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Preface

This book had its origin in a graduate course in statistical mechanics given by
Professor W. C. Schieve in the Ilya Prigogine Center for Statistical Mechanics at
the University of Texas in Austin.

The emphasis is quantum non-equilibrium statistical mechanics, which makes
the content rather unique and advanced in comparison to other texts. This was
motivated by work taking place at the Austin Center, particularly the interaction
with Radu Balescu of the Free University of Brussels (where Professor Schieve
spent a good deal of time on various occasions). Two Ph.D. candidate theses at
Austin, those of Kenneth Hawker and John Middleton, are basic to Chapters 3
and 4, where the master equations and quantum kinetic equations are discussed.
The theme there is the dominant and fundamental one of quantum irreversibil-
ity. The particular emphasis throughout this book is that of open systems, i.e.
quantum systems in interaction with reservoirs and not isolated. A particularly
influential work is the book of Professor A. McLennan of Lehigh University,
under whose influence Professor Schieve first learned non-equilibrium statistical
mechanics.

An account of relatively recent developments, based on the addition in the
Schrodinger equation of stochastic fluctuations of the wave function, is given in
Chapter 13. These methods have been developed to account for the collapse of the
wave function in the process of measurement, but they are deeply connected as
well with models for irreversible evolution.

The first six chapters of the present work set forth the theme of our book, par-
ticularly extending the entropy principle that was first introduced by Boltzmann,
classically. These, with equilibrium quantum applications (Chapters 7, 8, 9 and
possibly also Chapters 14 and 15), represent a one-semester advanced course on
the subject.

X1



Xii Preface

As frequently pointed out in the text, quantum mechanics introduces special
problems to statistical mechanics. Even in Chapter 1, written by the coauthor of this
work, Professor Lawrence P. Horwitz of Tel Aviv, the idea of a density operator is
required which is not a probability distribution, as in the classical case. The idea of
the density operator lies at the very foundations of the quantum theory, providing
a description of a quantum state in the most general way. Statistical mechanics
requires this full generality. We give a proof of the Gleason theorem, stating that
in a Hilbert space of three or more real dimensions, a general quantum state has a
representation as a density operator, based on an elegant construction of C. Piron.
This structure gives the quantum §) theorem, a content which is essentially different
from the classical one. This makes the subject surely interesting and important, but
difficult.

Quantum entanglements are quite like magic, so to speak. It is necessary and
important to see these modern developments; they are described in Chapter 15.
This is one chapter that might be used in the extension of the course to a second
semester. One- and two-time Green’s functions, introduced by Kadanoff and Baym,
might be included in the extended treatment, since they are popular but difficult.
This is included in Chapter 16 with an application in Chapter 19.

An extension to special relativity is described in Chapter 10. This is a new deriva-
tion of a many-body covariant kinetic theory. The Boltzmann-like kinetic equation
outlined here was derived in collaboration by the authors. The covariant picture is
an event dynamics controlled by an abstract time variable first introduced by both
Feynman and Stueckelberg and obtains a covariant scalar many-body wave func-
tion parameterized by the new time variable. The results of this event picture are
outlined in Chapter 10.

Another arena of activity utilizing quantum Kinetic equations for open systems
is the extensive development in quantum optics. This has been a personal interest
of one of the authors (WCS). This interest was a result of a Humboldt Founda-
tion grant to the Max Planck Institute in Munich and later to Ulm, under the
direction of Professors Herbert Walther, Marlon Scully and Wolfgang Schleich.
The particular area of interest is described in the results outlined in Chapter 11.
This material can be included as an introduction to quantum optics in an extended
two-semester course.

The idea of spontaneous decay in a quantum system goes back to Gamov
in quantum mechanics. This irreversible process seems intrinsic, introducing the
notion of the Gel’fand triplet and rigged Hilbert spaces states. The coauthor (LPH)
has made personal contributions to this fundamental change in the wave function
picture. It is very appropriate to include an extensive discussion of this, which is
the content of Chapter 17, describing, among other things, the Wigner—Weisskopf
method and the Lax—Phillips approach to enlarging the scope of quantum wave
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functions. All of this requires a more advanced mathematical approach than the
earlier discussions in this book. However, it is necessary that a well-grounded
student of quantum mechanics know these things, as well as acquire the mathe-
matical tools, and therefore it is very appropriate here in a discussion of quantum
statistical mechanics.

Chapter 18 is in many ways an extension of Chapter 17. It is an outline of what
has been called extended statistical mechanics. Ilya Prigogine and his colleagues
in Brussels and Austin, in the past few years, have attempted to formulate many-
body dynamics which is intrinsically irreversible. In the classical case this may
be termed the complex Liouville eigenvalue method. As an example, the Pauli
equation is derived again by these nonperturbative methods. This is not an open-
system dynamics but rather, like the previous Chapter 17 discussion, one of closed
isolated dynamics. This effort is not finished, and the interested student may look
upon this as an introductory challenge.

The final chapter of this book is in many ways a diversion, a topic for personal
pleasure. The remarkable objects of our universe known as black holes apparently
exist in abundance. These super macroscopic objects obey a simple equilibrium
thermodynamics, as first pointed out by Bekenstein and Hawking. Remarkably,
the area of a black hole has a similarity to thermodynamic entropy. More remark-
able, the S-matrix quantum field theoretic calculation of Hawking showed that the
baryon emission of a black hole follows a Planck formula. Hawking introduced a
superscattering operator which is analogous to the extended dynamical theory of
Chapter 18.

To complete these comments, we would like to thank Florence Schieve for sup-
port and encouragement over these last years of effort on this work. She not only
gave passive help but also typed into the computer several drafts of the book as well
as communicating with the coauthor and the editorial staff of the publisher. The
second coauthor wishes also to thank his wife Ruth for her patience, understanding,
and support during the writing of some difficult chapters.

We also acknowledge the help of Annie Harding of the Center here in Austin.
Three colleagues at the University of Texas—Tomio Petrosky, George Sudarshan
and Arno Bohm—also made valuable technical comments. WCS also thanks the
graduate students who, over many years of graduate classes, made enlightened
comments on early manuscripts.

We recognize the singular role of Ilya Prigogine in creating an environment in
Brussels and Austin in which the study of non-equilibrium statistical mechanics
was our primary goal and enthusiasm.

Finally, WCS thanks the Alexander von Humboldt Foundation for making pos-
sible extended visits to the Max Planck Institute of Quantum Optics in Garching
and later in Ulm. LPH thanks the Center for Statistical Mechanics and Complex
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Systems at the University of Texas at Austin for making possible many visits over
the years that formed the basis for his collaboration with Professor Schieve, and the
Institute for Advanced Study at Princeton, particularly Professor Stephen L. Adler,
for hospitality during a series of visits in which, among other things, he learned of
the theory of stochastic evolution, and which brought him into proximity with the
University of Texas at Austin.



1

Foundations of quantum statistical mechanics

1.1 The density operator and probability

Statistical mechanics is concerned with the construction of methods for computing
the expected value of observables important for characterizing the properties of
physical systems, generally containing many degrees of freedom. Starting with a
formally complete detailed description for these many degrees of freedom, proba-
bility theory is used to obtain effective procedures. Quantum statistical mechanics
makes use of two types of probability theory. One of these is the set of natural
probabilities associated with the quantum theory which emerges from its structure
as a Hilbert space. For example, the Born probability is associated with the square
of a wave function. The second is the essentially classical probability associated
with an ensemble of separate systems, each with an a priori probability assigned
by the frequency of occurrence in the ensemble. The quantity which describes both
types of probability in an efficient, convenient way is the density operator.

As an example which illustrates many of the basic ideas, consider a beam of
particles with spin % We shall repeat the resulting definitions later in complete
generality.

The spin states of these particles are represented by two-dimensional spinors
which we denote by the Dirac kets |o;) for o, = =1, corresponding to the z
component of the spin o of the particle. If we perform a filtering measurement to
select a particle of spin ¢ with spin o, = %1 in the z direction, the outcome of the
measurement on a beam of particles with spin o is

|(O'; | 0Z)|2 = 50’2701 .
This result can be written as

(0! 1 0.)[} = TrP. (o) P. (o) ,

1



2 Foundations of quantum statistical mechanics

where the projection operator P, (0) = |o,)(o,| represents the state of the
beam of particles with spin o of definite value o, and the projection opera-
tor P, (0/ ) represents the experimental question of which value, &1, this set of
particles has.

If we measure instead a different component of spin and, for example, ask for the
fraction of particles in the ensemble with spin in the £x direction, the measurement
is represented by a projection operator P, (o) = |0, ){( o], witho, = £1. Interms
of the eigenvectors of o,

1
c= D) = — (41 £ ]-1)).
lo ) ﬁ(|+> [—1))

It is true (for any of the values of o, and o) that

1

2 —_—

[{ox o )" = X
‘We can write this result as

lox | 0)|* =Tr (P (0) P (0)).

Let us now consider a beam of spin % particles with a fraction y _ with spin up
and y _ with spin down in the z direction (y L ty_= 1). The probability to find
spin up as the outcome of the experiment is

2 2
Py=llol =+11o:=+1)[ v, +[lol =+11o. = 1) y_
=V,
since the second term vanishes. If y, = % the result is indistinguishable from the
probability to find a spin :i:% in the x direction in a beam of particles with definite

spin in the z direction.
We can write the result of the second example as

Po=y, Tr(P(oc.=+1)P(o.,=+1))+y_Tr(P (o, =+1) P (c.=—1))
=Tr(pP (o, = +1))
for
p=y,Plo,=+1)+y_P(o,=-1).

The operator p is called the density operator, representing a state consisting of a
mixture of components with spin up and spin down in the ensemble of possibilities.
We see that, with a slight generalization of the procedure used above with p, — py,
no matter what direction 0 we test in the experiment, the outcome Py (a linear
combination of ¥, y _ with coefficients less than unity) can never reach unity if
Y, or y_ is not unity. In the first example, where we have a beam with definite
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o ., the state is represented by a vector, and the measurement of the spin in the z-
direction can yield probability one. For a general choice of y ,, there is no vector
that can represent the state. In the first case the state is called pure, and it can
be represented by a projection into a one-dimensional subspace (in the previous
example, P,, = |o.)(o[). This is equivalent to specifying the vector, up to a
phase, corresponding to the one-dimensional subspace. In the second case, it is
called mixed and does not correspond to a vector in the Hilbert space.

It is clear from the discussion of these examples that the a priori probabilities y .
are essentially classical, reflecting the composition of the beam that was prepared
in the macroscopic laboratory.

Although a density operator p of the type that we have defined in this exam-
ple appears to be a somewhat artificial construction, it is actually a fundamental
structure in quantum statistical mechanics (Dirac, 1958). It enables one to study a
complex system in the framework of an ensemble and in fact occurs on the most
fundamental level of the axioms of the quantum theory.

It was shown by Birkhoff and von Neumann (1936) that both quantum mechan-
ics and classical mechanics can be formulated as the description of a set of
questions for which the answer, as a result of experiment, is “yes” or “no.” Such a
set, which includes the empty set ¢ (questions that are absurd, e.g. the statement
that the system does not exist) and the trivial set I (the set of all sets, e.g. the state-
ment that the system exists), and is closed with respect to intersections and unions,
is called a lattice. A lattice that satisfies the distributive law

aNbUc)=@Nb)U@Nc),

where U represents the union and N the intersection, is called Boolean. These oper-
ations have the physical meaning of “or” (the symbol U), in which one or the other
of the propositions is true, and “and” (the symbol N), for which both must be true
for the answer of the compound measurement to be “yes.” An example of such a
lattice may be constructed in terms of two-dimensional closed regions on a piece
of paper. This is discussed again in the appendix to this chapter.

Both classical and quantum theories may be associated with lattices in terms,
respectively, of the occupancy of cells in phase space or states in the subspaces of
the Hilbert space. The questions a correspond, in the first case, to the phase space
cells (with answer corresponding to occupancy) and in the second to the projec-
tion operators P, associated with a subspace M,, with the answer corresponding
to the values =1 which a projection operator can have. These values correspond
to evaluating the projection operator on vectors which lie within or outside the
subspace.

Birkhoff and von Neumann asserted that the fundamental difference between
classical and quantum mechanics is that the lattices corresponding to classical
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mechanics are Boolean, and those corresponding to quantum mechanics are not.
The non-Boolean structure of the quantum lattice is associated with the lack of
commutativity of the projection operators associated with different subspaces:

anNnBUc)#@Nb)yU@nNc). (1.1)

This is a fundamental difference between classical and quantum statistics.

Let us illustrate this point by a simple example, again using the spin % system.
Each of the Pauli spin matrices has eigenvalues £1 and is therefore associated with
a set of projection operators of the form

1
Pi=-(l1%o;
2( o)

fori = x, y, z. Let us consider three closed linear subspaces associated with the
projections into the subspaces with the o; positive, i.e. with the P; defined as above
with positive signs. We call these subspaces M,, M,, M_; they correspond to
propositions which are not compatible, i.e. the corresponding projection operators
do not commute. We shall show explicitly, for this simple example, that

M.N (M, UM,) # (M.NM,)U(M.NM,),

that is, this set of propositions is not Boolean. The construction is interesting in
that it illustrates the special structure of the topology of Hilbert spaces as well as
the notion of the non-Boolean lattice.

We start by constructing the union of the manifolds M, and M, by their joint
linear span. Taking the standard definition of the Pauli matrices,

S0y (0 =\ _ _(L o0
o) 7 o) 70 1)

the projection operators into the subspaces with positive eigenvalues are

S PN B
x—2( +Ux)—2 11
1 /1 —i
Py:i(“”’y):i(i 1)
1 /1 0

The corresponding eigenvectors are given by projecting a generic vector v into the
respective subspaces. For
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1 1
PxUZE(U1+U2) 1)

so that M, is represented by the linear span of the normalized eigenvector:

=50

1 . 1
PyU=§(U1—lv2) )

so that the corresponding (normalized) eigenvector is

using the result just given,

Similarly,

Finally,

The union of the subspaces M, and M, is the closed linear span of vectors in both
subspaces. By taking the combination v, + iv,, it is easy to see that the vector v,
(and hence the subspace M) is contained in M, U M. To construct the distributed
operation

(M. N M) U(M,NM,),

we must use the construction for which the projection operator corresponding to
the intersection of two noncompatible subspaces is generated by an alternating
succession of projections into the two subspaces (Jauch, 1968). The products P, P,
and P, Py are, it so happens, idempotents up to coefficients less than one, i.e.

1(1 1
22=3(s o)

, 111
(&&)—4Q 0
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and

which implies that both (P, P,)" and (P, Py)" go to zero as n — oo. Therefore,
M, N M, = M, M, = 0.

Clearly,

M. N (M, UM,) # (M, NM)U(M.NM,).

Although P, P, and P, P, are not zero (the two corresponding vectors are not
orthogonal), the closed subspace that is common is empty. One can think of this
geometrically in terms of two lines that have some projection on the other, but
the intersection of the two lines is just a point of zero measure. Physically, this
implies that we cannot have a definite statement of the joint values of o, and o, or
o ,. The noncommutativity of the associated projections is essential; if they were
commutative, the product of projections would be a projection, and the products
would not converge to zero. It is clear from this example that compatible subspaces
would satisfy Boolean distributivity.

We shall later discuss the Wigner function, which appears to provide joint distri-
butions over noncommutative variables such as ¢ and p; however, these functions
are not probabilities, since, although they are the coefficients of what might be
called the Weyl basis for the operator algebra of the quantum theory which appear
in expectation values, they are not positive (Wigner, 1936).

1.2 The Gleason theorem and consequences

The axioms of quantum mechanics are implicitly developed in the fundamental
work of Dirac (1958). Let us focus here on probability. Given P; (i =1, ...), a
sequence of projections P; P, = 0 for i # k, then the probability measure w

w: P —[0,1]
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satisfies

@ UwP)=w (Z Pi) (1.2)

(b) w(@)=0, w)=1
(¢ is the zero projection)
(©) wP)=w(F)=1->w(PNF)=1

Piron (1976) added another axiom, namely that partially ordered (by inclusion)
sets of the non-Boolean lattice of the quantum theory form Boolean sublattices,
and with this he was able to show a converse result, i.e. that such partially ordered
lattices can be embedded in a Hilbert space (or a family of Hilbert spaces if there
are superselection rules), thus inducing the full structure of the quantum theory.

Along with the sets of “yes-no” questions that form the basic elements a of
the quantum lattice, one may assume a function w (a) with values between zero
and unity, with the interpretation of a probability measure, which has the so-called
sigma additivity property

w@Ub)=w(a)+w () (1.3)

when a and b have no intersection, i.e. a N b = ¢. This idea is consistent with the
notion of probability for the “yes” answer for a and b. Gleason (1957) showed that
for any Hilbert space of three or more real dimensions, there is a density operator,
self-adjoint and positive, p, such that

w(a) = TrpP,, (1.4)

where P, is the projection operator into a subspace corresponding to the question
a. This existence theorem is one of the most powerful and important theorems
in the foundations of the statistical quantum theory. The function w (a) is called
a state, a notion completely consistent with Dirac’s definition of a state in the
quantum theory, i.e. for any a, this function provides the probability of its truth
and therefore corresponds to maximum knowledge.

The original proof of Gleason is rather long and involved, but Piron has given a
simple and elegant proof, which is given here in an appendix to this chapter for the
mature student.

The density operator (often called “density matrix’’) has the properties

Trp =1 (1.5)
Trp? < 1.

The first follows from the fact that the sum over all disjoint a of w (a) is the total
probability measure on the set of all questions (and the sum over all disjoint P, is
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the unit operator). The second follows from the first; all eigenvalues of p are real
and positive with values less than or equal to unity. With these properties, one can
prove that the spectrum of p must be completely discrete.

Mackey (1963) has given a converse theorem. If the function w (a) can reach the
value unity on a one-dimensional subspace of the Hilbert space, the corresponding
density operator is just a projection into this one-dimensional subspace and can
be put into correspondence (up to a phase) with the vector of the Hilbert space
generating this one-dimensional subspace. Such a state is called pure. A state which
cannot reach the value of unity on any one-dimensional subspace is called mixed.

The proof is very simple. Let Py be the projection onto a one-dimensional sub-
space generated by the vector ¢,, and let us use the representation, taking into
account the discrete spectrum of p,

PZZ%‘ |¢’i>(¢i|- (1.6)

Here we use the Dirac ket |1p i) to signify an element of the Hilbert space. Then if
Trp Py = 1, it follows that

Trp (1 — Py) =0,

or
Tey v (vl (= PO [v) =Te Yy [0 = Py |w,)]* =0,
where || x) ||%is defined as (x | x), the norm of the vector |x). Since the y,; are
positive, this implies that
(1= Po)|;) =0
for all of the |y;), i.e.,
|Wi> =Ai "lbo)

for all i. Substituting into Eq. (1.6), we see that in this case we must have

p= Z)/i 141 |¢o) (o] -

Furthermore, if the Wi) and }¢0> are normalized, |A;|*> = 1. Then, by Eq. (1.5) and
Eq. (1.6) (for the |1/f,-) orthogonal), one sees that the sum of the y; is unity; hence

P = |¢0><¢0| i

which is the projection operator into the subspace generated by ‘qu) . This theorem
therefore identifies the pure states with vectors of the Hilbert space, and it is for this
reason that one often calls the vectors of the Hilbert space “states.” Every vector in
the Hilbert space corresponds to a pure state.
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If w; and w, are two different states, then
W= Ajw; + Arws

with A; + A, = 1 and with Ay, A, positive also is a state; the set of states form a
convex set (Jauch, 1968). Such a state is called a mixture. A state which cannot be
represented in terms of two others is called pure; the pure states are the extremal
subset of a convex set. These definitions are, of course, consistent with Mackey’s
result.

1.3 Calculation of averages of observables

Let us now consider an observable represented by a self-adjoint operator A on the
Hilbert space with a spectrum of discrete eigenvalues a;. Such an operator can be
represented as a sum over projections into its eigenstates, i.e.

A=Y "aP. (1.7)
k

where, if P, = }qﬁk) (¢k| and the ‘qﬁk) form a normalized orthogonal set, we clearly
have

Alpy) = ar |¢4).
The expectation of this operator in some pure state represented by W l-> is then
(vi| Aly) Zakakw) (1.8)

’

=Zak Vil o)
k

with the usual quantum interpretation that \(wi | ¢k>|2 is the quantum mechani-
cal probability that a system in the state described by ‘¢k> is found in the state
Wi>- The weighting of the eigenvalues of A by this probability then gives the
expected value of this observable in the state described by W ,-) . Suppose now that
we prepare a system which contains subsystems in the states |1//,-> according to the
a priori probability distribution y;. This can be arranged by preparing a system
with the number of subsystems in each state |1// ,-) proportional to the y;. This is an
ensemble. We emphasize here that this step, as in our previous example, is entirely
classical. We build an ensemble of subsystems with a priori probabilities based on
their frequency of occurrence, a completely classical notion of probability, i.e. the
frequency interpretation.

The overall expectation of the value of the observable A is then given by the
sum over all of the expected values in each of the quantum states, with coefficients
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equal to the classical probabilities of the occurrence of each quantum state in the
ensemble, i.e.

(A) ="y (v Aly).

This result is obtained directly by computing
(A) = TrpA, (1.9)

where

p= vilv )il (1.10)

Viewing this in a slightly different way, we see that

(A) =D aTr(pP), (L.11)
k

where

Tr(pP) =Y v (vi| Pe|v) (1.12)
= Zyi |<1/fi | ¢k>|2

is the probability of finding the system in the subspace associated with Pj. This
probability is composed of two types of expectation: the quantum probability to
find the Py in each state v/;, and the classical probability for the occurrence of the
state ¢, (determined by the relative number of subsystems in that state).

The results that we have given can easily be extended to the most general case
of an observable with both discrete and continuous spectra without change in the
formal structure, although as we shall see later, there are special technical aspects
that arise in the continuous case (for example, in scattering theory). To see this,
we use the spectral representation theory of von Neumann. It was shown by von
Neumann (1955) that every self-adjoint operator A, corresponding to a physical
observable, has a spectral representation of the form

A:/adE(a), (1.13)

where a takes on a continuous set of values (the real line), and the self-adjoint set
of operators E (a) is called a “spectral family.” It satisfies the property

E (a) E (b) = E (min (a, b)), (1.14)
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with E (—o0) = 0 and E (00) = I. It easily follows from these properties that

dE (a), ifa=b;

0, otherwise (115

dE (a)dE (b) = {
where a and b now refer to names given to infinitesimal intervals along the line
(i.e. for Aa small, dE (a) = E (a + Aa) — E (a)). The integral Eq. (1.13) is con-
sidered to be of Stieltjes—Lebesgue type, in the sense that if the weight function
(W IdE (a)|¥) = d || E (a) Ixﬁ)ll2 has a jump discontinuity at some point ag, the
integral is evaluated as the difference between the values of || E (a) |i) |?> above
and below the point ag. If, in particular, d || E (a) Iw)ll2 is zero in the neighbor-
hood of the point a( (except at the point itself), so that the jump is isolated, one
obtains a contribution to any expectation value of A just from the point a = gy (in
this neighborhood). The coefficient, since E (@)? = E (a), is (Y| E (ag+¢) —
E (ap — ¢) |f), where ¢ is infinitesimal. The operator E (ap +¢) — E (ap — ¢€)
may then be identified with one of the discrete projection operators appearing
in Eq. (1.7). Hence, the representation Eq. (1.11) includes both discrete and
continuous spectra. In Eq. (1.8) one then uses

2

il alwi = [ ad £ @)

and Eq. (1.9) remains valid quite generally.

We now turn to time evolution, which is the central issue of this book. The
quantum states ¥; from which the density operator is constructed evolve under
Schrédinger evolution as

0 _
mg lv,)=H |v,). (1.16)

It follows simply that for p of the form of Eq. (1.10), acting with the time derivative
on both factors ’W,-) and (wi , using Eq. (1.16) and its conjugate, we see that

d
L= in(pH — Hp) =i p. H). (1.17)
a time evolution similar to the evolution of a Heisenberg operator but with opposite

sign.

Eq. (1.17) forms the basis for the description of the dynamical evolution of
a system in statistical mechanics, the analog of the classical Liouville equation
(Tolman, 1938). Since the Schrodinger equation is reversible in time, this evolu-
tion is reversible (Farquahar, 1964). Under such an evolution, a pure state remains
pure, and a mixed state does not change its character (this follows from the fact that
the change in time of Trp?, given by 2iATr(p [p, H]), vanishes). We shall discuss
in later chapters evolution given by, for instance, master equations, the Pauli equa-
tion and the Lindblad equation, describing irreversible processes. Such equations
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can describe the evolution of a density matrix for a pure state into a density matrix
corresponding to a mixed state. (For this more general evolution, Tr(pp) does not
vanish.)

Although, as we have previously emphasized, the density operator might appear
to be a somewhat artificial construction, combining both classical and quantum
probability notions to achieve an overall expectation value, it actually arises on
the most fundamental level of the quantum theory. Methods for the construc-
tion and study of this operator and its time evolution are the essential goal of
the techniques of statistical mechanics; the theory is constructed on this basic
foundation.

Good general references to the topics of this chapter are the books of Tolman
(1938), Dirac (1958), Farquahar (1964), Landau and Lifshitz (1970), Balescu
(1975), Dvurecenskij (1993), and Huang (1987). Extensive pertinent references
are given at the ends of later chapters.

Appendix 1A: Gleason theorem

The Gleason theorem (Gleason, 1957) is concerned with the calculation of the
probability w of obtaining the answer “yes” as a result of carrying out an exper-
iment which is an ideal measurement of the first kind on a system in some
given state. In working out the proof of this theorem, we shall follow closely the
presentation given by C. Piron (1976).

To study and prove the result, we shall need some definitions already implicit in
previous sections.

The logical propositions of the quantum theory correspond to equivalence
classes of questions {8} which are realized in terms of measurements. A ques-
tion B is called a measurement of the first kind if, every time the answer is
“yes,” the proposition b, corresponding to the equivalence class defined by {8},
is true immediately after the measurement. (Measurement will be taken up again
in Chapter 13.)

A question g is said to be ideal if every proposition b defined by such a S,
which is true beforehand, is again true afterwards when the response of the system
is “yes.”

We shall assume that the probability w is the same for every question 8 defining
the proposition b, for B (or 87, its complement) is an ideal measurement of the
first kind. We may then denote this probability by w (p, b), where p is the initial
state in which the experiment is carried out, and b is the proposition defined by the
equivalence class {§} .

The Gleason theorem applies to the construction of the function w in the
framework of a Hilbert space, on which the operators of the quantum theory are
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represented. The closed subspaces of a Hilbert space, with their associated projec-
tion operators, form a set subject to the operations of intersection and union, and
contain the empty set and the set of all subsets, i.e. a structure called a lattice, iso-
morphic to the lattice of propositions (Birkhoff and von Neumann, 1936; Birkhoff,
1961; Piron, 1976), as mentioned earlier. For an irreducible proposition system,
in which there is only one minimal proposition (no superselection rules), every
self-adjoint operator corresponds to an observable. Let P (H) be such a Hilbert
realization.

We now state the Gleason theorem (Gleason, 1957) (see Piron, 1976, for the
general case of a family of Hilbert spaces, for which there is a nontrivial set of
minimal propositions):

Theorem: Given a propositional system L = P (H), where H is a Hilbert space
(of dimension > 3) over the reals, complex numbers or quaternions, there exists
a unique function w (p, b) defined on the atoms p (corresponding to the one-
dimensional subspaces of H) and the propositions b of L which satisfies (as in
Eq. (1.2) and Eq. (1.3))

(H 0=<w(pb =1 (IA.1)
2 pcbeswpb=1
B3 bLc=wp,b)+w(p,c)=w(p,bUc).

We begin the proof by noting that there is a vector f, in H, associated with the
atom p, satisfying

(fp | fp) = prH2 =1

Each proposition b in P (H) can be represented by a projection operator Q into a
linear closed subspace of H. Then

w(p,b)=(f,10l f»)

satisfies the conditions of the theorem.

Our principal task is then to show uniqueness. If there were another function
w (p, b) satisfying these conditions, it would have to have a different value on
some pair p, b. For such functions, there would be another proposition ¢ (an atom)
for which, in this case, w (p, ¢) has a different value. However, if the function were
unique, the value would necessarily be the same. Such a g can be constructed as
follows. Note that

[(pUd)Nb]U(p'Nb)=b
and that, since p and p’ are orthogonal,

[(pUd)Nb] Lp Nb.
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However, w (p, p'n b) =0, so
qg=(pub)nb (1A.2)

for an atom. The other function would, by construction, have a different value
for w (p, g). We choose the two vectors f, and f, in such a way that ( ol fq)
is real. We may then consider just three vectors associated with the atoms p, ¢,
ie. fp,, f, and a vector (real) orthogonal to these. The restriction of w (p, b) to
the three-dimensional real Hilbert subspace generated by f,, f, and a third vector
orthogonal to these still satisfies the conditions of the theorem. To complete the
proof, it is then sufficient to prove the uniqueness of w in the case of the real three-
dimensional Hilbert space (R?). This construction, therefore, has the minimum
dimension necessary to carry out a proof of uniqueness.

To carry out the proof, let us assume p in w (p, b) to be fixed. The lattice of
subspaces of R is then the points and lines of the projective plane realized as the
intersection of R? with the tangent plane at p to the unit sphere. In the same way
as the complex plane is mapped onto the unit sphere including the point at infinity,
we are considering the plane as a (projective) representation of the sphere of unit
vectors in R>. (It may be helpful for the reader to draw his own diagrams for the
construction described here.)

We seek a unique function w(g), where we drop reference to p, now fixed,
defined at the points g of the plane which has the value 1 at p and O at the point(s)
at infinity.

If ¢ lies on some arbitrary line L in the plane, then w (g) takes on a maximal
value at a point gy where the line pgqo is perpendicular to the line L. This follows
from the fact that if ¢ is a point on L, and ¢’ is its orthogonal complement on
L, g U g’ onthe line is just go. Hence, by (3) of Eq. (1A.1),

w(q) +w(q") = w(q0)
or  w(qo) > wl(q).

We now note that w (¢) decreases along the line L. To see this, consider a point
at ¢ and a line L, perpendicular to pg. Move along this line to g;; we know by the
foregoing argument that

w(g) = w(q1) .

Now erect a line at ¢; perpendicular to pg; and move to a point on this new line, .
Clearly,

w(q1) = w(r).

Now put another line at this point , and connect it back to L, at the point g5. Since

w(r) = w(q2)
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along L, it follows that

w(q) = w(q1) = w(q2), (1A.3)

forming a decreasing sequence.

We prove now the first lemma of four leading to the uniqueness of the func-
tion w (p, ¢). The method we follow is to prove each lemma making some crucial
assumptions, and each succeeding lemma proves those assumptions. In the fourth
lemma the proof is complete.

Lemma 1: [f the value of w (p, q) depends only on the angle 0 between the rays
p and q, then it is unique and given by

w (q) = cos’ 6. (1A.4)

To prove this lemma, we work as before in the plane tangent to R* at the point p
and erect another point g at a “distance” A (corresponding to the square of the actual
distance), say, below p. We then erect another point ¢ at an equal distance A from
p, labeling the midpoint of the line g¢’ by ¢;. By the rules of ordinary geometry,
the line pq; is orthogonal to the line ¢¢’; it is the closest point on that line to p. Tt
then follows from our previous arguments (g’ is the orthogonal complement of ¢
on this line) that

w(g') +w(g) =w(q).

But the angles ¢’q; and ¢q are equal, and by the assumptions of our lemma, it
then follows that

2w(g) =w(q1) -

There is a line L, perpendicular to pg at a point r, passing through ¢’, and a right
triangle that can be constructed from r to the apex g, to g, with the line rpg as
hypotenuse. To satisfy Pythagoras’s theorem, we see that the distance pr is % Pq>
is unity (this line is orthogonal to gp). The distance ggq, is 1 + A, and the distance
rq,is 1+ % Finally, ¢'r is A — /—{ Now we denote the total length of ¢’g as 2y (this
line is bisected by ¢;). Again, by Pythagoras, the length of gr is 1 + A + 1 + %
Adding this to ¢'r, which is 1 — % we find the simple result that 4y = 2 (1 4 1).
Finally, using the fact that pg has length (squared) A, the length of pg;, which we
call z, is

1 1
=A—y=A—={U4+N==A-=-1).
b4 y 2(-i-) 2( )

We now rewrite the relation previously obtained, 2w (¢) = w (¢1), as

2w(h) = w (% O — 1))
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for A > 1. Since by our construction, r L ¢,

w(x)+w(%)=w<p>=1,

1 L) = !
—w( )_w<x).

x=(14+x1""=cos’0,

we have that

If we now define

the rest of the demonstration follows by simple algebra.
Since A = + — 1, by defining

f(x)=w(/\)=w(l_x>,

X

one easily finds that

2f (x) = f(2x) (1A.5)
for0<x < % (i.e. A > 1), and for a second relation,
I-fx)=fd-x). (1A.6)

2

To see this, set y = = 2x; then, using the definition,

11—y 1
ror=u (1) u (Lo ) =2wen
y 2

it follows that f (y) = f 2x) =2f (x).
The second relation follows from the fact that

fma=s(i5) = (2)

sothat ] —f(x) = f (1 —x),for0<x <1.

The identification f (x) = x with x = cos?6 for some 6 satisfies both these
relations and satisfies the statement of the lemma. To see that this solution is the
only solution which increases, we may expand both sides of the equation 2 f (x) =
f (2x) in Taylor series about x = 0. The condition f (0) = 0 follows from the
requirement that w — 0 at oo; it follows that all derivatives equal to or higher than
second order must vanish, and the function must therefore be linear. Substituting
f (x) = ax into the second relation, Eq. (1A.6), we see that 1 — ax = « (1 — x)
so that o« must be unity. The solution is therefore unique.

We now prove one of the assumptions of Lemma 1.
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Lemma 2: [fw (q) is continuous, then its value depends only on the angle between
the rays p and q.

The remaining two lemmas (lemmas 3 and 4) prove continuity.

To prove this lemma, let g and r be two points on the projective plane situated at
the same distance from p. To prove that w (¢) = w (r), we start by proving that for
any gy € gp sufficiently close to g, the signs of w (gy) —w (r) and A — Ay, where A
and A are the distances pg and pgqq respectively, are the same. If A > X, we can
join gy to r by a sequence gy, q1, q2, ... of sequentially perpendicular steps, since
at each step A > Ao, Ay > Ay, ... up to r, which reaches A, by construction (note
that we started with Ao < A). Then

w(qo) = w(g) =w(g2) >...=2w(r), (TA.7)

since the lengths increase at every step. But we can take g arbitrarily close to g.
The same set of inequalities can be established in the other direction, starting with
a point ry on pr, and hence w (¢) = w (r); i.e. the value of w (¢) depends only on
the distance between p and ¢ (the angle).

Lemma 3: If w (q) is continuous at some point qo, then it is continuous at every
point.

We first show that if w (¢) is continuous at gy, it is continuous at each point g;
orthogonal to gy. Then gy and ¢, lie symmetrically on both sides of the point of
a line from p perpendicular to goq;. Denote an ¢ neighborhood of ¢y by U, and
take a point ¢’ on the line gog; in U; further, consider the point ¢ on the line gogq;
orthogonal to ¢’. As we have done before, we use the relations

w(g) +w(q") = w(qo) +w(q1)
w (ro) + w (r) = w (r) + w (o),
where ry, r; and r’ are defined in a similar way on a line passing at some angle

through ¢, for which ¢ and " are orthogonal and ry € U and r; are orthogonal. It
follows from these relations that

w (D) = w (g = |[w (o) — w (ro) + w (') — w (¢')|
= |w (q0) — w (ro) + w (') — w (q0) + w (g0) — w (')
< w (go) = w (ro)| + |w (') — w (q0)| + |w (q0) — w (¢')|
< 3e,
where we have used the bounding inequalities between the relation between the

w (¢g)’s and the distances. Our construction, furthermore, requires 7', ¢ € Uy,.
The subset rp > r; € U then forms an ¢ neighborhood of ¢, and is therefore
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continuous at g;. We finally note that there always exists a point g* perpendicular
to two arbitrary points ¢, r’.

Lemma 4: The function w (q) is continuous at some point qq.

On a line L through p, w (gq) is a decreasing function of A (distance from p).
A decreasing bounded function is continuous almost everywhere. Hence w (g)
is continuous on L at some point gy. Finally, if w (¢g2) — w(q1) < ¢, then
lw (g) — w (qo)| < € at every point in the triangle formed by rr'g; (all points
in this triangle are farther away from p than the distance A at ¢, in the &
neighborhood of g ).

This completes the lemmas for the proof of the Gleason theorem, in general.
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2

Elementary examples

2.1 Introduction

Now we will turn to some elementary and familiar examples of quantum mechanics
to remind us of matters which will be used in the subsequent discussions. The focus
will be the harmonic oscillator and also the two-level atom and spin % systems
(Dirac, 1958; Louisell, 1973; Cohen-Tannoudji et al., 1977; Jordan, 1986; Liboff,

1998).

2.2 Harmonic oscillator

The Hamiltonian operator is

A 1 A
H=3 (P*+ 0*§*) = H". (2.1)
The classical equations of motion are
dg O0H
—=—=p (2.2)
dt op
dp oH 5
—_— = —— = —
dt aq 1
In quantum mechanics,
[3.p] =ih. (2.3)

The “hat” denotes operator.
The time-dependent Heisenberg equations are of the same form as the classical
counterpart:

dq) .

— =h0 (2.4)
dp (t R

Zf) = %4 ().

19
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This is generally true in one dimension, where we have

dg ! : i
qd;t) = - [é 0, H (P (1), 4 “))] T 9p ((t[))

G e . dH (1)
=0 A (0. 0)] = BEZI0N

where H ( p(0),q (t)) is the Heisenberg Hamiltonian operator. This, of course, is
the classical correspondence rule

{A, B} — i [A, B]
hi

[G (), p®)] =in,
where the Heisenberg operators ¢ (¢), p (¢) are related to the Schrodinger g, p by
q(n)=U"(t,04U (1,0) (2.5)
p () =U"(t,0)pU (1,0).

Here U (t) = exp (—iI:I t), A = 1. Utilizing this, we obtain the solutions to Eq.
(2.4):

A

g (1) = g coswt + P Ginwr (2.6)
a)
p (1) = —wg sinwt + p cos wt.

These operator equations have exactly the same form as the solutions to the
classical equations. For this reason, this is one of the few cases in which an
exact Heisenberg operator solution may be obtained. It is easily shown that the
time-dependent commutation laws follow.

The Schrodinger equation is

0 ~
i W @) =Hy @) 2.7

In this “picture” the operators, H etc., are time independent. From this the von
Neumann equation for p (¢) is obtained (see the previous chapter):

24P _ [H ,a] (2.8)

Keep in mind that we are working in the Schrddinger picture. For the harmonic
oscillator,

V(1) =exp (—iHt) |Y (0)) = U (¢, 0) [y (0))
= i [cos At +isin1%(t)] 1 (0)) . 2.9)
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To reduce this further, let us introduce the well-known creation (a") and annihila-
tion (a) operators. (Both are non-Hermitian.)

a=——(wq+ip) (2.10)

' =—— (0§ —ip) (2.11)

[a,a"] =1. (2.12)
Also important are
[a,a'a]=a (2.13)
[&T, &T&] =-a'
In this representation,
H = ho (&*& + %) . (2.14)

These relations are true in the Heisenberg as well as the Schrodinger picture.
Now, for the harmonic oscillator,

—iwt
U (t,0) = exp (—iwa'at) exp ( 12w ) .

Let us introduce the number representation
Nin) =nln), (2.15)
equivalent to the energy representation

H|E) = E |E)

N=a'a=N"
From Eqg. (2.13),

aN — Na=a (2.16)
a'N —Na' =d".
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With these raising and lowering operators, we may construct a complete set of
states (Dirac, 1958). For normalized states we have
N |[n) =n|n) ninteger and positive (2.17)

<n|n >=8u

atny=~n+1ln+1)

aln)y=+/nln—1)
al0) =0
am|o)
In) =

and completeness

The energy is

1
E, = =~ -
w(n—|—2>

In the number states, the harmonic oscillator von Neumann equation is
iDuw = (En = Eut) Py
=w(n—n')p,..
The solution is simply
P (1) = exp— (iw (n —n') 1) p,,(0). (2.18)

The diagonal and off-diagonal elements are uncoupled. Diagonal elements are
constant, and the off-diagonal elements oscillate, and

D =0 (0)=1. (2.19)

In the so-called random phase approximation, we replace p,, (t) by its average
over n — n’. Then the oscillations cancel, and p,,, (t) = p,, (0) is time indepen-
dent. The comments made are also true for any exact diagonal representation, not
just the harmonic oscillator being discussed here. We may write the coordinate
representation u, (q). From

al0) =0=(q +ip)|0),

we have

!/ d !
(a)q + dq/) uo (q') =0, (2.20)
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whose normalized solution is the Gaussian

1 o 2
o (q) =< q |0 >= (%)4exp< ‘gq ) 2.21)

The time-dependent solution is
o)
uo (g, 1) = exp (—lzf) uo (q) -

It is easily seen that the ground state is a minimum uncertainty state AgAp = %h.
Let us now consider the coherent state representation. We introduce the non-
Hermitian eigenvalue problem,

ala) =ala). (2.22)

The eigenvalues are not real, nor are they orthogonal.
To solve this, we use the completeness of the number representation |o) =

i ¢y (o) [n) . Next, we form
n=0
ala) =) cn(@)vnln—1) =) ac,(@)]n) (2.23)
n=1 n=0

and shift indices n — n + 1. Take the scalar product with |m). We obtain the
recursion relation

ol (@ Vn+1=ac, (@). (2.24)
This gives
n
¢y (@) = \/rT!CO.
Thus,

It is easy to show

a®" exp (—“—22)

2
[ la) P ———2,
n.

a Poisson distribution. From this (n) = o*«, and

<(n — (11))2)2 1 1

)l b
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We take (@ | @) = 1 and obtain
(o | @) = [col” exp ],

SO

lo) = exp

(= lel’)
2

expad’exp (—a*a)|0), (2.25)

taking o to be complex. The completeness relation is

/dzoz la) (o] =1 = Z In) (n|, (2.26)
0

where d’a = rdrd®, and the non-orthogonality is seen by

(B | )|* =exp(—la — BI?). (2.27)

The expansion in terms of coherent states is not unique (Nussenzweig, 1973).
They are overcomplete and non-orthogonal. In spite of this, one may expand an
arbitrary vector in Hilbert space in terms of them. If we assume that the expansion
is an entire function, f(xa™), of the complex « plane, then the representation is

unique.
,/ 01 + o (2.28)

We may show

a)
E o —O(
(¢%) = 3 (a*2 + o’ + 200 + 1) (2.29)

(pz) = Zw (oz"‘2 + o = 2afa — 1).

Thus, ApAg = %, since (Ag)? = i and (Ap)? = 5. All the coherent states are
minimum uncertainty. They are quasi-classical. We may obtain (g | o) to verify
this. It is the generalized Gaussian

w\ 7 —w A2 L g A .
(la)=(2)" exp [7 (4= (@) +ilp)a~+ m} SN )
where u is an arbitrary phase and as above,

(Ag)* =

(Ap)* =

N|88N|_
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Now we introduce the first example met here of a phase space distribution func-
tion, P(aa™, t), of Glauber (1963) and Sudarshan (1963). Here the “phase space”
is o, a*. Now

deaP (aa*, t) = 1. (2.31)

P (xa™) is a “diagonal” representation of the density operator in coherent states
0= /a’zoeP (aa*) loe) (]
It has the important property
trpO = (0 (a,a")) = fanOC, (xa*) P (aa®). (2.32)

Quantum averages are calculated quasi-classically. There is a correspondence
rule, the normal ordering rule. In O the a is placed to the right of the a'. For
instance, by commutation, aa® — a'a+1. Phase space distribution functions, such
as the Wigner function, will be discussed in greater detail in subsequent chapters.
We must remark P (aa®, t) % 0. It is real and normalizable. Let

P (aoz*, t) =trp ()4 (a* — aT) S(a—a). (2.33)

This is a somewhat sophisticated statement because of the operator § functions. Uti-
lizing this definition and the von Neumann equation, we may write for the harmonic
oscillator
LOP
l —
ot
We will evaluate this in the appendix to this chapter. We obtain a Fokker—Planck
equation for P (axa™, t) (Gardiner, 1991).

=Tr [p () [8 (oﬂ' — a*) S(a—a), wa*a]] )

(2.34)

0P (aa™,t) ) oP L OP
— =iw o .
ot o Jdo*

It is a first-order partial differential equation in ¢, o, «*. The general solution may
be obtained from the characteristic equations

do do*

. . 9
—lwa 1oa*

dt =

(2.35)

* 6

which are the “Hamilton equations” of the «, o™ “phase space.” The solution is

a (1) = apgexp (—iwt) (2.36)

a” (1) = agexp (iot).
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The general solution is an arbitrary function f (o (¢), o™ (¢)). If the initial value is
Gaussian in «, i.e.

P (o, a*,0) = Nexp (— o — aol?),
then
P(a,a* t) = Nexp(—la () — al*) .
For
P (aa®™t) =8 (o (t) — ap)

the coherent state propagates in time as exp i wt. This was first seen by Schrodinger
(1926).

Let us consider an extension of the harmonic oscillator by including a damp-
ing term. A particularly simple example is the phase damped oscillator with the
interaction

V=rTada+Taa (2.37)

(Walls and Milburn, 1985; Gardiner, 1991). The von Neumann equation may be
written

. 1 - .
p=—iw [a'a, ,0] + EK (N + 1) 2a%apata — (a'a)z,o —p (aTa)z. (2.38)
This is the Lindblad form and is discussed in detail in Chapters 4, 5 and 6. Here
m, and K is a damping constant. In the number representation,
kT

1 _
(n|plm) = {—iw(n —m) — EK (2N +1)(n —m)z} (n|p|m).

The diagonal and off-diagonal elements (n |p| m) are still uncoupled. The solution
is immediate:

(nlp ()] m) = exp (—iw (n —m) 1) exp — [(21\7 + DK (n—m)’ %} (n1p (0)| m).

The off-diagonal elements decay as (n — m)*> K (21\_/ + 1) to the constant diagonal
initial state (n |p (0)| m). More will be said of this in the discussion of decoherence
in Chapter 12.
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To obtain the equation for P («), we use the operator correspondence discussed
in the appendix:

ap — aP (aa*) (2.39)
a
T * *
ap—>(a aa)P(ozoz)
d

pa - <a - aa*) P (war)

pa’ — a*P (ozoz*)

to obtain the Fokker—Planck equation,

P 1 0 ., _ 0 J - 9?
— =31-K|—a+ o) —iw| —a — o' |+ KN P.
ot 2 do do* do do* dada*
(2.40)
By introducing o = x + iy (Scully and Zubairy, 1997), we find the average:

(a (1)) =a(0)exp [— (g) — iw} t. (2.41)

In the coherent state, we obtain a classical damped oscillator solution.

P (aa™, t) need not be positive. If it is, then the state of the system is classical,
P (xa™) being a true probability distribution. P (¢a™) may exist for nonclassical or
truly quantum states. However, if « = x 4iy, we obtain a Fokker—Planck equation
in x, y with positive diffusion coefficient, so P (wa*, t) > 0.

2.3 Spin one-half and two-level atoms

The spin of the electron is

1
S = Eha Letii=1 (2.42)
(Cohen-Tannoudji et al., 1977). ¢ obeys mg = —ﬁa, and my is the spin magnetic
moment. o ; has the properties
[oi,0;] =2iok (2.43)
i,j=1,2,3.

These are angular momentum commutation laws for half integer 1. Now
P=1
o;=1,s0

0,0 = iO’k. (244)
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We define (analogous to a in Eq. (2.10))
1
oy = 3 (o1 £ 02) (2.45)
oy =ol.

They are not themselves Hermitian. Now we find the commutation laws,

[01.01]_ =03 (2.46)
[ai, 02]7 =i03

[Ui,03]_ = F02

[a+,a,]_ =03,

as well as anti-commutation laws,

[0x.01], =1 (2.47)
[O’i, 0’2]+ ==+
[oi, 03]+ =0
[o+, 0_]+ =1
and
o] =05=03 ¢*=3 (2.48)
ai = 02_ =0.
For spin % and the general properties of angular momentum, the wave function
for the basis states ‘%) , —%) are
a=(0) B=() (2.49)
=[+1) =|-1).

The « state is spin positive (m, = +1) along the “3” direction, and 8 spin down
(my = —1). Generally,

Y) =aa+bB=al+1)+b|-1)
a’+b>=1.

In this representation,

0 1 0 —i 1 0
01—(1 O),Gz—(i 0 ),03—(0 _1), (2.50)
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the familiar Pauli matrices. Continuing, we find

0 1 0 0
0+:(0 0),0_:<1 0). (2.51)

Finally, o3 has obvious eigenvalues, +1, and o, o, raise and lower states:

or|£l) =I[F1) (2.52)
oy |xl) = £i |F1)

and we also have

o +1)=0 (2.53)
oy l—1) = |+1)

o_|+1)=1|-1)

o_|-)=0

o defines the |+1) “vacuum,” and o _ the |—1) “vacuum.” Recall that o and [
form a complete set of 2 x 2 matrices. Because of this completeness, we may write
any 2 x 2 density matrix in these terms, i.e.

o= % [apl +r-0]. (2.54)
The coefficients may be written
ap = Trp
ri = Trpo;.

The above operators have been written in the Schrodinger picture. If p? = p, it is

a pure state. If
1
5 0
10 = (2 1) y
0 3

then p? = g, and in this case, we have a mixture. We find (s;) = 0. The spin is
unpolarized, since all directions are equivalent. A pure polarization state is

2
i 20

sin 3 coS % exp (i0) sin” 3

20 ) :
cos? ¢ sin § cos § exp (—i6) )
2 2

p(G,d)):(

Here (s) = %[L, It being a classical vector whose polar angles are 6, ¢. Remember
that the mixture state is not a unique state |{) .
The unperturbed spin Hamiltonian is

H="0., (2.55)
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SO
U (1,0) = exp (-i%—g) . (2.56)
The Heisenberg equations are
do, (t
do: (O _ (2.57)
dt
do,(t) iw
= t
dr > o4 (1)
do_ o o
a 277"

Now let us turn to the quantum dynamics of the two-level system, or one of spin
(Nussenzweig, 1973). We have

¥ (1) =a@)|+1) +b@)|-1), (2.58)

and the density matrix is again

a’> ab*
p () =W (D) (¥ ()] — < b ) (2.59)
We will choose a semi-phenomenological Hamiltonian including damping:
_ _( EL O 0 Vi
H_Ho—i—V—( 0 E_>+<V+_ 0) (2.60)

Vo=V E, - E_=w.
If
V = —ex - E(r1), (2.61)
E (ri7) being the classical electric field, then the dipole momentis = e (x;_),

and V., = V__ = 0. The polarization is (P) = j, _ (,0+_ + pj_).
We introduce now a phenomenological damping term I" and write

idp —i
—C —[H, p]_+—1T, pl., 2.62
7 [H, p]l_ + > (I, ply (2.62)

0 . . .
where I' = ( V0+ y ) This, of course, leads to exponential decay in time

s ) = [, ©)exp (=i (0 - z%) r).

It has its origins most simply in the Weisskopf—Wigner theory of spontaneous
emission, which will be discussed in detail in later chapters (Weisskopf and
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Wigner, 1930). Without damping, we may give Eq. (2.62) a geometric interpre-
tation. Using Eq. (2.54) we have

1 .
p==( Pt i (2.63)
2\ ritirn py—r3

Therefore,

po=Trp=1=la* + b

ry =ab* +a*b (2.64)
rh =1 (ab* — a*b)

2 2
ry = lal” = [b]7,

and now Eq. (2.60) is in terms of the Pauli matrix representation:
1
H = E(Vlﬁl + Voo + wyo3) , (2.65)

and V,_ = 5 (V; — V,). Utilizing [a 1,02] = 2i03, the von Neumann equation is

1
2
p=0 (2.66)
71 = Vors — wor
7y = wory — Vir3

73 = Viry — Vaory,

For a pure state, the vector r has unit length. We may write

 —exr, 2.67
=@ (2.67)
where
w)] = V] (268)
wy = V2
w3 = .

These are the optical Bloch equations written by Feynman, Vernon and Hellwarth
(Feynman et al., 1957). The physical picture is that r precesses around w. In the
case of spin %, r is proportional to (u), the average magnetic moment, and @ pro-
portional to the magnetic field. Then r is truly a physical space with (i) precessing
in this space about the magnetic field. We will discuss this later in this chapter.
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For the electromagnetic field, the geometry is more abstract. If E (¢) is also
sinusoidal, then

Vi=Veo+Voy)
1
Vy = 7 (Vi = Voy),
where V,_ = —%,u +_ (€exp (iwt) + €exp (—iwt)). The optical field perturba-
tion is “rotating” in the 1,2 plane. There is a =+ rotation. For positive wy we ignore
the —w rotation, since it may not add in phase. This is the rotating wave approxi-

mation. To solve we go to a rotating frame in +w. In this rotating frame, |V — |
precesses about V — w. The angular rotation velocity is the nutation frequency, €2:

¢
QE|V—a)|=\/‘M+h

This is the Rabi formula (Rabi, 1937), leading to a population inversion,

2
+ (wo — w)°. (2.69)

| Q
= el g2 g2 2L (2.70)
Q? 2
The above calculation is a geometric interpretation of that which may be done in
other ways (Scully and Zubairy, 1997).
This result may also be obtained immediately from the von Neumann equation,

Eq. (2.66), assuming

P+ (1) =la®]?

Pir = P, exp(At) (2.71)
p__ = p°_exp(rr)
Py =pl,= ,037 exp (—i (wyg — w) t) exp At.

2
}:0,

having roots A; = 0 and A, = iQ2 = A}, where Q is given in Eq. (2.69).
Semi-classical electron spin resonance is another example of two-level system

The determinant of the coefficients gives

¢
22 {k2+(wo—w)2+ ‘MT

dynamics. Here we treat electron spin resonance briefly. An electric dipole moment
interacts with a radio frequency field. We take

H=—p-9, (2.72)
$ being the classical magnetic field with

4
=—Lgo. 2.73
" 5 (2.73)
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We also take £, 9, rotating and ) being constant in the z direction. We have
H= g (900 + H1 (01 exp (—iwt) +o_exp (+iwr)].  (2.74)

For the spin % states already discussed in detail,

E, —E_=wy)=yHNo- (2.75)
We may show
U((t) =exp(—iHt) (2.76)
= exp (—ia)t%) |:cos %Qt —isin —%Qt (cosbo, + sin QUX)] ,
where
Q= (@ —w)’ + (yH)*,
since

Qcosd =wy—w
Qsinf =y 9.

From this we may obtain |y (¢)). If | (0)) = |+), then
1
e~ OF = [(=1¥ () I'= sin” 0 sin* ZQx,
and we may write it as

(¥ H1)*
—_ t 2:
=@ (@ — wo)* + (y$91)*

1
x sin’ 5z\/(w —wo)? + (yH1)2

2.77)

These are the Rabi oscillations in their earliest example of spin resonance. At
resonance @ = wo,

(0,) = sinwgt siny Nt (2.78)
(o;) = cosy it
(0,) =cosy 9.

(o,) and (a y> precess at wg, and (o ,) nutates at frequency y ;.
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Appendix 2A: the Fokker-Planck equation

We will here derive the Fokker—Planck equation for P (xa*, t) for the case of the
harmonic oscillator, Eq. (2.34) (Gardiner, 1991). We use Bargman states (Bargman,

1961, 1962), defined as

1 2
lar) = exp —3 la|” ) ),

which because of the Gaussian prefactor are analytic functions of |«). Then

1 1
S d2 * - 2
1= [ dar @)ex (<51l )i
is unique. Also, for operator in Hilbert space

O (a*B) = («loll ),

the matrix elements in Bargman states are well defined.
For Bargman states,

0

+ _

a’ lla) = 5 lloe)
(ol 0 (|
alla = o .

dor*

In these states, the P (aa™) representation becomes

o= /dzoz ll) (x|l exp (—aa*) P (aa*) )

Upon using Eq. (2A.4) and integrating by parts, we obtain

a'p= /dzoz llor) (|| exp (—aoz*) (a* — %) P (aa*) .

This is an operator rule for a™p on P (aa*). We easily obtain the rules

pa’ — a*P (aa*),

(2A.1)

(2A.2)

(2A.3)

(2A.4)

(2A.5)

(2A.6)

where the right sides are the complex functions «, o* and derivatives under the
integral as above. This correspondence is discussed in much more detail in later

chapters.
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We now consider the harmonic oscillator in normal ordered form:

H at
=w\l\aa = -
2

This will be the source of the correspondence rule to follow.
The von Neumann equation is, in this simple example,

b _
lat _a)[a a,,o].

Using the preceding operator correspondence, maintaining the order

ATA (X< 8)
aa—({a"—— |aP
oo

i (o= )
pa'a — a—a o P,

a*

and using Eq. (2A.6) with the von Neumann equation, we find the integrand to be

apP ad d
— =1 (—a)— +w oz*) P, (2A.7)
ot
a complex Fokker—Planck equation for P (aa™) .
The real variables may be introduced with

o=x+1iy
af =x —iy.

We obtain

oP d a
— =w|—y——x|P,
ot ax dy

which is a classical Liouville equation in the phase space x,y. The method of
characteristics has already given the solution used in this chapter,

P(aa* 1) =8 (@ —a().
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3

Quantum statistical master equation

3.1 Reduced observables

The fundamental density operator p having the properties

(A) =TrpA (3.1)
Trp =1 (3.2)
ol =p (3.3)

was introduced in Chapter 1.
Here A is the observable. p(¢) obeys von Neumann’s (Liouville) equation,

ip(t) =[H, p(1)] = Lp(t) (—00 <t =< 00), (3.4
and here 7 = 1. It might be the case that A is diagonal in a discrete representation
|m), where

A|m) =a, |m). (3.5)

Thus,
<A> = Zam pmn(t)anm’

and only diagonal elements of p are important.

Iomm 20
memzl'
m

This is the case in elementary applications of equilibrium statistical mechanics,
as in the text of Reif (1965). Of course, p,,,,(t) = P,(t), the probability that the
system is in state |m) at time ¢. For this average the off-diagonal elements of p(7)

37
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do not enter. This “reduction” clearly depends upon what is being observed. It is
important in that it simplifies the description. The full density operator is no longer
necessary to the calculation of such averages. This is also true classically when
we are considering hydrodynamic observables such as n(r, p, #), the local num-
ber density in the spacially inhomogenous fluid. Then the N-particle distribution
function fy(rip1,I2p2, ..., INPw, ) is not necessary, and we may use one-body
distributions, fi(r;pi, t). For the details of this, the reader should see the texts of
Balescu (1975) and Huang (1987).

Quantum reduced distribution functions may also be introduced. The Wigner
function (Wigner, 1932; Balescu, 1975) is one. It is defined as

+oo

1 1 1
w(x, p) = R/ dE exp(—ipé) <x + 3¢ |p|x — §s> (3.6)

(Schleich, 2001). It is not a probability distribution, since w(x, p) } 0. More will
be said in the next chapter, where we discuss the quantum Boltzmann equation and
its derivation.

For the purpose of obtaining reduced forms of the density operator and its matrix
elements, we will introduce here a projection operator, P, and its realizations. This
simple approach is due to Nakajima (1958) and Zwanzig (1960a). The equations
are called master equations.

For the reduction we will use a tetradic representation of operators. The
fundamental operator is L = [H, ], written

me’nn’ = Hmnam’n’ - aman’m/v (37)

where the mapping of “ordinary” observables in Hilbert space (A) C = LA is
written

Cmn = Z Lmnm/n/Am’n’- (38)

m'n’

This is discussed further in Section 3.3.
For a simple reduction of p to its diagonal elements, we have

(P,O)mn = Ionmamn' (3.9)
In tetradic representation, the projection operator is

Ponmn' = 8mnSmm Snn' - (310)
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P has the properties

P =P (3.11)
P'=P. (3.12)

The latter property is not necessary but assures an orthogonal projection. It is true
in the case of Eq. (3.10). The projection operator method is quite general, and
with it we may obtain an “intermediate” equation, the generalized master equation.
From Eq. (3.4) we have

iPp=PL(Pp+(1—P)p) (3.13)

i(l1—P)p=0—-P)L(Pp+ (1 —P)p). (3.14)

Writing a formal solution to Eq. (3.14), we have
t
(1= P)p=—ifdi'lexp(—i(1 — P)L(1 — P){')(1 — P) x LPp(t — )]
0

+exp(—i(1 — P)L(1 — P)t)(1 — P)p(0); > 0. (3.15)

Here a time initial value, p(0), has been assumed, with 0 < ¢ < oo. Thus,
Eq. (3.15) is not equivalent to the von Neumann equation, where —oo < f < 00.
Putting Eq. (3.15) into Eq. (3.13), a closed equation for P p(#) may be obtained. It
is non-Markovian (see the appendix to this chapter) in the sense that it depends on
Pp(t—1'). This is the so-called generalized master equation of Montroll, Zwanzig,
Prigogine and Résebois (Montroll, 1960; Zwanzig, 1960a; Prigogine and Rése-
bois, 1961; Prigogine, 1963). It represents a starting point for further discussion
but by itself is too general and unwieldy.

The point of this chapter is to develop, physically, useful master equations of a
Markovian nature. Such a generalized master equation was first obtained by Van
Hove (1957), using diagrammatic perturbation theory. Its form is difficult to com-
pare with that obtained by Eq. (3.13) and Eq. (3.15). We shall not try, but refer the
reader to the work of Swenson (1962). He showed that perturbation theory is not
necessary.

3.2 The Pauli equation

We will now turn to the simplest example of a quantum master equation first intro-
duced by Pauli (1928). We repeat the original derivation of Pauli and discuss its
weakness. Also, we will consider the structure of this original quantum master
equation as a prototype example.

We take the Hamiltonian as

H=H"+\V, (3.16)
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where the unperturbed contribution is
H' |a) = EY |a), (3.17)

with |«) being the unperturbed discrete eigenstates. The perturbation AV, here

assumed small, is characterized by the parameter A. A simple example would be in

a cubic anharmonic oscillator, the harmonic approximation being most important.

In perturbation, the states |«) are the basis set and the “language” of the discussion.
The state at time ¢ is

P(t) =) cla, 1) la). (3.18)

o

Now
P, t) = |e(a, 1) (3.19)

the probability at the time ¢ that the system is in state |«). Utilizing second-order
(in A) time-dependent perturbation theory, the transition rate is

Waa' = 27328(EY — EO) (@] V |)] . (3.20)

This is, of course, the “golden rule” (Dirac, 1958). The energy-conserving delta
function is the continuum limit of the discrete state index «. For instance, for a
lattice in three dimensions with periodic boundary conditions in the infinite volume
limit,

14
; = g f dza.
The Pauli equation may now be obtained. Using the unitary time evolution

Bt + At) = exp(—i(H* + AV)AD)g(t), (3.21)

we have

Pla,t+An = Y ¢*(@") (| exp(i (Ho + AV) At |a) (3.22)

o’

x (o] exp —i(Ho + AV)At o) c(e', 1).

The continuous-in-time random phase approximation is now made. The o # o’
contributions rapidly oscillate and cancel, leaving only the o’ = «” contributions
to the summation. Eq. (3.22) becomes

P(a,t+Af) =Y | (a]exp(—i(H® + AV)Ar) \a’) 1> P(e, 1), (3.23)
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where At > 0. To second order in A, Eq. (3.23) becomes

P(a,t + At) = P(a, 1)dqu
+ 2707 ALY 8(EY — E)) | (/| V ]} P [P (e, 1) — P(a, D)].

(3.24)

Thus, to this order,

%P(a, 1) = Y [Waa P, 1) — Wy P(a, 1)]. (3.25)

o

This is Pauli’s argument. W, is given by Eq. (3.20). It is a gain—loss (birth—death!)
equation between states |o), o/). It is Markovian, being an equation for P («, t)
in terms of P (o, t). This is a continuous-in-time stochastic Kolmogorov equation
(Kolmogorov, 1950). For this the reader should note the appendix to this chapter.
The name “master” is derived from this.

The validity of perturbation theory must be examined for a given problem. The

reader can consult any good book on applied quantum mechanics to see examples.

The limit of continuous spectrum for |«) is more subtle and is discussed in detail
in Chapter 18. It depends on the level spacing, which depends on V for free parti-
cles with periodic boundary conditions in one dimension. This is one aspect of the
thermodynamic limit as the volume V approaches infinity,

V — oo, (3.26)

such that %t = ¢ = constant as 91 — oo. N is the number of particles. This will
be used in many applications in later chapters. We note, however, that this is not
true for harmonic oscillators in a container. They have no V dependence to the
spectrum.

The repeated random phase assumption at all time has a flaw. It is inconsistent,
as was first pointed out by Van Hove (1962).

From Eq. (3.23) we may also show

P(a,t — At) = P(at, 1)8qq — 2T A> At > Waa P(', 1) — Wyrg Po(a, 1).

Thus,

. AP(a,t) AP(a,t)
Iim — = .

3.27
At—0+ At At—0~ At ( )

The only solution is P(a, r) = 0 for all time. In a sense this is the “watched pot”
difficulty. Repeated continuous random phase leads to no change in the equilibrium
state. To remove this difficulty, we must random phase initially only (Van Hove,
1962; Prigogine, 1963).
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3.3 The weak coupling master equation for open systems

Let us consider open systems, which are a central theme of this book. We will take
the Hamiltonian to be

H=H"+L1V, (3.28)

where

H® = Hg + Hy . (3.29)

The system of interest is S, which is in contact with a “reservoir” R through the
interaction A V. The reservoir R may be a very large system in approximate thermo-
dynamic equilibrium. However, this need not be the case. The two systems together
are isolated. H is a conserved Hamiltonian. The unit operator in Eq. (3.28) is under-
stood. We will take R to be macroscopic. By tracing over the R states (Trg), we
will obtain a reduced density operator p for the system of interest. Now

ip(t)=Lp(t)=I[H, p], (3.30)
and
pg () = Trrp(1). (3.31)

We assume initially that the two systems are uncorrelated.
We will choose the relevant projection operator to be

Pp = pg (0)Trg p. (3.32)

This was first introduced by Argyres and Kelley (1964) in the discussion of spin
resonance (see also Peier and Thellung, 1970; Peier, 1972; Agarwal, 1973; Haake,
1973; Louisell, 1973). p and A are assumed to have a finite trace in R, that is,
trace class in the Hilbert space £z. P is idempotent, since Trgp,(0) = 1. It is not
necessarily Hermitian. We form (A, P B) and examine (PA, B). Let A = A Ag
and B = B;Bg. We have the condition for hermiticity,

Trg Bg Trg Agpg (0) = Trg (Bg pg (0)Trg A,

which is not necessarily true.

We assume
p(0) = pg(0)ps(0) (3.33)
[Hr pr()] =0
PLy=LgP

PL'P =0,
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where L’ = [AV,]. The latter follows by incorporating the diagonal part of AV
into H°. Now, following Egs. (3.13), (3.14) and (3.15), we have

ips(t) = Lsps(t) — iof d'G(t — 1) pg(t)), (3.34)
where the kernel is
G(t —t') = MTrg[L exp(—i(t —t')(L° + (1 — P)AL")) L'pR(0)].  (3.35)
Here the reduced system density operator is
ps(t) = Trg Pp(1). (3.36)

Since we are interested in obtaining the Pauli equation, we will form an equation
for pg,, the diagonal part of p¢(¢), introducing a further projection Dp¢(¢), where

DAsARr = AsqAg. (3.37)
Assume also
ps(0) = pgq(0). (3.38)
Eq. (3.35) becomes
G(t) = DTrg{}*L exp(—it[L® + A(1 — P)L)]L px(0)} (3.39)

in the equation for p g, (f).
Let us rescale the time, since we are interested in the singular limit, A — 0,
t — 00; A%t = constant (Van Hove, 1962). Eq. 3.34 becomes

dp ”{(f) = —7dt’G(t’),?)Sd(f — 221, (3.40)

di 0

where
7=\t
Now
Psa(f) = psq(t).

In the limit A — 0,

Pl _ —Zodt’G(t’)f?Sd(f); (3.41)

we obtain a general Markovian equation. Later we will make some further
comments on Eq. (3.40) and Eq. (3.41).

To lowest order in A (sometimes here called a Born approximation after
scattering theory), Eq. (3.39) becomes

G (t") = A2DTrg[L exp(—iL°t")L p z(0)]. (3.42)
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Let us first evaluate Eq. (3.41) and Eq. (3.42); later in this chapter, we will comment
on what time scale we expect the Van Hove limit to hold. We take the Laplace
transform and obtain

Psa(0) = —iZpgy(2) —iG'(A°2) pgy(2) (3.43)
with z = A%Z.

1. _
psa(2) = Pp(z). (3.44)

The Laplace transform of Eq. (3.42) is

1
227 — (LO+ A(1 — P)L")

G°(\*z) = —iDTrL’ L'p(0). (3.45)

As A — 0, we write formally
G°(0+) = 1lim G°(0 + ie).
e—>0F

The limit is obtained because we have already made a causality assumption in the
derivation of the generalized master equation. We write the result of the limit as

G°(0+) = +iPDTr [L’%LCOR(O)] — wDTrg[L'S(L°)L pr(0)],  (3.46)

where the distributions

1
X

e—>0tXx +i¢e
PB(x) being the principal part function and §(x) the Dirac delta function. Eq. (3.46)
is just a formal statement with operators indicating what must be evaluated after
the tetradic operations in that representation have been done.
As an example, we may use the simplest representation of tetradic L, 'y, due
to Résebois (Résebois, 1961; Prigogine, 1963). Let

v=n-—m (3.47)
n—+m
2

Then (n| A |m) = An,m(";m) = A,(N), and Eq. (3.7) becomes

N =

WIL ) =" Hyy(N)n™ =07V H,_,(N)y*™ (3.48)
with the shift operator

" Au(N) = A, (N + %) . (3.49)
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This is a “classical-like” representation. Furthermore, since
H|n') = ED8,,

we have H? (N) = E°(N)8,_, and (v| L% |v') = E® - v§,,. Now assume the
basis states are those which diagonalize pz(0). We also assume the thermody-
namic limit, 91 — oo, V— 00 ; %‘ = ¢ = constant. For particular systems to be
discussed, n, m and v become continuous. v may be viewed as a frequency and has
the range —oo to +-00. Thus, the singular operators in Eq. (3.46) have a meaning.
More will be said concerning the limit in Chapter 18.

The first term in Eq. (3.46) is proportional to P

o and vanishes. We are left with

G°(0+) = w DTrgr[L'8(L°)L p r(0)].
Now
L' =Lg+ Ly and Trg[Lisppr(0)] = 0.

Thus,
G°(0+) = n DLS(LY) Ly + w DTrr L' g8(L) Ls p p  (0).

From this, using Eq. (3.48) or Eq. (3.7), we obtain

d~ _~ ~ ~
p?;(t) = =21 3 [Hip | SCES = EO) D sun® — BsymD]  (3.50)

2
=270 Y Y [|Hsruamp| 8(EJ + Eg — Ep, — Ep)]

m af

X [pRaa(O)[)Snn(f) - pRﬂﬂ(O)lemm(f)]-

Here E° and E? are the system and reservoir eigenstates respectively. This
is a Pauli master equation for the system in interaction with a reservoir. The
two terms have the apparent meaning of a system gain—loss dynamics due to
the interaction within the system and due also to the system interaction with
the reservoir. It is characterized by the initial reservoir probability, pg,,(0). The
most important result (following Van Hove) is to obtain this in the singular limit
A — 0,1 — oo; A%t finite. The random phase assumption is made at r = 0, only
with p(0) = p5(0)0£(0).

In the subsequent sections we will examine the validity of this and in particular
ask on what time scale we may expect the dynamics to be obeyed by pg, (7). A
similar equation may be obtained for the off-diagonal elements of p(¢). For this see
Peier (1972) and Louisell (1973). Eq. (3.50) contains p g, (0), which may be taken
as a thermodynamic equilibrium state for a large system. This then introduces a
temperature as a parameter in the reservoir.
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General results of this Pauli equation will be discussed in Chapter 5. The prin-
cipal applications will be seen in later sections of this book, particularly in the
discussion of quantum optics in Chapter 11. The reader should consult the fine
book of Louisell (1973) and the early reviews of Agarwal (1973) and Haake (1973).
We will use this in Chapter 19 to discuss boundary scattering and the Landauer
theory.

In the more chemically oriented area, the book of Oppenheim (Oppenheim
et al., 1977) is a must. This reprint volume contains many valuable articles, includ-
ing those of Zwanzig and Van Hove, as well as others contributing to chemical
physics relaxation phenomena. Of particular interest is the discussion by Oppen-
heim of the formal solutions to finite dimensional master equations. For this, the
more recent book of Gardiner (1985) also should be consulted. Gardiner’s hand-
book is extremely useful to anyone working in stochastic processes, no matter the
topic. It is not our purpose to turn to this arena but rather to continue the discussion
of the derivation of the quantum Pauli equation.

3.4 Pauli equation: time scaling

The Van Hove At limit leads from the “exact” generalized master equation, Eq.
(3.34), to the weak coupling Pauli equation. This is similar to the singular Grad
limit (Grad, 1958) in the derivation of the Boltzmann equation from the classical
hierarchy. Some comments will be made on this in the next chapter. Here it is
important to ask on what real physical time scale the Pauli equation holds (Peier,
1972; Davies, 1974; Davies, 1976; Middleton and Schieve, 1977).

The considerations of simple decay models such as that of Friedrichs (1948)
and other exact results (Goldberger and Watson, 1964; Horwitz and Marchand,
1967; Middleton and Schieve, 1973) make it clear that the decay of G(t — t')
in the generalized master equation cannot be only exponential in 0 < t < oo,
thus guaranteeing its Markovianization. It is at least not exponential. Two time
scales exist: one T as t — 00, and the other 7. as t — 0. The lower limit was
examined by Horwitz and Marchand (1967). They argue that near ¢t = 0, we may
neglect the time integral in Eq. (3.34). In the remaining term, p¢(0) is diagonal,
and PL'P = 0. Thus pg(r) near t = 0 is time independent, and there can be no
exponential decay.

The long-time behavior is difficult to treat and subject to much consideration.
Qualitatively, in decay-scattering models, the energy E° is bounded from below
(E° = 0), and a branch cut must appear in the Laplace transform space of the

3

resolvent (Goldberger and Watson, 1964). A power law decay ¢~ results as t —
oo. This is a manifestation of the Paley—Weiner theorem (see Chapter 17).
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To understand this in more detail, let us consider the generalized master equation
for a simple Friedrich’s model (Middleton and Schieve, 1973). We have then a
discrete state | E') and a continuum |w), such that

(E|E)=1,(0]| ) =8w—0) (3.51)
(E | w) = 0.

In this basis and for an isolated system here considered, the eigen representation is
H = H° + H’, where
H° = E|E)(E| + [dw o |o) (o] (3.52)

and H' = V(w) |w) (E|. The tetradic representation (see Eq. (3.7)) of L' = [H'] is

L;MEU = V(w)s(u — v). (3.53)
L:)E;m) = _V(w)S(M - V)
L;)EEE = V(o)

L/EEEw = —V(o)
Labea = L:dab.

For the isolated system, the relevant diagonal projection tetradic operator is

Prpee =1

= (0 otherwise.

This projects to the sole diagonal density matrix p  for the discrete state | E), and
thus it is the probability to be in |E).

We write the Laplace transform of the kernel of the generalized master
equation as

G(z) = PLB(Z)LP (3.54)
where

P(z) = 0z —QLO)'Q

and
Q0=1-P. (3.55)

We easily obtain coupled equations for the tetradic matrix elements of 3(z). This
is the merit of this simple model.
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The relevant matrix element equations are
V() Az (v)

mEqu ==V (WA (n) |: tp—v -

JdoKs(u, w)V(w)‘I?Equ] (3.56)

Viv)A
Bueey = =V (W) Ax(n) [H — [dwK;(u, a))V*(a))iBwEEvj| , (3.57)
where
| V() 1> Av(n, 2)
K = [d 3.58
(i 0 2) fn(z+n—u)(z+n—w) (329
| V() > Ax(n, 2)
K = [d 3.5
02 = Tetu—mec+w-mn (329
and
2 q-1
Ai(u,z) = |:z +u—E— fdw;_:_/;—w)_lw] (3.60)
V) P

Now the other tetradic matrix elements of 3(z) are simply related to the previous
six equations. We have, for instance,

Preny = @+ 1 —0) "IV ) PBrern — V(W PBeeyel.

We may obtain solutions to the integral equations (3.57) and (3.58) if we fac-
torize the kernel, K. To proceed further, we simplify the spectrum of |w). We
take

+oo
H°=E|E)(E| + [ doo|o)(w]. (3.62)
—00
This assumption from the point of view of our earlier discussion removes the
branch cut and power law decay as t — 0o (Goldberger and Watson, 1964). How-
ever, certain features remaining in the calculation will still play a similar role as
t — 0o. Assume further that |V (w)|* is a Lorentzian:

2.,3
gy 1
V()| = , 3.63
[V (w)] in @—EYt? (3.63)
where
5 A
g =dn= (3.64)
14

is the dimensionless height-to-width ratio of the interaction of the single-level |E)
with the continuum “field” |w). These parameters will scale the time dependence.
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Eq. (3.60) and Eq. (3.61) become

Z+tw—E+iy
= 3.65
M) = e EtiGtw—E+if) (369
I+ E—-w+iy
= 3.66
A ) = e T TGt E—wt i) (3.66)
where
da =1y [1 (- gz)%] (3.67)
and
2ﬁzy[1+(1—g2)%].
Now
Ki(w,v,2) = (24 2iy)h(2) fi(w, 2) fi(v, 2) (3.68)
Kr(w,v,z) = (z2+2iy)h(2) f2(w, 2) (v, 2),
where
filw,2) =Gz +iy+E—w)™! (3.69)

flw,2)=(@+iy +o—E)!

h((z) =aBz+iy + ia)’l(z +iy + i,B)’l.

The solution of the integral equation for 3, £, is now found with the factored
kernel K;K,. We multiply Eq. (3.57) by V*(w) f1(uz) and integrate on p to obtain
+00

f dpV* () fi(nz)Bueey- Substituting again in Eq. (3.57), we obtain the solution
—0o0

1 ) fi(m)h*(2)
PBueey = =V VO)A (V) Az (n) X [m + @2 +iy) 1— 12(2) :| :
(3.70)
Similarly,
s 1 L) AW R)
Bewe ==V 0) V() A2(v) Ay (p) x [—z R +(z+ 213/)—1 0 ] .
(3.71)

From Eq. (3.70) and Eq. (3.71), Eq. (3.54) becomes

G()EeeE = 2¢(2), (3.72)
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where
aB(z+iy)

P = G+ in)

(3.73)

and
2u =3y £y (1 —2¢%)".

Eq. (3.72) and Eq. (3.73) are the important results. We hope the reader has followed
this solution for this simple model. It is one of the few.

Let us comment on the analytic results. G(z) is analytic in the half plane Im
(z) > Re (u) = 0. G(¢r) will decay to zero as t — o0 unless the interaction
amplitude y = 0. We also note that

G(z=0)= 2inAy(y + 1)~ (3.74)
The time-dependent decay may now be examined. Assume

pep(0) =1, Qp(0) =0. (3.75)
Then, from Eq. (3.72),
Lfdz exp(—izt)
2riy,. z—G(2)
= (B — @) ’[B% exp(—2a1) + a exp(=2p1) — 2afexp(—y1)]. (3.76)

For g2 < 1 (weak coupling!), a, B are then positive real numbers, and for t >>
y ~! the solution approximates

ppe(t) = BA(B — o) *exp(—2at), (3.77)

a simple exponential decay.
Now we note that in the constant interaction limit y — oo,

Pep(t) = —

G(z) = —27mir|V(w = E)|*. (3.78)

The exact dynamics at all time become the Pauli master equation dynamics at all
time. This suggests further introducing time 7. of collision duration. We Fourier
transform |V (w)|*:

+o00
[ dk |V (k)| exp(—ikt) = 27y exp(—y1)

—0o0

and define 7. = y~! as the interaction duration time scale. Take A’I' =

22 |V(a))|2 as the transition rate of the Pauli equation. Call this time scale
75 = (A’T")~! the relaxation time scale. It is apparent that we expect the Pauli-like
dynamics for 27, /15 << lasy — oo, 1. — 0.
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For g? > 1 the time dependence is more complicated:

exp(—y1)

ppe) = G2

[yG sin Gt + (G* — y?) cos Gt + %(G2 + yz):| . (3.79)
Here G = y(g>— 1)%. The solution is damped oscillations, not simple exponential,
as in Eq. (3.77). If A — oo or y — o0, such that yA = constant, pp(t) =
cos?(wAyt). For g2 > 1 there is no simple decay at long time. This is a strong
coupling manifestation of a new behavior analogous to branch cut time dependence
for this model.

