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Emergence of quantum hydrodynamic sound mode of a quantum Brownian particle
in a one-dimensional molecular chain
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We have theoretically investigated a long-time transport process of a quantum Brownian particle interacting
with a thermal phonon field in a one-dimensional molecular chain. A kinetic equation is derived from a
quantum Liouville equation in a weak-coupling case by applying a complex spectral representation of Liou-
villean. Due to a characteristic Poincaré resonance for a quantum one-dimensional system, there are an infinite
number of degeneracy for collision invariants. In the hydrodynamic situation, the degeneracy is lifted by the
first order of perturbation of the flow term, resulting in a new hydrodynamic mode, i.e., quantum hydrody-
namic sound mode. It is found that the time evolution of the quantum hydrodynamic sound mode obeys a
macroscopic linear wave equation for the probability distribution of the quantum particle. It is remarkable that
the stability of the wave packet of the sound wave increases as temperature increases. As a demonstration, the
sound wave of the minimum uncertainty wave packet is theoretically analyzed.
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I. INTRODUCTION

Recent developments of ultrafast spectroscopy have al-
lowed to measure an early stage of the relaxation process of
excitons in semiconductors!=® and molecules,”!! and stimu-
late the theoretical analysis of the non-Markovian effect of
short-time relaxation process of open quantum systems'>4
based on the kinetic equation for the nonequilibrium quan-
tum Brownian motion.!>2® However, there remain a lot of
interesting phenomena for long-time Markovian relaxation
process yet to be analyzed by quantum kinetic theory such as
the spectrum of the collision operator for spatially homoge-
neous systems, quantum hydrodynamic modes for inhomo-
geneous systems, and so on.

In this paper we will show that the quantum hydrody-
namic sound modes may exist in a one-dimensional molecu-
lar chain in which a quantum particle is interacting with a
thermally equilibrated acoustic-phonon field. The present
system may represent the transport of a vibrational excitation
(a vibron) in a molecular chain.?'-28

We will derive a quantum kinetic equation for these sys-
tems on the basis of complex spectral representation of the
quantum Liouville operator that gives a microscopic founda-
tion of the irreversible kinetic theory.?3* We will show that
the one dimensionality of the system is essential to allow the
quantum hydrodynamic sound mode. Indeed, only for the
one-dimensional case, the collision invariants of the collision
operator of the homogeneous kinetic equation have a degen-
eracy. As is well known, the degeneracy of the collision in-
variants is lifted by the flow term in the inhomogeneous
kinetic equation resulting in the macroscopic transport mode
such as sound wave and diffusion mode in hydrodynamic
situation where the length scale of the spatial inhomogeneity
is longer than the mean-free path of the particle.’! In our
system, we will see that the degeneracy of the collision in-
variants is also lifted by the first-order perturbation in terms
of the flow term so that a quantum sound wave transport
appears in addition to the diffusion mode. This is the main
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result of the present work. Our result is quite contrast to the
result of the conventional kinetic theory of the quantum
Brownian motion which is based on stochastic approxima-
tion: Only the diffusion mode is allowed to appear as a mac-
roscopic transport mode in the conventional kinetic
theory.33-43

The time evolution of this sound wave obeys a macro-
scopic linear wave equation for the probability itself and not
for the probability amplitude. This sound wave is macro-
scopic because the wave equation represents a collective mo-
tion over macroscopic length much greater than a mean-free
length. As in the usual case, the quantum hydrodynamic
sound wave becomes more stable as temperature rises since
this sound wave is caused by the interaction with thermal
phonon field. But this remarkable fact is counterintuitive
since the random collision with the thermal phonon might
disturb the coherent motion.

In Sec. II we present a model Hamiltonian which de-
scribes a system where a quantum particle is weakly coupled
with a thermally equilibrated acoustic-phonon field in one-
dimensional molecular chain. In Sec. III, we derive a Kinetic
equation for a momentum distribution for the quantum par-
ticle by applying a complex spectral representation of the
Liouvillean. We will see that the resonance condition for the
one-dimensional system leads to an infinite number of colli-
sion invariants. In Sec. IV, a kinetic equation for the spatially
inhomogeneous distribution is investigated. We reveal that
the quantum sound wave arises as a macroscopic transport
mode as a result that the degeneracy of the collision invari-
ants is removed by the flow term. The time evolution of the
sound wave following the macroscopic wave equation is
demonstrated to show the stability of the sound wave com-
pared to the free motion. Section V is devoted to some dis-
cussions, where a relaxation time and velocity of the kinetic
sound wave are evaluated for concrete systems. Short sum-
mary of the complex spectral representation is presented in
Appendix B following the brief summary of the Liouville-
space representation in Appendix A. The classical limit of

©2009 The American Physical Society


http://dx.doi.org/10.1103/PhysRevB.80.094304

TANAKA, KANKI, AND PETROSKY

l’_ 6_ \‘ 'l‘_ E)_ \‘ f E)_ \‘ 'l‘_ E)_ \‘
1
WV T g T g 1 1
LC LCo L LC_
U, u, Up+1

FIG. 1. One-dimensional molecular chain.

the kinetic equation is discussed in Appendix D. In the high-
temperature case, the eigenvalue problem of the collision
operator is solved analytically, which is shown in Appendix
E.

II. MODEL

In this paper, we will discuss a characteristic feature of
the kinetic equation for one-dimensional quantum system
that leads to quantum hydrodynamic sound wave. As a work-
ing example of the one-dimensional quantum system, we
will consider here the Davydov Hamiltonian that is a simple
model for a molecular chain.?? In this system, an intramo-
lecular vibration, such as C=0 vibration, transfers along the
chain due to the dipole-dipole interactions, forming a vibra-
tional exciton (a vibron), and a vibron is weakly interacting
with a longitudinal-acoustic phonon of a backbone molecular
chain. The physical situation is schematically shown in Fig.
1.22-28 Then the Hamiltonian is given by??

H=2 EBIB,~J2, (B}, B, +B}B,.)+ > hoblb,
n n q

+gX2 Ban(unH _un—l)- (1)

Here, B, is annihilation operator for an intramolecular vibra-
tion with a high frequency E,/% at site n and J denotes the
dipole-dipole interaction between the intramolecular vibra-
tions, and bq is annihilation operator of the acoustic molecu-
lar lattice phonon with w,=c|g|. The fourth term represents
the vibron-phonon coupling due to the modulation of the
on-site energy by the molecular displacements, where g is a
dimensionless coupling constant. The molecular displace-
ment u,, may be written in terms of the normal mode

h
1, =2

B 2Lpy o,

(by+b' e, (2)

where d is a lattice constant, L is the length of the chain, and
py 1s the molecular mass density.

Since H conserves the number of a vibron quanta, we
restrict ourselves to the single vibron subspace. By transfor-
mation to the momentum representation

ipd,
WE exp(lphn)Bmvac), (3)
A P

lp) =

where |vac) denotes the vacuum state for the vibron, the total
Hamiltonian H in Eq. (1) is rewritten as

H=H,+ gH,,, (4)

where
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Hy=> &,lp)p| + > ﬁwqb;bq, (5)
P q
1

Hi = =2V lp +hg)pl (b, +bL,), (6)

VO pq
with (0=L/2m. The vibron energy &, in Eq. (5) is given by

d

e,=Ey—2J COS(%). (7)

In this paper, we consider the long wavelength situation of
pd/ <1, where €, is assumed to be

pd\* _ p’
8[,2]<;) =%, (8)

aside from a constant Ey—2J. Therefore the vibron behaves
as a free quantum particle with the effective mass

ﬁ2

=2l ©

m
In Eq. (6) the coupling constant V, is given in the long-
wavelength situation by

h

V,=A —_—,
q 0|q| 477pr£1

(10)
with Ag=2iyd. We impose a periodic boundary condition
leading to the discrete momenta and wave numbers with
p/t, q=2mj/L, respectively, where j=0,*1,*x2,.... The
model Hamiltonian (4) together with Egs. (5) and (6) has
also been used to describe a free electron coupling with
acoustic-phonon field through the deformation-potential in-
teraction in semiconductors.**-46

The time evolution of the density matrix p(z) of the total
system obeys the quantum Liouville equation

() = Lpl0), (1)

where the Liouvillean £ is defined by Lp=[H,p]/#.
We focus on the time evolution of the reduced density
matrix of the particle defined by

J(0) = Trp[p(1)], (12)

where Try, means the partial trace over the phonon states.
We assume that in the initial state the phonon system is in
thermal equilibrium represented by

1
e Z—eXp[— p) ﬁﬁwqb;bq} , (13)
ph q

with a phonon partition function

Zyn =11 (1 - exp[- Brow, )", (14)
q

where B=1/kgT with the Boltzmann constant k. Note that
the time evolution of the phonon distribution p,;, deviated
from the thermal equilibrium is proportional to 1/L so that
the deviation from the phonon equilibrium is neglected in a
large system L> 1.4
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The reduced density operator of the particle may be rep-
resented by the eigenvectors of the unperturbed particle
Hamiltonian, f,, ,/(r)= \Q<p|f(t)|p ), where VQ comes from
the normalization in the representation of the Wigner basis.
(see Appendix A) We shall instead express the reduced den-
sity operator in terms of “Wigner representation” in the mo-
mentum space of the particle3%4047,

Fu(P1) = (K, PLF(0)Y) = NOUP + Biki2|f(1)| P — Fiki2),
(15)

where [f(#))) stands for a vector in the Liouville space. The
inner product in the Liouville space is defined by ((A|B))
—Tr[ATB] Where A and B are any Hilbert operators of the
is
= \Q|P +hk/2){(P—hk/ 2| (see Append1x A) The representa-
tion of a density matrix in the Liouville space is summarized
in Appendix A.

