exp(Bp?/2m) — 1~ p? (2:59)
Hence we obtain for a three-dimensional bose gas at zero temperature
/d3p n(p) = No. (2.60)

In 2D and 1D the term in eq. (2.59) leads to a divergence in the above integral. This is why
a BEC can only occur in 3D. The phase transition of an ideal bose gas to a BEC was first
predicted by A. Einstein and S. Bose in 1925. The experimental realization was achieved much
later in 1995 with isotopes of Rubidium, Sodium, as well as Lithium. The creation of a BEC is
technically very demanding, since the gas has to be cooled down to very low temperatures and
has to be confined in a potential trap. For further reading see [12,13].

2.6 Bogoliubov theory

We follow the calculation presented in [13]. The physics of an ideal Bose gas at T = 0 has
been discussed previously. One must expect a deviation from these properties, when the ideal
description is dropped and interactions are taken into account. We are going to see how a
weakly interacting Bose condensate can be treated mathematically to derive the dispersion
relation. A technique was provided by Nicolay Bogoliubov in 1947, the so called Bogoliubov
theory.

Since the gas is supposed to be weakly interacting it has to be dilute. In this case the average
distance between the particles is bigger than the range of the interaction forces. So it is sufficient
to consider only two particle interactions. At the temperature T = 0 we are dealing with very
low energies and hence small momenta. It is then justified to describe the scattering process
in lowest order, namely s-wave scattering with scattering length a. In this case the process is
not dependent on angles and the angular momentum is zero. The Hamiltonian for a Bose gas
considering interactions between two particles with momenta p; and p. is given by

p2 + Vo i
H = zp: 5ma% t 5y p%;q by +q@b,— g 3 (2.61)

where V is the occupied volume, m the mass of the boson and a, and a}, are the bosonic
annihilation and creation operators. Vj is the Fourier transformed effective potential for zero
momentum. The first term describes the kinetic energy and the second term describes the
interaction process where the particles with initial momenta p; and p» are annihilated and two
particles with momenta p; + g and p. — q are created. The first order approximation of the
Hamiltonian would be to neglect all terms with momentum p # 0 which gives the ground state
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energy Ey. To obtain the dispersion relation one has to take at least terms which are quadratic
in the annihilation and creation operators for non zero momenta into account and arrives at

Vo %
H= zvagagaoao + Z o apap + 2‘0/ (4a§,a,f,aoap +apal japao + agagapa,p) . (2.62)
p0

In a gas at temperature T = 0 almost all bosons are in the ground state with momentum p = 0.
In this case it is legitimate to replace the annihilation and creation operators for p = 0 by their
eigenvalues

a=vNo, a2 \/No, (2.63)

where N is the number of particles in the ground state. In contrast to the ideal bose condensate,
even at T = 0 not all of the N bosons in the weakly interacting gas enter the ground state. Due
to the interactions a small number of particles remains out of the condensate, which is called
guantum depletion. Hence the normalization condition for the particles is

N=>"aha,+ala. (2.64)
pA0

Using the relation of eq. (2.64) and the results of perturbation theory connecting the effective
potential Vy, the collision parameter g and the scattering length a, one can rewrite the Hamilto-
nian and obtains

H= g2v 2’0 apap+Z+ and_ <2apavp+a,‘5avT +apa_p+ nl;)ng) : (2.65)
P70

with m being the mass of the bosons. The Bogoliubov transformation replaces the bosonic
annihilation and creation operators a, and a by the Bogoliubov operators b, and b that also
obey the bosonic commutation relation

ap = Upbp + vipr_q, (2.66)
a}; = U;b; + V—pb—P'

The coefficients of the transformation

1 1
o (Eron 1Y, (Fmren 1Y (2.67)
P\ 2(p) 2] P 2¢p)  2) '

are chosen to cancel the off-diagonal terms in the Hamiltonian. Thus the Bogoliubov transfor-
mation is a method of diagonalization. Applying the relations of eq. (2.66) and eq. (2.67) to the
Hamiltonian in eq. (2.65) one obtains the diagonal Hamiltonian

H=Eo+ Y e(p)bfbp, (2.68)
p

where the ground state energy in contrast to the ideal bose gas is non zero due to the in-
teractions. The analogy to the energy spectrum of the quantum harmonic oscillator becomes
apparent. In this sense the BEC of weakly interacting bosons can be described as a system
with ground state energy Ey consisting of independent or noninteracting quasi-particles with
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energies ¢(p) that are annihilated and created by the Bogoliubov operators. One has to keep in
mind, that the new description formally describes free bosons, but nonetheless incorporates the
interactions between the bosons. This technical simplification of the problem is the advantage
of the Bogoliubov theory. The dispersion relation of the system is given by

op =97, <p2>2. (2.69)
m 2m

The excitations of the system are identified as sound waves with the sound velocity

Ve = ,/%’], (2.70)

with a phonon like dispersion relation.

2.7 Tight binding (TB) model and charge picture

+1 -1

+1 —1

Figure 2.4 TB path with two kinks and antikinks, indicated as arrows (adopted from [8]).

If the energy of a particle in a harmonic potential is too small to overcome the barrier between
the wells, it is tied to the minima of the potential. The only way to get from one minimum to the
neighboring minimum is by quantum mechanical tunneling, which is called a tight binding (TB)
path. If the energy of the particle is larger than the potential energy the particle barely senses
the presence of the potential and can move nearly unaffected by it. In analogy this case is called
a weak binding (WB) model, where the coordinate of the particle is continuous. On the contrary,

o/ —\U J
q q
0 Qo 2q0 0 o 2qo

Figure 2.5 The left panel shows the first move of the particle at 71 and the right panel the next
move at 7.
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0 o 2qo

Figure 2.6 The particle moves back at times 5 and 74.

the strong influence of the potential in the TB model forces the path g(r) of the particle to be
discrete

q(7) = qok(7) (2.71)
where qq is the distance between two minima, also called TB lattice constant and k() is a
dimensionless function that only takes integer values 0, +1, +2, ... . So the particle is always
localized in the minima of the wells
K
q(7) = |0, £qo, +2q0, +3qo, ---,iECIo , (2.72)

where K is the total number of wells. The tunneling process between two minima can be
assumed to be instantaneous, so that the TB path can be described by the step function

1, if 7>
Or — 7)) = , 2.73
(r =) {o, it <7 2.73)

An arbitrary path can be built by adding up step functions

q(7) = qo Z eif(r — ), (2.74)

where the step size qy equals the tunneling length, if the particle tunnels exclusively between
two neighboring minima. In this case going forward at 7; in the potential means adding a step
function with positive sign e; = +1. Going backward or to the left at 7; in analogy means adding
a step function with negative sign e; = —1. In Figure 2.5 and Figure 2.6 we show a sequence
of tunneling processes and in Figure 2.4 the related TB path. The path in Figure 2.4 is made
up of equally long segments, but in general the time period between two kinks/antikinks is not
identical, since the particle can stay an arbitrary time in each well. The arrows show the direction
of the moves, which are also named

kink — move upward,
antikink — move downward. (2.75)

The TB path can be formulated equivalently in the charge picture, if the sign of the step function
is identified as a positive or negative charge e;

kink — +1,
antikink — —1, (2.76)
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'E ) T3 Tn

1 3 \ \

€4 e €3 s €én
Table 2.1

which is shown for the exemplary path in Figure. For a general path with n kinks and antikinks
we can assign the charges e; + 1 to the kinks/antikinks at 7; shown in Table 2.1.

In order to formulate the partition function in the charge picture later on, we introduce the neu-
trality condition

> e=0, (2.77)

which requires the number of positive and negative charges to be equal, i.e. the particle moves
as many times forward as backwards and thus always comes back to the initial well. A detailed
description can be found in [8].
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Chapter

Mapping between the microscopic
and the spin-boson-system

3.1 The microscopic system

X1 X2

m no

—1/2 +1/2

Figure 3.1 The microscopic double well. The two minima are overlaid with bose tubes with
densities ny and ny, respectively.

We are considering one particle in a one dimensional harmonic potential at zero temperature.
The minima of the potential are overlaid with one dimensional Bose-Einstein-condensates, also
called bose tubes, which represent the dissipative environment. The localization of the tubes in
the minima requires a new description of the coupling between the particle and the environment.
We are going to describe the system microscopically. Hence the system will be called micro-
scopic system. First, we are going to look at the double well with two bose tubes, which can be

25
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seen in Figure 3.1. In order to determine the physical properties of the system, as described
by the spectral function, we are going to map the microscopic Hamiltonian onto the spin-boson
Hamiltonian describing the dissipative two state system. After that we will expand the double
well as a lattice. In the derivation of the microscopic Hamiltonians we follow the arguments
presented in Jaksch et al [14] for cold atoms in an optical lattice.