We now return to the discussion of open systems where the projection is that
introduced by Eq. (3.32) (Middleton and Schieve, 1977). Let us focus on a time
asymptotic equation of the form

dpg(1)

T —iLspg(t) + [dTG(T)pg(t — 7). (3.80)
0

Here we have simply made the assumption + — oo in the limit of the integral. We
are also considering p ¢ rather than pg,. Assume formally

ps(t) = exp(—i©1)ps(0) (3.81)

and an operator equation for ® results,
o0
® = Ls+ [drexp(—iO1). (3.82)
0

An iterated equation for ® was first obtained by Résebois (Prigogine and Résebois,
1961). If ® is a scalar, then this expansion is the Lagrange expansion

o0 n—1

Z

TG Lo (3.83)

This is so for the Friedrich’s model already discussed, since ® there commutes
with its derivatives with respect to z. We may define

l.d/bs(f)
dt

Claude George (Prigogine et al., 1969) showed that Eq. (3.54) is an exact
projection, I1p, of the von Neumann equation, Eq. (3.4), where

= Ops. (3.84)

M’ =1
ML = LII.

(For the details, see Prigogine et al., 1973.) See also Balescu (1975) and Schieve
(1974). This will also be discussed in Chapter 18.
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o
We may write a perturbation expansion of ®, ® = Y 1?®,,. Let us assume the
n=1
reservoir time scale to be simply

8;, = for t < — (3.85)
T, 2
= (0 otherwise.

We take the reservoir to be a free field correlation function:
(Fi1(t))F2(t2)) = TrF (1) F (12) p (0) = F?8: (11 — 12).

We further assume a Gaussian factorization of the higher order correlation func-
tions. These (and also < ® >) are completely determined by the two-point-in time
correlation function above. This is discussed in detail by Middleton (Middleton
and Schieve, 1977). It is found that

. 2 ) T, n—1
|05 << F = Itvs. 1> (;) dy:  n=1 (3.86)
Here d,, is a numerical factor close to unity. We define 7 g, the relaxation time, as

Ty =2 < F2 > Vs, 117 (3.87)

This is the Pauli equation relaxation time estimate. Then we obtain the inequality

O

<3 (s L (3.88)
B

The n = 1 term is the Pauli answer. We see that 7. — 0 leads to this as an exact
result. Also, if T3 — oo, we obtain the Van Hove limit. No proof has been possible
concerning the convergence of the series for ® in general. For the simple Friedrichs
model, the convergence has been shown for the Lagrange expansion.

Finally, let us comment on the difficulty of the lower bound energy in decay
scattering (Goldberger and Watson, 1964). Levy (1959) was the first to point out
the existence of a power law non-exponential decay (Riley and Wiener, 1934). This
does not exist in the Friedrichs model of this section, since we assumed E° — co.
In other cases an estimate of the time 7', when the power law becomes comparable
to the exponential decay, is

T ~ i In E
yov
where y = rgl, the exponential time constant. For common values of y, T =~
10— 100, and the power law is apparently unobservable. Hawker and Schieve have
argued that at this time the amplitude is so small that it plays no role in the physical
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results of master equations and kinetic equations. This follows the 1975 unpub-
lished University of Texas Ph.D. thesis of my student Kenneth Hawker, entitled
“Contributions to Quantum Kinetic Theory.”

3.5 Reservoir states: rigorous results and models

In Section 3.4 we suggested that the Pauli equation is obtained from the generalized
master equation in the singular limits:

(i) T > 0 zero memory
(i) g — oo Van Hove limit.

To a large measure, the difficulty remaining is to put reasonable conditions on the
reservoir state p  (0) = 0 to carry through a vigorous development of the argument.
In his thesis, Middleton outlined and discussed a number of possible avenues. For
one, the Gaussian factorization of the reservoir multitime correlation functions to
(F (1) F (1)) may be obtained by the assumption of chaotic initial reservoir states
for bosons:

px(0) = py, (3.89)

where

Prx = i( nk_ )lnk >< nk|.
i—o \1 — nk

In quantum optics these represent states of a thermal source. With this in the infinite
volume limit (V — o0), the argument carried through at the end of the previous
section may be done. The zero memory limit is independent of the weak coupling
assumption. It is thus true independent coupling strength between the system and
reservoir. In the Friedrichs model, discussed in Section 3.4, the constant coupling
limit corresponds to a white noise (zero memory) reservoir limit.

In Chapter 17 we will discuss the Friedrichs model formulated as an open system
of two-level atoms interacting in the rotating wave approximation with the reservoir
in the vacuum state.

Davies (1974, 1976) has given an impressive, rigorous proof of the A%t limit
(case 2 at the beginning of this section). He assumed that the reservoir state is rep-
resented by correlation functions for an infinite free Fermi system in equilibrium.
This requires the existence of certain integrals over time correlation functions,
where he exploited the properties of the Volterra integral equation. These methods
were adopted by Middleton (Middleton and Schieve, 1977). Frigerio and coauthors
(Frigerio et al., 1976) have obtained the zero memory limit (case 1) using a weak
coupling argument similar to Davies’s.
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3.6 The completely positive evolution

It has been suggested that there is a class of physically relevant and mathematically
interesting semigroup transformations termed completely positive. This was intro-
duced by Kraus (1971) and later developed by others (Davies, 1976; Gorini ef al.,
1976; Lindblad, 1976). The focus of our discussion will be to show how the Lind-
blad or Kossakowski quantum master equation is obtained. We will also discuss
some of its properties and recent applications. We will follow a very readable and
nonrigorous discussion by George Sudarshan (1991). There is also a review by
Gorini (Gorini et al., 1978).
Consider the dynamic linear map p — p’, where

p' = [dae(a)B(a)pB () (3.90)
B'=B
) =1

and [dae(@)B(a)B'(a) = 1.

This utilizes the diagonal representation of the operator B in the Stieltje’s integral.
Complete positivity is defined as

ela) =1 all «. (3.91)
For a discrete spectrum then,
o= %: BT (a)pB (@). (3.92)
A tetradic representation is
Prs = 2 Brrssi Py (3.93)
with
B,y g5 = [daB,(a)B,. (3.94)

Complete positivity is a stronger condition than positivity. Not many physical
examples have been obtained, but considerable attention is being given to this
now, since it represents a method of quantizing dissipative systems. The simplest
mathematical example is

o =VpV' (3.95)
viv =1,
where

VVi=1—-A.
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The V is an isometry familiar in scattering theory as the Moller wave operator
(Goldberger and Watson, 1964).

Let us consider an extended $) built of the product H ® Hg, $ being the system
Hilbert space and $ that of the reservoir. In the extended space, we assume unitary
time evolution:

o =VpV' (3.96)
o =1lp, H].
In $ consider the isometric map
(pxo) =V(pxo)V; viv =1. (3.97)

o is the density operator of the reservoir in z. Now we trace over g and assume
the reservoir is diagonal in its ground state:

O'1=1
o, =0; n # 1.

Then

p =Tir(V(p x )V =Y Vappoas(Vap) =YV, oV}, (3.98)

oB o

Here V() = V.
This is a completely positive map of p in § and the result of the assumption on
the reservoir state. We time evolve V (&) in $:

Var(t) = exp(—itH)V,1(0), =0, (3.99)
a Heisenberg semigroup evolution. Then, to second order in ¢,
p'(t) = p(0) — itHyp + it (Hp)' (3.100)

(it)?

+2!

[2 HigHgip + Y pHJ, Hfﬁ:| —it* Y. HapH),.
p B @

We can rewrite Eq. (3.100) as

/ . (lt)z T + F
P = p_lt[h9 p]-"_T[hv [hv 10]] —1 Z[LaLap+pLaLOt _ZLQIOL(X], (3101)
. o
defining
h = Hy; (3.102)

1
La:thDll; o > 1
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We assume L, to be defined as ¢ — 0. The remaining ¢> term is neglected in this
limit. Eq. (3.102) gives

p = —ilh, pl+ Y [LL. plLo + L[p., Lal. (3.103)

This is the Lindblad—Kossakowski equation for the completely positive semigroup
time evolution (Lindblad, 1976; Gorini and Kossakowski, 1976). In this heuristic
derivation, much has been assumed. The reader should consult the references for
more complete treatment.

If a system obeys completely positive semigroup, then it will follow Eq. (3.103).
Gorini (Gorini et al., 1978) discussed the two-level atom system. We will not write
down the map. They defined a polarization vector M; and derived Bloch equations
for these quantities:

. 3
M;(t) = ) eijhj(Mi(t) — M(0)) — y;(M;(t) — M;(0)). (3.104)
jk=1

M;(0) is the equilibrium state if y,y,y5; > 0. yl._l are, of course, the relaxation
times. The conditions for complete positivity imply

YiTVYaZV3 Vot V3=V V3TV Vo (3.105)

Take the magnetic field in the “3” direction. Then M;(0) = M,(0) = 0, and

yii=vy =yil=%
- —1
vi =v) =%,
defining the parallel and perpendicular relaxation times. The necessary and
sufficient condition for complete positivity is

2%, > T, (3.106)

This seems to be true experimentally (Haake, 1973). However, there is a recent
exception (Weinstein et al., 2004).

The alert student will note that the von Neumann equation for phase damp-
ing, Eq. (2.38), is of the completely positive type, having the positive solutions
given there. We remark that the Fokker—Planck equation, Eq. (2.40), has a positive
definite diffusion coefficient. This is as expected. The phase-damping model is a
good example of the Lindblad dynamics. More will be said about completely pos-
itive dynamical evolution in later chapters on dissipative evolution, particularly in
Chapter 6.
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Appendix 3A: Chapman-Kolmogorov master equation

The Kolmogorov master equation is the stochastic mathematical basis of Pauli-like
non-Markovian master equations. We will discuss this here briefly (Kolmogorov,
1950; Gardiner, 1985).

Consider particles in a state |/). [ is a continuum. We introduce the conditional
probability

RP(2...Ddl, (3A.1)

being the probability that a particle is in “d/” near 1, given that 2 is in |2), 3 is in
|3), etc. If the events are independent,

f(1,2...0) = fi(1) f2(2) ... where [ fi(i)di =1,
then
Ri(112...0) = fi(l).

Other conditional probabilities are

...
hh(1,213...1) = ~—— "~
2 fn(3...0D)
Now we write
fedl ...ds =T](1,2...t ] 1y...5010)dl...ds. (3A.2)

Letz = (1,2...5). I1(zt | zoto)dz is the conditional probability of being in dz
around z at ¢, given it was in dzq at ty with

fdzl'[(zt | zotp) = 1 (3A.3)
for an intermediate time ¢!,y < t', ¢.
(2t | zoto) = [TI(zt | 2't"; zoto) (2"t | zoto)dz". (3A4)

The Chapman—Kolmogorov equation, Eq. (3A.4), is rather subtle. The convolution
depends on zg, fy. This is nonlinear and has memory of zg, fo in IT1(z¢ | z't'; zoto)
for all t!. We neglect the memory and write

T(zt | zoto) = [dz'TI(zt | Z'tHTI(Z' " | zot0). (3A.5)

This is the Markovian Chapman—Kolmogorov equation. It has many solutions. For
a discrete basis, we let

fdz—)Z,
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and then

Yz |z =1 (3A.6)
l

I | Iy, 0) = 8.
‘We have

O | lo; T+ A =Y TIA | j; ADTL( | lo; T)- (3A.7)
j

Now we assume near T = 0 that A is small and introduce the transition probability
ajj, j # 1. Then I1(, j, At) = a;jAt, | # j, would be
I1(/ | I; At) = 1 — probability thatl - [ in At =1 — At > ay;. (3A.8)
I
Substituting this in Eq. (3A.7), we write
| lo; t + Ar) — TI{ | Lo 1)
At

= 2 _lay TG | los 1) — a;u T | lo; )],
J

oras At — 0,

dII(l | lo; t)

T =2 _lay G | ;1) — a;y T | lo; 1)) (3A.9)
J

This is the differential Kolmogorov equation in a discrete space /. Pauli identified
a;; in the quantum case with the “golden rule” transition rate, as we have discussed.
A simple example is a Poisson process. Let
a,~.,~=)» ]=l+l i:0,1,2,...

a;j=0 otherwise.

We obtain
dTIl;;(t)
= =AM (0) + ATT; 1 (1)
dIl;;(t
or A1 (1) = —AI1;; (1) + AT (2).
dt
The solution to this set of Kolomogorov equations is
IT;; (1) oo™ (—Ar) >
i (1) = — exp(— =
! (j - D!
Hl‘j(l) =0 j<i

with H,,(O) = 6,’j.
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4

Quantum kinetic equations

4.1 Introduction

Now let us discuss the fundamental jewel of non-equilibrium statistical dynamics,
the Boltzmann equation (Boltzmann, 1872). Of course, we will be discussing the
quantum version of this equation and its structure, which shows a remarkable sim-
ilarity to the original classical example. This fact alone would speak of the genius
of the founder of statistical mechanics. We will also touch on the other fundamen-
tal equation of plasma, the Vlasov equation (Vlasov, 1938; Balescu, 1975), which
again will be the quantum version.

What distinguishes these from the Markov master equations of the previous
chapter? They are spacially inhomogeneous, thus necessitating the introduction
of phase space distribution functions, w(xp, t), into quantum mechanics. We shall
do this in some detail in this chapter. This could also have been done earlier. Phase
space distribution functions seem not to be a natural thing in quantum mechanics
because of the noncommutivity of the position, x, and momentum, p. We will see
that this is not necessarily the case.

4.2 Reduced density matrices and the B.B.G.Y.K. hierarchy
The method of presentation of the following is similar to that of K. Hawker in his
unpublished 1975 University of Texas doctoral thesis, “Contributions to Quantum
Kinetic Theory.” The von Neumann equation for the density operator is
ipy = [Hypyl=Lypy; 00 <1t <00, 4.1)

The N emphasizes that we have an N-body system where we assume

N 0 N NPZ N
Hy = H'+ > Vi=) —~+) Vi 4.2)

i=1 i<j i=1 2m i<j

61
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We make the simple assumption of structurally simple identical particles. At
t =0,

o(1,2,...,r,8,2,...,N,0)=p(1,2,...,8,z,7,...,N,0),

and we assume that there are no particles with internal structure. Because of
Hy chosen here, this symmetry is propagated in time. We will discuss quantum
exchange symmetries in a later section and show that the main features of the fol-
lowing discussion go unchanged. In a sense, we are dealing with quantum particles
which are “Boltzons,” to use a rather cryptic title.

The interaction potential is assumed to be a sum of pair potentials, V;;, which
depend on the scalar distance between the particle pairs. All masses are taken to
be equal, although this is not necessary. The reduced density operator for a set of
s < N particles is p, = V* H’{er ~- This is, of course, a reduction similar to

that discussed in the chapter on master equations. The main point is that N-body
observables do not depend on p, but rather on simpler objects such as p;, p, etc.
It has not been possible to introduce projection operators to achieve Eq. (4.12).
However, it is not really necessary here.

We shall form a hierarchy of the p,. We trace over (2...N) variables in Eq.
(4.1) and obtain

N
ipy =[H{,p]+V Z(zTgv) [Vij» on] -
i<j

We may show by the identical particle assumption

lfgﬁ oI, Vi ox] = K;N oI Vi on] = N; 1(ng [Viz, p1a] . (43)
We obtain
ipy=Lp + — l(ngL’npu, (4.4)
where
LY =[H.]
L, =1[Viz, ] 4.5)
and
pr=V? Tt py, (4.6)

(3..N)
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being the next more complicated two-particle density operator. This may be carried
on successively. Operating with V2(3T€v )p y on Eq. (4.1), we find

N -2

ip1p = [le, /012] + v

ZTI [((Via + Va3) . pi1as] 4.7)
3 (3)

where p 53 = V3(4T1]rv : pn- This is the B.B.G.Y.K. (Born, Bogoliubov, Green, Yvon,

Kirkwood) hierarchy first written by Yvon (1935). The general formula is obvious,
and we do not need to write it here. The final equation is Eq. (4.1). As with the
generalized master equation, this hierarchy is a beginning. Further analysis must
be done to obtain closed kinetic equations.

At this point we will take the thermodynamic limit

N
N—>oo,V—>oo,V=n0=c<oo, (4.8)

obtaining to low order

ipy=Lp, + nogL/uPu (4.92)
ip12 = Liapn + ”Og [(L3 + L) p12s] (4.9b)
ip123 = Li3pioz + ”Og [(L14 + Loy + L3y) p1234] (4.9¢)
and so on, with
ng = [Vi.i’] L(l) = [Hlo’]

Lp=[H)+H)+ Vi, | =L}, + L),

Taking the thermodynamic limit here is merely a convenience. We do not imply
that such an infinite set of operator equations has been derived in a rigorous fashion,
a formidable and daunting task. However, Gallavotti has proved the existence of
time-dependent correlation functions for a one-dimensional classical B.B.G.Y.K.
hierarchy (Gallavotti ef al., 1970). There are several subsequent reasons for this
limit, such as the elimination of Poincaré recurrences still present in finite quantum
systems with the use of almost periodic functions (Bocchieri and Loingier, 1957)
and the introduction of asymptotic scattering states in the derivation of the quantum
Boltzmann equation, discussed in the next section. The recurrence proof is given
in the appendix to Chapter 6.

4.3 Derivation of the quantum Boltzmann equation

We will now use the first two elements, Egs. (4.9a) and (4.9b), and by an argu-
ment similar to that made by Bogoliubov and Green in the classical case, obtain
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the Boltzmann operator equation for p () (Born and Green, 1949; Green, 1961;
Bogoliubov, 1962; McLennan, 1989). First, we define the two-body correlation
function g, by

P12 = P12 + 812 (4.10)

We write Eq. (4.9b) as

.. . d
ig12=L\g1+ Liapps — IE (p1p2) +0(no) .
With Eq. (4.9a) we obtain

ig12 = Lign + Ly0102+ 0 (no).

We formally solve this equation to obtain

P12 = P1P2 4.11)
+exp (—iLiat) g12 (0)

t
—i f drexp (—iLppt) Lyyp, (t—1)pp (t — 7).
0

0<t <o

Eq. (4.11) is not of definite order in n( because of the convolution term. Note the
causality assumption and 0 < ¢ < o0.

To obtain a Markovian result to lowest order in ny, we may show in Eq. (4.11)
that

p1(t =) py (1 = 7) = exp (iLY,7) py (1) P2 (1) (4.12)

We note that the density expansion has time localized, p, (t — 7) — p; (¢) in the
time integration to order ny. Now we also take the asymptotic limit 1 — o0. The
justification for this is similar to the time scaling discussed in the previous chapter.
Here the time scales are the duration of the two-body scattering collision (7. above)
and 7 p, the Boltzmann relaxation time. Also, there is an additional longer time, a
hydrodynamic time 7 5, which governs the rate of spacial homogeneity. This is not
yet explicit. We assume 7. < t = 7 < Ty. These qualitative remarks are not at
all rigorous. There are some mathematical results, and the interested reader should
consult the mathematical literature.
We recognize a perfect differential in 7. After integration we obtain

P12 (1) = exp (—iL1at) g12 (0) 4+ exp (—i Lyat) exp (iL,1) py () py (1) + 0 (no) .
(4.13)
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Using this in Eq. (4.9a), we obtain a closed nonlinear equation for p, (¢):
i1 (1) = Lpy (1) + ngTr | Li lim exp(—iLiat) exp (+L]) p1p2 | (4.14)
T | Lip Jim exp (<iLaf) 812 (0)] +0 (nf)

Eq. (4.14) is an operator form of the Boltzmann equation for p, (¢) if we choose
g12 (0) = 0. It is the lowest order in ny and nonlinear. If g;» (0) = 0, the initial
correlations are zero and do not influence p, () at a later time. No assumption
of g () = 0 at¢t > 0 is made in Eq. (4.14). This argument is a proof of
Boltzmann’s “Stosszahlansatz” classically and follows naturally from the meth-
ods of Bogoliubov and Green (Tolman, 1938; McLennan, 1989). Rigorous proof
of this result has been made classically by Lanford (1969). A quantum proof of the
Stosszahlansatz has been given by Petrosky and Schieve (1982) using the two-time
resolvent approach of Van Hove (1955, 1957, 1962).
We must now interpret the remaining order ng term in Eq. (4.14). We let

K12 (t) = exp (—iLyat) exp (iL,1)

and consider lim K, (#) = K, (0c0) . We have in Eq. (4.14) K, (c0) . Now
11— 00

Ki2 (1) p1py = 612 (1) G, (1) p1p2G 12 (1) &1, (1) (4.15)
where
exp(—iLxt) A =exp(—iHpt) Aexp (i Hiat),
where the Green’s functions are

G2 (1) = exp (—i Hat) (4.16)
G2 (1) = exp (—i Hppt) .

Now we take
lim & (r) Gt (t) 102Gz (') &1, (f)

1’ o0
- [ lim & (1) 61, (t)} pipa fim (6 (") sl ()],

t'—o00

provided the limits are independent on both sides of p,p,. Now the Moller
scattering operators are

Q2 = lim &, (1) Gy, (1) (4.17)
Q), = lim G (1) &}, (),
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where

Q=1 #QQf (4.18)
Q'"HQ =H°

(Taylor, 1972). The first emphasizes the isometric property of the Méller operator.

Isometrics were introduced at the end of Chapter 3. We do not distinguish Q4 =
ligtn G (1) GIZ () here, since we need only the positive time limit.

[— 00

We have
K1z (00) p1py = 912/01/02912-

Eq. (4.14) becomes the quantum operator Boltzmann equation in the scattering
theory form:

ip) = L?m + noTr(z) [Vlz, 912,01,0291{2] . (4.19)

We could also have derived it to n(z) including three-body effects, but that is not our
purpose here.

In obtaining this result, we have used an implicit density expansion. The density
expansion has been known for some time to have difficulties (McLennan, 1989),
but not at the order at which we are using it here. Persistent time correlations appear
in the n(z) order of the form t‘%, and this results in the transport coefficients not
being analytic functions of the density. Re-summation of the ny expansion has to
some extent alleviated the problem, but not entirely. The result is that the consis-
tent theory of transport coefficients (a principal object of general solutions of the
Boltzmann equation) has not yet been successful. The reader should see the text of
McLennan (1989) for a clear discussion of this in the classical work.

4.4 Phase space quantum Boltzmann equation

Because many systems such as gases and fluids are spacially inhomogeneous,
it is necessary, as in the classical approximation, to use a distribution function
(like F (Rp,t)) language which is somewhat alien to quantum mechanics. This
is a phase space distribution function which serves the purpose of the classical
counterpart. Phase space distribution functions are defined by the requirement

TrO?p = /depO (Rp)w (R, p). (4.20)

Here O (Rp) is the classical counterpart of O°”. We will discuss the phase space
distribution functions quite generally in the appendix to this chapter, following the
work of Cohen (Cohen, 1966; Margenau and Cohen, 1967). The Wigner function
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has been used almost exclusively in Eq. (4.20), and we shall do so also in this
section (Wigner, 1932). Recently, Schleich (2001) has made extensive use of the
Wigner phase space distribution function in phenomena of quantum optics. There
the discussion is centered on quantum states in phase space, not on kinetic theory,
which is the topic of interest here. P (wa™), which we already met in Chapter 2,
plays a similar role to w (R, p).
The relation of the Wigner function w (R, p) to the matrix elements of the
density operator is the transform
k' k'
w R, p) = (2n)3/dk’exp(iR-k’) X < p+3|,0|l?— 5 > h=1.
4.21)

Eq. (4.21) is a Fourier transform of p (p) with respect to a parameter k’. See the
similarity to the v, N representation mentioned in Chapter 3. From the general
discussion in this chapter’s appendix, notice that the marginal distributions are

¢ (p) = f dRw (Rp), the momentum distribution function 4.22)
n(R) = /dpw (Rp), the number density.

We have dropped explicit vector notation for simplicity. As with other phase space
distribution functions (see appendix),

w (Rp) # 0 dedpw (Rp) = 1. (4.23)

Thus, it is not a probability distribution in the classical sense. The fact that w (R, p)
is not a true classical distribution function is to be expected, as was noted in Chapter
1. It is a tool for calculating averages in phase space via the rule of Eq. (4.20), of
which more is said in the appendix and in Chapter 6. There are many old and new
references to the Wigner function in quantum mechanics. For a nice bibliography,
see Schleich (2001).

There is an additional interesting theorem for a pure state:

+oo +o00
Tr (p1p2) =2ﬂf dX/ dp w,, (xp)wp, (xp) = |< Ui ¥ >[*. (4.24)

We recognize that the right side is the transition rate 1 — 2.

1 =00
wp, (ep) = 5 f_ A exp (—ipy) <x v

xi).

P1 )

The proof is left as a problem.
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Now we observe that

Tr (p12) = 0

+00 +00
/ dx/ dp w,Ol (xp) wﬁz (xp) = 09

and w,, (xp) must take on negative values. We should mention that the Hudson—
Piquet theorem states that the only nonnegative Wigner function is a Gaussian
(Hudson, 1974; Piquet, 1974). We will use this fact in Chapter 6.

We also note from Eq. (4.23) thatif p; = p, = p,

+o0 +00
271/ dx/ dp w, (xp)* <1,

since Trp? < 1.

One of the first uses of the Wigner function to discuss hydrodynamic systems
was in the papers of Irving and Zwanzig (1951) and Born and Green (1949).
An early review of applications to the kinetic theory of gases is that of Mori,
Oppenheim and Ross (1962). The algebra to transform the operator Boltzmann
equation to one for the Wigner function is awkward. First, we write Eq. (4.19) in
the momentum representation, p,z. Then we transform it to the Wigner function
using

w (R, #) = 2n)3 / d(@—B)exp (iR (@ — ) pug- (4.25)

We change variables to

_a+p
P="

p1=(x—p)

and obtain

| dw —1 _ -3 /
i W—Fm p-Vw|=(_2n) dpidydpdv

, <p+E.yIVQluy >< V' |Qf p-E.y >
x exp (ip; - R) .

—<p+ByIQu =< pV|QV]p =By > o
(4.26)

We may eliminate p,,,, and p,,, by the inverse of Eq. (4.25), obtaining a nonlinear
equation for w.
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Next, we write
i [B,w +m~'p- Vw] =273 f dpidydu ...dv'dridr;

exp (ip1 - R)exp (—iri (u — ') exp (—ir2 (v — V')
(p+ 5. v Iveluo) (' (2] p— 4. ¥)
i —(p+ 5. yiQlu) (W |QTV|p -2, y)

ptp vy
xw (1, 5 ) w (25

We change variables:

x+y k' , kb
=R = — 4k = =4k
r + > w=- + ki M > + k2
— k| k
r2—R+—2y 1)251—](1 \)/:EZ—kz
We use the translational invariance of V and 2. We then recognize the § functions
8<p+&—y—k§>, 8<p—&+y—k§>.
2 2
After doing the integrals on k|, k5, we again change variables:
D1 ki + kz
= —, k = . = k - k
B B q2 1 2

and obtain
i [S,w —I—m_1p1Vw1] = 2n_3fdydq1dq2dkdxdy exp —i (xq1 + yq2)
[ vl o sla o) |
(e o k4 Bk - B[ @V [

x+y p+vy xX—y p+vy
R , —— +k R , —— — k.
xw< + > > +>w< + 5 5 )

Now VT = V, so the bracket {} is the difference between the term and its complex
conjugate. Defining (P — y) /2 = g, we finally have

dw—+mp-Vw = Im/ .. ./dqdqldqzdkdxdy

y exp (—i (xq1 + yg2)) J (q1ki1 L 2)
xw(R+2, p—g+K)w(R+52, p—qg—k) |’
(4.27)
where
q1 92 qi q2 q2 q1
7 k——) E< —}vg‘k —><k——‘§27‘ ——>. 428
(q 22 %5 T 2 ) (4.28)
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Eq. (4.27) is not yet the spacial form of the quantum Boltzmann equation but rather
a generalization. It is nonlocal, and the J is not the collision cross section. This
equation has been treated and transport effects discussed by Kenneth Hawker in
his doctoral thesis.

Assume now that w (R, p, t) varies negligibly over the range of particle inter-
action. x and y are connected in J by a Fourier transform, and the interaction is
short range, rather like a Yukawa-type potential, exp (_TW) . This makes possible
the local homogeneity approximation. In Eq. (4.27) we have by a Taylor expansion

X+ X —
w<R+Ty,p—q+k)w(R+Ty,p—q—k)
~w(R,p—q+w(R,p—q—k.
Now the x and y integrations are done with the help of § (¢1) § (g2). We obtain

M+m_lp~Vw(R 12)
ot
:ImZ/.../a’qdk[](koO)w(Rp—q+k)w(Rp—q—k)].
(4.29)

It remains to relate Im J (¢k00) to the scattering cross section. Considering
scattering theory (Taylor, 1972), we may define the T operator, 7' = VQF,
where the ¥ means outgoing scattered wave ‘ ,8T> = Q' |B), and the operator
Lippmann—-Schwinger equation gives

Q' =14+G'T". (4.30)

G' is the free particle Green operator. Thus, <a |Q‘| ,3) = (a]|B) +

(E,g —E,+ is)_1 <a |T"' (E,g)| ,3). The convention is that the T operator is in the
same energy state as that to its right. Using Eq. (4.29), Eq. (4.30) and the adjoints,
we have

J (qk00) = T8 (g — k) + T T} (Ex — E, —ie) ™.

Here T, = (g |T| k). We may use the optical theorem (Taylor, 1972)

Tyg— T, = —27ri/dk’ T, |* 8(E; — Epn)

and
lim [ (Ex — E, —ie) ™" = (B E, +ie) ™| =25 (Ex — E,)
e—>

to obtain

Im J (gk00) = 7 [|qu|25 (E, — Ex) —5(q — k)/dkl |T,0) 8 (E, - Ekl)} :
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Eq. (4.30) becomes

dw+mp-Vw =82 / dqdk (4.31)

{ y T8 (E, - Ev) } o,

wp—g+kwp—q—k —w(p)w(p—2q)]

When we introduce the quantum differential cross section
2 _,do
[Ty = Im* @m)* 17 =2 Gk~ @)

(Taylor, 1972) and change integration variables

o0
/dk—>/ dk kZ/ko,
0

we obtain a result which has exactly the same form as the classical Boltzmann
equation with the replacement of the classical differential cross section by the quan-
tum one. We can only be amazed at Boltzmann’s genius in writing this equation.
The later methods of calculating the transport coefficients, though difficult indeed,
go through here in quantum mechanics (Chapman and Cowling, 1960). However,
the question of the positivity of the Wigner function does enter, and this will be
discussed in some detail in Chapter 6 when dissipation is considered. Uehling and
Uhlenbeck (1933) first derived this equation, including exchange statistics, which
we have not done here for simplicity, preferring to emphasize the connection to
statistical dynamics and the von Neumann equation. The properties of Eq. (4.31)
are identical to the classical case. The exchange scattering will be discussed in the
next sections.

The equation is nonlinear and of the birth—death (gain—loss) form. The principal
quantum effect is wave diffraction in the cross section. In the following table, we

give a few numerical estimates of parameters for the case of helium and argon at
30K at0.1 atm:

He Ar

R 4 x10"%cm 6 x 108 ¢cm
nR3 1.2 x 1073 5x 1073
nkST 8.34 x 107 3.48 x 107°

A

T 49x1073 45 %1074

AMFP

A

2T 41 % 107! 8.8 x 1072

R

Ar is the thermal DeBroglie wavelength %, and Ay pp = (nRz)_1 the mean

free scattering distance. 5 ;TFP estimates the importance of diffraction in scatter-

ing, important in the two cases shown. nA3. estimates the importance of exchange
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scattering at these low densities and for heavy masses. n R* small validates the trun-
cation of the hierarchy, leaving only the important binary collision effects. The last
rows show that quantum dynamic diffraction, %T , 1s more important than statistical
exchange in these cases. The values of R are taken from Farrar et al. (1973). A final
comment here concerning phase space distribution functions is that it is possible
to transform the exact von Neumann equation to the Wigner representation. The
result is called the quantum Liouville equation.

Let us take the nth momentum moment of Eq. (4.31), forming (p") using Eq.

(4.20):
(p") = /dap”w(R pt).

We then have an equation in a symmetric form:

% (p")+m~'V / d;ppp"w = 8 2n)* / / / dqdkdp's (E, — Ex) (4.32)

<[ |7l (0 = a)" = 7" (0 = 0]
x[w(p'+k)w(p'—k)—w(p +q)w(p' —q)].

Now the R dependence will be implicit in w. The right side vanishes for n =
0, 1. The latter case is true because of parity |T_q_k|2 = |qu|2. The n = 2 case
also vanishes because of this, and g> = k? from the kinetic-energy-conserving
delta function. This is the well-known result that the Boltzmann equation conserves
particle number, momentum, and one-particle energy. Thus, we can write, from the
left side in these cases, the macroscopic hydrodynamic conservation laws (in a
common notation):

hp+V-(pu) =0 (4.33)
pdu+pu-Va=V . -P
poe+pu-Ve=V.q-— ZmiAiDij-

ij

Here the strain tensor D;; and pressure tensor ‘3;; appear. Also p = mn, u =
o~ (p), e is the energy density, and q is the heat flux. These are not a complete
set of equations unless we introduce the phenomenological (or derived) transport
laws.q = —AVT, and

o
;'pij = 27’) (Dl] - §Dij8ij) +§:D,’j8,’j. (434)
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Here A is the thermal conductivity, n the shear viscosity, and & the bulk viscosity.
It is the main object of the Boltzmann kinetic theory (quantum or classical) to cal-
culate these coefficients (Chapman and Cowling, 1960; Balescu, 1975; K. Hawker
in his 1975 unpublished Ph.D. thesis; McLennan, 1989).

We will not undertake this in detail here, but rather consider a simple case as
an example. Let us expand the Boltzmann equation around the local Maxwellian
solution (to be discussed further in Chapter 6):

£ = o (V=] (4.35)

———— exp [

(amkT)?2 2kT

u is the mean particle velocity at R, and T the absolute temperature at R. This
classical assumption linearizes the equation, which we write in the steady state,

%—1:’ = 0, as for the first correction w’ :

ad
V‘a_l‘lfo (Ey) = [Jfo (Hw' (2) —Jw' (2) fo (1)] . (4.36)

This is a linear inhomogeneous integral equation for w’ (1) = f° (1) (1 + & (1)).
The kernel contains the differential cross section. We wish to calculate the heat
flow, q:

q= f w (V) V%vzdzv 4.37)

:/fO(EU)CD(v) %vzvdw.

Now we may write to this order by means of Eq. (4.33)

2

D oy = oy YT
ar v  kpT?
(Huang, 1987), where A is the enthalpy per particle. Now (v,) = 0 and VT =
(VT)e,.

Let us make the Bhatnager, Krook, Gross (Bhatnager et al., 1954) approximation
to the Boltzmann collision kernel:

Jsxc = v(f° —w). (4.38)

When v = %, the collision frequency is v = [ fovodQd;v, o being the dif-
ferential cross section. Note that f° is the local Maxwellian. This approximation
is deceptively simple and still contains many aspects of the Boltzmann equation
itself. It implies, for instance, the proper relaxation to the equilibrium state and the
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preceding continuity equations. With this approximation we may easily solve for
w (and @), thus obtaining the transport law

1 mv? 5\ v, 9T
=— | vflr-mvu, (= — 2 )| =—. 4.39
- / WS Ty My <2kT 2) T 9z (439)

Thus, the thermal conductivity is
5

o= gt (T 2) 0= D (4.40)
= Vv - = = —tkTny. .
okT | ©° 2T 2 2 0

Similarly, for the viscosity, we have

‘L'lﬂ5

n= d3vv} v fO = tnokT; any i, j. (4.41)
In Egs. (4.39) and (4.40), n is the number density. Immediately we see - = %
This is also true of the low-order approximation to the Chapman—Enskog solutlon

where J not Jggg is used.

The above illustrates two important points. In the steady solution to the transport
flux, we obtain from the Boltzmann equation (quantum and classical) the transport
law (Eq. 4.39) and numerical estimates of A and 1. Through t these are related to
the quantum binary scattering cross section, o. We will not discuss the full details
of the Chapman—Enskog (or other procedures) for obtaining more exact results. See
Chapter 6 for further discussion of the role of transport coefficients in irreversible
thermodynamics.

Now consider exchange scattering, already mentioned (Taylor, 1972; McLen-
nan, 1989). For identical particles, the proper Hilbert space is $). of functions with
the proper exchange symmetry. Let IT (o, ) be the exchange operator for particles

o, B:
[Map) WV =cW (4.42)

e =1(—1) for fermions —1, bosons +1.

Instead of space $)., it is more convenient to utilize the full Hilbert space $ and the
projector

1 I
e= %:g I (4.43)

SZSZZST,
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[T being the permutation operator on N particles such that

¢ = 1 boson
= %1 fermion

(even or odd permutations).

The density matrix on §) is now p = €p, & and pe = gp. The useful relation is that
for any A,

Tr,A = TrAe. (4.44)

The exchange symmetry requires a modification of the initial factorization
assumption. Eq. (4.10) is now taken as

P12 (o) = py (1, 10) py (2, 10) [1 =TT (12)]. (4.45)

In matrix elements, in the two-particle momentum representation, this is

p12 (P1p2 | P1P5) = pi (p1 | PY) o1 (P2iph) £ 01 (P11 P5) oy (P2 | PY)-

The arguments in the derivation of the operator or Wigner function Boltzmann
equation are now as earlier. The collision part of Eq. (4.31) is now the same form,

J = dx? / dspdspad (E — E') TP [w (p)) w (p)) — w (p) w (p2)]. (446)

where the scattering matrix is 7 (p | p/) =T (p | p/) +T (—p | p/). Here the
optical theorem for 7, has been used. The cross section o = f2 (6) is replaced by
% | (0) £ f (m —0)|>, f () being the scattering amplitude for spherically sym-
metric scattering. This leads to characteristically quantum interference effects. In
addition, the steady state (equilibrium, J = 0) must be invariant under IT, so w? is
then the Bose—Einstein or Fermi distribution, rather than Boltzmann. The former
give the well-known equilibrium results, which will be discussed later. However,
we must note here that the Wigner function Boltzmann equation, Eq. (4.46), con-
serves single-particle energy, and thus one obtains Bose, Fermi and, in the limit,
the Maxwellian distribution for equilibrium. This is not true for the exact hierarchy
expansion, Eq. (4.19), where no spacial localization has been introduced. There we
obtain p = nkT [1 — nB (T)]. B (T) is the quantum second virial coefficient. This
effect is properly taken into account by systematically treating the spacial delocal-
ization or collisional transfer corrections (Thomas and Snider, 1970; K. Hawker,
unpublished Ph.D. thesis, 1975).

The comments above are strictly for repulsive potentials where no bound states
are present. If there are bound states, then a naive examination of collisional mem-
ory in the derivation of the Boltzmann equation is not possible. Both collisional
memory and initial correlations (bound states) must be considered.
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4.5 Memory of initial correlations

The evolution of initial correlations are given by the operator

Dy (1) = Tray [ Via, exp (—i Hiat) g12 (0) exp (i Hiat) ] .

See Eq. (4.10) and the following material. Eq. (4.10) may be written (after
considerable calculation) in terms of Wigner functions as

D (Rpt) = 2i (47)>Im / / dp\dkrdksdy dxdy

. t X
X exp (—lp1 (p+y) %> exp (—zp1 5) 4.47)
P+ —y P—3-7 .
{<+ V| k2><k3 |&7| + exp —iy(ky — k3)
- kr + k —ky —k
XG(R+X+y,R+x2y’p+y+2 )+ 3’p+y . 2 3;0)].

G is the two-particle Green’s function, and G the Fourier transform,

(ab|g (0)|cd) = / dridryexp(—iry (a — c)) exp (—ir, (b — d))

In the preceding equations, ry, r, are the spacial coordinates of two statistical par-
ticles, g their relative separation, and x the difference between the center of mass
position and the point R. These expressions may be somewhat simplified in the
spacially homogeneous approximation.

The weak coupling (Born) approximation for homogeneous systems to Eq.
(4.47)1s

D (Rp, 1) = 16Im/.../dydkdk’ (4.48)
{exp (iy - k') exp (—21‘ (k- ¥) %) v ()

K k'
G —, p—2k+ — .
X ()’1P+ > p + 2)}
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We again make the equilibrium approximation to g (0). Assuming high-
temperature (Born) approximation and retaining the lowest-order terms,

k! k!
Geq <)’aP+?7P+?—2k>
= —B*7* Qaem) 3 2n) V (y) + Bn® Qum) 3 2n)? (4.49)

K\? k! 32V
X {|:2<p+3> +4k2—4k<p+3>i|V(y)—%}.

Only the ° term gives a nonzero contribution to D (p t). This can be shown to be

—168°n?

6 [ Mk ) 31,2
D (p t)=T(271) (Z) Qam)>°V (k)k| . (4.50)

=0

Thus, in the approximation, the initial correlations decay at least as t~*. This was
first shown by Lee, Fujita and Wu (Lee et al.,, 1970). However, the Born series
diverges. This suggests that this is true also for D (p, t). This can be seen simply.
The bound state contribution to the total Green’s function is G, &g (¢), where

Sy (t) =Y _ In) (nlexp (=i Eyt) (4.51)

n

Gcm = exp (_iHcmt) s

and for homogeneous systems, we have

D (p,t) =16i Im / dkdk'dydq (4.52)

Z |:exp (—iyk’) exp(—i (E, — Ey)t)

mml
1% Koo, _
(p=qIVim)(nlk+=Z){k==1In ("1 p—q)G (Ry,qt,q + k)|

This obviously does not decay because of the oscillatory contributions. Initial
bound state correlations do not decay in time.
There is an interesting special case of pure states, p> = p:

Q) p*Q' (1) = 1) pl[pR7].

A theorem states that A (t) B(t) — AB weakly if A(t) = A, B(({) = B
(strongly). By weakly convergent, remember (¢, A (¢) ¢) — (¥, A¢) in a Hilbert
space v/, so that the convergence pQ' (1) = pQF is required. pQ7(r) converges
strongly to Q only if no bound states contribute. Thus, if p is a projection operator
on scattering states, we have pQ' (r) = pQ'. We may expect if the subspace of
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interest is the scattering states only, then an asymptotic evolution may be proven.
This idea has not been carried through with any rigor. Some aspects have been
considered by Snider and Sanctuary (1971).

McLennan (1989) carried this formal argument forward in the hierarchy. To
follow this argument, we define initially

P2 (12, 10) = Pp; (1, 10) py (2, 10) + D (1, 2, 19) . (4.53)

B is the projection operator of p on the scattering states, Lo= (1 —

Mp(1—21) = QQpQQT. The additional term D is to be determined. Now

Qt = liim H, (t) Hy (—t) (Taylor, 1972). Taking #, — —o0, as in the classical
— 00

argument (McLennan, 1989), we have
py(12) = Qp, (1) p; @) Q' + D (12). (4.54)

If there are no bound states initially, then D = 0. This is true both for attractive and
repulsive potentials. The limit fy — —o0 is expected to exist for scattering states.
This is true of the first term. But what about D? We will now consider this. The
first term of the hierarchy is now

. 1 n
P+ [p. Hi] = —{Tr2 [V(1,2),Q20, D) p, Q]+ D(12)}. (4.55)
To this order in the density,
. 1
D+ ~[D, H,] =0. (4.56)
l

Taking the Tr, and defining,
pa ()= py (1) =nTED (12). (4.57)

The subscript A here means atoms found in collision. We obtain, to lowest order in
no,

. 1 no ¥
pat)+ 7 [PA» Hl] = T’(l;g [V (12),Q2p, (1) py 2) 2 ] . (4.58)

From Eq. (4.55) and Eq. (4.58), D may be obtained to this order in ny. We may
expect the asymptotic equation for the “atom” contribution to be well defined.
The real question is the next order in n°, and very little is known. However, see
McLennan’s book (1989). Here we have accomplished the goal of writing a kinetic
equation with bound states by use of the scattering states only, where Qp Q' is
expected to be well defined.

This completes our overly long discussion of attractive forces and points out
that much must yet be done on this interesting topic. Let us now turn briefly to the
quantum Vlasov equation to complete the discussion of kinetic theory.



4.6 Quantum Vlasov equation 79

4.6 Quantum Vlasov equation

The operator Vlasov equation may be most quickly obtained by factoring p, =
o1 (1)p; (2) in the first equation of the hierarchy. We have

ip1 = L%, +Tra[ Vi Qp; (1) p; 2) Q7] (4.59)

To make the spacial dependence explicit, we must, as before for the Boltzmann
equation, introduce the Wigner function. This we have implicitly done already. We
take Q@ = QF = 1in Eq. (4.27). After doing the § function integration, we have

w+m~'p-Vw=162r)"? Im/dqdqldqzdxdy

x {exp(—i (xq1 + yg2)V (%)

X4y q1 — q2
R , D —
w( + > p 5 )

q1 — q2
R+-—2 2q
(+2” +2)}

Changing variables to #5% = k, ¢; 4+ g» = k'. The k' integration leads to
(27)? 8 (*£*). Then doing the y integration and introducing the Fourier transform,

V (k) = 2m)73 / drV (r)exp (iky) ,
we have the quantum Vlasov equation (Balescu, 1963, 1975):

w4mp-Vw = —i 2n)~3 f dpdldp'dp{expil (p — p’) (4.60)

x[V(R—p—é)—V(R—,o+%)w(Rp’)V(,o,p”)].

Let us consider the collisional transfer approximation to this Vlasov equation.
Let

w(R—r,p")=w(Rp")—r -Vw (Rp").

The first term does not contribute. Upon carrying out an r and p integration, the
latter using a § function, we have

u')(R,p) +m—1p. Vw: aw (R, p) (R, p) V//dxdp//v(x)w(R’ p) (R, p//).

ap
(4.61)

This is the exact form of the classical counterpart to this order. The quantum effects
appear to higher order in the gradient expansion. If we localize the quantum Vlasov
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to first order in the spacial gradient expansion, we obtain exactly the classical
Vlasov equation, which is still nonlocal. We see that the right side is of order V (r)
in the interaction, in contrast to the Boltzmann equation discussed earlier in this
chapter.

This completes our discussion of kinetic equations. The profound results of
these equations and the master equations discussed in the previous chapter will
be considered in Chapters 5 and 6.

Appendix 4A: phase space distribution functions

Phase space distribution functions are introduced to transform quantum mechanics
into a form similar to probability distributions in classical statistical mechanics.
They are similar but not equivalent. In this chapter, we have utilized exclusively
the Wigner function, whose properties we have discussed. In this appendix, we will
look at a more general representation, after the work of Cohen (1966). The main
point is that the phase space distributions are not unique, and we will see how they
are determined. Phase space distributions functions are also utilized in quantum
optics (Schleich, 2001) and in kinetic theory (see our previous discussion).
We map p — F by the relation

(é) :Tr[é,o] - /dRa’pO(Rp)F(Rp). (4A.1)

Here O is the quantum observable, p the density operator, O (Rp) the classical
phase space operator, and F (Rp) the appropriate phase space distribution. The
relation of O (Rp) to O is crucial. We assume

F(Rp) = 2m)~¢ f dydkdk'

. . . k k
x exp (ik'R) exp (—iy (p — k)) g (k') <k + 3|P 'k — 5>. (4A.2)

g (ky) is the generating function for this mapping. Three reasonable conditions are
assumed:

1. F (Rp) is real.
2. There is a marginal momentum distribution,

6 (p) = / dRF (Rp). (4A.3)

3. There is also a marginal position distribution, a number density n (R) =
[dpF (Rp).
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The first condition requires

gk, y)=g"(=k,—y), (4A.4)

and the second and third conditions imply
(plelp) = ¢ (p) g0, y)=1 (4A.5)
(R|plR) =n(R) g (k,0)=1. (4A.6)

It is easily seen that the dispersion in p and R space separately are independent of
further properties of F' (R, p). Note that we may write

F(R,p) = fdrde (RK)yw(R—r, p—k), (4A.7)
where w is the Wigner function, g = 1, in Eq. 4A.2, and

G (Rk) = 2n)~¢ / dk'dy exp (ir - k)exp (—iy - k') g (k'y), (4A.8)

which is the Fourier transform of g (ky). Thus, F (Rp) need not be positive, since
w is not positive, as we discussed earlier.

We now turn to the role of correspondence rules. Given a classical observable,
what is the correspondence to that observable in quantum mechanics (Cohen, 1966;
Margenau and Cohen, 1967)? Some choices are:

1. symmetrization rule:

1 .
qnpn — E (qnpm +pmqn)

2. Born-Jordan rule:

q"p" — (m+1)" IZP’" 'GP’
=0

3. Weyl rule:
q P N Z An lAm Al

There is also a Dirac rule:

—>1L1

classical Poisson bracket — quantum commutator.

In the rules listed, the “hat” (as a common notation) indicates a quantum operator.
This notation is used only when necessary. In the context of the earlier discussion,
one of the possibilities listed (and any other) will put further conditions on g. Let
us discuss this now, following Cohen.



82 Quantum kinetic equations

Let y (k’, k) be the momentum space Fourier transform of O (R, p). Using the

phase shift
k kK
it — | k) = [k — =),
exp(zr 2)l) ' 2>

we have, using Eq. (4A.1) and Eq. (4A.2),

/depF(Rp) O (Rp) = (0) = /dkdk’dx[g (K", x) y (K'x)

k K
x (k|expi (f - E) exp (ip - x) exp (ifa)p k).

Now exp (i? . %) exp (iﬁx) exp (if%) = exp (i (ﬁ -x + fk’)). See Louisell
(1973) in Section 3.3. We have then

TrOp = Tr U / dk'dxg (k'x) y (k'x)expi (p-x +7 k’)} p.  (4A9)
We identify that
0= / / dK'dxg (Kx) y (Kx) x exp (i (px + FK)). (4A.10)

This is a general correspondence rule, given y (k/ x) and g. The latter generates
both the correspondence rule and the phase space distribution, F (Rp). To pro-
ceed further by means of a power series expansion, we write Eq. (4A.6) in normal
ordered form, that is, T preceding p. Then we may replace the operators by ¢
numbers r, p, and carrying out the integration, we obtain

N 9 .0 193 s
O(fp) =g (—za, z%) exp (—15 W) o p ;. (4A.11)

Thus, we compute (4A.11), normal order, and let r — 7, p — p. This gives
O (7p). We may show that g = 1 yields the Weyl rule and the Wigner function.
g (k,x) = cos (k — %) gives the symmetrization rule, and g (kx) = smlfli—_j) yields
the Born—Jordan prescription. ’

There is an infinity of rules. What is the “correct” unique rule? There appears to
be none. One can only adopt a rule.

Then Eq. (4.A11) gives O (R, p). With the choice of g, Eq. (4A.11) may
be inverted (in principle) to obtain y (k/x) and thus the appropriate distribu-
tion function. All this ambiguity is due to the fact that F (R, p) is defined by
“weak” conditions, Eqgs. (4A.1), (4A.4) and (4A.5). We should emphasize that
F (R, p) # 0 are not probabilities but rather calculational aids.



References 83

A final remark concerns the uncertainty relation. This is definitely true for the
three rules mentioned in this appendix. Can we make more general comments?
That is a problem. Even if so, the quantum averages would be properly calculated
by TrOp, with O given by Eq. (4A.11).

References

Balescu, R. (1963). Statistical Mechanics of Charged Particles (New York, Interscience).

Balescu, R. (1975). Equilibrium and Non-equilibrium Statistical Mechanics (New York,
Wiley), rev. 1999 as Matter out of Equilibrium (London, Imperial College Press).

Bhatnager, D., Gross, E. and Krook, M. (1954). Phys. Rev. 94, 511.

Bocchieri, P. and Loingier, A. (1957). Phys. Rev. 107, 337.

Bogoliubov, N. N. (1962). Problems of a dynamical theory in statistical physics. In
Studies in Statistical Mechanics 1, ed. J. de Boer and G. E. Uhlenbeck (Amsterdam,
North-Holland).

Boltzmann, L. (1872). Further studies on the thermal equilibrium of gas molecules. In
Sitzungsberichte der Kaiserlichen Akademie in Wissenschaften, Vienna I1, 66,
275-370, trans. 1966 by S. Brush in Kinetic Theory 2 (New York, Pergamon).

Born, M. and Green, H. S. (1949). A General Kinetic Theory of Liquids (London,
Cambridge University Press).

Chapman, S. and Cowling, T. G. (1960). The Mathematical Theory of Non-uniform Gases
(London, Cambridge University Press).

Cohen, L. (1966). J. Math. Phys. 7, 781-786.

Farrar, J., Schafer, T. and Lee, Y. (1973). Intermolecular potentials of symmetric rare gas
pairs from elastic differential cross section measurements. In Transport Phenomena,
ed. J. Kestin (American Institute of Physics).

Gallavotti, G., Lanford, O. and Lebowitz, J. (1970). J. Math. Phys. 11, 2898.

Green, H. S. (1961). J. Math. Phys. 2, 344.

Huang, K. (1987). Statistical Mechanics, 2nd edn. (New York, Wiley).

Hudson, R. (1974). Rep. Math. Phys. 6, 249-250.

Irving, J. and Zwanzig, R. (1951). J. Chem. Phys. 19, 1173.

Lanford, O. E. (1975). Lecture Notes in Physics, no. 38 (New York, Springer).

Lee, D., Fujita, S. and Wu, F. (1970). Phys. Rev. A 2, 854.

Louisell, W. H. (1973). Quantum Statistical Properties of Radiation (New York, Wiley).

Margenau, H. and Cohen, L. (1967). Quantum Theory and Reality, 71-90, ed. M. Bunge
(New York, Springer).

McLennan, J. A. (1989). Introduction to Non-equilibrium Statistical Mechanics
(Englewood Cliffs, Prentice Hall).

Mori, H., Oppenheim, 1. and Ross, J. (1962). Studies in Statistical Mechanics 1, ed. J. de
Boer and G. E. Uhlenbeck (Amsterdam, North-Holland).

Petrosky, T. and Schieve, W. C. (1982). J. Stat. Phys. 28, no. 4, 711.

Piquet, C. R. (1974). Acad. Sci. Paris 279A, 107-109.

Schleich, W. (2001). Quantum Optics in Phase Space (Berlin, Wiley—VCH).

Snider, R. S. and Sanctuary, B. C. (1971). J. Chem. Phys. 55, 1055.

Taylor, J. R. (1972). Scattering Theory (New York, Wiley).

Thomas, M. W. and Snider, R. F. (1970). J. Stat. Phys. 2, 61.

Tolman, R. D. (1938). The Principles of Statistical Mechanics (New York, Oxford
University Press), reissued by Dover.



84 Quantum kinetic equations

Uehling, E. A. and Uhlenbeck, G. (1933). Phys. Rev. 43, 552.

Van Hove, L. (1955). Physica 21, 517.

Van Hove, L. (1957). Physica 23, 441.

Van Hove, L. (1962). Fundamental Problems in Statistical Mechanics, ed. E. G. D. Cohen
(Amsterdam, North-Holland).

Vlassov, A. (1938). Zh. Eksp. Terr. Fiz. 8, 291.

Wigner, E. P. (1932). Phys. Rev. 40, 749-759.

Yvon, J. (1935). La Theorie Statistique des Fluides et I’Equation d’Etat (Paris, Hermann).



5

Quantum irreversibility

Here we will examine dynamic irreversibility of the master equations discussed in
Chapter 3 and of the kinetic equations of the previous chapter. Irreversibility is one
of their important properties. First, what is irreversibility, quantum and classical

(Tolman, 1938; Farquahar, 1964)?

5.1 Quantum reversibility

Let us first consider classical reversibility and then its generalization to quantum

mechanics. The Hamiltonian equations are

__8H

ql_api

. oH

Pi=—7—
0q;

i=1...N

—00 <t < 00.
We take H (p;q;) to be time independent and to be even in p;. Thus,
H (pig) = H (=pi,q) = H".

The time reversal transformation, or dynamic reversal 7 is

Tp — —p'
TH = H' ' =H
Tqg = CIiT-

85

(5.1)

(5.2)

(5.3)
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The T transformation on Eq. (5.1) gives

gl = —oH"
b ap!
—pl = _E,
i aqiT

where o = %. So Tq;, Tp; obey Eq. (5.1) for —t. Thus,

q! =qi (1) —00 <t <+00 (5.4)
pi =—pi(=1).
For every solution of Eq. (5.1), there is a dynamic reversed solution for —oco <t <
oo. This is time reversal invariance. Note that an external magnetic field will force
us to modify the statement of this invariance. (See the appendix to this chapter.)
Of course, the Liouville equation also has this property. After a 7 operation on
the Liouville equation, we have

Taf  aft & <8fT8HT 8HT8fT>
oo = \agl apl aql apl )

5.5
ot ot ©-)

So, by comparison,
fT:f(CIiv_Pi,—t); —0o0 <t < +00.

These classical symmetries are termed reversibility. Here, from a solution f (gpt)
to the Liouville equation, we may construct by the same equation and at all time
the reversed solution f7.

Now, how must this be generalized to quantum mechanics? A hint is in the
Schrodinger representation p — —i h%. Since ¢ and /& are unchanged, p — —p
is complex conjugation. So T is the operation of complex conjugation (see the
chapter appendix). Since H is real,

THT ' = A*=H"  (time independent) (5.6)
TpT— ' = —p.
We also take TJT~! = —f, since we wish to preserve [JAI, f,] = is,»jkfk. Now

% =i [1:1/3 — ﬁﬁ] for —oo < r < oo. Dropping the “hat” and again setting

h =1, we have

TpT ™' = p" = —i[H*p" — p" H*]. (5.7)
Thus, pT (—t) obeys the same von Neumann equation. More is said of the operator
properties of the time reversal transformation in the appendix.
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5.2 Master equations and irreversibility

The Pauli master equation, Eq. (3.25), is
dP
— = O(Z Woa [P (&, 2) = P (a,1)] t>0, (5.8)

where
Wao = 27228 (EQ — EO) |< | V |o' >|*.

We have emphasized here that the original repeated random phase argument of
Pauli is for r > fop = 0. It has already been mentioned that Pauli’s argument carried
backward for ¢ < 0O gives this equation a sign change and thus the inconsistency
mentioned in Chapter 3, pointed out by Van Hove. This difficulty was overcome
by later arguments and is discussed in Chapter 3.

Let us consider the dynamic reversal issue. If we operate with 7" on Eq. (5.3)
the equation is invariant, since W, and P («, t) are real. Thus, TP (a, t) T™! =
P (a,t) for t > 0. There is no dynamic time inversion possible with such an equa-
tion. For the full unitary group governing the solution to the von Neumann equation
p (1), —oo <t < oo, we have for the Schrodinger solution

[y () = U" @) |y (0))
and
p=U" " pOU@) =Sp@0 >0,

where, of course, U (1) = exp(—iHt). Being a group, U (t) = U~! (1) =
U(—1),and S_;S; = I. Also, S_,S; = S§;S_, for —o00 <t < oo . This last
property does not hold for solutions to Eq. (5.8) or, as we now note, most equa-
tions to be discussed in this section. They are irreversible. For an evolution
S_;S; (t = 0), there is no reversed solution. Of course the evolution is not governed
by S; either, but rather a different linear semigroup operator. P («, t) are real, and
there is a profound change in this reduced evolution which concerns only the diag-
onal elements. The appearance of the semigroup is a manifestation of irreversibility
called non-invertible in the mathematics literature (Mackey, 1992).

5.3 Time irreversibility of the generalized master and Pauli equations

As a first step in obtaining the Pauli master equation for open systems by means
of the projection operator P, the generalized master equation was obtained in Eq.
(3.13), Eq. (3.14) and Eq. (3.15). “Is it irreversible?” is a common question. The
answer is, certainly! A formal exact solution to Eq. (3.14) is obtained by Eq. (3.15)
with the initial value of (1 — P) p (0) and Pp(t = 1) = Pp (0) attimer = 0. It
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is valid for 0 < ¢t < oco. Of course, it is possible by means of another initial
value to find a solution to another equation for negative time. We shall not write
it here. All the subsequent derivation is in terms of a non-Markovian evolution for
0 <t < oo. The Pauli master equation subsequently obtained by these more exact
methods, Eq. (3.25), is a Markovian semigroup equation.

Balescu (1963) has discussed this clearly in his treatment of the classical Liou-
ville equation. Let £ be the classical Liouville operator (Poisson bracket with H).
He considers the Green’s equation,

£G (xvt Ix’v’t/) =34 (x —x’)d(v — v’)8 (t — t’),

and introduces the semigroup causality condition,

/

G (xvt | x’v/t/) =0; t<t.
The appropriate solution is for

Lfv (xv,t) =68 (xvt) t >0,
such that

v (xv,0) =g (xv).
The solution is for homogeneous time,
G (xvr | xV1)=0(t—1)G (xv|xV, 1 —1),

where the well-known Heaviside function is

1 x>0

9(x):{ 0 x<O

The Heaviside function leads to a one-sided (semigroup) Laplace transform,
o
R(xv|x'v, z)= / drexp (izt) G (xv | X'V, 7).
0

All this is very clear but still is a cause of confusion. It holds in terms of quantum
operators also. The discussion of open systems does not change matters at all. The
appropriate reservoir projection operators Eq. (3.32) and Eq. (3.33) give us Eq.
(3.34).

The more difficult task of understanding entropy and the approach to equilibrium
for the Pauli equation and its generalizations will come in the next chapter. It is
important to separate the intertwining of irreversibility from what we may term
dissipative behavior.

Now let us turn to the Boltzmann equation and the B.B.G.Y.K. hierarchy.
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5.4 Irreversibility of the quantum operator Boltzmann equation

Clearly the operator B.B.G.Y.K. hierarchy of Chapter 4, Eq. (4.9a, b, ¢), is
reversible, since it is derived from the original von Neumann equation by
Tr. . n)py etc. operations. It is, in fact, a reduced vector representation of p (),
as emphasized by Balescu (1975).

The Boltzmann equation (classical or quantum) is irreversible. This apparent
paradox was first pointed out to Boltzmann by Loschmidt (1876). What is the
source of irreversibility in the derivation? This can be seen in Eq. (4.10) and
the following, where the equation for g1, (¢) is solved formally for 0 < t < oo.
This equation is then used to obtain a non-Markovian and irreversible equation
for p,, (¢). This is used to obtain the time asymptotic equation Eq. (4.14) for the
one-body operator p; (f). We have called this equation the Boltzmann operator
equation.

The Boltzmann operator equation is irreversible because 0 < ¢t < oo, just as
with the master equation already discussed. The source of the irreversible behavior
is in the initial causality assumption.

The subsequent form of the asymptotic operator equation, Eq. (4.19),

ipy = L%, + notr [Vlz,szlzpl (1) p (1) sz{z] t>0
with
Q= lim &1, (1) G, (1),
—o0

makes the irreversibility all very transparent. 21, is the asymptotic Moller wave
operator. (See the appendix to this chapter.) Usually this is called ©2_, but we have
not needed 2. Recall that the time reverse of Q2_ is €.

The introduction of phase space Wigner function w (R, p) in Section 4.5 does not
at all change the irreversibility of the quantum phase space Boltzmann equation. As
emphasized there, Eq. (4.31) is exactly the same form as the irreversible nonlinear
Boltzmann equation. It contains the quantum differential cross section

—1do (k — q)
dQ ’

The consistency of irreversibility is even more apparent in the scattering from the
“in” state to the “out” state g. We have not written this equation in its simplest
form. For spacially local scattering, from Eq. (4.31), we have

V1V = VU,
8,w+m_lp-Vw =//dv§ds2’ {daM vy — v >0

|Tye|* = [m? @m)*]

d2

X [w (vi) w (vé) —w)w (vz)] (5.9)



90 Quantum irreversibility

with

/

S22 2
lvr — val = [V} — V5|5 v + 03 = v 407

We have not yet discussed the gain—loss structure of this equation. It is pertinent to
do that now. Let

do (v1v2 — vivé)
a2
Time reversal invariance (discussed in the appendix) implies

R(v1v2—>v{v§)= vy — vy .

R (vivs > vjvy) = R (—v] — v) = —v; — v2),

and parity invariance is
R(—v—> —v’)=R(v—> v’),
so the PT invariance suggested in the appendix gives
R (vivy = vjv5) = R (vivh > —v; — v2).

This has been called inverse collision symmetry in the sense of the classical Boltz-
mann equation (Huang, 1987). We may then write in a reverse order to the usual
derivation

dw+m'p-Vw = /dvédQ/{R (vivh = viva) w (v)) w (wh)  (5.10)

—R (v1v2 — vy w@)w ()} 1>0.

The first term of Eq. (5.0) is the gain in the correlations in v; v,. The second term
is the loss of correlations in vjv,. Here, in the Boltzmann equation, the correla-
tions are factored into a product of one body w; (v), as is seen in the derivation of
Chapter 4. We recall the two-body scattering picture, which gives the well-known
depiction of the binary scattering growth and loss of these correlations. See Balescu
(1975) and Huang (1987). Here we have the picture of the reversible instantaneous
gain and loss of correlations to cause a temporal change in w. The process is irre-
versible (¢ > 0). Markovian master equations usually have this form, also. See the
discussion of the Kolmogorov equation in the appendix to Chapter 3.

5.5 Reversibility of the quantum Vlasov equation

Let us recall briefly the derivation of the Vlasov equation, in Chapter 4. The deriva-
tion began with the reversible hierarchy, as with the Boltzmann equation discussed
in Section 5.4. By a simple instantaneous factorization of the first equation of the
B.B.G.Y.K. hierarchy, letting

p2(1727t) :pl (lvt)lol (2’t)7
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we obtained Eq. (4.62),
ipy (1) =LYp, (1) + Trey [Vizpy (1,1) py 2,1)] (=00 <1 < 00).

This is valid for the time range —oo < t < 4o00. No formal causal solution
of p, |1, 2, t| has been used. This equation is reversible. It is highly nonlocal in
space, as is apparent in the derivation of the subsequent equation, Eq. (4.31), for
the Wigner function w (Rp, t). However no irreversibility has been used there,
either.

The above equation is similar to the von Neumann equation itself, and since V,
is real, it is invariant under the time reversal transformation of the appendix. The
time reversed equation is

dTp,T™!
_l—

= LiTp, T~ + T [Via, Tp1p2T7'].

Hence, as in the general discussion, T p (—t) T~! obeys the same Vlasov equation
as the original solution. This fact of reversibility is fundamental in discussions of
plasma physics, as given by Balescu (1963). We refer the reader to these appli-
cations. However, there is a form of damping in the solutions not connected to
irreversibility. There are transient oscillations set up by initial perturbations. The
damping is due to destructive interference produced by the distribution of initial
velocities.

The early time solution to the Vlasoff equation may be expressed as a Fourier
transform:

w(k, p,t) = /dk exp (—ikt) aw (kp, 0) .
The details of the solution do not concern us here (Balescu, 1963). We obtain

w (k, p, 1) = apexp (—ikpot) exp (—kpot)

for a sufficiently broad initial w (kp, 0) characterized by 1 and a group momen-
tum py. The damped oscillatory motion depends on the initial value. It may cause
w (R, t) to decay in long time as a power law due to the Riemann—Lebesgue the-
orem. This is the source of Landau damping (Landau, 1946). Such a reversible
damping has been called phase mixing (Balescu, 1975) to distinguish it from irre-
versibility defined in this section. The difference should be apparent. Phase mixing
is possible in free particle motion due to initial values, in states which have a
continuum of values, as here.
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5.6 Completely positive dynamical semigroup: a model

As discussed in Chapters 2 and 3, the Lindblad—Kossakowski equation,

o) =— Lp]+2 p] L.+ Li[piLa] >0

(Gorini et al., 1976; Lindblad, 1977), represents a general mathematical class
of quantum, non-Markovian irreversible master equations, termed completely
positive. It is a dynamic map

pl = /dag (@) B (@) pBT (), /das (@) B" (@) B (@) = 1,

such that BY = B and particularly ¢ () = 1 for all a. (See the simple derivation of
the Lindblad—Kossakowski equation in Section 3.5.) It represents the “if and only
if” condition for complete positivity. This equation is irreversible by construction.
Gorini has also shown that it is equivalent to the Pauli equation for a class of singu-
lar reservoir interactions (Gorini et al., 1976). We discussed this in Chapter 3 and
use it in Chapter 7.

A simple example is a harmonic oscillator in interaction with an equilibrium
electromagnetic field as the reservoir R. This has been extensively discussed by
Agarwal (1973). Another example is the Milburn—Walls model in Chapter 2. The
interaction of the harmonic oscillator of frequency w with the field frequency wy is

H=wa'a+ ZwkaZak + AV,
k

where V. = Y, Vi (a’ax + h.c.). Assuming weak coupling and an equilibrium
reservoir (the field), we may obtain a Pauli-type equation for the oscillator system
S, as discussed extensively in Chapter 2. This equation may easily be put into a
Lindblad—Kossakowski form, as proved by Gorini ef al. We obtain

dp
dt

2
[a'a. p] Z[L;Ljp+pLj.L,—Lij,-],

j=1

N|-

where

L= Zn((nk)Jrl)} a
L k

1
2

L, = Zyk(nk)i| a’
|«
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and

Vi = 2702 |Vi? 8 (wr — o)

V:ZVk-
k

As previously discussed in Chapter 2, a simple and soluble form of the reser-
voir is called phase damping (Walls and Milburn, 1985; Gardiner, 1991), where
the reservoir harmonic oscillator interaction may be written AV = a'al', where
I' is the simple reservoir damping contribution. Remember that in the number
representation, the matrix elements (n |p| m) are very simple:

(nlplm) = —iw(n —m) (n|p|lm)

+iK 2{m) + 1) (n —m)* (n|plm),
where we write

n=+~km
2
K =mx—.

The solution is

(n|plm) =exp(—iw(n —m)1)

exp (— Q(m) + 1)K (n—m)? %) )

The off-diagonal elements decay to zero as (2 (ny) + 1), K being the damp-
ing constant. The decay is proportional to (n — m), the “distance” between the
off-diagonal states. At long time, the remaining contributions are (n |p|n) =
(n |p (0)| n), which plays the role of a time-unchanging equilibrium state. Again,
these results illustrate decoherence, which will be discussed later.

Let us make a final comment here on completely positive dynamics. Recently,
in a discussion of quantum damping, Monroe and Gardiner (1996) have shown
that a master equation more general than that of the Lindblad and Kossakowski
form is valid when the rotating wave approximation of quantum optics does not
hold. This leads to unphysical short-time transients. Consequently, the most gen-
eral form of the quantum Brownian motion is not fully understood. Anil Shaji, in
his 2005 University of Texas Ph.D. dissertation, “Dynamics of Initially Entangled
Open Quantum,” has found that in a simple dynamic map, complete positivity does
not hold (Shaji, 2005).
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Appendix 5A: the quantum time reversal operator

Let us examine in more detail the structure of 7" introduced in this chapter (Wigner,
1932; Mathews and Venkatesan, 1975; Bohm, 1993). Now define T in a Hilbert
space, not that of superspace, although we use the same notation:

TQT™' = Q (5A.1)
TPRT'=-P
TLT'=—L.
Consider
T[Q,PIT™'=—-[0Q, P].
We have T (i) T~' = —ih. Thus, we must require that 7 is not linear but rather

antilinear (Wigner, 1932):
T (c101+ c202) =c{To +c3Tos. (5A.2)

Let us mention some properties of antilinear operators. An adjoint operator is
antilinear:

(Af.2) = (ATg, ) = (£ ATe)".
Now we let TH=HT and operate on the Schrodinger equation using the

antilinearity of 7. We obtain

/

So ,
57 (xt) = Ho (xt), (5A.3)

—1i

taking
TH=HT

for

o' (xt)y=To (x,1).

There is, thus, another solution to the Schrodinger equation for z, o (¢) . Itis o’ =
T o for —t, the time reversal solution. We note that the time ¢ has the range —oco <
t < 4o00. Now we introduce 7 = UK, where K is the complex conjugation
operator and U is any linear operator. If U = [, then TH = HT implies that H
must be real, and Eq. (A5.3) is just the complex conjugate Schrédinger equation
for 7' > 0. T. Jordan has proved a stronger property for H than simply reality. He
proved the theorem, “If the negative part of the spectrum of H has a lower bound
and the positive part is unbounded then P, the parity operator, is linear and 7', the
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time reversal operator, is antilinear” (Jordan, 1969). Further, using U U =1 and
T =UK,
(T, To)=(¢.0)" =(0,9).

For any operator A,
(¢, Ao) = (T, TAo) = (T¢, A'To) .

where A’ = TAT !,

In the case of particles with angular momentum, such as spin, the third relation
in Eq. (5A.1) requires TST ! = —S. We may fulfill this by choosing TG =
exp (inSy) K. Since K* = 1, then T? = exp27i Sy = (—1)5. Hence,

T2 __ +1lintegerspin
~ —1half odd integer spin®

Now let us consider time reversal in quantum scattering (Taylor, 1972). This has
much to do with our discussion of the Boltzmann equation in the previous chapter.
For scattering of particles without spin,

Texp(iHt) =exp(—iHt).

Thus, the Moller wave operators
TQe =T [ lim exp(i Ht) exp (—iHot):| =Q.T,
t—Foo

since 7T = 1. Hence,
QL =T'Q.T. (5A.4)

T interchanges 2. and €2_. Only the latter has been used in our previous dis-
cussion in Chapter 4. From this, it follows that for the § matrix, § = Q_Q,
T~'S'T = S. Forming matrix elements of S between asymptotic “in” state ¢ and
“out” state x, we have

(x1S19) = (x. T7S'To) = (Tx, STT¢) = (x7,5"¢7)". (5A.5)
Thus,
(x1S1¢) = (7 1S x7)- (5A.6)

We see that the S-matrix elements between “in” and “out” states are 7" invariant.
We conclude that the scattering transition probability W (x <« ¢) is the same for
w (¢T <~ X T). This is a form of microreversibility. The case of particles with spin
is discussed in detail in the book by Taylor.

Finally, let us comment on the 7CP invariance theorem of quantum field theories
(Luders, 1957; Schweber, 1962). This is discussed all too often in the context of
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irreversibility or its failure. We are treating the fields classically here, and the only
effect is to reverse A, the vector potential under 7. Consider the current source of
A (or B). T reverses the currents and thus A (Wigner, 1932). The natural choice in
this classical limit is to choose C = I, so the invariance becomes PT invariance.
We will take this to be the case. Hence, [H, TP] = 0. This is consistent with the
previous theorem of Jordan and its requirements on the spectrum. The main point
is that if 7 and P invariance are not separately found true, then P7 invariance
must hold. We note that PT is antilinear, since P is linear and T antilinear.
The charge-classical field interaction Hamiltonian is

1 e \2
H=_—(P-A) +co
2m c
and is invariant under PT if ® is a central potential, and TA = —A (Wigner,

1932), since the sources of the external field corresponding to A are currents. The
canonical P = mq + EA. Thus, P — —P under more this, as must be.
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6

Entropy and dissipation: the microscopic theory

6.1 Introduction

The microscopic theory of dissipation in open quantum systems will be discussed
in this chapter. The central issue is the approach of an open quantum system to a
local or global equilibrium, thermodynamic equilibrium. Of course, this was begun
by Boltzmann in statistical mechanics, classically, in his famous work (Boltzmann,
1872; Balescu, 1975; Huang, 1987; McLennan, 1989).

The irreversible equations of the previous chapter, the quantum master equations
and the quantum Boltzmann equation, will be utilized to follow the wonderful path
set out in Boltzmann’s work. To some extent we will have success, yet not entirely,
since the trail is not at its end.

Central to the issue of dissipation is the entropy production theorem for an
inhomogeneous or homogeneous system. We will now turn to so-called non-
equilibrium thermodynamics to outline the macroscopic picture of what needs to
be achieved from the microscopic theory.

6.2 Macroscopic non-equilibrium thermodynamics

Macroscopic non-equilibrium thermodynamics will be outlined for a fluid system.
This thermodynamics is, of course, far more general than this system. This partic-
ular example is used in order to make a connection with the microscopic quantum
Boltzmann equation of Chapter 4 (de Groot and Mazur, 1962; Prigogine, 1967;
Callen, 1985; McLennan, 1989).

The macroscopic conservation laws for a fluid, for instance, are written in a
laboratory inertial frame as

ap
—~—4+V.-J,=0 6.1
az+ J (6.1)
ae
—4+V-S=0 6.2
8t+ (6.2)
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ds

=0. 6.3
ot 8Xj ©.3)

Here p is the mass density, p(x, t), € the energy density, and g the momentum den-
sity. All these are functions of x,7, which we shall not explicitly indicate. f;; is the
pressure tensor, J,, the mass flux, and S the energy flux. Of course, repeated indices
are summed one to three. These equations can be derived from the Boltzmann equa-
tion and the B.B.G.Y.K. hierarchy, as discussed in Chapter 4. Here, however, they
are phenomenological equations. For a non-isolated system, we have

agi 0ty
— 4+ —=F 6.4
dat + 8)Cj ( )
and
oe
— +V-S=Ww. 6.5
o + (6.5)

F; is the external force per unit volume, and W the rate of doing work. If w is the
fluid velocity, g =pu, and we may write Eq. (6.3) as
8[,L- 8Uji

i V| = , 6.6
p(at +n u) ox, (6.6)

where o j; = pp;iu; — t;; is the stress tensor.

The continuity equations must be equally true in all inertial frames. They are not
form invariant. Let us make a Galilean transformation of a fluid element moving
with velocity u at 7.

The transformation to the new inertial frame is X' = x — wt. p is invariant, and
the fluid velocity in the moving coordinate is u’ (X/l‘) = p(x,1) — w. We obtain,
since p is invariant and A" = A,

Py =y
ot &) = &

We leave it as a problem to show that the transformations are also

/
lij =1lij —Wigj —W;& — PW;W;

1
8’=8—g-w+5,0w2 6.7)
and

/ 1 2 1 2
S; =8 — s—w-g—l—i,ow w,~—t,~(,~w,~+§wg,~.

With this in mind, let us consider the thermodynamics of a local moving frame
with velocity u (x, ¢) in the fluid. w is a function of a particle position and time,
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that is, w = (X, t). There is a succession of rest frames for each x, ¢ of the fluid.
We consider the thermodynamics in these various frames. This is why the term
“non-equilibrium thermodynamics” is adopted. Let p, = p indicate a local rest
frame, at x, 1. We have

Po =P
g =0
[
gg=6— —
0 Z,OM
loij = tij — PMU;iIL;
1
S0,i =8 — (80 + EPILZ) My — oijldj (6.8)

For simplicity we ignore internal variables. The local intensive (additive) ther-
modynamic variables are p and &y. Hence it is reasonable to assume that the

entropy per unit mass, s = s (p, €g), and its derivative, ;E—SO l,= % are functions

of x, t. T here is the local thermodynamic Kelvin temperature. s is not to be con-
fused with the vector s, the energy flux. The pressure and chemical potential may
be similarly defined locally (Callen, 1985). The total (global) entropy is

S = / dsx ps. 6.9)

This is a result of the general property of additivity of the entropy. We have then

the first law,
€0 1
Tds=d|— )+ pd|— (6.10)
p P

dp = p(dpu+sdT),
where the chemical potential u is given by
up =¢eo+ p—Tps.
Let us now turn to dissipative fluxes and entropy production. If the local fluid

element is in equilibrium 79;; = pd;; and the energy flux so = 0, then Eq. (6.8)
becomes

lij = Pdij + Pl (6.11)

1
s = (80 +p+ Ep/ﬁ) ;.
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However, if this is not so, additional dissipative terms are added:
fij = péij + Pl + 15 (6.12)

1
§; = (80,ul~ + pu; + Epﬂzﬂi + [;;Mj + Sl*) :

In the local rest frame, fo;; = pd;; + tl.’;-, so = s*. The terms with * are the dissipa-
tive (also called irreversible!) parts. By means of Eq. (6.12), the conservation laws

may be rewritten as follows:

ad
p(—+u-V>u:Vp—V-t*

ot

0 oL,

T nV) o= — (ot PV R — Vs (6.13)
dat 4 8x.,~

and

0
— 4+ u-V)p=—pV-pu.
<8t )

Let us introduce the substantial derivative,

Form
DT  (dT Dp n 0T\ Degg
Dt \op/, Dt deo ), Dt
oT oT oT ou;
) ) e () i)
ap c &g o deg 0 0x;
The enthalpy 7 = 9 + p may be rewritten using the 7'd ps equation as

d d
hzT(£>+p(ﬁ),
T ), dp ),

Introducing the specific heat, we have

DT T ap v e (1 o, 4 Vst
i o - — (pc L s
Dt aey ), - BT Uiy,

Ds  (0s DT+ as Dp
Dt \dT ), Dt dp ), Dt’

Now consider
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With this, we obtain the important relationship

0 O,
—+V. =—(pT) ' |thi—+V-s*|. 6.14
(8t+ u)ps (pT) [f’axj+ ] (6.14)
This shows that the entropy continuity depends only on the dissipative quantities
s*, t;;. This is its importance.