The Fourier transform of f(P,z) for k gives the Wigner
function in phase space

o0

Mx,p,r= Lﬂn Sfo(P,t)explikX]dk. (16)
The Fourier component of f,(P,) represents a homogeneous
component of the distribution while k# 0 component repre-
sents an inhomogeneous component in space.

We consider such a large system that the wave number
can be regarded as a continuous variable. We will take a
continuous limit L— o in appropriate places. However, as
far as P variables are concerned, there is no confusion to take
L—o limit at this stage. Hence, hereafter we will use a
notation for P of

. J
s'ic“’)(P,—) P-P').
i )& )

In Eq. (20) L, is the unperturbed Liouvillean and L, is
the interaction part of the Liouvillean, corresponding to
H, in Eq. (5) and H;,, in Eq. (6), respectively. The super-
operator PO denotes the projection operator for the den-
sity matrix onto the k=0 component of the particle and
v=0 component of the phonon field, as defined in Eq.

(B2). The superoperator Q©0=1-

operator complement to P09 Since Ly has continuous
spectrum for large L>1, the Poincaré resonance occurs
in Eq. (20), letting the system nonintegrable and

irreversible.°

PO is the projection

The explicit form of the collision operator KO is obtained
by calculating Eq. (20) for the present case Eq. (4) and is
given by

A A 1 A A
vhfwfm4ﬂW@£M%+ﬁQmwmm%ﬂ
0
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é% —>J‘dP 08, — 3(P-P'). (17)

III. KINETIC EQUATION OF MOMENTUM
DISTRIBUTION

The equation of motion of the reduced distribution func-
tion f,(P,1) is obtained by using the complex spectral repre-
sentation of the Liouvillean as shown in Appendices B and
C.39 The collision operator, which is the time-evolution gen-
erator of the equation of motion of f;(P,?), is evaluated up to
the second order of the interaction in the weak-coupling
case. The kinetic equation thus derived is the same as ob-
tained by taking a so-called g’ approximation.*’*® In this
section we consider the time evolution of the momentum
distribution with k=0 component f,(P,?) in Eq. (15).

The kinetic equation of the reduced distribution |f(£))) is
given in Eq. (C6). By taking k=0, we have

d A 2 A
i~ POUON =W 100 PO, (18)
where PW is the projection operator onto the k component of
the particle defined by P*¥ =
ing ({0, P| from the left, we obtain

9 __Aw( :1)
{%fO(P’t)_IC P’ IP fO(P’t)’ (19)

where l@«”(P,&/ dP) is expressed as a matrix element of the

collision operator W given in Eq. (C5) (See Appendix C
for a derivation),

") = i€(0, PIK]0,P"))

(20)

. d 2mg? -
00 2) =222 [ g o 2 o
Ep-tg— €P
+ 6 7 +w, |[n(g) +1]
27782 2 Ep-tig — €EP
+ hZ dq|vl]| 3 + w, "(4)
J
ﬁ R
qap}

+ 5(7‘1 +o )[n(q) +1]

Xexp[—
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Xexp{ﬁqaip}}, (21)

where n(q) denotes the Planck’s distribution

1
) exp[fho,] -1’ @2)
and exp[ £%qd/IPf(P)=f(P*hq).

In K9, the delta function represents the quantum-
mechanical resonance indicating both the energy and the mo-
mentum conservations in the elementary collision process
between the quantum Brownian particle and a phonon.

Let us recall that the well-known fact that the collision
operator of the kinetic equation for the classical one-
dimensional gas vanishes in the weak-coupling case because
the Fourier component of the interaction potential V, van-
ishes at the resonance point given by the argument of the
delta function, in spite of the fact that the corresponding
collision operator for the quantum one-dimensional gas does
not vanish.*’ It is interesting that a similar phenomena occurs

in our system, i.e., K© vanishes in the classical limit of %
—0 in Eq. (21), as proven in Appendix D. This means that
the dissipation in the present weakly coupled system is a
pure quantum effect in the one-dimensional chain.

Now we introduce the following units: [,=7/mc (length
unit), e,=mc? (energy unit), t,=#%/mc* (time unit), p,
=mc (momentum unit), and T,=mc*/ky (temperature
unit).*> With these units the energy dispersions of the particle
and phonon read g;=p 2/2 and wz=|q|, respectively. The in-
teraction potential V is rewrltten in the dimensionless form
as

_ — 1 _
V.= Ao|q|—, AQEAo/Su. (23)
! APy g
Hereafter we will use the dimensionless unit and omit the
sign of the bar for the dimensionless quantities unless neces-
sary.
In order to solve the kinetic Eq. (19) we consider the
eigenvalue problem of the collision operator
P J
/c<°>(P, 5) ¢ (P) =\ (), (24)
where (0) denotes k=0 component of the distribution;
¢ 0)(P) is a momentum distribution function.
We shall now introduce a similitude transformation of the

distribution function ¢,(P) with use of T as follows:

b;(P) = Tep(P) = o0 *(P)y(P). (25)

where ¢.,(P) is the equilibrium distribution in the dimen-
sionless form

(Peq(P) = CXP[— BSP] \"B/Q/]T. (26)

We also introduce the vector notation corresponding to Eq.
(25) as
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) =TI, (27)

where

o (P)S(P-P"). (28)

With use of Egs. (25) and (27), the Hermite conjugate to
|¢;)) can be written by

(0,

w0 (P)= (T
e

The collision operator K9 in Eq. (20) is also transformed to
K9 by T as

(0, P|K" CO710,P"))

() .fl) _p
=K (P,&P SP-P'), (30)
where

E(O)(P,ﬁ;.;) (Peq/2(P)K(O)<P _)(Pé(/lz(P)_ (31)

It if found from Egs. (21), (31), and (30) that K© satisfies
Hermiticity,

[0,P|K©]0,P

(32)
while K© is non-Hermitian operator, i.e.,

(33)

"W # (0, P'|K!

In the transformed vector space, the eigenvalue problem [Eq.
(24)] reads

1?<0>(p, i) ¢;(P)=\",(P), (34)

where \; ©) takes a real number. The eigenvectors of the Her-

mite operator K© form the complete orthonormal basis in
the transformed vector space as follows:

(P17 = J dP{

f P (P) B (P)pO(PydP = 5,; (35)
and

2 el =1, (36)
J

which is alternatively expressed as

2 4;(P)§(P)= 5P~ P). (37)
J

In the original vector space spanned by {|¢j)>}, this closure
relation is represented by

2 6P (P)(P) = 5P~ P"). (38)
J

094304-4



EMERGENCE OF QUANTUM HYDRODYNAMIC SOUND...

It is readily seen from Eq. (32) that K© satisfies the rela-
tion

[(BIKO| NI = (BK V|6, (39)

where
(BIRO By = f dP&;(P) E(O)( P, 8;‘;) 3(P)

= f degé(P)fﬁjf(P)l%*O)(P,%)@(P). (40)

The time evolution of the momentum distribution function is
then given by

FoP,1) = (0, PLf(1))) = 0, PIT~"|f(1)))
-3 MOEE o). @
J

where [f(1)))=11f(1))) defined by Eq. (27).
Calculating (((Z)}O)|I€(0)|<Z)§-O))> with Egs. (21) and (40) for
the eigenstates, we find

N ==2mg’ f f dPdg|V,[* g (P)n(q) X Sep = Epey+ @)

X|¢(P) - ePu\ (P + q)* =0, (42)

which guarantees the monotonous approach to the steady
state for Eq. (19), i.e., the H theorem: All the states but the
collision invariant d)(()o)(P) with )\50)=0 exponentially decay.
Equation (42) shows that the collision invariant ¢(()0)(P)

should satisfy the detailed balance condition,

V(P) = exp[ B, (P +q). (43)

for the value of ¢ determined by the resonance condition
represented by the energy delta function.