3.2 Derivation of the microscopic Hamiltonian describing
the double well

The two state system

The TSS has been explained in section 2.1.2. In the microscopic formulation the tunneling
process is expressed as the annihilation of a particle being localized in one well and the creation
of a particle being localized in the other well

HTss = —J(cle, + cjer), (3.1)

where J is the hobbing matrix element and is of dimension energy. The first term annihilates the
particle in the right well and creates a particle in the left well. The second term describes the
reverse situation

cle, 1) =0, cley [1) =11, cler [1) =11, cler [4) = 0. (3:2)

In matrix notation this can be described as follows

0 1 0 0
cle, = (0 0) , cler = (1 0) : (3.3)

The sum of the matrices gives the o matrix

(0 1>+<o o>=<o 1>=UX. 34
00/ " \1 0/ \1o0

Hence the TSS Hamiltonian can be described in Pauli notation as

HT& = —Joy. (3.5)

The interaction

The iteration between the particle and the bose tube is state dependent. If the particle is in the
left well, it couples to the bose tube 1 with density ny. If the particle is in the right well it couples
to the bose tube 2 with density n,. This can be described by the projection operators

pT=<; g>=;(az+n) and P¢=<8 ?>=;(ﬂ—az>. (3.6)

The projection operator checks whether the particle is in the left or in the right well respectively.
The interaction Hamiltonian can be written as

H"e = %(gz +1)Us + %(11 — o) Us. (3.7)
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U describes the microscopic interaction between the quantum mechanical probability density of
the particle in the well and the density of the bose tube

Usp = / A [W7(x) 271 2(0) gy
= N 20apb, (3.8)

where we have applied the normalization condition for the probability density
/d3x|\llr(x)\2 =1. (3.9)

Oab is the collision parameter between the particle in the well and a boson in the tube. Since
we consider a one dimensional tube the collision parameter is of dimension energy times length
and the density is of dimension one over length and hence U is of dimension energy. The
bose tubes are placed symmetrically relative to the minima and thus the particle in the minimum
couples to the densities ny 2(x = 0).

Expanding eq. (3.7) yields

ic 1 1
H"™ = 5020an((0) — 12(0)) + 5 Ga(14(0) + n2(0)) (3.10)
The o,- matrix only appears in the first term and hence only the antisymmetric mode of the
tubes is sensitive to the position of the particle. The antisymmetric mode equals the difference
of the densities

antisymmetric mode — ny(0) — nx(0)
symmetric mode — nq(0) + no(0). (3.11)

We can conclude that the particle couples exclusively to the antisymmetric mode of the tubes.
The analogy of the BEC to the harmonic oscillator provided by the Bogoliubov theory gives
rise to a physical picture. The symmetric and antisymmetric mode can be explained as the
oscillators of both tubes swinging in phase and out of phase respectively. Since the symmetric
mode is not relevant for the coupling we can drop the second term.

The environment

The bose tubes are one dimensional Bose-Einstein condensates. In order to describe the en-
vironment microscopically we apply the Bogoliubov theory of weakly interacting bosons under
the critical temperature. Since there is no interaction between the tubes the Hamiltonian of the
environment is the sum of the Hamiltonians of each tube

mic mic mic
HE™ = Hgy +Hez

= Eo1 + Y _ e(p)blbp1 + Eoz + Y _ €(p)bl,bpe, (3.12)
p P

with ground state energies Eq12) and harmonic excitations ¢(p). The annihilation and creation
operators are the bosonic Bogoliubov operators. The operators are distinguishable by the in-
dices 1 and 2 indicating which bose tube they describe. Since the bose tubes are assumed to
be identical in their physical properties, the ground state energies and the dispersion relations
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are the same. The considerations of this section lead to the Hamiltonian of the microscopic
double well

mic mic mic mic
Haouste = Hrss +HE™ +H,

1
= —Jox + Eot + Eoz + ) e(p)bf bo1 + D _ e(p)blpboz + 5 0ab02(m(0) — m2(0)) - (3.13)
p p

The spin-boson-Hamiltonian of the two state system in a dissipative environment represented
by o harmonic oscillators was introduced in section 2.1.2 and reads

HSB = HP8q + HEP + H®
1 1
= —5hBoy+ Z Eoo + Z hwa bl be, + -5 %: Qoo Na(by + BY). (3.14)
The advantage of expressing the SB-Hamiltonian in terms of annihilation and creation operators,

as shown in section 2.1.2, becomes now apparent. The mapping between the Hamiltonians
requires that they are expressed in the same mathematical form.

3.3 Mapping between the Hamiltonians describing the dou-
ble well

3.3.1 Mapping between the TSS-Hamiltonians

In the case of the SB-system and the microscopic system, respectively, the motion of the particle
in the double well is described as follows

: 1
HI® = —Joy, Higg = — 5oy (3.15)

The comparison of the above Hamiltonians yields the relation between the hobbing matrix ele-
ment J and the tunneling matrix element A

;
J=5h, (3.16)

where J is of dimension energy and A is of dimension frequency.

3.3.2 Environment mapping

The microscopic and the spin-boson Hamiltonians describing the environment of the two sys-
tems

HE® =Y Eoo + Y wab] b, (3.17)

HE“C = FEg1 + Z e(p)b; bp1 + Ep2 + Z G(p)b;;sz& (318)
p P

can now be compared. In the spin-boson system the environment consists of « harmonic os-
cillators and in the microscopic system the environment consists of p harmonic oscillators. In
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this spirit the indices have the same meaning and can be interchanged. Hence we can write
we = w(p). The mapping thus yields

€(p) = hw(p), (3.19)

where ¢(p) is the Bogoliubov dispersion relation and w the frequency of the p-th harmonic oscil-
lator. The ground state energies of the systems can be mapped, too

Eot + Eoz = Y _ Eoa. (3.20)

Since they are only an energy offset, they are not relevant for the physical description and can
be dropped.

3.3.3 Interaction mapping

The mapping between the interaction Hamiltonians provides the most important physical infor-
mation about the microscopic system. We can identify the coupling constant for the microscopic
system. Together with the Bogoliubov coefficients and the dispersion relation describing the en-
vironment we can derive the spectral function eq. (2.2). The form of the function determines
whether the dissipation is ohmic or not. The mapping between the interaction terms of eq.
(3.13) and eq. (3.14), respectively, can not yet be done.

Microscopic interaction Hamiltonian expressed in terms of annihilation and
creation operators

The mapping of the interaction term
o 1
HI™ = 502Gan (m(0) — n2(0)), (3:21)
requires a description of the real space densities n;2(0) in terms of bosonic creation and an-
nihilation operators in momentum space. This can be achieved by applying the Fourier trans-

formation followed by a Bogoliubov transformation. The densities n; in real space and n, in
momentum space are related via Fourier transformation

1 .
=y > e =wiv, (3.22)
p

where x; is the coordinate, p the momentum and V the volume of the condensate with dimen-
sion one over length. The \II,T and V; are the creation and annihilation operators in position
representation. Since we are dealing with a one dimensional bose tube the density and the
volume have dimension one over length. The inverse transformation is continuous

Np = /dx,- nje ~'PXi

_ / dx; W e —Px, (3.23)
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The creation and annihilation operators in position and momentum representation are con-
nected via Fourier transformation

1 )
\UT=7§ :e—|kX[aT’
i \/V p k
’ (3.24)
w'zii eik’X,'a/’
] \/V -~ Kk

with momenta k and k’. Inserting these relations into eq. (3.23) yields

1 : /
np = /dx,- Z Va,iak/ g ~ilprk—K) (3.25)
k,k’

We use the integral representation of the delta function

%4
/ dx; e “XPR—K) _ V5(p + k — K'). (3.26)
0

Hence the density in eq. (3.25) becomes

V .
=7 %{: alapd(p+k — k')

= alap. (3.27)
k

Inserting the result into eq. (3.22), we obtain an expression for the real space density depending
on creation and annihilation operators of the Fourier space

1
ni=Y. Ve P al g p- (3.28)
p.k

The particle in the well couples to the density at coordinate x; = 0 like shown in Figure 3.1,
hence the density becomes

’
ni(xi=0)=>_ Va;akw. (3.29)
p.k

Since we are describing a Bose-Einstein-condensate, we are interested in the ground state
with zero momentum, We therefore only consider Fourier components for which at least one
operator has zero momentum. Since there are two indices in eq. (3.29), there are two ground
state components

’
k=0: Zvaj,ao
D

1 (3.30)
k=—p: > Vaga_p.
D
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After expanding the sum over momentum Kk in eq. (3.29), we hence obtain
1
ni(x; = 0) = ;a0 Ep: (a}, + a,p)
1
= (Zp: af,+%:a_p/) . (3.31)

We redefine p’ = —p and arrive at

ni(x; = 0) = lvao (Z ah+> ap>
P P

-2 p (20+ab). (3.32)

The real space density is now expressed as a sum of creation and annihilation operators in
momentum space. Inserting eq. (3.32) into the interaction term in eq. (3.21) yields

He - %gabaz (m(0) — na(0))
- %gabgzi\j ((a:ﬂ + ap1> - (a;r,g + apz))
p

1 a
= §gabUzVO > (af,1 +ap —al, — apg) : (3.33)
p

In order to perform the mapping between the systems, the Hamiltonian has to be of the same
form as the SB-Hamiltonian in eq. (2.19). This can be achieved by introducing the Bogoliubov
transformation

= * pf
ap = Upbp + VI b,

(3.34)
ah = uybh + v_pb_p.
We then obtain for the interaction term in eq. (3.33)
i 1 a
HMe = §gab0270 Z(ur*ﬂ b;ﬂ + V_pt1b_pt + Up1bpt + V2 bT_p1 — u;2b;2 — V_pob_po—
p
— Upabpz — V7 ;pb! ). (3.35)

