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Spartak Timofeevich Belyaev

On October 27, 2003, Spartak Timofeevich Be-
lyaev, a renowned theoretical physicist, an outstand-

ing organizer of science and teacher, will celebrate his
80th birthday.

S.T. Belyaev belongs to the generation of physi-
cists whose first experience of adult life was associ-
ated with World War II. In June 1941, immediately
after graduating from school, he began working as
a lathe operator at a factory, but, as soon as August
of the same year, he joined the army in the field
as a volunteer. Being demobilized after the end of
hostilities, Spartak Timofeevich joined, in 1946, the
Faculty of Physics at Moscow State University; after
a year, he moved to the Faculty of Physics and Tech-
nology (which later evolved into the famous Moscow
Institute for Physics and Technology), from which he
graduated in 1952 with honors.

The scientific activity of Belyaev began as early
as 1947 (when he was still a student) under the
supervision of G.I. Budker at A.B. Migdal’s theo-
retical division of the legendary LIPAN (which was

then transformed into the Institute of Atomic Energy,
[AE). His first studies were devoted to the kinetics
of a dilute ionized gas. There, he was able to give
the first consistent derivation of a relativistic kinetic
equation and to propose efficient methods for solving
this equation. Among important results that Belyaev
obtained in this period, those concerning the inter-
esting problem of the multiquantum recombination
of an ionized gas, where a nice idea of describing
this process in terms of diffusion in energy space
was applied, are worthy of special note. The results
of those studies were used and further developed in
subsequent investigations into plasma physics and
the physics of electron beams. They were included in
the monograph Physical Kinetics that was published
as the 10th volume of the Course of Theoretical
Physics by L.D. Landau and E.M. Lifshitz.

In 1955, Belyaev addressed nuclear-physics prob-
lems for the first time. In those years, the problem
of studying the spin dependence of nuclear forces
became urgent, and it was required for this to create a
source of polarized particles. In solving this problem,
Belyaev was among the first who proposed employ-
ing a strong nonuniform field, in which the hyperfine
structure of source atoms is destroyed, whereupon
they are separated in the fine-structure components;
therefore, the magnetic quantum numbers of the elec-
tron shell and of the corresponding nucleus are fixed
individually. This idea was successfully implemented
first at IAE and then at other research centers. It
permitted obtaining intense beams of polarized nuclei
for nuclear-physics investigations.

In the late 1950s, Belyaev, together with Migdal
and V.M. QGalitsky, became one of the founding fa-
thers of a new realm in theoretical physics, the quan-
tum theory of many-body systems. He was the first to
use the mathematical technique of Green’s functions
to describe the properties of a nonideal Bose gas and
introduced a so-called anomalous Green’s function.
This pioneering idea played an important role in the
development of the theory of superfluidity and su-
perconductivity, making it possible to determine cor-
rectly the spectrum of single-particle excitations of a
nonideal Bose gas. Belyaev’s studies on the theory
of a nonideal Bose gas has long become classic and
form an indispensable part of relevant textbooks. In-
terest in them was rekindled when it became possible
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to study the Bose condensation of atomic gases in
magnetic traps experimentally.

A new stage of Belyaev’s scientific activity be-
gan at the end of 1957, when he was sent for a
year to the Niels Bohr Institute in Copenhagen. This
was the time when the classic studies of J. Bardeen,
L.N. Cooper, and J. Schrieffer and, somewhat later
on, of N.N. Bogolyubov on the theory of supercon-
ductivity had just appeared. There arose the idea—
it was first put forth by A. Bohr, B. Mottelson, and
D. Pines—that methods used in the theory of super-
conductivity are applicable to describing the prop-
erties of nuclei. This idea was brilliantly realized in
Belyaev’s article “Effects of Pair Correlations in Nu-
clear Properties,” published in 1959. This study be-
came highly seminal: on a unified basis, it explained a
wide range of seemingly unrelated physics phenom-
ena, including the gap in the single-particle spectrum
of nonmagic nuclei, a considerable decrease in the
moments of inertia of deformed nuclei in relation to
the rigid-body value, the stability of a spherical shape
for nuclei close to magic ones, and a sharp transition
from spherical to deformed nuclei as the nuclear shell
is filled with nucleons. The emergence of low-lying
collective quadrupole excitations was also explained
for the first time, and their role in the phase transition
from spherical to deformed nuclei was understood.
This article gained Belyaev worldwide recognition
and initiated a vigorous development of nuclear theory
on the basis of modern many-body methods.