The delta function for the energy in K© representing the
resonance effect plays a key role to the emergence of the
quantum hydrodynamic sound mode as will be shown below.
The states satisfying the resonance condition, &p.,—€p
= * w,, are obtained by the intersections of the particle and
the phonon energy-dispersion curves as shown in Fig. 2(a),
where the particle and the phonon dispersions are drawn by
the black and the gray lines, respectively. The resonance con-
dition is satisfied for three consecutive states, |0,Py., 1)),
0, Pg.,)), and |0, Py, 1)) through one phonon absorption or
emission process, where

Py, = (= 1)"(Py—2n)

(n=0,x1,*x2,...) (44)
with
|Pol = 1. (45)

We can see a sequence of states including a particular state
0,Py)) with |Py|=1 through transitions by the particle-
phonon interaction, as shown in Fig. 2(a). An entire momen-
tum space is therefore a summation of an infinite number of
disjoint sets of states corresponding to each value of P, with
[Po|=1.
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FIG. 2. (a) The states satisfying resonance conditions, where the
particle and the phonon dispersions are shown by solid and gray
lines, respectively. (b) A distribution of a collision invariant associ-
ated with the value of Py,

As a consequence, there are an infinite number of colli-
sion invariants ¢§)O) corresponding to the disjoint momentum
subspaces specifying with a continuous value of P, with
|Po|=1. Considering Eq. (43) and due to the fact that suc-
cessive states |0, Py, 1)), |0,Py,)), and |0,Py.,,)) satisfy
the resonance condition, d)oo (P) corresponding to a P, satis-
fies that

exp[BSPO;n]ng))(PO;n) = eXp[BSPO;ntl]qs(()O)(PO;nt1) (46)

for any integer n as shown in Fig. 2(b). Taking into account
the normalization condition, we can then obtain a collision
invariant for a particular disjoint set of states accompanied
with P, in the form of a probability density as

¢ (P) = Npi X expl— Beplo(P = Po,) = ¥p (P),

(47)

where N, P, is determined by the normalization condition (35)
as

I e T

Both the wPO(P) and NV, p, defined by Egs. (47) and (48),
respectively, are the functions of P, through Eq. (44), where
P, runs from —1 to 1. Replacing P, in 1//PO(P) and NV, P, with
Py, defined by Eq. (44), we find the relation

Up,,(P)=p(P) and Np =Np. (49)

This indicates together with Eq. (44) that we can extend the
range of P in szO(P) and \V, p, to the entire range of —% to %.
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Then szO(P) and N, p, become the periodic functions of Py
with the periodicity of 4. [See also Eq. (64)]

The fact that there are an infinite number of collision in-
variants 1//P0(P) is a consequence of a strong constraint on the
momentum and energy exchange due to the conservation re-
lation. This is quite contrary to the case of an ordinary
Brownian particle with a unique collision invariant, where

- [n(PO;n+l - PO;n) + n(PO;n—l -

+ n(PO;n - PO;n—l)d’j(P();n—l) + [n(P();n - P();n+l) + 1]¢j(P();n+l)

- [”(Po;l - Po;o) + n(PO;—l - Po;o)]%(Po;o)

+[n(Po,g = Po_y) + 11¢,(Po._1) + [n(Py,g = Po,1) + 1]1¢,(Py,y) =

- [n(PO;n—l - PO;n) + n(PO;n+1 -

+ n(PO;n - PO;n+l)¢j(P0;n+l) + [n(PO;n - PO;n—l) + 1]¢j(P0;n—l)

where |)\;.(,))|>|)\§-O)| for j'>j. On the left-hand side of
Eq. (50), the first term represents the loss term of ¢;(Py.,),
and the second and third terms represent the gain terms
of ¢;(Py,,). The Eq. (50) is expressed in the matrix form
as

* (0)
IC(O) P —
2 ¢]( 0;n’ ) |A0|2/

n'=—ow

¢]( On) (51)

where lqoi, =((0, Py., C 1)) which s
Hermitian tridiagonal matrix. The non-Hermitian tridiagonal

a non-

matrix I@ior)l, is cast into a Hermitian tridiagonal matrix

Iég, by the similitude transformation defined by Eq. (30)
as

KO, = (0,Py,|K“),

l‘l n'

>> <<0 PO n|TIC(0)T_ |0 PO n' >>

= [@eq(Po) TR [ @eq(Pou)]™2, (52)

where the spectrum of K© is identical with that of £©. In
order to diagonalize rlgorously the Hermltlan matrix IC,1 0

)}
(n=—c0,...,»). However, we can approximately diagonalize
in numerical calculation using enough number of the

o). The Hermitian matrix of KO is

PO;n) + ]](ﬁj(PO,n)

PO;n) + l]d)j(PO;n)
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the momentum and energy are freely exchanged with the
thermal bath without any constraint.

Now we solve the eigenvalue problem of K. Substitut-
ing Eq. (21) into Eq. (24), we have the explicit expression of
the eigenvalue equation (24) for a given P, as a simultaneous

equation of ¢;(Py,,) (n=—%,...,-1,0,1,...,%)
|

)\(0)

|A |2/ ¢1(PO n) (Vl > O)s (503.)
(0)
INErS d’,( 0:0) s (50b)
0

(0)

|A |2/ d)j(PO n) (n < 0)5 (SOC)

numerically diagonalized among enough number of basis
.} for the eigenvalues to converge.

The spectrum of K is obtained by numerically solving
the eigenvalue problem in terms of the continued fraction

method.* In Fig. 3, we display the spectrum of K© for
several temperatures, where Py=0.5 is used. It is found that
the spectrum of K© is discrete. The discreteness of the spec-
trum ensures the existence of the local equilibrium (hence
the hydrodynamic modes) in the present one-dimensional
system.3! It is found that all the values of A i ) depend on the
value of Py, except for the collision invariants ¢p (P) with
A 0)—O However the dependence of )\(O) for j 7&0 on P is
very weak for )\ )<1.

(0)
)\J 25
|A0[?/ o1
2.0
1.5
1.0
0.5 W0 -,
A(l'n)

) Dy

T =100

FIG. 3. The spectrum of K© for the effective temperatures, T
=1, 10, and 100. Py=0.5 is used.
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The quantity 7,=1/|\\”)| determines the relaxation time
taken for the system to relax into the steady state by the
random collision with the thermal phonon field, where |)\(10)|
is the lowest nonvanishing eigenvalue of K©. We have
shown in Appendix E that |)\_§?)| is proportional to the cou-
pling potential |Ay|%, and 1/\T for T> 1.

IV. QUANTUM HYDRODYNAMIC SOUND WAVE

Now we turn our attention to the time evolution of spa-
tially inhomogeneous distribution f,(P,r) with k#0. The
time evolution obeys the kinetic equation which is derived
by the complex spectral representation method as shown in

(kPP (wyp + 0)

. J
= iIC(k)(P,—>5(P—P’).
P

The explicit expression of K®(P,3/dP) for the present
model is given by Eq. (C9).

In this section we consider the inhomogeneous distribu-
tion whose space variation is so slow that the range of inho-
mogeneity measured by L,=1/|k| is far larger than the mean-
free length inversely proportional to the relaxation time L,
=1/t,, i.e., we consider the time evolution of f,(P,?) for |k|
<\9| which corresponds to c|k|<[\\*| with dimension
unit. It is only in this case that the phenomenological con-
cepts in hydrodynamics, such as sound modes, diffusion
modes, etc., have a microscopic dynamical justification.?!#
In this case, the denominator of the resolvent in Eq. (C9) can
be approximated as follows:

. q .
Wip +10 = Wiy p_gn + ©,) = E(k_ q)+qP—w,+i0 (56a)

2

=—"—+gP-w,+i0

5 (56b)

=i0 - (W—q,P—q/Z + wq)’ (56C)

where we have assumed k<<q in Eq. (56b). This assumption
is justified in the hydrodynamic situation because the inter-
action potential V, given by Eq. (10) is a short-range poten-
tial with an interaction range determined by 1/q which is
much smaller than the macroscopic spatial range 1/k to be
concerned. The neglect of the k dependence of the resolvent

in Eq. (55) can approximate K® as

k,P"))=wip+ g2<<k,P|Trph{13(k’o)£imé(k'0)

PHYSICAL REVIEW B 80, 094304 (2009)

Appendix C. The kinetic equation for the reduced distribu-
tion |f())) is given in Eq. (C6),

d 2 ~
i POLF0) = WP 0w +i0)PVL0)). (53)
By multiplying ((k, P| from the left, we have

9 _ A(k)( i)
&tfk(P’t)_]C P’(?P fk(P7t)7 (54)

where Ié(k)(P, d/ dP) is expressed as a matrix element of the

collision operator W (w,»+i0) as given in Eq. (C5),

kO£ PR ke Py = i((k, Pk, P’
Wip+ 10 — LOQ int pph:| » =i | »
(55)
[
. J . J
IC(")<P,—) = —ikP+/c<°><P,—), (57)
P P

with the collision operator K©(P,d/dP) of the homoge-
neous distribution given in Eq. (21).

The eigenvalue problem corresponding to Eq. (54) is now
written by

[l@o)(ﬂaip) - ikP] APy =AY (). (58)

We note that K© does not commute with ikP since K©
involves 9/ dP seen in Eq. (21). By using the same similitude
transformation as in Egs. (27) and (30), we rewrite the ei-
genvalue problem (58) as

o(p )] @e pace. o

The distribution function may be expanded in terms of the
eigenfunctions ¢;J(.k)(P) in the same manner of Eq. (41) by

FdPo1) =k, PLADY) = (K, PIT 7))
= 2 exp\ g (PI(SPIA0)),  (60)

where the inner product <<g5§k)| f(0))) is defined by Eq. (35).