As the bose tube 1 and the bose tube 2 are assumed to be totally identical in their physical
properties we can set up some symmetry relations for the Bogoliubov coefficients

UP1 = Up2 = Up, pr1 V—p2 = pr

(3.36)

* * * * * *
Up1 = Up2 = Up, V_p1 V_p2 = V_p.
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Applying these relations, eq. (3.35) reduces to

i 1 a " * *
H™ = §gabozvo (upbly + v_pb_pt + Upbpt + v bl o — uzbl, — v_pb_po—
I
— Upbpz — V2 b )
1 a N "
- 502 lz (upbjs + Upbor — bl — Upbez )
o
+>° (V_p,b_p,1 + Vbl = Vb — vip,bipz)] : (3.37)
o

As shown in the calculation of the density in (3.32) we can redefine the summation index p’ = —p
and obtain

c 1 a *
H™ = EQabUZVO (U;bZﬂ + Vpbpt + Upbpt + V;b/; - U;bzﬁ ~ Voo = Upbpz = v b;z)
p
1 ao * *
= 59077, (Up (bgn - bgz) Y (beﬂ - bgz) + Up (bp1 — bpz) + v (b1 — bp2)>
p

1 a
= égabazvo > (up+vg) b+ (vp+ p) by (3.38)
p

To simplify the term above we introduce new, possibly non-normalized antisymmetric creation
and annihilation operators

B = A (bl — bl,) .
bp- = A(bp1 — bz)

We still have to consider the normalization to make sure, we are dealing with bosonic operators,
which means they have to satisfy the bosonic commutation relation

[bp—s b;—} = A [bp‘ ~ oz, By bIEZ]
= A2 | By, by — bl | — A% [bye, bl — b

(3.39)

= A2 [ b1, Bl | ~ A% b1, ba| ~A? | [Bo. Bl | — [ oz, Bl
i i

=1 =0 =0 =1
=(1-0—-0+1)A% =24 (3.40)
We then obtain for the normalization factor
1
2A=1=A=— 3.41
7 (3.41)

Where the fact has been used, that the Bogoliubov operators fulfill the bosonic commutation
relation [b,-, bjT] = ;. With the result of eq. (3.41) the antisymmetric operators of eq. (3.39) read

\@bp— = (bm - bp2) :

(3.42)
T T T
Vabj = (bly ~ bl).
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Inserting these results into eq. (3.38) yields

1 a \/é * *
59a0z 2 > (U5 + V) b+ (vo+ p) by- ). (3.43)

p

HII'niC -

Assuming that u, and v, are real numbers, we arrive at

o 1 2
e Egabazaoi\\/f (Vp + Up) (b},_ + b,,_) . (3.44)

p

We achieved that the Hamiltonian has the same form as the one in eq. (2.19). Summarizing the
result of this subsection the microscopic Hamiltonian reads

H™ = —Joy + Egq + Eoo + Ze(p)b;r)1 bpt + Z 6(p)b;;2bp2+
p P

1 apV2
+ EgabO-ZOT (Vp + Up) (b;)_ + bp-) . (345)

p
The coupling constant

The comparison of the Hamiltonians of eq. (2.19) and (3.44)

1
HS® - — 50200 Z Ao (bo +bY),

o 1 agV/2
H™e = EgabUZOT (Vo + Up) (b;g_ + bp7> : (3.46)

p

yields

QD V2gap
Vo

V2aygap [2Mawa
Co = — qu : h (VP + Up)
- _L@qiab VT (v v ). (3.48)

As mentioned before the indices can be interchanged and the coupling constant becomes

c(p) = _25‘?;@ N m(p;;"(p) (Vo + p) . (3.49)

Ao = (Vp + Up). (3.47)

Using eq. (2.20), we obtain
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As the coupling constant enters the spectral function squared, we are only interested in the

squared sum of the Bogoliubov coefficients

2
p? p?
> amtgn 1 Japtgn 1
(tp+ Vo)" = (\/ 2cp) 2 \/ 2¢(p) 2

Biron 1, | (fnron 1) (fmron 1), fmron 1
2¢(p) 2 2¢(p) 2 2¢(p) 2 2¢(p) 2
_572"+gn7 é’%+gn 271
e(p) €(p)
2
o 2
G+an (57; + gn) — €(p)? (3.50)
e(p) €(p)? ' '
The Bogoliubov dispersion relation ¢(p) reads
2 gnp2
(o) = I (zm)
p? ?
_(F _ 2
- (2m +gn) (gn)?. (3.51)
Hence eq. (3.50) can be simplified as
2 2
2 4 gn (% + gn) - (% + gn) — (gn)?
(UP + VP) = =M - 2
e(p) €(p)
__F
= omap)’ (3.52)
If we square eq. (3.49) and then insert the expression into eq. (3.52), we obtain for the coupling
constant
28595, m(p)w(p) P
2 _ 0Jab
c(p)” = VE@h  me(p)’ (3.53)
where m is the mass of a boson and m(p) is the mass of the p-th harmonic oscillator and hence
p) is given as

a parameter. The Bogoliubov dispersion relation (

/ p29n ngn Py
4mgn

_1pl /97 P

=lply/ oy /1 Amgn’ (3.54)

Since we describe a BEC, we are only interested in the dispersion relation in the limit of small

momenta. The expansion of the square root reads
1
(3.55)

1
v1+xz1+§x—§x2+...
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Applying the above equation in first order the dispersion relation in eq. (3.54) has a phonon-like

form

n

ep) ~ lpl |/ 2 = |p| v,
n
Ve = ,/%.

Inserting the result of the expansion in eq. (3.56) into eq. (3.53) yields

where vs is the sound velocity

2a59%.w(P)m(p) |p|
2 _ 0Yab
C(p) - qugh mVs

We arrived at an expression for the coupling constant of the microscopic double well.

The spectral function

The spectral function for the Caldeira Leggett model reads

2
J(w) = gz <mcfu )5(w—wa).

We can replace the sum by an integral in the limes

n
Jim 3 ip)ap.- - [ ferdp.
I=
The distance is given as

Apy = Apy = Apo = ... =App_1=——.

Inserting the above relation into eq. (3.60) yields

n
. %4
im 3 )= 51 [ ferdp.
We then arrive at the integral expression of the spectral function

4 c?(p)
JWw) = — /d ——(w—w .
(W)= [ dp (o)D) ( (p)
Inserting the result for the coupling constant of eq. (3.58), yields

1/ agggb 1P|
J©) = 57 / S e~ (p).

(3.56)

(3.57)

(3.58)

(3.59)

(3.60)

(3.61)

(3.62)

(3.63)

(3.64)

The result of the environment mapping in eq. (3.19) gives the relation between the dispersion

relation and the frequency

_ <P _ Iplvs
W(P)—T— n

(3.65)
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where we inserted the small momentum expansion of eq. (3.56) for the dispersion relation.
After inserting the above result into the delta function of eq. (3.64) the integral can be evaluated

[ & o) ol Vs

-5z [ o0 (4 )
0
_ e (3.66)
Vgsmv3
For the sound velocity in the denominator we write
=9 (3.67)

S m

In the case of a BEC the zero momentum operator ag is the c-number /Ny, where Nj is the
number of bosons in the ground state. Due to the interactions between the particles in the
condensate, not all of them enter the ground state, so that the total number N of particles does
not exactly equal the number Ny of particles in the ground state (quantum depletion). Hence
the ground state density ng or density of the condensate is
a% No N

nO_V_V—T/V_n, (3.68)
with dimension one over length. Inserting eq. (3.67) and (3.68) into eq. (3.66) yields the spectral
function

2
J(w) = 0% ]

w, 3.69
ng CI(%VS ( )

where g, is the collision parameter between a particle in the condensate and the particle in
the well, whereas g is the collision parameter of two particles in the condensate. The spec-
tral function for the microscopic system is proportional to the frequency, thus we have ohmic
dissipation.

Dissipation coefficient and coupling strength of the microscopic double well

In the case of ohmic dissipation the spectral function can be written as
J(w) = nw, (3.70)

where 7 is the dissipation coefficient. From eq. (3.69) we can therefore read off the the dissipa-
tion coefficient

_ nogz, 1

ng QS Vs

(3.71)

The dissipation coefficient is of dimension action over length squared and the spectral function
has the dimension mass times frequency squared. The dissipation coefficient can be converted
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into the dimensionless coupling strength

aon 3
2rh
1 mogé, 1
= o h v (3.72)

A little auxiliary calculation helps to simplify the coupling parameter
1 m 1 /gm
- = — /2=, 7
hvs  \ gni? ~ g\ nh2 (3.73)
Then the coupling strength in eq. (3.72) becomes
_ 1 mgs 1 [gm
“= 27 ng gV 2

_ 1 mogs,
= or V7 (3.74)

The quantity v expresses the ratio between the interaction and the kinetic energy of a particle
in the condensate

Einr _ gm
= = 2. 7
7= En i (3:79)
The energies have been approximated as follows
hek? 1p H2nP D
Eimn~_ P00 £, Pon (3.76)

m m

In the case of a one dimensional condensate the density n and the wavenumber k have the
dimension one over length and we are allowed to replace the wavenumber by the density. The
coupling strength « of the particle and the tubes is strong, if the interactions between the bosons
in the tubes are strong.