From Eq. (6.14) we may write the time change of the global entropy,

ds OL;

— = | dx |S*VT T =T — | - /dA. T 's%). 6.15
o / 3x[ ”ij:| (osm+ T~'s*) (6.15)
Here the entropy flow appears as a flux across the area dA, and the dissipative
entropy production is given by

« O,

o=s"-VI ' Tt L
1 ij

(6.16)

This separation of entropy change into a flow and spontaneous production is the
principal point of this section on dissipative thermodynamics. If there is no flow,
then we expect o > 0. This will be examined from the microscopic theory with the
irreversible equations we have obtained. In the case of zero flux, then,

a5 > 0, (6.17)
dt
the second law of thermodynamics.

We shall not, at this point, extend this discussion to the linear transport laws and
Onsager’s reciprocal relations. Comments were made on transport laws and the
Boltzmann equation in the previous chapter. The main focus has been to introduce
the entropy production due to dissipation.

In the chemical literature, see the book by Kondipudi and Prigogine (1998). The
introduction of a local entropy production and the dissipative quantities to a local
thermodynamics has been termed an extended irreversible thermodynamics. Partic-
ularly, see the work of Jou (1993, 1996). We prefer to utilize the title “dissipative”
to distinguish it from irreversible, the reasons now being clear. The approach here
taken is due to McLennan (1989).

Let us now consider the transport relations. * and s* are functions of x, ¢ through
their dependence on T (x, 1), p (x,t) and u (x, t). These relations may be non-
linear and have all order spacial derivatives. Considering Taylor expansions, the
simplest form is a linear one. For a fluid or gas with spherical symmetry, the
so-called linear transport laws are uniquely

s* = —AVT (6.18)

t;; = —277])” — 1’]/D,',‘.
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Here

1 /op; Ou;
D;i=—|—+-—L 6.19
72 (axj + 0x; ) (6.19)

D=D;=V-pn
1

Here A is the thermal conductivity, n the shear, and n’ the bulk viscosity. It has
been emphasized that from a microscopic point of view, these relations are derived
in the process of obtaining the steady solution to the Boltzmann equation.

By means of these, an expression for the entropy production discussed above
may be found:

o =AT > (AT)* + T~ ' [2nD;;D;; + n'D?*]. (6.20)

A, n, n’ are by hypothesis positive and thus also o. Equation (6.20) is a special form
of a postulate of steady non-equilibrium thermodynamics (Callen, 1985; Kondipudi
and Prigogine, 1998).

The transport laws, Eq. (6.18), are written generally as

Je = ZijSj, (6.21)
J

where the fluxes J; are linearly dependent on the generalized force §, also called
affinity. L j; are the linear transport coefficients, generally tensors. The entropy
production is (Callen, 1985)

$=> V& (6.22)
k

with §; = F, — F_. F is the equilibrium value. Eq. (6.20) is Eq. (6.22) for the
system being discussed.
Onsager (1931) proved that

Lj = Lyj. (6.23)

This symmetry is the major content of steady non-equilibrium thermodynamics
and has been verified extensively (Callen, 1985; Kondipudi and Prigogine, 1998).
For instance, in the case of the thermoelectric effect, the coefficient of the Thomson
effect is related to the derivative of the thermoelectric power (Callen, 1985).
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For the flux of the system being discussed here, we may write, generally,

oT a
S = Ay — gk (6.24)
8Xj 8Xj
oT oy
ij Jjk 9x; Nijki 9x;
The Onsager theorem gives a;jx = —Tbji;. These relations may be microscopi-

cally derived by Green—Kubo formulas (Green, 1951; Kubo, 1957). We shall not
go into this approach now but will treat it later in Chapter 15. However, see the
detailed discussion in McLennan (1989). Onsager brilliantly argued these results
by the consideration of the average equilibrium correlation function fluctuation,
((SX i 6 Xk (r)) of the extensive parameters X ;, X;. This is a delayed correlation
moment between T = 0 and . He assumed that there should be a time-reversible
microscopic symmetry,

(6X ;86X (D)) = (8X,;8Xi (—7)). (6.25)
From this we may obtain, at t = 0,
(6X;8X;) = (8X;8X), (6.26)
and using the macroscopic law,

§X; = Z L83 (6.27)

From Eq. (6.26) and Eq. (6.27) there follows

Y Li{8X;0%:) =) Lij (536X

We then obtain Eq. (6.23) also. This is indeed puzzling, in the light of the discus-
sion in the previous chapter. Eq. (6.25) is a reversible equation, whereas Eq. (6.26)
is irreversible and dissipative, containing transport relations.

The answer to this conundrum is that Eq. (6.25) is an equilibrium relationship.
It is due to microscopic reversibility in the equilibrium solution. This will be seen
in detail in Section 6.5, when we consider the derivation of the Onsager symmetry
from the point of view of the open system Pauli equation.
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6.3 Dissipation and the quantum Boltzmann equation

In Chapter 4 we wrote the Wigner function form of the quantum Boltzmann
equation, Eq. (4.31), as

dwR, V)+m 'P-Viyw (R, V)

do(Vi, V2>V, V)
//dVldQ —< - dZQ - 2) Vi —V,|
[w(R, V) w(R, V) —w @R, V) w R, V)]

t>0 (6.28)

This quantum Boltzmann equation has exactly the classical form except that gg 18
the quantum differential cross section and w is the Wigner function. This makes
for significant differences, because w % 0.

Already in Eq. (4.32) and following, we have derived the continuity equations,
Eq. (4.33), corresponding to Eq. (6.18) and Eq. (6.19). We have followed the
Chapman-Enskog work (Chapman and Cowling, 1970; McLennan, 1989), and we
obtained the formulas for the dissipative transport coefficients, A and n, the thermal
conductivity and shear viscosity. The Chapman—Enskog expansion was based upon
the assumption of

w =01+ ),

where we interpreted

fO(RV):”(znnliT)ieXp[ (2kT>(V "“)} (6.29)

as the local equilibrium solution to the Boltzmann equation, Eq. (6.28). This is
simply proved, classically (Balescu, 1975; McLennan, 1989).

But it is more subtle in the quantum case. (At this point we drop the explicit
vector notation for R, V.) Now f° (R, V) must obey

[ (R V') fO(R. V) — fO (R, V) f (R, V)] =

[N

and

fO(R, V) >0.

R. L. Hudson (1974) has proved that the necessary and sufficient condition for the
Wigner function to be positive is that it correspond to a wave function, which is
quadratically positive,

¥ (x) = exp (—% (ax2 + 2bx + c)) ,
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i.e. a coherent state (see Chapter 2). Thus, the only density matrix satisfying the
condition of Eq. (6.31) is Eq. (6.29). Here we make a similar argument, as in the
classical case (McLennan, 1989), to assign the constants.

f° is now positive. We also have the microscopic conservation laws for the
invariants mV, mVTz and 1, of the two-body elastic scattering. We then have

[In 2 (V) +1In f°(V3) —=In f° (V) —In f° (Vo)] = 0,

thus satisfying the condition of Eq. (6.30). In local equilibrium f° is a positive
Gaussian in V and parameterized by u (R) and T (R), and is uniquely positive.

The use of the In is not possible out of equilibrium, assuming that w (R, V. t) is
positive. The fact that local equilibrium is the only positive solution to Eq. (6.28)
would imply that all time-dependent solutions are negative. This is a serious pitfall
in interpreting Eq. (6.28) as closely analogous to the classical case. How close?
This is as yet an unanswered problem suggested by the Hudson theorem.

One way to continue, of course, is to reduce the spacially dependent to the
spacially independent case and obtain an equation for the marginal distribution
function

oV, 1) = /de (R,V,1).

Itis

do (ViVa—V[V3) IV, — V|
3¢ (V, 1) _/deldQ[ o = =J(¢)
[ (Vi.1)é (V.1) = ¢ (Vit) ¢ (V2. 1)]
(6.30)

and has a form exactly like the classical case. Since ¢(V, t) > 0, the same analysis
may now be made (Balescu, 1975; Huang, 1987). For equilibrium,

[0 (V) b0 (V3) — o (V1) ¢ (V2)] = 0,
or
Ingg (V) +1Ingy (V5) =Ingy (V1) +1ngg (Va).

The collisional constants of the two-body scattering then give

Po (V) =n <2nnl1<T>ieXp[ <2’I:1T) V=w ] 6.31)

the global Maxwellian (McLennan, 1989). Here u, T are not spacially dependent
but equilibrium thermodynamic properties of the entire homogeneous system. We
must note that Eq. (6.30), except for the nonlinearity, is of a form of the Pauli
equation discussed in the previous chapter.

[T
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The famous Boltzmann $) theorem (for a homogeneous system) may now be
obtained quantum mechanically. We define

ﬁ::/}gv¢m¢, (6.32)

and from the symmetries of the two-body scattering, we may write the fundamental
relation

1
/dth](¢) = Z/d3Vd3V1dQ|V1 - V|O'

x[h+h —h —h][e (V) (V) —d(V)o(VD],
(6.33)

where £ is any function of V (Balescu, 1975; Huang, 1987; McLennan, 1989).
Using this, we write the entropy production:

1Ka)
z7_/413V(1+1n¢)J

1 d Vd V dQ / ! g4/ ¢¢1
=7 | BVaVide|Vi = Vi|o (¢'¢) —¢¢1)ln¢,¢,. (6.34)
1
And since
(y—x)InZ <o, y>0, x>0, (6.35)
y
therefore,
d
—950 (6.36)
dt
For equilibrium we choose
Ho = /d3V¢0 In ¢, (6.37)

and we have

sa—sao=/d3V¢1n¢f

0

o o
= | d;V 1+ —|ln— —1 . 6.38
f3 d"){ +¢0|:n¢0 }} (039

H = $Ho. (6.39)

Thus,
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Here $)o is the lower bound of §. $ >0 and is monotonically decreasing as
t — o0. Thus, the equilibrium value is obtained as t+ — oo and 53 =0 It
is a Liapunov function (Liapunov, 1949; Lasalle and Lefschitz, 1961) showing
that asymptotically as t — oo, ¢ (p,t) — ¢o(p,t), the equilibrium global
Maxwellian.

Choose S = k$. S is the microscopic representation of entropy, and $
the entropy production. k is Boltzmann’s constant, k = 1.380658 x 10_23%,
introduced for historical reasons. Boltzmann proved Eq. (6.39) classically for
RV, t)In f (R,V, t). We remark that we have here assumed, using ¢ (p, 1),
that the system is initially homogeneous and evolves homogeneously to the global
Maxwellian, ¢,. There is no strong proof classically that an initially inhomoge-
neous system governed by Eq. (6.28) evolves to a homogeneous state governed by
¢o- In fact, it is probably not so.

The $) theorem led to the famous discussion of Boltzmann with Zermelo, the
recurrence paradox or the Wiederkehreinwand. We invite the student to read this in
the marvelous compilation of Brush (1966). Zermelo first argued by the Poincaré
recurrence theorem (Poincaré, 1890) that in an isolated classical system, any initial
phase state must recur with near precision in a finite time. This being so, how
can the monotonic decreasing $) function be correct, having been derived by his
dynamic equation (albeit approximate)? We must note that Zermelo formulated
the recurrence theorem in a new way based upon the conservation dynamically
of phase. This proof is repeated in the book of Huang (1987) and in the article on
stochastic processes by Chandresekhar (1943). The proof that a similar result holds
also in quantum mechanics is given by Bocchieri and Loinger (1957). We give this
proof in the appendix to this chapter.

How did Boltzmann answer? He agreed that the Poincaré theorem is valid but
then introduced the new element of interpreting his equation in a probabilistic
sense, as is done universally today. Poincaré recurrences are thus fluctuations from
the average, which at some long time may, infrequently, be very large. This picture
Boltzmann sketched in his final paper of the series. He said, “I’ve also emphasized
that the second law of thermodynamics is from the molecular point of view merely
a statistical law” (Boltzmann, 1896). In addition, in an appendix to his paper, he
estimated a macroscopic recurrence time, a task repeated in subsequent years by
others. He wrote, for his estimate,

(3n—4)

N 2Qn) z 43D
p— S
b 3e50003(n—1)

n = even

€C.

n is the number of molecules, a = 5 x 10" m/sec, and b = 2 x 10%’ collisions
per sec. The point is made that a large complete macroscopic recurrence is super-
astronomical in time.



6.3 Dissipation and the quantum Boltzmann equation 109

In his second paper, Zermelo does not accept the probabilistic view and insists
that the entropy principle has not yet been obtained from pure mechanical argu-
ments as he desires. He also raises the question of the special role of initial states,
saying, “But as long as one cannot make comprehensible the physical origin of the
initial state one must merely assume what one wants to prove” (Zermelo, 1896).
He then turns to the choice of irreversible conditions and says, “Not only is it
impossible to explain the general principle of irreversibility it is also impossible
to explain individual irreversible processes themselves without introducing new
physical assumptions, at least as far as the time direction is concerned” (Zermelo,
1896).

Faced with this, Boltzmann, in his second rejoinder, turns easily to the justifica-
tion of the use of probability in what we might call the law of large numbers. He
simply asserts that his theory is designed to be applied to a large system in which
n (his) is large, almost macroscopic.

The second question concerning the choice of improbable initial conditions is
more difficult. He suggests two possible assumptions: (1) the universe is in an
improbable state, and the system chosen from it and isolated from it at some time
is also in an improbable state, and the entropy must increase; (2) the universe is
in equilibrium. A subsystem fluctuates from equilibrium, and in it, the direction of
time is chosen for there always to be an increase in entropy.

The discussion stops, although Zermelo implies he will turn to it again with a
purely mechanical answer. At any rate, the great debate has begun which will be
taken up with enthusiasm in the next hundred years or longer. I cannot possibly do a
complete bibliography here, but only mention the more recent articles of Prigogine
(1973) and of Lebowitz (1993).

Now, in order to proceed further with an inhomogeneous case in obtaining
the $ theorem, let us linearize the Boltzmann equation by the Chapman—Enskog
procedure. This has been done earlier in Eq. (4.36).

We expand

w(Rp. )= f{ (1+ @'+ 0%+, (6.40)
where the local equilibrium is given by Eq. (6.29). Now, as earlier,
[ dspv w12 =0

for the summational invariants . Thus,

[@pvost=[apvs =0 i=12..
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@' is linear in the first-order spacial gradients. With this the Boltzmann equation
reduces to the /inear form

0 0 1
o VoV )ingt=—nie!,

where

nld = /d3uld9 glof)[®+ P — ' — D). (6.41)

Here, as customary, we changed variables from p to v, g = |V — V’| , and now
dropped the superscript 1 in ®. Again, as discussed in Chapter 3, we may use the
hydrodynamic equations to write the right side of Eq. (6.41) as

1 (1 5 1 1 ou,
1o = “mv? = ZkT | v- VT — ——m (v, — 28,0 | -—. (642
nkT? (2’"” 2 )V k" (v S ) ox,” 42

The solution to this linear integral equation may be written as

1 _aT 1 _

bP=—— -6 — - —%F;,—, 6.43
nkT? '9x; nkT ™" dx; (6.43)
where the two integral equations are now
1, 5
IGi = Emv - EkT v = Si (644)

1
I‘Iij =m <Ul'Uj — g(sijl)2> = Tl]

With Eq. (6.43) we may obtain the transport laws for A, the thermal conductivity,
and 7, the viscosity. We have outlined this in Chapter 4.
Consider the scalar product,

(k, Ih) = n? / dyvd3v1d Q2 (g) o fOk [h+ hy — W — 1] (6.45)
We may show, similarly to the proof of the fundamental lemma in Eq. (6.33), that
(k, Ih) = Ik, h). (6.46)

Thus, for the linearized Boltzmann equation,

(h,1h) > 0. (6.47)
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This is the important result. The equality holds if / is a summational invariant.
Using the integral equations given as Eq. (6.44) and the general expressions for A
and 7,

A= 5 (5. 6
serz O )
1
n= k_T (Txya ‘Ixy) . (648)

We recognize

3
W2k (@, [®) = —T28*VT — 715 21
’8xj

(6.49)

k is here Boltzmann’s constant. This is the expression for the irreversible thermo-
dynamic entropy production. See Eq. (6.16). We have for the entropy production

o =n*k (P, 1) > 0. (6.50)

We have obtained the Boltzmann entropy production theorem for inhomoge-
neous systems by utilizing the linearized Boltzmann equation and the associ-
ated Chapman—Enskog procedure, in order to arrive at the transport coefficients
with Eq. (6.48) and Eq. (6.49) (McLennan, 1989). The central points are the
inequality, Eq. (6.47), the use of the general thermodynamic definition of entropy
production, Eq. (6.16), and the microscopic relation Eq. (6.46). For the inhomoge-
neous case, we can do no more. Eq. (6.50) may be used as a basis for a variational
solution to the linearized Boltzmann equation. One can verify that Eq. (6.42) has
solutions, providing

W, S) = (¥, i) = 0.

This can be shown to be the case.

6.4 Negative probability and the quantum §) theorem

In an essay dedicated to David Bohm, Feynman (1988) argued the possibility of
negative probabilities in classical and quantum mechanics. There he gave a number
of interesting simple examples, from a roulette wheel to a two-level spin system.
We invite the reader to enjoy this. He pointed out the Wigner function as a quantum
manifestation of negative probability, arguing that such a concept is a helpful and
useful approach which need not or should not be an observable quantity.

We will carry this idea further to treat the Wigner function seriously as a neg-
ative probability in the derivation of the quantum Boltzmann $) theorem, directly
alleviating some of the difficulties discussed in the previous section.
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Consider the Wigner function Boltzmann equation, Eq. (6.28). Define again
H= f dRdvw (R, v,t)Inw (R, v, t). (6.51)
By means of Eq. (6.28) we may form an equation for § as before. We operate there
with
/dev(l + Inw)
and obtain
d$
dt’
The external force has been neglected, and so have surface flows at large volume.
Here the collisional functional is

d
E/devw Inw = (6.52)

d
I(¢) = /dvdvldQ lv— v % x ¢ [wyw — wiw']. (6.53)

By scattering symmetries we write

41A+lnw)y=I0+nw)+I(I+Inw)—1(1+hw)—71+Inw).
(6.54)

Now consider the difference of the quantum from the classical in the meaning of
Inw. Since w may be negative, we must consider the complex representation of
Inz:

logz =logr +i (6 &+ 2nm); n=0,1,... (6.55)
We will choose the principal branch (n = 0), and then
logz =logr +i0; (—m <06 <m). (6.56)

Maintaining the principal branch, we have the properties

logz; +logzo = log (z122) (6.57)
21

logz; — logz, = log <—) . (6.58)
22

It is the Eq. (6.57) relation that we wish to maintain as a thermodynamic additive
property. For the special case of negative probabilities, z = |w|exp (+im), and

logw; + logwy = log |wi| 4 log |wy| + 2ix
= log |w;| + log |ws]| (6.59)
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on the principal branch. And

lwi |
log |wi| — log |w,| = log ﬁ (6.60)
2

Now, for negative probabilities, we may use Eq. (6.59) and Eq. (6.60) in Eq. (6.52)
and obtain from Eq. (6.54) exactly the classical result:

41 () = —/dv/dvl v — vy| 0dQL (x, y), (6.61)
where
L(x,y)=(x—yln (f> (6.62)
y
and
X = |w’| |w/1| >0
y = |w||w;| > 0.

All this is as in the classical case, and L (xy) > 0, since x, y are positive. Hence,

9 <0, (6.63)
dt
or S = —k9.
a5 > 0. (6.64)
dt —
This is true for positive and negative w. The equilibrium value is ‘;—f = 0, which
requires |w/1| |w§| = |w| |w;z|. By the familiar argument, already made at Eq.

(6.31), we obtain a positive Gaussian distribution. Both the positive and the nega-
tive approach the Gaussian distribution. This is consistent with the Hudson theorem
previously discussed.

Now out of equilibrium § is complex:

S = —k/dvdelnw =k/dvdR|w| [In|w| 4+ mi]. (6.65)

This precludes the “counting” interpretation of entropy. A physical interpreta-
tion is not apparent. A few more remarks on this will be made in the section on
equilibrium statistical thermodynamics.

6.5 Entropy and master equations

Quantum master equations were discussed and derived in Chapter 3 for open sys-
tems. In the previous chapter the elements of irreversibility were derived for these
equations.
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Here we will turn to dissipation and entropy for such equations and the physics
and chemistry they describe. This is parallel to the preceding discussions of kinetic
theory. We will see that the discussion is technically quite different and the limits
are different from those previously discussed.

First we consider the Pauli equation for closed systems (Pauli, 1928). Eq. (3.25)
was

d
TP = Xﬁ: [WsaP (B, 1) — Was P (@, 1)]; t > 0. (6.66)

P (a,t) = pyq (1), the probability of state |«). The interaction potential V is
Hermitian, and
2
Wap =270 |[Vap| 8 (E (@) — E (B))
Wop = Wgq. (6.67)

We also note that P («, t) are positive. It is quite simple to obtain an §) theorem
from this equation. We define

H=) PP (1. (6.68)

It has the additive property for independent systems. We operate on Eq. (6.51) with
>, (1+1InP(y,1). We have

d
d_? => (U+InP(y. 1) (P(B.1)Wg, — P (y.1) Wyp).
vB
Since
Y PBYWs, =D P(y) Wy,
gB vB
we have
785
=2 WP (P(B.0)Wey = P (y.0) Wyp).
By
This may be written
s

Py, 0
— = P (B,1) Wg, 1 .
ar = 2P0 Wy n(P(ﬁ,t)>
By
By changing indices and using W, g = Wpg,,, we obtain

s 1
dr 2

P(y,t)
P(B,1)

S W5 (P(B.1)— P (y,1)n (6.69)
By
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We use the same inequality as in the Boltzmann equation, Eq. (6.35). Since P > 0,

Pyt
(P(B,1) = P(y,1))In——— <0, (6.70)
P (B, 1)
and since W, g > 0, we obtain the Pauli §) theorem,
a9
— <0 t>0. 6.71
dr — - (©6.71)

Not surprisingly, it is the same result as with the spacially independent Boltz-
mann equation. §) is again a Liapunov function (Liapunov, 1949), assuring the
time-asymptotic stability of the 1+ — oo solution. We may again define the
thermodynamic entropy, S:

S = —k$, (6.72)

k being Boltzmann’s constant. At equilibrium, § is a maximum as desired, and
because of stability,

ds
— =0 6.73
T (6.73)
From Eq. (6.53) we see that the equilibrium solution is
P (B,00) = P (y,00) for E (a) = E(y) (6.74)

= 0 otherwise,

where |B), |y) are states of the unperturbed energy H'|o) = E (@) |a), the
unperturbed energy shell.

The equilibrium solution is microcanonical. Further, S.; = +k Y, Puicro (@)
In Picro (o). We should note that this is microcanonical equilibrium on the unper-
turbed energy states and not on the state of H = H° + V, which would be
the beginning of a discussion of an equilibrium thermodynamics. This will be
discussed in Chapter 7.

Let us now turn to the case of open systems, which is our focus. Here the
situation is far more difficult and, as we shall see, less finished. We will begin
with the Lindblad—Kossakowski equation (Kossakowski, 1972; Lindblad, 1976).
As discussed and derived in Chapter 4, the solutions of this master equation are
the necessary and sufficient conditions for (¢, p¢) being positive for any |¢). Its
importance is that it represents a mathematically rigorous quantum, though lim-
ited Brownian motion description, concerning which there is much recent interest.
However, the physical content is limited, as has been recently discussed by Monro
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and Gardiner (1996). We consider the Lindblad—Kossakowski equation in a special
form (Gorini et al., 1978):

p=Lp 120 (6.75)
Lp = % 1:2__311 Cus {[Vasp ). ng] + [vj, p (1) V;S]} (6.76)

for an N-level system where
N2
HSR = Z VS ® VR Vi =V, and Cypp > 0 and symmetric.
a=1

This results from the Born approximation (weak coupling) with a free Bose or
Fermi reservoir. Another point of view which gives this result is the singular limit
discussed in Chapter 4. In this case (see Gorini et al., 1978),

hap (1) = Capd (). (6.77)

We may overlook the mathematical details but simply be concerned with this
restricted form of the Lindblad equation. This will serve our purposes here. In

terms of system states |i),
HS =" E i) (il.
i

We may write the commutators in Eq. (6.76) as
Ve 1) Gl o k) (kI Ve = Vg 1) (il Ve k) (k1 p]
—[Va 1)) (Gl p k) (k| Vg — p 1)) (1 Vg k) (k] Vel

Now, in the above, by an argument of Spohn and Lebowitz (1978), we consider
diagonal elements of p only, taking always

p= it pn P =0 (6.78)

This is justified by

exp (Lt) (exp (—i H®)pexp (i Ht)) = exp (—i H't) exp(Lt)p exp (i H'?) .
(6.79)
The diagonal elements are an invariant space, and we obtain

151' = Z Z Cozﬂ |:(Va)dj (V,;)d] Pj— (Vﬂ)dj (Voj)dj pi:| ; 1=z 0. (680)

Jjooap
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This is a Pauli equation for the probabilities p; (1) > 0. Now

Wij = Z Cap (Vo) (Vﬂ)ji . (6.81)
of

We note W;; # W;;. However, W;; > 0, since Vg = V;.
To define the equilibrium state, we assume the KMS (Kubo—Martin—Schwinger)
boundary conditions (Huang, 1987) for the density matrix satisfying

Tr[pAB (t)] = Tr[pB (t — i) Al (6.82)

for all observables A, B. From this the reservoir correlation function is
+00
hey (@) = / dtexp (—iot) Trg (0®V, V, (1))
—00

This has the time invariance of w®, the equilibrium density matrix for the
reservoirs. For a simple system, o® = exp (—8H) Z~!. We have

hay (@) = hyq (—0) exp fo, (6.83)
and thus from the Pauli equation at equilibrium where p; = 0,
Wirexp (—BE}) = Wy;exp (—BE?) = 0. (6.84)
We will define the conditional entropy
Sc (£> = —kTrf log i (6.85)
8 8

f and g are positive probabilities. We will now use a theorem due to Voigt (1981).
We may view Eq. (6.80) with Eq. (6.81) as a Markov equation for p;. We write Eq.
(6.80) as

pi (1) = Ppi (t); t>0. (6.86)
It has the property p; (¢) > 0. The Voigt theorem is from Mackey’s book, with

slight rewording (Mackey, 1992).
Let P, be a Markov operator; then

Sc (P’f> > Sc (i) (6.87)
Pg g

for f > 0 and for all probabilities g.
Now let g = p7, the equilibrium solution p} = P, p}, and f = p; (1) . We have

SC(Pffi) > S (p" Y)); £ > 0. (6.88)
P P

i i
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The conditional entropy is an increasing nondecreasing function which has as a
maximum S¢ ( j28 pl*) = 0. Note that the Markov process is irreversible, since
the Pauli equation, Eq. (6.80), also is irreversible. The main limitation for a more
general argument based on the Lindblad equation, Eq. (6.75), is the following:
although p is of a completely positive form, it cannot, in general, be construed to
be of the Pauli form, and thus Voigt’s theorem cannot be assured. However, we
could have used this argument earlier for the closed system Pauli equation, Eq.
(6.76). There the system has a microcanonical equilibrium, and S (P;p;) > S (p;)
for all p;.

Let us consider a different interpretation of this result by returning to entropy
production and flows previously considered in this chapter (Spohn and Lebowitz,
1978; Mackey, 1992). We begin with the entropy continuity law,

N
— = —div], = o, 6.89
o7 vJ o ( )

o being the local entropy production and J; the flow. We integrate on the system

coordinates and obtain
d Stotal

dt
Jiotar 18 the total entropy flow into the system due to the energy loss in the reservoir:
pdQ  dTrp (1) 1
= 0g pg.
dt dr B

Here pg = Z lexp (—ﬂH R); we assume a single reservoir in canonical equi-
librium as discussed in this section. A steady state may not be possible, nor is it

= Ototal — Jrotal- (6.90)

6.91)

Jtotal = -

necessary for the discussion now being presented. Now we integrate over time. We
have

t
S (1) +Tep (1) log pys — S (0) — Trp (0) log pj = / 0 ot (1) d1.
0

We introduce the conditional entropy, S¢ (%), and obtain

[Sc (p (1) | p*) = Scp (0) | p)] = / Ot () dt = (1) . (6.92)
0

Thus, the Voigt theorem gives

t
f oot (VdE =0, 130, 6.93)
0

The time average of the total entropy production over any infinitesimal time is pos-
itive. The change in the conditional entropy is related to the time average entropy
production.
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Let us now return and comment on the fundamental result, which assures that
Sc (Ptp,- | pl*) is ever increasing to its maximum, S; (pl* | pl*) = Sc (1) = 0,
where

Pipi = p} (6.94)

is the equilibrium state. We have assumed that it exists and is unique. We must then
examine the zero eigenvalues of the Pauli equation, Eq. (6.80), which we will not
do. A slightly more general derivation of these results has been given by Spohn and
Lebowitz (1978). It is also more complicated.

Spohn and Lebowitz have argued that the results may be generalized to more
than one independent reservoir, L = L; +e e+ L,, 8, e e f, and

Grotl = ) Gk toul- (6.95)
k=1

From here we will drop the “total” in the notation, leaving it to be understood.
Now we assume the steady state thermodynamic postulate

k
o = Z X, Ji, (6.96)
r=1

and for the heat flow case we take

X =(B—Bi)- (6.97)

Further, we introduce the linear transport coefficient assumption

Jo=Y " LyX;. (6.98)
j=1
Thus, as designed, we have
o= Y LB XiX;. (6.99)
k,j=1

The entropy production is quadratic in Xy, and since o is positive and real, so are
Ly (B)-

The symmetry will now be examined. This is the Onsager result (Onsager,
1931). Let us now use the Green—Kubo formula for the thermal conductivity
matrix (Lebowitz and Shimony, 1962; McLennan, 1989). This will be discussed
in Chapter 15. Here

L ) = [ de Te g @) Jj04]. (6.100)
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where Jip (1) = exp(L*t) Jyg, L* being again the Markovian weak coupling
Heisenberg operator.

The steady state is Lg (p s) = 0. We may now write the detail balance condition
(Kossakowski et al., 1977), since V* = V, and L* = L in the model considered,
Eq. (6.76). For steady state Lgps = 0,

exp (Lst) (Lijpg) = exp (L§t) (Lijpp)- (6.101)

This is difficult to discuss in more general cases (Gorini ef al., 1978; Spohn and
Lebowitz, 1978) and is a major obstacle to general proofs of Onsager’s result. To
continue, and using the condition [ka, P ﬂ] = 0, we have

Tr [exp (L§1) JugJjppg] = Tr [ Jepexp (Lst) Jigpg]| =
Tr [Jkﬁ exp (L?t) Jjﬁ,oﬂ] =Tr [exp (L*t) JjﬁJk,gpﬁ] , (6.102)

leading to the Onsager symmetry

Li; =Lj. (6.103)

Appendix 6A: quantum recurrence

The proof of quantum recurrence (Bocchieri and Loinger, 1957) is quite direct. It
says that, given a discrete energy Schrodinger state ¥ (), having its value ¥ (¢y)
at t = fy, there exists a time 7 for which [V (T) — ¥ ()| < ¢ for an arbitrary
small ¢.

The formal proof is to consider the solution

o0

V() =) raexp (i Ent) uy,

n=0

where Hu,, = E,u, . r, are real and positive. Thus,
o0
Iy (T) =¥ ()| =2 r2 (1 — cos E, (T — 1))
n=0

We may choose N such that

o0

Z (1 —cos E, (T —1p)) < e.

n=N

Then we prove by the property of almost periodic functions that there exists a 7 —fy
such that
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N—-1

D (1 —cosE, (T — 1)) <.

n=0

The theorem fails for a continuous spectrum.

A considerable discussion is given in the book of Schleich (2001) of estimates
of recurrent times, particularly in quantum optic models. Experimental results are
also discussed extensively. The theorem was worked out for density matrices by
Percival (1961). He placed conditions on the interaction potentials for quantum
recurrences to occur in the entropy. No estimates were made of 7.
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7

Global equilibrium: thermostatics and the
microcanonical ensemble

We shall assume here that the total system H = Hg + Hg + V = E is isolated.
Thus,

[HS,peq] = O’ (71)

and

by

dt

There has been no proof of this state, in the preceding chapters, for the total H.
There were arguments that the system in interaction with the reservoir, in some
approximation (basically weak coupling), approaches a state for which [H g, ,o] =
0. Eq. (7.1) is a fundamental assumption whose justification is based on empirical
results. It further carries with it an additional ansatz that the constant of the motion
H is unique for systems with many degrees of freedom.

In classical dynamics a sufficient number of other constants may lead to the inte-
grability of the dynamic equations (Farquahar, 1964; Balescu, 1975; Lichtenberg
and Lieberman, 1991; Scheck, 1999). Then the motion may be defined on a subset
of the “energy surface.” It must be conjectured that most systems of a large number
of degrees of freedom have only the energy as a constant. This is born out in the
proof of J. G. Sinai (1963) that a system of N hard spheres in a box has no integrals
other than the energy.

These matters may have only indirect effect in quantum mechanics, where the
question of the number of simultaneously commuting observables plays a similar
role. We will assume that, for a large system, only the total energy may be observed.
Thus, in the equilibrium state, p,,, we may choose

=0» Ioeq (t)zloeq (0)

Pmn = amamn, (72)

where H |m) = E,, |m). We now drop the explicit notation “eq.” Since we know
nothing concerning a fine structure on the surface of constant energy, we make the
equal a-priori hypothesis of Tolman (1938) and choose

123



124 Global equilibrium: thermostatics and the microcanonical ensemble

ay=1 E<E,<E+AE (7.3)

a, =0 otherwise.

This is the microcanonical ensemble and very much a classical distribution. Itis a
mixture, as can be seen by writing

p= Y Im)(ml. (7.4)

E<E,;, <E,+AE

Now normalization gives

Tp=1 Q= Y . (7.5)
ESEIIISE)71+AE
Q2 is a sum of the states in £ < E,, < E + AF and is a function of £, N and V,
the last being the macroscopic number of particles and volume.

7.1 Boltzmann’s thermostatic entropy

Carved on the tombstone of Boltzmann in the Zentral Friedhof in Vienna is the
formula

S =klogW. (W is here 2.) (7.6)

This is the remarkable connection of a macroscopic quantity, the thermostatic
entropy, to probability and the number of microstates. However, in his famous
paper of 1877 (Boltzmann, 1877), he introduced entropy in the f In f form, which
served the same purpose for him. The formula itself, in the form of Eq. (7.6),
is apparently due to Planck (1923). k is Boltzmann’s constant, as mentioned in
Chapter 4.

How do we understand this? The thermostatic entropy for a homogeneous iso-
lated system must be a function f (€2) of the number of microstates leading to
the macroscopic S. €2 is termed the thermodynamic probability. Now two inde-
pendent systems, ¢, and ¢, in Hilbert space, form a resulting state ¢; Q) ¢,, and
consequently

Q= Q. (1.7
Thus, by the law of independent classical probabilities,

S (Q1€20) = f () + f(822).

In the light of Chapter 1, this is a reasonable assumption, since the assumption
of equal a-priori probabilities leading to €2 is classical. The only way for this
to be true is if S = kIn 2, k being a constant entering for dimensional reasons
1.38 x 10723 J K. The really important point is Boltzmann’s connection of S to
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microscopic probabilities. This, of course, is also true in the modern interpretations
of the Boltzmann equation and its consequences, already discussed extensively in
Chapters 4 and 6.

7.2 Thermostatics

Once we have the equation for entropy,
S(E,V)=kInQ(E, V), (7.8)

we are in a position to obtain thermostatics from the microcanonical distribution
(Callen, 1985). From Eq. (7.8) we solve for S (E, V), knowing 2 (E, V) . Then

N S
dS(E,V)=|\—) dE+|— | dV, (7.9)
oE ), oV ),
and we now define the absolute temperature and pressure as
y 95 | (7.10)
e '
P = 0F | (7.11)
Now we may write
TdS =dE — aw, (7.12)
where the quasistatic work is
dW = —PdV.
Also, we may identify heat flux as
d0 =Tds. (7.13)

For systems with fixed particle number, being considered here, we have the first
law of thermodynamics and the definition of S. We, with Callen, further assume
that 7 > 0. Further results of this are done by Callen extensively in his book.
With these results, simply from micro statistical ensembles, we have derived the
macroscopic thermostatic (thermodynamic!) laws. It is all based on Boltzmann’s
assertion in Eq. (7.1).

The Einstein model of a lattice is a nice illustrative model of the microscopic

view. There are 3N vibrational modes. E is quantized with % quanta. This is
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the problem of placing hUTO (integer) indistinguishable balls in 3N distinguishable
states (boxes). The result is

. (3n5 +:%)!

) (7.14)
(N (%)'
Using Stirling’s formula for N,
In(N!)=NIn—N,
we obtain the molar entropy
S
sz—=3R1n(1+ﬁ) (7.15)
NA wo
+3Rﬁln(1 + @)
o w
N, is Avogadro’s number where the equation of state is
= 3N hwy. (7.16)

It is characteristic of this model that T% = 0. We have

L_as _ k| 1+3NNh
— = —— = —— |n —_— w .
T~ 9E  hawo g AT

7.3 Canonical and grand canonical distribution of Gibbs

We will take the entire isolated universe, system plus reservoir, to be in micro-
canonical equilibrium and from this obtain the system statistical state, which will
be canonically characterized by a parameter, 8. For the moment, no particle inter-
change is possible with the reservoir. Only energy may change in the system. Let
P; be the probability that system S is in state £ ;. We have

e (Er — Ej)

T Qr(Ep)
The reservoir is assumed to be so large that it is microcanonically distributed. The
numerator is the number of reservoir states which are in E7 — E;. These are a
priori uniformly distributed. Thus Eq. (7.17) is the functional number of reservoir

states for which E7 — E;, thus reflecting indirectly the system probability P;, a
remarkable result indeed! Using Boltzmann’s formula we have

ol (£~ £))
! exp (k= Ssir (E7))

(7.17)

(7.18)
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Let U be the average energy of S. We may expand

(E; = U)

Sk (Er — E;) = Sg (Er —U) — T

and obtain
P; =exp BF exp (—,BEj) . (7.19)

This is Gibbs’s canonical distribution (Gibbs, 1961); see also Tolman, 1938;
Balescu, 1975; Callen, 1985). Here § = 1/kT, and we identify

F=U-TS (7.20)

as the Helmbholtz free energy. Define the partition function, Z = exp (— F) . Then
normalization of Eq. (7.19) gives

Z= Zexp (-BE;). (7.21)
J
This is the cornerstone of equilibrium calculations. We obtain
—BF=InZ (7.22)
and
0 (InZ)
= Y
_,0(n2)
P=p'— 7.23
p 3V (7.23)
S=kInZ +kpU. (7.24)

From Eq. (7.24) using Eq. (7.19), we find that
S=-kY PjnP, (7.25)

J

in terms of the canonical distribution of the system, S.

Comments should be made here concerning the equilibrium entropy. We note
that Eq. (7.11) is for the system in interaction with the reservoir, in a sense a
“reduced” entropy. The Boltzmann entropy, Eq. (7.1) upon which it is based, is the
entropy of the universe (system plus surroundings). Both are in time-independent
equilibrium. The entropy production form, Eq. (7.25), has been achieved previ-
ously for the time-dependent Pauli equation and Boltzmann equation in special
cases, as in the asymptotic time limit t — oo (see Chapter 6). This does not at
all justify Eq. (7.11) as used here. We further note that S = —k$), § being the
function $ of previous chapters. From general statistical considerations, Shannon
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has related this to statistical uncertainty or disorder (Shannon and Weaver, 1949).
This has important engineering applications.

Let us now generalize the results to allow exchange of particles between the
reservoir and the system. For the system plus reservoir, we use the simultaneous
eigenstate

I:IS+R |M (E/ N)> =E;N |“ (E/ N)>
N|w(Ej N))=N;|u(E;. N)).

Here N is the number operator which commutes with I-}H r. It is assumed that
N =) j N;. Now we write for the universe Q2 (E, N). Using this and the same
argument as in the canonical case,

Qg (Er — Ej, Nr — N;)

P(E;N)) = Qr (ErNr)

(7.26)

As before, Ey = E and Ny = N emphasize the conserved quantities of the system
plus reservoir. We now obtain

1 1
P (Ej, N]) = exXp [ESR (ET — Ej, NT — N]) — ESS+R (ET, NT):| (727)

and consequently, on using a Taylor series expansion,
P (E;,N;) =exp(By)exp(—B (E; — uN;)). (7.28)
This is the grand canonical distribution where v is the grand canonical potential
Y =U-—TS—uN. (7.29)
Normalization of Eq. (7.28) gives

exp(—BY) = Zg = Y _exp (—B (E; — uN;)). (7.30)
J
This is the grand partition function. It is a function of 8 and u, which must be

obtained by an additional condition on the number of particles. It is the chemical
potential or the Gibbs potential. We may show that

du =Tds — Pdv. (7.31)
Introducing U = (N)u, S = (N)s and V = (N) v, we obtain

dU =Tds — PdV + (u —Ts + Pv)d (N) (7.32)
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and

g=w—Ts+ Pv) =pu, (7.33)

the Gibbs free energy per mole. Finally, we may collect all the statistical mechanics
connections to thermodynamics for this ensemble:

U = (E) (7.34a)
S =k[InZg + B (E) — Buu (N)]
§=HU
(E) = -2 (InZg) + ukT - (In Z¢)
2B o
P =kT-> (InZg) (7.34b)
A%

(N) = kTi (In Zg)
ou

We have tabulated these separately to emphasize that Eqgs. (7.34b) represent
simultaneous relations determining the equation of state and the Gibbs potential.
Examples given later will emphasize this. Note that there is a variety of notations
for Zs, the grand partition function. To finish, we will calculate the equilibrium
fluctuations about (E) and (/) with this ensemble (Tolman, 1938; Callen, 1985).

7.4 Equilibrium fluctuations

When the system is in interaction with the reservoir in equilibrium, we may expect
that there are fluctuations in the thermodynamic variables. Fundamental references
are Einstein (1910); Landau and Lifschitz (1967); and Callen (1985).

Consider first the canonical ensemble. We have

(Ey=E=2") Ecexp(—BE) (7.35)
k
_Z_IB_Z
= 35
Now
A’E = E? — (E)’ (7.36)

is the variance of E. We find
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Thus
—oU aT
A’E=——_—=kT?Cy (7.37)
oT 9p
in the case of PdV work, Cy being the heat capacity and positive. This is, in
fact, a macroscopic stability criterion. If we expand P (E) about equilibrium, the
positive Cy of the resulting Gaussian behavior assures this. The magnitude of these
fluctuations may be estimated as

AE) 1
E _(%y

and is unimportant for the system in equilibrium with a large number of particles.
Similarly from the grand ensemble we may find that

_ 0
BN = — (InZg)
ou
and

A*(N)=pB" (B—N> (7.38)
B au V.T ' .

AN = = 1 . . .
We expect ‘;—Z ~ N, so % ~ N2 with the same conclusion as earlier.
There is another useful thermodynamic relation. The isothermal compressi-

bility is
-1 /dV
Kr=—|— . (7.39)
V- \oP/yr

We may obtain diu = +vd P — sdT and show (%)T =v (‘?—P)T and thus

v

—N? (9 P
Ny (2B (7.40)
Vi \ON/y vV /)nr
Consequently
(AN)* = Kz (7.41)
N B’ '

Hence K7 must also be positive. A main point of these results is that the thermo-
static laws become exact in the limit N — oo. T. G. Kurtz (1972) has proved a
similar result for chemical kinetics. The chemical reaction equations are exact as
N — o0, and the stochastic effects play no role.
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7.5 Negative probability in equilibrium

Let us return to the possibility of negative probabilities in the light of the Wigner
representation. This discussion was begun in Chapter 6. In the canonical ensem-
ble formula, Eq. (7.19), we assume that w may have negative values for P;.
Consequently,

S=—kY_ |Pi|In|P;| —kxi ) |P;|. (7.42)
J J
After Feynman (1988), we normalize the “probability” as
Z Pi=1 (7.43)
J
and write
S=5 4+, (7.44)
where
S, = —kz |P;|In|P| (7.45a)
S; = —kig, (7.45b)
where the “angle”
p=n3|P,| <. (7.46)
J

The entropy is complex, having a phase ¢. This phase is obtained from Eq.
(7.46). We may view the entropy as a function S (E, V, ¢), ¢ being a macroscopic
thermodynamic phase variable. Hence

dS—aS| dE+8S| dV+8S| de (7.47)
T ' ay 'F¢ agp EET '

where, as before,

asl 1
dE ' T
asl _p
ov ‘BT
9S ,
_|V,E=_kl,
¢

—ki being a small imaginary constant. The real part of the entropy obeys

TdS, =dE 4+ PdV, (7.48a)
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assuming the heat flow and work are real. (Need this be true?)
dsS; = —kid¢ (7.48b)

is governed by the distribution of the “positivity” of the probability distribution
7Y Pi—m Y |P|=dg. (7.49)

This is determined by the reservoir.

What is the mechanism for this macroscopic quantum effect? If d¢p = 0, we
would then insist on positive probabilities, P;. Of course, we may attempt to main-
tain Eq. (7.49) on an equilibrium thermodynamic scale. Feynman obtains such
results for a microscopic model based on the assumption of the possibility of
negative P;.

7.6 Non-interacting fermions and bosons

Let us consider the important examples of systems of non-interacting Fermi
and Bose particles. Assume the energy of a single-particle quantum state to be
E; (k =1...). The total energy of the non-interacting system of identical parti-
clesis Ey,; = Y, niEy, where {n} = (ny,na, ..., ng,...), ny being the number
of particles in single particle state k. This, of course, is the occupation number
representation which may be systematically developed by the methods of second
quantization (see Balescu, 1975; Plischke and Bergersen, 1989).

The total number of particles is N = ), n,. We write the grand ensemble
partition function as

Zg =) exp(BNu) Y exp (—,3 anEk> . (7.50)
N=0 k

{n}

The restrictive prime on the summation in Eq. (7.50), N = _, ny, is removed by
the first summation on all N. Thus,

ZG=ZZZ...exp<ﬂZ(u—Ek))nk:Hk{Zexpﬁ(,u—Ek)nk],
k

ny ny n3 ng

There are two occupation number possibilities brought out in the symmetries of
the many independent particle wave functions. The Fermi states are Slater deter-
minants, and the bosons are so-called permanents. For fermions, n;, = 0,41
only, as a result of the Pauli exclusion principle, whereas the boson states allow
ny =0,1,2,...This is because of the fundamental commutation laws of the latter
and anticommutation in the case of the former.
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For Fermi—Dirac we obtain

> exp(B(u—E)n) =1+exp(B(u— Ep).

n;=0,1
and for Bose
o
Y exp(B(w—E) = (1 —expB(u—E)) .
n=0
We may write concisely
Zg =T {1 Fexp (B (n— E)T. (7.51)
(—1) Bose
(+1) Fermi-Dirac
Now we may show that P (n;), the probability that n; particles occupy state Ey, is

exp B (u — Ep) ny

P = .
0 = S exp B (u — Eome
Hence,
D exp B (n— E) ny
= k . 7.52
V=S exp B — By 7:52)
Thus,

_expp(u— Ey)
(nk> - ’
1 Fexp B (LEK)

which are the Fermi—Dirac (4) and Bose (—) distributions. Now we may show that

(7.53)

PV =kT In ZG (754)

and obtain

PV =kT ) In(l + (). (7.55)

Nk

The thermodynamic quantities are

N=> (m)and E =) (n)E,
k k

N = Z (expB(Ex —w)F D!
k

E =Y Eiexpp(E,—p) F D).
k
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With the above we can calculate S from Eq. (7.46):

S = kY [(n) log (me) £ (1 £ (m)) log (1 % (my))] (7.56)
k

Quite generally, we have the thermodynamics of ideal quantum non-interacting
gas. Now let z = exp u, the fugacity. We then have a pair of equations which
implicitly are the equation of state:

PV

o anG_:FEZRg(1¢zemN Ber)) (7.57)

Z ZeXp (_ﬂgk)

d
N=z—InZs; = .
1 F zexp (—Bex)

. (7.58)

For the purpose of physical parameterization, let us adopt a continuum state
model:

D; mi
Hi:— pl‘:hki ki:— m:O,1,2,... (759)
2m L
Then as L — oo,
+00 00
ZQ/ @%/g@%, (7.60)
k —0 0
where the energy density of states is
g@ﬂk—4n< )Vvik (7.61)
‘We then obtain
P
T = 3/ f5 (2) (7.62)
N 1
AR Ff 3 (2)
for fermions. For bosons,
P 1
1 1
MERELE (2).
Here
27

(7.64)

mkT’
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which is a measure of quantum wave properties, the thermal de Broglie wavelength
-1 +1 1
()—72 (7.65)

Here

4 00
f3 @) = ﬁ/o dxx*log (1 + zexp (—2%))
_py g

oo
3 )

=3t
fi@ =510 =2 —

=1

(7.66)

| N

—4 [® >
/ dxx*log (1 — zexp (— Z
0 =1

83 (Z):ﬁ

~
(T[]

and similarly

I\)\Lnl N

and
83 (z)—z—g (2) =Z

For the preceding expansions of the integrals to be valid, z < 1. In the Bose
case, this continuum limit has not treated properly the near-ground states. Much

more will be said in the next chapter about this
We may compactly express the small z approximation
=k (1402732 4382+ ) (7.67)
N 1
v =—=c\3 (z + 92_%z2 +372z7 + ) (7.68)
v
6 = +1 for bosons and — 1 for fermions.
By iteration, for low density, Eq. (7.67) is solved for z = exp
=3[l =022 3% + -] (7.69)
This is used in Eq. (7.67) to obtain
= ok [1—627F0% .| (7.70)
3 3 _3.3
U=§PV=§NI<T[1—92 Do, (7.71)
The expansion parameter is now apparent
h2 2
) c L 1.

Ve =
(271ka
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The first term is, of course, the classical Boltzmann result. For hydrogen at standard
conditions, T = 300K, cA*> = 10~ and at 1072K, cA> = 1072, The quantum
effects are negligible for such gases.

7.7 Equilibrium limit theorems

A very important question is the existence of the partition function (microcanon-
ical, canonical, grand canonical) for reasonable potentials in the thermodynamic
limit. Considerable work has been done in this regard, mostly classical. The first
work was that of Van Hove (1949). Ruelle, in his book of rigorous results, treats
uniquely full quantum systems (Ruelle, 1969). It is beyond the scope of the remarks
to be made here, but a mathematically mature reader is encouraged to look at this
book. Concerning the canonical partition function, it is outlined in detail by Mun-
ster (1969). Balescu (1975), in a very readable fashion, outlines the Van Hove
work.

We will follow Munster’s discussion of the microcanonical case, since it is the
simplest and contains the weakest assumptions. This is due to Van der Linden (Van
der Linden, 1966; Van der Linden and Mazur, 1967). Our principal purpose will be
to state the resulting theorem and the physical conditions for the proofs.

We write the entropy per particle as s (e, v),

Ns(e,v) =InQ(E,N,V),

where the quasi-quantum phase volume (Balescu, 1975) is

1 E
Q(E) = m/ ds, (7.72)

which may be written after momentum integration as

Q@m)3V
3
RNNIT (3N + 1)

« /V daw [E— U (@)Y 0 [E - U™ (¢V)].

Q(EV,N) =

(7.73)

The Heaviside function, 6, contains the N-body interaction potential U" (qN ) =
UV (q; ...qn),and the N!is because we are assuming particle identity. The factors
multiplying the integral contain free particle de Broglie wavelengths. In this sense,
this is quasi-quantum. To discuss the thermodynamic limit, we assume that V is
a cylinder of constant cross section parallel to the z-axis. The upper and lower
surfaces at z = h and &’ have walls of constant thickness %Ro. The so-called
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free volume is (h — h’)A. In the thermodynamic limit (h — h’) N and A are held
constant.

The initial assumptions concerning the classical many-body potential are more
general than with the B.B.G.Y.K. hierarchy discussion (see Chapter 4). Assume
that

UNgi-..qn) =Y uP @)+ > u®(qq) (7.74)

i N>i>j>1

+ Z u? (qiqiqu) + -

N>i>j>k>1

Here the cluster decomposition is evident:

u (q1) = U" (q1)
u? (q192) = U (q1g2) — U' (q1) — U" (q0) ete.

The basic assumptions beginning the proof are:

UV (g2 ...qn) is symmetric in N.

UV (g1 ...qy) is translationally invariant.

U" (gn) is piece-wise continuous in UV (¢V) < E.

Stability condition: UY (g1 ...qn) = —Nu4 for all ¢ ...qy and all N. We
now also assume the so-called tempering condition. Here it is called strong
tempering, making the proof weak.

Sl e

> Ro

5. Strong tempering: U MN1N2) <q1 o qNy g --~‘1§vz) < 0 for ’q,- — q}
for all g;, q;.

Let us examine these conditions. As earlier, the condition (1) is classical particle
identity. Condition (2) excludes external fields, and thus transport phenomena, as
discussed elsewhere. Condition (3) implies that UV (g, ...qy) is bounded from
below and may allow Lebesque integrals. The stability criterion (4) appears to
be due to Onsager (1939). This may be examined for pair potentials (see Ruelle,
1969). The violation of stability is termed catastrophic potentials. An example is
an attractive square well with no hard core. Here the bound is ;4 = 0. Ruelle has
stated the proposition that the pair potential of the form

U (x) = ¢, (Ix]) x| < a
Ux) = —¢,(Ix]) x| = a;

is stable. Lennard—Jones potentials are of this type with

b, (x]) = ¢, (Ix]) = |x|™*; A > 0.
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The tempering condition (5) is more difficult. It may be shown to hold for pair
interactions if and only if

Ux)<Alx|™ x| > R,

particularly if A corresponds to Van der Walls and finite long-range pair potentials.
More generally, the mutual interaction energy of two separated groups of particles,
N 1 and Nz, 18

Ulqi---qm: q1---ay,) = U(q1-..qn,) = U (g1 q},) -

Here there are no particles in the distinct groups at a distance less than d, and
the net interaction is purely attractive. The distance between the distinct groups is
R. There are no long-range repulsions which would cause the groups Ny, N, to
explode. The positive part of the interaction is small at large distances.

Let us now state the important theorem in detail:

Theorem If conditions 1, 2, 3, 4, 5 are satisfied and the thermodynamic limit
is carried out (E — 0o, N — o0, V — 00, e = constant, v = constant) with a
sequence of cylinders of constant cross section A, then the function s (e, v, Ny),
the entropy density, converges uniformly to s> (e, v) for emn < 00, and Vpmin <
v < vy < 00,5 (e, v) has the desirable properties:

1. s (ev) is continuous and convex in e and v.

2. 5% (e, v) is a nondecreasing function of e for constant v and also a non-
decreasing function of v for constant e.

3. The derivatives with respect to e, v exist almost everywhere and are nonnega-
tive. And the derivative with constant v, with respect to e, is a nonincreasing
function of e. Also, at constant e, the derivative with respect to v is a
nonincreasing function of v.

925> 925>
4. The 3%, 52

and

> exist almost everywhere and are nonpositive.

Two lemmas lead to the theorem.

Lemma 1 Lemma 1 follows from the stability condition property 4. It is the
inequality

dmm
3h2

s(e, v, N)an[ (e—i—,uA)T+lnv+§. (7.75)

2
Lemma 2 follows from strong tempering condition 5. We state it here:

Lemma 2 [f volume Vis divided into two subsets Vy, V, in such a way that for
Vi, —h — %RO <z<h"andfor Vo, hW <z <h' + %Ro, and in Vy there are N,
particles and in V, there are N» = N — Ny particles, then
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Ns (evN) > Nis (evNy) + Njs (e, vN,) (7.76)

forall N and Ny < N.

Functions obeying the inequality, Eq. (7.76), are such that s (e, v, N) are
sub-additive in N. Using these two limits, Van der Linden proved, using the
sub-additive property, that

lim s (e, v, Ny) = sup s (e, v, Ny) =s5% (e, v). (7.77)

Ni—o0 Np— 00
A similar argument also shows that for e (v, Ny),

lim €min (lek) = inf €min (ka) = €nmin (l)) .
Ni— o0 Ni— o0

In addition, from sub-additivity, following conditions 4 and 5, we may show that
s (e, v) 1s convex:

1 1 1 1
5% [5 (e1 +e2), 3 (v1 + Uz)] > ESOO (eqvy) + ESOO (e2v2) . (7.78)

From this, continuity in e, v follows. It also follows that the remaining results
in this theorem hold. The details are outlined in Munster’s discussion. The point
here is to give the reader an idea of how the physical conditions lead to the theorem.
This, and such theorems for the other ensembles, are the foundations of equilibrium
statistical mechanics as the basis of macroscopic thermodynamics.
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8

Bose—Einstein ideal gas condensation

8.1 Introduction

Let us turn to the unusual and exciting quantum effects first suggested by Einstein
(1924a,b). After translating the paper by Bose (1924) for the Zeitschrift Physik,
Einstein generalized it and noted, because of the particle identity, that there would
be a statistical tendency for the particles to “condense” into their ground state, the
state of momentum zero. Further, he stated that the condensation would begin at a
critical temperature. For a three-dimensional box, volume V, with N particles,

3 00

N h? 2 3

—_—) = 72 =2.612. 8.1

% (anch) ;J ®1)
We recognize this as )»i = 2.612, much beyond the limits of the expansion

discussed at the end of the previous chapter, Eq. (7.70).

Fritz London was one of the few to note Einstein’s suggestion and in the con-
tinuum approximation gave detailed calculation of the thermodynamic properties
of the condensate state for a box in the thermodynamic limit N — oo, V —
oo, ¢ = constant, Eq. (7.60) and Eq. (7.61). He boldly associated the resulting
transition (phase transition) at 7 = 3.1 K. with that for the super fluid transition
in “He at T, = 2.17 K. We will discuss this further and go through the London
calculation in detail in the next section.

The London continuum approximation was examined in detail by de Groot (de
Groot et al., 1950) in a heroic calculation of the grand ensemble for a variety of
trapping potentials. He examined in detail the apparent transition for finite .

Much later the technical development of supercooled dilute atomic traps in 8’Rb
(Anderson et al., 1995) and >*Na (Davis et al., 1995) led to the creation of dilute
condensates for finite numbers of particles in these systems of trapped condensates,

141
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no longer spacially homogeneous (see also Pethick and Smith, 2002; Pitaevskii and
Stringari, 2003).

This led to a renewed interest in finite N ideal Bose—Einstein condensation
(Bagnato et al., 1987; Grossman and Holthaus, 1995; Ketterle and Van Druten,
1996). These Bose—Einstein condensates are marvelous examples of spacially
inhomogeneous systems showing “exotic” quantum hydrodynamic properties. It
is possible to use the early theories of Bogoliubov and others because of the dilute
nature of the system. We will not have space or time to go into the hydrodynamic
inhomogeneous properties of these Bose—Einstein condensates but refer the reader
to the recent book of Pethick and Smith (2002) and that of Pitaevskii and Stringari
(2003).

In Section 8.5 we will examine fluctuations in the ground state. There we will
show, after Ziff (Ziff et al., 1977), that the grand canonical approach cannot be
relied upon to estimate fluctuations in the ground state. In Section 8.6 we will
return to the master equation methods of Chapter 3 and consider the recent master
equation for boson condensation of Scully (1998) and Kocharovsky (Scully, 1996;
Kocharovsky er al., 2000). Finally, in the chapter appendix, we outline the theory
of finite trap condensation of de Groot (de Groot et al., 1950).

8.2 Continuum box model of condensation

Again, for the grand ensemble Bose—Einstein continuum model, Eq. (7.63) and Eq.
(7.66),

P 1 1 &7

— =@ 8.2

et PTE Ly (62
N 1 1 1 o2
T 9 I 8.3
v =y s )»321213 ®3

The difficulty begins to appear at z = 1, u = 0. Note Eq. (8.3) in the limit0 < z <
1 (or u < 0). We define the critical particle number, N = N,:

Vv
N, = 3 -2.612.

There can be no larger particle number even though we have taken N — oo. What
is the origin of this unphysical limitation? As London (1938) pointed out, this is
the result of the unphysical neglect of the discrete ground and adjacent states. We
may also define a corresponding 7,

RN 1 13
kT, = X , (8.4)
m |V 2612
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which Einstein mentioned. For fixed density, no lower temperature can be achieved.

Let us break the discussion here and treat the single ground state in Eq. (7.57)
and Eq. (7.58) separately. Let it be p = 0. The remaining states will be treated in
the continuum approximation. Thus we have a better approximation to Eq. (7.57)
and Eq. (7.58):

PV

1
ﬁzan(;:—ln(l—z)—l-FVg% (2), (8.5)

and

Z

N =
14z

1
+ Fg% (2). (8.6)

We may now extend this to z > 1 and approximate, in this regime, g 3 (z) by g 3 (1),

defining again the critical temperature with Ai % = 2.612, obtaining

)\‘3
N =No+N%. (8.7)

Therefore, the ground state occupation density is

N—N[l T% 8.8
0= ‘(f) | (6:5)

We call 3/2 the critical index.

Below T, the ground state rapidly accumulates to N particles. Above T, there
is no ground state occupation. Does this have a physical effect? By the same
argument we examine PV /kT, Eq. (7.57):

P 1 1
FOI'T<TC k—T:VIn(l—z)—l-FVg% (Zzl) (89)
P 1

We must examine the first term in Eq. (8.9), (1 —z) =0 (%) as T < T,.. Hence
% In(1 —z) — O0as V — oo. Thus P is independent of V for T < T, whereas for
z < 1 Eq. (8.2) holds, and for z < 1, as discussed, P = ckT. The ground state has
no contribution to the pressure, which is natural, since this is the zero-momentum
state. In the zero-momentum state the system is spacially homogeneous, so there is
no spacial evidence of this condensation below 7.
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Now, from the exact formula for ideal quantum gas in the continuum limit,
PV = %E . We have, from the above,

3 VKT
=3 a0 T <T, 8.11)
3 g
E=JRT A T>T, (8.12)
83

We may eliminate z from Eq. (8.12). We need 83 () in terms of g 3 (z). This was
done by London in the appendix to his book Superfluids. The result is

3 T.\? T.\°
E=-RT|1-04618(=) —00226(=5) —...1: T>T,. (8.13)
> T T

With these results we obtain

T}
Cy =1.926R <F) T <T,
c s X
C 3R 1 +0.231 L 2+oo45 L. T>T,. (8.14)
= - . — . — ) ... >T.. (8.
) T T
As pointed out by London, a more careful analysis must be done at 7 = T,. He
examined
3 5 83 3 83
ChH= lim Cy=2-R(222_2229) (8.15)
(T-Te)—0* 2 2 g%(z) 2 81z

By the inversion, eliminating z in the limit, London showed the second term van-
ishes and thus Cy is continuous at 7 = 7. A similar analysis by London was used
to examine the discontinuity in dCy /0T at T = T,.. We find

3C R
A (—V) = 3.66—. (8.16)
aT T.

London then associated this “phase transition” with the experiments on “He of
Keesom (Keesom and Clusius, 1932). These wonderful experiments exhibit an
extremely sharp derivative discontinuity at 7. = 2.12 K. The formula (Eq. 8.3)
for this experiment gives T, = 3.1 K, as already mentioned. We will come back to
this association in the last section of this chapter.

In the preceding analysis the important limits N — oo, V — oo, N/V = ¢
have been implicitly used. This is termed the thermodynamic limit. The entropy is

givenby S = — (8£) |, = 22X |, . Using this and Eq. (8.9) and Eq. (8.10),
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5 1 5 831
S=kV=gs (1) =-n,V , T <T,, (8.17)
2o A 20 &0
2
where we introduced n,, (T) = A—Eg% (1) as the density of particles not in the

ground state. As expected, we see that the entropy below T, decreases with nor-
mal component density. The ground state, of course, has zero entropy. The latent
heat is proportional to this entropy.

Let us compare these approximate results with the exact results (without contin-
uum approximation) of de Groot (de Groot et al., 1950) for the box. They find, in
the finite N, V limit, a continuous curve for z (T'), which means that z (T), E (T)
and all their derivatives are continuous. Then, in the thermodynamic limit, they
show z = 1 for T < T, given by Eq. (8.1). E is given exactly by Eq. (8.8) and
Eq. (8.9). In addition, they obtain C, and C_ to be continuous, and the derivative
discontinuous. Also, the formula for the ground state density is Eq. (8.6). De Groot
did not use London’s periodic boundary conditions. The same equation of state was
found qualitatively:

T 2
PV =0.5133 (—) , T <T,

compared with 1.342. In the appendix we will illustrate their calculation by
considering their theorems.

8.3 Harmonic oscillator trap and condensation

For the ideal Bose—Einstein gas in a harmonic oscillator container, there is no
natural thermodynamic limit. Here

1
Ey oy = 2 (win1 + wany + w3nz) + Ey (8.18)
ninony € 0,1,2, ...
-1
N =" [exp(B(wini + oy +w3n3)) + B (Eg— 1) — 1]

ninon3

De Groot and coauthors discussed three possibilities:

1. N = n (a)’, where n is a mean density and a is the radius of a sphere containing
the particles in their ground state. Thus, take N — oo, a — oo, and n =
constant. However, this is unphysical, since Ej;,;,,; — 0.

2. Letv = ;—3 = aﬂf, = constant as N — 0o, a — 0. This choice suffers from
the same criticism as the first.

3. Afinite N — oo. z = 1 for all T. In this case it may be seen that
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/ exp(k )
N—N0=1imZ
= e ()

N — Np is finite except at T — oo, where N — oo, Ny — o0. The lowest
state is excluded.

Despite these difficulties, Bagnato (Bagnato et al, 1987; Grossman and
Holthaus, 1995; Kirsten and Toms, 1997) has introduced a continuum approxi-
mation to discuss the harmonic oscillator traps, motivated by the experiments in
progress. Since T is of the order of a few micro Kelvin and w; 100H_, Bw; < 1,
and Bw; is closely spaced, a continuum (though not exact) is expected to be a good
approximation. It is straightforward to construct a continuum approximation for
the symmetric harmonic trap @ = w; = w, = w3 in three dimensions.

The number of lattice points is neglecting the zero energy:

/ dnldnzdng =V (E) .
(wn1+wny+own3<E)

The latter integral is

1 E E—¢ E—¢g1—&p 1 E%
% (E) = E d81 d82 d53 = 8 E (819)
0 0 0

The answer for an asymmetric harmonic trap is

1 E?
v(E) = o (8.20)

1 . .
where Q2 = (wjwyw3)3 . De Groot and coauthors have obtained the density for a
general trap in w dimensions:

w
E .50 = Z (5150 =0,1,2,...). (8.21)
They show
G
V(E)=E"I = Ew/ dsy---ds, = ———FE". (8.22)
sy tsg =1 q!

Here 1 < ¢ < 2. This is the same as above for the harmonic trap « = 1. Bagnato
(Bagnato et al., 1987) also obtained such results.
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Using such continuous density of states, the argument of London may be carried
out, separating out the ground state contribution. Now, as before,

=No+ - f E*dE (8.23)
T2 @3 )y explB(E+Eo— -1 '

kT\?
=%+(§>g@x (8.24)

where

N0=ZT; 83(Z)=Z

Nl!\l

and the limiting value z = 1 gives g (1) = 1.202. Thus,

kT’

Defining, for the trap, a temperature associated with the onset of condensation into

the ground state,
1

N \3
kT, = Q . (8.26)
1.202
We may find for the trap for finite N
Moy (8.27)
N .

Since no thermodynamic limit may be taken, we do not expect a sharp change at
T.. Note the difference in temperature dependence from the box. Values N ranging
from 10* to 107 have been achieved so that 7o = 10°#K. A sudden transition
is seen in the Ensher experiments (Ensher et al., 1995) There the formula Eq.
(8.27) is obeyed very well. The condensate fraction ¢ v approaches 1 as T — 0.
We must reiterate that this is not strictly speaking a phase transition, since no true
discontinuity is found in the derivative of the specific heat.

Grossman and Holthaus (1995) have suggested an additional small correction
due to the w degeneracy of state |n). They write

1 E? 3 FE
=5 35 o2
Q> 2Q

This leads to a small shift in the critical temperature,

AT 3 1
g ——N 3
T,
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This is verified by numerical computation. Kirsten and Toms (1997) wrote an
interesting formula in general for such effects.

Let us finish this section by remarking on the heat capacity of the harmonic trap
(de Groot et al., 1950; Grossman and Holthaus, 1995). If the method of London is
used to make the continuous approximation,

kT’
InZg = o g4()—In(1—2). (8.28)
gn (z) is, as in Chapter 7, g, (2) = Y -, ,Z—n] With this we find
kT’
E = Ey+ 3kT o) & (2) T=>T. (8.29)
kT’
E =FEy+3kT o) & (1) T <T, (8.30)
kT’
E =3kT o 84 (2) T >T..
The heat capacity is in the N very large limit,
/Ty
c = 1anes (-) T <T. (8.31)
g (1) \Tc
C+=3[48+(Z)_g3(2)] T>T
@) @

z<1,

a formula similar to Eq. (8.15). An examination reveals that there is a discon-
tinuity in C itself at T = T, The magnitude is 6.6 Nk. De Groot et al. (1950)
had previously recognized this in their exact treatment of the harmonic oscillator
trap. Grossman and Holthaus further calculated numerically the behavior of C. for
small N. It looked like a “rounded” version of the A transition for 7 = T, the
discontinuity being less in evidence.

8.4 “He: the A transition

London’s purpose in discussing the Bose—Einstein condensation was to explain the
experiment of Keesom showing the A transition in the heat capacity of “He. This
phase transition occurs between Heyy, superfluid liquid phase, and Hey, liquid phase
at T = 2.17 K for pressure zero. See the nice discussion of Pitaeveskii and Stringari
(2003). London’s calculation gives T = 3.1 K, so he felt strongly that this was the
Einstein-suggested condensation. The reasons for thinking this could be true, in this
dense system where the average interaction distance is only a few angstroms, were
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mentioned by London (1954) and Munster (1964). The most compelling reason
was that the experiments of Osborne (unpublished) found no superfluidity at low
temperature in *He, a Fermi liquid.

In the modern sense, Hey is a superfluid. This will be discussed later. No mat-
ter what the pressure is, there is no liquid—solid phase transition, and there are a
number of “exotic” hydrodynamic effects such as zero sound velocity, quantized
vortices, zero entropy and free capillary flow. This leads to the two-fluid model of
Tisza (1940) and Landau (1941). The agreement between modern many-particle
calculations (Ceperley, 1995) and the A transition experiment is now good. The
temperature T, is correct. Since *He is a fluid, the atomic interactions are impor-
tant. A relatively simple estimate of their importance was made by Penrose and
Onsager (1956). We shall follow the brief discussion of Munster in his book.

The wave function in the ground state is ¥ (q; . . . gn). Itis real. For T = 0, the
two-point density matrix for one particle is

q —q N/ /g[/o wo( ...qN)dqz...qu. (8.32)
Writing this in the momentum representation, we may prove
. No
Iim r — o0 p; ()= v (8.33)

because of the rapid oscillations of exp (—i2np - r). We consider the pair correla-
tion and write

Vo (qr...qn) =[0™V]7 PV (g1 )
where
F" (q1...qn) = 0: |9i —a)] < 0. (8.34)

This is the quantum hard sphere gas. Q") is the classical normalizing factor and
is the configuration integral of the classical partition function. With this,

pi(ad—4d)= om / / FYV(qq' q>...qn)dg>...day.  (8.35)

Now the classical pair distribution hard sphere value is

, (N+ 1N
Iopalr (q q ) Q(N) f / F(N+1) qq qz ) dQQ e qu (836)

We find
1 Q(N+1)
pi(a—4q)= N oW P pair (T) - (8.37)
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Making use of the approximation to the classical pair correlation function,

N2
lim r — oo Ppair () = (V) = (8.38)

Thus, Eq. (8.33) and Eq. (8.38) give the ratio of the ground state occupation to the
total particle number

NO 1 Q(N-H)

NoV W (8.39)
This is simply estimated for “He by Munster after Penrose and Onsager. Taking
o = 2.56 angstroms, they find 0.08, which is much less than unity, the ideal gas
Bose—Einstein condensation answer.

The experimental ratio was obtained by neutron scattering after some numerical
calculations (Sokol, 1995). The result was 10%. This is in remarkable agreement
with the simple Penrose and Onsager estimate. These results show that the London
calculations of the Bose—FEinstein condensation properties are indeed too simple,
as was expected. However, the “He transition may still be considered an Einstein
condensation with interactions.

8.5 Fluctuations: comparison of the grand canonical and
canonical ensemble

Ziff, Uhlenbeck and Kac (1977), in a comprehensive article, showed that in the
thermodynamic limit for the ideal Bose gas, the grand canonical and canonical
ensembles give the same result for the intensive bulk thermodynamic quantities
p, u, s. The results may again be written, for completeness, as

_ 5 _ > k k 8.40
—V—5F83(2)+ P P <P, (8.40)
5k
=§—38§ (h P> P
u=g=—kTu o <P (8.41)
=0 P> Pe
383
“_223@ T>T. (8.42)
P 280
3
3 T\2 850
= kT (—) 2 T <T,
2 I.)] &)
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and
C 1583 9 83
_V - = Z(Z) 7 2(2) T > Tc (843)
k 4 83 48% (2)
3
15 /(T \?2 &8s
oy g
o/ 8w

83
Here p = % and p. = i—;l) Now it may be shown, for the canonical ensemble,
that

lim
V—oo

2\ 2
(nﬁ% = 0 for all n; and p, (8.44)

including the ground state. This is done utilizing

1 N
(ni) = — > niexp (—ﬁ ; nm) (8.45)

{nk}
and
|
(nf) = — > _niexp (—ﬂ > nm) . (8.46)
{nk} k

N is fixed. Since N is fixed and finite, Eq. (8.44) is reasonable. Now, utilizing
the well-known general relation for the grand canonical case, (ni) — ((m)? =
({(nx)) (1 + (ny)) for all k. In particular, we find that for the ground state,

(no)

Iim — =0 0 < P (8.47)
V—oo
=P = P P> P
2
lim <n—0) 0 p<p (8.48)
Voo V2 ¢

2
=2(p—p.) P >0
and thus the anomaly

- (n3) — ((no))*

V—00 V2 = (p - '05)2 : (8.49)

This exhibits large uncontrolled fluctuations in densities for p > p.. For the
excited state

2
— lim “X — 0. (8.50)
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Eq. (8.50) is not in agreement with the canonical result, since in this case N — oo

and is not fixed but is consistent, since we may show for (N) = N

AN)?
(( VZ) > =0 0 < P, (8.51)

Iim

V—oo
= (p—p.)’ L > P

For the condensed phase the fluctuations are those of the entire system. Ziff
et al. (1977) have explained this by considering a system A’ containing a smaller
subsystem A having a boundary A" — A. The region A is determined by the canonical
ensemble being an open system in the limit V, V' — oo. A" must be determined
by the canonical ensemble in contradiction to the results in the condensed phase.
We note that this is a difficulty with the average ground state number density and
its moments.

8.6 A master equation view of Bose condensation

A recent suggestion of Willis Lamb induced M. Scully and his colleagues
(Kocharovsky et al., 2000) to reconsider the laser transition analogy to a phase
transition (Degiorgio and Scully, 1970). They utilized the density matrix master
equation of Scully and Lamb (Scully and Zubairy, 1999) to possibly describe the
Bose—Einstein phase transition which we are considering in this chapter. Since it
deals with the master equation description of an open system (see Chapter 3), it
is pertinent to consider this here. The original quantum optics application will be
looked at extensively in Chapter 9.

Let us look at the ideal gas Einstein condensate from a master equation and
possibly non-equilibrium point of view. The reservoir is taken to be a system of
harmonic oscillators with bj. creation operators and a,j for the condensing Bose
atoms in state k, hv; being the energy of the particular trap, not yet specified.

The interaction is

V= Z Z gj,klbjaka; X exp (—i (a)j — v+ vl) t) + He. (8.52)
j o k>l
In the Markov approximation, with basically the assumptions of Chapter 3, assum-
ing p (0) = pg(0) ® pr (0), the infinite reservoir is taken to be in equilibrium.
The von Neumann equation for the Bose system is (see Kocharovsky et al., 2000;
Scully and Zubairy, 1999)

: X P i I i
pg = - Z (ny + 1) [akalal ps — 2a,arpsaya; + pga,aq, ak] (8.53)
k>l

K - +
— 5 anl [akal‘alakps -2 <a1a2p5aka; + psaka;alaz)] .

k>1
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The reservoir energies have been taken as continuous with densities D (wy;) and

assumed to be constant. Also, the off diagonal contributions wy; # wypp are
27 Dg?
2

neglected. Then x = . Also, ny = [exp (h“”d ) — 1]_1 , being the equilibrium
occupation of the infinite heat baths.

For the condensate system we will obtain a further reduced equation for the
conditional diagonal probability:

Py = Pug. iy (8.54)

{nky

The prime means ng + ), 20Nk = N. Here N is fixed, and {n;} is summed over
all n; but not over ng. This is consistent with the soon to be obtained canonical
equilibrium ensemble.

Further, assume that the excited states {n;}" are in thermal equilibrium at tem-
perature 7, the bath temperature. This factors the intermediate nonlinear equation
for P,,. It results in

Pn k) n,/
() =Y mp—2E k0,

no
{ni}

characteristic of a conditional probability. The excited states are now in equilibrium
at T and subjectto ), _,ny = N — ny, given np and N.
Finally, the simple linear “working” equation is obtained for P,:

dP,,
o -~ {Kny (10 + 1) Py — Kng—110Pug—1 + Hygno Py
Hyop1 (no+ 1) Pgir } (8.55)
where
= (w+ 1) (np) (8.56)
k'>0
Huy =Y e () + 1) .
k'>0

The averages in Eq. (8.56) are conditional. This is a linear irreversible birth—death
equation for the probabilities P, in the ground state. The occupation probabil-
ity P,, is changed from the states no £ 1, both increased by K, ,noP,,—1 and
Hy 41 (ng + 1) Pyy41 and decreased by K, 1 (no + 1) P, and H,noP,,. It is a
master equation in the sense of Pauli but not necessarily weak coupling in the
reservoir condensate coupling. It is better understood to be in the Van Hove limit,
as in Chapter 3 (A%t finite, . — 0,1 — 00).

For such an equation as Eq. (8.55), the steady “equilibrium” solution may be
readily obtained, as is the object of this discussion. The authors (Kocharovsky
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et al., 2000) have done this for a number of traps and condensate numbers. By
standard procedure, using detailed balance (Gardiner, 1985), one may obtain the
time-independent (steady) solution:

H;
PnO = ZN_IHf\,:n0+1K_’ (857)
i—1
and with this and normalization we write
N -1
Ki_
Zy =) oy, ., (T) : (8.58)
l

no=0

the canonical partition function.
Scully and his colleagues made the approximation for low temperature ny 4+ 1 &
1 and also made a constant coefficient approximation

K,y = N — no. (8.59)

N — ng is the number of noncondensed atoms. In this case,

Hu =Y g, (8.60)
k>1
and
N —nyg
1 Hn
o = S— L (8.61)
Zy (N —no)!
Normalizing to obtain Zy, there results, for the noncondensed probability,
exp (—Hi,) N!  (H,,)"
Py_y = P (=Hh) X (o) . (8.62)
I' (N +1, Hy) n!
Also, immediately,
N+1
(no) = N — H, —I—M (8.63)
’ " ZyN! '
HN
2 2 _ _ 1o
(n3) — (n0)* = (Ha,) (1 ({(no) + 1) = N!> :

They show that these approximations are valid in the weak trapping limit, 7 >>
€1, €1 being the energy difference of the ground and excited state. They appear
to be qualitatively true, in general, for the harmonic oscillator trap, which we will
turn to now.
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Consider again the three-dimensional (3-D) harmonic oscillator trap where
ek = h (kyw1 + kawy + kzws) .

Now H,, = Z (exp Bhiw — 1)
k>0

and nH,, = Z (exp Blik — 1)
k>0

As we have already done in Section 8.2, Eq. (8.3) and following, we approximate
the sums by integrals and also define the critical temperature as

N\
kT.=Q(——) .
(1.202)

where Q2 = (w1w2w3)% . We have

T 3
H,, = <7> N (8.64)

VH =(1>3N(g2<1>—g3(1>>
"o O

The number of particles in the condensate is thus approximately N — H,,,, where

3
ng =N (1 — (%) ), as we found in Section 8.3. The formula, Eq. (8.61), has

and

been numerically evaluated in the harmonic oscillator case and found to agree well
with the numerical results of Wilkens, Grossmann and Holthaus (Grossman and
Holthaus, 1995) for finite N.