In 1962, Belyaev moved to Novisibirsk, where he
soon became head of the theoretical department at
the Institute of Nuclear Physics, Siberian Division,
USSR Academy of Sciences. Assisted by a group
of disciples, he continued there his investigations
into nuclear theory. Together with B.A. Rumyant-
sev, Belyaev predicted theoretically new types of col-
lective nuclear vibrations: coherent fluctuations of
pairing and spin—orbit vibrations. Among outstand-
ing results of the Novosibirsk period, it is neces-
sary to indicate those that are reported in the article
“Anharmonic Effects of Vibrations of Spherical Nu-
clei,” which was written together with V.G. Zelevin-
sky and which was devoted to describing effects of
anharmonicity in quadrupole vibrations. The boson-
expansion method proposed by these authors, which
is known as the Belyaev—Zelevinsky method, was
used in a great number of studies later on and was
included in monographs devoted to theoretical nu-
clear physics. In 1965, the journal Yadernaya Fizika,
known in the English-speaking world as Physics of
Atomic Nuclei, began to be published. Its first issue
was opened by Belyaev’s article devoted to study-
ing the interaction of single-particle and collective
degrees of freedom, which is especially important in
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nuclei belonging to the transition region. A correct
description of the rotational spectra of nuclei is of
crucial significance, since the existing simplified ap-
proaches cannot be used to construct a unified the-
ory of collective degrees of freedom of the nucleus
with allowance for their interactions. The radically
new generalized-density-matrix method proposed by
Belyaev makes it possible to treat nuclear rotations as
an independent branch of the spectrum of collective
nuclear excitations in its own right and opens the
possibility of constructing a microscopic description
of critical phenomena in finite systems.

Belyaev made a great contribution to the develop-
ment of the Institute of Nuclear Physics in Novosi-
birsk as an institution of universally recognized au-
thority. A person of theoretical-physics mold, one
of the brilliant representatives of Landau’s school,
he was nevertheless well aware of the experimental
situation in various fields of physics. Owing to this,
he could take an active part in discussions on the
general program of development of the Institute of
Nuclear Physics in Novosibirsk and, later on, after his
return in 1978 to IAE, be a successful director of the
Institute of General and Nuclear Physics there.

The pedagogical and scientific social activity of
Belyaev is also widely acclaimed. Being head of
Novosibirsk State University and of some scientific
departments in various periods of time there and at
other educational centers, he greatly contributed to
bringing up young scientists. Presently, he is head
of the Institute of Natural Sciences and Ecology at
the Russian Research Centre Kurchatov Institute.
In his teaching activities, Belyaev strictly follows his
basic guiding principle: scientific investigations and
the preparation of specialists for them must form a
unified process. A thoughtiul and careful attitude of
Belyaev to each problem and to each subordinate has
a favorable impact on the work of scientific groups
headed by him. He reached the highest academic
degrees and was a recipient of government awards.
For his outstanding contributions to the development
of many lines of research, Belyaev was awarded a
Landau medal in 1998.