3.4 Microscopic lattice

We expand the microscopic double well and consider a particle tunneling between the neigh-
boring minima of a periodic potential. Each well j is overlaid with a bose tube of density n;. We
are going to set up the microscopic Hamiltonian and determine the physical parameters of the
system.

3.4.1 Derivation of the microscopic Hamiltonian describing the lattice

By expanding the double well to a lattice, the TSS becomes a multi state system. In order to
describe the lattice we introduce the annihilation and creation operators ¢; and c! of a particle on
site j. In the microscopic multi state system the particle in the j-th well couples exclusively to the
density n(0); of the j-th bose tube, see Figure 3.2. Like in the case of the double well the bose
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nj—4 n; Nji Njy2

lattice site

j-1 j j+1 j+2

Figure 3.2 The microscopic lattice. The particle in the well j couples to the density of the j-th
bose tube.

tubes are described by the Bogoliubov theory of a weakly interacting BEC. The Hamiltonian for
the microscopic lattice thus reads

H™ = —JY clg+> ep)blby + > Udlg. (3.77)
(.f) P i

The first term describes the tunneling between two neighboring lattice sites (i, j) with the hob-
bing matrix element J. The second term describes the environment, where b,; and b;j are the
bosonic Bogoliubov annihilation and creation operators of the j-th bose tube. The last term
describes the coupling. The interaction energy for the coupling to the j-th tube is given as

U = gabn;(0)
ao
=gy > (an+ay), (3.78)
p.J
where we used the result of eq. (3.32) to express the density by creation and annihilation
operators. Analogous to the case of the double well, we can argue that all j bose tubes are

identical. Hence we can use the symmetry relations of eq. (3.36). Assuming that the coefficients
are real numbers yields for the Bogoliubov transformation

= , i
apj = Upbpj + V_pb_

(3.79)
al; = upbl, + v_pb_p.
Then the interaction energy becomes
ao
ij = gabV Z (upb;j + Upbpj> + Z (V_p/bT_p,j + V_p/b,p//‘)
p.J P
p'=—p  &o

=P gav sy D (Unbpy + Vbl + Upbly + Voby) (3.80)

p.J
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a

Py
=g’y Y ((vo+vo) (Bly+ b)) (381)
Py

Inserting the above result into eq. (3.77) yields

i a
H™® = —J > cle+ " cp)blyby + Y- g (o + Vi) (Bl + by ¢l (3.82)
ij p.J P

3.4.2 Physical parameters of the microscopic lattice
The interaction term of eq. (3.82) leads to

A(P)iattice = QLVaO (Up + Vp) . (3.83)
Since there is no dependence on the index j, the coupling between the particle and each bose
tube is identical. The structure of the above expression coincides with the result of eq. (3.47) for
the microscopic double well, if the TB lattice constant qq is chosen to be equal one, as shown in
Figure 3.2. Still both expressions differ by /2. Taking this factor into account we might define,
analogous to the double well, the dissipation coefficient and the coupling strenght of the lattice,

respectively

Mogap 1
2ng vs’
1 1 nog, 1 1 nyg?
Qlattice = nlattice% = 4r (;%ab S A I(’)lggb NGE
S

Nattice =

(3.84)

The comparison with the coupling strength of the microscopic double well in eq. (3.74) yields
Odoule = 20atice- (3.85)

We must conclude that the coupling of the expanded system differs from the double well. This
originates from the normalization factor 1/4/2 in eq. (3.41) of the antisymmetric annihilation and
creation operators. Form a physical point of view, the difference therefore arises, because the
particle in the double well couples to the antisymmetric mode (ny — ne), but in the case of the
lattice it couples exclusively to the tube n; corresponding to the well j.
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Chapter

Effective action

4.1 Density matrix of the reduced system

We follow the calculation in [8]. Our goal is to derive a form for the density matrix that only
depends on the coordinate g of the particle, so we have to eliminate the explicit dependence on
the coordinates x of the environment. The calculation is rather extensive, so it is a good idea to
have a short survey of the important considerations of the calculation. The connection between
the imaginary time path integral formalism and statistical mechanics was shown in section 2.4.
In the Caldeira Legget model the density matrix for the total system is given by

b= ZL / Dla()] / Dlx(r)] @ ~ }(S6(@)+5i(ax)+5(0)
tot

1

1 —15g —1(Si(g.x)+Se(x
- 5 [ Plar [ Dix(rie i@ e iSian:sito, (@.1)

The coordinates of the harmonic oscillators can be divided into a classical part X and a fluctuat-
ing part y describing the quantum mechanics

X=Y+X. (4.2)

Applying the coordinate transformation of eq. (4.2) to the density matrix gives

p= i /D[q(T)]/D[y(T)]e —#55(a) g — % (Sm(®)+Se(y) (4.3)

With the help of the coordinate transformation the interaction term and the environment term of
the action decouple. This is only possible because the coupling between the environment and
the particle is assumed to be linear. As a consequence we are able to rearrange the density
matrix as following

b= % / Dlg(r)]e —%(ss<q>+smﬂ(i>zlE / Dly(r)]e ~#5W), (4.4)
Ze

where Z is the partition function of the open damped system, also named reduced system.
The partition function Zg of the environment is exactly canceled by the path over the quantum

41
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fluctuations, so the density matrix of the reduced system becomes

- %/D[Q(T)]e — 7 (Ss(a)+Sm (X)) (4.5)

Since the classical part x of the harmonic oscillator coordinates can be related to the coordinate
g of the particle by solving the classical equations of motion, we obtain a reduced density matrix
that exclusively depends on the coordinate g

f/p[q e~ +(Ss(9)+Sm(q) _ /D[q e~ ot (G) (4.6)

The effective formulation of the system coupled to the environment does not explicitly depend
on the environment. The influence of the environment is implicitly incorporated in the influence
action.

4.1.1 Derivation of the influence action

To give more insight in the derivation of the influence action we reproduce the most important
steps of the calculation shown in [8]. The influence action only depends on the coordinate q
of the particle. Hence we have to consider the terms of the Lagrangian, that depends on the
coordinate x, of the environment

1 > 2 1 ¢2¢2
Lg + L, + counterterm = 5 za: m, (X2 + w2 x2) Z CaXaQ + Z S mZ 4.7)

The discrete Fourier transformation is given by

1 .
%a(T) = 53 > Xane ™,
n

1 ' (4.8)
_ lvpT
90 = 75 Z ane ",
with the the Matsubara frequency for bosons
2mn
Vp = ;7 (4.9)

Inserting the Fourier transformation of eq. (4.8) the action can be rewritten as

/dT <2h262 > om

a,n,n’

/dT <h262 Z CaXan€ " Qr eW”/T>

a,n,n’

hB _ .
1 C2 qn e W"TCIn’ eyt
+/dT ( > 2232 Maw?

(a‘rxan e IynTaTXom’ elvwT 4 Wixan e IV”TXan’ e Iyn/'r)>

(4.10)
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/dT (271252 Z o ( (anom” UpVpy € —i=vm=v)r + W(Z)(X(xnxom’ € i(UnV”’)T)>

,n,n’

/dT (hzﬂz Z CaXanqn, |( Vn—Vn/)7—>

a,n,n’

1 C q q/ —Vvp— I/n/T
/m(Z T L ”mawz ) (4.11)

nn’

If the coordinates x,, and the coordinate g are real, the Fourier components fulfill
—UVnp =V_p, Xan = X;(in), qn = qin (412)

The delta function is given as
/ dr e 7T Z BBS(v_p — vp). (4.13)

Applying the above relations simplifies the expression for the action

SE,| 2715 Z ma ;( )Xan/l I/nVn/(s( - l/n/) + wiX;(_n)Xan/é(V,n — Vn/))
a,n,n’
CAq" nQn 6(V—n — Vi)
Z CaXiy—ry A S(von — vw) + 2h 3 e : (4.14)
a,n,n’ a,n,n’ ala

We can now perform the summation over n. The delta function leads to the following condition
V_p=Vy = —N= n/. (4.15)

We then obtain

1 2
Sei =57 > Mo | XomXan P Vo v + AKX Xaw | — i Z Ca Xy Qrr
B —— B

a,n’
=(—vp)

1 Coz qn’ qn
+2_ 58 213 Maw?

a,n’

ZHBZm (Ixan/\ V2 + w2 | Xan | ) cha anfqn/+Z+2;w m‘q:z . (4.16)

In the last expression the index n’ can be replaced by n. We have mentioned in the previous
section that a coordinate transformation as in eq. (4.2) is necessary to decouple the action.
The fluctuating term will be canceled as shown in eq. (4.4). Hence we are only interested in the
classical part

M 1
Sint = 7 g 2 & lonl (4.17)
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where M is the mass of the particle in the potential and

[e3

It is convenient to express the above equation in terms of the spectral function

&n = Mzmaoﬂ 1/,,+w2 M’/T/d Vn+w)

This can be seen considering

o 7 Jw) 12
] 8 (Z+a?)
0

Employing the definition of the spectral function

eqg. (4.20) can be written as

1
M

2 1 V2

o JR—
dw %: Mawa W (V2 + wz)

5((*) - wa)

n

- oo

PO,
M &~ muw2 (VB +w?)

n

The above expression coincides with eq. (4.18). Hence the influence action of eq.

becomes

S = z/d Ct 2>|n|2.