Appendix 8A: exact treatment of condensate traps

We will outline here the exact evaluation of rather general traps by the summation
of the Bose—Finstein grand ensemble of de Groot (de Groot et al., 1950). Particular
attention will be paid to the box and harmonic traps. We suggest the reader look
into this impressive and rather complete work.

They choose generally the energy

M A se
,3((951...81,]):—2E (s1...50=1,2,...). (8A.1)
v=1 "V

Here a, . . . a, have dimension of length in w dimensions, A is a parameter ranging
1 < X < 2. A =1 is the harmonic oscillator (dimension possibly w = 3), and

A = 2 is the spectrum of the particle in a box. M is a constant. Then one has
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N =Y 2/ Golxy. j) (8A.2)
j=1
and
kT ;d _, _
E= Xj:Z]d_jH“=‘G“ (X, J) . (8A.3)
Here
_ M
= a’T
G, (x) =expx Z exp (—xs%). (8A.4)

s=1

G4 (x) (for x > 0) and its first and second derivatives are continuous monotoni-
cally decreasing. But G, (0) = oo, and G, (co) = 1. However, liII(l) x%Ga x) =
x—

(a_l)!.

Now consider z and the series
o0
R, )= 2/j™. (8A.5)
j=1

As we already know for 0 < z < 1, Eq. (8A.5) converges and reaches the g,
functions at g, (z = 1). The derivative

dR, . R,-1(2)

dz Z
is zero for z = 0. Butfor¢g < 1,z — 1 and R, (z) — oo such that

dR
(1= —= > (=g + DL
dz

Let us consider the inversion z, (R). We may obtain three regimes:

3 d*z
l<g<3 —25=0 (R =R, (1)) (8A.6)
3 d*z —1
=z — =— (R=R,( 8A.7
q=73 TR 2 ( ¢ (D) (8A.7)
3 d*z
§<q§2 TRE (R=R, (D), (8A.8)

andg > 2 j—; > 0for0 < R < R, (1). De Groot and colleagues proved the central
theorem for a, — oo, N — oo and v =constant where
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N
V= ~ withg = —. (8A.9)

o o
w o
I, ay

There are two cases:

(1) g =1forall T. z (R) is defined by

u(T)=v {(a—l)!}_w (%)q = R, (2). (8A.10)

(2) g > 1, then Eq. (8A.10) is valid only for T > T, where T, is determined by
the limiting value

v {(a—1>g}_w <¥)q —R,(z=1) andforT <T,. (8A.11)

Cc

z=1 (8A.12)

These two cases distinguish the behavior of z (T') and its derivatives. For case 1,
Eq. (8A.10) defines z as a continuous function of 7" decreasing monotonically from
z=1atT =0toz =0atT = oo. Case 2 is more interesting. R, (z) < R, (1),
and the functions meet at 7 = 7. T, is determined by Eq. (§8A.11), and now from
Egs. (8A.7), (8A.8) and (8A.9) we see the character of this transition in terms of
j—; and = . We find:

dr?"
dE d*E ,
For 1 <¢g<—-: E, — and —— are continuous at 7 = T...
2 dT dT?
3 2

For g = 3 (the box, w =3,a =2): 7 shows a finite discontinuity.

3 2
For — < ¢ <2: —— has an infinite discontinuity.

2 dT?

dE
For g > 2: T has finite discontinuity and thus shows a A transition at 7.

Only a finite transition 7, appears if N — oo for v finite. Now, for the box, a = 2,
and v is the mean gas density when N — oo. If v — 0O or oo, T, — 0 or oo,
respectively.

Generally, de Groot et al. prove that where N — oo, finite v, for the case g > 1

and T < T¢
N T\7
~0 (1 - (-) ) (8A.13)
N T.

This is London’s result with ¢ = % It was later proved by Grossman and Holthaus,
also.
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9

Scaling, renormalization and the Ising model

9.1 Introduction

The Heisenberg ferromagnetic Hamiltonian is
H==> F&§—h.) & (9.1)
ij i

Here §; is the electron spin operator at lattice site i. i is an arbitrary lattice vector in
d dimensions. Jj; is the spin coupling constant, the details of which do not interest
us except to say that it is strong, near unity. The details of the lattice are also not
important, and we will choose a square array and simply write J;; without the
explicit vector notation. The second term is the paramagnetic effect of the external
dimensionless field h in the z direction. As already discussed in Chapter 2, we may
write

P N
S = <ha, 9.2)
2
where ¢ are the Pauli spin matrices having the properties
A2 A2 A2 A2
ax_ay_az_l o =3 (9.3)
6,0y =—0,0,=10, (9.4)
6,6, =—6,6,=1i0,
0,0y =—0,0, =10,

for a given spin site i. Consequently Eq. (9.1) cannot be diagonalized in the spin %
basis set.

It is thought that the partition function written with Eq. (9.1) is the basis for
the description of the ferromagnetic phase transition, although this has never been
exactly demonstrated. A simplification of this was introduced by Ising (1925) in a
model of a spin chain. This will be the basis of the discussion here, as elsewhere in

159
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many good books (Huang, 1987; Chandler, 1987; Plischke and Bergersen, 1989;
Kadanoff, 2000).
The Ising model is a severe replacement of Eq. (9.1) by

Hy ==Y " Ji§ic8j: —h. Y §i.. 9.5)
ij i

Now the partition function may be evaluated in the basis which diagonalizes 7.
We have the diagonal form

/
(0'1 O’N|H1|O'1 O‘N>=—JZO','O'J'—]/IZZO','EE(O'1 O'N),
ij i

9.6)

where o) ... oy = =£1. Here appropriate factors of # and the number of nearest
neighbors have been incorporated in J and 4.

In his famous work, Onsager (1944) obtained the exact specific heat for the
2-D Ising model showing a phase transition. We shall not repeat this here, since
good descriptions of the transfer matrix technique (Schultz et al., 1964) already
exist. See the books of Huang (1987) and Plischke and Bergersen (1989). We shall
discuss this later by an approximation.

Let us begin with Landau (1941) mean field theory to introduce critical indices.
We will then turn to the phenomenological Widom scaling (Widom, 1965) and
then Kadanoff’s block spin scaling (Kadanoff et al., 1967). These are a prelude
to the consideration of the renormalization theory of Wilson (1971). Here we will
consider the use of these methods and results for the 2-D Ising model. This will
follow the nice introduction of Maris and Kadanoff (1978).

9.2 Mean field theory and critical indices

Recall the thermodynamic properties of magnetic systems. The work done by the
system with constant applied field is OW = —H-dM, where H is the applied
magnetic field and M the total magnetization (Callen, 1985).

The Helmholtz free energy is given by

dF =dA=H -dM — SdT 9.7
and for the canonical ensemble, as earlier,
A= kT)mZ (T, H), (9.8)
Z again being the partition function

Z = Trexp(—BH). 9.9)
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The Gibbs free energy, which will play an important role, is
dG = —-SdT — MdH. (9.10)

We drop the vector notation on M and H. It may be shown for the grand canonical
ensemble that

G (H,T,N) = uN,

so the g per particle is ;. Thus we have

S=- (%> 9.11)
oT )y,
and
H = (%> . 9.12)
oM ),
The specific heats are
Cy=-T (82—A> (9.13)
aT? )y,
and
Cy=-T (%)H 9.14)
The susceptibilities are
oM
Xs = (8_H)S (9.15)
and
oM
Xr = (ﬁ)r (9.16)

Two coexisting phases at equilibrium lead to the Gibbs phase rule. We have for two
phases, “1” and “2,”

=1 9.17)
H =H,
e %)

and consequently
si(T,H) =g (T, H). (9.18)
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From this, along the phase coexistence curve, the Clausius—Clapyron equation

follows:
du 51— 82
— = . 9.19
(dT>c0eX v — 2 ( )

Critical indices or exponents became important experimentally and theoretically
(Fisher, 1974). Near the critical point, it is assumed that the singularities are power
laws:

C,=A, (T —-T,)™“ T >T, (9.20)
C_.=A_(T.—-T)" T <T.
X, =Dy (T —-T)7" T>T, (9.21)
x_.=D_(T.—T)" T <T.
and
M =B(T.—T)" T <T, (9.22)

as well as the equation of state,

M= Hs (9.23)
The spin correlation length is
(s — () [s; — (5)) ~ exp (‘T”’) , (9.24)
where
E~(T-T)" T >T.
and

~(T.—T)™"” T <T..

The parameters (apparently disparate) o, o', y, y’, B, 8, v, v’ will be the central
focus of the subsequent discussion.

The mean field approximation, used many places in physics, replaces o ; in Eq.
(9.6) by the average value (a j> in the first term. <O’ j) = m, the magnetization per
atomic site, is independent of j. Thus we have an effective E (o ... oy):

Eer (0| ... ON) = —szoi —h, Za,.. (9.25)

The idea is that the effect of fluctuations is small in the interaction and that the
nearest neighbor sites effect a spin through their average value. This, of course,
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depends nonlinearly on all adjacent spins in a self-consistent fashion. The validity
of the mean field approach depends on the smallness of these fluctuations and may
or may not be true, as we will see.

We may immediately easily calculate m in this approximation:

_ Trogexp (=B E.s)
Trexp (=B Eeir)
We obtain a transcendental equation of state for m. Here we have incorporated the

number of nearest neighbors into J.
We may solve Eq. (9.26) approximately or numerically. For small 8J and & = 0,

— tanh [B (Jm + h)]. (9.26)

mo = BJmg — % (BJ) mp.
This has solutions
my =20 9.27)
and

1=p8J — % (BJ) m}. (9.28)

Eq. (9.28) is used to define the critical temperature, 8.J = 1 and my # 0. Using

this, we find
3 1
a3 (DY (LY (9.29)
my = T T ) )

Which solution applies? The Gibbs free energy is for small m

m% r
B LG (moT) — G (0, T)]=7(1—,8J)+ﬁm0—ln2. (9.30)

The solution to Eq. (9.29) has the lowest value of G for T < T, % = 1.1Itis
the stable phase. Thus, Eq. (9.29) represents the spontaneous magnetization in the
temperature range. For T > T,., my = 0O is the stable phase. f = % is the mean
field critical index already mentioned.

Consider now the susceptibility per spin site

(h1) = 9.31)
X s — I T - .
From the expression for m,
h* (BJ
% 0. 1) = L I ©.32)

1 — BJsech?(BJm)’
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as T — T;", we obtain

+
x70,7T)=——; T >T,.
KT (1- %)
By writing
T -1
m = Ftanh m (9.33)
we expand and obtain
X O0,T)=——;  T<T.
KT (1—-7)

The susceptibility mean field critical exponentis y = y’' = 1.
The specific heat is obtained by writing
1
H)=—J] o) =—=JINm>. 9.34
(H) ;m(o,) S Nm (9.34)

C;[ =0,T > T.and C;[ = %Nk for T < T,. Thus, the mean field does not have

conventional critical indices for the specific heat. This failure is what led Onsager to

examine the 2— D Ising model exactly, which led to the famous In (1 — 1) result.

T,
Also, we should note from Eq. (9.26) how, taking 4 # 0,
1
m:m+ﬁh—§(m+ﬂh)2. (9.35)

Near h = 0,
h=m, (9.36)

and the mean field critical index is here § = 3.
Eq. (9.30) is a special case of the general Landau approach to mean field theory.
Near the critical point, it is assumed that

Gm,T)=G(,T)+ %b (T)m?* + thc (T)m* + éd (TYym® ... (9.37)

b(T), ¢(T), d(T) are unspecified macroscopic coefficients. As with the Ising
model, it is assumed G (m,T) = G (—m,T), and only even powers in the
expansion appear. Assume C (T),d (T) > 0 and b(T) = by (T — T,). Then
G (m,T)— G (0, T) may have the double symmetric well curve for T < T,, which
disappears for 7 > T,. m = 0 is now a local maximum with symmetric minima on
either side.
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We write the free energy extremum condition

0G
— | r=0 (9.38)
om
bm +cm® +dm’ + - =
and obtain to m? order
1
b b
m=+|—0/| (T.—T)? T <T, (9.39)
c(T.)
having the critical index already obtained. Consider § = —%, and obtain the
specific heat
aS
C=T\|—
aT
rda  L(Th T <T (9.40)
= — - - < c *
dT?> 2\ ¢
d*a

We have not yet obtained the critical index for &, the correlation length. To do
this, we will treat the spacial dependence r by the Landau—Ginsburg macroscopic
fluctuation theory (Ginsburg and Landau, 1950). The total magnetization is

M = / dzrm (1), 9.41)
and the Gibbs free energy is
Gh@,T,m(@r)=A— /d3l"]’l (rym(r). (9.42)
Expand the Helmholtz free energy as a function of m (r):

A(m (). T) = /d3r {a T + gmz )+ Smt () + g (Am (r)]z} .
(9.43)

This is a spacially dependent generalization of the previous expansion, Eq.
(9.37). Assume f positive, and this guarantees the fluctuation term increases the
Helmbholtz free energy. This term is the simplest assumption which is invariant
under m — —m, which also determines the form of the other terms. Consider the
functional derivative

(9.44)
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Taking the variation of Eq. (9.43), we may write the Ginsburg—Landau equation
h(r) = bm (r) + cm® (r) — fA%m (r), (9.45)

where we have integrated by parts and assumed §m (r) = 0 on the boundaries.
Assume an expansion around weak fluctuations, ¢ (r),

m (r) =mo(T) + ¢ (r) (9.46)
and the inhomogeneity
h
h(r) = 705 ) locally; (9.47)
mo (r) =0 T>T, (9.48)
) b
my=—-— T <T,
C

as in the deterministic theory discussed earlier.
The linearized equation for ¢ is then

Ay L Pos T>T, (9.49)
f f ‘ '
5 2b ho
AP+ —¢p=——6() T <T..
f c
The solution is
h()f r
= — . 9.50
o= iz (-5) 720
The spherical correlation length becomes
Pt
=|— T>T, 9.51
: [b (T)] - &30
1
1 2
&= f T <T..
2b(T)

Since b (T) = by (T —T,.), £ (T) has the critical index v = V' = %, being
symmetric around 7,. ¢ (r) is indeed the correlation function, since

O O g rym ) = m ) m @) 952)
8h (0) ho

From the foregoing mean field considerations, a criterion may be obtained for

the self-consistency of the mean field approach known as the Ginsburg criterion,

which we write down as

2
d>2+ —'B, (9.53)
v
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d being the dimension. For Landau and mean field theories, = %

hence are valid for d > 4 and not d = 3. This is consistent with the fact that the

exact 2-D Ising values are 8 = %,

and v = % and

v=1.

9.3 Scaling

The failure of the mean field theory and its expression in Eq. (9.53) led to macro-
scopic scaling, due to Widom (1965) and Kadanoff (Kadanoff ef al., 1967), which
we shall now examine. For the magnetic case we generalize

A 1
=22y (r,m). (9.54)
om
We no longer use the Landau expansion. Let 1 = Z=1¢ and B is the critical

Te
index already introduced. Following Widom’s brilliant suggestion, take x to be

a homogeneous function of two variables:

X (,\%z, ﬁm%) — Ax (t, m%) : (9.55)
or equivalently, assume the Gibbs free energy singular part
G (t,h) = AG (A1, A" h). (9.56)

The parameters r, s will be determined. XA is the scale parameter. Using m =
% and x = % |;, we may obtain
m(t,h) = 2" 'm (A, A" h) (9.57a)
x (t,h) =27y (M, A7h) . (9.57b)

Also, C, = —-T (%27?) |1, SO

Cy (t, h) = A*T'Cy (M2, 17h) . (9.57¢)

Now we examine this near both sides of the critical point, + = 0, for ¢ small,
positive and negative. First we take 7 = 0 and assume A = —t5 . We have from
Eq. (9.57a) and Eq. (9.57b)

(14r)

m,0)=((=t)">5 m(—1,0) (9.58a)
X (1,0) = (=)~ x (=1,0) (9.58b)
Cy (1.0) = (=)~ "5 Cy (—1,0). (9.58¢)
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Now we choose + = 0 and the scale A as A = —I-thl for small &. Eq. (9.57a)
becomes

m (0, h) =h=5 " m(0,+1). (9.58d)

We may obtain similar equations for ¢ positive and also / negative.
Now, comparing with Eq. (9.21), Eq. (9.22) etc., we find

2r +1
y=p =2t (9.59a)
s
, 2s+1
oO=o =
s
and from Eq. (9.58d)
— 1
s = D (9.59b)
r
Also, Eq. (9.58a) gives
- 1
g th (9.59¢)
s
These relations may be rewritten compactly, as follows:
a+2+y =2 (9.60)

pG—-1)=y.

We have the remarkable result that there are only two independent critical indices
and these relations. The first was deduced as an inequality from thermodynamics
by Rushbrook (Rushbrook, 1963). The scaling laws are thought to be exact and
valid even when mean field theory holds.

There is another relation called hyperscaling,

dv=2—a, 9.61)

in which v is the correlation length index and d the dimension. The physical con-
tent of the scaling assumption, Eq. (9.60), is not clear. Kadanoff took an important
step by introducing the notion of a block spin Hamiltonian. We will see that the
scaling relations may be obtained from this. If we are near the critical point, t = 0,
we may expect that neighbor aggregates of micro spins may be statistically corre-
lated, such that (o;, o';) = 1 for |i — j| < Rand |k| >> ag. We may form blocks
of these spins. These RY volume blocks of d dimensions may then form a new
lattice with an effective (macro?) spin og on this lattice:

oR= Y O (9.62)

jkin R
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We assume that this new set of og are governed by an effective Ising Hamiltonian
with 4’ and ¢ and also K’ = B’J’. The number of block spins is N’ = |R|™* N.
The spins are “thinned,” to use a future terminology. We further assume ' — —#/,
t" — t" when h = —h. We then take

h' = hR* (9.63)
t' =tR’,

x, y being as yet unspecified parameters and positive.
The rescaled Gibbs free energy per site is now

g(t,h) = R“g (R*t, R°h), (9.64)
and the correlation length is
£ (t,h) = RE (R*t, R'h). (9.65)

Thus, scaling of the Gibbs free energy in R appears naturally from the block
picture. The A of Widom is R, and s is dy, r is dx in general.

Eq. (9.65) is a new result of the block scaling. Assume R = t5 and for h = 0,
E(1,0) =17 £ (£1,0). (9.66)

We obtain v = 1/y and show

d =2—a=dv. (9.67)
y
We have used d/y = 1/s = 2 — «. v is the correlation length. Eq. (9.67) is the
hyper scaling relation depending on dimension. All scaling laws, including hyper
scaling relation Eq. (9.67), hold for the 2— D Ising model exactly. Eq. (9.67) is not
true for mean field theory except for d = 4.

9.4 Renormalization

From the previous section we do not see the reason for two independent critical
indices, nor do we have a method of calculating these indices. The fundamental
method and deeper understanding of how to do this is due to Wilson, and we call
it renormalization theory.

To see the elements of this, we will consider the one-dimensional Ising model,
as Wilson did in his first paper (Wilson, 1971). The methods are far more general,
as nicely discussed in the book of Kadanoff (2000) and also in Wilson and Kogut
(1974).
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Consider again the 1- D nearest neighbor, Ising Hamiltonian energy
N N
H=-KY o041 —hY o (9.68)
i=1 i=1

where the coupling constants are K = 8J, h’' = Bh. Now we will drop the prime.
The partition function is

N
1
Z N,Kh = K i0i —]’l i i . 969
( ) {J;ilexp(; 0i0is + (o +a+1)) (9.69)

We wish to write this in a block spin representation with new coupling constants
K’, h'. We assert that there is a transformation (mapping) from N — N’ =
N/2, K - K', h — I Clearly it is possible to reduce the number of sites
and introduce blocks by summation (integration!), but is it then of the Ising form
with simply K’, A’ ? In fact, it is of a more general form:

1
z <§NK’h/> — Z (N, K,h)exp—Ng (Kh) (9.70)

=[ra] ™ z&n.

This is the Kadanoff transformation. The factor f (K) is proportional to the free
energy, and g (K) is independent of the system size. In the 1-D example for 2 = 0,
we sum on all even spin sites and introduce K':

1K) [epr (a + 0/) + exp (—K (o + a’))] = exp (K’oa’) , (9.71)
or, since o, 0’ = +1,
K = % In cosh (2K) (9.72a)
f(K) = 2cosh? (2K).
Using
1 1,
g(K) = Elnf(K)‘i‘Eg(K),
we have
g(K') =2g(K)—In [2«/cosh2K] . (9.72b)

Eq. (9.72a) and Eq. (9.72b) represent the transformation of Z (N K) when the num-
ber of sites is reduced by 1/2, forming blocks of effective spins. They are termed
the renormalization group equations. More generally,
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, 1 cosh(2K + h)cosh (2K — h)
K =-In
4 cosh® i
Wo—h+ llncosh(ZK—I-h).
2  cosh(2K — h)
g = % In [16 cosh (2K + h) cosh (2K — h) cosh? h], which we leave as a problem
for the student.

This procedure may be repeated from N’ — %, N’ = NT/ = % etc., introducing
repeatedly larger blocks with effective Ising constants K, K', K", h, h', h”, ...,
which change the scale of description. Wilson emphasized that this may be viewed
as a continuous transformation in block size and not necessarily discrete. We
have not made this explicit but have maintained a block picture for simplicity,
which is not strictly valid, but physical (Wilson, 1971). This is the essence of the
renormalization maps, the iteration of Eq. (9.73). We may write

(9.73)

—BG (NKh) = Ng (Kh) +1nZ (%N K/h/) (9.74)

= g (%)jg (Kj hj) -

Higher dimension is more complicated, but the procedure is similar. There are
now {K} = (K,...K,) coupling constants in d dimensions and »? degrees of
freedom, one of which is 4. The Hamiltonian energy is written

h
H=NY K, (o). (9.75)
a=1

The renormalization transformation gives new constants,
K, =R, (K;...K,), (9.76)

and the Kadanoff transformation is

Tri,, exp H = exp Ng (K) x Tr[a(] expH' (K'), (9.77)
where Tr exp H' = exp (%) . Therefore,
FAKY =g({K)+bf(K). (9.78)

Eq. (9.76) and Eq. (9.78) are the renormalization group transformations. b= f (K ’)
is identified with the singular part of the free energy (Niemeijer and van Leeuwen,
1976). In general, Eq. (9.76) is a continuous scale transformation and is analytic
at the fixed point. Wilson wrote down these differential equations explicitly. Eq.
(9.76) represents the solutions.
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9.5 Renormalization and scaling

This change of scale is represented by the sequence of coupling constant evo-
lutions. In a dynamic sense, there is a flow governed by Wilson’s equations
in the coupling constant space (Wilson, 1971). By construction, Z (K’, N ’) =
Z (KN). K is a vector made of the components (K,). Hence we may conclude
that the singular part of the free energy f (K’ ) = b~?f (K) (Niemeijer and van
Leeuwen, 1976), which is Widon’s scaling.

In the flow in K space under the renormalization, the fixed points play a special
role. This can be seen in the 1-D Ising example. We have for 4 = 0

1
K = ElncoshZK <K.

K = K’ for K =0and K = co. K = 0 corresponds to J = 0 and no spontaneous
magnetization, or to finite J for weak coupling. From the map the K’ = oo fixed
point is unstable, and the flow is toward the no-interaction fixed point. This, of
course, corresponds to the fact that in the 1- D Ising model there is no spontaneous
magnetization.

In higher dimensions the fixed points are

K* =R (K"). (9.79)

We may also argue physically, from the block picture, that the spin correlation
length obeys

£(K)=b""(K). (9.80)

We see that at the fixed point & (K*) = b~& (K*), which has two solutions,
E(K*) = 0 or oo for finite . One of these we have already met in zero
magnetization. The other is the critical point.

Let us examine this further in two dimensions with K, K,. We parameterize the
o b
kT.* kT,
by T.. The flow induced by the renormalization transformations is for 7 > T,
toward K| = K, = 0 and away for T < T, toward a zero-temperature ground
state. For £ = oo it is along a line of invariant criticality. This may be a saddle in
the Ky, K, space. The flow must be away from & = oo, since the renormalization
increases the block size. Consequently, &€ (K*) = oo is an unstable fixed point,
since & decreases on repeated mapping.
Now let the generally nonlinear map be

critical point (K., K».) = ( ) by fixing % Criticality is now determined

K =R, (K, K>) 9.81)
K; =R, (KiK>).
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We examine the solution by standard linear stability analysis. Let
5K, =K, — K7 (9.82)
and
5Ky =K, — Kj
be small. To first order we have the linearized map, by Taylor expansion,
S§K{ = M16K| + M8K,
8K, = My 8K + MxndK,,

9R; P . . .
where M;; = K, | K; K_;syé M ; is, in general, not Hermitian. We may diagonalize
this by obtaining the left eigenvalue and eigenfunction of

Z%iMij = Aoy (9.83)

ij
Since Ay (D) 1y (b) = Agy (bz), we may write, by the group property,
Ay = b7, (9.84)
introducing the parameter y,. Using the ¢,; coordinates we write generally
Uy = 6K 1941 + K204,
and
U, = 8K{¢a1 + 5K ¢

Hence U, = A,U,. The U, scale under the linear transformation by A,. Thus,
U, = b*U,.
Generally, we have the free energy recursion under the map

FUKD) =g (K +b7f ({K'}). (9.85)

The singular part of the free energy is the second term. Near the critical point we
may express K in terms of U. Thus, for the singular part,

f UL U) =b"f (b"U, b*Us), (9.86)

which is the Kadanoff scaling form of the free energy. y, and y, may be related
to critical indices, as we have already done. Since the fixed point is hyperbolic,
y1, y» must have opposite sign. We choose y; positive. The U, for y, > 0 are
called relevant scaling fields. Wilson has examined in detail the structure of a two-
dimensional renormalization set of equations and their solution. For # = 0 having
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the gradient form, the saddle fixed point is possible with the well-known properties.
We may show

d
— =2 -« (9.87)
Y1
with
N 1[1)»1
T b
yi=v.

The important point here is that we have a method of calculating X by solving
the linearized eigenvalue problem at the unstable critical point. In addition, all the
scaling relations hold. We only need M;; = % | KiK} and the solution to Wilson
renormalization equations.

9.6 Two-dimensional Ising model renormalization

We will return to the two-dimensional Ising model which, in the light of the famous
Onsager result, exhibits a phase transition in the specific heat. We will use the
renormalization approach to illustrate the technique of obtaining an approximate
solution. We follow closely the simple paper of Maris and Kadanoff (1978). See
also the book of David Chandler (1987). The thinning or block size mapping will be
carried out directly on the Ising 2— D partition function. The procedure was already
begun earlier in 2- D when discussing the block scaling of Kadanoff. Another
approach would be to solve the renormalization group equations of Wilson. Other
approximation methods are discussed in the book by Plischke and Bergersen
(1989).

We again consider the 2—D nearest neighbor Ising partition function for the
square lattice and write the partition function for &z = 0:

Z=Y .. .explKos(o)+02+03+04)] (9.88)
{o}
x exp[Kog (0, +03+07+03%)]...

The site “5” has neighbors 1, 2, 3, 4, and site “6” has 2,3,7,8, etc. K = J/KT.
We reduce the degrees of freedom, as in the 1-D case, by summing over 1/2 the
spins that have “5” and “6” and also other nearest neighbors to 1, 2, 3,4, 7, 8. At
this point unlabeled sites in the original block also remain unsummed. We obtain,
for the two relevant summations,
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7 _ Z exp[K (01 + 02+ 03+ 04)]
+exp[—K (01 + 0,403+ 04)]

+exp[K (o + 03+ 07+ 0g)]
+exp[—K (02 +03+07+0%)] |

{0}’ means the remaining sums.

Now, is this of the Kadanoff transformation form? This would assume that the
summed partition function is effective 2— D Ising. For this special case it would
read

I (Ko)=exp[K (01 +02+03+04)]+exp[—K (01 +02+03+04)]
=f(K)eXpI:K/(0'10'2+O'10'4+O'20'3+O'30'4):|. (9.89)
There are two parameters, K " and f (K), and four o; = =£1. This cannot hold.
The Kadanoff transformation must be modified. Unlike 1-D, we cannot in 2—D
obtain a renormalized exact Ising partition function for nearest neighbor blocks. A

possibility is to enlarge the block interaction and introduce new constants, K, and
K3, such that

I (Ko) = f(K)exp[(%IQ) (0102 + 0203+ 0304 +0401)  (9.90)

+ Ky (0103 +0204) + K3 (01020304)i|-
We obtain

1

K, = Zlncosh 4K) (9.91)
1

K> = —Incosh (4K)
8
1 1

K; = glncosh (4K) — Elncosh (2K).

To obtain an Ising block partition function, K, and K3 must be approximately
zero. Setting K, = K3 = 0, however, reduces the problem to 1-D where there is
no phase transition. Another approximation is essential.

Let us, after Maris and Kadanoff, at least keep approximately K,, letting
K3 = 0. Assume that the K, and K3 terms in Eq. (9.90) may be written
K' (K K») Zij o;oj, an effective nearest neighbor interaction. This gives the
Ising-like expression

1 N
Z(K,N):f(K)2Z(K/(Kle),?) (9.92)
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and
1 1 ,
g (K) = 51nf (K) + 38 (K') (9.93)

or

g(K')=2g(K)—InZ (K, Ky), (9.94)

with K|, K, given by Eq. (9.91). This is the approximate renormalization transfor-
mation. For the 2—D cubic lattice of N /2 spins, there are N nearest neighbors and
N next nearest. We may approximate K’ = K; + K,. Thus, the renormalization
transformation solution, Eq. (9.79), is

3
K = 3 Incosh4K. (9.95)
The fixed points to this are
3
K. = 3 Incosh4K.,

which are K, = 0, 00 and 0.50698. The latter is unstable. The exact Onsager
answer is

J |
T3 sinh™! (1) = 0.44069. (9.96)

Now we follow the Wilson procedure discussed in the previous section. We expand
around the fixed point. Assume a nonanalytic part of g which contributes to the
scaling (K — K.)*~ . Thus, using near K.,

/

K =K.+ (K K)dK |
— c c dK K=K.»

which is the equation for M;; discussed in the previous section. We have, from Eq.
(9.95),
In2

B In (dK/

= 0.131, (9.97)
W)k:KL.

giving @ = 0.131 compared with the Onsager answer of zero where the singularity
is logarithmic. The formula for the specific heat index o may be obtained by an
expansion around K. of the singular part of the free energy. We leave this as a
problem.

The main point of the renormalization theory is that it provides a tool for the
application of approximation methods. They are more systematic than what has
been done in this simple model. See Plischke and Bergersen (1989) for an intro-
duction. For instance, the position space cumulant approach (Niemeijer and van
Leeuwen, 1976) gives to first order « = —0.267 but in the next systematic approx-
imation gives o« = 0.081. It must be emphasized that these methods are applied to
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a much wider and realistic group of problems than the 2— D Ising model. However,
it shows that the Onsager solution is a touchstone for examining a multitude of
approaches.
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10

Relativistic covariant statistical mechanics
of many particles

10.1 Introduction

We will focus here principally on quantum relativistic kinetic theory in a covariant
form. Much of the work that has been done on classical relativistic kinetic theory
is summarized in the fine book by de Groot, van Leeuwen and van Weert (de Groot
et al., 1980). A short review of this noncovariant point of view is in the book
of Liboff (1998). Pauli, in his classical review of special relativity (Pauli, 1958),
touches on the early work of Jiittner (1911). Ehlers (1974) has reviewed the kinetic
theory in the context of classical general relativity, but we shall limit ourselves to
a discussion of special theory. This may come as a surprise to the reader. However,
it must be remembered that even the two-body classical and quantum Schrédinger
equation solutions have not been obtained exactly (Bethe and Saltpeter, 1957).
The noncovariant point of view starts with a Hamiltonian

H = Z H; + 8% / (E* + H?) d’x, (10.1)

where i = 1... N particles, H;, with the fields being H and E and

= lo—ed 0l +m £V =1 (102)

p:, X; are three vectors, and the time ¢ associated with the dynamics is the lab frame
time. This is the basis of the work of Balescu, Hakim and Kandrup (Balescu, 1964;
Havas, 1965; Balescu and Kotera, 1967; Hakim, 1967; Kandrup, 1984) among
others. These theories are said to be “on mass shell,” since for each particle

E} = *pf +mict, (10.3)
m; being the particle rest mass.

178
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The formulation of a truly relativistic theory of many particles as distinct from
field theories has only recently been achieved. Here we will discuss the statisti-
cal mechanics of this approach with emphasis first on non-equilibrium and the
relativistic quantum Boltzmann equation of events and then turn generally to the
Gibbs-equilibrium ensembles. Comments will be made on new properties in this
theory of quantum equilibrium ensembles.

There is a misunderstanding (Goldstein, 1980) that because we may write a
covariant Lorentz—Dirac equation for a single particle in interaction with the
electromagnetic field, as

du*

R T (10.4)
ds mc

F' = gAY — 3" A,

that this may be easily generalized to many particles. s in this case is the single
proper time of the accelerating particle. This is, in fact, difficult to accomplish. It
appears to be true that the Lorentz—Einstein coordinate time, s, cannot be used as
a dynamic time (ds> = dx - dx — dt?).

Among a number of possibilities, we will adopt what we might call the universal
time formalism. Let us consider a succession of local clocks evolving with the par-
ticles time t;. These are, of course, for a particular observer the particle properties
d r? = dx; -dx; — dtl-2 . The evolution of xf‘ (7;) in time 7; we term events. We will
at first take the number of event times 7 as discrete and equal to V. This should not
be confused with the 8n degrees of freedom of the n particles. We will correlate
these events by means of a global universal covariant parameter 7, where

T=T7T,=T,=T3...=T;...=T,. (10.5)

This approach was begun by Stueckelberg (1941) and Feynman (1949) and later
enlarged and completed by Horwitz and Piron, and independently by Cook (Cook,
1972; Horwitz and Piron, 1973; Trump and Schieve, 1999). With this it is assumed
that there exists a total invariant energy K:

dK

— =0. 10.6
e (10.6)
We define generalized coordinates and velocities of n particles:
X! (1) = (x; (1), 1 (1) (10.7)
dx"
vf‘(t):xl—(r) i=1...n.
dt

Then we define the invariant action at a distance interaction potential:

Vij = Vjj (/Oij (T)) ,
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where
pij = |(xi (0 —x; ()]
The covariant momentum is defined as
dv! (v)

H — .
p; (1) =m; P (10.8)

m; is a scalar particle constant. The ’ pi | = m;, and the dynamics are off particle
energy shell. The Hamiltonian function is now

n

I 1
K=T+v=52m_ip;‘pm+2v(pij). (10.9)

i=1 i>j

Thus we obtain a classically covariant many-body Hamiltonian set,

dp! oK

i (10.10)
dt 8)6,“‘

dx,u N 0K

dt - 8pm'

We have here an 8n-dimensional phase space, p;, x/. The p, x/* transform by
the Lorentz—FEinstein transformations. The motion in the space, pf‘ (1), xlf‘ (7) is
generated by the invariant Hamiltonian, K.

10.2 Quantum many-particle dynamics: the event picture

Utilizing these ideas, we generalize to quantum mechanics (Horwitz et al., 1989),
introducing a scalar many-body wave function ¥ (x,“ , r) in the 4n-dimensional
space x; (not 7). The assumed Schrddinger equation for the events x/*, (u =
0,1,2,3;i =1ton)is

oy (xf, 7)
ot

This equation has been named the Stueckelberg equation (Stueckelberg, 1941;
Fanchi, 1993). 7 is an invariant, as is K, so the Stueckelberg or Schrodinger equa-
tion for the scalar v (xl.“, ‘L') is also invariant. For the case of a single free particle,

ih =Ky (x, 7). (10.11)

Ko = 5 (af - ?2), which gives the invariant Klein—-Gordon equation in the
steady state:
P90 (X", 1) = 0.

This is not the equation of motion but an event eigenstate, the eigenmodes for a
spin zero function.
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Now we must assume, also, that
/dx;‘ v (5] < o0 (10.12)

2 o .
, SO it is not necessarily

and invariant. (x;”) here is not a function of ‘xl“
invariant.
Further, for a single free particle, the solution

L v ip- 3 10.13
(27r)2/ 4P €Xp ("%T)CXP (lp'g> Yo (p) (10.13)

n
gives a wave packet at center x! = £-7, moving along the classical world line.
The events are distributed around this.

Let us introduce an event, ket ‘xl.”), being not invariant. We may write the
Schrédinger wave function as ¥ (x,“ ‘L') = (xl“ | ¥ (t)) with the assumed scalar
product. We introduce the pure state density matrix,

<xﬂ’ ol x“> —y (x“’, r) v (7). (10.14)

From the Schrodinger equation we obtain the von Neumann equation:

v o) =

d ;
in= (5 1o ") = [K. Pl (10.15)
dt '

We might proceed differently by assuming that Eq. (10.11) can be generalized
to Heisenberg operator equations for the observables

plt— pt (10.16)
xft =z
K—> K
Ny 5
ddiri = —% (10.17)
dz!' 9K
v~ opf
with commutation laws
[/, p)] =ihg""s;;. (10.18)

As in the classical case, a quantum event, X/ , p!" evolves by operator Heisen-
. AM AH . . . .

berg equations as X; (t), p; (t), but abstractly, not in a Minkowski picture. In

the Schrodinger picture we may view events as wave packets (xl“ , r) on or near

particle world lines in the 4n x* space. In this sense there are “particles” in this
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picture which may be localized in space-time (X, #). The entire history of a packet
with T is the particle. This is realized as a summation on all 7, a concatenation
or (Latin) vincula. To introduce p we assume that any average of a Heisenberg
operator at time 7 is

(A (r)> —Trp (0) A (7). (10.19)

Then, using the cyclic trace property, we introduce

b (1) = exp (—il%r) p(0)exp (iK7). (10.20)

We obtain, by differentiation, the operator form of the von Neumann equation,
Eq. 10.15, above.

To write a quasi distribution function for events, we will utilize the second quan-
tization form of the wave function, assuming for the event x* = ¢, g = q, t with
the operator

1
v (q) = Oy

[v (). v(p)]. =0
[v (). v (p)], = 6" (P~ P)

=)

An operator in the space of N events may be written

/ dpy (Mexplip-q)  (1021)

A
A=Z;fd“q1 cdiqy T (@) YT @) AV () Y (@) (1022)
i=1

A; is an operator on the subset of the N-event space, a reduced operator. In the
following we will fix N. The idea is that events leading to a realization of a par-
ticle (with positive energy) trajectory should not disappear in a finite space—time
volume.

Important examples are the single-particle kinetic energy representation in terms
of quantum fields,

8#
et ACOR

0
Ko = —n* f d'qv’ (@) =5
m

and the two- “body” covariant interaction potential,

1
V = 5/d4q/d4q//w7‘ (q/) w’r (q//) 1% (|q/ o q//|) v (q/) " (q//) ‘ (10.23)
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This should be called the two-event interaction. This interaction is weighted by the
event distribution through v (g), ¥ (¢’). Also, the potential is taken as covariant
with

lq' — q”’z = *A1* — AX%.

The potential is found phenomenologically or through field theories. It is here an
action at a distance between events.

10.3 Two-event Boltzmann equation

In this section we will see that Boltzmann’s profound ideas on microscopic sta-
tistical dynamics may be carried over to a covariant form which treats the binary
statistical dynamics of quantum event interaction (Boltzmann, 1872; Horwitz et al.,
1989). The global time, covariant 7, plays the central role. Let us proceed quickly
with the outline of this development in which you will see Boltzmann’s ideas. We
must add that this may be more rigorously done and with fewer assumptions. Some
comments will be made on this later.

We will adopt, as the simplest quantum event distribution function, the Wigner
function (Wigner, 1932). This is discussed in detail in Chapter 4. The one-event
relativistic Wigner function is in the four-momentum representation

- i [ (52} ()
fl(CIsp)—(zn)4 WKTr | py' ( p > vip > exp (ik-q).

J1 was called w previously. With this,

(A1) =/d4qd4pA1(61,P) filq.p). (10.24)

The two-event Wigner function Fourier transform is

hk, ko

. h
fo (ki pikapa) = Trpyr” (p1 — 7) Y (pz — 7) (10.25)

hiky fik,
X‘/’(P2+7)l/f<p1+7>.

This may, of course, be extended to N events. From Eq. (10.24), fi (g, p) seems
to play a role of a classical distribution function. However, remember that this is
not true, since

fs(q.p) 20, (10.26)
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but the marginal distribution functions have the property

/del (qip1) =0

/dpfl (g1p1) = 0.

Recall that a very important property of phase space distribution functions is
that they are associated with correspondence rules. In Eq. (10.24), A, (¢, p) is
the classical operator associated with the quantum, operator A, by the Weyl
correspondence rule

qnpn _ypn Z (7) qnflpmql. (10.27)
=0
We will further normalize f; (¢p) in the eight-dimensional phase space

f diqdspfi (ap) = N, (10.28)

N being the total number of events, which we assume to be fixed in t. The reduced
event Wigner distributions may be formed into a B.B.G.Y.K. hierarchy as in the
nonrelativistic classical and quantum cases. (See Chapters 4 and 6.)

We can use this hierarchy to derive the Boltzmann event equation by the methods
of Green and Bogoliubov for the quantum case, as shown in Chapter 4. However,
we will not do this but rather, for simplicity, follow directly a Boltzmann-type
argument, filling in important points of the more general approach. We will operate
on the event von Neumann equation above and form an equation for % Itis in the
eight-dimensional position momentum space:

1
Ocf (@rp1e) + —(ar-po f(a1p17) = (10.29)

/d4P2d46]254(612)L12f2 (q1P1g2p2.7) = J (q1p1) -

This is the first equation of the hierarchy in f; already mentioned. It is not closed,
since f> (q 1P192D2. r) appears on the right. The basic problem is to obtain f, from
the second equation of the hierarchy or make an ad hoc approximation and evaluate
the right side.

The Stosszahlansatz may be made at global time 7. We replace

L (qipigapr, ©) — fi(qipi, ) fi(q2p2, T) (10.30)
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and write the right side as an event transition in a Chapman—Kolmogorov gain loss
form. We drop the “1” now:

J(gp, 1) =R f(gp,7) — R f(qp.7) (10.31)
R*f (gp) = /d4p1d4pid4p’f’ (pip" = pip) f(qpP) f (qp}) (10.32)

R f(gp) = fd4p1d4pid4p’P (pp1 — PiP) f (apy) f (ap1) .

P is the event transition rate. One must not think too physically about the event
transitions due to binary interaction. Here events are not particles, nor is f a
measure of particle density. It is not a probability. All this is written by analogy.

We must estimate the transition rate from binary event interaction. We assume
a dilute event density. The event density is a covariant idea; thus we assume no
three-particle world line interactions at any time t.

We will estimate P from binary event scattering (Horwitz and Lavie, 1982). We
think of an event wave packet of an incoming event beam ,, having, by means of
the scattering, an outgoing wave event packet. We have

Yous (P) = f dip' (p 151 )i (P) (10.33)
where
2 12
(p1S1p)=8*(p — p') — 2mis (é’—m— §—m> T (p — p). (10.34)

In center-of- “mass” coordinates, the event Moller operator is

Q.= lim exp(iKrt)exp(—iKyt) (10.35)
T—>—00

It has been shown that the wave operator exists and is asymptotically complete for
a wide range of interactions. This follows from the well-known methods of formal
scattering theory.

The differential event scattering cross section is

/ NSC
do (Y, = dsp) = N (dsp) . (10.36)

We may show that

1
do (1 = dap) = dop @' 20” [ dp'- (1037)
p
2

x8(p? = p)|T (0" = )|’ [V ()]
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With this, the rate of event scattering in relative event coordinates is

. 2
P (p; — pr, P) = 27)’m ‘T,,;,[,r b (P2 — p?), (10.38)

and we may write the binary event Boltzmann equation as

p. 0
O f(qp.7) + = —
m 9q,,

;| do (p, = pr, P)
. / | Er r
—/d3prdsprd3pr . L

x [f(gpy. ) f(qp'.T) = f(qp.T) f (gp1,D)]. (10.39)

Not surprisingly, this has the same form as the quantum Wigner—Boltzmann
equation neglecting exchange symmetries. The obvious difference is the increased
dimensionality to the phase space; the cross section is now of dimension L3, and
7 is a dynamic parameter. The cross section may be reduced in dimension to an
experimental comparison by an integration of dp? over an initial mass distribution.
The gradient is obviously four-dimensional.

Let us make some remarks. The event potential for fixed 7 is taken to be covari-
ant V (p), p*> = q"q, = x"x,, identically. For two-event scattering it may be
shown that

f(gp,7)

lim [exp (—iK,7) ¥ — exp (=i Koi7) dou | =0
T—>+00

for a dense set ¢, and
oo
/ dy |V exp (=i Ko,) dpou | < o0
T

ifV(p) = (p—ﬂ) witha = 1+6,8 > 0 (Horwitz and Lavie, 1982). We might note
that in the case of simple central force scattering, asymptotic condition requires

1
V() = L [[dsx |V (x)*]* < oo (Taylor, 1972). The difficulties here start at
r2

-3
r2.

The necessity for low-density events is not clear from the derivation, but it is
from the B.B.G.Y.K. hierarchy. Here, three event correlations f3 (g1 p1, g2 P2, 43 P3)
are neglected. Briefly, one may write

f02) = fi (D) fi Q) +g12(12) (10.40)
and show that from the second-hierarchy equation
iho g2 = Liagz + L1z f1 (1) f1 (2) (10.41)

—ihd. fi (1) fi 2) +noTr {(Liy + L) f3(123)} .
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We treat f; to zero order in No = N/V = constantas N — oo and V — c0. Ny
is the density of events (K. Hawker, unpublished 1975 Ph.D. thesis, Contributions
to Quantum Kinetic Theory, University of Texas, Austin). See Chapter 4. The form
of Ly, is not necessary here. Thus, to low “density,” f3 of Eq. (10.41) may be
neglected, and we have

ikd;g1o = Liagin+ L, fi (1) f1(2). (10.42)

The Stosszahlansatz may be treated in a similar way. This latter assumption is
probably the weakest point. To do better, we follow the method of Bogoliubov
(1946). See also the work of McLennan (1989). Eq. (10.42) may be formally solved
for 0 < 7 < 0o0. We obtain

127
x fil,r) i(2,v)Tr > 0. (10.43)

T T T
fi2 (r) = exp <_iL]ZE) g12 (0) +exp <_iLIZE) exp (—i—iLO )

Now we assume initially (not at all t) that gj» (0) = 0 to obtain the protokinetic
equation. We call it the operator Boltzmann equation:

127
h
x fi(l,r) i2,7v)}; ©>=0. (10.44)

ihd, fi (1, 7) = LOf (1, 7) + noTr(L), [exp (—iLn%) exp (+iL° f)}

This equation, after much detailed calculation, leads to the Boltzmann equation,
Eq. (10.39). Two very important points appear:

1. The factorization is initial only.
2. The equation is irreversible, since T > 0.

10.4 Some results of the quantum event Boltzmann equation

Time reversal is, in this case, defined by

Y () =Ty, (x,1) (10.45)
=y (x,—1).

Since f (xt) is real, the above Boltzmann equation, Eq. (10.44), is not time reversal
invariant. This is not surprising, since it is derived for t > 0.

Let us now examine the equilibrium solution. The binary event collision has the
following invariants:

1 1 D2
— (PP +P})=—P*+ .
2m ( ! 2) 2m m
Thus p?, p* are conserved. M*’ = g*p" — ¢"p* is also invariant, but we will

constrain the system so this does not play a role.
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To achieve a positive fy (p, g), which causes the right side of the Boltzmann
equation to vanish, we choose the Gaussian as discussed in Chapter 6. It is unique
and positive because of the theorem of Hudson (1974):

fo(gp) = c (@) exp(—A(q) (p — pc (@)% (10.46)

().

In the ¢ = (x, 1) space, the events distribution is a time dependent wave packet
parameterized by the functions c(g), A(g), p.(q). This is a local equilibrium
solution very much like hydrodynamics or the notion of coherent states.

Some subtlety of this approach is the thought that this theory does not generally
maintain the mass shell condition |Pl.” | = m; for particle momentum. In terms of
dynamics, this would generally lead to a loss of n degrees of freedom in the phase
space of n particles. In a Stueckelberg theoretical approach, | P/ | =m; (1) #m; =
constant. In a sense, | P/ | is a dynamic mass. In K m is a property of an event.

We now restrict P2 to a small region of fixed m, i.e. P> = —m?>. Then, with
some calculation, we identify 2Am, = 1/kT, which is the definition of equilib-
rium absolute temperature as suggested by Synge from a mass-shell theory (Synge,
1957). In this approximation

folap) = c(q) exp{A (m* +mg)} x expQ2Ap, p!)

when p? = —m?.
_ Pr r . Eq—up :
In the local rest energy frame where p = -, £ = ﬁ we have the inter-
esting result (E’ > = m% where K; are Bessel functions of the third type

(Horwitz et al., 1989). We find that

EY= kT +m T—0 (10.47a)
2
and
(E') =2kT T — . (10.47b)

The latter important result was obtained from the equilibrium Gibbs theory
(Horwitz et al., 1981). The first result agrees with Pauli in his famous article
“Relativistats Theorie” (Pauli, 1958). In the T — oo limit, 2 is replaced by 3
in Pauli’s result. This remains one of the significant tests of the event time theory
being discussed here, as yet not determined experimentally.

From the pressure tensor we may obtain, in the local rest frame in the previously
stated limits,

N,
P=_—" — NykT, (10.48)
2Am,
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the ideal gas law. Here N, is the number of particles per unit space volume.
(No)y = (J 0 (q))q where by means of a concatenation over events, T, we write
the conserved four-particle current as

W
ra@ =3 [Pt -am (10.49)

a weighted event history.
Let us turn now to the local entropy production. We define

s(gp) = —k$ (qp) , (10.50)
assume additivity

SA +SB = SAB, (1051)

and take s (¢) = [dpfo(gp)In fo (gp). In Eq. (10.51), fo (gp) = 0, so this is
possible. We have, then,

50(@) =c(@)A@)|(p— po)?).

Then the entropy production is ‘%" = o, and ¢(¢q) = constant in the steady
state. From the conservation laws, as discussed in Chapter 6, we would obtain
o > 0, which is a general steady non-equilibrium thermodynamic result (McLen-
nan, 1989). This has not been carried out in detail, but there is no doubt of the
result.

We may consider another global quantity. Assume ¢ independence, i.e. homo-

geneity in time as well as in space. We utilize the marginal Wigner function,

o) = [daf aps >0 (10:52)
We may write a Boltzmann equation for ¢ (p) and obtain
/ 0 ‘p;‘ do /

90 (p. 1) =2 | diprdipidp} = = o (p. — pr; P) (10.53)

x{¢(p. 1) (pl.7) — ¢ (p. 1) P (p1.7)}.

Now we can define the global ), assuming it is bounded:
H(r) = /dp¢ (p,t)Ing (p, 7). (10.54)

Forming % and utilizing the well-known property of integral invariants,

AI(F)=1(F)+1(F)—1(F)—1(F), (10.55)
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where [ (F) is a function of the right side of the above Boltzmann equation,
Eq. (10.53). With this, as in Chapter 6,

o (o () b (o ¢ (P1) o (1)
47 (1 +1 =|d dpiR - In ————=,
(1+In¢) / pf PR (#(P) ¢ (P) — ¢ (p) ¢ () P (o)
(10.56)
It then follows that
41 (1+1In¢) <0, (10.57)
SO
9
dt

This is exactly the form of Boltzmann’s § theorem. §) is a Lyapunov function
and guarantees that ¢ (p, T) approaches ¢, (p, o0). Here ¢, (p, 0o) is a global
Maxwellian given by f, (p) with ¢ (¢), A (¢) independent of space and time. The
initially inhomogeneous system approaches a spacial-temporal independent system
characterized by a Gaussian in (p, E) and is physically characterized by an event
density and temperature. This is not very surprising.

The situation with respect to f (gp, T) is more problematic. If we assume

6= f dqdpf (qp)inf (ap) (10.58)

near equilibrium, then the inhomogeneous Boltzmann event equation, by precisely
the same argument, gives

9 <

dt
This would seem to imply that an inhomogeneous event distribution approaches
homogeneity. This is doubtful.

As shown in Chapter 5, by identifying the collisional invariants here, p*, p?, and
M" = gt p’ —q"p", we may obtain the macroscopic conservation laws from the
Boltzmann equation (Horwitz et al., 1989). An important point to be mentioned is
that we must define the particle densities’ currents as vincula (concatenation) of
the historical events, such as

0; ¢ independent.

+00

n
JH(q) = i (p"), dr, (10.59)
—0oQ
having the conservation property
d
—J"(q) =0, (10.60)

g,
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assuming the event density n vanishes at T = F-oo. Similar arguments are made to
obtain the other local in ¢ = (X, t) conservation laws.

An important program yet to be done would be to follow the well-known
Chapman-Enskog procedure (see Chapter 5) and calculate the transport coef-
ficients, and then to compare the results with the noncovariant calculation so
completely described by de Groot, van Leeuwen and van Weert in their 1980 book.

10.5 Relativistic quantum equilibrium event ensembles

Let us now consider equilibrium and some thermodynamic consequences of the
covariant event formulation (Horwitz et al., 1981). We will consider the quantum
aspects. The classical ensembles have also been treated in full detail in Horwitz
etal. (1981).

Utilizing the covariant Hamiltonian K, Eq. (10.8), we construct in the usual
fashion (see Chapter 8) the microcanonical ensemble, the event density operator

p= > ViVie (10.61)

kEeA miep;

Y, g 1s eigenfunction of the operator K, having the four-dimensional eigenval-
ues K, £ = (kE). These are the event invariant eigenvalues for which, from Eq.
(10.15),

d
dp _,

; 10.62
17 (10.62)

the equilibrium state. In the classical 8N (N being the number of events) phase
space, this is the event () invariant distribution function. Also, we are not on
mass shell, Eq. (10.3). Consequently, the particle parameters m; may vary since
E, p, which are also independent of one another. We will confine the m; to some
small regions p; which are in the range of the particle-free mass, M;. Thus u,; (M;).
Free particle masses M; are assumed on the mass shell.

We assume that the number of event states,

Tk, E)=Trp = oo (10.63)

kEeA; piepm;(M;)

is bounded. With Boltzmann’s famous formula (see Chapter 7), we assume that the
thermodynamic entropy is

S=kInI'(k, E). (10.64)
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From this the other microcanonical thermodynamic quantities follow (Tolman,
1967). The classical microcanonical density is

r (k, E) = / dE1 .. .dEndgpl .. .dgpnd4ql .. .d4qN(S (K - k) .
i1 giET

(10.65)
Herec=1,E=) ;E;,andg = (q.,1).

The interparticle forces are assumed weak, and hence m; = M; (14 0 (1/c?)),
M; being the free-particle mass. For a free-particle gas, it has been shown that in
the ultra relativistic limit where

dEl' ~ zmidm,-
c | pil
and with K = —%Mcz, that

[ (k, E) = @m)N vNTN AN / midmy ...dmypidp; ...dpy

mi&p;

x8<2i:mﬁi—M>6<ZEi—E)

1

for a finite range of 7,7. From this it follows, with p;dp; = (1/c?)E;dE;, that
[ (k1) = E™, (10.66)

and hence
E =2NkT,

as shown in the discussion of the Boltzmann equation in the earlier section. As
stated earlier in this chapter, the classical Jiittner result (Jiittner, 1911) of 3 rather
than 2 in Eq. (10.66) remains the principal test of the event covariant approach
being outlined here. Experiments have not yet achieved the precision necessary for
such a decision.

Now let us adopt a model to further investigate the free-particle quantum event
microcanonical ensemble, which will further elucidate the difference between the
results. Restrict the systemto L, T (V(4) = L3T) with ¥ (xyz, ) = 0 on the time
and space limits. Here we take the parameter m; to M for all particles. Then the
variables separate in the eigenvalue solution. The event modes are obtained from

Koy = K.

K, is the free-particle kinetic energy operator, and

N 2 2 N
Zh— a——A2 V(X yi -t<)=ZK-w(  ViZiti) (10.67)
2M 82ll' i iYiZili) = i XiYiZili) - .

i=1 i=1
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Hence,

DMK =12 (K + kY + 5 — ). (10.68)

For dp/dt = 0, the zero eigenmode gives ¥ = 0 and K; = 0 =
(k’l'2 4k — kéz) . For the clock determining 7 placed in the center of mass
of the system, the modes for 7 — oo are light-like, moving with velocity ¢ on the
forward light cone of the center of mass. For T finite, the modes are distributed
near the light cone around u (M;) . For p = hk, e = hk,

2rh 2rh
=—v, 6= —V, 10.69
P T 7 V0 ( )
with vy, v; = 0, =1, ... We must consider only vy > 0 to exclude the antiparticle

modes.

Now the eigenvalue spectrum is four-dimensional for each independent mode.
Let np . be the number of event modes with energy momentum p, . There is a mass
parameter constraint, mep;. We further divide the eigenvalue space into these
mass regions, labeling it with i. Further, we coarse-grain. Let g; = the number
of mass and momentum states in each cell, a mass degeneracy parameter. Also,
n; = Zp’ ce; 'p.s» the number of modes within the cell i.

The constraints are

E=) &n (10.70)

N =), n; =the total number of events. i now labels cells. Note that, in contrast to
the usual three-dimensional space, there is an additional constraint on K. Because
of the four-dimensional eigenspace, K;, &; are the average values in each cell, i, .

Now we distribute the {n;} events into the mass cells with equal a-priori probabil-
ity subject to the foregoing constraints. This number of possibilities is I" (E, K) of
the microcanonical ensemble. A good estimate is to maximize the entropy subject
to the constraints. Boltzmann showed that we may maximize

S = kinT (E, K) .

For each cell with n; identical events and g; energy mass levels, we have the
statistical weight, assuming

8!

W ({n;}) = m (Fermi—Dirac) (10.71)
(nj+g;—1)!

W ({n;}) =

(Bose—Einstein),
n;!(g; —1)!



194 Relativistic covariant statistical mechanics of many particles

where at most one mode may occupy a state in the Fermi case and any number in
the Bose—Einstein case. With this we have

InT'rp = Z [gilngi —n;Inn; — (g —n;)In(g —ny)],

and

InTgg =Z[(”i+gi —DIn(; +g —1) —nilnn; — (g — 1) In(g — D].

1

Introducing Lagrange multipliers «, 8, y, we find the constrained maximization
in the usual fashion

In (g—] - 1) =—a—fBe; — ylzj (Fermi—Dirac)
nj
nj+g; _ = . .
and In (— - 1) =—a—Be; —yK; (Bose-Einstein).
n;j

Note here that K; < 0, since K is time-like. Defining z = exp (&) and ¢ = exp y,
we have

e - s ~1B.E.; +1F.D. (10.72)
z7'¢ Mexp (Be) F 1

= average number of events in the cell i.

This is, of course, the usual form. We have assumed that all cells have the same
Z,¢, B. In a sense they are in thermal equilibrium together. The new aspect to
this relativistic event description of thermodynamic equilibrium is the parameter
¢, which is associated with the constraint due to K. We find a mass fugacity ¢,
which determines the distribution of mass in the cell. Before saying more, we might
mention that the same result has been achieved from the grand canonical ensemble
for equilibrium events. This is also discussed in the paper of Horwitz, Schieve and
Piron (Horwitz et al., 1981). There the grand partition function is

Zo(V?.¢.2.8) =) N On (V¥ 2. B). (10.73)
N

which is, for the non-interacting relativistic quantum event gas,

1
Zg (V(4)a ¢, ZIB) = Hpau(i) 1 — Zé-K exp (—Be)

= Mpeui) (1 + 2% exp(—Be))  (ED.).

Here V@ = VT. From this, the total event normalization is

— avg _ ZCK €Xp (—ﬂg)
N=>Y ne=>" T+ R exp (f0) (10.75)

(B.E)  (10.74)

pe(i) pen(i)
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in agreement with Eq. (10.72).

In a series of papers, Burakovski (Burakovski and Horwitz, 1993; Burakovski
et al., 1996a, 1996b; Burakovski and Horwitz, 1997) has investigated the conse-
quences of the preceding formulation in detail. We shall consider a particular aspect
here. Let us consider the relativistic Bose gas, Eq. (10.75) (without antiparticles).
We have the event normalization

(4)2( m? \ 1 B
N=V exp(E—,u—,uK—>——1> .
r 2M ) T

We have taken i = ¢ = k = 1. Here (X = exp By, and m?> = —k?> = —ktk,,.
We wish to examine how px may determine the form of the mass distribution and
may consequently be termed a mass potential and ¢ X the mass fugacity.

Now ny,,, ke (pe) and p = p (M;) are necessarily positive. Thus,

2

M —p— MK;"—M > 0. (10.76)

Eq. (10.76) has the solution bounded by m; and m, given by

M 2
my = — (1= /1= PEE) < <y, (10.77)
Kk M

where

Thus, for small .,

nw<m< —. (10.78)

W determines the upper bound to the mass spectrum, and © the lower bound.
This may be carried further by making the continuum approximation to the sum

on k:
N my (oo m? sinh? B
Ve = dp ; . (10.79)
my J—00 exp(mcosh,b’—l—,u ’")1—1

n

Kom ) T

We have used four momentum hyperbolic coordinates (Horwitz et al., 1989), where
0<m,0<¢ <2m,and —o0o < B < oco. At high temperature, 7 >> %, the dB
integral may be done, obtaining

2

Texp (%) ™ ) m m
= P gk (—) . 10.80
n=r /m K () exp (15 (10.80)
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K, is a Bessel function with imaginary argument. We have T >> % Thus, from
Eq. (10.77),

2M
<

m
<
T T Tpg

<< 1. (10.81)

NIE

Hence, using the formula

K, (x) = 171 ) (;)_U x<<1,

T2 nmy
= —/ dmm.
43 ),

The density of mass states is as m. And

the average n becomes

T (M 2
n=—(—) J1- LK (10.82)
273 \ g M
The thermodynamic variables may be obtained. We find
4 /M
m =3 (—) (1-555) (10.83)
3 \ g 2M

-3 ().

The high-temperature quantum average is (E) = 27 and is in agreement with
the earlier discussion. One also finds, generally,

T3 8 — x3K5 (x)

0 0
N =)= 5 —— (10.84)
1
P=3 (T:;) gij = NoT
p = (1% = T;‘ 40 — x*K4 (x; +x3K;3 (x)
T X

where x = TZ,L_M,( These particle quantities are defined by concatenation (vincula)
as before:

ra=Y / r—6<q 4 ().

and (N O) = (J 0). From this we again obtain the ideal gas law, p = NyT.
The low-temperature limit may also be obtained using the formula

b4 4?2 — 1
K, (x) = Eexp 1+ ™ ; x >> 1.




References 197

We find

27°
p=——5pP

2 (2_M>
123:¢

This is the same form as obtained from the phenomenological hadronic equation
of state suggested by Shuryak (1988).
Antiparticles have also been considered by taking

N = y® 1 1

9

m?2 B m2
Kup eXp(E—M—MKm%)—l exp<E+p,—,uKm%)—1

1 ([ M\ 2upenT
n=—\|—|») 1 -——-.
72 \ g M

Also, p =2p (Jul), and p = 2p (|e]). p, p are the same as obtained earlier.

and one finds
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11

Quantum optics and damping

11.1 Introduction

In this chapter we will turn to the arena of quantum optics for illustrative examples
of the use of the master equation discussed in Chapters 3 and 6. In fact, quantum
optics examples have already been utilized in Chapter 2 as introduction to the den-
sity matrix. The principal focus here will be quantum damping in these systems,
that is, the damping effect on an atom in interaction with the electromagnetic field
as a reservoir. Damping is discussed extensively in Chapter 17 in connection with
decay-scattering systems. For this system general phase space distribution func-
tions will be reexamined. To some degree, this has already been done in Chapter 2
with the introduction of the Glauber—Sudarshan P («xa™) function. The micromaser
will be discussed as a modern and interesting example of the dynamic interaction
of an atom with an electromagnetic cavity not in equilibrium. For use of the stu-
dent, an appendix to this chapter will briefly review the quantization of the free
electromagnetic field and its atomic interaction.

There is no possibility of reviewing this extensive and growing field here. Our
desire in this chapter is to connect the general topics of this book to this example.
The books of Louisell (1973) and Scully and Zubairy (1997) are excellent. We
are also indebted to the work of Nussenzweig, Schleich, and Mandel and Wolf
(Nussenzweig, 1973; Mandel and Wolf, 1995; Schleich, 2001). We also recall the
fine early introduction to this topic by Agarwal (1973).

11.2 Atomic damping: atomic master equation

In this section we shall consider the so-called quantum optics master equation for
the reduced atomic density operator, p 4 (¢), in the Born approximation. The ele-
ments of this derivation have already been discussed in Chapter 3 with the deriva-
tion of the Pauli equation for (x| p4 |oe). Here the generalization to off-diagonal

199
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contributions only adds complication. Thus, we will outline the derivation and refer
the reader to the work of Peier (1972), Louisell (1973) and Agarwall (1973, 1974)
for more detail. We will use the resultant dynamic equation to discuss the impor-
tant process of spontaneous emission first discussed by Einstein (1917) and later in
detail by Weisskopf and Wigner (1930). This is also discussed in Chapter 17.

As in Chapter 3 we begin with the von Neumann operator for p 4 (7):

ipar (1) = Lpyg (1) = [H’ PAR (f)]§ —00 <t < 00. (11.1)

We have not incorporated i in L here. The reservoir in the electromagnetic field,
which is assumed initially to be the vacuum, is

pr (0) = [{0}) ({0},

and
Par (0) =p4(0)pg 0). (11.2)
We introduce the projection operator again:
Pp=pr0)Trrpsg = pr(0) p4 (1) (11.3)
P*=P.
Assuming
H = Hj + Hg + Hag,
then
PLy=LAP, PLr=LgP =0. (11.4)
We also assume
PLsgP ... =0.

We obtain the generalized master equation to lowest order in H4g (the so-called
Born approximation; see Chapter 3). We incorporate the free atom motion by going
to the interaction picture, and obtain in that representation the irreversible equation

t
8, Pp s (1) = — / dtPLag () Lag (i — 1) Poap i —7) 120, (1L5)
0

where
p (t) = exp (—i Hat) pin (1) exp (+i Hat) . (11.6)

In Eq. (11.5) we do not make the interaction picture explicit. The irreversibility of
such equations was discussed in detail in Chapter 5. Eq. (11.5) is the same form as
we met in Chapter 3.
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Now we introduce a group of two-level atoms utilizing the Pauli spin represen-
tation already introduced in Chapter 2. The Hamiltonian of the two-level atoms in
interaction with the quantized radiation field is

H=0) S+ woa,a, (11.7)
i lo

+ Z {gilo’ald (Sz+ + Sz_) + hC} .

ilo
(See the appendix to this chapter.) We recall that
S =11;) (21, (11.8)
S =12:) (Li],
1
S; = 3 {11a) (Ll = 12:) (21},
|1) = |+) = « being the excited atomic state. The atomic dipole momentis d; =

d (S]+ + S;), being off diagonal, and w = E| — E).
In Eq. (11.7) the E - P interaction discussed in the appendix gives

[ 2mce 2 )
8is = —1 | —; (d-eg)exp(l-r). (11.9)

It will be left as a problem to work this out in detail.
If we make the rotating wave approximation discussed in Chapter 2, we drop the
a, S term, and then

H=0) S+ woa,a, (11.10)
i lo

+ Z {gito s S+ h.c.}.

ilo

Now we make the Markov approximation to Eq. (11.5), letting + — oo. Just as
in Chapter 3, we assume a collision time 7. and take T >> 7. or, in the special

max

limit, 7. — 0. For the case being considered, 7. = |r"c ,and 75 = (yij)_l,
yi; given by Eq. (11.13). This is discussed in detail in that chapter and will not
be repeated. We also must take V — oo, so that the continuum approximation

>, — #/dﬂzd may be made.
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We make the rotating wave approximation in the course of this evaluation,
ignoring the S;" Sj+ and S;" S terms, to obtain

004 . _
FT Zl_j % [57°57 4]
-y {S,*Sj—pA — 257 paSt+ pASjS;} EENCERE)
ij

t>0

In the Schrodinger picture this is

004 .
7=—lz:(a)0-i-A) [Siz,,OA] t>0 (11.12)
—i > [85S] 04
i#]

=37 (8787 04 =257 paST +9aS;S})

ij

Here we may let wy = @ + €2;;, where

Vii =T Y 8ioily ;8 (@ — @io) (11.13)
lo
and A =Qi=—) g {0 —o)' = (@, +)7'} (1114
lo
Qijj = — Zglaigl*aj {(Cl)la — )+ (g + w)_l} . (11.15)

lo

A detailed discussion of the rotating wave approximation is given by Agarwal
(1973). He points out that the consistent use of this approximation is in the equation
and not by use of H'.

Now we must note that Eq. (11.12) has the form of a Lindblad—Kossakowski
equation, discussed first in Chapter 3. Thus the rotating-wave quantum master
equation is of the completely positive form. p , (¢) is assured, in this case, of being
positive in the semi group time evolution. If we had taken the view that the dis-
sipative evolution should be of the Lindblad form, we would have, for this open
system of atoms and fields, chosen this equation. This result is consistent with sim-
ilar comments made earlier concerning the Pauli equation. We have also mentioned
that Monroe and Gardiner (1996) have discussed the failure of the Lindblad form
in the more general nonrotating approximation case.
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Before considering a single two-level atom in interaction with the field, we must
evaluate Eq. (11.13) and Eq. (11.14). In the continuum limit,

yi =2m’c (2n)‘3/d3kd§28 (@ — ke) |d)? (1 — cos 0%) exp (ik - ;) .

For a single two-level atom, we take y;; = 0 for i # j and evaluate the delta
function in d;k. We obtain

2 @’
Vij_)V:§|d|2Z. (11.16)

This is 1/2 the famous Einstein A coefficient (Einstein, 1917). The other terms are
more involved. Agarwal (1974) obtained

smae- (|- &) o

having a logarithmic divergence necessitating the cutoff frequency w.. We will not
consider further this frequency shift.
The master equation becomes simply

%
ot
where w = wg + 2;;. After renormalization there is a shift of both the ground and
excited states.
Now we write an equation for p,, = (1| p4]2) and p,; (¢), utilizing the
properties of $%, §* and S™. Eq. (11.18) becomes

=—io[S% p] =y (STS Py =25 psST+p4STS7) >0, (11.18)

dpi» .
= - — 11.19
di lwP — VP12 ( )
dpy
=-2 t).
di Y P11 (1)
Thus, the solution is simply
P12 (1) = p12 (0) exp (—iwt) exp (—y1) (11.20)

P (1) =p; (O)exp(=2yt) =0
P11 (1) + pp (1) = 1.

The probability decays by the interaction with the electromagnetic field reservoir
in a time tp = 1/2y. The off-diagonal correlations decay spontaneously, slightly
more rapidly due to the factor of 1/2. This is qualitatively similar to the Walls and
Milborn example of Chapter 2 (Walls and Millborn, 1985). As already mentioned,
this is an indication of the decoherence process extensively studied by Zurek (1991)
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and discussed in Chapter 12. Zurek argues that this is the source of classical behav-
ior in quantum systems. The 2y decay constant given by Eq. (11.11) was first
obtained by Weisskopf and Wigner in their theory of spontaneous emission (Weis-
skopf and Wigner, 1930). We will discuss this extensively in Chapter 17. We must
emphasize here that the source of the atomic decay resides in the dissipative open
system equation, Eq. (11.18), treated in a consistent manner. This goes beyond the
Schrodinger equation. We note that there is no induced emission or absorption in
Eq. (11.9). This is due to the initial reservoir condition of Eq. (11.2).
If we assume the reservoir is an initial thermal state with

exp {_IB le wlsa;sals}
Trexp (—,8 s wlsafsals)

then by similar arguments, as already made, the system master equation is

o (0) = (11.21)

8/0A

57 zw[SZ ,oA]
—y (L4 (n (@) (STS7pa =208 psS* +p4STS7) (11.22)

—y (n(w)[S™STp, —28*

where (n (w)) = (exppfw — D7'oIt may easily be shown that this leads to
the famous stochastic equation of Einstein with the induced, spontaneous and
absorption terms. We leave it to the student to prove this.

In a number of respects, spontaneous emission is sometimes interpreted as due
to the vacuum fluctuations of the field

(0]E*|0) = Zha)z (11.23)

This is a puzzle. Egs. (11.19) indicate that the initial atomic state |1) is unstable and
decays at least at long time when these equations are valid under the influence of the
reservoir vacuum, Eq. (11.23). The details of this initial decay are not seen, since
we have not written a short-time initial exact solution. As discussed in Chapter 3,
it can easily be seen that at = 0 for the diagonal part of Pp sz, APp 4R,

dAPpg (1)
dt

It is a fixed point in the nonlinear dynamics sense that asymptotically decays. But
what is the cause? We shall turn to this now.

It is best to use the Heisenberg equations to discuss the short-time behavior, fol-
lowing Milloni in his Physical Reports review (Milloni, 1976). (He has done an
extensive review of the literature. See also Senitzky, 1973.) The main theme of the
discussion (and controversy) is whether vacuum fluctuations play the entire role or

=0 t =0t (11.24)
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whether a quasi-classical picture of radiation reaction on the atom by the field is
primary. (See any good text such as that of Panovsky and Phillips [1962] or the clas-
sic discussion of Becker [1964 edn.]). The simple derivation of the Lamb shift of
Welton (Welton, 1948) would seem to support this latter view. Scully and Zubairy
(1997) repeat this derivation. In doing this, they derive the following interesting
formula:

2
(6rae’) =Y (=55) O 1E10), (11.25)
k

(8r)? being a fluctuation in atomic position.
Milloni, in his derivation of the Heisenberg equations of motion for the two-level
atom, obtains in a self-consistent manner

Sy = —woS, w=w+A (11.26a)
) 2
%:m&+EwEHQﬂ& (11.26b)
) 2 N
S.=—2n-E-(0.nS,, (11.26¢)
and
1 ..
VZE' (r,1) = S E" (r,1). (11.27)
C
Now
E'(0,1) = Ey (0,1) + Exg (1), (11.28a)

separating the particle source and homogeneous parts.

A number of approximations have been made. The foremost is the adiabatic
approximation that the atom density matrix should follow the free evolution
pij = —iwjjp;; in the field part of p,g. This is equivalent to the Weisskopf-
Wigner approximation. In addition, in the choice of the representation, a normal
ordering is now assumed. Photon annihilation operators are put to the right of oper-
ator products. Milloni obtains the level shift and width and subsequently obtains
the Bethe expression for the Lamb shift. The main point here is that Eqs. (11.26)
are valid at short time. No time scaling has been used.

The atom radiation field is

4K 4K3
o, (11.28b)

2 .
Exg (1) = [ﬁax T 320 + on O*

and Eé (0, t) is the homogeneous solution to Eq. (11.27), depending on the vac-
uum. K = % on introduction of the Bethe cutoff wave number, %°. The third
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term in Eq. (11.28b) has no classical counterpart. We solve now in the adia-
batic approximation. Taking the vacuum field expectation values, (), Egs. (11.26)
become

(G12(0) = —i(wo— A —iy){on()—i(A—iy)ST() (11.29)
<az> _2)/ (] + <Oz (t)>)a

where again
y =2leonl’ 5. (11.30)
c

The energy shift is now

2 2
A—'Mﬂﬁpfa« e @ ). (11.31)

3rhc3 w—wy o+ wy

A is apparently the effect of the vacuum fluctuations. However, it is not explicit,
since the homogeneous solution to Eq. (11.27), Eg’ (0), proportional to a,,, does
not enter at all. It appears that Eq. (11.28b) plays the dominant role, which may be
interpreted as a radiation reaction effect.

Is this physical conclusion independent of normal ordering? Senitzky and Mil-
loni have redone the calculation with antinormal ordering (Senitzky, 1973; Milloni,
1976). Using the rotating wave approximation, it is found that Eg (0, 7) plays an
explicit role due to the new ordering. We have

(612(1)) = =i (wo — A —iy) (012 (1),

neglecting counterrotating terms. However, the physical interpretation differs, indi-
cating that the original question is meaningless. We cannot say that spontaneous
emission is due to radiation reaction or vacuum fluctuations. They are all one, as
implied by Senitzky (1973).

11.3 Cavity damping: the micromaser: detection

Let us now turn to the master equation and damping in the field of the cavity. We
will focus on the micromaser of Walther, Rempe and Klein (Rempe et al., 1987),
the Munich micromaser. See the review by Raithal (Raithal ez al., 1994). In a cavity
of very high Q and very low temperature, a few atoms are sequentially injected and
excite the field of the cavity. We will derive by physical arguments the birth—death
equation for the density matrix of the field. The density matrix is off-diagonal. The
transiting atoms are later observed, and it is these atoms which measure the field
properties indirectly. The detection process will be included in the master equation.
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The two atomic levels are rubidium 63 Pz and 61D5 with frequency 21.5 MHz.
The spontaneous decay time for the upper state is 488 us, and the average number
of thermal photons due to the environment is 0.054; the cavity quality factor is
3 x 10", with T = 0.3K.

The theory of such a system without detection was first done by Filipowicz,
Javanainen and Meystre (1986). A density matrix formulation was given early by
Krause (Krause et al., 1986). This is a form of the basic Scully-Lamb laser theory
(Scully and Lamb, 1967, 1969). It is to be compared with the previous section;
the system is the electromagnetic field in interaction with the injected atoms as the
“reservoir.” We will not approach this from the point of view of the generalized
master equation. Rather, we shall simply give an argument similar to the Pauli and
also the Scully—Lamb birth—death approach.

11.4 Detection master equation for the cavity field

For the two-level atom, we take |A) and |B) to be the upper and lower states.
The macroscopic detector registers after the atomic passage through the cavity,
|+1), |—1) and |0) for the atom in the upper state, lower state or no register. Super-
positions are possible in the detector registration. Ionizing field channeltrons were
used as detectors in the experiments. A postselection of phase may be made at the
cavity exiting port. We will take the incoming atoms in the |A) state. In this we will
adopt the simple “collapse” approach to measurement. This is discussed in some
detail in Chapter 13, and references are there. Now consider the work of McGowan
and Schieve (1997).
The atom, field and detector state before measurement is

[Wara) = €1 W) |A) 1) + c2 [ 4} 1A) [0) + ¢35 | ) |A) |-) (11.32)
+ca [y} IB) 1) +cs W) 1BY0) +co | f) IB) =) .

We assume no detector errors. We define then, on measurement,

|1 |2 = pa (state A detected atom in |A)) (11.33a)
lcs|> = pg (state B detected atom in |B)) (11.33b)
les> =0 (state B detected atomin |A)) (11.33¢)
lca> =0 (state A detected atom in |B)) (11.33d)
o> =1 — pa (no detection) (11.33e)

lesl> =1 — pp  (no detection)

and

cicy = cjcs = ¢3¢, = 306 = 0. (11.33f)
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The only cross terms are c>cs and c3cs, which is a mixed state, “no check,” of the
detectors. It must be emphasized that the detectors are macroscopic, and thus the
detector states are diagonal.