In the hydrodynamic situation, the flow term (that is a
time-symmetric part) is treated as a small perturbation for the
collision operator K© (that is a time asymmetric part) in Eq.
(58).3! The eigenvalues and eigenfunctions are then obtained
in the expansion of k,

A=A+ NG - (61a)
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|69y = PO = | 50 + Kl ) + K2 ) + -
(61b)

where )\%:)\;0) and qSﬁff())(P) =((k,P] d)jff&(P)}}: d)}o)(P) are
the eigenvalues and the eigenfunctions, respectively, of K©
given in Eq. (24).

For j=0 the degeneracy of the collision invariants may be
removed by the perturbation of the flow term. According to
the ordinary kinetic theory, the resultant perturbed states
yield the hydrodynamic modes, such as sound modes, diffu-
sion modes, corresponding to the first- and second-order per-
turbations, respectively.?! Note that the degeneracy of j=0 is
classified by P, as shown in Eq. (45). Since the collision
invariants z/fPO(P) given by Eq. (47) consists both of even and
odd functions of P, the degeneracy of the collision invariants
l//pO(P) are removed by the first-order perturbation of the
flow term which is an odd function of P. We denote )\(k)

= )\g‘ 1 which is associated with the collision invariant ¢/p (P)
and |¢(k))) = |¢(k) ») for a particular value of P,. We then have
for the ﬁrst—order approximation in k

N = (B8l ikP)| B8 o)) (62a)
n_—ooPO n eXP[ BSPO ]
= En__mexp[ 188P0 ] (626)
_(_ w (62 )
Y S prap )
— ika(Py, B), (62d)
which gives

lim o(Py,B) = P,. (63)

T7—0

Note that the flow term (—ikP) is diagonalized among the
collision invariant <<¢pr|( tkP)|¢>p o S(P)—Py) so that
each d)(k)(P) e, (P) becomes a hydrodynamlc mode in the
first-order approximation in k.3'

As will be shown in Eq. (69), o(Py, B) is a sound velocity,
corresponding to a hydrodynamic mode ([/PO(P) associated
with a P,. With use of Eq. (44), we find the periodicity of
a(Py.B),

(P, B)=0(Pp,B) (n==*1,%£2,+3,..). (64)

Since Py, in Eq. (44) runs from — to %, o(P, B) defined by
Egs. (62d) and (64) is a continuous periodic function of P
with the periodicity of 4. In Fig. 4(a), we show the sound
velocity as a function of P for several temperatures:
T(=1/6)=0.1, 1.0, and 3.0. The temperature dependence of
o(P,B) are also shown in Fig. 4(b) for several values of P.
Starting from o(P,B)=P at T=0, as temperature increases,
o(P,B) increases to a maximum value and then asymptoti-
cally decreases to 0.

Now we consider the time evolution of the distribution
according to Eq. (54). For r=1,=1,, the system reaches to the
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(@ 4

T=1/

075 AN
--10

TR U 3.0

0.25

IU(P, B)

FIG. 4. Sound velocity as a function (a) of P and (b) of 7.

steady state of the momentum distribution, i.e., the local
equilibrium has been attained. In this situation, the momen-
tum distribution is expressed as a linear combination of the
collision invariants e, (P) given by Eq. (47),

fEPy = J Y (PYCBRIFO)dPo, (65)

where the superscript LE stands for the local equilibrium that
still evolves in time by the generator of motion K® in Eq.
(57). Equation (65) indicates that in the local equilibrium the
weight of each collision invariants ¢PO(P) is uniquely deter-
mined by a given initial distribution. That is how the initial
momentum distribution keeps its memory for long time at
any temperatures in the present one-dimensional chain sys-
tem. Substituting ¢, (P) given by Eq. (47) into Eq. (65) and
taking into account the relation of Eq. (49), we have

expl - e, |

1 = =
fEP) = | dP(@RIF0N 8P~ Py,)

-1 0 n NPO
1 ~ _

- f Py, <<<Z$f>|f<o>>>Ma(P ~Py,)
-1 n 0 NPO;n

= <<¢<k’tf<o>>>e"p[ Berl f dP,>, (P - Py,)

— (Lo ] 8”] (66)

N

Time evolution of the distribution is given by substituting
Eq. (62d) into Eq. (60) as
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1 = =
fiPty= | dPg expINR)(t = 10)1bp, (PY(BELF(0)))
-1

1
= f dPOE eXP[— iko-(PO;m B) (t - t())]
-1 n

exp[- ﬁsPOn]

X (RO N,

exp[- ,381)].

P

= exp[- ika(P. B)(t - 1) (B |F(0)))

(67)

Fourier transform of Eq. (67) gives a Wigner function [Eq.
(16)] in phase space as

1
'X,P,0) = ;rf dk explik{X — o(P,B)(t — ty)}]

expl— Bep]
Np
Differentiating Eq. (68) twice with respect to X and 7, we

then obtain a macroscopic wave equation for t=¢, with a
sound velocity o(P, B) as

AN (68)

(ifw(x P.0 =0’ (P.A)- 7 oGP (69)
This clearly reveals that there appears the quantum hydrody-
namic sound mode in macroscopic sense in the exactly same
manner as in the classical gas system.3!

Let us illustrate a time evolution of a Wigner distribution
in the case where the initial distribution is given by the mini-
mum uncertainty wave packet with a mean at X=0 in space
and at P=P,;,; in momentum spaces,

2

1 X
fMX.P.0) = —exp| = —=5 = (P = Ping)*(Ax)* | (70)
T (Ax)
The standard deviation 8X(0) in space is given by
—
8X(0) = V()5 ~ (X)g = (Ax)/N2, (71)

where the subscript of 0 stands for £=0 and that in momen-
tum is given by 8P(0)=1/2[8X(0)].

In Fig. 5(a) we show a minimum uncertainty wave packet
with Ax=3.0 and P;,;=0.5, g_Vmg a peak at X=0 and P

P y=0.5 with 6X(0)=3/v2=2.1 and &P(0)= (3y2)!
20.23. Since 6X(0)> 5P(0), this wave packet becomes
macroscopic in space. A bird’s-eye view and the contour plot
of the wave packet are shown in the left and the right col-
umns, respectively.

After the relaxation time at t=fy=t, the system has
reached to the local equilibrium where the momentum distri-
bution relaxes into the equilibrium,

f X, P 1) dX = f5(P)  (t9=1,) (72)

while the spatial distribution is unchanged
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FIG. 5. Propagation of the wave packet for the particle distribu-
tion as a quantum hydrodynamic sound wave at 7=2.5. A bird’s-eye
view and a contour plot are shown in right and left columns, re-
spectively, for initial (a) distribution at 1=0, (b) distribution at local
equilibrium at r=1y=1,, and (c) 1—t,=30%/mc>. The wave packet
for the free particle with the same initial condition at r=30%/mc? is
shown in (d).

f (X, P,ty)dP = J (X, P,0)dP. (73)

We show the Wigner distribution at 7,(=1,) for a temperature
T=2.5 in Fig. 5(b). The distribution has side peaks at Py,
=1.5, Py._;=-2.5, and P;,=3.5 besides the main peak at
Pyp=Pipy=0.5, corresponding to the distribution of i (P)
shown in Fig. 2(b). Each peak has a same width in P direc-
tion of 6P(0)=0.23. As the temperature increases, the satel-
lite peak intensities increase as seen from Eq. (47).

Then the wave packet propagates in space following the
macroscopic wave Eq. (69) as shown in Fig. 5(c). During the
propagation in space while the distribution does not change
along P direction, it is dispersed along X direction since the
wave packet [Eq. (68)] is composed of various plane waves
with different sound velocities shown in Fig. 4(a). Reflecting
the periodicity of (P, ) as a function of P, the dispersed
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FIG. 6. Propagation of the wave packet of the particle distribu-
tion for the same parameters as in Fig. 5 except for P;;=1.0. A
bird’s-eye view and a contour plot are shown in right and left col-
umns, respectively, for initial (a) distribution at 1=0, (b) distribution
at local equilibrium at r=ry=1,, and (c) t—to=30%/mc>. The wave
packet for the free particle with the same initial condition at ¢
=30A/mc? is shown in (d).

distribution function demonstrates the same periodicity as in
Fig. 4(a) besides the Boltzmann factor.

For comparison we display in Fig. 5(d) the time evolution
of the Wigner distribution of a free particle without the in-
teraction with the phonons for the same initial condition
given by Eq. (70). The distribution of the free particle is
immediately spread out in space because of the phase mixing
effect as a consequence of the nonlinearity in energy with
respect to a momentum p, g, pz. It is, therefore, quite in-
triguing and counterintuitive that the random collision of the
quantum particle with thermal phonon field makes the mac-
roscopic coherent motion of the particle far more stable than
the free particle motion.