Dear Spartak Timofeevich, your friends, col-
leagues, and numerous disciples heartily wish you
health, prosperity, and many years of creative activity.
These congratulations are shared by the Editorial
Board of the Physics of Atomic Nuclei, which
prepared this issue for your anniversary. The number
of scientists who wanted to take part in it was so
great that we had to postpone part of the articles
until a special issue that is supposed to appear at the
beginning of next year.
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Abstract—Nuclear pairing correlations are known to play an important role in various single-particle
and collective aspects of nuclear structure. After the first idea by A. Bohr, B. Mottelson, and D. Pines
on similarity of nuclear pairing to electron superconductivity, S.T. Belyaev gave a thorough analysis of the
manifestations of pairing in complex nuclei. The current revival of interest in nuclear pairing is connected to
the shift of modern nuclear physics towards nuclei far from stability; many loosely bound nuclei are particle-
stable only due to the pairing. The theoretical methods borrowed from macroscopic superconductivity
turn out to be insufficient for finite systems such as nuclei, in particular, for the cases of weak pairing
and proximity of continuum states. We suggest a simple numerical procedure of exact solution of the
nuclear pairing problem and discuss the physical features of this complete solution. We show also how the
continuum states can be naturally included in the consideration bridging the gap between the structure and
reactions. The path from coherent pairing to chaos and thermalization and perspectives of new theoretical

approaches based on the full solution of pairing are discussed. © 2003 MAIK “Nauka/Interperiodica”.

1. INTRODUCTION

Nuclear pairing is one of the main and long-
standing pillars of current understanding of nuclear
structure. Pairing provides an important contribution
to the odd—even mass difference in the phenomeno-
logical mass formulas [1]. As an empirical fact, the
pairing was put in the foundation of the shell model
by Mayer and Jensen [2] in order to be able to
predict ground-state spins and other properties of
nonmagic nuclei. In the shell-model framework, the
classification of paired states is usually performed
with the aid of the seniority scheme [3, 4], where
the seniority counts a number of unpaired particles;
a similar scheme is used in atomic spectroscopy [5].
The Bardeen—Cooper—Schrieffer (BCS) microscopic
theory of superconductivity [6] elucidated the main
features of the ground state, excitation spectrum,
transition probabilities, and phase transition in a
Fermi system governed by the attractive pairing.
Immediately after that, Bohr, Mottelson, and Pines
pointed out [7] the similarity between the supercon-
ducting pairing correlations and observed pairing
effects in nuclei. The thorough application of the
BCS approach to the nuclear problem was done by
Belyaev in his seminal paper [8]. It was quantitatively
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demonstrated that the pairing correlations influence
nearly all phenomena in low-energy nuclear physics:
binding energy, single-particle spectra, transition
probabilities, collective vibrational modes, onset of
deformation, rotational moment of inertia, level den-
sity, and thermal properties.

The BCS theory, as well as its advanced form the
Hartree—Fock—Bogolyubov (HFB) method (see [9]
and references therein), is formulated in a way fully
appropriate for macroscopic quantum systems; in
fact, it gives an asymptotically exact solution [10]
in the thermodynamic limit. For mesoscopic sys-
tems, such as nuclei, atomic clusters, quantum
dots, fullerenes, nanotubes, or small metallic grains,
this approach, although qualitatively reflecting the
main physical features, turns out to be insufficient.
The total number N of particles is preserved in
this method only on average. Since we have to
describe the spectroscopy and reactions for a specific
nuclide, we need either to add special projection
procedures [11—14] that fix the exact value of IV or
generalize the formalism by approximately including
the matrix elements restoring the particle number
conservation [15—18].

Another drawback of the BCS or HFB approaches
is a sharp phase transition as a function of parameters
or temperature. As pointed out by Belyaev [8], in a
system with a discrete single-particle spectrum, the
Cooper phenomenon requires, in contrast to a macro-
scopic Fermi gas, a certain minimum strength of pair-
ing attraction. For a weaker pairing, the mean-field
approaches, such as BCS or HFB, give only a trivial
normal solution, while in reality the effects of pairing
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correlations still exist. The pairing correlations in the
mean-field framework also vanish immediately after
the thermal phase transition. These predictions are
incorrect for mesoscopic systems. The exact shell-
model calculations show [19] that the pairing corre-
lations do not disappear at the BCS transition point,
revealing instead a long tail of “fluctuational super-
conductivity.”

The main field of interest in nuclear structure is
currently shifted to the nuclei far from stability. As
we move to loosely bound systems, the influence
of the continuum becomes exceedingly important.
Along with that, all attractive correlations are to be
taken into account properly in order to determine
the position of the drip line. The correct treatment
of pairing as the main attractive part of the residual
interaction is absolutely essential for such problems.
Some nuclides, like the notorious ' Li, are bound just
due to the pairing correlations between the outermost
neutrons, an example of a real Cooper pair [20]. The
theory of pairing including both discrete and contin-
uum single-particle levels is still in its infancy [21].