The resulting density matrix of the entire system after an atom passage of the
cavity is

Para = PalA) |+ ) paa (+ | (Al (11.34)
+ (1 = pa) |A)10) paq (O] (Al
+ (1 —pp) [B)10) ppp (O (B]
+ pp|B)|—) pgp (—| (B]
+ 25 |A) |0) pup (O] (Bl + h.c.
We will now obtain a master equation for the field due to undetected atoms. We
take
Tr4 [{0110)] (11.35)

and find that the field changes after the atoms’ undetected passage leads to the stare
reduction of the field density matrix,

Py = (1= pa)Ap, @) + (1= pp) Bpy (1). (11.36)

The operators A, B depend on the form of measurement. If A detector clicks when
the atom is in the upper Ryberg state and B observes the lower state, then from the
simple Jaynes—Cummings model (Jaynes and Cummings, 1963), one obtains the
evolution in the phase-insensitive case:

Ap;=Sap,S] (11.37)
Bpy = Sgp S,
where

S4 = cos (gr«/aaf) (11.38)
a’ sin (ngaa*)
Sp = .
Vaa'
These super-operators describe this field change due to a single atom passage. The
atom is in interaction for a period 7, which is a parameter. It may be statistically dis-
tributed, but we assume here that it is determined by a precise injection rate, r, and
cavity length. This is not experimentally so. The operator coefficients A(t), B(7)

are the principal differences between the micromaser and laser. (See the 1997 book
of Scully and Zubairy.) There A, B are constants independent of this parameter.
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A commonly used parameter is = /N, g7 , a pumping parameter having values
(commonly) 1 to 10. This is left to the student as a problem. If we normalize Eq.
(11.36) and calculate the change in p , Ap, (7) , we find

(1 —pa)Apy (1) + (1 — pg) Bpy (1)
1= paTe{Ap; (1)} — psTr{Bp; (1)}

This is the product of the probability that there is an undetected atom in the cavity
rdt and the probability that the atom is undetected. We obtain

Ap,(t) = — s (). (11.39)

ap (1)
at

=rlA@)+B@)—1lp,@)—r [pAA(T) +PBB(T)] py(t) (11.40)
+Lps () +r[paTr[A (@) pr O]+ psTe[B () pr D] ps ()]

Such an equation was first obtained by Briegel (Briegel et al., 1994). It is nonlinear,
containing the inefficient p4 pp detector coefficients. Here

-1 |: (np + 1) (aTap (t) —2ap (t)a' + p (;)aTa) ] (11.41)

LPO=3"1 + m(aato ) = 247p 1 a + p () aa’)

describes the field damping in the cavity. This has been discussed in Chapter 2. It
may be obtained from the density matrix for the driven-damped single harmonic
oscillator (Scully and Zubairy, 1997). Here n,, is the mean number of thermal pho-
tons, < 1 for the micromaser, N,, = r/y. r is the rate of atomic injection, and y
the mean photon decay rate. The equation without the Tr terms is the master equa-
tion of the isolated laser. References were given earlier (see also Lugiato et al.,
1987). We should remark that Johnson and Schieve (2001) have discussed how
the nonnormalized form, Eq. (11.36), may be used in numerical calculations. This
obviates the use of the nonlinear operations.

In the phase-sensitive case, we may form an entanglement detection scheme for
states \/% (JA) — |B)) and «/LE (JA) + |B)). (Entanglements are discussed in some
detail in Chapter 12.) If the atoms are injected in the upper state |A), then, with a
7 /2 pulse before the detectors for postphase selection, the operators become for
entanglement detection

Ap 1 ¥ T
=~ (S.pSt +S S)
{B,o} 2<A/0 AT 9BPSE
lS St + SppSt
:F2 AIO B+ B/OA )

and Eq. (11.40) becomes appropriately modified. This is the Ramsey detection
method (see Scully and Zubairy, 1997). It was also done by Herzog (2000).
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Let us consider the analytic solution to Eq. (11.40) on totally inefficient detec-
tion, ps = pp = 0. (We now drop the f subscript on the field.) The equation
then is

do(®)=r[A+B—1p@)+Lp (1),

which we write in the number representation |n). We assume the injection atoms
arrive in state |A) . Then

k
hopy’ ==y (w4 1) [(n + 5) p® (1) =+ 1) (n +k + 1),0,(1]21:| (11.42)

—ym [(n +1+ g) p® (1) — /n(n +k)p®, (t)i|

k
—rp®

+r [cos (gr«/m) cos (grmﬂ p® (1)
+ sin (gr\/ﬁ) sin (gt«/m> ,oflk_)l (1).

Here p¥ = Pn.nsk 18 off-diagonal. n;, is the number of thermal photons present, y
the cavity decay constant, and r the rate of injection.

The solution to Eq. (11.42) was discussed in some detail by McGowan and
Schieve (1997), using a method due to Scully (Scully and Lamb, 1967). Assuming
y = 0 and n;, = 0, we have, from Eq. (11.42), the recursion relations

[COS (grm) cos (grm>] p®
= —sin (grﬁ) sin (gtm) pflk_)l, (11.43)

From this, as with birth—death equations generally, we obtain for k = 0,
S n N, ex . 2 .
P = Pun (0) Hj:lT sin (grfj) . (11.44)

The recursion relation is interesting (Filipowicz et al., 1986); the recursion
truncates for n values both upward and downward for k = 0. For n(q)

sin (gt\/n (q) + 1) =0 grtyn(@)+1=¢qgm qodd (11.45)
and n(p)

sin(gt)/n(p) =0 gty/n(p) =pn p odd. (11.46)
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These truncation points are called trapping states of the cavity field, n (¢) (up) and
n (p) (down). Forn (q),

Prgyn(q = Eq. (11.44) n<n(q) (11.47)
=0 n>n(q),
and for n (p),
Pupyn(p) =0 n<n(p)
=Eq. (11.44) n>n(p). (11.48)

We recognize from Eq. (11.43) that

P =>"xWp, (11.49)
which suggests the solution
P (1) = pi (0)exp (X V1), (11.50)

where
k
x,i">=—r—y<nb+1>(n+§— n(n+k)) (11.51)

—ynb|:n+l+§—\/(n—l-l)(n-i-k—l-l)]
|: cos (gt+/n+ 1) cos (gt+/n +k + 1) :|
+r :
+ sin (gn/n + 1) sin (gn/n +k + 1)

This solution was utilized by McGowan and Schieve to obtain an approximate solu-

tion to the cavity with measurement. The y-dependent terms here are, of course,
the cavity decay due to the various photon loss mechanisms. The trigonometric
terms are the new and interesting features in the cavity. These field points block
diagonalize the Fock space and are one of the main features of the one-atom micro-
maser. The physical interpretation is that the injected atom undergoes integer Rabi
oscillations, thus returning to its initial | A) state, leaving the field unchanged.
Trapping states have been observed in the Munich micromaser (Weidinger et al.,
1989). Dips in the inversion agree well with the preceding formulas. Johnson
and Schieve have done an extensive comparison of the theory based upon the
Jaynes—Cummings model (Jaynes and Cummings, 1963) with these experiments,
as outlined here. They find the positions of the trapping states in excellent agree-
ment with Eq. (11.45), Eq. (11.46), Eq. (11.47) and Eq. (11.48). However, the
qualitative behavior elsewhere in the inversion—for instance, as a function of t for
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this experimental condition—does not agree with the theory. A number of modi-
fications of the theory were made, including atomic decay, velocity averaging and
two successive atom events. Little improvement in the agreement was obtained
(D. Johnson, unpublished Ph.D. thesis, University of Texas, 2003).

Let us return to the question of trapping states including detection. The steady-
state condition is

r[(1=pa) A+ A —pg)B—1]p" +r[pa+rAp’|+ psTr[Bp*] p* = 0.
(11.52)

We again assume n, = 0, y = 0 and take p4 << 1. This becomes, for k = 0 in

Pnn+k = p;sw
[0052 (gr«/n + 1) — l] P, + sin’ (gtﬁ) Jo— (11.53)
+ |:pA chos2 (gt\/n/ + 1) Py + DB X:Sin2 (gr\/ﬁ) ,02,_1:| oy =0.

The steady state is a solution to this nonlinear equation. Because of the nonlin-
earity, no simple recursive form may be found. Suppose now, for instance, that
the first term is approximately zero for the case sin (g7+/n (q) +1) = 0, there
being no states present for n > n (q). This might be true for very small pa, pp,
weak detection. The right side vanishes then. For n < n’ (¢), we then have Eq.
(11.53) having Zn,<”(q) and p;, given on the right by Eq. (11.49). Thus we see
that in weak detection we may expect, by this iterative argument, the conditions
of Eq. (11.48) to be maintained. The distribution is altered by the py4, pp terms
in the nonlinearity. We have argued from the detection theory that the trapping
conditions can be observed. They are! Even for large p4, pp, this argument
seems to be true. Monte Carlo simulations with 100% detector efficiencies, thus
taking into account the measurement, agree well with the experimental trapping
values.

Let us turn to time-dependent solutions, in the phase-insensitive case in Eq.
(11.40), by a perturbation assuming p,, pp again small. We may use the py =
pp = 0 solution and iterate with it in the Tr terms. The first-order equation is

d
TPh (D) = X5}, (1) + 3, (0) exp (X;1) (11.54)

x [E,’i +Ffy 4+ ) {Guph, (0) + Hypl, (@}} ,
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where

E'; = —rp4 COS (gr\/m) cos (gr«/m) (11.55)
F¥ = —rppsin (gt+/n) sin (gtm)

G, = rp4 cos’ <g‘L’ m + 1)

H, =rpp sin® (gr\/ﬁ) .

The solution is to first order

ok (1) = pk (0) exp (X}1) {1 +LEN+tFf 1) {Guph (0) + Hupl, (0)}}
: (11.56)

With nonzero y, the solution decays with the parameter X* given by Eq. (11.51).
Without damping, it diverges with ¢ , meaning that it is then a short-time solution.

Now we will briefly mention the micromaser spectrum (Lu, 1993; McGowan
and Schieve, 1997). The spectrum is defined as

[e¢)
S(w—w:) = Re/ K (t)exp(—i(w—w.)t)dt, (11.57)
0
where
K@) =(a" (t)a(0)) (11.58)
is the two-time correlation function. This may be related to the Green’s function,

K=Y Gr. )yo+1)m+ )Py,

where
Ppir={m+1|p%|m+1), (11.59)
and
G™ (t) = Tr, [U (t) Im) (m + 1| pSU" (1] . (11.60)
We may show in this approximation, using the initial conditions

G™ . (0)=8,m

n
G, (0)=0 k#I,
that the analytic answer is

G | = 8umexp (XV1).
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As a result of this, we obtain, for the micromaser with measurement,

| X2l

— o 4+ {E} + F)
}X}n|2+a)2 { +1}

S =) (m+1) P

The second term contains the new additional measurement terms depending on
PAs PB-

The micromaser line width was calculated from this by McGowan and Schieve
(1997) in one case of 10% detector efficiency and also for no detection as a function
of & = gt+/N. Peaks appear in both cases. These were associated with trapping
states by Lu (1993) by the formulas of Eq. (11.48). The result here was a significant
increase in peak height with detection. No significant qualitative change in the
curve structure was seen. The undetected case agrees well with Lu’s more exact
calculation.

This ends our brief discussion of quantum master equations in quantum optics.
The topics chosen were obviously personal but should illustrate the master equation
applications both to atoms and fields. The student should read the recent good texts
cited for other applications.

Appendix 11A: the field quantization and interaction

The source free Maxwell equations are

V-B=0 (1TA.1)
—0B
VXE=—
ot
V-E=0
oD
VxH=—
ot
with
B = H (11A.2)
D= SOE
MoEo = ¢

We introduce the vector and scalar potentials A,U. We are dealing with the
nonrelativistic electrodynamics. We choose the Coulomb gauge,

V-A=0; V=0 (11A.3)
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From Eq. (11A.1) we have the wave equation for A (r, 1):
1 3,A
VA = ——.

c? or?

The Hamiltonian is

1 1 IAN\® 1
H = E/dy’ (s0E* + noH?) = §/d3r |:80 (¥> + e (V x A)2i| .
(11A.4)

We separate the variables r, ¢ by assuming A (r, 1) ~ ), ¢; (t) u; (r). The structure
of the mode / is determined by the boundary conditions of the cavity. We obtain

2

V2, (r) + %u, (r) =0, (11A.5)

and
% + a)lqu =0. (11A.6)
Choosing standing wave boundary conditions at the wall, u; [|=0, and V xw; || =

0. We find in this case that w,; (r) are sink; - r and cosk; - r. A plane wave
representation is more convenient. Then we assume

2
A(r, 1) = Z Z i [a,a expi (kjy - r — wyt)
I o=1

€lo
260180V
+a exp—i (ki T — a)lt)] . (11A7)

The a;, obey Eq. (11A.6) for harmonic oscillators. Here # and an a7 in the complex
conjugate part are prematurely introduced. The polarization vectors obey

ep-e=0 (11A.8)

and

e, -k =0,

since V-A = 0. To obtain a solution to the wave equation, we must have the
dispersion relation
2
@

ki = = (11A.9)

For periodic boundary conditions,

2 R . A
k=~ (m ) +13k>, (11A.10)
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where [, [, I3 are infinite countable sets of integers from —oo to +o00. With this
we have a new harmonic oscillator (countably infinite) representation of the elec-
tromagnetic field in the cavity of volume V = L3. We leave it as a problem to
show, after obtaining E and H in this representation, that the energy is

H=Y ho <a,(,a,i, + a}aa,o> . (11A.11)
Lo
h appears because d;, = \/#71 (a)zézg + i ﬁlg) and @, pio are the position and

momentum and will obey canonical quantization commutation rules. We assume
[QIU,pl’o’] = ihala,l’o’-

[ = (l111l3), and now care has been taken in the ordering of a;,and a;{, in the
derivation.

We quantize the electromagnetic field after that of harmonic oscillators, assum-
ing

A=Y hor (@wdj, + s ) (11A.12)
lo
with
[&zg, &,‘}0,] = 81010 (11A.13)

[&1‘7’ &l/al] = I:&ZT’U” &ITU] =0.

This quantization procedure is due to Dirac (1958).
Just as with the 1—D harmonic oscillator in Chapter 2, we may construct the
number states utilizing

(a0 e | = e (11A.14)
[&ZTJ’ &ITU&IG] = _&ITO"

We will now drop the operator “hat” notation. As in Section 11.2, we introduce the
number operator for each mode /o,

Ny = a ai; = N, (11A.15)
and form the number states |n;, ),
Nig nie) = nig e )
by
Nigtio Inig) = (g — 1) (1o | Mis) (11A.16)
Nigaj, o) = (nig + 1) <an | nlo>-
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The orthonormal states are

n
A5

|ne) = \/m

(n/la | nla) = (th,n;(r

|0) (11A.17)

with
o0
D g (el = 1.
n=0

With this we have the many-particle harmonic oscilator Hamiltonian:

| 1 )
H=33" (0 +ofad) =53 ho (a,i,alg + a;aa,'a) : (11A.18)
lo

lo

The independent-mode pure field states are
ni)n2) ... lng) ... =|mny.. g . ..) (11A.19)

and obey the relations of Eq. (11A.15) and Eq. (11A.16). Thus,

hw
ny...me| Hny .. ) =;ha)lnla+Tl (11A.20)

nlo-':O,l,...

The ground state energy has been shifted to zero. These multimode states are
bosons, and they obey boson commutation laws. See Schweber (1962) for a
detailed discussion of this.

These modes are often thought of as “particles,” i.e. photons. However, they
cannot be localized, as seen from Eq. (11A.7), where both positive and negative
frequencies appear. Some discussion of this is made in the book of Scully and
Zubairy (1997). Here “photon” will simply mean the mode of the field as described
above.

From the commutation laws for a;,, afg, we may obtain the field commutation
laws for E and H. This is left as a problem. In the continuum limit,

L 3
Z -2 (—) fdgk. (11A.21)
2

k

They are for equal time
[Ei (1), H; (X',1)] =0 (11A.22)

£, 0. He ()] = i 00 (1),
l
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where i, j, [ are 1,2, 3 and cyclic. Parallel components of E, H may be measured
simultaneously, and perpendicular components may not. In going to the continuum
.. . . . o2

limit, we may introduce the density of modes in dw, g (w) = el since w? =

c*k?

. The vacuum state n;, = 0 is important:

(O H0) =) %l (11A.23)
l

The average field in any state is
(nl cee nl(f| E |nl...nlc,) = 07

since E is linear in a;,, and a; . However, the field fluctuation is nonzero, and for
n;, = 0 it is given by (0| E? |0) = Yo s "1 The zero point field fluctuations give
rise to possibly spontaneous emission and the famous Lamb shift of the 2P1 28 !
energy levels of hydrogen (Lamb and Retherford, 1947). See Schweber (1962) and
the book of Scully and Zubairy (1997) for a good, brief introduction, and also see
Section 11.2 of this chapter.

The interaction Hamiltonian of the field interacting with a charge e is an addition
to the radiation field previously discussed:

1 2
Hj,=3-[p=eA@m D] +cV @, c=1 (11A.24)

This is nonrelativistic, and electron spin is not included. The total Hamiltonian may
be written in the Coulomb gauge as (p- A = A - p):

H=H,+H +H,

where

p2

H,=—+eV(r) (11A.25)
2m
1
:
H, = EZU:M (al(,a,g + 5) (11A.26)
62
H =—A-p+ —A2% (11A.27)

2m

The second term in H’ will be neglected as normally small. In some places the
interaction is written

H" = —er-E(rg,1). (11TA.28)
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They are not equivalent, as discussed nicely by Scully and Zubairy (1997). It may
be estimated that

w

» .

1H]i)
(FIH"TD)

o = E; — E;, the transition frequency, and v is the field frequency. In our
discussions in this book, we adopt Eq. (11A.28) for simplicity.
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12

Entanglements

12.1 Introduction

We will now turn to quantum entanglements and their contemporary, possibly
practical, interest. Entanglements, first discussed in the E.P.R. paradox (Einstein,
Podolsky, Rosen, 1935) are a perplexing nonlocal feature of quantum mechan-
ics. This was immediately and succinctly discussed by Schrodinger (1935). The
long history of this apparent paradox is outlined in the wonderful book of Jammer
(1974). We will not focus on the central issue of “hidden variables” and their reso-
lution by the Bell inequalities (Bell, 1964) and the test, nor the failure, of these in
experiment (see Fry, 1998).

The distinctive quantum nature of entanglements has led to two quantum effects
which we will discuss: quantum information teleportation (Zeilenger, 1998) and
quantum computation by means of entangled states. A nice, recent, elementary
introduction to the latter is in the Los Alamos reports of James and Kwiat (2002).
The quantum correlations or entanglements are sensitive to environmental destruc-
tion. This was pointed out early by Zurek, who termed this “decoherence.” The
loss of coherence may occur on a short time scale. Recent discussions have been
given by Zurek (2002, 2003). We have already given a theoretical example early
in Chapter 2. It is pertinent to discuss this here, since it is a property of open-
system quantum master equations that is a central part of our study in this book.
In a sense, the decoherence of correlations has turned out to be a “practical” appli-
cation of these theoretical notions. Are there remedies for unwanted decoherence?
Quantum error correction is a possibility. This will be mentioned also.

12.2 Entanglements: foundations

Following the reading of the E.P.R. paper, Schrodinger (1935b) quickly repeated
the argument from quantum theory, but more generally. He introduced the term

221



222 Entanglements

“entanglement” to describe what he seemed to agree was a curious, if not
unacceptable, property.

Let us follow his point of view. Given a state ¥ (x, y) of a composite system of
particles x and y formed in their mutual interaction. ¥ (x, y) is not a product state.
At the asymptotic separation, a complete measurement of “y”” determines a set of
normalized eigenstates, f, (v). The variables measured commute, and by the rules
of quantum mechanics, we may write for the entangled state

YY) =D engn () fa (), (12.1)

n

and

q&m=/ﬁwwwww. (12.2)

The latter determine g (x) . The ¢, (x) are introduced for normalization. lcg | is
the probability of “x” being in state g (x), given that we measured f; (y). This
is the point right here. A measurement of the recently separated system in f; (y)
determines g (x). The nonlocality is now apparent. The entangled state i (x, y)
produces this nonclassical (bizarre?) behavior after the interaction. Schrédinger
proves further the conditions on fj (y) for which there is a unique orthogonal
expansion of ¥ (x, y). It is that

/dxw* (x,y) ¥ (x,y) <0 (12.3)

(Courant and Hilbert, 1966). Then we have the condition

lel® fi () = /dX/dy/fk ) ¥ (x y) v,y (12.4)

This is an integral equation for what Schrédinger called the relevant eigenfunctions
Jfr (v). Knowing these, one knows all the g, (x). This is a program of measurement
of these f; (), with probability lcx)? , that determines the other “systems” gy (x).

Einstein, Podolsky and Rosen, in their paper (Einstein et al., 1935), had con-
sidered the special model of two-particle scattering. After the interaction at a time
t > T, they wrote the entanglement as

—2mi (x3 — Xxo) p 2wix p
exp[ —— |,
h h

¥ (x1x2) = / dp exp [ (12.5)

the term exp <2’“%> being the eigenfunction u, (x;) corresponding to eigenvalue
p of particle x;. The other term is an eigenfunction v, (x2) corresponding to —p.
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A measurement on x; of p determines the momentum state of x, (—p) after they
have separated. It is also possible to rewrite Eq. (12.5) as

v (x1x2) = h / S(x —x24+x0)8 (x1 —x)dx, (12.6)

the position eigenfunctions. We recognize u, (x;) = 6 (x; —x) and ¥, (xp) =
8 (x — x2 + x¢) such that x, = x + x¢. This is consistent, since x; — x; and p; + p»
commute. The choice of these commuting observables determines the proper f; (v)
in the Schrodinger discussion of entanglements.

The answer to the dilemma may be that the two particles are one system having,
even after interaction, the entangled v (xy). They cannot be conceptually disen-
tangled. To think of them apart is a fallacy. This point of view was emphasized by
Bohr (Bohr, 1949; Einstein, 1949). Utilizing a micromaser cavity similar to that
discussed in Chapter 11, Haroche (1998) has, by means of the Rabi oscillations,
created entangled atom-field states:

1
V) = —= (le,aexpi¢) + |g, aexp—ig)), (12.7)

V2

e, g being the two-level atom state and o the coherent state of the cavity n = |a|?
photons (one to ten).

If we ignore the e, g for simplicity, these are “cat states” (Schrodinger, 1935a).
The cat is built from entangling macroscopic nonorthogonal coherent states. Using
the position representation of a coherent state |8), we have

(1B =7t e s (8 1B )exp[ (x—x/_ﬂ)}

The entangled “cat state” is then
1 N 1
Y(x)=m T—ex o sin’ ¢ ex |: azsin2¢:|
Al Jexe| 3
exp [ (x — V2« exp (z¢)) :|
2
+ exp [—ia2 sin (2(1))] exp |:—% (x — V2 exp (—id))) }
where ¢ is the macroscopic angle in the p — x plane between the symmetry cen-
ter of (x | « expi¢) and the x-axis. Being coherent states, they are approximately

macroscopic and distinguishable—in the cat paradox, the dead and alive cat. The
entangled state is neither.
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12.3 Entanglements: Q bits

The state representation of modern quantum computation is the Q bit (quantum bit),
which is the two-level spin % representation of the two-level atom model already
discussed in detail in Chapter 2. We assume the reader is very familiar with this.
Now we will consider the entanglement of two such states, of atom (spin) A and
B. Consider first the direct product

[Vap =1+ s @[+l =1 1),
whose density matrix operator
H+D A [+ g (14 (+1lp = pap

is pure p% 5 = Pag-
We might be interested in a complete set of maximally entangled states where
the Q bit states are |1) or |0) and the identity A, B is in the order

1
V2
1
V2

They are not factorable, but normalized.

The first pair determines the parity, and the second the phase of the entangle-
ment. These are called Bell states (a compliment!). Yes—no information, |+1) , |0) ,
is carried in these states, but now it is hidden in the entanglement. We might oper-

ate on Q bit A with Pauli operator o, = o;. This is a 90° y-axis rotation and causes
the transformation of the Bell basis to

|6%) 5 = —= (100) 45 £ [11) 4p) (12.8)

™), ;= —= (101) 45 £ 110) 45) .

()45 = [V s (12.9)
|¢_)AB - - |‘/’_>AB'
A product of the unitary Hadamard transformation on a single Q bit is
H:L(UI'FGS)—)L[I 1], (12.10)
NG Vall-1

and what is termed C,, operating on two Q bits, is

L0 0o 100y = |00)
01 0 0 101) = [01)
Co=|g o o 1|"here 10— 111). (12.11)
0 0 1 0 1) = [12)
112) = |10)
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These create Bell states from |00) 45 , |01) 4, etc. We then have

100) 5 — f(|0>A+|1>A>|0 Bt (12.12)
101) 5 — 7(|0>A+|1>A>|1 Xy,
1 Cnot
110) 45 — 720 ba— 1D 10p = |¢7),,
1 not
|11>A35>ﬁ<| Ya— 10 Sy,

Being a unitary transformation, the inverse transformation reduces the Bell states
to the factored ones. These unitary operations are commonly called gates and given
diagrammatic circuit representations, which we shall not do. The product of these
transformations is nonlocal. The H creates the two—Q bit entanglement.

As an illustration, consider the \q&*} 4 p State. A measurement of |0) 4 gives prob-
ability % But now the B partner is in state |0) . Similarly, a measurement of A
in |1)4 implies B is in |1) . The entanglement is apparent and destroyed by the
measurement. The measurement of A and B separately exhibits 100% correlation
between the results. Further, for this state, let us form

1
pa="Trg|¢T),, aslot|= EIA

and also

,OB—2B-

In the measurement of A spin along any axis at all, we obtain probability % for
|0) 4 state and |1), also. The spin is randomly oriented. To get more information
we must use, not surprisingly, the other members of the Bell basis.

There are tests for the measured degree of entanglement (Kraus and Cirac, 2001).
For the simple case of a pure state,

|¥) =« 00) + B [01) 4y [10) + 8 [11),

the quantity concurrence ¢ = 2|ad — By| is a measure of entanglement. If and
only if ¢ is zero is the state separable. Maximal entanglement is ¢ = 1. For the Bell
states, ¢ = § = fz and B = y. Thus the Bell states are entangled maximally.
Another measure of entanglement is the Schmidt number E;, which is the num-
ber of nonzero coefficients minus 1 in the bi-orthogonal expansion (Schmidt,

1907):
V) ap = ch ‘¢k)A "pk>3

k
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discussed by Schrodinger in his first paper. We shall discuss the properties of this
in the appendix to this chapter.

Since the Bell states represent maximum entanglement, it is important theoreti-
cally (and possibly experimentally) to consider the observation after entanglement
of these states, i.e. Bell state analysis. We will follow the discussion of Zeilinger
(1998). The first thing to observe is that only |1//’> 4p 1s antisymmetric under
interchange, whereas W/*) AB® ¢>+> 4p and |¢’> 4p are symmetric. We must also
consider the spacial degrees of freedom |x4, xg), which can also be symmetric
|xa, Xp), or antisymmetric |x4xp),. For a known two-boson case (two photons),
the total wave function is then

(W), 5 1axB),
[ F) p 1xaxs);
|¢+)AB |xA~xB>S

|67) \p 1XaxB); -

Only in scattering do we observe an antisymmetric spacial state. We then identify
the internal state as |w_>AB . To distinguish |1ﬁ+)AB , ¢+>AB and |¢_>AB, we must
distinguish the internal states. In ‘W+> 4p » 1f the two Q bits have differing polariza-
tion, then ’¢+> B |¢_> AB have the same polarization. If we measure og‘ (or of ),
does the other state then have the same spin direction? If it does not, we are fin-
ished, but if it does, we must distinguish \d)*} 4p from |¢’) ap - Now, as discussed,
if we find on repeated measurement that p, = %1 aand pp = %1 B, then we have
|¢+> 4p - The other possibility would be p, = pp = 0. (We will not do the Fermi
case but leave it as a problem).

All this does not imply that such a scheme may be carried out experimentally.
(However, see Boumeester and Zeilinger, 2000).

12.4 Entanglement consequences: quantum teleportation, the Bob
and Alice story

The most remarkable effect of quantum entanglements is quantum teleportation,
first suggested by Bennett and Wiesner (Bennett and Wiesner, 1992; Bennett,
1998). Quantum information may be sent with entangled states. As we have empha-
sized, the Bell entanglements hide the fundamental bits of which they are made.
It is not possible to “eavesdrop” on messages in entangled pairs. Teleportation has
recently been observed experimentally by Boumeester and Zeilinger.

There are three actors in an entanglement play: “Charlie,” “Alice” and “Bob.”
We will speak in terms of entangled photons, since this is the first experimental
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system. “Alice” wants to transmit to “Bob” an arbitrary pure state, obtained

from “Charlie,” |¥)r = all)c + B10)c. “Alice” has entangled states, as
does Bob, having acquired them earlier. They have, for instance, together
\/% (+1)4 1+, +10)4 10)p) = {¢+>AB. “Alice” performs a Bell analy-

sis on the combined state |¢). |¢+) 4p and projects this onto the Bell basis
|¢i) CA® |1ﬂi)c 4 - Two bits of classical information result in the form of a local
unitary transformation U;; which is sent by “Alice” to “Bob.” It is, for instance,

1 0 1 0
Yoo = <0 1) Uor = (o —1>

0 -1 0 -1
U10=<_1 O>U11<1 O)'

“Bob” then looks at his photon and finds by an inverse transformation on his bit
o, B and |)- . Thus a quantum state is teleported by two bits of classical infor-
mation. To understand this, consider the Bell basis projection by “Alice” (see J.
Preskill’s clear discussion in Lecture Notes for Physics 229, California Institute of
Technology, unpublished 1998; and also Jozsa [1998]):

1
Wie[8*)15 = @0)c +B10e)
1

= 7 (@000)cap + @ |011)cap + B1100)cap + B 1111)cap)

which, upon using Eq. (12.8),

(100) s + 11) 45)

2

1
= Sa(Io+)ca+[07),) 05
1
+ EO‘ (|w+>CA + |w7>CA) D
1
+ 5,3 (‘w+>CA - W_>CA) 0)

38 (167)en = [67)ca) 105

Collecting these, we have the Bell state representation:
1
Ve @ )ap = 5187 )es @105+ B11)5)
LR
+ 3 [V )es @)+ B10)5)
L,
+ 5 [V )ea @ID)s = B10)5)

1
+5167)cq @005 = B1D)p).



228 Entanglements

By the Bell state analysis on C A Q bits of “Alice,” “Bob” may obtain one of these
results with equal likelihood, and thus knowledge of «, 8 and thus [¢) . At this
point no photon has been transmitted to “Bob.” “Alice’s” Bell state analysis of
(V) ¢ |¢+> 4 has caused “Bob” to become aware of |{/) at the time of the wave
function collapse in “Alice’s” Bell state measurement. The classical information
that is then sent by “Alice” to “Bob” is which of the Bell states, gbi) ca OF |¢i) car
was found expressed as a unitary U;; transformation from |¢+> ap- We realize that
in the measurement by “Alice,” |{) - |¢+> 4 has been destroyed.

This is very remarkable. All that is needed is an arbitrary entangled state between
“Alice” and “Bob” created at any time in the past. Then, by a Bell state analysis
of an arbitrary state product with one of these, “Alice” (or “Bob”) may, by means
of a classical message, transmit this state precisely and instantly and over any dis-
tance to “Bob.” Efforts at teleportation are reviewed by Boumeester and Zeilinger
(2000). Why not simply transmit the original photon |y)-? Eavesdropping is more
difficult, since knowledge of the classical message does not give another party the
entanglement. In addition, the quality of the message is perfect, in principle, if the

classical information is not garbled. Dense coding of the state |/). into classical

2
5

information would, at best, give | g (P | Y¥) A|2 =

12.5 Entanglement consequences: dense coding

Consider again the Bell states. As we have seen in Section 12.4, in order to switch
from any one of the Bell states to any of the four, one must only manipulate one
Q bit. For instance, if one begins with ’1ﬁ+>, then the operation of a phase shift
of 7 on ‘w+>AB, i.e. H, gives |¢~). We may also obtain ‘¢+)AB and ’qb_)AB by
unitary operations on W+> ap- Of course, the identity operator gives back WJF) ny

This classical coding of one bit gives any other desired Q bit of the four. This
is more efficient than coding the two classical bits of quantum information |0) |1)
and so forth. Of course, B must have a Bell state analyzer to read this. It must be
noticed that, in the past, “Alice” and “Bob” had built |1/f+> B In an experimental
realization of this with photons, it was possible to code log, 3 = 58 bits (Mattle
et al., 1996).

12.6 Entanglement consequences: quantum computation

Here we will discuss a simple algorithm showing that a quantum algorithm for
computation is possible. This is due to Deutsch (1985). His was the first response
to the call for such an algorithm by Feynman (1959). We will not outline the more
difficult and useful factoring algorithm of Shor (1994), which is at the center of
the focus to actually construct a quantum computer. This development is not the
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subject of our present discussion. An introduction to the Shor algorithm is given
by Ekert (1998). An overview of the effort to produce the computer is in the Los
Alamos scientific report already referred to and also in the article by Deutsch and
Ekert (2000). The subject is proceeding so rapidly that any review is quickly out of
date.

The key quantum elements which are potentially advantageous over a purely
classical one are nicely outlined by Jozsa (2002). The classical computation is
based on bits (yes, no) and the computation of functions. Quantum computation
would transform vectors in a Hilbert space (Q bits in the present form) by means
of unitary transformations. There are subtle advantages to the quantum calcula-
tions. The first advantage was termed quantum parallelism by Deutsch. We need
not input only a single state |a) into the quantum computer U,

Usla) — | f (@). (12.13)

We might, by the linearity of quantum mechanics (superposition), input ), |a)
so that

Uy

§jm>+§]wvm». (12.14)

agA acA

In one operation a quantum unitary transformation has performed a parallel com-
putation. Classical linearity is also possible, but quantum mechanics is more subtle.
Eq. (12.14) may contain nonclassical entanglements. An example is the Hadamard
gate mentioned in Eq. (12.10), operating on |0) , |1) where

1
H10) = —(|0) + 1 12.15
10) ﬁ(|>+|>) (12.15)

1
H|l)=—(l0)—1)).
1) ﬁ(|> 1)

If we operate on a vector of n Q bits, |0) ... |0), we obtain

1
25

10y +11))...(0) + [1)) (12.16)

and take a single output state |0), obtaining | /) with U operation:

1
) =25 D_ 1S @0). (12.17)
xeA"
Our enthusiasm for the advantages of quantum calculation should be cautious,
since the quantum theory of measurement (which we will discuss in the next chap-
ter) does not allow us to know |x) and f(x) in the entangled state. As emphasized
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by Jozsa, the quantum information is hidden and inaccessible. Certain global prop-
erties may be obtained, and this is the art of obtaining quantum algorithms, of
which the Shor algorithm is a prime example.

Let us illustrate these comments by considering Deutsch’s algorithm. Consider
the space |0) , |1) (B) and the map f : B — B. The possible one-bit functions are

fO=0 fO=1 (12.18)

—_—
=0 f=1

and

fO)=0 f0O=1

—
f=1 71)=0.

The second group has the “balanced” property, 0, 1, which appear both in input
and output. The global object of the quantum calculation will be to determine, in
one operation, whether the result is balanced or not.

We are given an “oracle,” U, which is an unknown and inaccessible subroutine
which computes one of Eq. (12.18), producing an output. It transforms

Uy lx) [y) = [x) [y x f(x)) (12.19)
(x means addition modulus 2) .

Now we start addition with input |0) and output |0) . We apply the Cy,; operation
to the output, and then H to both input and output. Recalling Cpo |0) = [1), we
have the resulting input to U :

10) + 1)\ (10) = 1)\ _
|0>|1>—>< 7 )( 7 )zllﬂ)-

The result of H is to form entangled input. Now the oracle performs its function:

(10) — 1)) (10) — [1))
-1 f(x) )
Uf|X> \/5 — (=1 |x) ﬁ
Thus we obtain
0 1 0) — |1
Uf|w>=i[' >j§' >H' >ﬁ' >] for £(0) = f (1)
0) — |1 0) — |1
UfW):i[l >ﬁ' >H' >ﬁ' >] for £(0) # F1).
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A subsequent Hadamard transformation to the input gives

10) — 1)
V2
10) — 1)
V2

In this operation the entangled output is invariant. Now we ask one question: do
we do one measurement to determine the two alternatives? The measurement of
(]0) — |1)) obtaining % would mean that it is balanced. The input is left in
£ |1) if f is balanced. This may be shown from H - H = [. Thus we use the
standard basis, not the entangled one, and look at the input to obtain the result. The
analogous classical calculation would require two measurements. Thus there is a
non-epsilon difference.

If we map instead f: B" — B!, then the difference between a classical and
quantum calculation becomes significant. Classically there are 0 (2") questions to
the oracle. In the quantum case, choosing |0) for n-dimensional input state super-
positions, we choose the output state %2 (10) — |1)), and we make one query to
the oracle. The input state to Uy is the same as the previous example, except a

HU; |Y) = £10) |: ] for f(0)=f(@1) (12.20)

HU; |Y) = £|1) |: ] for f(0) # f(1) balanced.

product state is [%ﬁ |0) + |1)]n. Transforming the output basis back to the stan-
dard basis, we have £ |0) ... |0) or &= |1) ... |1) for the constant or balanced result.
The quantum algorithm requires O (n) steps overall. This is the main result of the
Deutsch algorithm. However, it has been shown that this difference disappears in
the presence of noise in the quantum input (see Jozsa, 1998, 2002).

The quantum calculation in entangled Q bits has hidden information. It does not
give us the elements of the oracle. For instance, in Eq. (12.20), it may tell us that we
have the balanced case but not which two of the four. Only proper global questions
are possible in the quantum calculation.

12.7 Decoherence: entanglement destruction

W. Zurek, in Physics Today, called attention to destruction of quantum correlations

as the mechanism for the appearance of classical behavior (Zurek, 1991). See also

Zurek (2003) for an extensive list of references. We have already discussed, in

Chapters 2 and 5, the simple model introduced by Walls and Milburn (1985).
Recall, for an oscillator of the field, that

H = hwa*ta +atal,

the interaction with the environment being the second term representing phase
damping. There is no energy damping, since [a+a, H ] = 0. The number states
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|n) are the so-called pointer basis, as termed by Zurek. In this eigenstate the
environment interaction leaves this unchanged.
The reduced master equation for the system is exactly

ap A N
— == (2a'apa‘a — pa‘aa
g = 2 Calapala=p

It is completely positive, being of the Lindblad form as discussed in Chapter 5. The

matrix elements, p,, (), may be readily obtained. They are, again

T T

aa‘ap); t>0. (12.21)

a—a

t
P (1) = €Xp (_)“ ((n - m)Z) 5) Pmn (0) (12.22)
Pmm = 0.
The correlations between the number basis decay as - where 7, = %ﬁ,

which is more rapid than the decay of the diagonal elements which do not decay
here at all. The quadratic dependence of the “distance” off the diagonal is rather
characteristic.

Walls and Milburn also considered the damped harmonic oscillator after the
results of Agarwal (1971). The Hamiltonian is

H =hoa'a+ ) hojalaj (12.23)

J
+hz [gjaj. (a +aT) +h.c.] .
J

The Wigner function equation from the Born—-Markov approximation master equa-
tion was discussed in previous chapters. For this oscillator, in interaction with a
finite temperature environment, we have

dw(p, x) 0 [p ] 0 >
— = | = — 2k 12.24
o7 o mw +8p [(ma)x—l— p) w] ( )
_ L\ w(p,x)

Here k = 7 f (w) |g (@)|*, f (w) being the density of bath oscillators and 7 the
non-interaction oscillator Planck distribution. This is the same result as that of
Caldeira and Leggett at high temperature (Caldeira and Leggett, 1983) choosing
the harmonic oscillator initially in a coherent state. Agarwal obtained the time-
dependent solution to the Wigner function equation. The spacial entanglement is
represented in the relation

1 ipy 1 1
w(xp,t) = E/CXP (7) <x - E)’ lolx + E)’>dy,
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giving <x — % yiplx + % y) by inverse transform. (See Chapter 4 for details.) It may
be shown that the high-temperature bath destroys quantum correlations and at the
final state t — o0 is

Lol + & Nexp | 5 i (12.25)
X — = x4+ =-y)=Nexp| — |exp| — |, )
7 PRy P1252 ]| 202

where 62 = XL is a Gaussian mixture.

X T me?

The time dependence of the entanglements (spacial correlations) is

[x — (x (z))]z} [ [y —(y (t))]z}
—— |exp| ——75——|,

1 1
<x - Eylp(t)|x+ §y> = Nexp [—

202 (1) 203 (1)
(12.26)
where
5 hn h
o, =— (1 —exp(—2kt)) + — (12.27)
mo 2mw
dnmw 2mw
2 __
oy = 5 (1 —exp (2kt)) + 5

Both the Gaussian spread of the coherent state (x dependence) and the spread of
the coherence in y are seen here. For high temperature the off-diagonal correla-
tions decay as % (1 — exp (—2kt)) . This is large for ’;—Z) >> 1. The width of the
diagonal spread in the coherent state also spreads by the same factor.

The difference between the off-diagonal time scale of change from that of the
diagonal elements is the center of the decoherence time discussion. Zurek (2003)
has argued, from examples and general considerations, that the master equation
solution is of the form (at high temperature and 4 small)

N2
p (xx', 1) = p (xx', 0) exp (—yt(x;—x)> (12.28)
T

px,t)=p(x,0),

where Ay = \/#W is the thermal de Broglie wavelength. The main point here

is the loss of entanglement in a classical limit on a short time scale dependent
on (x — x’)z, as we saw in the first model. Good estimates of these decay times
are very model dependent. In the above formula, for m = 1,7 = 300K and
x — x’ = lcm, the decoherence time is 10 faster than y .

The fragile nature of entanglements, due to interaction with the environment,
raises important questions concerning the use of these entanglements in quantum

computation and other arenas. Let us take up this question for a bit (!) (Ekert et al.,
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2002). These authors have modeled a Q bit interaction with the “environment” by
means of a reversible unitary map U (t) for the environment plus Q bit:

U
018 10) 15y o) (1229)

U
1) |E) _(f) 1) 1E1 (1))

If the initial state is entangled, then

U
(ag0) +ai 1)) ® |E) _(:)ao 10} [Eo (1)) + a1 [1) [E; (1)) . (12.30)

Decoherence is now viewed as a result of the environmental entanglement. The
reduced Q bit density matrix is

|ao|* apaj (Ey | Eo)

12.31
waiEo | B laf (12.31)

po @) =Trpp, g =
We really have no idea what the time dependence of (E; | Ey) is, but it is assumed
to be exponential. Neither do we have a very good way of calculating this. Certain
practical estimates have been made which are in the range of 10* to 10~!% 5. How-
ever, the authors have raised a nice question concerning how this scales with the
size of the computer. This we will now consider.
Now we model the bath as a system of harmonic oscillators in interaction with
the two-level atom. The Hamiltonian is Eq. (12.23) with =—— replacing the first

20 ;w0
term and a+a" replaced by o .. (See Chapter 2 in this connection.) Now [0, H] =
0, and thus the two-level atom entangled state is a pointer state. Assuming the
vacuum state of the bath to be coherent states |¢>k), we may obtain, similar to the
preceding discussion of the oscillator model,

|Eo) = Ty |—¢y) (12.32)
|E) =TIk |y).

We assume short coherence length between the bath oscillators. Then for n Q bits,
|Epyky - ) =TI |Ex,). (12.33)

and each Q bit decays independently exponentially, as in the one—Q bit model. We
have
(—nt)
Pit..... 1; 000.... 0 (1) = P111..... 1: 000....0 (0) exp . (12.34)

c

In this case the effective decoherence time scales are t./n. This is not unexpected.
In the opposite extreme of large oscillator coherence length, there is a collective
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decay of the Q bits, exactly as in super radiance (Nussenzweig, 1973). Then the
decay is more rapid, depending on t./n>.

12.8 Decoherence correction (error correction)

How may we correct for the decoherence due to the environment? It may be viewed
as a natural form of noise. From the classical point of view, we might create
an ensemble of Q bits and make use of the expected 1/./n standard deviation
law by using repetition. This is not a sophisticated view of error correction, but
may it be done? Error correction is an enormous subject. See the introductions to
quantum error correction of Macchiavello and Palma (2000) and of Knill et al.
(2002.) The difficulty of creating an ensemble of identical entangled states is the
no-cloning theorem (Wooters and Zurek, 1982). For the orthogonal quantum bits
[0)4 10) 5, [1) 4 |1) g, there is a unitary transformation, U:

U
10041005 100410}

U
D410 [Dall)g.

The associated entangled state a |0) 4 + b |1) 4 becomes, under U,

U
@[04 +011a) 10} al0)a 10} + D114 ll)g.

The result is not a tensor product with the original. No unitary transformation
can copy |¢) and |¢) if they are distinct and are not the same ray, and thus
non-orthogonal.

The strategy to avoid this theorem was discovered by Shor (1995) and has been
developed into error correction algorithms which appear practical and promising.
Other possibilities are being explored, such as working in subspaces of the Hilbert
space, for a given problem, which is identified as being nearly decoherence free.
However, error correction is more developed and universal than classical experi-
ence with noise. Zurek briefly discusses these possibilities at the end of his article
(Zurek, 2002).

To illustrate the quantum error correction routine, consider the following simple
model (Macchiavello and Palma, 2000). This is a three-Q bit model which corrects
errors on the system of interest, a single Q bit. This increase in the dimensionality
is what obviates the cloning of the single Q bit. We adopt the model of Eq. (12.29).
Due to the entanglement, there will be phase errors of the form

10) — 10) (12.35)
1) = —[1).
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We choose the message code words of three entangled Q bits |wy), |w;):

|wp) = [000) 4 |011) 4 [101) 4 |110) (12.36)
|lwy) = [111) 4+1100) 4 [010) + |001) .

Only one Q bit (any one) is taken as entangled with the environment by U. Now
linear combinations

U S
(o [wo) +ar fwi) [E) Z(ao lwo)y + ar [wi)i |Ex))- (12.37)
k=0

The error states |wj>k being orthogonal,; <wj | wl)i = 0181, j, 1 = 0,1 label the
word, and k,i = 0, 1, 2, 3 label the Q bits. The Q bit 0 is no error, and 1, 2, 3 label
the error (—1) on the relevant Q bit. The | E;) are the environmental states with the
associated Q bit error.

We may project the code space into the resulting error spaces identifying the
errors. From this measurement on the error space, one now corrects the error by
applying o, to the identified Q bit. We have measured in the error space, not the
Q bit space. If i = 0, we do nothing. This iterated monitoring of |wy) and |w;)
may continue without disturbing either, except to apply the appropriate o . This
illustrates the general case (which we will not go into, but leave it to the interested
student). A nice, complete description of error-correcting methods in the quantum
case, incorporating the classical methods, is given in the review by A. M. Steane
(1998).

How effective is quantum error correction? Much work has been done recently
with the perfection of threshold theorems (see Knill et al., 2002). What are the pos-
sible tolerated error rates? This is of the order of 10~* per computational step. For
reviews of fault tolerant computation, see the book of Nielsen and Chuang (2000).
It is a rather complete introduction to most of these topics. (See also Preskill’s
Lecture Notes for Physics 229, cited in Section 12.4 and available on the Internet:
www.theory.caltech.edu/~preskill/ph219/topological.pdf).

Appendix 12A: entanglement and the Schmidt decomposition

In his fundamental introduction of entanglements, Schrodinger (1935a and 1935b)
was apparently not aware of the potential mathematical basis due to Schmidt
(1907). This is used in modern discussions of entanglements, and we will review it
here.

Let $H4 and $Hp be Hilbert spaces with corresponding complete orthonormal
basis, |i) 4, |j) g - The joint Hilbert space 4 ® $Hp is |i)4 |j)p . The state of the
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combined system is
Vap = cijli)alilp- (12A.1)
ij
We assume further

3 e =1. (12A.2)
ij

If |Y) 4 1s not a direct product state |{) 4 ® |) g, it is said to be entangled. The
condition is obviously

cij = cieb. (12A.3)

]

Going further, we introduce the reduced density matrix p 4. As in Chapter 2,

(004 = Tra(Trp [V)ap aB (¥]04)

=Trpp04,
where for pure states,
pa=Trg|¥)ap ap (VI (12A.4)
It is obvious that the product condition is true for pure states and
Pa=Pa- (12A.5)

As we know from Chapter 2, the inverse also is true.
Now let ’(]bi) , be an eigenstate of p,. We write

V) ap =Y cij ), (il (12A.6)
ij

and introducing the state
D sl = [xi)y (12A.7)
J

|X ,~> » may be orthonormal. We have then
V) as = Y _di|i), [xi)y- (12A.8)

d; may be positive. This is a product representation of the entangled state |V) 5 ,
Eq. (12A.1) of Schrodinger’s discussion.

From Eq. (12A.8) entanglement is now apparent. Measurement of a single state
’Xi> z With certainty implies A is in state ‘qﬁi) 4 With probability one, and the result-
ing |y) 45 1S, on measurement, a product. Alternatively, if the measurement is not
with certainty, then terms in Eq. (12A.8) are a succession of ‘q&i) , and are obtained
with probability |d;|>. |¢),5 is now a mixture, and the entanglement is again
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removed. It is classical. The measurement | Xi) » may be done anytime, anywhere.
The mixture is not unique, as discussed in Chapter 2.

The spacial Schrodinger dependence is quickly obtained in the |x) 4 |y) 5 basis.
Now the nonlocality of the results is seen, as has already been discussed in this
chapter. This representation, Eq. (12A.8), and subsequent discussion are due, in
physics, to Schrodinger.
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13

Quantum measurement and irreversibility

13.1 Introduction

In the light of the preceding chapter, putting quantum measurement in some per-
spective is inescapable. This topic was begun by von Neumann (1955). We will see
that the discussions in Chapter 12 of the consequences of entanglement take a very
simplistic point of view, possibly leaving out important time scales.

To set the stage, let us first review what the postulates of quantum mechanics
are, but not too mathematically rigorously:

1. The physical states |/) of a system are associated with a Hilbert space $) of normal-
ized vectors. Physical observables, O, are represented by these self-adjoint operators
in . The results of a measurement of O are the eigenvalues

0 lan) = an lay) (13.1)

assumed discrete and nondegenerate, for simplicity. a,, are real, and |a,,) normed and
complete.

2. The time development of the state |1 (7)) for the isolated system is given by the linear
Schrodinger equation

d .
ih— ¥ (1)) = H |y (1)) . (13.2)

H is the Hamiltonian operator in ). This is a reversible dynamic, as we emphasized
in Chapter 5.
3. The probability of measuring a,, at time ¢ is

P (@) =| (@ ¥ 1)) * . (13.3)

4. The effect of measurement on the system is a reduction of the state vector from | (1))
to |ay):

(before measurement) |y (1)) — |a,) (after measurement). (13.4)

240
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This is a new dynamics. It is not often stated clearly nor agreed upon. Some do not
even accept this as a postulate or problem.
The preceding outline may also be described in terms of the density operator, p :

1’. Assume the trace class, trace one, semipositive definite density operator

p= Pilvi){vl. (13.5)

P, = % is the weighting of state |1/fi) in the ensemble 1. As discussed in Chapter
2, we have either

,02 = p pure state (13.6)

or p? # p  mixture (entanglements!).

2’. The time evolution of p () is given by the linear reversible von Neumann equation

ihdp (1)

. [H 0 (r)] —o0 <1 <00, (13.7)

H being the Hamiltonian operator in the commutator.
3’. The probability at time 7 of measuring |a,) is

Plt,a,] =TrP,p (1) (13.8)

where

Py = |ayp) {an| .
4'#*_ The measurement transforms p

Pyp Py

————(after measurement) . (13.9)
Tr [Pnp Pnl

(before measurement) p —

This transformation leads to the wave packet reduction.

13.2 Ideal quantum measurement

Let us consider the ideal measurement of von Neumann, which leads to the so-
called measurement problem. A deep and clear exposition is given by d’Espagnat
(1971).

We must introduce the state of the operator that physically does the measure-
ment. Call the state |A). It is macroscopic. There are possibly other degrees of
freedom, called the environment or “rest of the universe.” For the time being, we
will ignore these degrees of freedom. The apparatus may be viewed as a “pointer”
on the real line. Thus,

Alx) =x|x); 0<x <o0.
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This is, possibly, a position or a photographic plate. The state of the system plus the
macro apparatus is then, initially, before measurement, |A) ® |a). Now, to make the
apparatus useful, we must correlate by means of repetitive separate measurement
the apparatus value with a,,. The process is ideal, and we ignore errors due to noise
(classical!) and back reaction. These may be taken into account (see Bassi and
Ghirardi, 2003; also Wigner, 1963; Margenau and Park, 1967).

Many examples of quantum measurement are treated by D. Bohm in his
prophetic book (Bohm, 1951). We urge the student not to leave this unread. For
instance, he emphasizes that classical measurements may be made arbitrarily weak,
whose errors may be corrected for by classical dynamics. However, quantum errors
cannot be so simply discussed. See the error correction discussion of the previous
chapter.

Now, once the perfect correlations between the apparatus and the system
have been made, we may dispense with the system coordinates. Measurement
is a recording of the apparatus coordinates. The total Hamiltonian of system,
plus apparatus with interaction, governs the measurement with the associated
Schrodinger equation. We find that

U
lan) @ 1Ao) " lan) @ |An) . (13.10)

The macro |A,) implies the system state |a,), which has not changed in the
reversible measurement. There is no trouble with a complete set of commuting
observables, which may be similarly treated. Now, what if the initial system state
is entangled?

1

la) = 7 (lan) + la)) .
The analysis now becomes
) ® | Ag) — % ) ® [An) + ar) @ |AD)]. (13.11)

The macroscopic pointer must read two separate distinct values. That is an absur-
dity. This necessitates the idea of a “collapse” where the reading is |A,) or |A;),
not each with probability of 1/2. But what is the mechanism or dynamics of such a
“collapse”? This is the problem.

As pointed out by von Neumann, the argument may be carried further in a
hierarchical fashion. At a first stage we measure

|an> ® |A0> - |an> ® |An> .
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Next, instrument A interacts with macroscopic instrument B,
|An) |Bo) = |An) [By)

and also B with C,
|By) |Co) — |Bu) |Cy),  ete.

The correlation is transferred through a succession of macroscopic measuring
instruments. The argument with entangled states may also be made successively.
We may imagine A, B, C, D etc. to be a succession of larger (more complex)
macro systems in use by the experimenter, such as a developed image, photo plate,
scanner, computer. All these then contain the information |a, ). When the hierarchy
is terminated, by definition the measurement has occurred. Is this satisfactory?

These considerations have led to an enormous body of debate ranging from
“there is no problem!” to “hidden variables,” the “many universe” interpretation,
etc. We will not review these. Bassi and Ghirardi have given a compact recent
review, with many references, as well as a helpful road map through the interest-
ing jungle as an introduction to their personal contributions. To a large extent the
contributions to the measurement problem are an effort to modify and enlarge on
the above rules of quantum mechanics and in a sense to create a “new quantum
mechanics.”

13.3 Irreversibility: measurement master equations

The suggestion that irreversibility plays a key role goes back in time to Szilard
(1929) and von Neumann, whose work caused von Neumann to contend that it was
impossible to formulate a consistent theory of measurement without reference to
human consciousness. Thus the above hierarchy is broken (see Jammer, 1974). The
collapse of the wave function appears analogous to the Stosszahlansatz of Boltz-
mann (see Chapter 6). Jordan (1949) asserted that an element of the wave function
collapse was irreversible, as in “thermodynamical” statistics. Misra, Prigogine and
Courbage have pointed out that the general entropy principle would lead conceptu-
ally to a solution of the measurement issue, although it was not carried out in detail
(Misra et al., 1979).

The system, plus macro measuring devices, is inescapably in interaction with
the environment and thus represents an open system, the subject of our book. Open
system dynamics is irreversible, at least in reasonable approximation, governed by
master equations of the type already discussed in many early chapters. An alter-
native generalization has been made by Ludwig (1953) in his attempt to create a
new Hilbert space formalism to properly define macro observables consistent with
quantum mechanics and the classical world. The idea was to consider the apparatus
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variables as in a metastable state evolving under a perturbation by the small system
to a stable state. A cloud chamber is a system illustrating this. N. G.Van Kampen
(1962) coarse-grained the Hilbert space, introducing coarse-grained macro quan-
tum observables and derived by qualitative argument the Pauli equation governing
the coarse-grained irreversible dynamics.

The subsequent work of the Trieste school is summarized in the long recent
review of Bassi and Ghirardi (2003). They term this approach dynamic reduc-
tion. It introduces, in place of the Schrodinger equation, a nonlinear stochastic
modification. A spontaneous localization is achieved continuously on the parti-
cle coordinates. The resulting master equation is a semi-group equation of the
Lindblad form. For a single particle it is

dp  —i H ) T
T = HipOl=2(p 0 =Tl O,

o [T —a 5 o 5
Tlp(]= ;/ dx exp T(q—X) peXpa(q—X).

In between the localization disturbance, the system evolution has the Schrodinger

where

form. The spontaneous hitting of the particle is Poissonian, having a probability
Adt of occurrence in dt. This spontaneous localization is in a sense ad hoc. To

maintain quantum mechanics on a micro scale, they choose A = 10716 sec™!.
miCro

The localization distance is 1/,/a taken as 107> c¢cm. Consider a macroscopic
entangled state ¥ = 1, + ¥, at position “1” and “2,” a distance larger than
1//a. The spontaneous localization transforms v into a statistical mixture of
¥y and ¥,.

We will not adopt this approach now in this chapter, but rather, first, take an
alternative viewpoint called environment-induced superselection, which restricts
the class of observables by means of the interaction of the system plus pointer with
the environment. This is the open system master equation approach to measurement
strongly argued by Zurek (Dineri et al., 1962; Jauch, 1964; Zurek, 1991). Emphasis
on the open system master equation approach will allow us to treat a simple model
in detail, illustrating the point of view due to Walls (Walls et al., 1985; see also
Walls and Milburn, 1994). Many of the things now discussed were also covered in
the section on decoherence in Chapter 12.

The ambiguity as to which pointer state the macro measuring device is in may be
noted in a different fashion from Eq. (13.11). If the system is initially in the state
[¥) =Y, cila;), then on measurement,

V) ® [Ag) > D cilA) ® las) . (13.12)

1
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The reduced density matrix of the system is the mixture

= lcl la) ail. (13.13)

However, this is not unique. The complete meter basis may be transformed,
assuming the meter states are complete, as

|Ai) = (B; | Ai)|B;). (13.14)
J
Then Eq. (13.12) becomes
D cilA) ®lay =) d;i|B;)® |b;), (13.15)
i J
where
d;i|bj) = cc(B; | Aj)|a;). (13.16)
k

Are we measuring ) d, |b;) or >.i€ |a;)? We have
pe= Y |d;[*|a;)(d;]. (13.17)
j

The mixture may be made unique if there is selection by the environment of a
preferred basis. Call it the pointer basis. We choose that basis for which

[O,HA+HAE] —0. (13.18)

O is that special class of observables for which Eq. (13.18) holds. Hsg is the
apparatus—environmental interaction, Hg the environment Hamiltonian, and Eg
its energy. For a large environment (a thermal bath, for instance) for small systems,

we have approximately [0 (t), Hs + HE] = 0. Eq. (13.18) ensures no “back

reaction” between the macro apparatus and the environment. The state |A, E) is
macro in nature, and

(Hy+ Hp)|A,E) =(Es+ Ep) |AE) (13.19)

are then the diagonal representation of 0. Approximately, these O (1) are constant
and unchanging, even with the apparatus—environment interaction. The |AE) are
the pointer basis. Zurek (1982) has given a long discussion of the pointer basis.
By introducing the environment, we are no longer dealing with the reversible
Schrédinger equation but rather with irreversible master equations for open sys-
tems. The time scales have already been discussed in Chapters 3,4, 5,6 and 11. By
a selection rule, the so-called quantum measurement problem is answered. How-
ever, it is not clear how the macro nature of |A) appears in this approach, nor are the
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time scales of the measurement very explicit. To see this, we must turn to another
model.

13.4 An open system master equation model for measurement

We have already discussed the first model in Chapter 2. We take the apparatus
to be a harmonic oscillator and the interaction with the environment to be of the
phase-damping form

Hyp =b'bT. (13.20)

The oscillator energy is conserved, but the phase is changed by E. The density
operator for the apparatus obeys the irreversible master equation

dp
dr

It is of the Lindblad form, as already noted in Chapter 6. In the energy eigenstate
|n), we had

= |2ptoob's (') p— o (b'0)’]. (13.21)

P (1) = exp (—y (m —n)*1) p,y, (0) (13.22)
Pmn (t) = Pmn (0) .

The off-diagonal apparatus correlations rapidly decay. The macro observable b'b
obeys

[b'b, Hag] =0 (13.23)

and is the pointer operator O. |n) are the pointer states, now macroscopic. The
interaction of the apparatus with the general system may be used to correlate |n)
with the system states |a), thus performing the measurement.

This is a general model being restricted by the form of Eq. (13.21). The states |n)
may be taken to be coherent states |«). Thus, in an appropriate limit, the apparatus
becomes apparently classical. The apparatus correlations have decayed rapidly on
a time scale (y)~'. This is the collapse time scale and the apparatus decoherence
time scale. Thus we see, implicit in the measurements discussed in the previous
chapter, that there are apparatus—environmental time scales. The effect of this is
not clearly seen in such discussions.

Another model which illustrates this in more detail is the following: assume the
apparatus is a harmonic oscillator in interaction with a system harmonic oscillator
with the Hamiltonian

ho
Hgy = Ea'a (bE* +b'E). (13.24)
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b, b are, as before, the apparatus operators, and E a classical driving field. The
apparatus is coupled to the environment by a more realistic interaction:

Hyp =bI'"+b'T. (13.25)
Now we will find that b'b is an approximate pointer operator.
The system plus apparatus master equation is
dp 1
— =_[(Eb" — E*b)d’a, 13.26
vl )a'a. o] (1326
+ % (2bpbt — bibp — pb'h) .

We assume the environment is at zero temperature and take

p©O) =" pyyln) (ml&10) (0], (13.27)

the apparatus being in the ground state |0) (0|, and p,,,, = (1| pg (0) |m) .
To solve Eq. (13.26), Walls (Walls et al., 1985) utilized the characteristic
function transformation

Xum (1) = Tr [exp (A" — 2%b) p,,,, ()] (13.28)
with

Xnm (O) = ;Nnm (Olﬁ) exXp <_% |)L|2 + )\ﬂ* - )L*C(> .

Obtaining the partial differential equation for y,,, (%, 1),

O X mn
ot

=L+ m) [gx*—%",\]
~Ppmeem - - e £ 5

(1) = g Ko (0.

(13.29)
We leave it as a problem for the student to solve this and show that

2 J—
p(1)="" punexp {'yE—l (n — m)? [1 _ %t —exp (TW)]} (13.30)

loen (1)) St (1)
O a0 T )

where the time-dependent apparatus coherent states are

7 (1o ()
la, (1)) =— |1 —exp|—— ). (13.31)
y 2
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From Eq. (13.21) we see that the apparatus irreversibly decays rapidly on a time
scale (%)71 and goes to the coherent state, the pointer basis. The amplification
in the “meter” reading is seen in the classical magnitude of the field E. Being
a coherent state, this is approximately classical macroscopic for large amplitudes
and is orthogonal.

Consider now the solution, Eq. (13.30). The master equation is not valid at short
time, as we have discussed in earlier chapters. The ¢ dependence is not physical.

For sufficiently long time then,

E? yt
P %exp [(? n —m)2> (1 _ 7)] ) (] | ©la) (1] |

-0 n#m
— |n) (nl, @ loy) (@nla n=m (13.32)

if VT’ > 1 and the decoherence of the off diagonal elements is of the form

exp 3—52 (n —m)*t. Thus the intensity of the classical field amplifies the deco-
herence rate. Eq. (13.32) is a statement of the wave function collapse naturally
appearing in the solution. It is not an ad hoc postulate here but appears as a result
of the irreversible open system dynamics governed by a master equation. Of course,
the solution depends on a particular model, but the qualitative suggestion is general.

13.5 Stochastic energy based collapse

In the previous section we have discussed some of the historical development of
ideas related to the process by which a linear superposition of wave functions
makes a transition to a mixture of pure states, for which each is defined by an
eigenvalue of some self-adjoint operator characterizing the outcome of a measure-
ment process. As we have explained, one might think that there is no problem, since
the experimental consequences of the quantum theory, well verified, are consistent
with the computation of the probability of some outcome according to the absolute
square scalar product of the initial wave function with the wave function of the final
state sought by the apparatus. This leaves open, however, the question of how this
transition takes place, and that is the subject of many discussions that have appeared
in the literature. It is clear that the mechanism for this reduction—or collapse, as
it is sometimes called—of the wave function cannot be generated by the linear
action of a one-parameter unitary group such as the action of the normal evolution
through the ordinary Schrodinger equation. Jauch (1968) has discussed carefully
three apparent paradoxes that illustrate the philosophical difficulties involved in
the reduction process (Schrodinger, 1935; Einstein et al., 1935; Wigner, 1962),
all of which involve the destruction of coherence in the construction of the linear
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superposition of wave functions. Thus, the application of possible mechanisms of
disturbance, such as interaction with a random environment, provides an effective
way of looking at these difficulties, as we have discussed above. These mech-
anisms, however, are generally called upon to accomplish this task without a
complete specification of their nature and without accounting for their apparent
universality. In recent years, a mechanism has been introduced which is both uni-
versal and mathematically clear and rigorous, and which can therefore bear careful
investigation to the extent of model building within the framework of known phys-
ical theory. We shall discuss here some further details of this mechanism, which
we shall call stochastic reduction, referred to in Section 13.3.

The basic structure of this mechanism seems to have been first introduced by
Gisin (1984) and Didsi (1988) and was brought to a level that has been useful for
detailed calculations by Ghirardi, Pearle and Rimini (Ghirardi et al., 1990) and
Hughston (1996). Much of the large literature that has developed is recorded and
referred to in the work of Bassi and Ghirardi (2003) and in the book of Adler
(2004), which embeds the idea into a framework provided by a new form of
the dynamics of quantum field theory. This last is an interesting example of the
deeper investigations of the underlying physical processes that can now be carried
out given this relatively recently developed, well-defined, structural model, and
illustrates its connection with statistical mechanics in a fundamental way.

To describe this model, we write an extended Schrodinger equation in the form

2
dy () = —iH [ (1)) dt — % (H — H)* |¢ (1)) dt (13.33)

n % (H — H) [y (1) dW (1),

where H, = < ¢ (t)|H| ¥ (t) >, o is a parameter characterizing the reduc-
tion time scale, and W (¢) is a standard Wiener process describing Brownian
fluctuations, satisfying the relation

dW (t)* = dt. (13.34)

The first term on the right side of Eq. (13.33) corresponds to the usual Schrodinger
evolution, and the last is a stochastic contribution to the evolution law; both the
second and last terms are nonlinear, since they depend, through the expectation
value, on the state |1 (1)) itself.

Using the rules of the 1t6 calculus, based on Eq. (13.34), it is straightforward to
prove that the evolution law Eq. (13.33) preserves the norm of the wave function,
which we take to be unity (Itd, 1950; see Malliavin, 1997, for a discussion of
properties and applications of these techniques). At this point the student might
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jump ahead and consider Section 14.2 of the following chapter for the derivation
of the quantum Langevin equation.

In Eq. (13.33) one applies the idea to the wave function of a quantum state.
It is this Brownian motion (Einstein, 1926; van Kampen, 1983) which represents
the fluctuations that may be induced by quantum fields or an “environment” and
supplies a mathematically rigorous basis for calculations as well as posing, in a
well-defined framework, deep physical questions for further investigation.

The stochastic variable d W has the property that its expected value E [dW (t)]
under the Brownian distribution is zero. Making use of the It6 calculus, one sees
that the expectation value of H is given by

t
H, = Hi—o + Gf dW (s) Vs, (13.35)
0

where
Vi = (y (O (H — H)* | (1)) (13.36)

is the variance of the energy in the state |y (¢)). The expected value of H;, under
the stochastic distribution E [ H,], is therefore conserved (Hughston, 1996).
Furthermore, using the It6 calculas again, one easily finds that

dV, = —a*V2dt, B,dW (1), (13.37)

where B = (¥ (t)| (H — H,)* |¢ (¢)) is the third moment of the deviation of H,
and that therefore (Hughston, 1996; Ghirardi et al., 1990; Adler and Horwitz, 2000,
2003)

t
E[V,]=E[Vi—l — 02/ dsE [V,]*. (13.38)

0
This is the essential result of the stochastic reduction theory. Since E [V;] must be
positive, the integral must converge as ¢t — 00, and therefore £ [V;] — 0. The
physical state, therefore, approaches a state in which the dispersion of the Hamil-
tonian operator goes to zero, and hence it must be an eigenstate (Hughston, 1996)
(for the nondegenerate case). We have therefore described a process in which the
system starts in some arbitrary state of the system, for example, a linear super-
position of energy eigenstates, and under the evolution Eq. (13.33) it necessarily
goes over to an eigenstate. It was shown in Ghirardi et al. (1990; Hughston (1996);
and Adler and Horwitz, 2003) that the probabilities for convergence to each of
the eigenstates obeys the Born rule, i.e. they are equal to the squared modulus of
the scalar product of the initial state with the corresponding eigenstate. The col-
lapse mechanism described by Eq. (13.33) is therefore consistent with the required
results of the quantum theory.
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It is clear that during this process of collapse, the initial pure state goes over to
a density matrix, since the outcome is a mixture of pure states with a priori proba-
bilities, given by the Born rule, i.e. one finds one or the other of the final states, not
a linear superposition. In fact, under the stochastic expectation, the pure density
matrix obtained by the direct product | (¢)) (¥ (¢)| becomes a state which, under
stochastic expectation (all terms linear in d W (¢) vanish), evolves under the Lind-
blad equation, of the type we have discussed above, with well-defined coefficients
(Ghirardi et al., 1990; Adler and Horwitz, 2003; Adler, 2004).

For the collapse of a system of two spins in a spin zero state, involving a linear
superposition of up—down and down—up states to the experimentally detected up—
down state, as occurs in the E.P.R. experiment (Silman er al., 2008), it was found
that the nonlinear structure of the evolution law accounts for correlation between
measurements, even though the model for the Hamiltonian is a simple sum.

It appears that there will be interesting physics in the further exploration of the
methods of stochastic reduction of the type described here.
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14

Quantum Langevin equation and quantum
Brownian motion

14.1 Introduction

We will now consider a continuation of the topic of quantum reservoir damping
begun with the master equation description of Chapter 3 and continued in the chap-
ter on quantum optics, Chapter 10. The Heisenberg equation approach, utilizing
the Langevin equation type description, will contain elements of approximations
already made in those chapters.

The operator Langevin equation description is interesting in that it sheds new
light on the physical elements of the discussion, if not new results. We could have
derived the Langevin equation from the previous results, but it is profitable to start
from the beginning in the Heisenberg quantum description. Haken, in his detailed
theory of the laser (Haken, 1984), adopted this point of view. Senitzky (1960)
early discussed the quantum damped harmonic oscillator. Many of the elements
of this are quite general. It is an interesting paper to be read profitably by the
student.

The classical Brownian motion equation,

fl—: =—yv+F@® +T @) (14.1)

=a(x,t)+b(x, 1) (1),

is Newton’s second law with damping, —yv. F () is an external driving force,
and I' (#) a classical random stochastic force. See Gardiner (1983) and Wax
(1954) for the original Ornstein—Uhlenbeck theory. v (¢) is a random variable
also assuming the Markov property for continuous in time random processes.
Examining

v (t) = f dr'c (1), (14.2)
0

253
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it may be shown that the average, over the ensemble of random processes, is
(v(t+ At) —v9) =0
(lv (t + At) — vo?) = At.

We assume that

/ t ¢(t)di' =W (@) (14.3)
g)r dW (t) = ¢ (t)dt
is a Wiener random process called Brownian motion in one dimension with
(W) =W (14.4)
((W: 1) = Woil [W; (1) — Wo;]) = (¢ — 1) 8.

Eq. (14.4) indicates that the sample paths are highly irregular. They are, in addition,
nondifferentiable, although W (7) is continuous. Examining the solution for X (¢),
we have

x(t)—x(O):/ a(x,s)ds—l—/ b(x(s),s)dW (s). (14.5)
0 0

This is a stochastic Stieltjes integral over the sample path W (¢). It is the source
of much discussion and the origin of the It6 stochastic integral, and also that
of Stratonovich (see Gardiner, 1983). These interpretations also appear in the
quantum case, to be discussed here.

Markov assumptions lead to the property for the classical stochastic forces,

([ (1), T (t0)) = Gijé (t — 1) . (14.6)

The important point, in the quantum case, is that there are additional conditions to
be applied to the random operator “forces.”

14.2 Quantum Langevin equation

We will, largely, follow the paper of Gardiner and Collett (1985). Let us consider
the idealized Hamiltonian

H = Hg + Hsp + Hp, (14.7)

where the reservoir Hp = #h f dowb’ (w)b (w) is a system of bosons
[b(w),b" ()] =6 (w — ) and the interaction with the system H is taken as

+00
Hgp = ih/ dwK (o) [b" (@) ¢ — b (w)]. (14.8)

o0
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c is a system interaction operator left rather general. Hg need not be specified any
further now. Two things should be said: (a) the rotating wave approximation is
implicit in the simple choice of Hgp (note Chapter 10); and (b) the integral on w is
taken to —oo and will lead to § (t - ) . These assumptions facilitate the treatment.

As in Chapter 2, we may obtain the Heisenberg equations for an operator of the
system and also of b. They are immediately

b(w,t) = —ib(w,1) + K (w) ¢ (0, 1) (14.9)
and
—i +oo
a(t) = 7[a,Hg]+/ dwK (@) {b" (0, 1) [a,c] = [a,c"]b(0,1)}. (14.10)

We may formally solve Eq. (14.9) for b (w, t):

b(w,t) =exp(—iw (t — 1)) by (w)+K (60)/ (—iw(t —1))c(r)dT) t > t,
v (14.11)

where by (0) = b (r — 1 = 0) . We use it to eliminate b () on the right side of
Eq. (14.10), obtaining closed non-Markovian equations for operator a (¢) of the
system:

i o exp (io (t — 1)) by (@) [a, c]
“= A La. Hs] +,/;oo dok (@) [ - [a, CT] exp (—iw (t — 1v)) by (a))] (14.12)

+oo t . +
) exp(iow (@ —1))c'(7)la,c]
+/_oo dok (w)/to dr{ —[a. ¢ exp (—iw (t — 7)) ¢ (7) ]

In our discussion of spontaneous emission in Chapter 10, the second term gave
the fluctuations, and the third the radiation reaction. There, an important point
was the necessity of adopting an ordering in system and reservoir operators and
maintaining it.

Recall here the derivation of the generalized master equation in Chapter 3. Note,
in principle, that the commutation laws of a and ¢ are known. Now we make
the equivalent assumption to the Born—-Markov approximation of Chapter 3. (The
derivation of the Pauli equation was discussed there.) We have K? (w) = y/2n,
where the memory function in the resulting equation is 2y46 (t). Eq. (14.12)
becomes

1 [a. "] [5e = V7bi 0]

= — [a, Hg] — , , 14.13
4= la. Hs] _[gcuﬁbiﬁ,(z)][a,c] r=r (14.19)

where
1

+o0
b (1) = E /;oo dwexp (—iw (t —ty)) by (w) .
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We have not included any explicit external time dependence. For the harmonic
oscillator system ¢ — a,

= —impa — %a b 1> 1 (14.14)

We may call the last term the fluctuating operator force F (1) = —.,/ybi, (). We
note that the condition ¢ > #, appears on the formal integration of Eq. (14.11), just
as in the generalized master equation of Chapter 3, also discussed in Chapter 5.
The Langevin equation is irreversible.

There is a time reversed Langevin equation which is obtained by the replacement

NN

yc yc
—_— - - 14.15
A ( )
bin — bout )
where
bow = T / doexp (—io (1 — 1)) by (v) .
We have
bou (1) = bin (1) = /yc (1) . (14.16)
The time dependent commutation laws are
[a @), bin(t)]==0(0—1)y[a@,c(t)] (14.17)

[a @), bou ()] =0 (t—1)[a@),c(t)],

6 being the Heaviside function reflecting the semi-group behavior of the forward
and backward equations.

We have not yet characterized the noise structure of the bath dynamics. There
is already a noise in by, (¢), since there are vacuum fluctuations having effects in
spontaneous emission and in the Lamb shift. These are not yet stochastic equations
in the classical sense. Let us now define a quantum Wiener process. Let, for the
operators,

t
B (t, 1)) = / bin (t')di’  (a Heisenberg operator) (14.18)
0]
for an ensemble of operator inputs. This is a natural generalization of the c-number
W (t). Two ensemble averages are
(BT (t,10) B (t,10)) = N (t — 1) (14.19)
(B (t,10) B (t,10)) = (N +1) (¢t — 1),
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and the commutator is
[B(t.10).B" (t,10)] =1 — 10,

where N = ! - for B (t, ty) quantum Gaussian where

(exp K

K BT (t1y) B (t1)) }

p(t,to)=(1—€XP(—K))eXP{ —

We may make a further idealization to quantum white noise. The input assumption
is then

(b6 @) by (o)) = N5 (0 = ).
and thus

(bl (1) b (0) = N8 (1 = 1), (14.20)
in which N is constant.

For a two-level atom w in interaction with thermal radiation in weak coupling,
one obtains in the continuum approximation

(EmE ()= ; /joo dw <—a) + w coth (Z—‘;» expio (1 —1').

e ¢]

Assuming a resonance interaction at £y, the integrand is removed and evaluated
at these points. We have § (t -t ) . This gives the white noise result, approximately,
in a narrow range of wy.

If we integrate the white noise force correlation function, in the case of a (¢)
being that of the harmonic oscillator in Eq. (14.14), F = —y B, (t), we obtain

+0o0
y = N*/ dt (F' (1) F (0)). (14.21)

This is the quantum fluctuation dissipation theorem relating y to the dissipative
force fluctuation. We may carry this further. We write, for a general a;,

a; = D; (1) + F; (1), (14.22)
and
(F (1) Fy 0) = 2(Dy)3 (1~ 1).

One may show, by expansion around ¢ = 0,

1 +o00
(a: (1) Fj (1)) = 5[ dt'(F; (t') F; (1)) = (D)) (14.23)
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because of causality and assuming the noise to be stationary in time. Utilizing
(F; (1) a; (1)) = (Dy;), we obtain from Eq. (14.22)

2(Dyj) = —{aiD;) - (D; a;)+%(aiaj). (14.24)

This is the Einstein formula relating a diffusion coefficient, D;;, to the drift
coefficient and is a manifestation of a quantum fluctuation-dissipation (Gardiner,
1991).

Further, we may easily obtain the quantum regression theorem of Lax (1967).
We consider, from Eq. (14.22),

laway () = Dy () 4 (F ey () 7 <

The process is Markovian and causal. a; (r) cannot be affected by the future
noise, SO

d
o (@i @) a; (1)) = (D:i 1) a; (1)) (14.25)

The two-time system correlation function obeys the same equation of motion as
the single-time a; (1) Heisenberg equation.

Now, what is the meaning of such operator stochastic integrals? We define the
1t6 stochastic integral as

4]

1 / g (¢')dB (') = lim > g @) [B (tir. 10) — B (1. 10)] (14.26)

(see Gardiner, 1983). g (¢) is any Heisenberg system operator. The It6 increments
may be shown to commute with g (t’ ) I (da) may also be shown to be equivalent
to the quantum Langevin equation, because /d (ab) = adb + bda + dadb.

The Stratonovich operator integral is defined as

S/ g () dB (t)_limzw[m”“’m) B, 1)]. (1427)

dB (t’ ) does not commute with g (t’ ) In fact, we have the general result

S/litg(t’)dB(t’) /titdB() 1) ‘/_/dt ce(t)]. (14.28)

From this we may show

S/g( I/g )dB (') + fN/ c(t')]ar’,
N (14.29)
and similarly for dB (') g (+') and g (¢') d B" (1) and also d B (') g (¢').



14.2 Quantum Langevin equation 259

We may show that the quantum Stratonovich stochastic equation is equivalent
to the It6 quantum stochastic equation and they are both of the quantum Langevin
form. For instance,

S (da) = %’ la, Hs]dt — g {[a.c"]c—c"la,cl}dr (14.30)
— Vv [a'c"]dB @) + ydB" (t)[a, cldt.

In addition, for the Stratonovich case, ordinary noncommuting calculus is true for
two arbitrary Heisenberg operators,

S (d (ab)) = adb + dab. (14.31)

Gardiner and Collett have made a succinct comparison of these two definitions.
The consequence is that the Stratonovich view is useful for formulating physical
problems, since it maintains the ordering rule of ordinary calculus. However, the
definition Eq. (14.27) is difficult to utilize theoretically. Theoretically, the 1t6 view
is more useful. We may use either, depending on the problem at hand.

From the Langevin equation, we may obtain the master equation of Chapters 3
and 10. Assume initially, at y = ¢,

p=ps0)®pp0).
Then, for a given operator,
{a@®)="Tra©p®)
with exactly
PO =Tr{U"(1.0) ps (0) ® py (O U (1,0)}.
The It stochastic differential equation is
I (da) = % la, Hs]dt + % (N + 1) [2¢'ac —actc — cTea]dr  (14.32)
+ gl\_/ (2cac+ —acc’ — cc*a) dt
— 7 |a.c'1dB @)+ ydB'[a, c]dt.

From this we have the average equation

d{a) dp
=Trqa—;,
dt s dt
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where we identify the master equation for the density operator p,

dp i )
E0  Lip Hsl+ L (N +1) @epc’ — cfep— peley  (1433)
ar  h 2

+ gl\_/ (ZC*pc —cc'p — pccf) .