In Fig. 6, we also show the propagation of the wave
packet of the particle distribution for the same parameters as
in the case of Fig. 5 except for P;,q=1.0. In this case, the
main peak at Pj,,=P;,q and the first satellite peak at Py, is
merged at P=1.0, and the small satellite at P=-3.0 corre-
sponds to Py._; and Py.,, as shown in Fig. 6(b). The propa-

PHYSICAL REVIEW B 80, 094304 (2009)

(b)

\

Wi
A

H

FIG. 7. Stability of the sound wave: (a) the ratio of the speed of
broadening of (a) the wave packet, 7=Gy/ Gjree, and (b) a contour
plot of 7. The stable region of the sound wave against the free
particle is shaded in (b).

gation of the wave packet following the macroscopic wave
Eq. (69) is shown in Fig. 6(c). Compared to Fig. 5(c), the
distribution along X direction is greatly suppressed as a result
that o(P,B) is slightly changed around P=1.0 and P=-3.0
as a function of P as shown in Fig. 4(a). It is, therefore,
intriguing that the minimum uncertainty wave packet propa-
gates without being spread even under the random collision
with the phonon field.

We show in Fig. 7 the stability of the wave packet of the
quantum hydrodynamic sound wave compared with the free
particle. The standard deviation of the wave packet in space
is given by

X (1) = N(X?), = (X)7 = { f f XX, P,ndXdP

21172
—( f f XfW(X,P,t)dXdP” , (74)

which becomes broadened in time. For the sound wave, we
obtain

2 12
5Xsw(t) = {% + tstw(Piml’ B):| s (75)

where the broadening ratio Gy, is given by

Gsw(Piml’ B)

= @ dPa*(P,B)exp[— (Ax)*(P - Pyy)*]
Vi

(Ax) ) |2
— dP(T(P,,B)CXP[— (AX) (P_Pintl) ]
NTT

(76)

The standard deviation of the free particle wave packet with
the initial condition Eq. (70) is given by

A 2 1/2
é\Xfree(t) = [% + tszree:| P (77)

with
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Gfree = (78)

2(Ax)?
In Fig. 7(a) we show the ratio of 7= G (Pin>B)/ Gree as a
function of P;,; and =1/, where the initial wave packet is
assumed to be a minimum uncertainty wave packet with
Ax=3.0. The contour plot of 7 is drawn in Fig. 7(b). Because
of the periodicity of (P, ) with respect to P as shown in
Fig. 4(a) and Eq. (64), G (Pin,B) is periodic with respect
to Piml; Gsw(Piml’ﬁ)=Gsw(Pinlli zvﬂ) For n< 1, the broad-
ening of the wave packet of the sound wave is slower than
that of the free particle, indicating that the propagation of the
sound wave is more stable than the free particle. The shaded
region in Fig. 7(b) denotes the stable region of the sound
wave. It is clearly seen from Fig. 7 that the stability of the
sound mode increases as temperature increases.

As t increases to the order of ¢~ 1/k2, the second-order
perturbation in Eq. (61) becomes nonnegligible. So the quan-
tum hydrodynamic sound mode eventually disappears due to
the diffusion process, similar to the case of the classical
sound mode in gas.’!

V. DISCUSSIONS AND CONCLUDING REMARKS

We have derived a kinetic equation for a quantum particle
which is coupled with an acoustic phonon in one-
dimensional system based on the formulation of complex
spectral representation of the Liouvillean. As usual, the col-
lision operator for the weakly coupled system has a contri-
bution only from the resonance energy that is represented by
the delta function for the unperturbed energy of the Brown-
ian particle and the phonon. Because of this resonance con-
dition, the momentum states are separated into an infinite
number of independent disjoint sets for the one-dimensional
system. As a result, there appears an infinite degeneracy in
the collision invariants.

We have presented an analytic solution of the eigenvalue
problem of the collision operator for the high-temperature
case, as well as a numerical solution for more general case.
These solutions show that the eigenvalues of the collision
operator are discrete. Hence, there is a finite gap between the
collision invariant and the first eigenstate. We also found that
the relaxation time determined by the inverse of this gap is
proportional to |Ao|?> and 1/\T for a high-temperature case.

Thanks to the discreteness of the spectrum of the collision
operator, one can consider the so-called hydrodynamic situ-
ation where the flow term in the inhomogeneous situation
may be considered as a small perturbation on the collision
term. We then showed that the degeneracy of the collision
invariants are lifted by the flow term in the first-order pertur-
bation of the wave number, which yields the quantum hydro-
dynamic sound mode. Note that the flow term is time sym-
metric while the collision term breaks time symmetry.
Hence, our quantum sound mode is a result of the dissipa-
tion. Indeed, we have seen that the stability of our quantum
sound mode increases with temperature, which is counterin-
tuitive, as the random collision of our Brownian particle with
the thermal acoustic phonon stabilizes the propagation of the
sound mode.
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We note that there is no quantum sound mode in two- or
three-dimensional systems. This is because there is no de-
generacy in more than one-dimensional system. Indeed, in
these systems the momentum states coupled to a particular
[P,y state with |Po|<mc due to the resonance condition of
Ep+pq—Ep= T fiwg are determined by a common line or sur-
face, respectively, of the intersections of the particle and
phonon dispersions. This is in contrast to the case of one-
dimensional system where the coupled momentum states are
determined in pointwise as shown in Fig. 2(a). Since these
continuous common lines or surfaces corresponding to dif-
ferent |Py) states are intersected with each other, all the mo-
mentum states are connected. As a result there is no degen-
eracy of the collision invariants. In the two or three-
dimensional systems, therefore, we have only a diffusion
mode as for the hydrodynamic transport mode that comes
from the second-order perturbation of the flow term.

Let us also remark the case where the particle is interact-
ing with optical-phonon field instead of the acoustic-phonon
field considered in this paper. For the optical phonon, the
energy dispersion is described by w,=w, (constant). For this
case one can show that Poincaré resonance gives also rise to
an infinite number of disjoint sets of momentum space,
which then yields an infinite degeneracy of collision invari-
ants, as in the case of the interaction with an acoustic-phonon
filed. However, it is found that in this case the collision in-
variants are given by an even function of P. Since the flow
term is an odd function of P, the degeneracy of the collision
invariants are not removed by the first-order perturbation of
the flow term, unlike the case of the acoustic phonon. There-
fore, there does not appear the quantum hydrodynamic sound
wave in the case of the interaction with an optical-phonon
field.

In the weak-coupling case, the renormalization effect on
the sound velocity appears from the second-order correction
in terms of the interaction of gL, just as the renormaliza-
tion effect of the eigenenergies of a Hamiltonian appears
from the second-order correction of an interaction. On the
other hand, the decay of the sound mode also appears from
the second-order correction of gL;,.. Therefore as long as we
are concerned with a time region in which we can ignore the
decay of the sound mode, we can consistently ignore the
renormalization effect of the sound velocity.

Let us present an evaluation of the relaxation time and the
sound velocity for a vibrational excitation (a vibron) in mo-
lecular chain which is a transfer mechanism of an bioenergy
in a-helix protein.?>?32>26 The vibrational exciton (vibron)
propagates under the thermal collision with a backbone de-
localized molecular vibration. The effective mass of the vi-
bron has been evaluated by the dipole-dipole interactions
between the peptide units,”> m=A%/2d*J=2X10"2 kg,
where d is a periodicity of the unit peptide and J is a dipole-
dipole interaction constant. The interaction potential and the
acoustic-phonon  velocity have been estimated in
literatures??: |Ay|=0.5 eV and c¢=4000 m/s. With these
values, [ =h/mc=13 A, the energy unit &,=mc?
=20 meV=230 K, yielding the relaxation time #,=17 fs at
T=310 K. It should be noted that due to the large effective
mass the energy unit g, is large. Therefore, the quantum
resonance is prominent even at the physiological tempera-
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ture, i.e., the effective temperature T.=7T/(g,/kz)=1.33. As
a result, the quantum hydrodynamic sound wave can be ob-
served to propagate with the sound velocity of the same or-
der of the acoustic-phonon velocity ¢=4000 m/s. Note that
in this case we need to take into account the correct energy
dispersion of the vibron which is different from that of the
free particle. It is found that the relaxation dynamics of the
vibron in a-helix protein shows a very interesting feature.
This will be discussed in a forthcoming paper.>®

The model Hamiltonian (4) has been used to account for
the relaxation process of an electron (or an exciton) motion
interacting with the acoustic-phonon mode in semiconductor
crystals,*® and semiconductor quantum wires where an elec-
tron is restricted in one-dimensional motion while the pho-
non is three dimensional.>'>3 In this respect, the present
model may be oversimplified for an electron in semiconduc-
tor wire because the phonon is restricted in one-dimensional
motion. But we think that the present analysis may shed new
light on the transport processes of semiconductor wires so it
is worth while to investigate its potential applicability to
various solid-state nanomaterials, including semiconductor
wires.