In the case of ohmic dissipation the spectral function reads
J(w) = nw,

where 7 is the dissipation coefficient. Then eq. (4.23) can be written as

V2
Sinft = Z / 7) |Gnl?
%,_/
% [l

11
=23 Z’? |Vn| |qn|2

(4.18)

(4.19)

(4.20)

(4.21)

(4.22)

(4.17)

(4.23)

(4.24)

(4.25)
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In order to rewrite the influence action as an integral expression we use the relation of eq. (3.60)
that we applied to the spectral function in section 3.3.3

n
nIi_)mOOg:f(y,-)AuM = / f(v)dv (4.26)
=
where the interval is given as

AVQ = AV1 = Aug = % (427)
In the limit n — oo the frequency interval Av becomes very small and we therefore consider the
limit 8 — oo. Hence the integral formulation of the influence action in eq. (4.25) is obtained for
zero temperature and reads

115
S = 2hﬂ25/dun|u||q

- & [dvllaf = & [ vl atia

(4.28)
To get the influence action of eq. (4.17) back in real space, we insert
av) = [ dratrye 7,
. (4.29)
a0 = [dratne.
and obtain
Sinil = /dT/dT q(r /du|u\ e =", (4.30)

We calculate the Fourier transformation of |v| with — 7' = 7

0 [eS)
dV ivT dv ivT dv ivT
7| | e = Z (_l/)e + — rve
~——

2m S—~—
—00

,la eiv? }a;e“’*

0

a Zody /dye.w)
([T el

LY (4.31)
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Then eq. (4.30) becomes

Sinfl = —gzr/dT/dT/q(T/)q()Tz)- (4.32)

(r—7'
The influence action does not change, if = and 7' are interchanged, hence it is symmetric in
both variables. It is convenient to rewrite the above expression, we therefore consider

4mal) = 5 (4)+ P~ (a) - o)) (4.39)

Due to symmetry considerations the terms only depending on 7 or 7/, respectively, do not enter
the influence action in eq. (4.32), a more detailed explanation can be found in [8]. Hence we
obtain

\\2
Sinﬂ = %/dT/dT/ —(Q(T) — q,()z )) . (4.34)

(r—71

The influence action was derived for linear and non-local coupling, ohmic dissipation and zero
temperature. Except for the non-local coupling the microscopic system fulfills all these con-
ditions. Therefore the difference in the coupling will lead to a different influence action. The
effective action for the system coupled to the environment reads

N\ 2
Seff = Ss + Sifl = /dT <;Mq2 N V(q)) + %/dr/d% %_ (4.35)

4.2 Effective action in the TB model

The formulation of the effective action in the TB model leads to the Coulomb gas formulation of
the influence action, which provides a suitable framework to elaborate the difference between
the microscopic system and the spin-boson or Caldeira Leggett system.

4.2.1 Influence action in the charge picture

1.0 F

%

08 F

o

06

o
=

04 F

)
1/2 +1/marctan (r/k)

o
i

=S

00 & " I
- 10 - 05 0.0 0.5 1.0
T

Figure 4.1 Left panel shows the step function and the right panel the analytic approximation
by the arctan-function for x = 0.01.
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We follow the calculation presented in [5]. In the TB ansatz the path of the particle can be
expressed in terms of charges ¢;

=q ) eiblr —m) T 0 eif(r — 7). (4.36)
i i
We can now use the continuous Fourier transformation and derive eq. (4.36) with respect to 7
/dTaTq(T) o _ qo/dTa Ze, (=)
—iw/qu(T)e—' —qO/dTaf et

= g(w qof Z eje“n, (4.37)

In order to calculate the Fourier transformed coordinate g(w) of the particle, we analytically
approximate the step function

0(r) = %+ lim 1arctan( ) (4.38)
k—0 T K

The parameter « defines the width of the jump. The smaller the parameter «, the greater is the
steepness, or expressed in time, the faster is the tunneling process. Hence the step function
describes an instantaneous tunneling process and the arctan-function describes the tunneling
process that costs a certain amount of time Ar. The functions are compared in Figure 4.1. The
constant term 1/2 in eq. (4.38) has no relevance, because it would lead to a constant term in
the action, which has no impact on the physics. We therefore make the following TB ansatz

£(r) = + arctan (3) . (4.39)
™ K
Derivation with respect to 7 yields
D)= L (4.40)
TIT) = 7T 7'2 + I'€2 ' '

This expression can be Fourier transformed
1 K —iwT —Klw|
hw)=—- [dr————e =e . (4.41)

-
m 72 + K2

The results of Eq. (4.40) and Eq. (4.41) can be found in [15] Tab. 8.1 and 21.14.3. Inserting eq.
(4.41) into eq. (4.37) and assuming that w € R, we obtain

i o
q(w) = go—e " Z e,
: ’ (4.42)
g =—q e ") eem.
I
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With the above relations the influence action in momentum space of eq. (4.28) reads

Sinfl = /dw\w\q
qO77 o Klw| iwTj _i —k|w| A —lwT;
/dw|w|< e Zee —e zj:e/e i
b T —2nfu] 4 iwlm—1)
- z,,: eiej / dw ol e e i (4.43)
We use the relation between the charges of eq. (4.85)

Ze,e, Ze,e, Ze = Ze,e, Ze,e,+2e (4.44)

i i
Then the influence action of eq. (4.43) reads

L A —2k|w| p lw(Ti—T))
Sinfl = p. (Z e/ej"'ze ) / dw e e i

i

qon [Ze,e,/dwe‘Z““|e'“T' 7) +Ze /dw—e‘Z“‘“' e w(mi~ T’]. (4.45)

i 0

Since we consider charges e; = +1, we can replace

n n
Y ef=) 1=n, (4.46)
i i

and obtain for the influence action

Sint = q"n [Ze,e, / dw—efz"‘“‘e'“' Tf>+n/dw MI]. (4.47)
i

— 00

We can use the result of eq. (4.88), that was obtain by implementing the neutrality condition
n n
d eg=-n = n=-> ee. (4.48)
i i
Then the influence action becomes

Sinfl [Ze,ej/dwe—anele, ) Zelej/dw —2mwj|

i7 S i —

qonZe,e, /dw—e*2“|w‘{ e w(ri=m) —1]

i

asn K2 + (1 — 7)) /4
= Z eie;log <2 ) (4.49)

- K
i
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As mentioned above the tunneling process itself can be assumed to be nearly instantaneous,
hence the parameter « is very small. Also the quantum mechanical probability for the tunnel-
ing process between two neighboring minima is very small. Taking these considerations into
account, we conclude

K<L T — T (4.50)

In this case the influence action of eq. (4.49) can be written as

S qgn u I (Ti - Tj)z
infl =~ %}: e;jejlog a2

BN gepiog T
= Z eiej2log <2K
i)
=_@iee|og M =_@Xn:e,e,|o M (451)
271'/,#1/ 2K 27Ti_7/jljg T ’ '

where we chose the cut-off or minimum kink/antikink separation to be 2x = 7. In the charge
representation of the influence action the coupling between the environment and the particle is
expressed as a logarithmic interaction between the charges. This model is also named Coulomb
gas model, so in the case of a equal number of positive and negative charges one speaks of
a neutral gas. The indices i and j are different, so self interactions are excluded. The effective
action in the TB model reads

B
Seff = Ss + Sini

n
%1 3~ [7i — 7]

T

where s is the action of a single kink/antikink, for a path of n kinks and antikinks it appears n
times.

4.3 Interaction Lagrangian and influence action for the mi-
croscopic system

To form the influence action for our system, we revisit the result of eq. (4.34) for the Caldeira
Leggett model that has been derived for linear coupling

U , (q(7) — q(r"))?
Sintl = E/dT/dT W (4.53)

The influence action is non-local and does not depend on the position of the particle. In our
system the minima of the potential are overlaid with bose tubes. Therefore the particle can only
couple to one of the bose tubes if it is in one of the minima Xx; of the potential. This constraint
can be formally expressed by replacing the coordinate g(7) of the particle by a delta function

q(r) = qo Y 8(q(r) — x)). (4.54)
i
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For every well the delta function evaluates whether the particle is in the minimum of the well or
not

oy Jo it q(n) #x
5(q(r) /9)—{1 it g =x (4.55)

In this sense the path of the particle through the potential is split into j paths for every single well.
Consequently the coordinate of the particle in the interaction term of the Euclidean Lagrangian
in eq. (2.52) has to be replaced according to eq. (4.54)

Li==) CXq — Lj==) cax,qod(q—x), (4.56)

o

so the particle couples to the coordinates x/, of the jth bose tube if it is in the x;th minimum. As
the coupling is still linear the form of the interaction term has not changed, hence the derivation
of the influence action in section (4.1.1) does not change except for the replacement of the

coordinate ¢
0= L , (a00(g(7) — k) — God(q() — k)
Sini = an zj:/dT/dT P . (4.57)

The system is no longer called 'microscopic system’, but will now be called §-system due to the
form of the interaction.