This is in the Lindblad form already discussed in Chapters 3, 6 and 10. Hence Eq.
(14.33), for the density operator, is physically equivalent to the quantum Langevin
equation, Eq. (14.13). Since the Langevin equation is impossible to solve, it is
better to use the master equation approach.

In Eq. (14.33), for the two-level atom, let Hy = %i‘za)oaZ and ¢ — o~ . Itis
left as an exercise for the student to write down the appropriate quantum Langevin
equations.

14.3 Quantum Langevin equation with measurement

Let us return in this section to measurement. This work has already been mentioned
in Chapter 13, particularly Section 13.5. Because of the relation to the Langevin
approach, we reconsider it here.

The aim of the work of Ghirardi is to replace the isolated system Schrédinger
equation with a stochastic Langevin-type equation in Hilbert space which incorpo-
rates measurement and thus the wave function collapse (Bassi and Ghirardi, 2003).
Consider the assumed linear Itd equation for the ensemble of wave function |)
which obeys

1(d|y) =Cdt +A-dB|y). (14.34)

A are a set of operators, C an operator, C — C = —%H , and dB is a set of real
Wiener processes such that

(dB;) =0 (14.35)
and
<dB,dB/) = )/(Sijdt.

This does not preserve the norm || () |I?>. The () indicate ensemble averages of
random processes generated by dB. Define Py, = [y ? (not normalized!), |Y) being
a solution to Eq. (14.34) and

d (Phy) = P, ||/||* = “physical” probability = ||¢||* (14.36)
/ d (Phy) = 1.
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We assume a new ensemble such that d (II v ||2> = 0, giving the conditions
C+Cl=—yAT-A (14.37)
and thus
dly1* = (v |(A+A7)

We may obtain an Itd equation for a state |¢), giving the probability, Eq. (14.36),
from the new ensemble. It obeys

V) - dB. (14.38)

1
I(d|p @) = [C —C' - Sy (@A —R)*dt + (A—R) ~dB] o (1))
R=(¢|Al¢) (14.39)

for A = A'. Implicit in this now nonlinear stochastic operator equation is the
calculation of the physical average, Eq. (14.36). But now the probability is obtained
with |¢) by the usual rule. A similar equation has been proposed by Gisin, Pearle
and Diosi (Gisin, 1984a and b; Pearle, 1984; Diosi, 1988, 1989).

We may also carry this out in a Stratonovich way. Assuming A are self-adjoint
and that the ensemble is Gaussian white noise, the linear Stratonovich equation
corresponding to Eq. (14.34) is

S% W @) =[C-C"'+A- V@) —yA’] |y (1)), (14.40)
where (V (¢)) = 0, and
(Vi)V; (1)) = y8i;8 (1 — 1) . (14.41)
The physical probability is
Phy [ (0] = Py Iy O1° = ll¢ (). (14.42)
From this the nonlinear Stratonovich equation for |¢ (7)) is

C—C'+A-R)-V(@
-y (A-R’+y (Q*-R?

where R = (¢ |A|¢) and Q? = (d) ‘A2| ¢>. We choose a single A and assume a
Wiener process with no sample path memory,

d
So1e ) = [ ) ] 9 (1)) (14.43)

B(t) = / dtV (7). (14.44)
0

We have a nonlinear Brownian process for the state vector |¢ (¢)). Instead of
solving this nonlinear equation, we solve the linear equation, Eq. (14.40). We
assume a two-level state given by the «, B eigenvalues of A. Taking initially
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¥ (0) = Py ¥ (0)) + Pg |y (0)) and neglecting C — C 7, the Hamiltonian, the
solution to the linear Stratonovich equation is
¥ () = exp (@B (1) — &’y1) Py [ (0)) (14.45)
+exp (BB (1) — Byt) Py |y (0)),

where P, = |a) (a| and Pg = |B) (B|. Since V (¢) is a Gaussian ensemble, we then
have, from a Fokker—Planck equation solution,

Phy [0 ()] = || Py |¥ (0))]|?

—1 2
exp <2—W [B (1) — 2yat] ) (14.46)

1
2wyt
+ [ Py 1y O

1 —1 2
Wexp 2_)/t [B (t) — 2y,3t] .

This is classical Brownian motion in a state space |a), which are eigenfunctions of
A. The ensemble is sampled by B (¢). There are no interference terms from |y (7)),
since Phy[¢ (1)] = |<,t>|2 represents the collapse of the wave function to |«) or |8).
The effective state space diffusion coefficient is y /2.

Phy[v (#)] must be normalizable so that as t — oo the ensemble B (f — o0)
must be contained in a width /Y near either 2y ar or 2y Bt. Note that as r — 00,
the value of \/yf to 2 (@ — B) yt tends to zero. The rate of collapse, (2)/)_1 , 18
determined by the white noise constant y. All this seems interesting, but what
is the source of this continuous white noise (in this case) which is appended to
the dynamics of the Schrodinger equation, thus leading to a Langevin quantum
dynamics via the nonlinear It6 equation, Eq. (14.39)? This is the point of much
discussion (Bassi and Ghirardi, 2003). We shall not take it up here, as our purpose
is to introduce the reader to this interesting equation in Hilbert space.

Finally, we remark that, by means of the Itd6 equation and the definition of
Phy[+ (¢)], we may obtain an equivalent density operator p (¢) in the same fashion
as in the previous section. It is

dp

EZC—C*+yA,o(t)AT—g[AT-A,p(t)]

Interestingly, it is of the Lindblad form also, so p obeys a completely positive semi-
group equation. A good question is whether or not this is the most general quantum
Brownian motion equation.

t > 0. (14.47)

L
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15

Linear response: fluctuation and
dissipation theorems

15.1 Introduction

Linear response is the perturbative steady state and temporal description of a sys-
tem in interaction with a reservoir, thermal and/or mechanical. We have already
discussed this, implicitly, in Chapter 6, on dissipation. There the first topic was
the thermodynamic description of linear response and the introduction of transport
coefficients as well as the Onsager symmetries (Onsager, 1931). Chapter 6 also
dealt with the results of the quantum Boltzmann kinetic equation approach, partic-
ularly in terms of the Chapman—Enskogg solution leading to the steady transport
laws in gases (Chapman and Cowling, 1939).

Linear response theory, a parallel approximate description of system-reservoir
interactions leading to “exact” closed equations for the transport coefficients, will
be discussed in this chapter in detail. The related topic is steady fluctuations and
their connection to the “dissipative” behavior due to the system—reservoir coupling.
This leads to a general form of the fluctuation-dissipation theorems, which we will
obtain. Let us now consider the simple classical origins of this.

Einstein, early in his treatment of Brownian motion, obtained the diffusion
constant of the form (Einstein, 1905, 1910)

kT

D :
my

(15.1)

considering the diffusion current with the linear law

Jx) = —DM +ugn (x), (15.2)
0x

n (x) being the concentration and u, the drift velocity where

-1 dv
Uq —

= — 15.3
my x dx ( )
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is the potential V (x), and my the dissipative friction constant. In equilibrium the
two terms compensate each other. This leads to the Einstein relation Eq. (15.1);
thus fluctuation and dissipation are apparently related. It can be seen more clearly
by examining the classical Langevin equation already met in Chapter 14. Assume
the stochastic Brownian motion equation for the particle velocity u (),

mii (1) = —myu + F (1), (15.4)

F () being the stochastic random force. Assuming short correlation for the
elements of the ensemble,

(F(t) F () =27G 8 (1) — 1a) . (15.5)

We may write a Fokker-Plank equation for the stochastic classical and random
ensemble probability, W (uq, fo; u, t),

ow d d

v _(pZ a 15.6

a1 8u< af”’”) (15.6)
where initially

W (u, to; uo, to) = 8 (u — uop) . (15.7)

The bath is at thermal equilibrium. Thus,

1 mu?
W (uoty; uoo) = const exp ~37 5 (15.8)
and Eq. (15.1) follows. The process has been assumed to be Gaussian. Further, it

may be shown heuristically that

D= % /Oo (F (to) F (to+ 1)) dt (15.9)
m= Jo

and is an integral of the force time correlation function depending on the force fluc-
tuation at equilibrium. There is a nice review by Callen (1985) of the calculation
of the equilibrium fluctuations begun by Einstein (1910), utilizing the Boltzmann
formula

dQ2 (u) = exp [%} du. (15.10)

We will not discuss this here but focus on the non-equilibrium aspects (see, how-
ever, Chapter 7). First we will consider steady state linear response and then
temporal. All of this is closely connected to dissipation, as discussed in Chapter
6. The reader should remind him- or herself of the results, particularly the entropy
production theorem.
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15.2 Quantum linear response in the steady state

Let us consider the statistical mechanics of an open system in the steady state,
due to the work by McLennan (1959; see also Zubarev, 1975). We take the total
Hamiltonian to be

Hr=H+ Hzr+V, (15.11)
H being the system Hamiltonian with a time-independent interaction V with the

surroundings, which we call the reservoir, Hg. The von Neumann equation for the
universe, Hr, is again

ap 1

— + —[p, Hr]1 =0; h=1. (15.12)

ot i
Let

f = Ters (1513)

then

af 1 1

E-ﬁ-l—.[f, H]+lTTrR [p, V] =0. (15.14)
Now define X by

The X operator will be identified later, thermodynamically. We assume f near
equilibrium initially at # = —oo,

f=r0+n, (15.16)
where
fo=z""exp(—BH + BuN),

w being the chemical potential and N the number of particles. The system is close
to grand canonical equilibrium initially and will be changed slowly in time from
that state by V. We may, to the lowest perturbation order, obtain an equation for

n(t):

an 1 B
5 O+ Hl=h (15.17)

h= 1T [foX, V]
Tify MM

This may be formally integrated to long time at = 0:
0
n= / exp (et') h (1) dt’ (15.18)
—00
h(t)=exp(iHt)hoexp(—iHt).
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The parameter exp(et’) achieves a slow adiabatic turning on of the interaction to
achieve a steady state. 1/¢ is large compared with the time necessary to approach
this steady state. This is admittedly not a rigorous discussion in the spirit of Spohn
and Lebowitz (1978) used in Chapter 6. The critical reader should return to that dis-
cussion and allow us to proceed more physically here. % (¢) is a system Heisenberg
operator,

h(t)=exp(Ht)hoexp(—iHt).
The steady state system ensemble is

0
f=h [1 +/ dt’ expet'hy (t/):|. (15.19)

e¢]

Now £ (t) must be related to thermodynamic forces discussed in Chapter 6. Let
there be r reservoirs, (R => r), for which the system may be in grand canonical
equilibrium;

f— fr=Z"exp(—B,H+B,u,N).
To obtain a linear thermodynamic description, we then take initially
fo=[1-(B—B)H —(Bit, — B1)] 1+ (15.20)

This imposes a condition on X, :

Tr, [ foX,, V,] =0. (15.21)
Hence we write
h=3 [(B=8)ar— (= Bw) ] (15.22)
where
g, = llTr, [H,V,]X, (15.23)

1
jr = <Tr, [N, V,]1X,.
l

Here we have identified the energy flux ¢, from the reservoir r to the system
and also the particle flux j,. This is a general microscopic expression for the
assumptions of linear irreversible thermodynamics (see Chapter 6).

The external force also may be added. In this case we take Trg [X, V] = 0. The
contribution of mechanical forces to 4 is

h= __—lTrR [foV]X. (15.24)
ifo
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Assuming [H, V] commutes with H, we obtain the additional term for the power
input from the external device:

h=—BW
1

W = ——Tr[H, V]X. (15.25)
l

We further observe, in Eq. (15.22), that X, must be interpreted as a general
macroscopic thermodynamic force. We write macroscopically

1
h= . Xr:x, (J,) (15.26)

and identify the ensemble average

0
(J,) = <J, [1 + % Xa:Xa foo expet]adt:|> . (15.27)

0

The fluxes vanish at equilibrium, so

(J8)y =D _ LpaXa. (15.28)
and
1 0
Lpo = %/ expet (J5 (—00) Jo (1)), (15.29)

()o indicates the ensemble average with respect to fy. Eq. (15.28) is the general
linear response steady state statement. The generalized flux is the result of the ther-
modynamic linear forces, X,. We now have a further result from the microscopic
theory, a general formula for the transport coefficients Lg, which is a micro-
scopic flux time correlation function. This is the Green—Kubo formula (Green,
1954; Kubo et al., 1957). We leave it to the student to prove, from Eq. (15.29)
and the mechanical equations of motion, that the Onsager symmetry follows (see
Chapter 6):

Lpa = Lag. (15.30)

We may also prove the entropy production theorem of Chapter 6. The positive

integral
0 2
I = <[/ exp ety (t)] > >0 (15.31)
oo 0
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may be rewritten

0 0
I :/ exp (1) dt/ dt’ (Jo (—00) Jo (1" — 1)), (15.32)

—00 —0o0

0 —t
= / exp (e1) dt / dsexpe (s + 1) (Jo (—00) Jo (9))g.  (15.33)

—00 —00
Doing a partial integration, this gives

0
I = é/ exp et (Jy (—o0) Jy (1)) dt. (15.34)

o0

Thus,
Ly, = %1 > 0. (15.35)

The diagonal elements are positive in any representation. Hence the thermody-
namic entropy production is

0= XoLopXp > 0.
a.p

This result of the Green—Kubo form has already been discussed in Chapter 6.

15.3 Linear response, time dependent

We will now not turn on the linear response adiabatically but be interested, in
particular, in the time-frequency dependence of the weak response near initial
equilibrium (see Kubo, 1969; Chester, 1969). Again we assume the system is in
equilibrium initially, now ¢ = 0, and we have

po(0) = Z " exp (—BH + BuN).

Take the potential V to be a perturbation turned on, not necessarily slowly, at # = 0.
Expanding near t = 0, we have

p ()= po+p,

where
t
p (1) = —i/ di'exp—iH (1 —1')[V, po]exp+iH (1 — 1'). (15.36)
0

The p, appears in the right side by iteration around r = 0, assuming p’ to be
small due to V. Thus we have linear response. V may be explicitly time depen-
dent. Assume the form V = BF (¢). B is a Hermitian operator. F (¢), a c-number,
contains the form of the time dependence.
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Let us now calculate the response of (A (7)) to this. A is another hermitian
operator. From Eq. (15.36), we have

(A@0)=Tr (o, A) = —i fotTr {A[B (' —1).po] F ()},

where
B(t) =exp(+iHt) Bexp(—iHt)

is the unperturbed Heisenberg representation and (C), = Tr(,ooC ) since the aver-
age is on p,. Changing t — t' — t and utilizing the cyclic trace property, we
have

(A (1) = —i/ dt ([A(r),Bl)o F(t—1). (15.37)
0

We define
dap = —i({[A(T), Bl)y (15.38)

to be the response function of A to B. The arguments made in Chapter 6 are nec-
essary to remove the non-Markovian memory and extend the limit to t = co. We
assume this to be so. Then

(A(t)) =—i /0 dt ([A(r),Bl)o F (1). (15.39)

We need only mention that Eq. (15.37) is an almost periodic function of time, and
it would seem necessary to use the thermodynamic limit here also. Eq. (15.37) is
certainly irreversible (see Chapter 5). The simplification is that () is an equilibrium
ensemble average. Kubo was the first to derive such an equation (Kubo, 1957).
We have already met these results in the previous section. A simple result may be
obtained with external forces (-8 W earlier). We choose V = —P - E, P being the
polarization, E the external electric field. We choose to consider the response of
the electric current J,. Assuming F (¢) is constant,

o0
W =i 3 [ ar (. pally En
5 J0
We identify the conductivity tensor as

oo =,~/0 a7 ([ Jo. P5]),

a Green—Kubo formula for the coefficient o g4.
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Such an equation as Eq. (15.37) can be written in another form. We use the
identity

B
[B. po] = po / dx[B (i)), H] (15.40)
0
(the student should prove this) to obtain
' B )
(A) = —i / drt / dr(AB (t —t+ik)),, (15.41)
0 0
having a complex time evolution. The response function is then
B .
Gap = / dr(B (1 —i)) A), (15.42)
0
B .
= —/ di(BA (=t +ib)),. (15.43)
0
The latter useful form utilizes the translational invariance.
For frequency-dependent electrical conductivity, we take E = Epexp (iwt).
Then A = —J, and B = J/V. We have
J
<V> — o @ E ) (15.44)
and

00 B
o (w) = / dt exp (ia)t)/ dkl(J (—t+ir)J).
0 0 4

This is Kubo’s formula for frequency-dependent conductivity (Kubo et al., 1957;
see also Kubo et al., 1995).

As we have implied in Section 15.2, intrinsic transport is more difficult to deal
with. What are the stimulus and response? There are two interesting tricks. Mon-
troll (1959) pointed out that diffusion can take place either by an internal gradient
or by an external gravitational interaction. The result is easy to see for an external
gravitational force. Then F = —mgz. Thus, A = zand B = v,. (v;) = uF,and pu
is the mobility. Now, from the response function,

w=_p /OOO dt (v, (), v;)g - (15.45)
The diffusion coefficient may be defined as the autocorrelation function:
D= fooo dt (v, (r) v, (0)). (15.46)
Thus
D =kTpu, (15.47)

which is the Einstein relation mentioned above.
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A similar remark may be made concerning the shear viscosity. Montroll also
suggested that Feynman realized that an incompressible flow pattern may be gener-
ated by a suitable boundary perturbation. By canonical transformation this may be
recast in a Hamiltonian time-dependent perturbation form with fixed boundaries,
and treated by the methods mentioned here. The result is 1, the shear viscosity,
which may be written as

o 1
n:ﬁ/o dt<§ [ny (0),ny (t)]+> :

0
Fy, is a volume integrated momentum flux. The thermal conductivity is another
matter but was treated by methods resulting from the discussion in Section 15.2
(McLennan, 1960, 1989). McLennan showed on a relevant time scale, classically,
that the frequency-dependent thermal conductivity may be written exactly:

AMw) =

0
T f exp (iot) dt (S (0) S (1)) . (15.48)

S is the total energy flux. By means of the Chapman—Enskogg methods, this may
be shown to give the Boltzmann answer discussed in Chapters 4 and 6. Such for-
mulas, as Eq. (15.45) and Eq. (15.46), have been obtained by McLennan much
more systematically, but that is too lengthy to discuss here (McLennan, 1989).

From this discussion it is clear that transport coefficients may be written exactly
and in a somewhat independent way by means of the linear response approach.
However, their evaluation requires solutions to kinetic equations or the knowledge
of Green’s function solutions, which will be discussed in the next chapter.

15.4 Fluctuation and dissipative theorems

The term “dissipative” might seem to indicate that the present section is closely
related to the discussion of Chapter 6. There it was stated that the transport laws
are fundamentally dissipative, as emphasized by the separation in the Chapman—
Enskogg procedure of the local equilibrium hydrodynamic quantities from the

*

dissipative part D;; S in Eq. (6.12). This is related to the entropy production

I

o > 0, since from Eq. (6.20),
o = AT 2(AT) +2T "y (D;))’

is positive because A and 7 are positive. This is the local entropy production and
may be time dependent through local equilibrium variables such as 7" (x, ?).

Now we will turn to a somewhat related topic of fluctuation dissipation theorems.
This is a misnomer, in a sense, since such theorems may also be true for nondis-
sipative systems. There is a variety of these theorems, possibly the first being due
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to Nyquist (1928), which had to do with electrical circuits, as we shall see. The
first generalization is a general susceptibility fluctuation theorem due to Callen and
Welton (1951). They showed that the mean square of the fluctuating force <V2> may
be related to R (w) such that

(V) = <3> /OOR(w)E(a) T)dw
- T L) )
0

where R (w) is the resistance and

-1
E(,T)= {hw—l—hw |:exp (Z—?) - 1] ] .

See also the book by Landau and Lifshitz (1980).
To consider such relations in general, we introduce the Fourier transform of the
response function (Kubo, 1969), Eq. (15.38):

Xoa @) = fo " drexp (—ion) i (1. (15.49)
where
$pa () =i ([A(0), B(D]_),
or = —/OﬁiA(BA (—t +i1)), -

We call x 54 a generalized susceptibility. Kubo (1969) considered such correlations
and their symmetries, defining

1 r#
(X; V)= Ef d)Trpgexp (AH) Xexp(—AH)Y, (15.50)
0

and wrote Eq. (15.49) in the diagonal representation of H and also considered the
symmetrized equilibrium correlation

([AB (1) + B (1) Al)o = ([A. B (1)]),

in the diagonal representation. A term-by-term comparison shows that
Xsa=Xpatix"sa (15.51)
(see Chapter 16). We have

¥ pa (@) =h! (tanh %ﬂha)) ([A, B (0)]),- (15.52)

These relations between the imaginary parts of the susceptibilities to the equilib-
rium correlation function are called the general fluctuation dissipation theorem.
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Case (1971) has given a critical review of such relations. He pointed out, because
of tanh 0 = 0, the inversion of Eq. (15.52) is

1
([B (1), Al), = hcoth (55;1@) x5 (@) + C8 (w). (15.53)

The § function arises because of such a term in the expansion of x” A principal part
is also present in x’ in this series. C is arbitrary. Thus the inversion is not unique.
However, physical results may be obtained. Landau and Lifshitz (1980) discuss in
detail x5, (@) and x" 4 (w) and their symmetry.

Let us briefly write the symmetry properties of both <[X ), Y ()] +) and (X; Y).
The second case is the same as the first:

1. Stationarity-equilibrium:

([X 0), Y (O]4) = ([X (%), ¥ (to + 1)]4).

2. If X, Y are hermitian, (XQ) > 0.
3. Time inversion:

([X(0),Y ®)]4) = (Y (0), X (=0)]4).

With time reversal, let H be a classical external magnetic field and ex = *£1,
for even (+1) and for odd momentum (—1) dependence, we have

(X (0),Y ()]4), = exer ([X(0), Y (=0)]4)_, = exer ([Y (0), X (D]y)_,, -

Now, ¢4 () has been said to be dissipative in the sense of Landau and Lifshitz.
The expression for energy dissipation is proportional to x” pa’, the imaginary part
of x. It may, however, be complex. Let us consider this. We take the rate of work
on the system by an external “force” to be

dd_VtV = X%. (15.54)
For a harmonic driving, which is real,
f@) = % (foexp (—iwt) + f§exp (iwt)). (15.55)
We have
X = % [x (@) foexp (—iwt) + x (—) fiexp (iot)], (15.56)
x (w) being the susceptibility. The average time rate of work is
w_ liw (x* = x) 1fol* = 1w)(” | fol®. (15.57)

dt 4 2
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If this work is dissipative, with it being turned only into entropy change, then the
condition x” is positive. This association of x” to system dissipation is not com-
pelling, and the word “dissipation” should not be used in this context. An additional
fact should be added. There are dispersion relations relating x’ (w) and x” (w).
They are general. These Kramers—Kronig relations are derived in the text of Kubo
(Kubo et al., 1995). We will also prove them in the next chapter. They are a result
of the Plemelj formulas of complex integration (see Balescu, 1963). They are

1 +o0
x (@) = x>+ ;f do' x” (a)’) (15.58)

o —w

1 —1 e ’ P / / 00
X(w)=7/ do X' () — x*1.

/
00 o —w

Let us illustrate this further with the simple example of electrical transport where
the susceptibility x p, is the frequency-dependent electrical tensor o, (@) (Kubo,
1969). Take this as

Oy (@) = /O h 00 (1) exp (—iet) . (15.59)

We write a Fourier transform, f,,, (w):

+00
OES / do' f, (o) exp (—io't). (15.60)

oo

Now, by time symmetry, /fv (w) = fiu(®). The tensor o, is divided into

symmetric and anti-symmetric pieces. We further utilize
o0 P
/ dtexp(iot) =nd (w) +i— (15.61)
0 1)
and find

fov @) = f, (—w)  real

:U (w) = — /ilv (—w) purely imaginary.

Now Eq. (15.59) is

_ ! il DI / 15.62
Ultv(w)—ifuv(w)+gﬁm wjfl“’(a)) (15.62)

Cl)/
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As before, let o), be the real and 0", the imaginary part of the conductivity
susceptibility. The results are then

o, (W) = %f,iv () (15.63a)
[ R

o, (@) = —5/_00 do' ——fu, () (15.63b)
/a ] oo / P a /

ot (w) = —5/_00 do' ——f, () (15.63c)

o, (@) = —%f,ﬁ‘u (w). (15.63d)

Taking the inverse transform, we may then write Eqs. (15.63a) and (15.63d) in
terms of the response function as

1 +00
0y (@) = 3 /_ dig;,, (1) cos wt (15.64)

o0

1 +00

o, (w) = > / dtgf, (1) sinwt.
—00

In this pair of equations, we have extended ¢,,, (7) to negative time using ¢,,,, (f) =

¢y, (—1), and thus ¢, (—1) = ¢, (1), ¢y, (—1) = —¢}, (). For the electrical

conductivity we have

s 1
B 0 = 3[40 1, )] ). (15.65)
and thus Eqgs. (15.64) are time-dependent Green—Kubo formulas. Eq. (15.63a) and
Eq. (15.63d) are a form of the Nyquist—Callen—Welton theorem. It must be remem-
bered that there are yet relationships of the form of Eq. (15.63b) and Eq. (15.63c)
which may be utilized. To obtain the Nyquist theorem, we consider the sym-
metrized time correlation function q&fw () and show that the Fourier transform,
now called ‘wa (w), is again
ho ho

¢pv(a)):7+m

s hiw Bhw
¢MV (a)) = 7 coth (T) flw (a)) .

(15.66)

Thus,

I/ Bhw
¢, (1) = = / dww coth (—) fow (@) cos wt. (15.67)
T Jo 2



15.5 Comments and comparisons 277

The factor %“’ coth (MTCU) was obtained by Nyquist. Since this relates ¢, (1) to

the symmetric part of f;, (@), it is called a fluctuation (symmetric) dissipation
theorem.

15.5 Comments and comparisons

Comparison of Chapters 3, 4 and 6 with this chapter indicates a considerable
difference in the derivation of transport coefficients, or what we may now term
susceptibilities. In earlier chapters, on the kinetic description, the transport coeffi-
cients appear as a result of the solution to the irreversible transport equations by
methods such as that of Chapman and Enskogg. These dissipative kinetic equations
are obtained from either the B.B.G.Y.K. hierarchy or the generalized master equa-
tion by reduction procedures. It was emphasized that the method of Bogoliubov is
an “exact” reduction. No ad hoc coarse-graining or stochastic Stosszahlansatz is
employed. The procedure provides the form of the transport coefficient as well as
the necessary solution.

In the linear response theory, an apparently exact formula for the susceptibility
is immediately obtained. After the initial system equilibrium ensemble assump-
tion, and as with linear thermodynamics, a truncation linear in the external field
is obtained. It is, surprisingly, a reversible result depending on initial equilibrium
correlations ([A (), B]),. The derivation is irreversible. This is, in fact, the same
symmetry that exists in the Onsager derivation. (Some comments were made in
Chapter 6.) No method of solution of this correlation function is given, and then,
at the next stage, one must use the equivalent of the kinetic method or Green’s
function to obtain results. In some sense the two methods overlap. However, the
conditions for the strong initial equilibrium assumption are not clear, nor is there
a method for examining this basic assumption within the theory itself. Van Kam-
pen (1971) has questioned the linear response approach. Kubo (Kubo et al., 1995)
has offered a rejoinder. We invite the student to look into this matter. The Green’s
function approach will be considered in the next chapter.

Balescu (1961) has bridged the gap between the two views to some extent.
He introduced, classically (the quantum version has not been carried through), an
external field in the exact Liouville equation by H*¢:

H=H + H°,
and assuming, just as in the linear response theory,

Iy (x, p,0) =aexp(—BH').



278 Linear response: fluctuation and dissipation theorems

Then, using the causal Liouville Green’s function,
LT (xpt | a&'p't)=0(t—1)s(x—x")s(p—Pp).

L = {H, }, and 6 is the Heaviside function. The response of the electric current
to this is exactly

J(@) = eZ/dxdp/dx/dp/v,nFi (xpt | x'p't') fy (x, p.0),

which we may show to have a Kubo equation form linear in the field:

t

T =-Y Y / dr’ / dxdp / dx'dp’
m n 0

v, [ (xpt | x/p/t’) E (t’) VY (x/p’) .

The temporal response I" of J to E is averaged over the equilibrium ensemble fON .
The Liouville equation approach has given the linear response. A quantum version
of this is expected to be similar; it is just more complicated because of the necessity
of utilizing the Wigner function Liouville equation.

There is an additional important point. Utilizing the Fourier representation
of Prigogine and his colleagues (Prigogine, 1967), we may write the Laplace
transform of J (¢) as

J@o=-8) ) f dpvnE (2) (0 [R' (2)| k) va £ (P) -
m,n k

For a time-independent field, E (z) = E (=), and the (k [R ()| k') is the Laplace
and Fourier transform of the “resolvent” of the system Liouville Green’s function:

(xp|R )| x'p') = /0 dzexp (—izt) I (xp | x'p', 7).

In the steady state, only (0| R’ (z)| 0) appears in J (z). By the analytic properties of
(0|R (z)] 0), we may show

olF @l =(5) =5
I\ Cive

where ¥ (z) is a holomorphic operator. It is a p space differential operator in the
upper half z-plane. The details may be expressed by perturbation theory. The steady
transport properties depend on i (z) and not on the full irreversible operator as
expressed by the I'' Green’s function. Thus, a tool for the calculation of the J (z)
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or J (¢) is in our hands, as well as a formula for the transport. The final formula
expressing this is

1
1=Ep L [ et
where

(OIR (2)]0) 0

These generalities do not answer the question of whether or not the Green—
Kubo type linear response formula gives the same answer as the kinetic equation
approach. Mori (Mori et al., 1961) was the first to show that they were the same
for the dilute gas in the Chapman—Enskogg approach. Résebois has extended the
previous results to inhomogeneous systems utilizing the classical diagrammatic
methods of Severne (Résebois, 1964; Severne, 1965). In a very elaborate calcula-
tion, Résebois showed that in a dense gas the kinetic approach and that of linear
response gave the same answer.

In his derivation of the kinetic transport coefficients to higher order in the den-
sity, McLennan (1989), has shown that the Green—Kubo formulas hold. However,
there are limitations to this in the failure of the formulation due to long time effects
(the “tails”’). McLennan discusses this in some detail.

The reader, reconsidering Chapter 6, will rightly accuse us of “glossing over” the
question of time scales. Balescu (1961) has discussed this to some extent. The alert
reader will rightly suggest that H' contains the interaction with a reservoir leading
to dissipation as well as H¢. This has not been clearly discussed, but the reader
should return to the comments of Spohn and Lebowitz (1978) for an overview of
the more rigorous considerations of the approach to a transport steady state.

We conclude by reminding the reader that the response theory is general,
being valid for small reversible quantum systems. It is useful in discussing the
time-dependent susceptibility phenomena. We will comment extensively on small
systems (particularly resistance) in Chapter 19.
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Time-dependent quantum Green’s functions

16.1 Introduction

Mathematically, given a linear differential operator Ly,

Ly = ap (x) + a; (x) i +ap (X) 8_2 + app (%) " cee anna_2
X1 dx? 0x10x dx?2
P4
+ -t an.a (X) Ha
one encounters the solution to the inhomogeneous differential equation
Ly¢ (x) = —p (). (1e.1)

Here p (x) is a given source function. For a given boundary condition, we assume
a solution to exist. The solution can be reduced to a simpler problem. Let

L,G(Xxy =-56(x—Y). (16.2)

G (x,y) is the Green’s function. This is a function of x with y a parameter. Take
G (x,y) to satisfy the same boundary conditions as ¢ (x). Then

6 (x) = f dyG (x.¥) p (¥). (16.3)

since

Ly ¢ (x) Z/LXG x,y) o (y)dy

=—/5(x—y)p(y)dy=—p(X).

An example of Ly is, of course, the Schrodinger operator

L, = 'h3+hzv
A\ Ty T )

281
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We take p (x) = V (xX) ¥ (x,1), ¥ (X, 1) being the wave function and V (x) the
potential operator.

We are interested in Green’s functions taken over from the techniques of quan-
tum field theory (Schweber, 1961; Lifshitz and Petaevskii, 1981). We will concern
ourselves particularly with one- and two-time Green’s functions, since our princi-
pal interest is to show a connection to the calculations of linear response theory
(Chapter 15) as well as to quantum kinetic equations. Then we wish to compare
the methods with those described in Chapter 4. In this we will follow the work of
L. P. Kadanoff and G. Baym (1962) and of L. V. Keldysh (1965) and also Zubarev
(1974). We will not discuss equilibrium statistical mechanics utilizing Green’s
function techniques for many-body problems. The literature is exhaustive (see
Abrikosov et al., 1963; Fetter and Walecka, 1971). A good general introduction
is the book by G. D. Mahan (2000).

16.2 One- and two-time quantum Green’s functions and their properties

Let us introduce the creation operator V' (r, 1) and annihilation operator Y (r, t)
of the second quantization formalism (see Schweber, 1961). They have the equal
time commutation rules for Bose and Fermi particles:

[V (r.0), ¥ (' 1)] . =0 + F.D. (16.4)
[vi o), v (1)), =0 — B.E.
[v o),y (F )], =8(r—7r).
The Hamiltonian operator for the particles is

" /drvw (r,t) Vi (r, 1)

. (16.5)

1 . p
+ E/drdr’w‘ Oy (" )V (r=r )y (o) @,
and the number density of particles at rt is the operator

nrt)=v" (Y @ie). (16.6)

Note thatr = (r;...ry) for (1,2,3,..., N)and V (‘r — r/|) is the pair potential
depending, as in Chapter 4, on the scalar distance between the particles.
Now we define the one-particle time-dependent Green’s function as

G(1,1)=—i(Ty (nt)y' (r1.1))). (16.7)
Here the Wick chronological operator, for two operators A and B, is

TAWB{A')=060(t—1)A@)B(')+n0 (' —1) B(') A1)
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where n = +1, and the Heaviside function is

O@)y=1 t>0
=0 <0

The two-particle time-dependent Green’s function is

Iy . Ty (ri, 1) ¥ (2, 1)
G, (12,12) = i? . ) 16.8
a )=t < x ¥ (5, ) W7 (], 1)) > (168)

Of course, there is a hierarchy of these. Here,

(A) = Tr [exp (—B (H — uN)) A]

means a grand canonical ensemble with p the chemical potential. In addition, 7" is
again the time-ordering operator of Wick (or chronological operator), and

Ty Dy (U)=y Dy (1) forn > 1 (16.9)
=2y ()Y (1) fort <.
The earliest time appears on the right, and the later time on the left with the intro-
duction of £1 for Fermi particles. Here the £ depends on the evenness or oddness
of the permutation of the original order.

These Green’s functions may be further generalized to the retarded Green’s
function:

GE(t,t) =6 (1 —1) (—i)([A ), B (z’)L> (16.10)
@((@)=1fort >0andOforr <0),

where the Heaviside function introduces a causality. [ ]+ are the anticommutator,
commutator brackets and A, B are arbitrary operator functions of ¥ and v'. We
also define an advanced Green’s function,

GE(r.r)=io (=) ([Am0.B()],). (16.11)

and we see the Green’s functions in a special form of Eq. (16.10) and Eq. (16.11),
which may be written as the causal Green’s function (the correlation function),

G.(t.t)=—=i{y ). v" (V) =G (1,1). (16.12)
(no commutator brackets!)
G(t.t)=G™ (1,1') t>1
G(t,1)=G=(r,1') 1<t
It should be noted that as B — oo, these particle Green’s functions go over to
the field theoretic ones averaged over the vacuum. The double time-temperature
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Green’s functions were first introduced by Bonch-Bruevich (1956, 1957) and
Bogoliubov and Tyablikov (1959) and reviewed in detail by Zubarev (1960, 1974).

The equations of motion for all these Greens’s functions are easily obtained from
the Heisenberg equations of motion for A(t), é(t) and the fact that

d / /
E[i@(i(t—t))]za(t—t).

The equation for G (r,1') is

dGri / / T D / 1 N D (.
i— (t,t)=5(t—t)<[A,Bi|i>+9(t—t)<lf[A(t),H],B(t)]i>.

(16.13)

The Hamiltonian operator is assumed to be time independent. The right side con-
tains new double time Green’s functions for which equations of motion may be
formulated, then the whole process repeated, forming a hierarchy of the appropriate
Green’s functions. This is not unexpected in the light of the quantum B.B.G.Y.K.
hierarchy. Here the set of equations is supplemented by boundary conditions. This
hierarchy must be uncoupled by supplemental assumptions. More will be said
about this in Section 16.5.

16.3 Analytic properties of Green’s functions

As emphasized by Landau (1958), it is the analytic properties of the Green’s func-
tion approach which are important. Let us turn to this function approach now. We
term this the spectral representation. Let $¢, = E,¢,. The Fourier transform of
the retarded Green’s function is (dropping 4 now),

+oo
G, (t—1)= / G, (E)exp (—iE (t —t'))dE (16.14)

ee]

and the inverse

+o00
G, (E)= %/ G, (t)exp (iEt)dt.

Here, because of the equilibrium average, G, (t -t ) has the time dependence of
the familiar time equilibrium correlation function already met in Chapter 14:

Cpa(t—1)=(B(t')A ). (16.15)
We use Wick’s time ordering to write for the &= commutator

G (t,1y==i0(t =) {{A0OB())—n(B(t')A®)}: n==l (16.16)
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Thus,

G, (E) = ﬁ /_:O drexp (iE(t —1))6 (1 —1') (16.17)
< {lA@ B ()= n(B () A0).

Following Zubarev (1974), we assume that ¢, are complete and v discrete. We then
may write the correlation functions in Eq. (16.17) as

(B()AD) =2 ($:B0)4,) (4.4 ©0)¢,)
V[

X exp (—%) exp{i (E, — E,) (t 1)},

and similarly for (A (t) B (')). By interchanging the indices u, v and comparing
these two expressions, we find

+00

(B(t)A @)= %/ Jpa (@) expio (' — 1) do (16.18a)

—00

and

1 [T
(A(t)B(t')):E/ Jpa () exp (Bw)exp (iw (' — 1)) dw,  (16.18b)

where

Jpa (@) =27Z7") " (¢7.B(0)$,) (474 (0) ¢,,) (16.19)
nv

X exp (—ﬂEu) ) (EM - FE, - a)) .

Eq. (16.18a) and (16.18b) are the spectral representations of time correlation
functions introduced by Callen and Welton (1951), as previously mentioned. Now

JAB (—a)) = JBA (a)) exXp ,Ba) (1620)

We note that because (B (') A (1)) depends on the time difference, the first equa-
tion is a statement of a Fourier transform. We leave it as an exercise for the
student to prove that the second follows immediately. If now the limit exists,

lim ‘t — t’| — 00, then
(A B (")) =(A@®)(B()).

If (A) = 0, the right side is zero. We may then write

+00

1
(B(f)A(t))—(B)(A):Zf Jpa (@)exp (io(t' —1))dw.  (1621)

—00
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Since for finite systems the states are almost periodic functions, the above equation
is true only in the thermodynamic limit (N — oo, N/V = constant). Now, by
the Riemann-Lebesgue lemma, the right side of Eq. (16.21) is zero. These matters
have already been met in Chapters 5 and 6.

Let us return to the Green’s function. Using Eq. (16.17) we have the Fourier
transform, G, (w):

|t
G, (w) = gf do'Jga (a)’) (exp (,Ba)’) — n)

+00
X (—i)/ drexp (i (0 — o)1) 0 (1).

Using the representation

1 +oo
5(t) = —/ exp (—ixt)dx (16.22)
27 J_o
. +OO _. t
0(1) = L/ exp (Zixt) (16.23)
2w J_o X HFie
we obtain, for ¢ — 40, the retarded Green’s function:
1 +oo do’
G, = — "—n)J . 16.24
@ =5 [ (expbel =) dua (@) (16.24)

The advanced one is with ie — —i¢ in Eq. (16.24). G (w) may be viewed as a
function of the complex variable w. Consider

1 [t
G —G,=G(w+ie) —G(w—ie) = E/ do' (exp (Bw' — 1) Jpa ()
- (16.25)

1 1
X — .
w—o+tie w—o —ie

Now we use

a(w_w'):nmi[ L ]

=02l |lw—w —ie w—w +ie

We have
1 1
Gw+tie)—G(w—ieg)= 7 (exp (Bw — 1)) Jpa (@) = le(w);
w real. (16.26)

The G (w) has a discontinuity on the real axis. We shall call this the first Plemelj
formula. G (w) is a sectionally regular function if we assume the Holder condition:

I f(@2) — f(oDll <A(wy—w)" for A>0, 0< p<lI



16.3 Analytic properties of Green’s functions 287
(Muskelishvilli, 1953). We may also add, using

1 1 )
=P Find(w—o), (16.27)

w—ow tie w—w

+00 /
G(w+ie)+G(w—ie)=i/ EACIN

Tl J_oo w—ao
This is the second Plemelj formula. We obtain

o 1w (16.28)
w—o 2

do’ 1. (16.29)
- 2

1 +00
Gr (@) = =P f_ f (@)

1 +oo
Gy (w) = %‘Bf_ fle) =

These are the fundamental formulas. From them we obtain the dispersion relations
already mentioned in Chapter 15. The above discussion is the proof. Also,

+o00 /
Re G, (0) = % / de/ (16.30)

/
o O —w

_y oo :
Re G, (w) = 7&]3,/ wdw’.

/
o W —w

From these considerations we see that we may analytically continue (for
instance, G, (w)) into the upper half plane, providing f (w) may be continued.
The continuation of G, (w) to the upper half plane and G, (w) to the lower half
plane creates two Riemann surfaces which intersect on the real w axis.

Finally, in this section, the causal Green’s function G, (w) may also be Fourier
analyzed. It has the form

+00
Gc(a))ZL/ J(a)’)da)/{ exp (Bw) _ Ui }

21 J_o w—o +ie w—o —ie

Now one may prove

;’B oo / / / d(!)/
ReG (@) = o~ /_Oo do' (exp (Bo') —n) J (o) P (16.31a)
and
ImG, (w) = % (exp (Bw) + 1) J (). (16.31b)

Landau (1958) first obtained such relations.
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16.4 Connection to linear response theory

According to Eq. (15.38) and Eq. (15.39), we may generalize the response function
¢, to a Green’s function,

G (1 —1') =—i0 (t — ') Trpg [a;, ar] . (16.32)

Here the operators A, B are replaced by d;, a;. Then the susceptibility is again

+oo
Xik (@) = Gir (1) exp (iwr) .
—00
From the spectral representation for the Green’s function, we may immediately
have
I , do'
i =—— —1) Jyo (@) ——— 16.33
Xt (@) 277/_00 (exp (Be) = 1) Jaua, (o) e (16.33)
1 1 +oo , N do
= T (exp (Bw) — 1) Jyq; (@) — E‘B/_w (exp (,Bw — 1)) Jaa; (a)) e
In the case of a symmetrized time correlation function,
la, a; ()] — [ax, a; (D] (16.34)
and
1
Jﬂklli (C()) = 5 [Jakai (a)) + Ja,-ak (_a))] (1635)
but also
Jaka,- (w) = Ja,-ak (—w) exXp (_,30)) (1636)
1
= Ejakai (w) (1 +expBw). (16.37)
Thus we have
1 [t Ba' do/
; =—— tanh — J, .. (@) ——. 16.38
Xik (@) nf_w anh —=Jo.q, (o) —— = (16.38)

This is the Callen—Welton result already obtained in Chapter 15. From this it
follows, using

Ja*ka,. (CU/) = Jyu (w/) )
that for the symmetric case,
I s _ ,30) ’
m x, (w) = tanh > Re Jy,q, (a) ) , (16.39)
and for the antisymmetric case,

Re xj; = tanh %w Im J,,4, (@) . (16.40)
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These useful results relate yx;; to the spectral density J,,4, (@). The point here is to
emphasize the connection of the spectral properties of the generalized susceptibil-
ity x ;. to the spectral properties of the retarded Green’s function of this chapter, as
expected from Eq. (16.31).

16.5 Green’s function hierarchy truncation

Let us return to the few-body Green’s function of Eq. (16.7) and Eq. (16.8) with the
purpose of deriving a kinetic equation from the hierarchy outlined earlier. First we
will follow the earliest development in the book of Kadanoff and Baym (1962). We
should say that the Green’s function hierarchy was studied extensively by means
of the diagrammatic techniques originated by Feynman (Feynman, 1949). This is
principally focused on the equilibrium time-independent many-body phenomena.
For more on this topic, see Abrikosov et al., 1963. We will consider the Keldysh
time-dependent theory in Section 16.6.
To analyze the causal one-particle Green’s function (correlation function),

G(1,1)=—i(Ty 1),y (1)) (16.41)
= —i{{o (0 =) w YT (V) +00 (= 1) wT (1) ¥ DY),

we observe that

[_idizl +[H (1)]_} G(L1)=8(t—1)8(ri—r}). (16.42)

which is similar to Eq. (16.13), H (1) being the one-particle Hamiltonian. A similar
equation may be written for G (1, 2,1, 2’). Itis

G (1,2,1,2) =Ty (HyQy' (2) ¢ (1).

From Eq. (16.41) we may define the correlation functions which play a central
role here and in the subsequent section:

G (L1)=—i{y (Hy' (1)) n>1 (16.43)
G=(L1)=—in(y" (1), v (D)) n <t
n==£l.

Note that we have not included the Heaviside function of the previous analysis in
Eq. (16.43).

Now consider boundary conditions. We note that for the spectral function of the
correlation function,

Jap () = exp (Bw) Jpa (@) . (16.44)
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A and B are Hermitian (Kubo et al., 1992). Then from

+00
@) B @)= [ ewliol—1)]exp ) Jus (-0,
we find
(AW B())=(A@—inp)B(r)). (16.45)

This suggests introducing the temperature Green’s function because of the ana-
log of —ififp with a time. The analog of the unitary time operator exp (—iH %)
isexp (+BH) = expi(—iBH) and was first developed by Matsubara (1955). We
shall not dwell on this formalism but refer the reader to Kubo ef al. (1992). The
causal Green’s function (the correlation) does not have the simple analytic prop-
erties of the retarded Green’s function. From Eq. (16.45) we may show, for the
single-particle causal Green’s function,

G=(t,1]) = £expBuG” (1, 1) |s=—ip - (16.46)

Here we are extending the Green’s function and 7 to a complex time domain, a
time contour. Other paths than this may be simpler for the purpose of diagrammatic
analysis. We shall, in a subsequent section, consider the choice of the Keldysh
contour (Keldysh, 1965). We restrict imaginary ¢, to the range 0 < it; < . The
farther down the imaginary time axis, the “later” it is. The &£ in Eq. (16.46) has
come from the Wick theorem in the imaginary time domain. Now the boundary
conditions are obtained. We have

G (L 1) lh=0=G~ (1,1) |y, (16.47)
since it; = 0 < it| for all #{, and
G (L, 1) ly=ipg = G™ (1, 1) ln=—ip

since B = it; > it; for all #{. By direct computation (a homework problem for the
student), we may also show for imaginary time from Eq. (16.46),

G (L 1) [y=o=Fexp(Bu) G (1, 1') ln=—ip . (16.48)

Also, by Eq. (16.47), for the imaginary time causal two-particle Green’s function
G (12,12'), we have

G (12,1'2') |0 = £ exp(Bw)G (12,1'2) |;——ip - (16.49)

This is the boundary condition to be imposed on the causal Green’s function in
the imaginary time domain. Here analyticity is maintained in the “time” range
Re (i (n —1])) > 0,—B +Im(t; —t]) > 0. To do this we will utilize a rather
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special Fourier series. Assuming time translational invariance, which is possible

since this is an equilibrium average, we write in momentum space
G(p.t—1t)=(=ip)™" ) exp(~iz (t 1)) G (p.2)
%

and the inverse

—ip
G(p,zv) =/0 dtexpi {[%JFM] (t_,/)} G(p.t—1),

where
0<it<pB, 0<it <B.
The boundary condition of Eq. (16.49) requires

I =d=expf(u—z)

Vi
or z, ZM:FT,

where

v =even + Bose-FEinstein

= odd — Fermi-Dirac.

Utilizing Eq. (16.51) we may write the Hilbert transform:

1 [T A(p, TV
G(p,zv)=—/ AW atz, = ——+u
2 o M —ip

For free particles,

2
(Zv - p_> G(P, Zv) =1,
2m

and then we have

m

2
A (po) = 278 (a)— %)

(16.50)

(16.51)

(16.52)

(16.53)

(16.54)

(16.55)

The equations of motion will now be considered. In the Heisenberg picture the

operator equation of motion is

a
ia—ltp(r, n=[k1,H@].
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As in Eq. (16.5), we take

vyt .
H () = /dr V' (rt) -V (r, 1)
2m

1
+ E/drlder(l’l — )V L, O YT, W (D)W (1)
(16.56)

and thus, by commutation laws,

—Vv? .
W o) H (O] = — 9 (n1) + f dr'y" (rF) vV (' =)y (r ) ¥ (),

(16.57)
and similarly for [WT (r,t), H (t)] .
Now consider G (rltl, rit{). We form, using Wick’s theorem,
B
ia_tl [Ty Wy (1)]=i8 (0 —1])8 (r1 — 1) (16.58)

v (1 ay (1
+0(t] — 1)y (1’):’% +6(n — t{)i%w (1)

_is(1-1)+ f drV (=) [Ty )y @ ¢ (2%) v (1)]

=t

Vz
_ 1! [TW Y (1’)] . (16.59)

2m

The notation (2*) requires t2+ > 1, infinitesimally, and the #, = #; reminds us that
there is a one-time variable #;. Carrying T through the time derivative introduces a
8 (1 — 1]). Time ordering does not commute with 7.

The result is

9 2
(i— - —1) G(LLI)=6(1-1)=%i / dr,V (ry — ) G2 (12,12%) |,
(16.60)
(Kadanoff and Baym, 1962). We rewrite Eq. (16.60) as

0 V32 N / /
l<3_t1+%>G(1v1)—5(1—1)+/dr2)3(1,2)G(21), (16.61)

introducing the self energy X (1, 2). Diagrammatic perturbation theory defines this.
A re-summation of diagrams gives it a formal solution, a Dyson equation:

G(1,1)=G"(1,1) +/dr2fdr3G0(1,2)2(2, 3)G(3,1). (16.62)

See the discussion and proof in Abrikosov et al. (1963). The X (12) are introduced
variationally by Kadanoff and Baym (1962).
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Eq. (16.60) is the beginning of the hierarchy for G implied earlier. Again,

G (12,12) = =i*(Ty (¥ @y (2) v’ (1')). (16.63)

The truncation of the hierarchy is the difficult point, as it is with the B.B.G.Y.K.
hierarchy discussed in Chapter 4 on the derivation of kinetic equations. To illustrate

this in the simplest way, we adopt the Hartree approximation, which is to factor the
G (12, 127):

G,(12,112%) - G (1,1') G (2,2%). (16.64)
Now introduce the one-particle time/position-dependent density
n, )=y ()Y (1) (16.65)
and the average
1, .
G(2.2%)=%-(y"(2") v ) (16.66)
l
1
= il—. (n(r)).
Thus,
. a v% / / /
i—+-—[G(1,1)=45(1 —1)+/dr2V(|r2—r1|)<n(r2))G(1,1).
oh 2m
(16.67)

The self-consistency of this equation for the “reduced” one-body G (1, I ) is
apparent as in the Vlasov equation in Chapter 3. This is a Hartree self-consistent
Green’s function equation. What is the justification? That is not clear, just as in the
case of the B.B.G.Y.K. hierarchy. The identity of the particles is not maintained. To
do this, one must introduce the Hartree—Fock approximation and add an additional
term to the factorization:

G(12,12) - G(1,I')G(2,2) £ G (1,2) G (2. 1'). (16.68)

Such equations are not truly quantum kinetic equations but proto-quantum operator
equations. To proceed further, as with the B.B.G.Y.K. hierarchy, one must introduce
phase space distributions. The Wigner function of Chapter 4 has been used by Kubo
(Kubo et al., 1992) to obtain, in an elegant way, the quantum Vlasov equation. We
refer the reader to this development. Eq. (16.67) does not lead to the Boltzmann
equation, as we would expect. Kadanoff and Baym (1962) have derived the Born
approximation quantum Boltzmann equation in their book. It is not simple, but we
refer the reader to it for the discussion.

Now, proceeding further and in a simpler way, let us consider the work of
G. D. Mahan (2000) in his detailed book introducing Green’s functions as applied
to condensed matter. He has carried the analysis of the hierarchy further. See also
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his earlier article (Mahan, 1987). He obtained coupled operator Green’s function
equations for G= (k, w, RT), k, w being the time-space Fourier transform of the
two-body relative coordinates, r, ¢ and R, T being the center of mass position and
time. Let us outline this, following his work. We go to center of mass space-time
coordinates

1
(r,t)y=x1—x2, (R, T)= 3 (x1 + x2)

and have

G~ (x1,x) =iy’ R—er—i v R—|—er—|—lt
b2 2 2 2 2 )

We introduce G= (k, w, RT), the space-time correlation function, and recognize
that the Fourier transformed Wigner function is

w (k,w, RT) = —iG~ (k, w, RT). (16.69)
Now we utilize Eq. (16.60) for G=, G*, G~, G" and complex conjugates. These

G- G“ o
G G<|’ a form similar to
that which we shall meet in the following section. We add and subtract complex
conjugate pairs to obtain equations for the relative and center of mass motion.
Terms are dropped which represent system spacial temporal inhomogeneity.
Further, to obtain gauge invariance in the electromagnetic interaction case, a trans-
formation is made. Note that €2 is the center of mass energy, and E = —V¢ +
V -A = E, + E,. The transformation is

four equations form a matrix equation for G =

Q+eE;-R— o (16.70)
q+eE, T — Kk

0
Vi —> Vg +eE;,—

w
0 0

2 L LR, -V,
aT_>aT+ev k

Then the “hydrodynamic” part of the added and subtracted equations becomes
1 a\|
w—wy+— Vi +ecE— G~ (k,w, RT)
8m ow
and

a ad
i|—+vVv,-Vep+eE|Vi+1— G~ (k,w, RT).
oT dw

The second expression is similar to the classical Boltzmann equation.
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The right side of Eq. (16.61) must now be transformed also. (This is similar
to what has been done in Chapter 4.) To obtain the Wigner function form, we
go to the center of mass variables, and, for instance, the arguments (y, X + %)
and (z, X — %) appear. Write the preceding expressions in Fourier transforms,
obtaining

1 9\’
w—¢r+— (Vr+eE—) |G=(k,w, RT) (16.71)
8m Jw

1
= E/dzexp(—iqz)/dyexp (—iqy)
[ZG"-2°Gi+G, 2~ -G %;].

t here means anti-time ordering, which we will discuss later. Thus, also,

0 0
i|— +v - Vr+eE|(Vi+vu— || G™ (k,w, RT) (16.72)
oT ow

=/dz eXp(—izq)/dyGXP(—iqy) [£.G=—2°G;i— G2+ G L],

and there is a similar equation pair for G, in terms of X,. These are the first equa-
tions of a hierarchy introduced by X = etc.; they are a form of Wigner function
hierarchy. In the preceding equations,
G+Gi=G +G~, (16.73)
G, — G; =2Rel[G,].

Also,
G =G~ —-iA (16.74)
YT =% -2T,

A being the non-equilibrium spectral function.

We now do a gradient in space-time expansion in the center of mass vari-
ables about (R, T'), as in Chapter 4. Assuming spacial-temporal homogeneity, the
equations for G, (k, w, RT) become, in the static E approximation,

[ —¢k—%,]1G, =1 (16.75)

. 9%, d
icE - 1-— Vk—i-(vk-l—VkE,)a— G, =0.
w

ow
The solution is to 0 (E 2) ,

G, (ko) = (0w — e — T, (kw))"". (16.76)
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Finally, the equation for G = becomes, for the spacial-temporal homogeneous case,

0, 0
eE|[1— Vi+ (v +ViX,) — | G= (16.77)
w w

. ox= oG,
—iekE - ViRe[G, x=
ow ow
=YX"A-2I'G".

Further, as in the Chapman—Enskogg procedure, the quantities on the “left” side
(hydrodynamic) may be taken to be the equilibrium values. Now assume

A= 20 (16.78)
02412 '

where

oc=w-—¢;—Re[Z,]
'=—-—ImX%,.

We obtain a proto-Boltzmann equation for the electrons:

[ (Ve + V4 Re 3T

A2 (ko) 2 oE
@) do +o VI’

:| =X"G~-—-X°G". (16.79)
This is still not uncoupled from a hierarchy on the right. This will now be discussed
for the special case of dilute impurity scattering of the electrons. ¥~ and X~ con-
tain the effects of scattering, creating the correlation. A general thing to do would
be to form equations for the two-particle Wigner functions, as in the hierarchy dis-
cussion earlier in this chapter and in Chapter 4. This, however, can be “finessed” by
the diagrammatic analysis. Eq. (16.79) was applied to electron scattering by dilute
impurities. In this case,

2}’ (k7 C()) = niTkk ((,()) H (1680)
Ty (w) being the off shell scattering matrix. Now
d
T = (2”’3 Ty (@) G=. (16.81)

The nonlinear structure and scattering form of the right side of Eq. (16.81) is now
apparent. For further discussion we refer the reader to Mahan’s book (Mahan,
2000).

Let’s compare this derivation with a similar derivation from the hierarchy in
Chapter 4. There are equivalent assumptions. Eq. (16.79) is a Wigner function
hierarchy. The density expansion is not explicitly done until a final step, whereas in
Chapter 4 this is done initially. This complicates the Green’s function approach. In
addition, here the Markovianization is done within the perturbation analysis. The
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dependence upon the perturbation diagrammatic analysis to do this, as well as to
obtain irreversible equations, which Eq. (16.77) is, does not add to the clarity of
the logic. The derivation of the kinetic equation in Chapter 4 does not depend on
the diagrammatic analysis.

For analytically extending the quantum operator Boltzmann equations, the dia-
grammatic methods are advantageous. Danielewicz (1984) has done this, to an
extent, in his derivation. However, Hawker and others have extended the Boltzmann
equation to include the further gradient terms in the expansion around the local
values. They are termed collisional transfer corrections and have physical impor-
tance. The Waldman—Snider equation is an example (Waldman, 1957; Snider and
Sanctuary, 1971). See also the book by McLennan (1989) for further references.

16.6 Keldysh time-loop path perturbation theory

Let us turn to the Keldysh (1965) analysis, suggested by Schwinger (1961), of a
Green’s function in time-contour perturbation theory. The main point is to do a
diagrammatic resummation of the one-body Green’s function terms in the pertur-
bation, obtaining by standard equilibrium techniques a closed Dyson equation. The
Dyson equation has the form

G(q)=Golg) +Golg) X(q9)G(q),

where G (q) is the unperturbed Green’s function, G (g) the exact Green’s func-
tion, and ¥ (gq) the self energy function. This has the same structure as the resolvent
equation met earlier in our discussions. The reader should consult the book of
Abrikosov (Abrikosov et al., 1963), as well as the citations for the equilibrium
discussion. This equation is the starting point of the analysis of a quantum kinetic
theory in condensed matter applications. It is not exact.

We have already met the chronological ordering operator 7', which arises in the
field theory interaction representation for the expression

<S (—00, +00) T {A O B(F)...S (+00, —oo)}) .
Here,

S(t,—o0) =T exp <—i/ H; (1) dt) t > —00 (16.82)

is a generalized many-body scattering matrix. H; (¢) is turned on adiabatically from
t = —oo and off at t = 400, much as in the discussion of the derivation of linear
response in Chapter 15. Keldysh apparently generalized this for the case when
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reservoirs or irreversible absorption and emission are present, as in the Gamov
vector discussion of Chapter 17. Then,

S (400, —00) ¢ # exp (icx) ¢y.

He takes

<S (—00, +00) T {A 1) B (1) S (+00, —oo)}) - <TC {A "B (... S}>
(16.83)
Here () = Trp,.

T, is an ordering operator on a new multi-time contour ¢ running from —oo to
400 along a positive increasing time branch and then returning along a negative
time oriented branch to —oo. In Eq. (16.83) ¢, ¢ are on the positive branch. The
complete S matrix is S, = § (—00, +00) § (400, —00). § (—00, +00) is the posi-
tive branch, and S (400, —00) is the negative branch. Ordering on ¢ means return
branch times are /ater than the positive branch times. The path ordering with time
loop was introduced by Schwinger (1961). See the history and many references in
Rammer and Smith’s review (Rammer and Smith, 1986). The Keldysh paths are
not “exact,” having omitted the initial correlation decay as well as non-Markovian
contributions.

There are four one-particle Green’s functions between the 7, (plus branch) and
t_ (minus branch):

G~ (. t) =i (Y (t)) ¥ () (16.84)
G (-, 1)) = —i (Y (t0)y' (1)) (16.85)
G (ty, 1)) = =i (Ty ) ¥ (£))) (16.86)

G (1) = =i (Ty ) w' (1)) (16.87)

Gt and G~ in Keldysh’s original paper are frequently called G= and G~ respec-
tively in the literature, which we shall follow from now on. The 7" ordering on the
minus branch is

Ty Oyt () =v Oy (F) r<t
=—y* (') ¥ (1) t>t.

This use of Wick’s ordering theorem is only true for fermions and bosons. Here T’
products do decompose into sums of 7" products taken pairwise. The four cases for
Gy in Eq. (16.84) through Eq. (16.87) may represent lines in a graphical Feynman
pictorial decomposition. The line in Eq. (16.84) goes from the minus to the plus
branch. The line in Eq. (16.85) from the plus to the minus branch, etc.



16.6 Keldysh time-loop path perturbation theory 299

The diagram summation is equivalent to a time integration along ¢ and thus is
an integration from —oo to 400 and a summation over subscripts +, —. To do the
latter, we introduce a 2 x 2 matrix. We define a Green’s function matrix G of the

four possibilities:
G¢ G-
G= ~ 16.88
(G > G ) ( )

We must note that G¢, G~, G= are related. G + G = G™ + G= = Gk, the
Keldysh Green’s function.

The standard procedures of equilibrium for re-summation are then made by
forming the Dyson equation (Abrikosov et al., 1963: Mahan, 1987). This will be
illustrated in some detail in the next chapter.

G (rt; r/t/) =G° (rt; r/t’) + / G° (rt; r/t/) b)) (rt, r/t’) x G (rt, r/t/) dtdt’,
(16.89)
where the 2 x 2 self energy matrix is

s = (; g) (16.90)

Note also that £+ %¢ = — (X~ 4 £<). This is a one-body Green’s function equa-
tion with the electron interactions incorporated in X. We will examine it shortly. It
is again a proto-kinetic equation and a hierarchy. Alternative transformations of G
have been employed, and we have also dropped the explicit 7, 7_ notation. See the
review by Rammer and Smith (1986). If we first transform G = 03G = G’ and
then perform the rotation, we obtain

G- G
_ Tt r k
cmto=(S %),

This has advantages. Rammer and Smith discuss the Feynman graph rules, and we
refer the reader to this required review at this point.
In the diagrammatic analysis, x = rt, we have the irreducible summation

i (x, X)) = / yi Gy (x, x1) F;l/’j (x1x"; y) x Dpi (v, x) daxidsy. (16.91)

x is the incoming electron line, and x’ the outgoing; y is an external phonon line.
Because of the matrix form, the matrix o, enters;

J/Z- =685 (02)jk -

The plus part of ¢ corresponds to 41, and the minus part to —1. Subscripts are elec-
tron lines and superscripts the phonon line. D is the matrix for the Bose particles
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Green’s function. We are quoting Keldysh, who presented these aspects, but not in
much detail (see Mahan, 2000).

The vacuum of field theory ((/50) has been replaced by a trace over p, an ini-
tial distribution. This causes the Dyson equation to depend on initial p,, which
is somewhat inconsistent with the Green’s function approach. However, this may
be handled with a transformation by a differential operator, which transforms the
equation and does not contain p,. The solution is unique up to the solution of
a homogeneous equation. The uniqueness of the solution is, however, proved by
Keldysh.

A different canonical rotation used by Keldysh of the G matrix and also ¥ and
D is employed:

1 ) 1 .
G = E(I—lO'y) GE (1+10’y), (1692)
(0 G,
“\G, Gg)’
where
G, =G -G~ (16.93)
G, =G -G~
Gk =G°+G°=G” +G~,
and
Yk %,
N ( X Ea) (16.94)
Y, =2 +3% (16.95)
Y, =X 4+3
Tk =24 2€.

G, and G, are advanced and retarded Heisenberg Green’s functions, previously
met in Eq. (16.10) and Eq. (16.11):

G, (x.x)=i0 (t — ) <[w o), v (x')]+> (16.96)
Ga (v, x') = =0 (¢ = 1) ([ 0. v (x)],).
and the new
G (x.x) = =i ([ 0, ¥" (+)]_). (16.97)

G is called a causal Green’s function. In this representation of G, it represents
one of its components. The perturbation summed equation is a matrix equation
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for all three one-body Green’s functions together. Remember G, and G, are not
independent. The presence of these elements together in G is an interesting feature
of the Keldysh theory.

In weak coupling (to g2 order in X), the hierarchy uncouples, and an independent
equation for Gx or G= may be obtained. This localizes the equation in x — x” /2.
Itis for G~,

{% +v-V+eE- Vp} G” (xp) = g° [Z> (xp)G= (xp) — == (xp) G~ (xp)] .
(16.98)

This is a one-body birth—-death weak coupling gain—loss equation of a familiar
form. x is (xy, t,), the center of mass position and time, and can be transformed to
an equation for a single-particle Wigner function.

S. Datta (1989) has further examined the equation for G= (x, p) similar to Eq.
(16.97), for the special case of a steady state, where T = 1, —f is constant. In addi-
tion, he assumes the oscillator reservoir to be in equilibrium, interacting with the
electron with a § (r; — r,) potential. He considers, then, one-phonon weak coupling
process and obtains the approximate self energies X~, ¥ =. The result is

7 (rir, E) = #%8 (ri —r) (16.99)
I (nr, E) = L(S (r—r),
t=<(r, E)
where
1 2w , , ,
—=— | dE'F (nE'—E)p(rE’) (16.100)

1_om dE'F (r,E — E')n(r\E),

T< h
when n (r, E) and p (r, E) are equilibrium electron and hole densities. n (r, t)
and p (r, t) are diagonal and thus have one-particle Green’s functions. The weak
coupling birth—death structure of Eq. (16.98) is now apparent. F (r, E) is effec-
tively the phonon equilibrium distribution function at temperature 7, and 1/7<
are the rates of scattering of the electrons by phonons. Thus we have a relaxation
time model of the Boltzmann-type picture. Here 1/t ~ A? is the electron—phonon
interaction constant.

Datta (1989) obtains from Eq. (16.99) a coupled equation set for the nondiagonal

G= (riry; E) and G~ (rirp; E) Green’s functions. They may be formally solved
beginning with

G, (rir3, E) G, (r3r2, E)

G= JEY=ih | d
(rir, E) 1/37’ <. E)
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These are nondiagonal operator equations, not Boltzmann equations. More will be
said concerning the use of the Keldysh theory in the discussion of tunneling in
Chapter 19.
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17

Decay scattering

17.1 Basic notions and the Wigner—Weisskopf theory

Although the notions of bound states, scattering and quantum transitions are well
defined in the quantum theory, the description of an unstable system, involved in
the process of decay, has remained an outstanding issue for many years. The prob-
lem is fundamental, since it concerns the nature of irreversible processes, one of
the most important issues in statistical mechanics and the theme that is central to
this book.

The theory of decay is intimately connected with scattering theory and necessar-
ily contains mathematical ideas and methods. We shall try to explain these points
carefully as we get to them.

We treat elsewhere in the book the ideas of Boltzmann, Van Hove and Prigogine
on irreversible phenomena. The tools that are developed there are basically approx-
imate, although very useful. One can argue that the basic rigorous characteristic
of an irreversible process is that, as represented in terms of the evolution of a
state in the Hilbert space of the quantum theory, it must be a semigroup. This
type of evolution, resulting in an operation Z (¢) on a state ¥, should satisfy the

property
Z(Mt)Z () =Z(t1+1). (17.1)

The argument is as follows. If the system evolves in time #; and is stopped, then
evolves further at time #,, since the process has no memory, the total evolution
should be as if the system evolved from the initial state to a state at ¢; + ¢, inde-
pendently of the fact that it was done in two stages (Piron, 1976). Since the process
is irreversible, the operator Z (¢) may have no inverse. Such an evolution is called
a semigroup. As we shall see, it is not possible to obtain such an evolution law in
the framework of the standard quantum theory (Horwitz et al., 1971), but recently
much work has been done, and methods have been developed, based on ideas of

303
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Sz.-Nagy and Foias (1976), such as the theory of Lax and Phillips (1967) and its
extension to the quantum theory (Strauss et al,, 2000) in which semigroup evo-
lution can be achieved. In Chapter 18, we discuss in detail the structure of the
Liouville space (a linear space of operators in the Hilbert space containing the den-
sity matrices, and isomorphic to a larger Hilbert space defined through the trace
norm), which also provides an important framework for the realization of these
recently developed methods for the description of unstable systems and resonances.

We start by describing some of the history of the subject in the framework of the
standard quantum theory. In 1928, Gamow made the first striking application of
quantum theory to the a-decay of nuclei (Gamow, 1928). From a simple classical
point of view, one thinks of a collection of N unstable nuclei with a probability I"
(per unit time, per particle) to decay by the emission of an a-particle. The rate of
change of the number of nuclei in the original state is described by

dN
— =-IN (17.2)
dt
with solution
N = e TN, (17.3)

where N is the original number of nuclei. To achieve such a result in the
framework of the quantum theory, Gamow assumed the form

v E—i L ¥ (17.4)

i— = —i— .
ot 2

for the Schrodinger equation, i.e. that the state  is an eigenfunction of the Hamil-

tonian operator (usually taken to be self-adjoint) with complex eigenvalue. The
solution of this equation,

v, = e (ETD)y (17.5)
has the property that
N, =e "' Ny, (17.6)

where we have taken |,|* as the probability to find Ny particles undecayed ini-

tially (obtained by multiplying the usual normalized probability to find a particle by

No) and No|,|? as the probability to find N, undecayed particles remaining at time

t. The formula of Gamow satisfies the semigroup property and has been very useful

in describing experimental results. We shall return to this important point later.
We remark that the Laplace transform, well defined for I' > 0,

0 —i
oy dt = —————, 17.7
| e L (17.7)
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has a simple pole in the lower half plane. We shall see some of these characteristics
emerge from much more sophisticated theories of unstable systems, and in fact, the
exponential law Eq. (17.5) has been shown to give a very precise representation of
the data (Winstein et al., 1997) in its two-channel generalization, a parametrization
more recently proposed by Lee, Oehme, and Yang (1957) and Wu and Yang (1964)
for the description of neutral K meson decay.

An obvious objection to the form Eq. (17.5) given by Gamow, however, is that
the momentum of a free particle is proportional to the square root of the Hamil-
tonian. Such a momentum would be, in this case, complex and gives rise to an
exponential divergence of the wave function.

Weisskopf and Wigner, in a fundamental work (Weisskopf and Wigner, 1930),
provided a possible theory for the description of unstable systems on a more fun-
damental level, using a proper self-adjoint Hamiltonian in a form consistent with
the standard structure of the quantum theory, and obtained, nevertheless, an expo-
nential decay law in good approximation. We shall describe their method in the
following section. (This has also been discussed in previous chapters.)

Their method, which we shall refer to as the Wigner—Weisskopf method (follow-
ing the nomenclature used in much of the literature on this subject), starts with the
general Schrodinger equation for the evolution of a quantum system

Y
L=y, (17.8)

with H a self-adjoint Hamiltonian with (exact) solution

v, =e "y, (17.9)

Weisskopf and Wigner then proceed to assume that the initial state 1, represents
an unstable system, and that its evolution Eq. (17.8) induces a decay of that system.
Note that Eq. (17.8), in the framework of the quantum theory, describes the evolu-
tion of the system represented by 1; the assumption that this evolution corresponds
to a decay of the system from some initial type of system to another, as a strong
physical assumption, is the basis for the Wigner—Weisskopf model. Examples are
the decay of a discrete state of some characterizing (unperturbed) Hamiltonian,
such as the state of a neutron, to the set of states with continuous spectrum, such as
the proton, electron, antineutrino final state. Other examples are the excited atom
decaying into a ground state with the emission of a photon, or the excited nucleus
decaying to a nucleus in a lower level with the emission of electromagnetic radi-
ation or an a-particle, as in Gamow’s application. We emphasize that this idea is
not a natural consequence of the general structure of quantum theory, for which the
evolution generated by Eq. (17.8) constitutes a continuous, probability-preserving
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change in the state of a given system, but involves an additional explicit assump-
tion that the nature of the system itself is undergoing a change in structure. In its
corresponding formulation in quantum field theory — where, for example, one can
assume an interaction consisting of the annihilation operator for a neutron and the
product of creation operators for the proton, electron and antineutrino — the evo-
lution still, through the action of unitary evolution, follows a continuous transition
subject to the criticisms which we shall describe in Sections 17.4 and 17.5. As we
shall see, if this change is of an irreversible nature, the applicability of the Wigner—
Weisskopf formulation, in terms of evolution in the usual Hilbert space of states,
can only be approximate, and in some cases is not adequate to serve even approx-
imately as a basic theory. In succeeding sections, we shall discuss formulations
capable of describing irreversible processes more accurately.

It is remarkable, however, that the analytic structure of the resolvent (or
Green’s function) for the standard quantum evolution associated with the Wigner—
Weisskopf formulation, which we shall describe below, is a very robust feature of
the analysis. The primary difficulties arise in the representations of the evolution in
terms of quantum states, and it will be our purpose in this chapter to describe some
of the techniques that have been developed to deal with this problem. In Chapter
18 we will discuss the extension of these ideas to statistical mechanics.

17.2 Wigner—Weisskopf method: pole approximation

We shall start with a rather general analysis of this underlying analytic structure,
in the standard Wigner—Weisskopf framework. Consider the amplitude, according
to the Wigner—Weisskopf model, for which the state of the system remains in its
initial (undecayed) state,

A1) = (Yole ), (17.10)

often called the survival amplitude (Misra and Sudarshan, 1977). Although the
original calculation of Weisskopf and Wigner (1930) was done in first-order per-
turbation theory, we shall follow a somewhat different method here. Consider the
Laplace transform, for Imz > O:

oo . 1
iR () E/ ¢ (ole M o) = (Yol —— ). (17.11)
o z—H

Since the Hamiltonian is a self-adjoint operator, it has a spectral resolution of the
form

H =fAdE ) (17.12)
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(von Neumann, 1955; Riesz and Sz.-Nagy, 1955; Reed and Simon, 1979), where
E (1) is a spectral family of projections satisfying

E(A\) E (u) = E (min (A, p)) (17.13)

, 0 it A #£ A
E(\dE (VM) =
a0 @) =00 e L)
and A, u correspond to the spectrum of H.
If we assume that the operator H is absolutely continuous, so that £ (1) is differ-
entiable, we may write the spectral representation as in Dirac’s book (Dirac, 1947),
in terms of bras and kets:

dE (1) = |A) (AldA (17.14)

The bra-ket combination corresponds to the derivative of E (A).

If there is a discrete spectrum, for example a point eigenvalue at )(, then
dE ()p) is infinite (there is a jump in the spectral function), but the integral in
the neighborhood of X is finite and projection-valued:

Aro+e
/ AdE (M) = AoPo, (17.15)
ro—e
where Py = lim,.0 E (Ao +¢) — E (Ao — €) is a simple projection operator, i.e.
P3 = Py, and it is self-adjoint. If H had a totally discrete spectrum, it could be
expressed in the familiar form

H=> 1P

We shall not discuss here the third case, of singular continuous spectrum, which
does not have the property Eq. (17.14). It is defined by the fact that E (1) is not
the integral (with endpoint 1) of some operator valued function. As an example, to
see how such a construction could come about, one may think of a point spectrum
which is imbedded in a continuum, i.e. there is an absolutely continuous spectrum
between the points; then consider taking a limit in which the density of points
becomes so high that the derivative is no longer defined.

We shall assume for our present purposes that H has an absolutely continuous
spectrum. The discrete eigenstates of an “unperturbed” operator Hy, where H =
Hp + V, may be used to characterize the initial states of the system. The operator
V here induces the decay, corresponding to a transition to the continuous spectrum
of H().

Now, due to Eq. (17.13),

H? :/xsz (1),



308 Decay scattering
and, generally,
H" = /A"dE r).

Therefore, for any function that can be formed as a sequence of polynomials (finite
or infinite),

f(H) = / fQ)AdE (V). (17.16)
It then follows that Eq. (17.11) can be written as
dE (L)
R@ =l [ 1w, (17.17)

from which it is clear that, if the Hamiltonian has spectrum A > 0, the func-
tion R (z) is analytic in the cut plane excluding the positive real line. The inverse
transform is given by

A = (ol ™) = - / R(2)e4dz, (17.18)
Tl C

where C is a contour running slightly above the real line on the z plane from +o0
to zero and then, going around the branch point, from zero back to +oo slightly
below the real line. The proof of this statement can be achieved by reversing the
order of integration in Eq. (17.18):

1 dEG) EG
o7 ol [ ez =l [az o) [

e—izt
L
(17.19)

For each fixed A, the integral on the contour C can be pinched down to a small circle
around X, which just gives a residue 27rie~"*'. The completion of the integral, after
cancellation of the factor 27, is then, according to Eq. (17.16),

(ol f dE () e ™ o) = (o | € | o). (17.20)

We are, however, interested in utilizing Eq. (17.18) to obtain an approximate
result, since the exact explicit calculation of this expression is, in general, difficult.
To do this, we first note that one may deform the part of the contour C from the
branch point to 400 below the real line to an integral along the imaginary axis
from the branch point to —ioco. This can be done, since the line integral along the
quarter circle arc in the lower half plane vanishes in the limit that the radius goes
to oo (the exponent e~'* decreases exponentially with the radius). The part of the
contour above the real line must then be deformed through the cut to the second
Riemann sheet of R (z), to bring it to the negative imaginary half line as well. This
can be done as follows.
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We wish to construct a complex analytic function which is defined in the lower
half plane and is continuously and differentially connected to R (z) in the upper
half plane. Such a function is identified as the extension of R (z) to the second
Riemann sheet. Consider the difference of R (z) immediately below the real line
(the analytic continuation of the function R (z) defined in the upper half plane
around the branch point to the lower half plane, all on the first Riemann sheet) and
the function R (z) evaluated immediately above the real line. Using the spectral
form Eq. (17.17), we see that

. : — 2 ! - :
R(M_{_lg)_R(,u,—lé‘)—-/H)\|w0>| (/L+i8—)\ ;,L—ié‘—)u)d)"

(17.21)
where we have used the form Eq. (17.14) applicable to a Hamiltonian with abso-
lutely continuous spectrum, and the fact that < yry|A) (A |y >= [(X | ¥) 2. With
the well-known result of the theory of distributions,

1 1
lim,_, ¢ — =P (—) —imd (x), (17.22)
X +1¢ X
we obtain
lim, o R (11 +ie) — R (u — i) = —2mi|(p | ¥o)l* (17.23)

If we assume that |(u | ¥)|?
W (z) analytic in some region of the lower half plane, we see that the continuous

differentiable extension we were looking for is given by

is the boundary value on the real axis of a function

R () =R () —27iW (2). (17.24)

It is clear that in the limit as z goes to the real line from below, by Eq. (17.23),
R (z) approaches the limit of R (z) onto the real line from above, smoothly. We
shall show in Section 17.3 that there are models, such as the Lee—Friedrichs model
(Lee, 1954, Friedrichs, 1950, to be discussed later in this chapter), for which the
assumptions we made are justified. Furthermore, it can occur that the function
W (z) has a pole in the lower half plane in the extension of its domain of ana-
Iyticity, a situation which we shall argue for in the framework of these models.
Let us assume for now that such a simple pole exists in W (z) and return to our
construction of the approximate form for the reduced evolution, Eq. (17.10).

The part of the contour which remained above the real line can now be distorted
by rotation downward, where the integration is now on the second sheet func-
tion R!! (z). This line can, by the same argument given above, be rotated down
to the negative imaginary axis, curving above the branch point into the line inte-
gral obtained earlier on the first Riemann sheet. In moving this line downward, we
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encounter the pole that we have assumed, say, at zg = Eo — i %, resulting in the

2 b
following exact form:

1 )
A= — [ e R(2)dz (17.25)
27l C
1 )
=— | e "R (2)dz
2mi C
—2mie " Res W (z0) ,

where C| corresponds to the contour around the negative imaginary axis (the left
part in the first sheet and the right part in the second sheet), and Res W (zg) is the
residue of the function W (z) at the pole position zo. These integrals carry the factor
e~ for z in the lower half plane, and for r > 0 and not too small, one can consider
neglecting these contributions. These terms are called “background” contributions.
The remaining part, proportional to e~'*, is the principal contribution for this time
range (¢ not too small and not too large) and is called the “pole approximation.”
Actually, part of the integration along C; has a weaker time decrease than this pole
contribution, but it is generally of higher order in some small coupling constant
(Bleistein et al., 1977).
Thus,

A (1) = —2mie ™" Res W (z0) . (17.26)

For ¢ very large, the pole term decreases, of course, exponentially, and the integral
on C; in the neighborhood of the branch cut, where | Im z| is small, will dominate
the integral. This usually gives rise to an inverse polynomial dependence on ¢,
that is, 7", where n is the space dimension of the problem (Bleistein et al., 1977;
Hohler, 1958).