In this study we have considered the macroscopic trans-
port process of the simplified one-dimensional molecular
chain system. In reality, there are a lot of extrinsic factors
which may hinder the appearance of the quantum sound
wave, for example, imperfections of the chain, perturbations
due to the side chains, quasi-one-dimensionality of the chain.
In addition to the intrinsic diffusion process, the quantum
sound mode decays due to these extrinsic disturbances. Even
s0, as long as the strength of the disturbances are small com-
pared to the inverse of the relaxation time 7,, there is a time
window in which the transport of the hydrodynamic sound
wave is stable to be observed. We shall reveal the time re-
gion for the stable transport of the quantum sound wave in
the forthcoming paper.>®
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APPENDIX A: REPRESENTATION OF WIGNER BASIS IN
LIOUVILLE SPACE AND THE EXPRESSION OF L;;

In this section, we shall briefly review the Liouville-space
representation of a Hilbert-space operator. In Appendix A-C,
we present the results in the form with dimensions. The
Liouville space is spanned by linear operators in A,B,... in
the ordinary wave-function space.’® As usual, the inner prod-
uct of the Liouville space is defined by
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{(A|B)) = Tr(A"B), (A1)

where A and B are linear operators acting on wave functions,
and AT is a Hermite conjugate of A. For the case where the
wave-function space is spanned by a complete orthonormal
basis,

> laXal=1, (a|B) =38, (A2)

the Liouville space is spanned by a complete orthonormal
basis of the dyads |a;8))=|a)g, i.e.,

Sl Bl=1, (a:Bla’iB))=S4udsp
aB

(A3)

The matrix element of the usual operator A in the wave-
function space is given by

(a; BlA)y = (a|A|B).

For the present case, with use of the orthonormal eigenstates
of the unperturbed Hamiltonian (5), we can take the ortho-
normal basis in the Liouville space as |p;p’)) and |nq;né))
for the particle and phonon systems for a ¢ mode, respec-
tively. In terms of these orthonormal basis, the Wigner basis
are defined by

(A4)

hk  hk
pip' =P+ —;P- 7))

5 (A5)

k,P)) =

for the particle state and

[ AND) = )1 = |{N+ 5} ;{N— g}» (A6)

for the phonon state, where {---} in Eq. (A6) denotes a direct
product of all ¢ modes of the phonon states. We note the
difference of the notation between “semicolon” and
“comma” in Egs. (A5) and (A6). These Wigner basis form
the orthonormal complete basis set

53

(k. PIK',P")) = 851/ 8p'pr» k,P))((k,P| =1

(A7)

for the particle states and

ANV AN D) = 8, Sy

2 v NN = 1, (A8)
v,N

for the phonon states.
Here we introduce a new Wigner basis for the particle
states as
[k, Py = [k, P), (A9)

where (0=L/2. These new Wigner basis for the particle
satisfy the orthonormal complete relation

(k. Pk P"))y = Q8 0810 (A10)

094304-12



EMERGENCE OF QUANTUM HYDRODYNAMIC SOUND...

>y

v Q7

k, PY){{k,P| = 1. (A11)

We may take here L—oc limit for the P variables, which
leads to Eq. (17).

These basis states are eigenvectors of the unperturbed Li-
ouvillean L in the Liouville space

Lolk, Py ® {v}AND) = (wi p + vo) |k, P)) ® [{v},{N}),
(A12)
where
1
Wip = %(8P+ﬁk/2 —&p_pin)» (A13)
(A14)

o = E V,0,.
q

The Wigner basis forms a complete orthonormal basis set
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(& Pk, P")) - ({rLANY{V 1AN"D)

=8P~ P")5 18 11Oy

BTGNS (A15)

> f dPlk, P))({k, Pl © 2 [ ANDX AN = 1.
k v,N

(A16)

The matrix element of the usual operator A of a particle in
the wave-function space is represented by Wigner basis as

AP) = ((k, P|AY) = NOUP + hk/2|A|P = 1iki2).
(A17)

The Liouvillean for the interaction parts L, is then repre-
sented in terms of these basis

(Pl & (O Vg Lanl( ). VD) & Py = =3V, P )
/ q

1 vo1 hq 9 19 vl lﬁqa} [1(9} -
X — N, + L4+ —exp|———|exp| =—— | = \/N, — L + —exp| —— |exp| - ——— sk
hH\/ 1Ty pl 2&P] p[2&Nq] NRa™ 0 TP g [P T 20w, | | Tt S

| hqg 9 1 9
+ N_q+y—_q+—exp _ae exp| - - ——
2 2 2 JdP ZaN_q

xs 5k ]

<Kr
v_q,qu—l {v}.{v'}

where Eﬁr} () denotes the Kronecker delta relation other than
the g (or —g) mode. This represents the transition by L,
from the state with a (k’,v’) particle-phonon correlation to
the states with a (k, v) particle-phonon correlation.*’

The interaction Liouvillean can be represented by a dia-
gram in correlation dynamics as shown in Fig. 8,*7* where
the diagrams corresponding to the first and second lines in
Eq. (A18) are shown in Figs. 8(a) and 8(b), respectively. In
Fig. 8, the solid and dashed lines represent correlations of a
particle and phonon states, respectively.

Vg ,,;_,,q_;,_l V_q Vig=v_g—1
______ <_______ ——————<————___
______ <_______ ——————<————___
qd _4---"~ T T ¢
¢« - «
k K=k—q k K =k—q
(a) (b)

FIG. 8. Diagram of correlation dynamics for the interaction
Liouvillean.

<,

| 1 hg 9 1 9
- N_q—V—_q+—expl—q—}expl——]
2 TP ar [P 2aN,

(A18)

APPENDIX B: THE COMPLEX SPECTRAL
REPRESENTATION OF LIOUVILLEAN AND
SUBDYNAMICS

In this section, we shall briefly summarize the complex
spectral representation of Liouvillean.’® Useful formula for
this paper are listed without proof. The reader may refer to
some references for detail 3940

In the complex spectral representation of Liouvillean, we
consider the eigenvalue problem for each correlation sub-
space (u)=(k,v) given by

(Wyy — 7] pla F)| £ — (R | 7w
LIFF ) =ZF|F),  (FPIL=(FP|Z,  (BI)

where the Liouvillean, £L=Ly+gL;,, can have complex ei-
genvalues Im ZJ(-") # 0. It has been shown that the time evo-
lution splits into two semigroups; one is oriented toward our
future >0 with Im Z% <0 (equilibrium is approached for
t—o0) while the other is oriented toward our past t<<0 with
Im Z;.“)>0. All irreversible processes have the same time
orientation. To be self-consistent we choose the semigroup
oriented toward our future, which determines the direction of
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the analytic continuation of the eigenfunction of £.2%-39
In terms of the eigenstates of £ as defined in Eq. (A12),
we introduce the projection operator as

pky) — E f
N

(B2)
resulting in
LoP*M = phi L (B3a)
plnp®) — phig 5, (B3b)
> phr =1, (B3c)
k,v
We also introduce the projection operators
okr =1 — pkv) (B4)

which are orthogonal to Py,

We solve the eigenvalue problem (B1) for the perturbed
system with g # 0 under the boundary conditions for the un-
perturbed case

| F;M)» — ﬁ(u)| F;’”))

(F¥) = (F¥|PW  for g=0. (B5)

Hence, Q(“)|F (")» =0 for g=0. The Q(“) components are cre-
ated through the interaction for g+#0. The right and left

F)) and ((F

, are biorthonormal sets satis-

fying

<<F(M)|F(# Ny=6 St E |F§”)>)<(17§“)| =1. (B6)

Applying the projection operators P and O in Egs. (B2)
and (B4) to the Eq. (B1), we derive the set of equations

ﬁ(u)ﬁ(ﬁ(u”@u)» + QA("‘)|F§”)))) - Z}”)ﬁ(”)lFﬁ-")»,

(B7a)
Q(M)ﬁ(ﬁ(n)|F§ﬂ)>> + é(ﬂ)|F§M)>>) - Z](M)Q(M”I;‘;M)»
(B7b)
Equation (B7b) leads to
é("‘)|F_§-“))> - é(u)(zgu))ﬁ(u)|F§_u)>>’ (BS)
where
A 1 A .
C('u)(z) — fQ(u)gﬁimP(,u) (B9)
- Q(#) LQ(M)

is called the creation-of-correlation operator or simply the
creation operator.’® Substituting Eq. (B8) into Eq. (B7a), we
obtain

PHYSICAL REVIEW B 80, 094304 (2009)

\I}(M)(Z.E'M))MM)» - Z;“)|u_§-“))>, (B10)

where

|u;m>> - (1\7}#))—1/213(#”[7](,#)» (B11)

and N](.'“) is a normalization constant which will be deter-

mined later. Here, W is the collision operator familiar to
nonequilibrium statistical mechanics.?'324748 This operator
is associated to diagonal transitions between two states cor-

responding to the same projection operator P,
\f;(u)(z) - f)(,u)ﬁoﬁ(/t) + ﬁ(#)gﬁimﬁ(ﬂ)
+ ﬁ(M)gﬁintQ(M)é(ﬂ)(z)ﬁ(ﬂ) (B12)

Note that Eq. (B10) is a nonlinear equation in the same sense
of the Brillouin-Wigner perturbation method, i.e., the eigen-
value Zj-”) appears in the collision operator.

Assuming completeness in the space P™, we may always
construct a set of states {((ﬁ;“)ﬂ biorthogonal to {|u](-“)>>}, ie.,

s 2 (@M = 1.
o]

(B13)

|u(,u )>> 5

Formula (B10) shows that the P® component of |F('“)))
(which is called “privileged component” of |F ))) is an
eigenstates of the collision operator, which has the same ei-
genvalue ZE“) as the Liouvillean. The solution of the eigen-
value problem of the Liouvillean for our class of singular
functions has unique features. The privileged components
satisfy closed equations and the QW components are
“driven” by the privileged components [See Eq. (B8)].