Finally, there is a clear necessity to understand
the interplay of pairing with other parts of the resid-
ual nuclear interactions going beyond the mean-field
approximation of the HFB method. Of course, in the
lower part of the nuclear chart (p, sd, and pf shells),
there are well-developed modern shell-model meth-
ods and reliable effective interactions of the nucleons
in the truncated single-particle space (see, for exam-
ple, [22—25]). With the possibility of incorporating
additional stochastic and statistical elements [26—
28], the shell-model calculations are able to describe
an impressive amount of spectroscopic data. Unfor-
tunately, the qualitative interpretation of results ob-
tained by the large-scale shell-model diagonalization
in terms of simple physical models is getting quite
difficult as the matrix dimensions approach the limit
of current computational strength. In addition, one
needs to mention that the continuum problem is not
solved in the standard shell-model approach based
on the discrete spectrum. Therefore, the gap between
the shell model for nuclear structure and the reaction
theory is widening.

In this situation, it is alluring to first separate the
pairing part of the nuclear interaction and to solve
the corresponding many-body problem exactly. As
was shown in [29], the exact solution is numerically
simple and eliminates all drawbacks related to the
BCS approximation. At the same time, it is still close
enough to the standard images of nuclear structure.
This exact solution can serve as a zero-order step
or a background that allows one to look for new
approaches and approximations to the full problem,
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effects of other interactions, inclusion of the contin-
uum, relation to the reaction cross sections, and so
on.

In what follows, we start with sketching the tradi-
tional approaches and the exact solution of the pairing
problem. We compare the exact results with the BCS
approximation, for both the ground and the excited
states; demonstrate the possibility of including the
continuum physics; and consider chaotic aspects of
pairing, a topic practically unexplored in the liter-
ature. We complete the paper with a discussion of
the perspectives of new approximations based on the
exact pairing solution.

2. APPROACHING THE SOLUTION
OF THE PAIRING PROBLEM

A. Pairing Hamiltonian

We formulate the pairing problem in the restricted
single-particle space of fermionic orbitals assuming
the Hamiltonian

1
Hp = E elaJ{al — Z E G12p1p2~ (1)
1 1,2

Here, the subscripts 1, ... run over the complete
set of orthogonal single-particle basis states, and
we assume the Kramers double-degeneracy of time-

conjugate orbitals [1) and |1). The pair creation, pJ{,

and annihilation, py, operators are defined as
pl =alal,  p1=aja, (2)

and the double time-reversal acts as |1) = —|1). In
the important case of spherical symmetry of the mean
field that supports degenerate orbitals |jm) with ener-
gies ¢;, angular momentum j, and projection j, = m,
the pairing Hamiltonian can be conveniently written
as

Hp = Z Eij - Z ij/L}Lj/, (3)
J 3’
where we use the operator notation
Nj = Zﬁjm = Z a}majm (4)
m m

for the occupancy operators and (a; — ajm =
(_1)j_majfm)

Li=5 3 (- "y, (5)
m
1 .
Ly =52 (-1 ",
m
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for annihilation and creation operators of pairs in a
state with certain quantum numbers of total angu-
lar momentum and its projection, J = M = 0. Es-
sentially the same Hamiltonian (1) can describe the
situation in the deformed mean field.

The pairing interaction is defined in terms of real
matrix elements of diagonal pair attraction, G1; > 0,
and off-diagonal ones, G12 = G, for pair transfer
between the orbitals 1 and 2. We limit ourselves here
to the pairing of identical particles (isospin T'=1)
in states with zero total pair angular momentum;
consideration of the 7"= 0 proton—neutron pairing
would require a nonzero spin of the pair.