4.3.1 Double well and delta double well

Qod(q(7) — X1)
A
Qo—
0 >
T T T T > T
T4 T2 73 T4
q(7) Q0d(q(7) — xo)
A A
Go~ %
0 0-
T T T T > T T T T T > T
T To T3 T4 (B T2 73 T4

Figure 4.2 The right panel shows the path of a particle in the double well, with an alternating
sequence of kinks and antikinks. The right panel shows the paths of each well,
which are complementary.

In order to study the difference between the delta system and the Caldeira Leggett system with
continuous coupling, we have to find a relation between the path through the potential and the
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path for each well as it is motivated in eq. (4.54). For a start we are going to have a look at the
double well. The two minima of the potential with minimum separation g are chosen to be

X =0 and xq=qo. (4.58)

In the TB model the particle in a double well has two possible positions
q(r)=Xx =0 and q(r) =X = qo, (4.59)
so it will tunnel back and forth in the double well between the two minima. In this case the
relation between the path q(7) through the potential and the paths for each well is quite simple,

because the particle has only two options. Strictly speaking, we know that the particle has to be
in the well xg, if it is not in the well x;

a2 40 i A =a
q3(q() — X)) = qo — q(7) = { Q. if qr) =0 |
¢ g (4.60)
_ B qo, | 7)=4qo
9od(q(7) — x1)) = q(7) = {o, if q(r)=0 .

The path for every single well evaluates at which time the particle comes into the well and at
which time it leaves the well. The comparison of the paths is shown in Figure 4.2. Inserting the
relations of eq. (4.60) yields the influence action for the delta double well

go—double _ n i/dT/dT/ (QO5(Q(T) — X/) — qod(q(r’) — Xj))2
47 =

infl (r — 7./)2
7 , (908(q(r) — X0) — God(q(r') — Xo))°
_47T</d7'/d7 (T—T’)2
, (q08(q(r) — x1) — qod(q(r’) — x1))°
+/d7/dr e ) (4.61)

Inserting eq. (4.60) into eq. (4.61) we obtain
2
S % = ( / dr / dr’ (q" - / dr / dr’ (T) 9 ) (4.62)
2
=473T</d7/d77_7 /dT/d — ”) (4.63)

ol [gr [ g (a0 —q0)?
‘24w/d /d (r — )2 (464

Since the coordinate q(7) is describing the motion of a particle in a double well without the
constraints of two bose tubes, we can conclude

S-doudle _ p gdouble (4.65)

infl
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4.4 Influence action for the delta system
in the charge picture

The coupling between the environment and the particle in the charge picture is expressed as
interactions between the charges. Therefore a change in the coupling manifests itself in a
change of the interactions. For the interactions in the case of continuous coupling there are only
two restrictions. The total number of charges has to be zero and there are no self interactions,
apart from the fact that every charge e; interacts with every other charge e;

2 A
Sintl = 7% > egjlog |TTT’| (4.66)
i
This can no longer be true for the delta system, because the coupling is restricted to each well.
Accordingly, only the charges or kinks and antikinks belonging to one well interact with each
other. To find an exact expression for the interactions in the case of the delta lattice we have
to determine for an arbitrary path when the particle is in which well. For the description in the
charge picture, we will use the same notation and assumptions as introduced in section 2.7. So

the initial charge is ey at 7y with g 2 0, the necessity of this choice will become clear later on.

4.4.1 Charge condition

k(T) k(T)

3 3 1

2 2

194 nn m» nun w ’—I_l_" 14 ,_I_I_’_I_‘ 7 T8 9 Ti0

0 — L — ! T 1 T 0 1 T T ——— L T
14 L‘ ’_‘ T7 T8 To9 T10 14 T1 T2 T3 T4 T5 Te |__| |

-2 -2

-3 -3

Figure 4.3 Two exemplary TB paths in a lattice.

To solve the problem we can adopt the idea of the delta function in eq. (4.54) and rewrite it as
a charge condition

j . i S
5 Z e k| = 1, !f Z]/. e=k— part!cle !s in wgll k (4.67)
n 0, if >, e #k — particle is notinwellk .

The delta function is based on the fact, that the sum over all charges from ey at 1 to the the
charge e; at 7; has to be 0 in order to be in the well k = 0 at 7; and has to be 1 in order to be
in the well k = 1 at 7; and so on. This condition is path-independent as shown for two paths
in Figure 4.3. The dashed line shows the k = —2-well. For the left path the particle reaches
the well at » and 74, we can read off the distribution of the charges and hence the sum of the
charges yields

e1+62=—1—1=—2, €1+€2+€3+€4=—1—1—1+1=—2. (468)
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For the right path in Figure 4.3 the particle reaches the k = —2-well at 7g. In this case the sum
of the charges is

e1+e+e3+es+e5++e7+eg=+1+1—-1+1-1-1-1-1=-2. (4.69)

4.4.2 Interactions for the path of each well

Since we are interested in the interactions between the kinks and antikinks belonging to one
well, we have to think about the general structure for the path of each well. In section 4.3.1 we
discussed how the path through the delta double well is split into two paths, which in principle
does not change for the delta lattice. The path of each well has the structure

... — kink — antikink — kink — antikink — ... or ...+—+—.. . (4.70)
There are three possible interactions for each path

kink < kink = (KK)
kink < antikink = (KA)
antikink <> antikink = (AA) . (4.71)

We now have to express these cases in terms of the charge condition in eq. (4.67). The kink
appears because the particle comes into the well and the antikink because it leaves the well.
The kink satisfies the charge condition, whereas the antikink appears because the kink before
satisfied the charge condition. To express the appearance of the antikink we therefore have to
shift the index j in the charge condition

i—1
§ <Z e — k> . (4.72)
1=0

One has to understand that we could not have shifted the k value, because the interactions
have to belong to the same well. Since not only neighboring kinks and antikinks interact with
each other, we have introduced a second index i that runs independently from j. In the case
of an KA-interaction both conditions in eq. (4.67) and (4.72) have to be fulfilled, so that the
interaction condition is built as a product of delta functions. The same arguments hold for the
KK- and AA-interaction

J i
KK— > (Ze,—k) 5 (Ze,—k) :
i / /
j i—1
KA—>25<Ze,—k>5<Ze,_k>, (4.73)
i / /
j—1 i—1
AA =35 (Ze,—k) 5 (Ze,—k) :
i / /
where the well k is arbitrary, but determined. As self interactions are not allowed the indices i

and j have to be different. The interaction between all the kinks/antikinks for one well can be
physically interpreted as a memory of each bose tube.
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4.4.3 Exact expression for the influence action of the delta-system

With the considerations of the previous section we are able to give the exact influence action for
the delta system

N

x[( ,k)m@e,k)]mgh,ﬂ

LR )

o ) e
ST ) .

KK

In the general case we have to sum over all K wells and all nkinks and antikinks. The expression
is symmetric in the indices /i and j. In (x) we made use of the fact that the sign of the interaction
term is determined for the three cases

(KK) = (++) = &, (KA) = (+—) = &, (AA) = (——)=@. (4.76)

The alternative determination of the sign in eq. (4.74) is based on the fact that the path for
each well has the same structure as the double well path. From this we can conclude that
the distance in 7 between a kink(antikink) at 7; and a kink(antikink) at 7; is even, whereas the
distance between a kink(r;) and a antikink(7;) is not even

+1 for KK and AA

(4.77)
-1 for KA

sign = (—1)/" I = {

In order to reproduce all interaction terms for the k = 0-well, we have to place a condition on the
evaluation of the influence action

0
Y =0 with eo=0. (4.78)
=0

This can be understood, considering the appearance of the first antikink at  for k = 0. The
antikink occurs because the charge condition was satisfied before it. Since there is no kink
before 74, the interactions between 71 and the other kinks and antikinks for k = 0 could not be
reproduced from eq. (4.75) without the condition of eq. (4.78). Clearly it does not affect the
results for the wells with k > 0, because 4(0 — (k > 0)) is always zero.
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Figure 4.4 The left panel shows four steps of a TB path in three wells. The left panel shows
the paths of each well.