Combining Eq. (B8) with Eq. (B11), we obtain the right
eigenstates of the Liouvillean given by

)y = NFILP® + CO(Ze)]u ). (B14)
Similarly, we obtain for the left eigenstates given by
<<ﬁ(u)| - <<5(,u)|[13(,u) + ZA)(/L)(Z(M))] VN(M), (B15)

where the operator D(“)(Z(“)) is called the destruction-of-
correlation operator, or the destruction operator for short,
and is defined by [cf. Eq. (B9)]

D) = Prgr, HW— L

_ Q(M)ﬁQ(#) (B16)

Again ﬁ(“)(z) corresponds to the off-diagonal transitions;

ﬁ(“)(z)=ﬁ(“)ﬁ(”)(z)é(“). Using 15(”)(1), the collision opera-
tor U#)(z) is also written as

‘lAf(’“)(z) — ﬁ(mﬁoﬁ(m + f)(u)gﬁimf)(u)

+ ﬁ(#)ﬁ(#)(Z)Q(M)gﬁthﬁ(#)’ (B17)

The states <<6§")| are the left eigenstates of the collision op-
erator lIAf(f‘),

094304-14



EMERGENCE OF QUANTUM HYDRODYNAMIC SOUND...

<<l7_(iﬂ)|\ff(m(z,§'ﬂ)) - <<5§M)|Z§,u) (B18)

We have revealed so far the correspondence between the
eigenvalue problems of the Liouvillean £ and the collision

operator P Now we shall derive the kinetic equation from
the solution of the eigenvalue problem of L. In order to
connect the kinetic theory to the eigenvalue problem of L,
we first introduce the global creation and destruction opera-
tors as

cw=> @(u)(zgu))|u§u)>><<ﬁ‘(ju)|’ (B19a)
J
DW= @ IDW(Z).  (B19b)
J
Then, we can write the eigenstates as
|F§M)>> - Wj")]m(i’(”) + C("))|u§-“)>), (B20a)
<<f§ﬂ)| - <<5§M)|(f)(#) n D(M))[A};ﬂ)]]/z. (B20b)

The normalization constant may be found from the bior-
thonormality condition of the eigenstates Eq. (B6) as

[NPT! = (@AY T ), (B21)

where

A _ 1 p(w) (Y ( plw) (WN\T-1 — [ p(w) () () ]-1

Aj”“—[(P”“+D”)(P”+C“)] =[P¥ +DWCW],
(B22)

The global collision operators associated with the creation
operator C'* are given by

@(C,u) = 2 \pw(zj(m)|u](m»<<ﬁ§m| - E Z§u>|u§m>><<ﬁ§m|
J j

(B23)

and with the destruction operator D they are given by
®g4) = E |U;#)>><<17§M)|q}(u)(zﬁﬂ)) - E |U;M)>><<17§M)|Z;#)'
J J

(B24)

This is the direct way to see that the Liouvillean shares the
same eigenvalues with the collision operator. Substituting
Eq. (B12) into Egs. (B23) and (B24), respectively, we have

@(Cu) — pwmop(m + ﬁ(l/-)gﬁimc(ﬂ)ﬁ(li) (B25)

and

@gt) — ﬁ(,u)ﬁoﬁ(,u) + ﬁ(“)D(M)gﬁimﬁ(“). (B26)
In general, we have (Cf‘) #* @%‘) [cf. Egs. (B12) and (B17)].
The concept of subdynamics has been introduced in the
works by Prigogine et al.?®3%-324055 The relation of subdy-
namics to the complex spectral representation can be ob-
tained through the projection operators I1¥ defined by

PHYSICAL REVIEW B 80, 094304 (2009)
% =2 [FMCE). (B27)
J

They satisfy the orthogonality and completeness relations,

LIIW=TI"WL, (B28a)
W) = 1w St (B28b)
> =1. (B28¢)

"

Therefore, I1® is an extension of P* to the total Liouvil-
lean L.

The dressed distribution function for the collective modes
associated with each subspace is given by

[p™)) = 1| p)).

The privileged component defined by P*p#(f) obeys the
Markovian equation which reads

(B29)

d 4 A
i PPl 0N = 0L PWp ). (B30)

In the weak-coupling case, we expand ¥*(z) in Eq. (B12)
up to the second order of L,

PW(z) = TP (w, +i0)

= PWLPW + 2P L CM (w, +i0)PW, (B31a)

=P LGP + ZPWDH (1, +i0)Liy PP, (B31b)

where we have assumed f’(“)ﬁintf’(m:O which is the case we
consider in this paper. In Eq. (B31a) é(l“)(z) is given by

1 . A
gC(lM)(Z) — Q(H)gﬁimp(,u) , (B32)
Z— L()
and in Eq. (B31b) @(1")(2) is given by
gD(z) = 0Wg LipyP™ (B33)

Z_EO

Substituting Eq. (B25) with Eq. (B31) and Eq. (B32) into Eq.
(B30), we then have in the weak-coupling case the Markov-
ian dissipative equation

B0y = B0+ 10)Pp(0). (B34

v=0 =+l y=0  w=0 VYea=-1  y=g
’—4‘\\ ,--»\\
/7 a s AN
/ \ / \
—e——— <« ¢ ———— <« <«
k K =k—q k k K=k—q k

(a) (b)

FIG. 9. Diagram of the collision operator lI_’(zk)(w,duﬂ'()).
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APPENDIX C: DERIVATION OF THE KINETIC EQUATIONS

In this section, we shall derive the kinetic equations of the reduced distribution by applying Eq. (B34) into our model.
Keeping in mind that (w)=(k,0) in Eq. (B34) and taking a trace over the phonon field, we have

%E (GOLANHPEO (1)) = 2 (GOFANHT SO (e p + i0) PEO| p(1))), (Cla)
N N
cn— (k. Plf(e)y= 2> | dP (C1b)
N, N’
where
({k, P{({O}, {N} W §©) )
=wipd(P = P8y o+ 8 L 00— Q "0 L (C2a)
Substituting Eq. (C2b) into Eq. (C1b) leads to
N _ N (k,0)< _>
i~ (K PIf0)) = % 4 o o (C3)

By using the fact that the phonon distribution does not deviate from the thermal equilibrium in a large volume system, we can
cast Eq. (C3) into the form of

.0 -
i— > ‘I’(Z"’O)< —{N}, m)ﬂph(N) (C4)

where pi(N)=exp[-Z,Bho N,/ Z;,. We define a collision operator \I_f(zk)(wkp+i0) acting on the particle distribution whose
matrix elements are determined by

= {EN‘, \175"’0)< — N}, m)pph(N)}b’(P P’) (C5a)

=wpd(P—P')+g

b [ﬁ“""’ﬁim@k")) Q“Dmmtﬁ“‘*“p;ﬁ] kP (Csb)

Wirp+ i0 — £0

Substituting Eq. (C5) into Eq. (C4), we obtain the kinetic equation of the reduced distribution as
Jd A A ~
i~ POLF0)) =W v+ i0)PUI(D)), (C6)

where P® =
The second term of Eq. (C5b) consists of the two terms which are represented by the diagrams in Fig. 9. The explicit
expressions of these terms are given by

LSS v T enp| - 2 o T |- Wy enp| B g -3 |
ﬁZQ A P2 op TPl 2an, ] TP 2 0P [T T 20N, | i = ey pt @)

V] AN, + ~exp| 42 L0 N+ texp| - 42 el 22| bpmsmyap-p) ()
- 2P 2 ap [P T 20w, 5% 7 op [P 2aw, | [P

for Fig. 9(a) and
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AODLY {w o] -4

<y N +1 hq 0 1 9
X — X -
|\ 2P o |9 2o

for Fig. 9(b), where p}(N) =exp[-Z,Bhw,N,

PHYSICAL REVIEW B 80, 094304 (2009)

hq d 1 0 — hg 0 1 0 1
—— |exp| - = —\'N_q+lexp i exp| =
2 9P 20N_, 2 9P 20N_, | ) 2= Wy p—w_,

N. +1 —ﬁq—ﬁ
— A/ Zexn| — <p| — —
4 - Zep ZaPep

J
. m_q]}pphww P') (C8)

.1/ Zyy. By taking the thermodynamic limit in Eqs. (C7) and (C8) and combining

them with the first term of Eq. (C5b), we obtain the explicit expression of ‘Ii'(zk)(z) as

(kPP )|k, P'Y)

1

2
1
Wip + dq|V, |2{{ +
{ o ﬁzf z- (Wk—q,P—hq/z + wq)

1 1
+ +
zZ- (Wk—q,P+hq/2 + wq) z+ (Wk—q,P+hq/2 + wq)

APPENDIX D: CLASSICAL LIMIT

In this section, we prove that the collision operator given
by Eq. (21) vanishes in the classical limit (2 —0), which
suggests that no dissipation takes place in the present one-
dimensional chain under the g2t approximation. For this pur-
pose, we start with Egs. (C7) and (C8) and expand them in
terms of #, rather than to directly expand Eq. (21). Instead of
{N} and {v}, we use the action {J} and angle {a} variables
defined by*">*

(D1)

X, = sin ¢,
q

I
» DPq=\2Jmw, cos a,,

where x,= \s’ﬁ/meq(bq+b2) and pq=—i\"mﬁwq/2(bq—b;).
We then have the following relations,

J 1
M= S [ e —aego. o)

where the equilibrium distribution for the phonon system is
represented by

i =1 o, exp[ Eﬁwqfq]. (D3)
q

The expressions of Egs. (C7) and (C8) are cast into the form

of
d d
ﬁ R _
ﬁZQEJdJV {V] + exp[ an Py )}

h
2
— r]
' exp{ Top~ é’J }z (W_gp+ w,)

oot tln-2)|

Z+ (Wk—q,P—ﬁq/Z + wq)

}n(q)(l - exp[ Bw,Jexp[tq d /aP])] SP-P).