B. BCS Approach

In the BCS theory, the ground state |0)gcs of the
paired system with Hamiltonian (1) is determined by
minimizing the ground-state energy with a trial wave
function

0)Bcs = Myso(us — vip})|0) (6)
v

= 1> ouy exp <——1pJ{> 0),
(1

where the variational parameters for each pair of time-
conjugate orbitals, u; and vy, can be taken as real
numbers subject to the normalization u? + v? = 1.
In our discussion, we denote |[N;s...) as the lowest
in energy N-particle state with quantum numbers
S,.... We use the notation |s)gcs for the BCS state
with s quasiparticles that has an uncertain particle
number; for this reason, N is not shown; however, it
is assumed that the state corresponds to an average
particle number N. The restriction 1 > 0 means that
the time-conjugate orbitals are not counted twice.
The exponential form of the variational wave function
shows that this state is generated as a coherent state
of fermionic pairs; this feature can be put in a founda-
tion of methods going beyond the BCS [30, 31].

The variational solution is given via the occupation

amplitudes
1 €
d=m=jz(1-2). (7)

where e; = /€2 + A? is the quasiparticle energy and
A1 is the BCS energy gap. The gap equation arising
from the minimization of energy is

1 t G2
Ay = §BCS<0| g G12p5]0)pcs = ; EAQ' (8)
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The ground state and low-lying excited states of
paired systems can be classified introducing quasi-
particle creation operators

a]; = ula]; —v1a5. (9)

This transformation is canonical due to the correct
normalization of u and v. The BCS vacuum |0)pcs
in(6) can be defined as «|0)gcs = 0. The Bogolyubov
transformation (9) mixes particle and hole states.
One of the problems in the BCS application to
small systems is particle-number nonconservation,
which follows from the form of the wave function (6).
A common practice to fix the number of particles is to
introduce a chemical potential x by the shift of single-
particle energies € — € — . The right total particle
number is restored on average through the condition

> miu) = N. (10)
1

The uncertainty of the total particle number is given
by

(AN?) =N2 - N?*=> "mi(1-ny).  (11)
1

Practically, this fluctuation is of the order of

V(AN?) ~ 2. Given that relative fluctuations go
down with increasing IV, the BCS solution is asymp-
totically exact in the thermodynamic limit of macro-
scopic systems [10]. The contribution to the energy
from the fluctuation is quadratic in the number of
particles [32] and thus gives an extra correction
of the monopole type. Special methods, such as
Lipkin—Nogami [11, 12] techniques, were invented
in order to suppress the particle-number fluctuations.

The particle-number violation in the BCS is an
example of spontaneous symmetry breaking with
respect to phase rotations generated by the number
operator, U(¢) = exp(—i¢N/2). While the pair-
ing Hamiltonian is invariant under this rotation,
[Hp,,U(¢)] =0, the trial ground state |0)pcs has a
preferred orientation, with the usual consequences
of the appearance of Anderson—Goldstone—Nambu
modes, whose properties are influenced by the meso-
scopic nature of the nuclear systems [33]. A number
of projection techniques have been developed within
the framework of the symmetry-violation treatment
(see [34] and references therein).

C. Recursive Method with Particle-Number
Conservation

Instead of introducing the pair condensate of the
pairs with an uncertain particle number, another pos-
sibility was explored [15, 17, 35], where the matrix
elements of relevant operators explicitly keep memory
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of the exact particle number. The gap is defined now
as a matrix element of the pair-annihilation operator
between the ground states |V;0) of the neighboring
even systems,

ALN) = (N = 2:0] Y Gups[N:0). (12)
2

Similarly, the particle-number dependence enters the
single-particle transition amplitudes between adja-
cent even and odd systems,

v1(N) = (N = 1;1|a1|N; 0),
ur(N) = (N + 1; 1|af| N; 0).
Here, one needs to consider a sequence of ground
states | IV; 0) with energies E(NN). It is assumed that
the spectra of adjacent odd nuclei start with energies
E(N £1;1) of the states |N &+ 1;1) containing one

unpaired nucleon with quantum numbers 1.
The exact operator equations of motion for the

single-particle operators a; and a{,

1
a1, H] = era1 + 5 > G12GJ{P2,
2

(13)