Example

In order to give an understanding how the formula works, we will consider a concrete path with
four moves in three wells. We are going to write out the evaluation of the KK-interaction for the
well kK = 1. According to the formula in eq. (4.75) the (KK)-interactions for k = 1 with n = 4 are

given by

S

i

/
(Z e —1
1=0

2

=6<§e,—1>6(2e,—1

1=0

1=0 =0
1 4
+6 <Ze,—1> 5 (Ze,—
=0 =0
2
+6<Ze,—1>5( e —
=0 =0
2 4
+6 <Ze,—1> 5 (Ze,—
=0 =0
3
+§<Ze,—1 (
=0

=|Og |T1 —T3|+|Og‘T3—T1‘,

1

i
)5(26/-1) log |7 — i

=0
)Iog|r1 —7'2|+5<

=0
3
) |Og |T1 —T3|+5 Ze,
1=0
4
Iog |7'1 —7'4|+(5 Ze,
1=0

|Og |T2 — T3| +0

)

1
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where we have evaluated the charge conditions for the particular path with

e =+1, € = +1, e =-1, €4 =—1. (480)
0 1
T <T: Ze,:O, M<T<T: Ze,=1
1=0 1=0
2
<T< T e =2, m<T<m: Y e=1, (4.81)

\
I
o
N
o

4
T4 <T: Ze,:O
1=0

Since the particle moves into the well k=1 at 71 and 73 the kink-charge-condition in eq. (4.67) is
fulfilled twice

1= Z}=Oe,=0+1
T, e =0+14+1 -1,

We can conclude that the kinks at 74 and 73 interact with each other, which matches the result
in eq. (4.79). An overview of the evaluation of all the interactions is given in Table 4.1. The
structure of the table reflects the most efficient systematic to evaluate eq. (4.75). For every
well k the interaction cases KK, KA and AA are listed separately. One has to check for each
case which index j fulfills one of the corresponding charge conditions and then find which of the
possible indices i # j matches the second charge condition in the product of the delta functions.
The indices i and j that do not lead to a vanishing product of the delta functions, make up the
logarithmic interaction term (ji).

k = (4.82)

4.4.4 Simplifying the sum over the interacting charges for the SB-system

In the case of the SB-system every charge interacts with every charge excluding self-interaction,
the sum has the simple form

n
Z €i6 = 26162 + 26163 + ... +2816n + €263 + ... + 2628 + ... + 26_1 6. (4.83)
i
The sum over all combinations, including self-interactions, reads
n
Z €6 =2 +65+...+ €2 +20162+ 26163 + ... + 2616, + 26263 + ...
1)
. +260€6n+ ... +2€n_16n. (4.84)

The difference between the two sums are the self-interaction terms, therefore we can write

n n n
Z eie = Z eie; — Z e?. (4.85)
i i

i#
Using the fact that

2
n
Ze, —e? 462 2,0
| =ef+es+...+ep+2e16+26163 + ...
i

+2€e16n+ 6263+ ... +262€n + ... + 261_16p, (4.86)
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well case index j index i interaction (ji) sign
KK - - -
k=0 KA 4 1,2,3 (41) _
1 3,2,4 (14) -
AA - - -
KK 1 2,3,4 (13)
3 1,2,4 (31) +
1 2,3,4 (12), (14) .
2 1,3,4 (21),(23) - =
4 1,2,3 (41),(43) - =
AA 2 1,3,4 (24)
4 1,2,3 (42)
KK - - -
k=2 KA 2 1,3,4 (2,3) —
3 1,2,4 (3,2) -
AA - - -

Table 4.1 Overview of the interactions for the exemplary path, listed for each well and case
separately.
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we can rewrite eq. (4.83) and obtain

n n 2 n
> eig = (Z e,-) =) e (4.87)
i i i

The neutrality condition requires the number of positive and negative charges to be equal and

therefore the sum over all charges equals zero. Since we consider charges e¢; = 1, the value
of a squared charge is always one

n n 2 n n
Ze,-ej = <Z e,-) - Z e = —21 =—n. (4.88)
i i i -1 i
N——"
=0
We did not choose a specific charge distribution, hence the result is path independent.

4.4.5 Simplifying the sum over the interacting charges
for the delta-system

The interactions between the charges for the delta-system are given by

)

5@6,“05@6,05<§e,k>6(ie,k)+
+5(§e,k>5<§e,k>f -

KK

We want to determine how many positive and negative interactions occur for an arbitrary path
of the particle. Therefore we have to solve the structure of the interactions. For this purpose we
can rewrite the above expression as

K n

E E {56—66—55+66]. (4.90)
— I~ O~ ~~ ~~

k=0 i KK KA AK AA

The neutrality condition requires that the maximal number of wells that the particle can move, is
half the number of steps n

n
K = 5 (4.91)

The particle can move at most n/2 steps in one direction in a row, because it has to reach
the initial well after n steps again. Evaluating the sum over (i, ) in eq. (4.90) yields for every
summand k the terms

n(n — 1)[KK] — n(n — 1)[KA] — n(n — 1)[AK] + n(n — 1)[AA]. (4.92)
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One has to remember that not all of these possible terms for each well k fulfill the charge
condition, like shown for an exemplary path in Table 4.1. Examples suggest that the evaluation
of the sum over all k wells yields for the number of positive and negative charge interactions

n/2
> (n(n = DIKK] — n(n — 1)[KA] — n(n — 1)[AK] + n(n — 1)[AA]) = —2n. (4.93)
k=0

The above result differs from the result of eq. (4.88) for the SB-system. In the case of the double
well the factor 2 can be graphically understood by regarding Figure 4.2. The path splits up into
the identical path and the complementary path with the same number of kinks and antikinks.
Therefore the number of the interactions is doubled. Since the structure is identical the number
of additional positive and negative signs is equal and thus leads to a factor of 2. In the more
general example in Figure 4.4 the relation between the SB-system and the delta-system is not
as apparent as for the double well. Clearly the distribution of the additional interactions on the
particular wells is path-dependent, nonetheless the sum over all the signs of the interactions is
doubled for an arbitrary path. In Table 4.1 the signs of the interactions for n = 4 steps are listed
in the last column, the sum yields

12x (=) +4 % (+)= 8= —2n, (4.94)

For the general path in the left panel of Figure 4.4 the interactions and the corresponding signs
read

KK:(12),(21) — 2x(+)
KA:(13),(31) — 2x(-)
(14),(41) — 2x(-)
(23),(32) — 2x(-)
(24),(42) — 2x(-)
AA :(34),(43) — 2 x(+). (4.95)

All together the sum over the signs of the interactions for n = 4 steps yields
8x(=)+4x(+)=—4=—n. (4.96)

In the special case of the double well the factor of 2 has been already derived in eq. (4.65) and
is now confirmed in the charge picture for an arbitrary path.
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Chapter

Quantum phase transition

5.1 Renormalization group and quantum phase transition

A phase transition at zero temperature can not be described in the framework of classical phase
transitions, since there are no thermal fluctuations present. One must conclude that the phase
transition occurs due to quantum fluctuations, therefore it is called a quantum phase transition.
In analogy to the classical case one speaks of first order and second order quantum phase
transitions. The continuous second order phase transition is determined by a quantum critical
point, where the intrinsic length scale of the system, also called correlation length &, diverges.
Hence the system at the quantum critical point is scale-invariant. This is why the theory of
second order quantum phase transitions is linked to the renormalization group (RG) method.
The basic idea of the RG is to gain information about the system by increasing the length scale
and checking how the parameters of the system change under the renormalization. For further
reading see [10,16,17].

5.2 Partition function in the TB model

The path integral formulation of the partition function was derived in section 2.4. We then
introduced the partition function for the 'system plus environment’ Lagrangian and arrived at the
reduced partition function with effective action

7 = /D[q e~ % Se(q 7’)) (5.1)

where the coordinates of the environment have been integrated out. The path integral includes
all reasonable smooth paths for the propagation of a particle between two points. In the TB limit
this description is not appropriate any more, since the evolution of the particle is restricted to
the kink/antikink path. Consequently the functional integral has to be replaced by an integration
over n kinks and antikinks

22X [ e [ Trerisio 5.2
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where the effective action is expressed in the TB formulation, indicated by the superscript TB.
Since the partition function is a dimensionless quantity the measure has been divided by T,
which is the minimal distance between two neighboring kinks. From statistics we know that
there are n! possibilities to arrange n kinks. Since all these arrangements do not differ in their
physical properties they are indistinguishable and we can therefore multiply the expression with
a factor 1.

5.3 Renormalization of the partition function

T
H

I
1 I~

Figure 5.1 The black line draws the problem with minimal kink/antikink separation of  and the
blue line shows the problem after the minimal length scale has been increased to
7 + d7 (adopted from [7]).

In order to perform the renormalization of the partition function we follow the calculation in [18].
Inserting the influence action of the delta-system in eq. (4.75) into the TB effective action of eq.
(4.52) yields

Slgdeta - ZZ 1)li=J] l& <ie,—k> +6<§e,—k>] X

k=0 iz

i i—1
x [5 (Ze/k>+5<Ze/k>]log|TiTj|. (5.3)
/ /

Then the partition function of eq. (5.2) for the delta-system reads

' j—1
_N~ 1 fdm fdme | s ddn 1)li-i o S
Z= ] H,/ . Texp[ ”h*%hzz ) Zl:e, k|+6 Zl:e, k|| x

Dy D;

=
=;:’!Jd:"---/iﬁ”exp[aii( 1)li /< (ie k)+5<§e/k>>x

k i

(5] o ) e ()

In the above equation we inserted the coupling strength o« and introduced the parameter
A=e 7. (5.5)
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The above partition function has the minimal length scale = with integration region D,, hence
it takes all kinks/antikinks with separation > 7 into account. If we increase the minimal length
scale from 7 to 7/ = 7 + dr with dr < 7, only kinks/antikinks with separation > = + dr are
included, as shown in Figure 5.1. The partition function of the new system can be obtained from
the partition function of the initial problem in eq. (5.4) by integrating over all kinks/antikinks with
separation < 7 + dr. In our case we do not explicitly perform the integration, but focus on the
rescaling. This short cut can be understood by considering the physical meaning of the flow
equations and how they are derived in the calculation. The problem depends on the parameters
A, a and the scaling length 7. The renormalization therefore yields two coupled flow equations
of the form