}(ﬂ(q) + 1)(1 = exp[- Bw,lexp[- fig 7/3P])

(C9)

[, B ﬁ( . i) 5
= \ar e\~ agp gy ) | [Pl =P

(D4)

and

— h d d
drv_ 3y <z _ 2
ﬁzﬂzf J‘qﬁ{‘J‘feXp[z(an aJ)]

— | 9 o ) 1
— rJ ﬁ _— _ e —
Vet exPL( Top™ a1, ]}z—(wqyp—wq)
XV J +ﬁ ﬁ( i+i)
o Ve 2P o\ T T gy,
Vo Besal o) | nace— ),
%P 2\ 95p " 3, ) | [P0

(D5)

respectively, where we have replaced ¢ with —g in Eq. (D5).
In the classical limit, we may neglect the action # compared
to J,. By expanding the exponentials in terms of 7, the above
expressions reduce to

J J
ofaf oo =
&P ) 2= (w_yp+w,)

J
(qﬁ— a, )pph(f)ﬁ(P—P’) (D6)
and
|V|2< ] a) J,
2 ey - |9
gqufd] n \Tap aJ,) 2= (wyp—w,)
J J
( q5+5)pph(J)5(P P'), (D7)

respectively, where we have replaced Q‘IEq with [dq. By
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summing up Egs. (D6) and (D7), and taking z=+i0, we ob-
tain

[Vl

(0, P+ i0) ;

o,P'>>=2mg2f dqf dJ

PR
x| g— - =7 8(gPIm -
(qap ﬂJq) ,0(gPIm —clq|)

g a
x| g— - — |pS4()) 8P - P’
(an &Jq)pph( )& )

(D8a)
. [V.]> o
=2img*kyT dq—q—hwq Eqé(qP/m -clq)
9
x(q—+&)5(P-P') (D8b)
oP " kT
. 2 2
lg |A0| kBTj 5
=2 0B gg— Plm—cql
2Pp q-5adq(Pim—cq la])]
J w
X|g—+—L|8(P-P'), D8
(an kBT)ﬁ( ) (D8c)

where we have integrated for J with use of Eq. (D3) in Egq.
(D8b), and have used Eq. (10) in Eq. (D8c). The expression
(D8c¢) is identical with the one Bak et al. have derived in
three-dimensional case. [See Eq. (19) in Ref. 54].

Since the integrand includes the factor of g8 q(P/m* ¢)],
the one-dimensional integration for g vanishes, resulting in

<<O,P|\P§0)(+i0) 0,P’))=0. This proves that no dissipation
occurs in the present one-dimensional chain when the inter-
action of the quantum particle and the phonon field is con-
sidered up to the second order in the collision operator. The
situation is similar to the one-dimensional gas system where
the collision operator vanishes in the second-order approxi-
mation for the collision operator.47 On the other hand, in
two- and three-dimensional cases the integration for g turns

out to be
P J w
dqadlq- — *+ ._+_‘L>.
qu (q m c><q P kyT

The two- or three-dimensional integration for q gives a finite
value for the collision operator as long as the particle veloc-
ity [P|/m exceeds over c; the dissipation occurs for this case,
which is nothing but the Cherenkov radiation.*’

It is worth while to emphasize the two aspects of the 7
— 0 limit. First the 27— 0 is equivalent to the limit of 7
— o in terms of the average phonon number (N)=(J)/%
=kpT/hw. In this limit, we may neglect the elementary ac-
tion A compared to J in Egs. (D4) and (D5). The other aspect
of the #—0 limit is seen in the resonance condition repre-
sented by the delta function in the collision operator. For a
finite 7, the resonance condition in Eq. (21), epip,—&p
==+ fzwq, reads

(D9)

PHYSICAL REVIEW B 80, 094304 (2009)

P+ hqg)? P? P hq?
M——:icﬁkﬂ@ iq_-i-i:
2m 2m m 2m

This represents both the energy and the momentum conser-
vations in the elementary collision process between the
quantum Brownian particle and a phonon. A nonzero value
of |g|=|2P = mc|/# satisfies Eq. (D10), resulting in the finite
value of the collision operator in quantum mechanics as
shown in Eq. (44) or Fig. 2(a). Note that, since the quantum
resonance condition is irrespective of temperature, the colli-
sion operator exists for any temperatures as long as we keep
f finite. On the other hand, when £ —0 is taken in Eq.
(D10), the classical resonance condition is satisfied only for
=0, as shown in Eq. (D8c), resulting in the vanishing col-
lision operator.

APPENDIX E: THE ANALYTIC SOLUTION FOR A HIGH
TEMPERATURE CASE

In this section, we show the approximate solution of the

eigenvalue problem of K© and the temperature dependence
of the relaxation time. First we note that the collision opera-

tor K© has a property for symmetry of
. P P 1%
/C“”(P,—) =/C<°>(— P,——) (E1)
JP JP

which enables us to divide the whole momentum space into
two independent subspaces as

1
0,P%)) = 7 U0.P) +10.- P)(P°=0),  (E2a)
V!
1
0.P%) = =(10.P)) - [0.- PN)(P* > 0).  (E20)
V’
where [0, P5)) and |0, P4)) denote the symmetric and anti-

symmetric basis in the momentum distribution space, respec-
tively. In this section, we consider the distribution x;(P) de-
viated from the equilibrium, instead of ¢,(P),

¢](P) = (Peq(P)Xj(P)9 (E3)

where ¢,(P) is given by Eq. (26). Corresponding to the
symmetrized basis of |0,PS)) and |0,P%)), the momentum
distribution function is classified into two subspaces as

X(P) = (0. Pl ) = Vl_E[Xf’(P) sy P (Bda)

XA(P) = (0. PA]x) = %[Xj(l)) —x(-P)L.  (E4b)
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With use of Egs. (21), Eq. (24) is classified into two kinetic
equations for each subspace,

KS(PS )x%PS) NP, (E5a)

(0)

PHYSICAL REVIEW B 80, 094304 (2009)

(ESb)

KA( )Aﬁ(PA) NP

With use of Egs. (E1) and (21), explicit expression of these
eigenvalue problems are written as

TV 3 (P%) = {n[2(PS + )]+ n[2(P* = )]+ 1}x}(PS) = n[2(PS + DN} (P +2) = {n[2(PS = )]+ L)} (PS=2) (PS> 1),
(E6a)
)
TV —L—x}(P%) = {n[2(P* + D]+ n[2(P* = DI}x}(PS) = n[2(PS + D]x}(PS +2) = n[2(PS - DX (PS-2) (1> P5=0),
0
(E6b)
and
©
TV X (PY) = {n[2(P* + D]+ n[2(P* = )]+ 1})}(PY) + n[2(P* + 1)]x} (P +2) + {n[2(P* = )]+ 1}x} (P* - 2)
(PA>1), (E7a)
©
|A)‘|2/ X} (P = {n[2(P* + )]+ n[2(P* = DTN (PY) +n[2(P+ DI (P +2) +n[2(P* - DI} (P*-2) (1> P*>0).
(E7b)
[
For a high-temperature and high-momentum case, = /L_ L (0= exl- )\jg\”%])(j(g), E12)

T>1, PSP's>1, (ES)

we can approximate in Egs. (E6) and (E7) that

Ny(ps1) ~ Npp-y + 1 =1, (E9a)

Noy(pe1) + Mooy + 1 = 2nyp, (E9b)

and

2

d d
dPXJ(P)+2 PZXJ(P) (E10)

Substituting Eqs. (E10) into Eq. (E6a) or (E7a), we have a
eigenvalue problem presented as a differential equation,

X/(P % 2) = x;(P) *

T P NG
—L——(P), (Ell
Pdpzxj( )+ XJ( )= 2npn x;(P), (E11)

where we assume np==T/P. By taking a new variable & and
corresponding distribution g;(§) as

\N2T

the eigenvalue Eq. (EIl) is reduced to the following
Hermite-type differential equation:

& d
d—gzgj(f)—2<§—\ﬁ ) gg,(§)+2(T )g,(§) 0.

(E13)

The solutions are obtained as

g(é&)=H;(&é- )\j\*"ﬁ) (E14)

where Hj(x) is a jth degree Hermite polynomial. The eigen-
value is given by

J .
N=24/% (7=0,1,2,...). (E15)
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