For t very small, the integral on C; cannot be neglected, and the best path of
integration (minimum descent path) (Bleistein et al., 1977) is along the real axis,
where the expression for A (¢) can be expanded in a power series. This results in a
very simple form for the survival amplitude:

A@) = <W0

. 1 2.2
l—lHt—EHt + - wo

=1—i(YolHIYo) — = (Yol H* |Yo)t* + - - (17.27)

1
2

The absolute square is (to order %) the survival probability

2
<wo|H2|wo>r2> + (Yol HIWo) 1> (17.28)

1
_ 2 ~ _ _
p@)=1A@)] —(1 5

>~1—PAH?,
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where
AH? = (Yol H2 o) — (Yol HIY o)) (17.29)

the dispersion of the Hamiltonian operator in the state |v).

A very important consequence of this calculation is that for small ¢, p (¢) does
not go linearly in ¢, as a pure exponential dependence (semigroup evolution) would,
but only quadratically.

In addition to destroying the possibility that the Wigner—Weisskopf method
could give rise to a semi-group, this so-called Zeno effect (Misra and Sudarshan,
1977) results in an apparent paradox, called the Zeno paradox. These effects are
related in the sense that if the decay were of semigroup form, there would be no
Zeno effect. The observation of a Zeno effect is a consequence of reversible evolu-
tion. It has been observed (Itano et al., 1990; Wilkinson et al., 1997, Fischer et al.,
2001) under conditions that minimize radiation and inelastic collisions.

Let us first describe this latter phenomenon before going on to the consequences
of the failure of the theory to provide a semigroup law of decay. If one thinks of
a series of measurements to extract, by a filter, the initial state from the beam,
after each filtering, the evolution process we have described here must be started
again. Done at fairly short time, one would find a quadratic decay law for this
short time, followed by another quadratic decay, followed by another, and so on.
The envelope of this curve would look approximately exponential (see articles of
E. Joos and H. D. Zeh in Giuliani et al. (1996)), accounting for exponential decay
in the Wigner—Weisskopf model as a result of successive interference by an “envi-
ronment” (selective scattering, with the effect of a filtering measurement). Such
efforts have been largely replaced by the use of stochastic terms in the Schrodinger
evolution, a fundamental idea previously discussed in the chapter on measurement.

If the frequency of selective filtering measurements becomes very high, it is
clear that the sequence of quadratic decays converges to a constant occupancy for
the initial state (Misra and Sudarshan, 1977), i.e. in spite of a perturbation inducing
decay, the state is completely stabilized. This is the so-called Zeno paradox (asso-
ciated with this Zeno effect) and has been used by Aharonov (Aharonov and Vardi,
1980) to theoretically stabilize an unstable state, and even to guide its evolution
macroscopically.

The Zeno effect, as seen from the expansion in Eq. (17.28), is an inevitable
consequence of the application of Hilbert space techniques to calculate transition
amplitudes under Hamilton (or any one-parameter group) evolution.

A serious consequence of the O (tz) decay law, as we have pointed out above,
is the obstruction it forms to the property of semigroup evolution, which is a
fundamental property of irreversible processes.
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The exponential, or pole approximation, of the Wigner—Weisskopf method
would have this property for the single channel, or one decay mode case at inter-
mediate times, but as we have seen, at long or short times, this approximation is
not valid.

For the two-channel case, studied experimentally very carefully for the neutral K
meson decay, it has been shown (Winstein et al., 1997) that the two-dimensional
generalization (Lee et al., 1957; Wu and Yang, 1964) of Gamow’s formula pro-
vides an extremely accurate description, while even in the pole approximation,
the Wigner—Weisskopf method predicts results that disagree with the experiments.
Therefore, for the two- (or more) channel case, if there is no decoupling due to sym-
metry, the Wigner—Weisskopf method is not suitable. We demonstrate this result in
a soluble model in the next section.

A fundamental theory, based on the scattering approach of Lax and Phillips
(1967), has recently been developed which provides an exact semigroup evolu-
tion, and therefore a theoretical basis for the Gamow construction (Flesia and
Piron, 1984; Horwitz and Piron, 1993; Eisenberg and Horwitz, 1997; Strauss, 2003,
2005a, 2005b, 2005¢). We shall discuss this theory in Section 17.7.

17.3 Wigner—Weisskopf method and Lee-Friedrichs model with a
single channel

Before describing these developments, let us return to a quantitative discussion
of the Wigner—Weisskopf method in the framework of the soluble Lee—Friedrichs
model (Friedrichs, 1950; Lee, 1954), where we shall be able to make precise state-
ments as well as to introduce in a simple way the notion of the rigged Hilbert space,
or Gel’fand triple (Bailey and Schieve, 1978; Baumgartel, 1978: Bohm, 1978,
1980; Horwitz and Sigal, 1980; Parravicini ef al., 1980; Bohm and Gadella, 1989;
Bohm and Kaldass, 2000), which has been widely used to obtain an exact semi-
group behavior. (We shall discuss the Gel’fand triple approach in Section 17.6.)

Although the Gel’fand triple states provide exponential evolution, there is, in
general, no scalar product defined in such spaces (they are Banach spaces, not
Hilbert spaces), and therefore properties such as expectation values of observables,
for example, for the spatial dispersion of a resonant state are not available. There
are, however, many robust properties of these theories which have their counter-
parts in the more complete physics contained in the Lax—Phillips type of approach,
and therefore these theories are important and worth studying.

The Lee—Friedrichs model for the decay of an unstable system is defined by a
Hamiltonian of the form

H=Hy+V, (17.30)
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where Hj has absolutely continuous spectrum {X > 0}, with spectral function
dE (A) = |A >< A|dX, and a discrete eigenvalue Ay embedded in this continuum
with eigenstate |(), which we shall identify with the initial (unstable) state.

The perturbation V has the property, essential for the model, that for all A, A/,

(AIVIAy = 0. (17.31)

The nonvanishing matrix elements are (A|V|Y,) and its conjugate (yo|V|[A). A
nonvanishing expectation value ( |V |¢,) would contribute a shift to A in all
resulting expressions and may be taken as zero as well.

Historically, Lee (1954) formulated this model in the framework of nonrelativis-
tic quantum field theory. The special structure of the interaction terms permits the
problem to be decomposed to sectors involving one unstable particle which decays
into two final particles, or two unstable particles which decay into two pairs of
final particles, and so on. The problem in each sector is identical to that of the first
sector. It is therefore equivalent to the original quantum mechanical form given by
Friedrichs (1950).

In this construction, the eigenfunction for the discrete state corresponds to, as
noted above, the unstable system, and the continuum corresponds to the final states
of the decayed system. (In the quantum mechanical form, there is no reference to
the number of particles in the final state, so long as it is in a single degenerate
continuum.)

There are examples of decaying systems for which a multiplicity of continua
occur with a sequence of distinct thresholds (lower bounds on each continuum), as
in molecular physics. The analytic continuation that we shall carry out in our dis-
cussion is complicated by the occurrence of these nondegenerate continua. If the
potential is an analytic function of coordinates, it is possible to carry out what is
known as rotation of spectra, which effectively separates the many Riemann sheets
occurring in the lower half plane. This is done by carrying out a unitarily induced
dilation, and then using the fact that a one-parameter unitary transformation is an
analytic function of the parameter. All discrete parts of the spectrum (including
resonance poles) are left invariant (independent of the value of the real parame-
ter), but the continuum rotates. The method was originally developed by Aguilar,
Balslev, Combes and Simon (Aguilar and Combes, 1971; Balslev and Combes,
1971; Simon, 1972). We shall not discuss this method further here, but refer the
reader to the excellent discussions in the literature.

With this model, let us again consider the general identity (often called the
second resolvent equation or just the resolvent equation):

G2 =Gy +Go(2) VG (2), (17.32)
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where

1
G(Z):Z——H G()(Z):Z_HO.

The identity is easily proven by factoring out G (z) to the left and G (z) to the
right:
G@)=Go(@)[z—H+V]G(2)
=Go(@)[z—HlG @) =G6(2).

Now we consider the expectation value

R (2) = (¥lG (2) [¥o), (17.33)
as in Eq. (17.11). With the resolvent equation, we see that
R (2) = (¥o|Go (2) [¥g) + (Yol Go (2) VG (2) [¥rg) (17.34)
1 1
=+ WlVG @ W),

where v/ is a discrete eigenstate of Hy. Furthermore, since the operator V connects
¥, only to the continuum |A) (we have assumed (¥(|V|y¥,) = 0), Eq. (17.34)
becomes

(=2 R(x) =1 +/0 (Ul VIV (MG () [¥o)d . (17.35)

It is then necessary for us to consider (A|G (z2) |). Using the resolvent Eq. (17.32)
again, we obtain

1
(MG () [¥o) = Z_—)L()»IVlllfo)U/foIG (2) [¥o). (17.36)

since, again, the operator V connects (A| only to |v). This is the essential point of
the Lee—Friedrichs model. Substituting Eq. (17.36) into Eq. (17.35), we obtain

2
<z—x>R<z>=1+/“'ZVl;>dm(z>,

or
* w(h
[(z ~ o) — / ﬁda] R(z) =1, (17.37)
0o <— A
where the spectral weight function w (A) for the Lee—Friedrichs model is given by
@ (1) = [V ). (17.38)

We write,

© w()
h(z)=z—Xo— / di, (17.39)
0 Z—A
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and the condition, Eq. (17.37),
h(z)R () =1, (17.40)

implies that if 4 (z) goes to zero at some value z — zo, then R (z) will have a pole
at zo. It is easy to see, with some simple assumptions, that there is no zero of % (z)
in the cut plane.

For z on the negative real axis, say, z = —E, E > 0, we would have to satisfy
w (A)
—E—A d) =0. 17.41
0t / o (17.41)
Since

/dkﬂgf @) 4
o E+xr—Jo a

if w (A) vanishes as A — 0, so that the integral on the right side is defined (van-

ishing of the spectral weight at the threshold for decay), then for sufficiently small
coupling, measured by the norm

/|()»|V|W0>|2d)~ — VYol

the zero in Eq. (17.41) cannot be achieved for some finite Ay (Ag + E > Ag).
We now consider complex z. Taking the imaginary part of Eq. (17.39), the
vanishing of % (z) at some point Im z # 0 would imply

0=1 +/ ©P)
=1m?z ——= 1Nz
|z — A2

=Imz|1+ © (4) dA
- e lz—A2 )"

Since the second factor on the right is positive, this zero cannot be achieved for any
z in the cut plane.

As we have described in our discussion of the general case, in Eq. (17.25), we
must now consider the analytic continuation of R (z) to the second Riemann sheet.
From Eq. (17.40) we see that the second sheet function R ()" is defined by the
analytic continuation of 4 (z) through the cut, evident in Eq. (17.39), on the real
positive axis. The technique described in Eq. (17.21) through Eq. (17.24) can be
applied directly to 4 (z). Let us compare & (i + ie) and h (u — i¢e) in the first sheet,
for u real and positive and e small, to obtain a function in the second Riemann sheet
which is the analytic continuation of / (z) above the cut into the lower half plane.
Consider

. o ——— > 1 - 1
h(u+ie)—h(u—ie)= /(; w(k){,u-i-l??—)\ M—ié‘—)h}d)\
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in the limit ¢ — 0. Then

h(/,L—l—ie)—h(M—ie)=2ni/oow(k)8(u—k)dk (17.42)
= Zniwo(u).
We thus have the relation
h(u+ie)=h(u—ie)+2wiow(n), (17.43)

the second term corresponding to the “jump” across the cut. We now wish to make
a further assumption, namely, that @ (1) is the boundary value, on the real line, of
a function analytic in some sufficient domain in the lower half plane. Calling this
function w (z), it follows from Eq. (17.43) that

W (2) =h(2) + 27iw (2) (17.44)

satisfies the conditions for the second sheet continuation of / (z) across the cut. As
z — j — ig, this function smoothly approaches the value of /(z) just above the
cut.

Now let us examine again the imaginary part of 4’/ (z) for z in the lower half
plane:

Imh'l (z) =Imz (1 + f“ T)Z(k))ji‘) + 27w (2). (17.45)
0 _

In a region for which Im z is small,  (z) must be predominantly real and positive;
it goes smoothly to w (u) on the real line. Since Imz < 0, it is quite reasonable
to assume that Imh!/ (z) defined in Eq. (17.45) vanishes at some value of z in
the lower half plane (close to the real axis). If the real part vanishes as well, then
h'! (z) becomes zero at this point, implying that R’/ (z) has a singularity. There
are simple examples for which these assumptions are valid.

Assuming, then, that R/ (z) has a pole at some point zo for Imzy < 0 (and
small), the contour integral Eq. (17.18) takes on the form

A(t) =e ™ Res R () | 2, 1+ background contribution, (17.46)
where the first term dominates for ¢ not too large and not too small. Since
1 1 1
RII (Z) — ~

W @)~ z—20h' (20)
in the neighborhood of the pole, the residue is the inverse of

W (z0) =1+ /Oo d,\L)z i (20). (17.47)
0 (zo—A)

Since we have assumed that w (A) is the boundary value of a function analytic
in the lower half plane down to the neighborhood of Im zj, at least, we may make
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an estimate of the integral by distorting the contour below the real axis in some
neighborhood of Re z,. Calling the complex value of the variable on the contour

¢, we have that
/°°dA w@) =/ ©@)dt
0 (zo — A) c(z0—29)

where C is a small deviation of the real line (holding the origin A = 0 fixed) below
the real axis. Continuing below to cross the pole position (the sense of encirclement
is negative), we obtain

—2miw (z0)

as the contribution of the pole. This term is canceled by the third term on the right
of Eq. (17.47), and what remains of the integration is expected to be a well-bounded
contribution of second order in the coupling

~ [{Re zo|V[¥o)|.

The residue is, therefore, very close to unity (for weak coupling).
We therefore conclude that to a very good approximation, for ¢ not too small or
too large,

PO =AM P=e (17.48)

forI' = |Im zg].

In a similar way, an estimate can be made for the decay width (Im zg) if it
is small (a small width is characteristic of a resonance, which is almost a bound
state). Returning to Eq. (17.45), we see that the vanishing of Im i/ (z) at z = z
implies that

o M) da
Im 2z (1 +f L)2> + 27w (z0) = 0. (17.49)
0o 120 — Al
For Im z( small,
1 . T
5(Re 2o — 1), (17.50)

(Im 20)> + (Re 20— )2 |Im 2|

where we have used the relation

. &

approximately true, without taking the limit, for ¢ small. Thus Eq. (17.49) becomes

—|Im zo| (1 + o (Re z0)> +2rw (z0) =0,

[Im zol
or

[Tm 20| = 7w (Re z0), (17.52)
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where we have approximated w (z9) = o (Re zp). The result of Eq. (17.52) coin-
cides with the first Born approximation (the Golden Rule) for the transition rate
(Yol Vv 2, the result of the original perturbation calculation of Weisskopf and
Wigner (1930).

This very useful result of the paper of Weisskopf and Wigner, in the so-called
pole approximation, a form first postulated by Gamow, appeared to provide a
fundamental theory describing the decay law for an unstable system.

17.4 Wigner—Weisskopf and multichannel decay

There remain two fundamental difficulties, related to the fact that the amplitude
A (t) does not satisfy a semigroup law. The first is the vanishing of the decay at
very short times, and the second is that even in pole approximation, the N-channel
(N > 2) decay law that follows from the Wigner—Weisskopf method does not obey
the semigroup law, although the pole approximation in the one-channel case does,
to a good approximation.

For the N-channel case, we consider a Hamiltonian H, with a continuous spec-
trum of multiplicity N. We assume for our present discussion that the lower bounds
on all of these spectra are at zero; the case of differing thresholds (onset values of
the final decay channels) slightly complicates the discussion of analyticity (Aguilar
and Combes, 1971; Balslev and Combes, 1971; Simon, 1972), as mentioned above.
We furthermore assume that there are N discrete states embedded in these continua,
but we admit coupling between the different channels, since this possibility gives
rise to the well-known C P violation effects and other similar physical phenomena
involving symmetry breakdown in decay processes. The physical idea is that we
have several types of initial resonant states which decay into a set of continuum
final states.

To formulate this problem, we consider an initial state in the finite dimensional
subspace spanned by the N discrete eigenstates of Hy:

N
IDEDICE (17.53)
a=1

According to the Wigner—Weisskopf method, the probability of decay can be
described as follows.
One can argue that into any channel «, the probability of decay is given by

pl @) = / N dr (A, ale™ o) P (17.54)
0
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(a similar formulation is discussed in Antoniou et al, 1993), and the total decay
into all channels is

o
0= [ drithale ) (17.55)
o 0
=1-Y Hpale ™y,
since the set {| Oy > |)w)} is complete. Therefore,
. o0 . .
> Heale™ o) + Z/ M (h, ale™ ™ o) P = lle ™ | o) |IP = 1.
o o 0

Since v is given by Eq. (17.53), what we must study in order to evaluate Eq.
(17.54) and Eq. (17.55) are the matrix elements (¢, |e"""|¢). This finite matrix
can be thought of as the evolution e =¥/ of the system restricted to the subspace
spanned by {|<pa)}, sometimes called the reduced evolution. It is this evolution
law which is expected to satisfy the semigroup law for an irreversible process.
We shall show in the following that this cannot be true in the Wigner—Weisskopf
method, and moreover, even in the pole approximation (which does satisfy this
requirement to a very good approximation in the single-channel case), deviations
from the semigroup law can be very large.

Let us consider again the reduced resolvent matrix obtained by the Laplace
transform of

(@a |e_iH[ |¢ﬂ),
obtained as in Eq. (17.11):

1
Ry (2) = <<pa Z——H' <pﬁ>. (17.56)
This matrix is a set of functions of the complex variable z analytic (as seen from
the representation Eq. (17.17)) in the cut plane. Using the same methods employed
to obtain Eq. (17.24), we may define the second sheet continuation of R,g (z) to
construct Rég It is then convenient to define a matrix W/ é (2) in terms of ROIUIS, SO
that as a matrix equation,

1
z— Wi (z)
The poles of this matrix-valued function occur at values of z for which it is equal
to an eigenvalue of the matrix W/ (z). We shall argue that the N x N matrix

residues at different pole values are, in general, not orthogonal, and therefore that
the semigroup property is not obeyed even in pole approximation.

R () = (17.57)
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Let us use the fact that (almost) every finite matrix, Hermitian or not, has
a set of right and left eigenvectors with eigenvalues w,, with o running from
one to N. Denoting the left and right eigenvectors of W'/ (z), respectively, by
L{o, z|, |, z) g, where we take into account the explicit z dependence of the matrix
W' (z), we have

W (@) |, 2)r = @a (2) |, 2)R (17.58)
and
Lo, W (2) = w4 (2); (@, 2. (17.59)
Clearly,
LB AW (@) o, 2)r = wa ()1 (B2 | @, 2)& (17.60)

=wp () (B, 2|, 2)r,

which can be valid only if
LBzl z)g=0 (17.61)

for w, (z) # wg (z). Taking into account this orthogonality, we see that we can
construct a finite dimensional spectral representation, at any point z, for the non-
Hermitian matrix

W) =) 04 (2) Qu (@),

where the
la, 2)r e, 2|
L(aaz | o, Z)R

Qo (2) =

satisfy
Qq (2) Qﬁ (z2) = Q4 (2) 805/3-

The reduced resolvent may be represented in the form

R"@)=>" 2@ (17.62)

Z_wa(z)’

o

for which poles occur at the points satisfying z = w, (z). If this condition is true
at some point z for some «, it is generally true that z # wg (2) for B # . If
we search for a second pole, we may find one at some other point in the complex
plane, e.g. ', for which we may suppose, for example, that 7’ = wg (Z’ ) This
process may be continued until we have located all of the poles of the reduced
resolvent. The residue of the first pole at z = w, (z) has a residue proportional
to Qg (z), and the residue of the second pole has residue proportional to Qg (z/ )
While Q. (z) Qg (z) is zero for w, (z) # wp (2) (two poles at the same point z),
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there is no reason why Q, (z) Op (z’ ) must be zero, and therefore the pole residues
from different channels in the pole approximation will not, in general, be mutually
orthogonal. Extracting the pole contributions from the inverse Laplace transform,
as we did for the single-channel case,

—izgt

1 .
[ TR@ A=Y 04 () (17.63)

27 Je — 1 —w, (2

where {z,} are the pole positions, we see that (assuming, for weak interactions,
w,, (z4) << 1, for example) the reduced evolution has the matrix valued form

Urea () 2 ) e Q4 (z4) (17.64)
Repeated application of this reduced evolution is then
Urea (02) Urea (1) =Y _ e 2e™81 Q4 (z4) Qp (2p) - (17.65)
ap

Although Q, (z4)* = Qu (24), as we have pointed out, Qg (zo) Qp (25) # 0,
so that even in the pole approximation, for more than one channel, the semi-
group property is not valid. In the following section, we estimate this effect in a
multichannel Lee—Friedrichs model.

17.5 Wigner—Weisskopf method with many-channel decay: the
Lee-Friedrichs model

Let us use a Lee-Friedrichs model for an N-channel system to illustrate this
point. In this model, we may estimate the departure from the semigroup prop-
erty and show that in at least one careful set of experiments—in particular, in the
two-channel case—the deviation predicted is larger than the experimental error.

The Lee—Friedrichs model, as in Eq. (17.30) and Eq. (17.31), is defined for the
N-channel case by excluding all final state interactions. For

H=Hy+V, (17.66)

the matrix elements

(Aa|VIAMB) =0 (17.67)
for all o, B, and we shall take, as before (in the subspace),
(9ol Vigg) =0 (17.68)

for all «. B, i.e. V does not connect the bound states in different channels as well.
(If we did not assume Eq. (17.68), we would have a mass matrix instead of a shift;



322 Decay scattering

the channels could then be chosen to be their unperturbed mass eigenstates; we
would then have only shifts in each channel.)

Again, using the resolvent equation identity, the reduced resolvent in this model
takes on the form

1
Rop (z) = <§0a _—H‘§05>
y ! ‘¢ﬁ> (17.69)

Z
:<(po{ T H, '¢ﬁ>+<<pa PTG

1
b+ Zfdx edVin | = o)

We therefore need

b

1 1
\% 17.70
i—Hy, z—H ' §0ﬁ> ( )

1
={(A
Z—H‘%> <y
1
= — D rIVIg, )Ry ().
y/

Note that in Eq. (17.70) we have used the fact that, by our assumption, the
continuous spectrum of Hy is N-fold degenerate.
Substituting Eq. (17.70) into Eq. (17.69), we find

1 %IVIAV AyIVie,.)
Raﬁ_z—k dap + Z/ — A "Ry (2). (17.71)

Defining the matrix

wap ) =Y _{0aVIAY) Ay Vg, (17.72)
Y

it follows from Eq. (17.71) that

Dy (2) Ryp (2) = Sap, (17.73)
14

where
Wey 1)

17.74
o (17.74)

hay (2) = (2 — %a) (Say - fd)\

The proofs that there are no zeros of the determinant of A4 (z) for z in the

first sheet (cut plane) are similar to those of the single-channel case. The analytic

continuation of h,p (z) to the second sheet follows the same method as in Eq.
(17.42), i.e.
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1 1
hy i£) — hy —ig) = — wp (A . - . d
g (1 +ie) g (1 —ie) /wﬂ(){lﬂrw_)\ M_w_k}

= 2miwp (1) .

Again, assuming the elements w,g (1) are boundary values on the real line of a
set of functions analytic in the lower half plane (in some region containing the
singularities), i.e. a matrix-valued analytic function w (z), we can define the second
sheet function in the same way as in Eq. (17.44):

hll (2) = hap (2) + 2miwap (2) . (17.75)

The second sheet reduced resolvent is then defined in terms of the second sheet
function Eq. (17.75) as

> hit () R = Sap, (17.76)
14

and Réé will have a singular determinant where the determinant of h.g (z)
vanishes. This vanishing can be expressed in terms of a matrix W4 (z) defined by

hlh (2) = 28ap — W)E () (17.77)

the singularities in R’/ (z) then occur on condition that the eigenvalue w, (z) of
w/! é (z) has the property

2y = Wy (2) |72z, (17.78)

that is, at the point z where the matrix has an eigenvalue equal to that value of z. As
we have pointed out, this condition may be satisfied at several different values of z
(or none, in which case there will be no resonance poles), and although the spec-
tral factors associated with each eigenvalue at a point are orthogonal, the spectral
factors associated with the eigenvalues at different points z will not, in general, be
orthogonal.

Let us consider in detail the case of N = 2 and use the formulas of Eq. (17.72),
Eq. (17.74) and Eq. (17.75) with A; = A, = XA to estimate the lack of orthogonal-
ity of Q1 (z1) and Q> (z2), and thus the violation of the semigroup property in pole
approximation. This case is of particular interest in the investigation of the decay
of the neutral K meson system. The neutral K meson system consists of two parti-
cle (resonance) types, the K and K°, a meson and its antiparticle which differ by
the sign of a quantum number called hypercharge in the SU (3) classification of the
scalar meson octet (eight-dimensional representation of SU (3)). (See, for example
Ne’eman, 1967; Gell-Mann and Ne’eman, 1964.) This system decays into two &
mesons (uncharged or one positive, one negative), or into three 7 mesons (of zero
total charge). The = mesons have zero hypercharge, a quantity not conserved in
weak interactions, but both the K mesons and the 7 mesons have negative parity
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in the sense that the state vectors in the quantum mechanical Hilbert space rep-
resenting these particles change sign under space reflection. Thus, the decay into
two 7 mesons appears to violate parity conservation in the interaction that induces
the decay. It was hoped before 1964 (see Cahn and Goldhaber, 1989; Martin and
Shaw, 1997, for further discussion) that the combination of charge conjugation, by
which the signs of all charges are inverted, including the sign of the hypercharge,
and parity reflection, called C P, would be a symmetry obeyed by this interac-
tion. Although the deviations are small, of order one in 10°, the C P symmetry
is not obeyed (Christenson et al., 1964). This admits a non-orthogonality of the
matrices corresponding to the pole residues, and therefore a failure of the semi-
group property in K meson decay (Horwitz and Marchand, 1969; Horwitz and
Mizrachi, 1974; Winstein et al., 1997; Cohen and Horwitz, 2001; estimates based
on Hagiwara et al., 2002).

The experiments carried out at Fermilab (Winstein er al., 1997) are accurate
enough to rule out the applicability of the Wigner—Weisskopf model as a descrip-
tion for the decay process. This experiment represents a very fundamental difficulty
in the application of the theory. It provides a simple and direct demonstration that
irreversible processes actually exist on a fundamental level in particle decay to a
very high accuracy and do not constitute just an effective macroscopic idealiza-
tion. Furthermore, it demonstrates that although Wigner—Weisskopf theory may
well apply on a rigorous quantum mechanical level to reversible processes gov-
erned by Hamiltonian evolution in the standard Schrodinger theory, for which one
sees the short-time Zeno effect (Wilkinson ef al., 1997; Fischer et al., 2001), it does
not apply to the irreversible process involved in weak nonleptonic particle decay
for which the time dependence can be experimentally studied. It will be therefore
necessary to develop some new theoretical techniques, some of which we shall
describe in the next sections.

To estimate the non-orthogonality predicted by the Wigner—Weisskopf model,
we use the Lee—Friedrichs model and specialize our formulas to two channels.
We then proceed to estimate the pole residues and the magnitude of their non-
orthogonality.

According to Eq. (17.76), the poles of Ré/’g are determined by the zeros of the
determinant of hgfg now a 2 x 2 matrix. In the neighborhood of one of the poles
(say, z,, for p =1, 2), let us write

deth'' (2) = (z— z,) A (z,) (17.79)

where A (Z p) is the derivative of the determinant, and using the easily derived

formula
« b\ 1 d —b
c d ~ (ad —bc)\—c a )’
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we see that the residue of the pole in R is

1 hiy  —hi}
E — . 17.80
()= 31 (—héf ! (e

The quantity A can be estimated as follows. One can apply the well-known formula
Sln det X = Tr (X '8X),
easily seen as follows. By definition,
det (X —6X) —detX =ddetX,

so that
8 det X =det (1 + X '6X) — det X,

and the result then follows from
det (14 X7'8X) =1+ Tr(X'6X) + 0 (8X?).
The derivative of the determinant is then

9 Lo
A(z) = —deth'Tr (BT 2
0z 0z

hy  —hiz\ (on'!

where det 4! has canceled. Since, by Eq. (17.75),

w,
hlls (2) = (2 — Xo) Sap + f dAZ jﬂ/\ + 2iwag (2) (17.82)
we have
8h11 9
DB Sup +/d)\ Qb + 27208 @ (17.83)
90z (z—A) 0z

By distorting the contour (0, o) of the A integration to the lower half plane, the
residue remaining in passing the double pole is —2mi M‘g—i(ﬂ canceling the third
term (Horwitz and Mizrachi, 1974; Cohen and Horwitz, 2001).

The smooth contribution of the background integral that remains can be esti-
mated by taking into account orders of magnitude of the matrix elements appearing

m

wap (1) =Y _(@a|VIRy) 0y Vigs),
14
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i.e.
(A1 Vip) = 0 (8)
(A2|Vlp;) = O (ga)
(A 1V]p,) = O (ga) (17.84)
(A2|V]p,) = O (),

where g is the weak decay coupling constant (or order 1079 in units of eV') and «
measures the relative C P violation (012 ~ 10*3) (Charpak and Gourdin, 1967).

Thus,
ahll
8_“‘9 =1+0(g%, (17.85)
Z

so, from Eq. (17.81), at each pole position,
A(zp) =Trh' (z,) = 0 (¢?), (17.86)

and the pole residues are

U (b —hi;
8p (Zp):m héll h{ll . (17.87)

In contrast, as we have pointed out, by Eq. (17.76) and Eq. (17.77), these poles
occur at the eigenvalues of W!! (z) when z satisfies the condition Eq. (17.78), here,
for « = 1 or 2. We define the right and left eigenfunctions | K, (z)) and |K g, (2))
for « = 1, 2 at any z, and the (non-Hermitian) projections

Qo (2) = |Kpa (2))(Kga (2) |- (17.88)

The reduced resolvent can then be written in the spectral form

1 1
— -y — 0, 17.
7 — wil (Z) a:1’2z_wa (Z)Q (Z) ( 789)

at any z in the lower half plane. At the poles, z = w, (), in particular, at z; and z5.
Also note that, in general (e.g. for the C P-violating case), at 71, z; 7 w» (21), and
at 7, 2o # z1 (22). The pole residues are then at z;

1
1—w (z1) Q1la) (1790
and at z,
1
02 (z2) - (17.91)

1 —w; (22)
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We now proceed to estimate the non-orthogonality of the pole residues. The
matrix W/ is given by

Wy p ()")
1—A

Wik =8apz — hljy = hodup + / dx + 27w (2)

and therefore
wap (A)

Y — 2w, (2).

W' (x) =— / dx
The matrix W'/’ is therefore second order in the weak coupling constant, and its
eigenvalues are very small compared with unity. The residues Eq. (17.88) and Eq.
(17.89) are therefore well approximated by the non-Hermitian projections Q1 (z1)
and Q, (z») alone. The eigenstates of W/! =z -1 — h!! are the eigenstates of h'’.
We shall relate these eigenstates, which we shall call | Ks) and | K ), correspond-
ing to the short- and long-lived states, respectively (the C P+ state, admitting a
two-pion decay is short lived relative to the C P— state, which corresponds to a
three-pion decay), to the unperturbed eigenstates of C P+, which we shall call,
respectively, |K) and |K»). The latter states have the property that for these, ®%, =
w9y, = 0 (for a V° which contains no C P violation); the corresponding matrix /° !
is then diagonal:

m M :z—Ao—/dAwH i —wriw,, °
Z—A
R, " =hn9, " =0 (17.92)
RO I L, _/dszzo_z. 0
22 =2 0 X Tiwyy .
7 —

The states |K;) and |K,) corresponding to the eigenvalues h(l)ll Iand h(2)21 Iare, in

our two-state representation,
1 0
(0) and <1> (17.93)

The eigenstates of the interacting form of the matrix
11 11
pll — hyy hia
h21 11 h22 11

for null eigenvalue are given by

u 1 1
= T = oy 1 (1794)
v B — 3 TI
hi2 ha
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since the determinant is zero at the pole positions. These eigenvectors obviously
are linear combinations of the two states given in Eq. (17.93). Since, as we have
seen, i1 ! and hy ! determine the linear combination

K K
Ks) = |K1) + es|K2) (17.95)
V14 les]?
and
K K
|K,) = M’ (17.96)

VI lecl?

where we have written the result in accordance with the standard notation of Wu
and Yang (1964). In our case, at the corresponding pole positions,

ha 1 (S)
= —— 17.97
ST TR 11(S) (1797
and
hi "1 (L)
= - 17.98
LT T (L) (17.98)

where we have again used the relation &1/ hy'! = hy/"h,!T at the pole positions,
and written the eigenfunctions in a way making explicit the small quantities. The
O(gza)
N o) : .
decay amplitude (it appears only linearly in the off-diagonal elements).
In the same way, we can compute the left eigenvectors of 2’/ to obtain

magnitudes of the ¢’s are = O («), where « is the order of the C P-violating

(K1| + &5(K>|

V1+Egl?

(K>| + & (K1]

I+ ELP

(Ks| = (17.99)

(Kp| =
where

- hil (S)
€s = —71
h3, (S)

(17.100)

and

hy " (L)
g = ————0. 17.101
t hiy 11 (L) ( .
We are now in a position to evaluate the non-orthogonality of the residues. As
we have seen in our discussion of the residues, they correspond to the matrix
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coefficients of z — zp at the pole positions P = S, L and have the form (from
Eq.(17.87))

11 11
1(h22 (P) —hp (P>> (17.102)

8P = AN\ chy 11(P) by 1 (P)

at the pole positions P = S, L. Factoring out sy, !’ (S) from the matrix for gg and
hyi ' (L) from the matrix for g;, these residue functions can be written as

hy 11(8) (1 s
== = > 17.103
ESTTAG) \es esis ( )
and
hi " (L) (18, e
=— | = . 17.104
L AL \ & 1 ( )
Now, multiplying the residues, we obtain
hn'' (L) h'' (5) N
= - 17.105
8s8L A A WD) (eL + &) esE, e ( )
and
hi T (LY Ry T (S) . €L ELéEs
= - . 17.106
8L8s AS) AL (eL +¢€5) 1 E ( )

In both of these expressions, the matrices contain a term of order one, and the
coefficients
hiy "1 (L) hop ' (S)
A(S)A(L)

are of order unity. It therefore remains to estimate (¢, + €g) and (€, + €g) . Letus
consider the first of these:

- Es hi ' (zs) by ' (z1) :|
gL tég)=¢es5|1+— ) =¢ +1]. 17.107
(er+es) S( 8L> t |:h12 H(zp) hap 11 (25) ( )

Since |z5 — z.| = O (g%) .
hio " (zs) —hip ' (z1) = 0 (g%a),
and therefore,

hio " (zs)  hi T (z) + 0 (ga)

— =1+ 0 (g?%). (17.108)
hia H (ZL) hia I (z1) (g )
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Finally, we estimate the second factor as follows. For the imaginary part of z; g
small compared with the real part, we can approximate the formulas for i1y /7 (z7)
and ha 7 (z5) by

w11 ()J)

AL — N

w2 ()J )

As — A
where Ag ; are the real parts of the pole values. Furthermore, from the eigenvalue
conditions and the formulas for the matrix elements of the 2/!’s, we see that

d) + wiwy (ML)

hi M (ze) = (2 — ho) — P/
and

d) 4+ wiwy (As) ,

hi M (zs) = (zs — o) — P/

W (A
2L = Ao+ P/ Azz ( )\)’dl/ — miwy (M) + O (g°a?) (17.109)
=

)\‘/
25 = Ao+ P/ o ( jdx — mion (s) + O (%),
-

where we have used €5 ;1 = O (o). Hence

2) — ¥
hy ! (mzP/ ‘””(A) 'ﬁ/“( )d)»/-l-ﬂi(a)n()»L)—wzz()»L))—i-O(gzaz)
=

oy 1 (z5) = P / on () —on () + 7 (@11 (hs) — om (hs)) + O (g%%) .

As — A/
(17.110)
Since [As — A.| = O (g?), we have
hi " (z) + ha ' (zs) = O (g%°) + O (g%,
or
%:—14—0(0{2). (17.111)

Putting these results together, we see that

hiy ' (zp) hip ! (ZS)>
hao 1T (zs) hin M (z1) )

The first factor in the second term is (—1+ O («?)), and the second is
(1+ O (a?)), so that (since &, is O ())

e +E8s=0(a’). (17.112)

8L+§s=8L(1+

A similar argument can be made for £, + 5. We see that the non-orthogonality
of g5 and g, is far from negligible; the products depend only on the C P violation
amplitude, and not on the weak coupling constant.
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The idempotence properties for the residues can be similarly checked and are
valid up to O (gz).

Some of the crucial experiments with K meson decay proceed as follows. The
beam of K° mesons produced by collisions in an accelerator decay rapidly to two
pions, corresponding to the Kg component of the linear superposition making up
the beam. The remaining K; component decays primarily into three pions, but due
to C P violation, there is a small component of two-pion decays (the volume of
phase space for three-pion decays is smaller than that for two-pion decays). The
beam is passed through a block of material containing heavy nuclei, such as cop-
per, and the special linear combination of K° and K making up the K; component
is disturbed by the scattering of the K° and K° components on the nuclei, which
involves phase shifts corresponding to the strong interactions sensitive to the oppo-
site sign of hypercharge of these states. Thus, an admixture of K is regenerated
(and the apparatus is called a regenerator). The short-lived decay of this Ky beam
then interferes coherently with the C P-violating two-pion decay of the older K,
beam, which was unaffected by the regeneration.

This process of regeneration takes place at a sequence of the order of 10® atomic
scattering sites, and between each scattering the beam is presumed to develop
according to the reduced evolution law. The deviations from semigroup behav-
ior are brought into evidence at each scattering center when the reduced evolution
starts to flow from the new initial conditions. The sum of these deviations add
up over all these scatterings and give rise to a disagreement with experiment
of the order of a few percent. In contrast, the model of Wu and Yang (1964),
which is an exact semigroup, since it is constructed of the exponential of a non-
self-adjoint effective 2 x 2 matrix Hamiltonian, leads to a very accurate fit to
the data (Winstein er al., 1997). Details of these calculations are in papers by
Horwitz, Mizrachi and Cohen (Horwitz and Mizrachi, 1974; Cohen and Horwitz,
2001; numerical estimates based on Hagiwara, 2002), where further estimates are
made for the deviations from experiment in the exit channel of the regenerator due
to the non-orthogonality of the residues.

In view of the inadequacy of the Wigner—Weisskopf model, even in pole approx-
imation, for the more than one channel decay system, the development of a theory
for unstable systems which contains the property of exact semigroup evolution
becomes very important. In the following sections, we describe two relatively
recent developments for achieving the semigroup property for the evolution of an
unstable system. These developments have fundamental importance, since, as we
have pointed out, the semigroup property corresponds to irreversible evolution. It
was for this reason that we gave considerable detail to the computation of the esti-
mates of the deviation from the semigroup law in the framework of the approach
commonly used in the application of quantum theory to the description of unstable
systems.
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17.6 Gel’fand triple

We have shown in the previous sections that the Wigner—Weisskopf theory does not
lead to a semigroup property for the decay law of an unstable system. To achieve
a semigroup law, one may seek a function in some space which corresponds to the
complex pole, and for which the evolution has exact exponential decay.

An important development in this direction is the introduction of the Gel’fand
triple construction, for which an element of a generalized linear space larger than
the original Hilbert space represents the resonance, and the extension of the unitary
evolution to this element results in an exact exponential decay. As we shall see, this
functional is, in general, not useful for the description of a quantum mechanical
problem, since scalar products and expectation values of physical observables are
not available in this generalized space. It is, however, an important concept, and in
some mathematical formulations, the space of generalized states has turned out to
be useful. To illustrate the construction, we shall again utilize the Lee—Friedrichs
model discussed in the previous section.

We have seen that the reduced resolvent R (z), defined in Eq. (17.33) may
acquire a pole in its analytic continuation to the second Riemann sheet. Since this
function is the expectation value of the resolvent operator

1

- 17.113
z—H ( )

G(z)=
the process of analytic continuation appears to provide a complex eigenvalue for
the Hermitian operator H; this is, of course, not possible in the Hilbert space but
indicates that some type of extension could be consistent with a complex eigen-
value. We show in the following section how this can happen, most simply in
the rank one Lee—Friedrichs model (Bailey and Schieve, 1978; Baumgartel, 1978;
Horwitz and Sigal, 1980) discussed in the previous section.

As we have remarked, the occurrence of a pole in G (z) suggests the existence,
in some sense, of a complex eigenvalue for H. A self-adjoint operator in a Hilbert
space cannot, of course, have a complex eigenvalue; we shall see in the following
discussion precisely in what sense this statement can be true.

Let us search for an eigenfunction f (z), a vector parametrized by the complex
number z, for which

H|f (2)) =zl f (2)). (17.114)

Since H = Hy + V, where in this model V does not connect the discrete eigen-
state |,) of Hy with itself and has no continuum—continuum matrix elements, the
continuum part of Eq. (17.114) is:

MM @)+ MV (Yo | f () (7.115)
=z(A ] f (D),

(MHo+ VI|f (2))
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from which it follows that

1
A1 f@)=——— AV o | f (). (17.116)

We now consider the discrete component of Eq. (17.114). Taking the scalar
product with (|, and remembering that (v, | A) = 0, we obtain

/dk(w()WlA)(/\ | f @)+ 2o | f () =20 f ()

and substituting the result Eq. (17.116), we find the condition

{@—xw—/dﬂlgﬂ@Lhwuf@» (17.117)

The coefficient of (Y, | f (z)) is exactly what we called 4 (z) in Eq. (17.39);
the condition that 4 (z) vanish corresponds to the resonant pole condition and can
be achieved only by analytic continuation to the second Riemann sheet. In Eq.
(17.114) the factor (v, | f (z)) cannot vanish; according to Eq. (17.116) this would
imply vanishing of the continuum part of f (z) as well, so that the vector f itself
would be zero. Hence, the condition for the complex eigenvalue is the same as that
for the complex pole of the reduced resolvent. We must continue the eigenvalue
equation to the second Riemann sheet in order to achieve this. The analytic contin-
uation of Eq. (17.114) is not a trivial matter; a vector in the Hilbert space defined
by a relation such as Eq. (17.116) can be analytically continued only in the sense
of considering its scalar product with all other vectors in the Hilbert space, and
the integration over A required for carrying out the scalar product then admits the
analytic continuation to the second Riemann sheet. Let us examine this expression,
taking the scalar product with some vector g:

(glH|f (2)) = z(g | [ (2)). (17.118)

We have studied two parts of this scalar product, consisting of the continuum and
the discrete parts. For z in the upper half plane, it is easy to see that f (z) is a very
well-defined vector with finite norm in the Hilbert space. However, to satisfy the
“eigenvalue” condition, we had to carry out an analytic continuation. The analytic
continuation of (g | f (z)) is carried out as follows:

(g1 f (@) =(g ¥l f () /d/\(g [ AT f () (17.119)

=@|mmwnf@»+fduguﬁl'“QWMf<>

Following the procedure of Eq. (17.42), it is clear that analytic continuation through
the cut on the positive half line will pick up a factor of (g | A) upon crossing the
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cut, and carry the function defined as its analytic continuation (assuming it is the
boundary value on the real line of a function analytic in at least part of the lower
half plane) into the lower half plane.

The Riesz theorem (Riesz and Sz.-Nagy, 1955) states that if there is a bounded
linear functional L (g) mapping vectors of the Hilbert space into the complex
numbers, for which

L(ag) =aL (g), IL(g)] = Klgll, (17.120)

for all g in the Hilbert space $), then there is a unique f in the Hilbert space for
which

Lg)=(f1g) (17.121)

The functionals L are called dual, since they constitute also a linear space; it is a
special property of Hilbert spaces that they are self-dual; the f’s of Eq. (17.121) are
elements of the Hilbert space themselves. However, in the case we have studied,
although the analytic continuation of (g | f (z)) is linear in g, this procedure
cannot be carried out for all g, since the function (g | A) is the boundary value of an
analytic function only for a subset of g’s in £. Hence, the analytic continuation of
(g | f (2)) does not define a vector in the original Hilbert space. If the value of this
function is known for all ge®, where ® C $), a proper subspace, then Eq. (17.121)
defines an element of a larger space (Gel fand and Shilov, 1967) which we may call
9, so that

DCHcCh.

This construction is called a Gel’fand triple, and we see that the “state” corre-
sponding to the resonance, the continuation of f (z), is an element of a Gel’fand
triple. According to Eq. (17.118), continued to the location of the pole in the lower
half plane (where it can be satisfied), the Hamiltonian operator (now extended to
operate on such elements) has a complex eigenvalue, and the extension of the evo-
lution operator exp —i Ht would induce an exact exponential decay (semigroup) on
this “state” (Bohm, 1978; Parravicini et al., 1980; Bohm, 1980, 1981; Bohm and
Gadella, 1989; Bohm et al., 1989; Bohm and Kaldass, 2000).

We have therefore succeeded in finding a representation of the unstable state
which evolves according to an exact semigroup property, but the “state” defined in
this way is not an element of a Hilbert space. It is an element of a Banach space,
in which a norm can be defined (in this case related to a maximum modulus norm
on a complex variable) (Baumgartel, 1978; Horwitz and Sigal, 1980), but no scalar
products or expectation values can be defined in general; only bilinear forms such
as the continuation of (g | f (z)) can be defined, where g belongs to a subset of
elements of §) for which (g | 1) are the boundary values of analytic functions in
A at least in a region of the lower half plane including the resonance pole. There
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are, however, cases in which the Gel’fand triple states lie in a Hardy class of states
(Bohm and Gadella, 1989), which are Hilbert spaces (of a special type which we
shall describe later, after Eq. (17.169)), and in such cases, more information may
become available. Hence we cannot deduce properties of the resonant state, such
as its locality in coordinate or momentum space.

There are important physical problems for which this information is essential.
For example, an electron on a conducting sheet of material with embedded elec-
trodes that create a potential well (a so-called quantum dot) may pass the region of
the well as a resonance. It is possible to detect the resulting current and find sig-
natures of smooth or chaotic behavior. For example, Altshuler (Agam et al., 1995,
1996) has conjectured that if the resonance is not localized in momentum space
(so that it may be localized in coordinate space), one may find chaotic behavior,
based on the analog of a classical billiard, a localized object in a closed boundary
(of irregular shape). It therefore is important to find a description of a resonance
which can be represented in a Hilbert space, for which one can define observables
in terms of self-adjoint operators, and scalar products and expectation values are
well defined.

In the next section we develop the framework for such a theory, directly applica-
ble to some important problems, and for which current research indicates extension
to a wider class of applications (Strauss, 2003, 2005a, 2005b, 2005¢; Baumgartel,
2006).

17.7 Lax-Phillips theory

In the previous sections we have pointed out the importance of describing the state
of a resonance as a vector in a Hilbert space, for which the evolution is of the
form of a semigroup. Such a theory was developed by Lax and Phillips in 1967 for
application to classical wave equations, such as electromagnetic or acoustic waves
(Lax and Phillips, 1967). We shall describe this theory in this section and show
that the structure can be extended to the quantum theory. The development of this
theory in the quantum framework is under rapid development at present and shows
indications of reaching wide classes of non-equilibrium physical phenomena.

In their study of wave equations, Lax and Phillips (1967) showed how to write
second-order wave equations in a way that defines an effective Hamiltonian evolu-
tion. Given such an evolution, it was possible to characterize the system in terms
of invariant subspaces of a Hilbert space. The notion of invariant subspaces is
fundamental to the development of theories for unstable systems which admit a
semigroup evolution law.

There has been considerable effort in recent years in the development of the the-
oretical framework of Lax—Phillips scattering theory for the description of quantum
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mechanical systems (Horwitz and Piron, 1993; Eisenberg and Horwitz, 1997;
Strauss, 2003, 2005a, 2005b, 2005¢c; Baumgartel, 2006).

As an example of how an effective Hamiltonian evolution can be introduced into
the study of wave equations, consider the wave equation in three dimensions, valid
in some exterior domain G (Lax and Phillips, 1967):

Uyt (xs t) — Au (x’ t) = 07

where A corresponds to the Laplacian, for all x on some bounded region G (R),
for which |x| < R. Subscripted letters indicate partial derivatives (e.g. u, (x,t) =
ayu (x, 1)), and we suppose that u (x, t) satisfies the boundary condition u (x, t) =
0 on the boundary dG of this region. The boundaries of this region define an “exte-
rior” problem, where the wave motion is outside of regions of varying density
or speed of propagation. The “free” problem corresponds to a similar structure,
but with such unperturbed waves everywhere. We shall return to this point in our
discussion of the translation representations below, and its analog in the quantum
mechanical problem in Eq. (17.138) and what follows. Lax and Phillips (1967; see
also Reed and Simon, 1979) show that there is a conserved “energy norm” which
can be used to define a scalar product on a Hilbert space of solutions, and that the
evolution can be described in terms of the action of a one-parameter unitary group
acting on this space. This example forms a prototype of the structure of the general
Lax—Phillips theory, and we describe it briefly here.
The energy norm is defined as

1
Ewaxm=5/ e (6, ) 12+ lur (6, 1) [Pl
G(R)

By multiplying the wave equation by u, and integrating over the space-time region
x| < R+T —1,0 <t < T, we can show that

E(T),R)<Em©),R+T),
and by reversing the direction of time, that
E(T),R)=Em©),R-T).

Thus, if the initial values for u# vanish in the ball |x| < R, then u (x, t) vanishes in
the region |x| < R — ¢, and if the total energy is finite, it has the same energy for
all time.

Let us now express this problem in terms of a pair of complex functions f =
{ f1, f»}, defined on the same space domain G, and write the energy norm as

1
nﬂ@=zﬁﬂam%Hmﬂw.
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We then define a Hilbert space H as the (closed) set of functions in this norm with
compact support in G. Note that then both the derivative (gradient) of f; squared
and f, must be finitely integrable.
We now define the operator
0 I
A=
(s o)

with domain of definition D (A) the set of all f treated as a two-dimensional vector
under the action of this matrix such that Af lies in H, i.e. has finite energy norm.
We now show that this matrix generates a unitary group U (¢) on H, and that if
fisin D (A), when f; = u (x,t) and f> = u,; (x,1t), then u (x, t) satisfies the
second-order wave equation written above.

From the energy norm formula, we can write a scalar product

1
(18 =3 [ (ousive + fie)dx
G

and therefore, by multiplying out A on the (two-dimensional) function f and
integrating by parts in G, we find

1 * *
(Aflg) = 2/, [0y 5081 — 0x f10,82] dx,
so that

(Af 1 g)=—(f1]Ag),

and A is therefore a skew-Hermitian operator. Thus, A generates a unitary group
of operators {U (¢)} for which

d
EU(f)f =AU () .

and it is easy to see that the second component of this equation, for f| = u (x, t)
and f, = u, (x, t), assures that the wave equation is satisfied under this evolution.

In addition to the formulation of wave equations in the form of unitary evolution,
another essential feature of Lax—Phillips theory is that one can construct translation
representations for the unitary evolution, for which there are invariant subspaces
under its action, called ingoing and outgoing subspaces. This result is not surpris-
ing in view of the Huygens principle governing wave equations in odd-dimensional
spaces. To construct these subspaces, we choose p > 0 so that |x| < p contains 0G
in its interior, and set DY = Uy (p) D+ and D” = Uy (—p) D_, where D.. are the
incoming and outgoing subspaces of the solutions in free space (the unperturbed
problem referred to above), and Uy (¢) is the unitary propagation on the full unper-
turbed space. By construction, [U o f ] (x), for £ in D%, vanishes in the forward
(backward) cones
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x| <t+p (> 0)
x| < —t+p( <0),

respectively. Then

U (1) D} c DY fort > 0
NU (t) D’ = {0}
UU (t) D" = H;

that is, DY is an outgoing subspace, defined by successive inclusion. Similarly, D”
is an incoming subspace; these two subspaces are orthogonal.

As we shall show below, these properties provide the Lax—Phillips theory with
the power to describe resonances as irreversible phenomena, and the resonant state
as a state in a Hilbert space. Clearly, these properties would be desirable for the
description of quantum mechanical systems. The Huygens principle to assure the
outgoing, incoming and translation properties is not available for quantum mechan-
ical systems, but as we shall show below, similar arguments comparing free and
perturbed motion, with the additional assumption of the existence of wave opera-
tors, provide sufficient structure to develop the corresponding quantum theory.

The quantum Lax—Phillips theory (Strauss, 2003, 2005a, 2005b, 2005¢; Baum-
gartel, 2006), constructed by embedding the quantum theory into the original
Lax—Phillips scattering theory (Lax and Phillips, 1967), describes a resonance
as a state in a Hilbert space, and therefore it is possible, in principle, to calcu-
late all measurable properties of the system in this state. Moreover, the quantum
Lax—Phillips theory provides a framework for understanding the decay of an unsta-
ble system as an irreversible process. It appears, in fact, that this framework
may be categorical for the description of irreversible processes on a fundamental
level.

In the following discussion, we distinguish the abstract Hilbert space and rep-
resentations in terms of L? (square integrable) functions, since we shall be using
explicitly different types of representations. In preparation for this idea, we remind
the reader that, for a given physical state of the system, there corresponds a
vector—say, 1 in a Hilbert space—and this vector can be represented as a wave
function (x | ¥) = ¥ (x) or equally well as a function in momentum space,
(p | ¥) = ¥ (p). Other complete sets may be used as well to represent the state
vector, such as energy and angular momentum eigenstates. These representations
have special properties. For example, in the x-representation, the position operator
X is diagonal, in the sense that (x| X|y¥) = x(x | i), with similar properties for
the operator P in the p-representation, or energy and angular momentum operators
(e.g. H, J* andJ,) in a representation provided by energy and angular momentum
eigenstates. In conventional quantum mechanical scattering theory, one thinks in
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terms of the evolution of a set of incoming states to a set of outgoing states, and
in terms of these (asymptotic) states, to describe the scattering with the so-called
scattering S-matrix. The Lax—Phillips theory defines incoming and outgoing repre-
sentations and defines an analogous S-matrix which relates these representations,
defined in terms of the property of translations along a line. With these ideas in
mind, we may proceed to define the basic ideas of the Lax—Phillips scattering
theory.

The scattering theory of Lax and Phillips (1967) assumes the existence of a
Hilbert space $) of physical states in which there are two distinguished orthogonal
subspaces, ©; and ®_ and a unitary evolution U (7), a function of the physical
laboratory time, with the properties

Um)D,Cc®: >0
UmD_cHD. <0
NU (1) D+ = {0} (17.122)

UU (1) = 9,

where N and U correspond to the intersection and union of the subspaces (here
evolved by U (7)). Thus, the subspaces ®_ are assumed to be stable under the
action of the full unitary dynamical evolution U (), for positive and negative times
T respectively; over all 7, the evolution operator generates a dense set in §) from
either ®, or ®_. Note that we are here discussing abstract vectors, (pure) states
in the sense of Dirac (1947), in $) without reference to a particular representation.

We shall call © the outgoing subspace and 2 _ the incoming subspace with
respect to the group {U (7)}.

A theorem of Sinai (Cornfeld et al., 1982) then assures that §) can be represented
as a family of Hilbert spaces obtained by foliating $) along a real line, which we
shall call {s}, in the form of a direct integral

?szﬁs, (17.123)
(&)

where the set of auxiliary Hilbert spaces $j, are all isomorphic. This foliated struc-
ture does not rule out the possibility that there are operators on § which have matrix
elements between different values of s.

Representing these spaces in terms of square-integrable functions, we define the
norm in the direct integral space (we use Lesbesgue measure ds on the line s) as

(F1A=Ir1? =/ ds|l £l (17.124)

where f € H represents a vector in $), and f; € H, the L? function space rep-
resenting $), for any s. (It then represents the vector f in §) in the L? function
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space L?(—o00, 00,) H.) Thus, f; is an L? valued function in some representa-
tion (e.g. fi (x), square integrable in x; we do not specify the variables of the
measure space of the auxiliary spaces H at this stage). The Sinai theorem further-
more asserts that there are representations for which the action of the full evolution
group U (t) on L? (—oo, 0o, H) is translation by T units. Given D.. (the L? spaces
representing ® 1), there is such a representation, called the incoming translation
representation (Lax and Phillips, 1967), for which functions in D_ have support
in L? (—o0, 0, H), and another called the outgoing translation representation, for
which functions in D, have support in L? (0, oo, H).

We remark that the foliation variable s, whose existence is asserted by Sinai,
might be thought of as the laboratory time at which the state of the unstable sys-
tem could potentially be observed as an unstable system, i.e. with some probability
of existing at that value of s. The notion that occurs here is a difficult concept to
grasp but also occurs in standard Floquet theory (Zhang and Feng, 1995), a method
developed to manage the Schrodinger evolution with a time-dependent Hamilto-
nian in a systematic way. The idea is that there is a physical state at laboratory
time t which predicts not only the space distribution, say, of anticipated events,
but also the times s at which such events are to be observed. The difficulty in
grasping this notion is that the time s corresponds to the time of the measure-
ment, a value of t itself. Thus, the theory, as in the Floquet case, predicts what
will (or would be) found if one did the measurement at a time different, in gen-
eral, from the time at which this state is extant. As in any quantum mechanical
statement, the state of the system provides an a priori prediction, but here we have
the prediction at time t for what would be seen at a different time t/ = s if the
measurement were done then. That prediction, of course, varies with the time t
at which the state is determined, since the distribution and therefore the predic-
tion changes at each 7. Such concepts also occur in relativistic quantum theory,
where the state of a system evolving in 7 (in this case a universal world time
that is reflected on the laboratory clock) is a distribution on space-time (Stueck-
elberg, 1941; Schwinger, 1951; Feynman, 1948, 1950; Horwitz and Piron, 1973;
Fanchi, 1979; Kyprionides, 1986 and references therein), a structure consistent
with the covariance of special relativity (see Chapter 10). The events occurring
in that space-time occur, when measured, as times on the laboratory clock. It is
this expanded space (the space of variables on which the wave functions are rep-
resented) for the representation of the state that enables one to define projection
operators into subspaces that are partly determined by time boundaries (Horwitz
and Piron, 1993). It is a fundamental result, as we shall see, that the evolution
operator of the system, projected into such subspaces, may become non-self-
adjoint, with complex spectrum, and thus capable of describing exact semigroup
evolution.
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Lax and Phillips (1967) show that there are unitary operators W, called wave
operators, which map elements in $), respectively, to the incoming and outgoing
representations. For example, suppose f is an element of $); then |W. f),, an
element of L? (—oo, 0o, H), has the property that

U@)[Wef)s =[Wsf)s—c, (17.125)

where we have used the notation that U (t) is considered as an operator on the L?
space as well. That is, we write, as is usual in quantum theory literature,

|Ag) = Alg)

for A, some operator defined on g. Eq. (17.125) corresponds to translation of | f);
forward by 7 units. These representations furthermore have the property that, for
f+ € ®4, | fy)s vanishes for s < 0; it has support only on the positive half line and
therefore is an element of L? (0, oo, H). For f_ € ©_, |f_), similarly vanishes
for s > 0 and is therefore an element of L? (—o0, 0, H).

Lax and Phillips then define an S-matrix,

S=w, W, (17.126)

which connects these representations; it is unitary, commutes with translations,
and maps L? (—oo, 0) into itself. The singularities of the S-matrix, in what we
shall define as the spectral representation, obtained by means of Fourier transform,
correspond to the spectrum of the generator of the exact semigroup characterizing
the evolution of the unstable system. This very striking result is analogous to the
approximate treatment of resonances in standard scattering theory (Taylor, 1972;
Newton, 1976).

With the assumptions stated above on the properties of the subspaces . and
®_, Lax and Phillips (1967) prove that the family of operators

Z(t)=P,U(t)P. (r>0), (17.127)

where P, are projections into the orthogonal complements of ., respectively, is
a contractive, continuous semigroup. This operator annihilates vectors in ® . and
carries the space

RA=H 0D, 09 (17.128)

into itself, with norm tending to zero for every element in K. It is clear that
therefore

Z(t) = PgU () Pg (17.129)

as well.
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In the following, we use the L? function space (square integrable functions)
representing § and denote the corresponding subspaces of functions as D and K.
The semigroup property of the operator Z (t) of Eq. (17.127) may then be proven
as follows (Lax and Phillips, 1967).

Z (t) clearly vanishes on the subspace D_, and by the stability of D, under
U (t) for T > 0, it vanishes on D, as well. It is therefore nonzero only on the
subspace K, and on such vectors, the operator P_ can be omitted. We must then
consider, on a vector | fx) in K,

Z(t1) Z(t2) | fx) = P U (t1) PP U (12) | fk)-

But U (1) | fx) liesin K+ D, and P, annihilates the part in D . The projection
operator P_ can then be omitted, since K is orthogonal to D_. We then have

Z(t1) Z(t2) | fx) = PLU (1) PLU (t2) | fk)
=P, U ([l —[1—-P]]U (x| fx):

the second term in brackets makes no contribution, since it is a projection into D,
and U (t;) leaves D, invariant (it is then annihilated by the first factor P, ). We
are then left with

Z(t) Z(t2) | fx) = PyU (x) U (72) | fx) (17.130)
= P, U (t1 +12) | fk)
=Z(t1+712)|fk),

completing the proof of the semigroup property of Z (7).

The outgoing subspace D is defined, in the outgoing representation, in terms
of support properties (this is also true for the incoming subspace in the incoming
representation). One can then easily understand that the fundamental difference
between Lax—Phillips theory and the standard quantum theory, as pointed out, lies
in this property. The subspace defining the unstable system in the standard the-
ory is usually defined as the eigenstate of an unperturbed Hamiltonian and does
not correspond to an interval on a line associated with evolution. The subspaces
of the Lax—Phillips theory correspond, generally, to semibounded intervals (e.g.
the positive and negative half lines in the outgoing and incoming representations).
The generator of the semigroup (the generator of the full group restricted to the
subspace K) is then, in general, not self-adjoint. To see this, consider the action
of the semigroup on a vector | fx) in K. In the outgoing translation representation
(Horwitz and Piron, 1993),

P U () P_|fx)s = PLU (D) | fx)s = 0 (=5) | fK )s— (17.131)
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since K is in the complement of D_, and therefore

0 1 fk)s—
0

P K|fx)s =6 (—s) le—0, (17.132)

where | fx)s is a vector-valued function, as described above, and K is the self-
adjoint generator associated with U (7). (We use the symbol K for the generator
as well as for the subspace orthogonal to D4 ; there should be no confusion in
context.) If we then compute the scalar product of the vector given in Eq. (17.131)
with a vector |g), we find that

9]

/ ds (g|PLK|fk)s = i8(s) o(g | flo +f ds ((P+Kg) | fk)s. (17.133)

o —00
The generator is therefore symmetric but not self-adjoint. It is through this mech-
anism that the Lax—Phillips theory, as remarked above, provides a description that
has the semigroup property for the evolution of an unstable system (Horwitz and
Piron, 1993; see also Eisenberg and Horwitz, 1997).

Comparing with the formula of Wigner and Weisskopf discussed in Section 17.1,
let us consider a vector ¥, in £, corresponding to an “unstable state,” and evolve
it under the action of U (7); the projection back into the original state is, using the
form Eq. (17.129),

A () = (YolU () [¥)
= (Yol Pk U (1) Px|¥o) (17.134)
= (VolZ (D) [¥0).

so that the survival amplitude of the Lax—Phillips theory, analogous to that of the
Wigner—Weisskopf formula, Eq. (17.10), has the exact exponential behavior. The
difference between this result and the corresponding expression given in Section
17.1 for the Wigner—Weisskopf theory can be accounted for by the fact that there
are translation representations for U (7) and that the definition of the subspace K
is related to the support properties along the foliation axis on which these trans-
lations are induced. As a consequence of this structure, as made explicit in Eq.
(17.133), the generator of Z(t) in Eq. (17.134) is not self-adjoint. The presence
of complex eigenvalues then implies the possibility of the (often experimentally
observed) exponential decay law for A (7).

Functions in the space H, representing the elements of ), depend on the variable
s as well as the variables of the auxiliary space H. The measure space of this Hilbert
space of states is one dimension larger than that of a quantum theory represented
in the auxiliary space alone. Identifying this additional variable with an observable
time (in the sense of a quantum mechanical observable), we may understand this
representation of a state as a virfual history. The collection of such histories forms
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a quantum ensemble; the absolute square of the wave function corresponds to the
probability that the system would be found, as a result of measurement, at time s in
a particular configuration in the auxiliary space (in the state described by this wave
function), i.e. an element of one of the virtual histories. For example, the expecta-
tion value of the position variable x at a given s is, in the standard interpretation of
the auxiliary space as a space of quantum states,

(b lx1¥)
(K20

The full expectation value in the physical Lax—Phillips state, according to Eq.
(17.124), is then

(x)s = (17.135)

/dslhﬁslﬁdlh)l2 = /dSIIwSIIZ(x)S, (17.136)

(Strauss et al., 2000), so we see that || 1> corresponds to the probability to find a
signal which indicates the presence of the system at the time s.

The generator of the full evolution restricted to the subspace & has a family of
complex eigenvalues, if there are resonances, in the lower half plane. We can easily
see this by writing the action of the semigroup (in the subspace f) as Z (1) = e~ 87
for B non-self-adjoint. Then the Laplace transform is given by

o i
0 nw—B

for 1 in the lower half plane, where the integral is well defined. There may be
poles, however, if B has a discrete spectrum, for which

B|f) = ulf).

(Lax and Phillips, 1967).
Then, in the outgoing representation,

(s1e™P flow = (s + 7| Flow =€ " (s | fout

for s + 7 > 0. For, in particular, s = 0, (7 | f)ou = € "** (0| f)ou and zero for
T negative; i.e. the eigenfunctions are

e >0

<r|f>om={ 0 =0 (17.137)

where n = (0 | f)ou 1S some vector in the auxiliary space. This is a very
fundamental result, displaying the eigenvector of a resonance in a Hilbert space.
The preceding ideas were worked out by Lax and Phillips (1967) for classical
wave equations, where the Huygens principle could be used to provide illustrations
of the existence of the invariant subspaces ® ... In the following discussion we show
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how the theory can be extended to the quantum case, for which the construction of
these subspaces is the central problem.

The fundamental step in bringing the Lax—Phillips framework to the quantum
theory is to construct the incoming and outgoing subspaces. The definition of these
subspaces plays a crucial role, as we have explained, in achieving the required
semigroup law for the description of irreversible processes. To achieve this (Strauss
et al., 2000), we consider the evolution operator to be composed of an unperturbed
part and a small perturbation in the form

K =Ky+V, (17.138)

and assume that there are wave operators that intertwine K and K, We may then
construct DY in terms of support properties on the spectrum of K, and lift the
result to the subspaces D for the full structure of the generator K. The notion of
the wave operator is very important in conventional scattering theory as well, and
we therefore review the idea briefly in the following.

The foundation of standard scattering theory (Jauch, 1958; Taylor, 1972; New-
ton, 1976) lies in the following statement. Under the usual Schrodinger evolution

v, =e My, (17.139)

for large positive or negative ¢, r, approaches asymptotically a state ¢,, called an
asymptotic state, which evolves according to

¢, = e Mg, (17.140)

where H = Hy + V and V is a “small” operator, relatively bounded with respect
to Hy (Jauch, 1958; Taylor, 1972; Newton, 1976). We may write this condition as

. ot
Jim Iy, — ¢l =0, (17.141)

where we have distinguished the incoming and outgoing asymptotic states with the
sign =.

Since the norm taken in Eq. (17.141) is invariant under multiplication by a
unitary operator, it can be rewritten as

lim ||y — e e g = 0. (17.142)
t—+o00

In this relation, the norm of the difference between v, and a sequence of vectors
in t converges to zero, so that we may write

Vo= lim e iHigpx (17.143)

t—=+00



346 Decay scattering

Since the operators multiplying ¢)§ are bounded for every ¢, if these asymptotic
states form a dense set in the Hilbert space, the operator

lim e/ f!e=iHot (17.144)

t—=+o00

can be defined everywhere. These limits are defined as the wave operators

Qy = lim e'Hle ot (17.145)

t—+o00

and have some remarkable properties. Although they are constructed of a sequence
of products of unitary operators, the limit is not necessarily unitary, although the
wave operators are isometric. The exceptional situation occurs when either H or
Hj has bound states; we refer the reader to discussions in Taylor or Newton (Taylor,
1972; Newton, 1976; Jauch, 1958) for the general case. (In the specific example of
the Stark effect, which we shall treat below, the wave operators are unitary.) The
convergence of Eq. (17.145) will certainly not occur on a dense set if one of the
elements in the Hilbert space is an eigenfunction of Hy, and of the inverse, if one of
the elements is an eigenfunction of H, so these subspaces must be excluded in the
definition. One may, in fact, think of the convergence as an interference in phases
between the two factors.

A property that we will use for the wave operator is that of intertwining, obtained
by differentiating the product before taking the limit. If the limit indeed converges,
then the limit of the derivative must be zero. One finds in this way that

HQy = Q4 H,. (17.146)

(In this computation one must take care that H does not commute, in general,
with Hy; the result is obtained by bringing H to the left and Hj to the right when
differentiating.) Then, when Q7' exists,

H = Q. HyQ:', (17.147)

a simple relation between the unperturbed and perturbed Hamiltonians. This prop-
erty is precisely what we need for the construction of the quantum Lax—Phillips
theory.

We remark that, looking at the derivative before the limit in another way (bring-
ing H to the right and Hj to the left of the exponents), it is easy to see that the
convergence implies that

Ve HlpE | — 0 (17.148)

for t — =o00; that is, for example, for a local potential of the form (x|V|x') =
Vix)é (x —x ), the free evolution must bring the function qb(ﬂf (x) out of the range
of V (x) faster than the tail of the wave packet spreads. If this condition is met on
a dense set, the wave operator exists. There are, of course, many other beautiful
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properties of scattering theory (Kato, 1966; Reed and Simon, 1979), but this brief
discussion will suffice for our purposes.

We now return to the Lax—Phillips theory and the definition of the invariant sub-
spaces ®y in the quantum case. To do this, we assume that there is an evolution
operator K for an “unperturbed” system in the Lax—Phillips Hilbert space £, and
a full perturbed operator K of the foom K = Ky + V, and seek a translation
representation for the unperturbed evolution, i.e., a solution of the differential
equation

9
— Xs» (17.149)

Kox, = —i
0Xs Js

obtained from the requirement that e ~*X0s acts as translation on y, (extracted for
infinitesimal s). Note that this is not a Schrédinger equation for the evolution of
a state x, in “time” s, but an actual translation along the s-axis of this function
which is square integrable (on the absolute square) over all s (clearly, wave packets
must be constructed). The Schrédinger evolution of a state in quantum theory has
a finite norm but is not square integrable over the time, since the norm is invariant
in time in the standard nonrelativistic theory, and * commutes with all observables.
Eq. (17.149) is completely analogous to the translation in space of a wave function
¥ (x) in the sense that e’”* (x) = V¥ (x + a), where p is the canonical momentum
operator, and our problem is to find the analog of the momentum representation for
Ky for translations in s. Eq. (17.149) defines the operator K, as —i % on this
representation. Let us now choose a set of functions x with support in (0, +00),
and another set of functions x; with support in (=00, 0). These form the two
invariant subspaces for the unperturbed problem, ®%. Now suppose that there
are wave operators defined in an analogous way to the wave operators of standard
scattering theory,

Q. = lim eKTe~iKoT, (17.150)

T—>=400

Then by the intertwining relation discussed above, we see that
[ =Qux; (17.151)

form the functions that lie in © . for the full interacting evolution e ~*X7 In general,
this lifting does not complete the space H with D ; the deficit is just the subspace
K, spanned by the resonance states. We have thus arrived at a procedure for the
construction of the incoming and outgoing representations for the full quantum
Lax—Phillips theory (Strauss et al., 2000). The possibility of carrying through this
construction depends, of course, on the existence of the wave operators defined in
Eq. (17.150).
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A model that has been widely used, and discussed in this context by Flesia and
Piron (1984), is to take

K=E+H, (17.152)

where E is represented by i% in the “physical” coordinate-time representation
(x,t | f) of elements f in H, as will be discussed below, as the form of the
Lax—Phillips evolution operator. This structure was also used by Howland (1974,
1979) in his discussion of how to deal with time-dependent Hamiltonians in the
framework of the standard theory, both classically and quantum mechanically, and
is the basis for the mathematical formulation of Floquet theory, as discussed above
(Zhang and Feng 1995). Taking for K the form

Ko = E + Hy, (17.153)

it is clear that, since K — Ky = H — H,, there is a good likelihood that the
wave operator defined in Eq. (17.150) can be found in particular applications. Fur-
thermore, the time derivative term assures that the spectra of Ky and of K are
unbounded from below, even though Hyand H may be semibounded. Thus, a
translation representation may be accessible. We shall discuss in detail toward the
end of this section an important example in which these operators exist and can be
computed explicitly. Note that the variable ¢ does not, in general, coincide with the
foliation variable, whose existence is asserted by Sinai (Cornfeld et al., 1982). In
any model for K, K, formulated in terms of functions on x, ¢ (for a one-particle
system, x may correspond to the position of the particle at a given ¢), one has
to find representations in which these operators act as translations, involving the
construction of unitary transformations.

The translation representation for a state f may be written as (s, & | f), where
the variables of the auxiliary space & associated with the foliated description along
s do not, in general, coincide with the “physical” variables x (corresponding to
the coordinate description of the configuration space). The transformations to the
translation representations generally require that the new variables s, & are func-
tions of ¢, x. For a one-particle system, for example, x may correspond just to the
position of the particle. For X, the position operator, we have not only

(6, x|X|f)=x(t, x| f) (17.154)
and, as usual, the canonically conjugate relation (related by Fourier transform)
0
(I,XIPIf)Z—ia—(t,x | /), (17.155)
X

where P is the canonical momentum operator, but also the relation

(t,x|E|f) = i%(x,t | f). (17.155°)
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In the translation representation associated with Ky, what we might call the free
translation representation, we have

)
(s, 1Kol f) = —iz2{s. & | ). (17.156)

We can now see that the model posed in Eq. (17.152) and Eq. (17.153) does not
admit a unique definition of the translation representation. We shall show, however,
that unitarity requirements are sufficient to resolve the ambiguity up to a phase.
Nevertheless, important new developments in the subject have arisen, motivated
by the problem of dealing directly with a Hamiltonian with support on the half line
(Strauss, 2003, 2005a, b; Strauss et al., 2006; see also Strauss, 2005¢).

Let us write out the condition Eq. (17.156) in terms of the transformation
functions (s, & | ¢, x). To do this, we write

ad
[ draxts. x4ty =i [drdxiss 1ot )
s
(17.157)
and use the properties of the operator E of Eq. (17.155’) and that of Hy:

(x, 1|Hol f) = Ho(x, 1| f), (17.158)

where H, is now an operator on x alone—for example, — % The equation
(17.157) then becomes
.0 N .0
dtdx(s,§ | x,1) ig tH | x.t] fy =iz dtdx(s, & [ x,t)(x,t | f).
s
(17.159)
Assuming that the differential operator Hy is even in derivatives with respect to x,
we may integrate both terms by parts so that the operator on the left side acts only
on the transformation function (s, & | x, ). We may then extract from this equation
the (arbitrary) function (x, ¢ | f) to obtain the condition

d N d
—i— 4+ Hog (s, & | x,t)=i—(s,& | x,1). (17.160)
ot as
Bringing the term —i %(s, & | x, t) to the right, we obtain
(0 d o
i\ o+ ) (5.8 [x, 1) = Ho(s,§ | x, 1), (17.161)
at  ds

which provides a condition which involves the transformation function (s, £ | x, t)
only as a function of s 4 ¢ and does not determine the dependence on s — ¢. It must
satisfy, however, the normalization and orthogonality conditions

/dxdt(s,g | x, 005 |x,0)*=8(s—s") 5 (§ — &) (17.162)
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and
/dsdg<s,g | x,1)(s& | X/, 1) =8(x—x)s(t—1). (17.163)
Let us define
s+t s —1
U= v = (17.164)
2 2
and
(s, €| x,t) = f (u,v; &, x). (17.165)

It then follows from Eq. (17.162) and Eq. (17.163) that the unitarity and complete-
ness relations can be satisfied for

f(u,v; &, x) :ei”"‘g (u; €,x), (17.166)

for any constant «. The main results of the theory, such as the S-matrix poles
and eigenstates for the resonances, to be discussed below, do not depend on the
choice of «, and in spite of this ambiguity, the theory is therefore predictive, even
in the case of Hamiltonians H, which are semibounded and treated in the context
of the model proposed in Eq. (17.152). Although this form for the embedding of
standard Hamiltonian theory into the Lax—Phillips structure is not necessary, it is
a very natural generalization from the point of view of Zhang and Feng (1995)
and Howland (1974, 1979). It also occurs in the nonrelativistic limit of a covariant
relativistic theory (Horwitz et al., 1981).

As we shall see, this ambiguity does not occur in the Stark model that we
shall treat below, since the Hj that we choose in that case naturally has spectrum
(—00, 00), without the addition of a time derivative. In the relativistic quantum
theory (Stueckelberg, 1941; Schwinger, 1951; Feynman, 1948, 1950; Horwitz and
Piron, 1973; Fanchi, 1979; Kyprionides, 1986 and references therein), the genera-
tor of motion has spectrum (—o00, 00) quite generally; in place of the Hamiltonian
Hy, usually of the form of Laplacian, one has a d’ Alembert differential operator,
containing only second derivatives in both space and time, and therefore the trans-
formation function of the Lax—Phillips theory is well defined. An analysis of the
Lax—Phillips theory in the relativistic treatment of the neutral K meson decay was
carried out by Strauss and Horwitz (2000), and formulas given for the semigroup
evolution in agreement with the Yang—Wu phenomenological formulation (Lee
et al., 1957; Wu and Yang, 1964).

We shall assume in the following discussion that the translation representations
are well defined; each particular example must be examined to determine how this
can be done.
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As in the transition to momentum space from coordinate space, let us define the
free spectral representation in terms of the Fourier transform

(0§ |g>==(/¢e”S<ss | g)ds, (17.167)

where (o€ | g) satisfies
(0&|Kolg) =0 (0& | g). (17.168)

Here |g) (the abstract vector, or Dirac ket) is an element of § and & remains as the
set of variables (measure space) of the auxiliary space associated to each value of
o, which with o comprise a complete spectral set. The functions may be thought
of as a set of functions of the variables & indexed on the variable o in a continuous
sequence of auxiliary Hilbert spaces, as described in the book of Lax and Phillips
(1967), isomorphic to H. Clearly, K acts as the generator of translations in the
representation (s& | g).

We now proceed to define the incoming and outgoing subspaces © . Let us
consider, as remarked above, the sets of functions with support in L? (0, c0) and in
L? (—00, 0), and call these subspaces DSE. The Fourier transform back to the free
spectral representation provides the two sets of functions,

ot gf) = /e—i“<sg | g)ds € H, (17.169)

for gat € Dgt. Since these functions are defined as Fourier transforms on half
lines, they are Hardy class functions, i.e. functions satisfying square integrable
conditions as functions of a complex variable.

We remind the reader that an analytic function f (x + iy) is said to belong to a
Hardy class in the upper half plane if

400
/ \f (x +iy) Pdx < oo

o0

ios

for all y > 0. A Fourier transform with weight factor ¢'”* of a square integrable
function g (s) with support on the positive real line has the property that, as a
function of complex o, it is of Hardy class in the upper half plane.