B 0

5.6)
da (
W = Boz (>‘s a) ’

with / = In7. The first equation can be obtained by performing the rescaling and the second
equation comes from the integration over the kinks/antikinks of the initial problem. Since the
flow of the parameter \ reveals the critical coupling strength, which is our main interest, it
answers our purposes only to do the rescaling. The partition function of the new problem where
the integration region is scaled from D, to D;, reads

1 [dr, [d7 S
Z_Zn:n!/ = .../Texp -

D, D;

’ ’ K n J j—1
=Z,17|/d:”.../d7_71X”explaZZ(—‘l)Fj ((5 (Ze/—k> +0 (Ze,—k)) X
"o D

x(é(ie,k>+6<§e,k>>log<|ﬂ: |>] (5.7)

5.3.1 Rescaling of the partition function describing the new problem

Q

In order to see how the parameters have changed under the scaling, the partition function of eq.
(5.7), which describes the new problem, has to be expressed in the initial coordinates 7, which
is called rescaling. The integration region transforms like

D, — D, with D’n=D<T+dT>. (5.8)
T
N———
scaling factor
Accordingly the transformation of the measure reads
’ T
dr =dr (HdT). (5.9)
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Performing the transformation by applying the above relation to the partition function of eq. (5.7)
yields

d m
Z=zn:l17!/?(T:dT)m/dTﬂ(T:dT))\ ~

Dy D

X exp [aii(ﬂ“j (5 <§jl: e — k) +0 <§ e — k)) X

X (6 (ie/—k> +0 <§l1:e/—k)> log <’T’T_Tl’ (@))]
=2n:;Jd:”...D/OT/\m(T:dT)nX
o [az’(:zn:(_”“_j <6 <zl/: e — k) +0 <§ e — k)) X

k i

x (5 <z:: e — k) +6 (g: e — k)) <|og (W) +log (T:m)ﬂ (5.10)

The second summand does not depend on the indices (/, j), thus the charge interaction term
can be replaced by —2n, as shown in eq. (4.93). We then obtain

1 drp dr1 ., T n K& i J 1
Z=§n:n!/ - /T1>\ (7’+d7') exp[aZZ(_nl il <5<§I:e,—k>+5<z;e/—k>)x
Dn by

k i

(s[5 ) o (S ) (1257 - ()

d —2na
=;:ﬂ/ Z”___/d%)\’” (7'+Td7')n(T+TdT) : x

D, D;
K n J Jj—1

X exp [QZZ(—UV/I (5 (Z e — k) +0 (Z e — k)) X
k i / !

i i1

x (5 (Ze,—k) +0 (Ze,—k)) log (Mﬂ

i i
1 drp dry T n(1—2a)
=;n!/ T /T)\ (T+d7’) x
Dy Dy
qg?’]ﬂ' K n il j j—1
X exp TZZH) Tol> e—k)+6(> e—k||x
/

k i

» <5 (Z—k) 6(2—/{)) g (")] 5.11)
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The rescaled partition function describes the new system with increased minimum kink/antikink
separation expressed in the initial variable = with rescaled parameters . It has the same form
as the partition function of the initial problem of eq. (5.4). By comparing the above partition
function with eq. (5.4) we can see how the parameter )\’ changes due to the rescaling

n n T n(1-2a) _\n
()
n(1—2a)
:»X”:A”(”dT) (5.12)
T
5.3.2 Flow equation and critical value
A
' > (X
o < O¢ alc o > Q¢

Figure 5.2 The flow of the fugacity changes its sign dependent on the coupling strength. The
coupling strength of zero flow can be identified as the critical value «s.

From the relation between the parameters of the initial and the new problem we can derive the
flow equation or Gell-Mann-Low equation. Extracting the root of eq. (5.12) yields

N (’7’ + d7'>(12a)
T

(1-2a)
= A (1 + dT)
.

(1401207
(1+0-20 )

)\/

-
AN=X2+X(1 —204)%. (5.13)
T
We can rewrite the last expression to obtain a differential equation for the parameter
li
- 1
Ay —2a) (5.14)
dr T

It is convenient to substitute the scaling length as follows

I=Inr¢dl=ﬁ. (5.15)
T



66 5.3. Renormalization of the partition function

Finally we obtain

d\
5 =M1 —20). (5.16)

The flow equation tells how the parameter changes if the scaling length 7 is changed. We can
distinguish between three cases

>0 if 2a<1 —1
is =0 if 2a=1 — |l
<0 if 2a>1 —1l,

dA
al

see Figure 5.2. In case Il the flow is zero and does not depend on the scaling of the system.
The value of the coupling strength that leads to a vanishing flow is called a fixed point. That
means that the system looks the same at all length scales, one can zoom in or out while the
system does not change. This contradicts the statement that every system has an intrinsic
length, called correlation length. One must conclude that the result of case two can only be true
for two possible correlation lengths

&E=0 or &=cc. (5.17)

Since the case of an infinite large correlation length marks a second order quantum phase
transition, the fixed point of the flow is identified as a critical value

20 = 1 %ac=%. (5.18)

This result was derived for the action in the charge picture of eq. (5.3). The TB paths, and
therefore the interactions of the charges, of a particle tunneling forth and back between two
neighboring wells in a lattice or a double well do not differ. Hence the above result is true for
the microscopic double well and the lattice, respectively. On the contrary the comparison of the
coupling strengths for both cases yielded

agqclﬁble = 2O‘Irgtitcice' (5.19)
We have to conclude that the critical values for the dissipative quantum phase transitions read

1
Q¢ lattice = 5 o, double = 1. (5.20)

Since we describe the system in analogy to a Coulomb gas, we can use the terminology of
a gas to interpret the result physically. In this case the parameter )\ can be identified as the
fugacity of the gas

e _/8/1" (521)

where p is the chemical potential, which controls the number of particles in the system. Analo-
gous the phases of eq. (5.17) can be related to

phase | : e #* — 1 = gas is not dilute: many free kinks/antikinks,
phase Il : e ~P* — 0 = gas is very dilute: nearly no free kinks/antikinks. (5.22)

In order to check the calculation we reproduce the results for the critical coupling strength of the
spin-boson-system. We thus insert the effective action of eq. (4.52) into the partition function of
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eq. (5.2). The calculation is, except for the replacement of the influence action, identical to that
of the delta-system. Only in eq. (5.10) the charge interaction term Zf’ e;€; has to be replaced
by —n. Consequently the result for the critical value differs from the result in (5.18) by a factor 2

aSB =1, (5.23)

This result can be compared with the results of Schmid [5] and Bulgadaev [6] for the SB-double-
well and the lattice, respectively. We therefore have to replace the TB constant and the Planck
constant according to

Qo — 27 and h— 1. (5.24)

Then the coupling strength becomes

2

SB_ 1= 77cqs ne(27)

Qg o 7 on T 1, (5.25)
and we obtain for the critical dissipation coefficient
sg_ |

n (5.26)

c =E'

This coincides with the results of [5,6]. In the SB-system there is obviously no difference be-
tween the double well and the lattice.
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Chapter

Summary and outlook

In chapter 3 the mapping between the microscopic Hamiltonian and the spin-boson Hamilto-
nian yielded the coupling strengths for the microscopic system. The comparison of the results
showed that the coupling strengths of the microscopic double well and the lattice are different.
We argued that this might arise from a difference in the coupling, since the particle in the mi-
croscopic double well couples to the antisymmetric mode of the bose tubes. Another result of
the mapping was the characterization of the dissipation as ohmic by calculating the spectral
function. In chapter 4 we used the path integral formulation of statistical mechanics to derive
the effective action, that does not explicitly depend on the environment. We reformulated the
effective action in the Coulomb gas model for the case of the spin-boson-system. In this for-
mulation the coupling to the environment is encoded in the interactions between the charges.
Starting with the Coulomb gas model we considered the interactions between the charges for an
arbitrary path in the microscopic system and derived the effective action in the Coulomb gas for-
mulation. The evaluation of the sum over the interactions in both cases, the spin-boson-model
and the microscopic model, revealed that there are twice as much negative charge interactions
in the microscopic system as in the spin-boson system. We can therefore conclude that the
coupling to the localized bose tubes does alter the influence of the environment. In chapter 5
we investigated the partition function in the Coulomb gas formulation by applying the renormal-
ization group method. With the help of the rescaling we derived the flow equation of the fugacity
and determined the critical coupling strength that marks the dissipative quantum phase transi-
tion. As the mapping resulted in a difference between the coupling strengths, the critical value
for the microscopic double-well is ac = 1 and for the lattice a. = % respectively. From a physical
point of view, one would expect that the size of the system does not affect the critical behavior
of the system, as it was shown by Schmid [5] and Bulgadaev [6] for the spin-boson double well
and lattice, respectively. It would be interesting to investigate further the origin of this difference.
In the microscopic case the positive and negative flow of the fugacity suggests, that the two
phases can be characterized by their diluteness. For small coupling strengths the gas is very
dense, and there are many free kinks and antikinks in the gas. For coupling strengths bigger
than the critical value the gas is very dilute and there are nearly no free kinks and antikins. In
order to identify these phases in analogy to the result of Schmid [5] as diffusive and located
phases one would have to calculate the quantum transport.
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