We may now define the subspaces ©. in the Hilbert space of states § in the
energy representation. To do this, we first map these Hardy class functions in H to
9, i.e. we define the subspaces Q(jf by

/dsdo|og>f ok | gy) € Dy (17.170)

We shall now make use of the wave operators, discussed above, which intertwine
K with the full evolution K. (We shall explicitly construct these wave operators in
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the case of the Stark effect that we shall study as an example here.) The construc-
tion of D is then completed with the help of the wave operators. We define these
subspaces by

®+ == Q+©a_
D_=Q9;. (17.171)

We remark that these subspaces are not produced by the same unitary map. This
procedure is necessary to realize the Lax—Phillips structure nontrivially. If a sin-
gle unitary map were used, then there would exist a transformation into the space
of functions on L? (—o0, co, H) which has the property that all functions with
support on the positive half line represent elements of ., and all functions
with support on the negative half line represent elements of ®_ in the same
representation. The resulting Lax—Phillips S-matrix would then be trivial.

The requirement that ®, and ®_ be orthogonal is not an immediate conse-
quence of our construction. Since the functions (sx | goi) have support on,
respectively, the positive and negative half lines, and the orthogonality of © 4 is
determined by the integral of the product of these functions with an operator valued
kernel S (s -5 ) (to be defined below), one sees that suitable analyticity properties
of the transformed kernel S (o) assure that these subspaces will be orthogonal. This
analyticity property (upper half plane analyticity) is true in the Stark model that we
shall treat below.

The wave operators defined by Eq. (17.150) intertwine K and K:

KQy = QK. (17.172)

We may therefore construct the outgoing (incoming) spectral representations from
the free spectral representation. Since

KQi|lo§) = QiKolo§)
= 0 Q. |0E), (17.173)

we may identify

|0&)ou = Q1[0§). (17.174)
The Lax—Phillips S-matrix is defined as the operator on H which carries the
incoming to outgoing translation representations of the evolution operator K. Sup-
posing g is an element of $, its incoming spectral representation, according to Eq.
(17.174), is

in(0§lg) = (0§127"g). (17.175)
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Let us now act on this function with the Lax—Phillips S-matrix in the free spectral
representation, and require the result to be the outgoing representer of g:

ou(0Elg) = (0&|1Q7"g)
= /da/df/(ag|S|o’§/)(a’§’|ﬁjlg), (17.176)

where S is the Lax—Phillips S-operator (defined on $). Transforming the kernel to
the free translation representation with the help of Eq. (17.167), i.e.

(sEISIs"E") =

oy / dodo'e? e 7 (c£|S|o'E"), (17.177)
T

we see that the relation Eq. (17.176) becomes, after using Fourier transform
in a similar way to transform the in and out spectral representations to the
corresponding in and out translation representations,

ou(sBle) = (sB1R;'g) = /ds/dé/(S§|SIS/$/)(S’§/IQ]g)

= /dS’d$'<SSISIS'$’)in (s'€"g). (17.178)

Hence the Lax—Phillips S-matrix is given by
S = {(s&ISIs'¢")} (17.179)
in free translation representation. It follows from the intertwining property Eq.

(17.172) that
(0&ISloE) =8 (0 — o) S5 (o). (17.180)
This result can be expressed in terms of operators on $. Let

wZ' = {(s¢|QC'} (17.181)

be a map from $ to H in the incoming translation representation—the same sense
that {(x|} provides a map from the vectors {W} in an abstract Hilbert space to the
functions (x | W) in a space of square integrable functions in the x representation.
Similarly, let

wi!' = {(sg12;'} (17.182)
be a map from $) to H in the outgoing translation representation. It then follows
from Eq. (17.178) that

S=ww_ (17.183)

is a kernel (integral operator) on the free translation representation. This ker-
nel is understood to operate on the representer of a vector g in the incoming
representation and map it to the representer in the outgoing representation.
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17.8 Application to the Stark model

In preparation for the application of the Lax—Phillips theory to the Stark model
(Ben-Ari and Horwitz, 2004), let us first study the Wigner—Weisskopf approach
to this problem. The results will be useful in writing out the solutions to the
Lax—Phillips analysis as well. The potential for the Stark effect problem, of the
form — Ex, is unbounded (on the full space; we shall work in one space dimension).
For a model of the form (Friedrichs and Rejto, 1962)

H=—-Ex+ AP, (17.184)

where A is real and P, is a rank one projection operator, it will be convenient to
consider —Ex = Hy as the unperturbed Hamiltonian and the second term, A Py =
V as the perturbation. (The resolvent is, of course, unaffected by this choice, but
the form of the perturbation theory is very different.) In this case, therefore, neither
H nor Hj has bound states, and the resulting wave operators are unitary. We study
in this section the Wigner—Weisskopf description of the resonance, and in the next
section embed this analysis in the Lax—Phillips Hilbert space.
Let us choose for Py the form

(x| Pylx’) = (%) T (). (17.185)

The resolvent satisfies the identity (second resolvent equation)

G=Go+GyVaG, (17.186)
where, as before, G = (z — H)~!, and Gy = (z — Hy) ', defined for z in the upper
half plane, where Hy = —Ex. The x, x’ matrix element of G is therefore

o0
x|Glx") = S(x —x")+ A/ x| Po|lx"Y(x"|G|x"Ydx". (17.187
<||>z+Ex( )z+Ex 7oo(|o|)(||> ( )
Let us define
f(z.x)= / dx"e™" (x"|G|x'ydx". (17.188)

It then follows from Eq. (17.187) that

€7x2 €7x2 \/3 (2 /2)
’/= d A d = (! MGlxVdx".
f(zx) /xZ+Ex+ fo+Ex —e (x"|Gx")dx

‘We can write this as
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or
fex) = —— o (17.189)
where
e 2 im _2? z
F(z) = fdxz TEr Ee_?erfc [’ﬁf]
and the error function is defined by
o 2
erfc(x) :/ e dt (17.190)
Returning to Eq. (17.187), we see that
(xIG (2) I¥') = L s (x=x) + ! A\/Ze_xzf (z,x') (17.191)
’ 7+ Ex z+Ex Vm a '

1 / 2 e_xze_x/z 1
= S (=) r — Ex '
7+ Ex 7w (z+ Ex) (z+ Ex’) 1—A\/gF(z)

We now wish to approximate the time behavior of the survival amplitude. The
time dependence of the survival amplitude (for one channel) is given by

1 )
A =5 fc 01G () [g) e . (17.192)

The contour C corresponds to a line running in the complex energy plane from right
to left slightly above the real axis. The matrix element (¢|G (z) |¢) is analytic in
the upper half plane. We can shift this line continuously and differentially through
the real axis into the lower half plane, provided that the contributions of the vertical
pieces at oo vanish. It is clear from Eq. (17.190) and Eq. (17.191) that this is true
for the parts of the vertical integrations that lie in the upper half plane. To write the
integrand along the new curve below the axis, we must analytically continue F (z).
To do this, we consider (for & real)

e¢]

. . _ —2x2 1 — !
F(“;‘—l—w)—F(g—w)—/_mdxe {é_i_ig_i_Ex S—i€+Ex}

= —2ni/dxe2x28 (¢ + Ex)

2mi _é
=—7e E2, (17.193)

This function has an analytic extension in the finite lower half plane, given by

2.2

L 2mwi 22
F*()=F(2) — ?e EZ (17.194)
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We find, numerically, for a reasonable choice of parameters and a simple
assumption for ¢ (x), that the analytic continuation of the function

- z+1Ex8 (X B X/)
(¢lG (2) lp) = /dde @" (x) 2 [ et ] i @ (x),
7 | @GH+EX)(z+Ex') 1,)“/%1:(1)

(17.195)
defined by Eq. (17.191) and Eq. (17.194), into the lower half plane, has a pole,
inducing an exponential decay term to the amplitude. The function (¢|G (2) |¢)
has a very simple form if we assume that ¢ (x) has the Gaussian form

0 (x) = \/Zex2 : (17.196)
T

The first term of Eq. (17.195) contains e its integral with the denominator
7+ Ex is, according to Eq. (17.190), the function F (z). The second term factorizes
into two integrals of the same form. It then follows, with this assumption on ¢, that

2 2 F 2
6lG @) lp) = \ﬁ F(2)+1 <_) _Fe)
v/ 4 T/ —)»\/gF @)
2F(2)
NN (17.197)
1—2/2F()

The analytic continuation of this function into the lower half plane is achieved
by the continuation of F (z) to F* (z). This function has no poles in the finite lower
half plane, and hence the pole can only come from the condition

i
g@=1-1/—F'()=0 (17.198)

where F%(z) is the analytic continuation of F(z) defined in Eq. (17.194).

For the value A /E = 11, Maple provides us with a unique solution for the posi-
tion of the pole, 7o = —4.446 — .31896 x 10~'5i, which has, as expected, a very
small imaginary part for this reasonably physical choice of parameters. Differen-
tiating Eq. (17.198) implicitly with respect to E, we find that the real part of the
pole moves to more negative values as E increases. Since the unperturbed system
has mean position of the particle at zero, this shift corresponds to an increase in
field-induced polarization with increasing value of the field.

There remains, however, a contribution to the survival amplitude from integra-
tion on a line running from 400 to —oo on the real part of z = & + i, where ¢
can be very large and negative. The contribution of this so-called background inte-
gral is strongly suppressed by the exponent exp (—izt) for ¢ large and positive. For
small 7, however, this suppression is not strong unless { — —oo. However, in this
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limit, the integrand is not well defined, since for any large and negative ¢, the con-
tribution of the discontinuity in F (z) strongly suppresses the integrand for & small
compared with ¢. This suppression is not maintained, however, for the contribu-
tions from & in the neighborhood of or greater than ¢. Hence the convergence of the
contribution on the background is not uniform. We see from the general argument
that the derivative of |A (¢) |> vanishes at t = 0 (clearly seen in Eq. (17.28)), that
the pole contribution cannot represent the result precisely for small ¢, and therefore
the Wigner—Weisskopf treatment, even in this case of unbounded spectrum, cannot
result in a pure exponential (semigroup) behavior for the reduced evolution. It is
exactly in this respect that the Lax—Phillips treatment provides a result which is
closer to the physics of irreversible decay.

We now proceed to apply the techniques of the Lax—Phillips treatment to this
model for the Stark effect.

Since the Stark model that we are using has spectrum (—oo, 00), we may take
for the generator of motion

K = Hstark; Ko = Hosaark; V' = Vstark » (17.199)

where Hgyk, Hosurk and V- = Vg are the operators defined above. Since H|
is proportional to x, we may make use of the canonical commutation relations of
the quantum theory to identify the momentum p as proportional to the (foliation)
variable of the unperturbed (free) translation representation; i.e. one may take s =
p/E, implying that [s, Ko] = i (we have taken i = 1). We then have

e KT f)y = 1) (17.200)

or in differential form,
. d
Kolf)s = —zd—lf)s. (17.201)
S

The auxiliary Hilbert spaces of the corresponding Lax—Phillips theory are one-
dimensional.

The spectrum of K, given by {—Ex}, with —0co < x < o0, can then be iden-
tified with o of the Lax—Phillips (unperturbed) energy representation. We shall
follow this formal identification to develop the Lax—Phillips theory of resonances,
and return to the original interpretation of x and p to obtain physical information
about the resonant state.

The wave operators are defined as

Qy = lim T %or (17.202)

T— 300

We shall calculate the matrix elements of the wave operator in the unperturbed
energy representation. It will be convenient, moreover, to use directly the measure
on the spectrum of x; we therefore use kets of the form |x) = /| E] |o).
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Following the standard procedure for taking these limits, we find for the
representation {|x)} that

(x|Quxlx) =8 (x —x") — lim <x

e—04

14 x’> . (17.203)

H+ Ex' tis
Since this formula is bilinear in the kets |x) and |x’), we could use equally well the
kets |o) and |o’).

The operator multiplying V in Eq. (17.203) is —G (z) for z = —Ex'F i¢; the
matrix elements of this operator were evaluated in Eq. (17.191). Carrying out the
integral for the product G (z) V with the help of the definition Eq. (17.190), we
find that

\/7 o~ (2x)
(x|G () VIx') = & — (17.204)

@+ E0(1-2/2F @)

The wave operators are then given by
/ !/ 2
(x|52i|x):5(x—x)+k — .
T (E (x — x') T ic) (1 _ ,\\@F (—Ex' ¥ is))
(17.205)

Using a partial fraction decomposition for the product of the GV terms, we easily
verify that the operators €2 are unitary.

We now turn to the construction of the incoming and outgoing translation rep-
resentations. We define the free outgoing translation as the set of functions with
support in s (i.e. p/E in the Stark model) on the positive real axis. By Eq. (17.167),
the functions

e—(x2+x’2)

£ = /0 P10 (pydp = (x | 1) (17.206)

are in the free outgoing translation representation and are analytic in the upper
half x-plane (lower half o-plane). Since the wave operators intertwine Ky and K,
functions of the (full) outgoing representation are then given by

/oo<x/|sz+|x>dxf+° (x)dx = f{™ (x') e Dy . (17.207)

o0

Given a function of the type ff (x), we can calculate the resulting function

o (x’) explicitly by noting that the boundary value of F' (z) from below the real
axis is
00 72)6”2 .
F(-Ex),, = lim ¢ —dx" = e erfe (—iv2Y).
below 604 J_ oo E(x”—x’)—18 E
(17.208)
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For the construction of the incoming translation representation, we use 2_ and
a corresponding set of functions f° (x) with support on the negative half line. The
kernel of integration then contains F (—E x' — ie); this may be obtained from Eq.
(17.193):
27T l 6_2 x/z )

F(=ExX) e = F (=B )yeiony = - (17.209)

above

We now turn to the calculation of the S-matrix. We see from Eq. (17.176) that
(x|S|Ix"y = (x|Q+7' Q_|x) . (17.210)

We now use the definition Eq. (17.145) for the wave operators. Following the
standard methods (Jauch, 1958; Taylor, 1972; Newton, 1976), we find that

/ / 27Tl . / . /
(x|S[x") = 8 (x — x') (1 + - 111(1)1 (x|T (—Ex'+ig)|x >) , (17.211)
e—>04

where 7' (z) = V (1 + G (z) V). We now compute

lim (x|T (—Ex' +ig) |x) = hm/ ,/ e X"
e—>04 e—>04
)\‘\/Z e_(x/2+x//2)
S (x// _ x/) _ T

dx//
(E (x' —x") — ig) (1 - /\\/g F(—Ex'+ is))
2 e ()
= lim (17.212)
=00y _ x[ F(—Ex' +ie)
It then follows that
27 )\.\/Z e
(xIS|x"y =8 (x —x') | 1 + — hm . (17.213)
E e=00y fo( Ex+ig)
so that we may write
(xIS[x"y =8 (x —x") S (x). (17.214)
If we write the semigroup evolution, restricted to the subspace R, as
Z (1) = e 87, (17.215)

it follows from the contractive semigroup property that the operator B has an
eigenvector in the outgoing representation satisfying

Bl f)ow = 1l f)our (17.216)
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with u in the lower half plane, for which the eigenfunctions are of the form (with
support in (0, 00)), as in Eq. (17.137),

(5] four = €~ (0ln), (17.217)

where we shall take (O|n) to be a numerical coefficient n (in our Stark model,
the auxiliary space is one-dimensional). The eigenfunctions in the outgoing x
representation (corresponding to the “energy” variable o) are then of the form
in
xX1f )ow = , (17.218)
X =

with n a numerical coefficient (Lax and Phillips, 1967). This result provides one
of the most important new aspects of the Lax—Phillips theory: the definition of the
resonance in terms of a state in the quantum Hilbert space.

In the usual framework of standard scattering theory, resonances appear as
enhancements of the cross section in scattering cross section or, as often used in
applications, large derivatives of the scattering phase shifts, attributed to the pres-
ence of poles in the second Rieman sheet of the S-matrix (Jauch, 1958; Taylor,
1972; Newton, 1976). Such a characterization does not, however, provide a vector
in a Hilbert space.

The S-matrix, connecting the incoming to outgoing representations, therefore
has the form

r

S (x) ~

, (17.219)
X — 20
where z( is the position of the pole of the diagonal S-matrix in the lower half
plane, which we identify with the semigroup exponent w, and r is the residue.
From Eq. (17.213), we see that the pole of the S-matrix corresponds to a zero of

the denominator
2
1 —Xx/—=F(—Ex +i¢)
T

continued to the lower half plane; i.e. we must find the zero of

i
1—A ;F (). (17.220)

This is precisely the pole approximation of the Wigner—Weisskopf theory as in
connection with Eq. (17.198). The residue of the pole in Eq. (17.219) is then given
by

—22(2)
8mi 2| e

F T Zo—)\

(17.221)

r =
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We have studied, in this analysis, a model which provides the possibility of
studying in the Wigner—Weisskopf method, the standard technique for such analy-
ses, giving exponential behavior in the pole approximation, but also is accessible
in a simple way to the Lax—Phillips framework.

In this example, we have computed the resonant state for a Stark model. The
variable x used here corresponds to the “energy” in the Lax—Phillips formal struc-
ture but retains its physical meaning, in the result, as position. Note that this is
also true in our formulation of the Wigner—Weisskopf model, taking for the unper-
turbed Hamiltonian the term — Ex in the Hamiltonian Eq. (17.184), since this term
is large compared with the term producing the embedded bound state. The position
variable occurs in the Hamiltonian, producing a continuous energy spectrum { Ex}.
The interpretation of the poles of the S-matrix, or resolvent, therefore remains, as
in the usual formulation of resonance problems, as occurring in the complex energy
plane, but the variable x retains its physical meaning as coordinate as well.

In the framework of general Lax—Phillips theory, the resonant state carries the
pole as in Eq. (17.218), where the x that appears would be replaced by another
symbol, say, o, associated with unperturbed energy, and the distribution over space
of the wave function would reside in the vector n of the auxiliary Hilbert space. In
our case, this vector is just a number (one-dimensional), and the space distribution
is provided by the equivalence of (unperturbed) energy and the variable x.

The resonance state provided by the Lax—Phillips theory in the “energy” repre-
sentation actually therefore corresponds to a distribution of x values in the resonant
state:

n|?

(x —Re z)? + |Im 702’

|<x|f>out|2 =

a Cauchy distribution with width | Im zg|. The Cauchy distribution is centered on
Re zp, corresponding to a shift away from the mean value of x = 0 in the bound
state in the absence of electric field; as we have seen, the pole moves farther to the
left with increasing field, so that the center of the wave packet moves to the left.

This example therefore illustrates the approximate exponential decay law in time
in the pole approximation of Wigner—Weisskopf theory, and the exact exponential
decay law in the Lax—Phillips treatment, with precisely the same exponent.

We have seen in this chapter some of the limitations of the Wigner—Weisskopf
method, as well as some of its very useful and robust results. In the Wigner—
Weisskopf analysis, the resonance is described by the position of a pole in the
complex energy plane but does not have a state in the Hilbert space associated with
it. There has been considerable study, as discussed in Section 17.6, of the applica-
tion of the method of Gel’fand triples, or rigged Hilbert spaces, for the description
of resonances which satisfies the property of exact exponential decay (without the
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“background” corrections to the Wigner—Weisskopf pole approximation) (Bailey
and Schieve, 1978; Bohm, 1978, 1980; Parravicini ef al., 1980; Bohm and Gadella,
1989; Bohm and Kaldass, 2000). The elements of the Gel’fand triple are not, how-
ever, vectors of a Hilbert space (they belong to a Banach space) and have no scalar
products. Hence, it is not possible, in general, to compute the expectation value of
an observable or to study physical properties, such as localization, of the state.

The Lax—Phillips formulation describes the resonant state as an element of a
Hilbert space, and answers to such questions then become accessible.
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18

Quantum statistical mechanics, extended

18.1 Intrinsic theory of irreversibility

In connection with the previous chapter on Wigner—Weisskopf, quantum irre-
versibility, Gamov states and the Lax—Phillips theory of decay, we shall examine
the recent program in statistical mechanics carried forward by Ilya Prigogine and
his colleagues since his early book in 1962 (Prigogine, 1962). This discussion is
somewhat out of the focus of the present book, since the work to be discussed has
principally been devoted to isolated quantum systems, not those in interaction with
“reservoirs.” In addition, Prigogine’s work is very classical in its content. We shall
not attempt the task of reviewing the many changes that have taken place between
1962 and the present. Fine texts describing some of this work are those of Balescu
(1963, 1975). A recent critical overview of the “modern view” is in the unpublished
thesis of B. C. Bishop of the University of Texas Philosophy Department (Bishop,
1999).

In many ways this is related to the use of Gel’fand triplets (Gel’fand and
Vilenkin, 1968), mentioned in Chapter 17.6, to describe irreversible quantum
states, i.e. Gamov states. See Chapter 17, the book of Bohm and Gadella (1989) and
also the more recent review article by Bohm and colleagues (Bohm ez al., 1997).
The object in statistical mechanics is to extend the range of the Liouville operator
(classical and quantum) such that its eigenvalues are complex and intrinsically irre-
versible. Statistical mechanics has always been focused on many particle systems
and the appearance of a continuum spectrum in the thermodynamic limit, already
used in many places in this book. In the classical case Antoniou and Tasaki carried
out the adaptation of the Gel fand triplet approach to the Liouville operator, but this
is, apparently, not possible quantum mechanically (Antoniou and Tasaki, 1993).
Thus, another route must be taken in what Prigogine has termed, for emphasis,
“large Poincaré systems” which have a continuum spectrum (Prigogine, 1997).

We must also say that much of the early development was by the use of per-
turbation theory and diagrammatic methods, in the use of the master equation of

365
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Chapter 4. A central article in the early work is by Prigogine, George, Henin and
Rosenfeld (Prigogine et al., 1973) and must not be overlooked. In a sense, the
theoretical effort was formalized here and then clarified by later nonperturbation
and more rigorous discussion. A most important physical assumption, called the
“ie rule” of analytical continuation, was introduced by George at that time. Its
importance cannot be underestimated (George, 1971). We will discuss this in the
subsequent sections.

18.2 Complex Liouvillian eigenvalue method: introduction

Influenced by the idea of a rigged Hilbert space approach to construct an extension
of the Schrédinger wave function to complex eigenvalue spectra, Petrosky and Pri-
gogine (1997) began a similar program with the Liouville operator. They somewhat
audaciously proposed a super operator, L, eigenvalue spectra

L|F)>»=z,|F; >, (18.1)
and a related adjoint eigenvalue spectra
< F'|L=<F'|z, (18.2)

assuming bi-orthogonality and completeness. They assumed the super operator L
to be diagonalizable and represented by a complex spectral representation as

L:ZZ|F;>>Z;<<F;|. (18.3)
% o

Here we will be interested in the quantum version of this approach. (The classical
version, possibly simpler and related to classical chaotic dynamics, will be left
aside.)

This was examined particularly in the context of scattering theory and the well-
known and often-employed Friedrichs model, which has a Hamiltonian of the form
already considered in the previous chapter,

o]

H = ) [1) (1] +/ dow o) (o] +A/ doV, (1) (1] + 1) (@]).
0 0

representing a single excitation |1) interacting with a continuum |w) (Friedrichs,
1948).

To illustrate this, we will follow the somewhat more rigorous formulation of
Antoniou (Antoniou et al., 1997). We will reduce the mathematical sophistication
of their article, which perhaps is its contribution, but still follow the discussion. The
central point is to use a manifest continuum representation rather than the thermo-
dynamic limit of a discrete spectra in Hilbert space, which is more traditional and
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appears throughout this book. This is in keeping with Prigogine’s insistence that
the theory is “large Poincaré,” i.e. completely non-integrable. This is the main dif-
ference from the rigged Hilbert space approach of Bohm and colleagues and from
the Lax—Phillips theory.

18.3 Operators and states with diagonal singularity

Van Hove observed that in continuous basis Hilbert spaces
A = (oAl ) = Agd (0 — ') + Aga (18.4)

(Van Hove, 1955, 1962). The matrix elements in the continuum representation |«)
have a diagonal singularity for nonvanishing A, in the first term. Here it will be
assumed that the off-diagonal A, are compact and correspond to trace class oper-
ators usually assumed in statistical mechanics. It will be further assumed that the
diagonal part A, corresponds to a Banach algebra norm with

1Ay
Ad = _—
47 o vl

The nondiagonal parts are compact on a Hilbert space. As a consequence, any
operator A with a diagonal singularity becomes

(18.5)

A=A+ AC (18.6)
and 4] = 47 + | 4°].

Antoniou et al. prove from these assumptions that the space of A is a Banach
space which includes the identity, and further that the algebra is not C*. A basis is
constructed with

o) = |0)? = o >< «af, (18.7)
and further (note the “round” ket),
|ozoc’) = |a >< oz’| . (18.8)

The representation of A is then
A= /daAg | ) + fdada’A;a/ |ao/) ) (18.9)

The basis ‘aa’ ) is discussed in some detail by Antoniou et al. (Please note that we
will not use the notation of Petrosky and Prigogine.) Now we have

((A| B)) =Tr(A'B).
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Further, the density operator (state!) may be defined with the scalar product
(0| A) =(A), (18.10)

over all A in this Banach space. They are normalized linear functionals having the
familiar property

@ (0lzA+24) =2 (| A)+2 (0 | A) (18.11)
(b) (p1ATA) =0
(o) (P D=1,

since [ is included.
The p themselves form a subset of the dual space to that of the operators A.
Thus,

o =p'+p° (18.12)
for any operator A in the space
(71 A) = (p* | AY) (18.13)
(p° 1 A) = (p° | A%).
Because the off-diagonal states p are trace class by assumption,
(p° | A) = TrpA. (18.14)
Antoniou et al. prove that in the dual space of A,
lpll = max {(p? | 1), Trp}. (18.15)
With this, it may be argued that p¢ are the probabilities of the continuous state |a),

and the p/,, correspond to correlations, as we had physically expected. Now

(p|A)=(A), = /dapgAg + / dade g Agy. (18.16)
By this we identify, in the familiar way,
(pla)=p = pq (18.17)
(0| ed) =G

Antoniou et al. prove the lemma that («|, (oca/| 1 18), | B ,B/) form a biorthogonal
basis with the following properties:

L (a[p)=5(a—p)

2. (xd | BB)=8(@—P)s(a' —B) (18.18)
3. («x]BB)=0

4. (ad' | B)=0
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It must be emphasized that these linear functionals are an extension of the usual
quantum theory to states (p| with diagonal singularity.

Some further properties must be mentioned. If ||p|| = (p | 1), then from the
norm condition, Eq. (18.15),

max ([ o], [ o)) = (0" 1 7). (18.19)
A pure state of the Hilbert space is the vector » where
(W I1AY)=(p|A), (18.20)
if and only if
pd = || (18.21)
Poa = VaVar
where
Vo= (al|y).

This expresses the Born rule for calculating quantum probabilities. Further, the
representation of operator A by ¥ is then, as usual,

(¥ | AY) = / da |¥,|” AL + / dada’ (Yyy) Agy-

18.4 Super operators and time evolution

Super operators in the form of projection operators and the commutator evolution
operator—the Liouville operator—are well known and were used in Chapter 3 for
the discussion of time evolution and development of the master equation. However,
this was in terms of Hilbert space representations, for instance, the tetradic matrix
operator (Zwanzig, 1965). This is extended here by the methods of Section 18.3 to
continuous spectra having diagonal singularities.

Define the operation of linear U on p with the duality

(Up|A)=(p|VA) (18.22)

in the Banach space for all A, U being the dual of V, U = V*. The diagonal and
off-diagonal projection operators are

(Papl = [ da(p @) @l = (o] (1823)

(P.p| = fdotdo/ (o | ad’) (ae’| = (p°].
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The form
(P.p| A) = f dada’ (p | ad’) (aa’ | A) (18.24)

is a tetradic (four-index) multiplication. The Liouville (commutator) operator is for
any A
(Lp|A)=(p|[H, AD) = (p| LA). (18.25)

We consider the super operator eigenvalue problem

Ufy =z fo, (18.26)
which is for all A
UhhlA=@fhlA =z 14). (18.27)
The left eigenvector
Utfu=2fi=Vf, (18.28)
which is for all states p
(PIVE)=(pl2f). (18.29)

Assuming these eigenfunctions of U are biorthogonal, U has the complex spectral
decomposition

U=> z|f) Wl (18.30)
For any operator V there is a tetradic representation:
(p|VA) = /dozdﬂ (plo)(e| VIR BIA (18.31)
+/doedﬁdﬁ’ (pla)y(alVIps) (BB IA)
+/dada’d,8 (o lad’) (aa’ | V| B) (B | A)

+ / dada'dpdp (p | ac) (e’ | V | BB') (BB | A).

With these rules the time evolution may be constructed. Assume the Heisenberg
evolution

exp(iLt) A=exp(iHt) Aexp(—iHt); (18.32)
from this we obtain the Heisenberg equation of evolution,

A =i[H, A]l=1iLA, (18.33)
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and the Schrodinger representation evolution of the state (p |,
@i | A)=(p |i[H, A]) (18.34)
=—i(Lp|A).

This is familiar in form to the evolution in Hilbert space when p is trace class.
The assumed spectral decomposition of L is

(Lol=) z(p | fu) (Hl. (18.35)

This is what Petrosky and Prigogine first used. It must be emphasized that in this
representation, outlined in detail here, z, is complex, similar to but not the same as
the Gamov state representation of Arnold Bohm and others.

18.5 Subdynamics and analytic continuation

We introduce a many-body operator €2 similar to the Méller operator of scattering
theory mentioned in Chapter 4 and Chapter 17:

LQ = Q0 (18.36)
L=Q0Q " (18.37)

The intertwining relation will be used to construct the spectral decomposition, Eq.
(18.35). This was first shown by Petrosky and Prigogine (1991). To do this, we must
first introduce creation C" and destruction D" super operators, first appearing in the
diagrammatic perturbation analysis of the generalized master equation (Prigogine,
1962). We introduce Py = P; and P', and P" where

1. Py is the diagonal projector on the states
P+ P. =1, (18.38)

P. being the off-diagonal part, P> = P..
2. P"is a further projection onto states of degree n correlation, n = 1,2, ...

In this, the states are
(PdL/”/,o| —0 n'<n (18.39)

(PdL/n’

#0 n' =n,

where L'p = [V, p], the Liouvillian of perturbation. We also assume that L
is diagonal and hence P; = P° in the states of L. The minimal power of n,
which connects the diagonal to off-diagonal, is the degree of correlation. This is a
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beginning of a further decomposition, a subdynamics, early used by George (see
Prigogine et al., 1973). We have

Po=P' + P> +...+P" (18.40)
Now
PO ply... = (18.41)
PP =0
P"P" =8,,P,
LoP’ = P°L, (18.42)
LoP" = P"L,.
We define
0 = Z (P"LP" + P"LC"P") = Ze”, (18.43)
and also, most importantly,
Q' =Y (P +D'C") (P"+ D), (18.44)
where
c'=(1-pr"Cc'p" (18.45)

D"=P"'D"(1—-P").
The reader must verify that C", D" obey the operator equations
[Lo, P"C"] = (P"C" — P") L' (P"+C") (18.46)
[Lo, D"P"] = (P"+ D")L (P" —D"P"). (18.47)

These form the basis of a perturbation analysis. They are equivalent to the resolvent
expansion analysis used earlier (Prigogine, 1962; also see Balescu, 1975).
The “subdynamics” is constructed by introducing a transformed projector I1":

n =Q'PQ. (18.48)
It is not Hermitian. Now we may show that
n"=(P"+C")A"(P"+D"), (18.49)

where

1

A"=P"'(1+D'C") . (18.50)
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Further, IT" 11" = I1"6,,,, and the commutation relation
LII" =TI"L. (18.51)

Introducing a transformation of (p | A) for the arbitrary operator A,

(o' 1 A) =Tp | A), (18.52)
we find
d
iz (p’ | A) =6 (p’ | A), (18.53)

where we have used Eq. (18.36). This may be further decomposed by the
orthogonality of the subspaces:

i%(P",o’ |A)=0"(P"0' | A); 1=0. (18.54)

This is the main result of the subdynamics decomposition of a set of independent
kinetic Markovian semigroup equations governing the time evolution in the corre-
lation subspaces. This was discussed in detail by Balescu (1975). It represents a
considerable development of the master equation methods of Chapter 3.

Now let us comment on the George analytic continuation rule, which is central
to the perturbation analysis of the solution to Eq. (8.46) and Eq. (18.47) (George,
1971). The formal solution to the nonlinear equations, Eq. (18.46) and Eq. (18.47),
may be written with the time ordering (see Kato, 1966, p. 553; Antoniou and
Tasaki, 1993):

+o00
P"C" = i/ drexp (—iLot) (P"C" — P") L' (P" + C") exp (i Lot)
0

lim+o0 form > n

lim —oo form < n (18.55)

and
+o0
D"P" = —i—i/ drexp (—iLot) (P" + D") L' (P™ — D" P™)exp (i Lot)
0

lim+o0 forn > m

lim —oo forn < m. (18.56)

Here, transitions are from n to m in Eq. (18.55) and m to n in Eq. (18.56). Thus, if
we choose time running 0 — oo in Eq. (18.55), the correlation patterns increase in
size in the future.

This may be formulated in complex variable space, resulting in the so-called ie
rule of analytic continuation. We will not pursue this further. See the articles by
Antoniou and Tasaki (1993) and by Petrosky and Prigogine (1997).
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This time boundary condition in Liouville space should be contrasted with that
of Bohm for the wave function in the rigged Hilbert space approach (Bohm et al.,
1997; see also Chapter 17). There, it is assumed in interaction with

detection (E | y*™)=(—E |y—) e€NH g =0 (18.57)
preparation (E | ¢in> = (+E | ¢+> €eLNH' |ge t=0.

We have a pair of rigged Hilbert spaces:

®_CHCP" (in states) (18.58)
&, CHCP, (outstates).

®, is the subspace of the measurement detection, and @ _ is the subspace of prepa-
ration. Analytic continuations are taken consistent with this boundary condition.
Time + = 0 is taken as the moment state where preparation ends and detection
begins, continuing into the future. This separation determines the two regions of
Eq. (18.57) and Eq. (18.58). There are two spaces, ®_ and &, both of which are
the Gel’fand triplets seen in Eq. (18.58). The ®* and @7 are further assumed to
be Hardy class.

From these states two semigroup continuous evolution operators are constructed:

U'd_. - & <0 (18.59)
Uj®, - @, 1=>0.

Uy and U? are extensions of U (1) to the two spaces @Y and ®. They do not
represent evolution from ®_ fo @ . Both are semigroups. Here, for instance,
. —y!
Uy = exp (—iEgt)exp - fort > 0.
In both, the evolution is foward the future, decaying in the future. It evolves as a
Gamov state decaying into the past, but is interpreted as the preparation growing
from t = —oo to t = 0 in the future (see Bohm and Harshman, 1996).

We can see from the i rule, in Eq. (18.55) and Eq. (18.56), that the forward-
in-time propagators are used for m > n and the backward-in-time propagators
are used for m < n in Eq. (18.55). The direction of the semigroup evolution
depends upon the degree of correlation. Both semigroups are intertwined. It cannot
be expected that in quantum mechanics the Bohm formulation in rigged Hilbert
space will give the same result as the physical extension to a complex eigenvalue
decomposition in Liouville space as outlined here. How may we be expected to
derive one from the other in quantum mechanics? This is an interesting problem.
It would seem that there is no propagation from —oo to 0 in Eq. (18.55) and Eq.
(18.56).
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18.6 The Pauli equation revisited

Consider again the A%¢ approximation already mentioned in Chapter 3. The lowest-
order contribution, Eq. (18.55), is for Py form = ¢ > n:

c’ = —ik/ dtexp (—iLot) P°L'P, (18.60)
0

A
= - P°L'P, where ¢ > 0.
& — L()

We construct the evolution operator to this order:

0 = PyLPy+ PyLC'V Py
= PyLPy+ P,LC"".

Now PyL Py = 0 by construction. Then

PeL'P,. (18.61)

07 = A2PyL'P¢
0 0 &€ — LO

This is the Pauli operator. The master equation is

d . 1 (2)
Epﬁ’ = —ify’ p". (18.62)

Let us turn again, in this context, to the continuous model of Friedrichs (1948),
already met in the previous chapter, as an example of the more general discussion.
Here

H=Hy+V (18.63)
%zwnnm+f dow o) (o]
0

szf dooV, 1) (1] + 1) (@]].
0

A single level in Hilbert space |1) interacts with the continuum |w). The dyadic
states previously introduced are defined:

D =[1) (1 lw) = |w) (o] (18.64)

|w
llw) = 1) (0]  |w) = |w)(o].
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The diagonally singular observables (because of the continuum) are written A =
A4 + A€ as before:

|AY) = Ay 1) +/dew |w) (18.65)

|AC) :/da)/Alw’

+/da)Aw1 |w1) +/da)da)’Aw/w ‘wa)’)

1) (18.66)

Correspondingly, we form linear functionals (1|, (1o, (wl]|, and (a)a)’| A few
properties are
(llw)=(1lwd)=(lw|l)= (1a) | ') (18.67)
(0] 00" =(lw]|wo")=0
(a)|w’) :5(0)—(1)’)
(lo]lo) =6 (0 — o).
With these, we represent the functional (p| = (pd}—i-(pcl where (p | A) = (A)
Now these represent (p| :

o

(') =1 11+ [ dop, (ol (18.68)

(pc| = /dwpw (wl] +fdw’p1w/ (la)" +/da)da)’,oww/ (a)a)”
Here
PL=P1 Po="Psy Pol =Ply (18.69)
Porw = Loy P1 +/dwpw =1
The relevant super operator projectors are

P=11) (1] +/da) |w) (o] (18.70)

(1-P)=0Q= fdwllw)(lwl +/da)|w1)(w1| +/dwda)’|ww’) (00| .

The super operator (commutator) L = Ly + L; may now easily be written. We
have

Ly = /dw (w1 —w) |lw) (o] + f do (0 — wy) |wl) (wl|  (18.71)

+ / dodo’ (a) — a)/) |a)a)/) (a)a)/|
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and the perturbation interaction

L= /dew{[lwl) — )] (1] +/dew[Ilw) — loD)] (wl}

—}—/da)/Vw/
—/da)’Vw/

+/da)dw’ [V [10) = Vi oD ] (00| . (18.72)

w'w)|lw) — /da)Vw 1) (1w

ww') (1] + /dew 1) (wl]

These have the same form as a tetradic multiplication in a discrete Hilbert space
representation. The student should show that, for this, the Pauli operator equation
gives, taking A = [1),

d
E(p la) = —272*V2(p |1) t>0 (18.73)
d 2v72
E(p lw) =277V, (0 — wn)(p 1) .
The solution is
(p, 1 1) =exp (—27A*V,t) (pg 1) . (18.74)

The decay of the discrete state is the “golden rule” form, so with A = w,

@A@z@ﬂ@+[

which grows with the overlap of |w) with |w,,). This is, of course, semigroup
evolution, as is the operator Pauli equation.

The exact Friedrichs model, to all orders in A, has been treated (Antoniou et al.,
1997). The reader is referred there for the discussion of the complex extension. The
result is the same as that of de Haan and Henin (1973).

An exact expression for @° of Eq. (18.54) is obtained:

1 —exp (—2nk2V,ﬁt) ] (18.75)

X 8 (0 — wp) (/00 | wm)

®9 = C°LPy = (z1 —z}) 1) {(1| — (a1 - Zl)_l /da)f (w) (wl} , (18.76)

+ —
f(w) =1V, ( ! ) —( ! ) . (18.77)
“Neo-/, \w-9/.

In Eq. (18.77) the & terms arise from the analytical continuation of the form

where

f @ =/da);¢ (w) Imz >0
w—2Z
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from above to below (+), and similarly f (z) for Imz < O from below to above
(—). Further, it is assumed that

doV?
w—z

n(z)=z—w1+/

has apole at n, (z1) =0 (Imz; <0) and n_ (z*f) = 0. This is the result of the
continuation rules discussed earlier.

We conclude with a reminder to the student that the extension of the Liouville—
von Neumann equation, here described briefly, has naturally led to an irreversible
set of equations, Eq. (18.54) and the Pauli master equation, which we have met in
many forms as a special case and illustration.
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19

Quantum transport with tunneling and reservoir
ballistic transport

19.1 Introduction

In all the previous discussions of transport (in Chapters 4, 5, 6, 15 and 16), we have
been dealing with the small Knudson number regime, K = //d (Cercignani, 1969;
Kogan, 1969). [ is the mean free path between collisions, and d is a system size
parameter. Here the major source of irreversibility and the impedance to transport
have been internal system collisions. The reservoirs have played a lesser role in
this aspect of these discussions. This is also true of the quantum situation.

The reservoirs become more important in the intermediate Knudson regime, and
for large /, the collisions in the system become increasingly less important. Classi-
cally, the linearized Boltzmann equation (see Cercignani, 1969) has been utilized
to discuss this. Much less has been done quantum mechanically from this point
of view. The case K — oo corresponds to free or ballistic motion. Qualitatively
speaking, the Knudson number scales the left-hand noncollision part to the col-
lision term in the Boltzmann kinetic picture. In the large Knudson regime, the
character of the boundaries becomes important. In gases near the wall, the ther-
modynamic constitutive equations do not hold, and in this case there is a formation
of the Knudson “layer” and a reduction there in the viscosity. In the pure ballistic
regime, there are no local hydrodynamic equations at all.

Recently, with the advent of nanoscience and its technology in condensed matter,
the transport in systems of few electrons (molecules) has become an important
problem (Datta, 1995, 2005). The discussion of the nanotechnology is not the point
here. A recent good reference is the book by Ferry and Goodnick (1997).

R. Landauer was apparently the first to discuss electron ballistic transport
in semiconductors. Utilizing a simple model and the ideas of one-dimensional
quantum scattering, he took the electrical conductance o to be

—ez(T) (19.1)
=u\Rr) '

379
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where T is the 1 —D transmission coefficient of free electrons between two random-
izing reservoirs. R is the reflection coefficient (Landauer, 1970). This point of view
was extended by Buttiker (1986). A review of this simple scattering point of view
is given by Stone and Szafer (1988). They discuss the controversy. In his book, in
Chapter 2, Datta (1995) gives extensive discussion of the physical aspects of this
and completely ignores the many particle aspects. It is the many particle aspects
that we wish to take up here and in the next section, where we will consider the
Keldysh Green’s function approach to the transport current of electrons through
a tunneling junction. The electrons will not be ballistic in the region between the
reservoirs. This will give an all-order perturbation theory via the appropriate con-
tour time Dyson equation. An expression for the time-dependent current will be
obtained. The purpose is to illustrate the Keldysh perturbation theory as well as to
obtain a generalization of Landauer’s formula.

19.2 Pauli equation and boundary interaction

The dissipative quantum Pauli equation for a system interacting with reservoirs
was derived in Chapter 3, Eq. (3.50) (Peier, 1972):

apsnn(t) ’ 2
Tor = 2 LN (B = ) Do () = o (01 (192
—2nZZ| Rmmﬁ| 8 (ES+ EY — Ej) — EY)
[pRaoz (0) Psnn (t) - pRﬂﬂ (O) Psmm (t)] ;
t>0.

It is the second terms which we will utilize here. Recall that the equation is exact
in the singular Van Hove limit, A — 0,f — o0; A2t is finite. In this case A
characterizes the strength of H/,. It is a time asymptotic equation for the diagonal
elements of the system density matrix p,,, (t). We will take the system to be a 1 —-D
free non-interacting system of electrons (ballistic). Thus, |n) = |k), k = 2nn)/d,
n=0,1,..., Hy, = 0. The Knudson number is infinite.

Imtlally, the boundary condition is

pot=0)=p;(t=0)pg(=0). (19.3)

The diagonal elements of the initial reservoir states, p g, (0), are influential at all
time. In the ballistic case the total irreversible behavior comes from the system—
reservoir interaction, H .. g~ (Irreversibility and dissipation have been discussed
in Chapters 5 and 6.) We further assume that [,0 0, H R] =0.
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The reservoir is further characterized by being described in a macroscopic ther-
modynamic limit, L — oo, N — oo, N/L = constant. N is here the number of
reservoir electron degrees of freedom, and L the size. As first pointed out by Van
Hove (1955, 1956, 1957), using perturbation theory, in this limit in Hilbert space a
diagonal singularity in (lim R°L;y; ... Lin) , (N, N) appears. This was discussed
in Chapter 16, where we used a direct method of choosing continuum states to
deal with this problem. Suffice it to say that here we may use perturbation methods
to deal with continuum Hilbert space matrix elements appearing in the thermody-
namic limit. This limit eliminates Poincaré recurrences in the system reservoirs, as
we shall see.

We will take the two reservoirs as incoherent, being sufficiently spacially
separated. Call the two reservoirs / and r, left and right:

Hg = H, + H, (19.4)
[H,, H]=0.

Thus, in Eq. (19.2), « = (I, r), and
H=H’+ H + H, + H., (19.5)
Hly = H},+ H),.

We might think of the reservoir system interactions to be of the approximate
tunneling form (see Datta, 1995):

Hr =Y [Tkpa,jnap,, + h.c.]

kpo

Nk = azak.

The precise details of H/, or H;, do not concern us except that they are short range
compared with d and weak (A — 0). Since this is a one-dimentional problem,
H? = p?/2m, we will integrate around k, —k since there is present, implicitly,
an energy-conserving delta function. Thus, the relevant system diagonal density
matrix contributions are integrated around p;;, p_;_;. We take the left equilibrium
reservoir to be Fermi,

pu (0) = fi(E)) = (exp B (Er+ ) + D)7 (19.62)
and the right,
Prr 0) > fO(E, +eV) = (expB (E/+ 1 +eV)+1)" . (19.6b)

The chemical potential is shifted by a voltage parameter. We will not discuss its
external measurement but just assert a shift in the chemical potential between the
left and right reservoirs.
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We may write
pr (0) = p;(0) p, (0) (19.7)
Trip (0) = p, (0) etc.,
SO
(F1o,17') = [ (E)) 8 = [ (Ey +€V) 8,00 = p, (0) 8,
and
(no |Hg|n'a) = (nl |H) | n'l') 8,0 + (nr | H], | 0'r') 811

Using these assumptions we have for the left-right equilibrium reservoir—system
interaction

Psie (1) = =21 Z |H, — - E}) (19.8)
K

X [/01 ©) psir @) — p (0) Py (f)]
_2”Z| SRkrk'r \ 5 (E{ — E})

x [p, (0) Pk (1) — 0, (0) Pz ] -

We have assumed no correlations between the left and right reservoirs; they are
independent. Now Hkr v, 18 invariant under k, r; k'r' — kl; —k'l" and indepen-
dent of the volume V. The right-left transition rate of / from k — k’ is the same as
the right-left of  between k" and —k. This is a form of detailed balance.

We assume, further, that the interaction H/,, ., has a resonance or sharp peak
at £, = E; and E; = E,. Thus, the dominant contribution of the reservoir is at
fi (Ey) and f; (Ex + eV). Because the interactions at the two reservoirs are taken

to be the same, we have

d
Pi;ikt(t) —27 %: A 18 (Er — E) [ f (EQ) o (1) — p_po_w f (Ex +€V)],
(19.9)
where

2
S (Ex — Ev).

Aer =27 |Hipyy gor

This is the gain—loss Pauli equation for an electron in free state |k). The gain—loss
is due to the reservoir’s interaction appearing naturally in Eq. (19.9). All dissipa-
tive effects are due to this interaction of the macroscopic reservoir pair in thermal
equilibrium with differing chemical potential coming from their uncorrelated initial
condition, p (0) = p, (0) p;(0).
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We remind the reader that the thermodynamic limit is implicit here, since it is
necessary to go to the continuum limit (N — oo, V — oo, N/V = constant)
to evaluate the delta function.

19.3 Ballistic transport

We identify the overall transition rates as

Wi, =2 Y Aw—ind (E — Ex) f (E)) (19.10)
'k’

Wy =21 Apyi —ir8 (E, — Ep) f (E, +eV).
r'k’

We have again made explicit the energy conservation law between the left and
right electron reservoir in this order of perturbation theory. To higher orders, line
broadening may appear (see Appelbaum and Brinkman, 1969). We note that W, , #
Wi

A global equilibrium, p;, = p_; _;, = constant, is achieved only when eV = 0
and thus W;, = W,;. The chemical potentials of the reservoirs are equal, and
B =B,

For the steady state (assumed) flow,
Pk = Ik (19.11)
and the current to the right is J, = —eV; I;. The net current to the right is
J = —eV; (I — 1) = constant. (19.12)

The total right flow is J = ), Ji, where Vj is the particle velocity in state .
The entropy behavior was discussed in Chapter 6. It was shown (see Eq. 6.80)
for equations of the form of Eq. (19.2) that

P, p; i (f
Sc< ’f)zsc<pi)) (>0,
Pi P;

where S, is the conditional entropy. P; is a Markov operator. pf = P, p; is the
steady solution. S, = 0. Thus the dissipative evolution of the reservoir system
without internal system interaction is proved. Such systems as this simple model
are dissipative and irreversible. Further, there is a heat flow into the system from
the reservoirs:

d
J = ETerS (t) - logz*1 exp (—BHg) .

Because of this, assuming a steady state (not proved), Spohn and Lebowitz (1978)
showed that there is a time averaged entropy production, and indicated conditions
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for the validity of the Onsager symmetry, Ly; = L jx. See Chapter 6 again for more
details. We must say that there is no rigorous proof to date of the existence of such
steady states.

Considering Eq. (19.9) and Eq. (19.10), we assume

J=>"U
k
is constant. Thus, since Ay 1 = A_i.x1, the net steady current becomes

J=>"Ji=—eY Vi(bw —hwr) (19.13)
k

Kk’
=2 Z Vit (pax — o—p—w) [f (Ex) — f (Ex +eV)].
Y
Now
N (Ep) = (po — o—w—w) [ (Ex) 8 (E; — Ey) (19.14)

N (Ex +eV) = (o — i) [ (Ex +eV) 8 (E; — Ey —eV)

are the net “to the right” and “to the left” distributed particle density in the right
and left reservoirs. Thus,

J==2re Y ViAu, v [N (Ex) — N (Ep +eV)]. (19.15)
kl,k'l

The current depends on the difference in the chemical potentials of the two sepa-
rated reservoir boundaries which are Fermi distributions. It is zero if the potential
is zero, V = 0.

In the classical limit, the rate would reduce to the particle velocity in state |k).
If we expand to lowest order in eV, we may then define a conductance coefficient.
We have

ON (Ey +¢€V)

J=2m1)" Vil r————— lv=o V. (19.16)
k
kl

In going to the evaluation of § functions on energy of the reservoirs, we have, in
the thermodynamic limit,
L
— — | dl.
2

L is the reservoir length. We may formally perform these integrals and obtain

e ON (Ep +eV)
J=—L ViAy _yp————— |y=0 V,
7 ka; WAk, —k DE, lv=o



19.4 Green’s function closed-time path theory to transport 385
where

ViAg, v = fdl VA, —in (19.17)

is the reduced transition rate between states |k) to |k/>. Now we introduce density
N = Ln. We have then, in the limit N — oo, L — 00,

J=0oV, (19.18)

where the conductance is

an (Ep +eV)

=— Vi A -0, 19.19
; A = lv=o ( )

independent of L. Note that no electric field between the reservoirs has been intro-
duced, just a difference in chemical potentials. Now Eq. (19.17) gives A;_y. The
reservoir thermodynamic limit is taken (N — oo, L — oo, N/L = n). We do not
take the thermodynamic limit of the small system in state |k), as has already been
emphasized. The discrete sums remain. There is an overall state energy conserva-
tion law, so § (E; — Ey) remains. The transitions are between degenerate states,
k' = £k, with Ay, = 0. Hence the linear conductance coefficient is

e on(Ex+eV)
= — ViAy j————— |v—o, 19.20
o= Xk: Ak, —k Py lv=o ( )

oL (B
TR\ ek )

To summarize, resistance is due to the irreversible reservoir—system interac-
tion here to lowest order A>. The reservoir is in thermodynamic equilibrium with
a Fermi distribution. This illustrates the Knudson regime for few-particle trans-
port. The Landauer notion is quite qualitatively correct. Such a formula may be
carried rigorously to higher orders in perturbation. We will discuss the means to
accomplish this in the next section.

where

19.4 Green’s function closed-time path theory to transport

We shall now turn to an illustration of the diagrammatic perturbation theory of
Keldysh, which was discussed in the previous chapter (Keldysh, 1965; Caroli
et al.,, 1971, 1972; Jauho et al., 1994). At the same time we will consider tun-
neling transport, which is closely related to the previous section of this chapter.
Here we will consider time-dependent theory and strong coupling by means of the
Keldysh—Schwinger time path Green’s functions.
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We will follow closely the discussion of Jauho et al. See also the fine book of
Ferry and Goodnick (1997). The two reservoirs (called leads) are time dependent,
having been turned on at ¢/ (t’ — —oo). The Hamiltonian is

Hp= Y & (t) ClyCra- (19.21)

k,a=l,r

The isolated reservoirs have time-dependent but independent Green’s functions,
g (1.7) = i(@[a (*') ko (t)> (19.22)
t
=if (£},) exp |:—i/ ATy (r)} ,
[/

with the equilibrium being established at #’. In the central region now occupied by
electrons, d!d,, = N¢, so

He =" en (t)dydn, (19.23)
m
the electrons being in time varying states. The tunneling interaction is taken as
Hre=Y [Vka,n )¢l dy + h.c.] . (19.24)
ka=l,r

We have here a possible simple model of quantum dot tunneling (Ferry and
Goodnick, 1997).
The time-dependent electron current from the left lead to the center is

—i el

Ja:l = h ([Ha Nl])
H,; and H, commute with this, and thus
+i |e| + i}
J = P kzn [Vkl,n <Ck1dn> + Vi (d;cklﬂ . (19.25)

We define two Green’s correlation functions between the reservoir and the center:
G (1) =1 <CZa,n (') d, (t)> (19.26)
G (1) = i{d (1) €10 (1))

Thus, the current is

2e -
Ji@) = i Re Z Vidn @) Gy (8,1) . (19.27)
kn

We need, from diagrammatic analysis, equations of motion for the two-contour
time-ordered Keldysh Green’s functions. The derivation is given in an appendix of
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Jauho’s paper (Jauho et al., 1994). Let us look at this analog to the equilibrium
Dyson equations.

As proved by Rammer and Smith (1986), the contour-ordered Green’s functions
utilizing the Keldysh contour perturbation structure diagrams have the same topo-
logical structure as the equilibrium 7" = 0 diagrams. () in Eq. (19.26) contains a
contour-ordering operator 7. This Keldysh idea orders operators with later time
labels on the contour to the left of operators of an earlier time. With this, one
is assured, by analogy with the T = 0 equilibrium theory, that a diagrammatic
perturbation re-summation may achieve a Dyson equation. However, because the
Keldysh Green’s functions are matrices, as discussed in the previous chapter (the
elements of which are not linearly independent), rules of multiplication are nec-
essary. These rules have been given by Langreth (1976) for some cases and are
commonly employed.

Let us briefly describe these rules. There are products in the time contour
integrations of the form C = [ AB for which the following prescription holds:

C, (11') :fth, (t.7) B, (v.1) (19.28)
<(o o A, (t,7)B=(1.,7)
C=(t,1) _/dt|: LA (1. 1) By (5.1 } (19.29)

Similar expressions are used for C, and C~.
Now we begin with the equations of motion for the 7 = 0 time-ordered Green’s
functions in the intermediate region:

Guio (t — 1) = =i (T {d}, (') d, 1)})
(not T,),

which is simply the closed equation

.0 .
_ lan‘ka (f — t/) = 1Gy ka (t — t/) + Z Vka,mGnm (t . t/) . (19.30)

m

Because the reservoirs are non-interacting, the hierarchy is closed at this sim-
ple equation. To go to higher orders, we must use coupling to more complicated
Green’s functions (as discussed in the previous chapter). By defining

n kozgka Z Gnm Vkama
we have the integral equation, by construction:

Ga (t — 1) = Zfernm (t =) X Vi u8ka (1 = 1) (19.31)
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Now we generalize this to the Keldysh complex time closed contour, as follows:
Gn,ka (Tv ‘E/) = Z / dTIGnm (Ta ‘El) Vkﬂ;{,m (tl) 8ka (tlr/) . (1932)
m

The product form is apparent on the right. We use this for the < function with rule
Eq. (19.29) to write

Gon (1) = Z/dflvkﬂ},m (t1) (19.33)

x [G,, tT) g (11.1) + Gy (1 T1) g1 (T1,1)] -

With this we may obtain an expression for the current J;(¢), combining Eq. (19.27)
and Eq. (19.33), utilizing the initial values (1 = —oc). We have

2 |e| exp(—iE(t; —1t) x [ (E, 11,1)
“”‘__f d"/_l T! < [G=(t.70) + i (E) Ge (1. 71)] }

(19.34)

Here we have taken the continuum limit of the reservoir, as in the earlier discussion,

> - dep, (E), (19.35)
ki

and have defined

1—‘l,mn (Es t/v t) = 27[101 (E) Vkl,n (t) Vkﬂ;,m (t/) X €Xp (h / dTlEkl (Tl)
t
(19.36)

the level width function. G= and G, are Keldysh matrices of the central region, the
dynamics of which are not yet determined. The second term in Eq. (19.34) is inter-
preted as the “out” rate, and the first as the “in.” These equations are irreversible.
This arises from the macroscopic reservoir limit.

For the time-independent steady case, G= and G, are functions of t; — ¢, and
['; must be assumed time-independent, assuming this with appropriate potential
modulation. The integral on dt; may be done immediately. The time-independent
current is

_ Tt / T (T (E)[G= (B) + fi (E) G, (E) = Gy (B)]},  (19.37)

and we obtain a similar result for the right current J, with [ — r. Now, as the
steady state is approached in time, which is not proved but assumed, we have J =
J; = —J,,and using 2J = J; — J,, we obtain
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ile| [Ty (E) = ', (E)]G™ (E)
Y=o [ dETry + i (E)T(E) = i (E)T, (E)] . (19.38)
X [G, (E) — Gq (E)]

Eq. (19.38) appears to be the all-order non-equilibrium steady state generaliza-
tion of the Landauer idea. For applications to time-dependent situations, the student
is urged to consult the paper of Jauho (Jauho et al., 1994).
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20

Black hole thermodynamics

20.1 Introduction to black holes

In 1783 John Mitchell wrote, “If the semi-diameter of a sphere of the same density
as the sun were to exceed that of the sun in the proportion of five hundred to one,
and supposing light to be attracted by the same force in proportion to its vis-inertia
with other bodies, all light emitted from such a body would be made to return
towards it, by its own gravity” (Mitchell, 1783). Much later, in a prophetic paper,
Oppenheimer and Snyder (1939) described the nature of “continued gravitational
contraction” of a neutron star. With the nuclear heat gone, the core of the dead star
becomes incapable of supporting itself under its own gravitational pull. The final
phase is that the high density of the remaining core prevents the escape of the last
light. The star disappears from view. Wheeler, later, coined the term black hole for
such an object in the cosmos (Misner et al., 1973).

What is most remarkable is that today astronomers/astrophysicists have iden-
tified, with modern technical skills, numbers (uncountable) of these black holes.
There seems no empirical doubt as to their existence. See the incredible visual treat
in the volume The Universe, edited by Martin Rees (2005). Frolov and Novikov
(1998) have given a condensed list of objects, eleven in number, which are binary
systems that contain black holes. This comes from X-ray studies of binaries. As
pointed out by them, the central arguments for the existence of black holes are:
(a) the emission has a compact nature, and (b) the emission makes possible the
analysis of the orbital motion, and one obtains the mass of the compact partner.
If it is of the order of three solar masses, it is a black hole. See the resultant dis-
cussion of Cherepaschuk (1996). The strongest black hole candidates are three in
number: GS2023+338, GS2000+25 and XN oph 1997. The first has a period of 6.5
days, a mass of the compact companion is of the order of 10 solar masses, and its
luminosity is 6 x 10°® erg/sec.

There is more dramatic evidence for supermassive black holes in galactic cen-
ters. In what are called active galactic nuclei, great quantities of energy are emitted

390
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from the galactic nuclei in the form of giant jets (luminosity of 10*erg/ sec).
Quasars are an example, emitting total energy a hundred times all the other energy
in a large galaxy. Estimates of the quasar mass are 1 — 100 x 107 solar masses, and
only a few light-hours in dimension. The Milky Way has an example of a dormant
black hole of 3 x 10° solar masses with accretion of 10~% solar masses per year.
Also, M31 with 2 x 107 solar masses exists nearby in Andromeda.

All this is quite exciting, but it is not our purpose to review it further, except to
say that Einstein’s theory of general relativity (Einstein, 1915a, 1915b; Wald, 1984;
Rees and Hawking, 1997) gives the prediction of classical black holes. The spher-
ically symmetric solution to Einstein’s equation was obtained by Schwarzschild
(19164a, 1916b). The solution is

2GM 26M\ !
d*s = — (1 — )czdﬂ + (1 — ) d’r (20.1)

c2r c2r

+ r? (d6* + sin® d0d¢®) .

In this equation, G is the Newtonian gravitational constant, and M the mass of the
field source. d’s is the metric, the solution. ¢, r, f¢ are the Schwarzschild reference
frame. In a local Cartesian coordinate system, infinitesimally,

26M\"?
Sx=\1-—; dr (20.2)
Cc°r
Sy =rdb
8z = rsinfdo,

and the local time

1
2GM\?
dt = \/—goodt = (1 - ) dt. (20.3)

c2r
The free-fall acceleration is

a=+aah,

where
80i 80k
hix = gix — ,
800
and we obtain
GM
a=— (20.4)

1
2 _ 2GM\2
r2(1=37)
along the radius toward the center. The acceleration approaches infinity at r =

re = 2[GM /c?], the Schwarzschild radius, in this reference frame. re = 0.9 cm
for the earth and 3 km for the sun. In the Schwartzschild coordinates there are two
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singularities, » = r, and r = 0. The question is, are they the result of the coordinate
choice, or are they physical? We will turn to this shortly. We should, of course,
mention that the analysis of the r > r, solution led to the famous tests of general
relativity, the gravitational red shift, precession of the planetary orbits, bending of
light, and time delay of radar signals, all of which have been verified. We will not
repeat these calculations but refer the reader to the book of Wald (1984).

Our purpose is to find the black holes in the solution, which means we must
examine the r < r, region. We must obtain a description valid inside the
Schwarzschild sphere. To do this, we will use the Lemaitre reference frame. We
choose a reference frame of freely falling particles, with no infinite accelerations,
and choose the frame which has zero velocity at spacial infinity. The time coordi-
nate, 7', is taken to be a clock fixed to the falling particles. The time of fall from r;

toris
_ 2 (rg r %_ r 3
AT =3 (?) [(E) (rg) } . (20.5)

At T = 0 the freely falling ensemble of particles is located at r;. These are the new
radial coordinates of the new frame. The metric may be written

dR?
ds? = —c2dT? + -+ B*r} (d0? + sin® 0d°¢) , (20.6)
where
faen ]
B (ﬂ) _GeD) | (20.7)
Ty (ng)
and
3
R=2r () (208)
= —r —_— .
3¢ Ig

is the scaled radial coordinate. The Lemaitre reference frame has eliminated the
singularity at r = r,. The frame extends tor < r,,andatr =r,, B =1; r, =
2(R—cT).

Comparing motion without the Schwartzschild sphere, we find that particles in
the future move to r = oo, whereas in the Lemaitre coordinates they move within
the sphere from r, to the singularity r = 0, never outside the sphere. They are
invisible outside. This is the Lemaitre description of a black hole. There is some
difficulty with this description. However, we will use it for simplicity (see Frolov
and Novikov, 1998).
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Other coordinates are possible. Wald discusses the Kruskal extension and the
geometry of the black and white hole picture obtained (Kruskal, 1960; see Wald,
1984). In the T, X plane there are four regions: I, II, III, IV. The radial null
geodesics are 45° lines separating them. For r > 0, X?> — T? > —1,and r > r,
is region I, corresponding to the original Schwarzschild picture. The singularity
r = 0 exists both in region II in the future and in region III in the past. A particle
(observer) falling into region II (from region I) cannot escape but falls into r = 0.
Region Il is the black hole. Region Il is delineated by the line r = r,, t < —o0.
A particle within III must, in finite time to the future, leave 111, called a white hole,
and go into region IV, which is a Schwarzschild region also. The Kruskal metric is a
spherically symmetric vacuum solution to Einstein’s equations. The reader should
consult appendix B in the book of Frolov and Novikov (1998) for the proof.

The preceding solution is the vacuum solution, but matter may be included with
a pressure of T,z in the Einstein equations. The simple model solution is due to
Tolman (1934). With this, we can describe the black hole formation due to grav-
itational collapse. Tolman considered a spherical relativistic dust cloud with zero
hydrodynamic pressure. The dust particles move along geodesics. In a co-moving
reference frame, with constant R, 6, ¢, Tolman assumed

ds* = —c*dT* + g\ (T, R)dR* + r* (T, R) (d6* + sin® 0d¢?) (20.9)

with
2= f(R)+ £ (20.10)
r
_
gu(T,R) = H-—f(R)
87Gp  F'(R)
2 - 2

“Prime” indicates R differentiation. f (R) and F (R) are arbitrary and determined
by initial conditions at 7y. R = 0 is the cloud center with 7 (0, T) = 0 with R
as the boundary of which F (0) = 0 follows. r (R) is monotonic and positive.
Thus, F (R) > 0. The first equation of Eq. (20.10) gives ¥ = —F/2r%. Thus, ¥
is negative, and hence all dust particles with fixed R and 7 < O reach the true
singularity r = 0, never leaving the sphere r = r,. This is gravitational collapse of
matter into the center of the black hole.

With these introductory remarks, let us turn to the topic of this chapter, the
remarkable thermodynamic analogy of the black hole description.
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20.2 Equilibrium thermodynamic analogies: the first law

Bekenstein (1972, 1973) first noticed that the area of the event horizon of a black

hole, A, has a similarity to thermodynamic entropy, S. The area of a Schwarzschild
black hole is

A =dmr]. (20.11)

A new result, obtained in Austin, was the Kerr solution (Kerr, 1963), which
introduced angular momentum J and has an event horizon radius

r=r.=M++vVM —a’. (20.12)

Here we adopt the relativistic units c = G = 1, where a = J/M. M is the black
hole mass (see Frolov and Novikov, 1998, for details of the Kerr solution). The
event horizon area in this case is

A= / d0de./geages = 4m (r: +a*). (20.13)
The area may be seen to be a function of the parameters M and J or by inverting
and writing
1
1 A 2 2
M (A, J) = [f]z {(-) 1472 . (20.14)
A 4

An infinitesimal change in A and J leads to an equation for the change of mass
dM. We write

k
dM = S—dA +QAdy, (20.15)
T

where

dm M2 — L
Ve M (20.16)

k =

A

ot = 71 (20.17)
MA

Q! is the angular velocity. k is the surface gravity. It is the strength of the gravita-
tional field on a black hole event horizon surface, evaluated by a distant observer.
(See Frolov and Novikov, Chapter 6, for a considerable discussion, the details of
which we do not need here.) For us it is a constant surface property and a black
hole parameter. General derivations of Eq. (20.15) have been given by Bardeen,
Carter and Hawking (Bardeen et al., 1973; see also Wald, 1984, 1994). The further
introduction of the parameter charge, Q, is possible, utilizing the Kerr—Newman
metric.
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Comparing Eq. (20.15) with the first law of static thermodynamics, it seems the
following association is possible for the black hole, similar to Bardeen et al., for
energy E:

E & M. (20.18)
Dimensionless entropy
A
S < =, (20.19)
)
pl
where the Plank length is
jE— E
pl 3
and the Hawking temperature is
Gh
O =kyT" = : (20.20)
27 CkB

orif i = ¢ = Kg = G = 1 (universal units), then

k
o — . (20.21)
2
Eq. (20.15) then becomes
dE =645 + QfdlJ. (20.22)

This is the analog of the first law of thermodynamics for black holes, governed
by infinitesimal changes in the “macroscopic” thermodynamic parameters E, S, J.
Before examining A and its analogy to entropy further, let us consider Einstein
radiation theory to understand ®% . We naively quantize the black hole horizon to
be in the “two” -level energy state |e), |g). It is taken to be in equilibrium with its
surroundings at 7% = Typiverse

Let A, be the spontaneous emission coefficient for the de-excitation from the
excited mass state |¢). Also, assume induced emission B, u, of Bose radiation.
W, is the radiation density. By the usual Einstein argument (Louisell, 1973), we
assume thermal equilibrium between the black hole and surroundings and write

—E, —E,
(Ags + ngp,v) exp o = Bgept, €Xp 2 ) (20.23)

We argue that B,, = B, where the transition rate is W, = B,,u,. By experiment,
Wee = Wee.
The assumed black hole quantization gives

hv = (M, — M) c*, (20.24)
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and from the equilibrium condition, Eq. (20.23),

W =—>b (20.25)

In Eq. (20.25) a and b are parameters; this is Hawking’s famous result (Hawking,
1975a; Parker, 1975).

Hawking’s quantum S-matrix field calculation showed that baryon emission of
a black hole followed a Plank formula, Eq. (20.25), with the temperature being
6. This fundamental result reinforces the interpretation of Eq. (20.20) as truly
a macroscopic first law obeyed by the black hole. % is the temperature, related
through k, to the surface gravity of the event horizon. A detailed critique of this
derivation has been given by Wald (1994).

The process is pair creation. This is possible in the processes which are termed
the Hawking model:

(1) Particle 1, energy E, escapes to infinity, and particle 1’ remains in the black
hole.

(2) Particle 2 is captured and does not go to oo, and 2’ is created and remains in
the hole.

(3) Particle 3, outside, is captured, and 3’ remains in the hole.

(4) Particles 4 and 4’ are created inside and remain there.

Thus, particle 1 appears as a spontaneous emission product at co. The Einstein
argument is used to describe it. Hawking’s calculation gives the result for a long
time scale. Wald has estimated this as GM /c* = 1073M /M, which is rapid, even
on galactic scales.

Bekenstein (Bekenstein and Mukhurov, 1995) has presented the picture of parti-
cle 1 passing through a potential barrier near the horizon and there, by interaction
at the horizon, achieving the equilibrium state. He and others argue that the horizon
area should be quantized in integers. He takes A = afin, o« being a pure number
and n an integer. He assumes that the degeneracy factor is g (n) = exp @ being
integer, and so with S =0atn =1, wehave o =41Inl, [ =2,3,4,..., f. There
is a recent article with references to this “atom black hole” approach by Mikela
(2003).

These views of the quantization are phenomenological and are really not part of
the long and important history of quantum gravity. See the early reviews of these
efforts in the books edited by Isham (Isham et al., 1975, 1981). For more recent
work using string theory of black holes, see the reviews of Maldacena (1996);
Akhmedo (1997); and Horowitz (1995). A fine recent introduction to string theory
with a chapter on black holes is in the book of Becker (Becker et al., 2007). For a
brief review, see Chapter 12 in the book by Frolov and Novikov (1998).



20.3 The second law of thermodynamics and black holes 397

To obtain the entropy, the important task is to count the various string excita-
tions. A comparatively simple example is the excitations of the two-dimensional
D-branes, assuming that a nonzero area charged black hole may be described by
these solitons of a single charge Q. The number of states in flat space-time was
found to be exp (”TQ2> This gives the entropy S = A/4G in four and five dimen-
sions, a good answer, agreeing with Hawking and Bekenstein. However, the branes
are said to be extremal, that is, they are configurations of the highest possible
charge, as are the black holes that they are compared with. The extremal branes
have the same properties as the black holes. This is interesting but not the complete
theory one would desire.

It is beyond the focus of our brief remarks to say more. Certainly, true quantum
statistical mechanics depends upon the success of an approach such as string the-
ory. This is the reason to focus on thermodynamics in our comments about black
holes. Black holes are possibly one of the most important tests of quantum gravity
theories.

20.3 The second law of thermodynamics and black holes

Now let us turn to the classical analog to the second law of thermodynamics
obtained by Hawking (1971). We will follow the short argument presented by
Wald (1994). To follow this, consider the Raychauduri equation. A congruence
of curves is a three-parameter family of curves x* (1; y'). y' is a set of parameters
which label the curves. One and only one curve passes through each point. A is
a parameter (proper time!) along each curve. The congruence of timelike curves
is a reference frame. There are important properties of these curves. There is a
representation

Ko:p = Wap + Dop — wawp. (20.26)

Here u% = “= (uu, = —1), wa = pPu,.p is the acceleration, wys is the
vorticity, and V, () = ()., Where

1
Wap = 5 (Mo Py — 1p, PLY) - (20.27)
The rate of deformation tensor is
1 " "
Dyp = E(M"“"Pﬁ + g, Py, (20.28)

where

Paﬁ = 8up T+ Mo g
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is a projection tensor onto the three-dimensional space perpendicular to ©*. The
expansion which concerns us here is

0 = u = Vau. (20.29)
It is a trace, so we have
1
D,, =0, + géP,w. (20.30)
The Raychaudhuri equation is
deo 1
YT ol +2 (w0 —0?) — 592 — Roppuf (20.31)
(see Wald, 1984), where
1
= Ea)aﬁa)"‘ﬁ (20.32)
1
2 N aﬂ‘
o zoaﬂa

o .y 1s the shear, and R,,, is the Ricci tensor.

For null geodesics, which we are considering here, we generate a null hypersur-
face, the event horizon. X is then the affine parameterization of the generators of
the event horizon. k¢ is the tangent. The expansion is 8 = V,k“. This is then the
local rate of change of the cross section of the area as moved up the geodesic. Thus,

0=1(4).

A \dx
The Raychauduri equation for null geodesics is obtained by Wald (1984, p. 222):
de 1
= —592 — 00" + W™ — Regkk* (20.33)

with w,, = 0. The 1/2 appears because the space of interest is two-dimensional, in
the case of null congruences.

The area theorem is immediate. We assume that the stress energy tensor in
the Einstein equation satisfies T,,k?k” > 0, and then we have R,,k%k® > 0.
Classically, the energy density is nonnegative. We obtain

do 1
— = _592. (20.34)

Further, it may be proved (see Wald, 1994) that the null geodesics generating the
future horizon cannot become infinite on that horizon. From Eq. (20.34), we have
d

_9_1 >

1
dx 2’
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Hence,
1
6=t =671 0) + 5/\. (20.35)

If 6 (0) > 0 (expanding area), then 8 (A) expands for all time in the future. If 6 (0)
is negative, then there is a A; such that ~' (1;) = 0 or 6 (A;) = oo, which is not
possible by Eq. (20.35). Thus, for all positive time, the area of a black hole must
be increasing:

1 (dA
0=—|—-—1)=0. (20.36)
A\ dxr

This was first proved by Hawking (1971).

This result strongly reinforces, classically, the notion that the black hole area
A is the intrinsic entropy S of the black hole, as has already been suggested by
the first law of thermodynamics. The entropy principle indicates an intrinsic dissi-
pation of black hole processes (classically). Moreover, we can associate with this
increase the direction of time, A (time’s arrow). This is macroscopic, in contrast to
the familiar discussions on a microscopic level (see Chapter 4 of this book). Fur-
ther, as matter is lost into a black hole, the uncertainty is increased, as seen by the
external observer, and thus the area of the event horizon increases. This is consis-
tent with the Shannon information point of view. The information is indelibly lost
into the black hole interior. The relationship of the inaccessible information with
black hole entropy was first recognized by Bekenstein (1972).

We will close this section by remarking that the entropy of a black hole is
enormous. An estimate is

S~kgc’h 'G7'A = 10%%rg K !

for a one-solar-mass black hole.

20.4 Extended entropy principle for black holes

The Hawking area theorem does not hold quantum mechanically, because the
T,,k%k" > 0 condition need not be true. It may be an approximation for a quantum
system quasi-classically. We remind the reader of the difficulty of proving a quan-
tum §) theorem (see Chapter 6). The details as to when the condition R,,k?k” > 0
might be true have not been determined (see Wald 1994). This remains an open
question. The radiation surrounding a black hole, plus the black hole itself, might
be expected to obey an entropy principle

AS = ASH + AS™ > 0, (20.37)
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This is called the generalized second law. Bekenstein gave a number of examples
which implied the validity of the generalized second law (Bekenstein, 1972, 1973).
Frolov and Page (1993) later gave a limited proof. It is this proof that we shall
consider now. Zurek and Thorne (1985) suggested such an approach earlier.
Let the initial density matrix for the black hole and radiation (rather general and
unspecified) be

Pin = Po1 = Po B P1- (20.38)

Po 1s the density matrix of the radiation (in up modes). p; is the density matrix
of incident radiation from far away and in the past. They are uncorrelated fields
(semiclassical).

Po1 interacts with an eternal black hole classical curvature barrier separating the
horizon from infinity. The final state after interaction is

0= P23 (20.39)
where
P23 F P2 ® 3.

Here p, = Try 0,3, and p3 = Trypo3. 0, is the density matrix of radiation escaping
to null infinity. p5 is the radiation completely absorbed by the future horizon. The
entropy of these states will be taken as § = TrpIn p. py; and p,; are in the same
Hilbert space,

5o @ H1 = H ® N3,

and thus S”' = $?? are related by a unitary transformation in this space. A funda-
mental theorem of Araki and Lieb (1970) is utilized. If p'? is a density matrix on
9' ® H°, then

S < S+ S (20.40)
From this we may prove, by the relation
Sz + 83 = 823 = So1 = So + S,

from Eq. (20.38).

Now, from the first law of black hole thermodynamics, we assume the black hole
evolves through the “in to out” process by means of a set of isothermal states such
that

ASH = (TH) ™ (Es — Ey). (20.41)

Now we define

AS = ASH 4 A§™ (20.42)
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and take
AS™ =8, — §;.

From this and the inequality (Eq. 20.40),

AS > So (%) -5 (%) , (20.43)

T-'E are Massieu functions (see Callen, 1985). Equilibrium

where S (7) = § —
)- So () is the maximum. Thus,

T
maximizes S %

AS > 0. (20.44)

This is the Bekenstein entropy principle for black holes. It is apparent that the
properties of black holes enter in the quasistatic temperature 7' of Bekenstein and
Hawking. Otherwise, this is a rather simple general thermodynamic argument.

20.5 Acausal evolution: extended irreversible dynamics in black holes

For the purpose of describing radiation and gravitational collapse of a black hole,
Hawking introduced a density matrix map,

Paap = Z SaBCDP1CD- (20.45)

Here p,4p is the final density matrix, and p,cp the initial one. Sspcp is a gen-
eralized (tetradic) scattering matrix between these Hilbert space states. (We have
already met tetradic operators in the early chapters of this book. An example was
the tetradic Liouville operator L,p.q.) Hawking termed Sqpcp a superscattering
operator. The observed final density matrix is not a pure state. In the gravitational
collapse, producing an event horizon in the black hole, the interaction region is
bounded by an initial and final surface and a third “hidden” macroscopic surface,
for which only incomplete quantum data are available. Here the rule of equal a
priori probability is applied and thus introduces the classical probability, making
the final state impure and a density matrix. We may write, for pure initial and final
states,

Scpap = (SCASE}) + SXL])SCB) :

| =

Here Sc,4 is a pure S matrix where § - = ) Sca& 4. This relation does not hold for
a mixture state black hole. Further, it is assumed that

> Sccas = Sas (20.46)
Z Scpaa = Scp.
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The latter may be taken as the result of assuming gravitational CPT invariance
on the hidden surface. CPT invariance implies that black holes must completely
evaporate, since they can form spontaneously.

As discussed previously in this chapter, Hawking’s calculation showed that par-
ticles radiated to infinity from a black hole are in an equilibrium thermodynamic
state at the Hawking temperature, and thus described by a mixture density matrix.
One of these paired particles disappears into the black hole and cannot be seen
by the infinite observer. This is a loss of information to the observer. This infor-
mation loss was deemed by Hawking to be a special feature of quantum gravity
not present in other quantum field theories. He called it the information loss puz-
zle. Gravity must be quantized consistent with this, an unsolved problem. Here the
super operator S-matrix cannot be factorized.

In Chapter 18 we have discussed extended statistical mechanics, which intro-
duced super operators and the irreversible time evolution of density matrix states
with diagonal singularity. This is a much more complete theory than the early dis-
cussion by Hawking. Utilizing the analytic continuation rule, Eq. (18.55) and Eq.
(18.56), we may write

A
(@|CylB) = ——F (@ |(C), — Qn) L1 (P, + C)| B) (20.47)
Wy — Wg +1E4p
and
A
(BIDpla) = ——————(B(Pn+ Dn) L1 (Qn — D)l @) (20.48)
Wg — Wy + 1E4p
with

S —e ford, > dg
P | +eford, <dg|”

dy, dg measure the degree of correlation. These are operator forms of nonlinear
Lippman—Schwinger equations in this theory and play the role of the superscat-
tering operator analogous to that introduced by Hawking. Thus, if we apply the
theory of Eq. (20.47) and Eq. (20.48) to quantized gravity, we may expect, from
Hawking’s argument, that there is a quantum information loss puzzle (Hawking,
1975a, 1981; Wald, 1994).
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Appendix 1

Problems

A.1 Comments on the problems

These exercises have been used over a number of years in a one-semester g