(14)

1
[al, H| = —elai ~3 Z Glgpgai, (15)
2
can be used to construct recursive in N equations
for the gap (12) and single-particle transition am-
plitudes (13). The approximation of no condensate

disturbance by an extra particle [15, 35],

(N = 1;1] Y Graalpa|N; 0) (16)
2

~ (N —1; l\a]ﬂN —2:;0)
X (N =2;0] Y Graps|N;0) = 241 (N)uz (N —2),
2

leads to the recursion relation connecting adjacent
even nuclei,

AL (N)?
[61(N)1— €1(N)]? ’vl(N)‘2’
(17)

where the N-dependent chemical potential is intro-
duced,

N-2))P=1-

1 (

1
pN) =5 (B(N) - E(N-2)),  (18)
and quasiparticle excitation energy is defined as
e = ()" + A (V)P (19)
with shifted single-particle energies
G
LN) =1 = T = (). (20)
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The analogs of the number-conservation equation
and the gap self-consistency condition now read

2
0N 2= 3 D I

1
(21)

where 2 is the total capacity of fermionic space, and
A2 |UQ( )|
g G2 .
12 62 Q(N)

The pairing problem formulated in this manner
allows a recursive solution in both directions, starting
from the empty shell or from the completely filled
shell. This solution reduces to the BCS under as-
sumption that the gap does not change in the tran-
sition from N to N — 2, the same approximation of
particle-number uncertainty that leads to the BCS
particle-number fluctuation (11). Based on this fea-
ture, the BCS energy can be efficiently corrected
by the substitution N — N — 1 [36]. Corrections to
such iterative methods via inclusion of pair-vibration
excitations in the intermediate states of Eq. (16) with
further diagonalization are also possible [17], as well
as the treatment of the excitations with random phase
approximation (RPA) techniques [37, 38].

The particle-conserving treatment does not re-
solve another problem of the BCS solution, namely,
the sudden disappearance of pairing correlations
when coupling becomes too weak. The gap equations,
(8) and (22), have only trivial A =0 solutions if
the pairing strength G is too small compared to the
single-particle energy spacings. The point of this
phase transition is roughly at the critical coupling
strength G,

(22)

Govp = 1, (23)

where both the pairing strength and the density of
single-particle states vp are taken at Fermi energy.
Many nuclear systems in the shell-model picture are
close to or even below the point of the BCS instability,
although the pairing correlations still do exist [29].
As will be discussed later, near the phase transition,
in the so-called pair-vibrational regime, the fluctua-
tions drive pair scattering to an almost chaotic level,
leading to a sharp increase in the mixing between
the states of the same seniority. This randomness
makes the approximation (16) or any truncation of
states mixed by the pair vibrations inappropriate. Var-
ious projection techniques also seriously suffer in the
region of weak pairing. More advanced approaches,
such as HFB + RPA, break down in the vicinity of the
phase transition, though the pairing solution can still
be continued into the region beyond the critical point
using the RPA based on the Hartree—Fock solution
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for a normal state. This treatment drastically im-
proves the prediction for the ground-state energy[18].
The methods of equations of motion [32, 39] and
variational techniques can be used to better account
for the RPA ground-state correlations [40]. Being
applied to superfluid Fermi systems, these methods
demonstrated a considerable improvement [40, 41].

3. EXACT SOLUTION OF THE PAIRING
PROBLEM

Historically, a few suggestions were put forward
for the exact solution of the pairing problem. The
Richardson method, described in the series of pa-
pers [42, 43], provides a formally exact way for solving
the pairing Hamiltonian. This method reduces the
large-scale diagonalization of a many-body Hamilto-
nian matrix in a truncated Hilbert space to a set of
coupled equations (; = 25 + 1)

Q; 4 2
Zer—jZ)\_Z :5

Z\ — R
NI N T A

(24)

for unknown parameters z,, their number being equal

to that of valence particle pairs. The ground-state

energy is then equal to E(N) = f\V/Q Z).

Recently, this solution was revived and reinter-
preted [44] with the aid of the electrostatic analogy,
similar to that used by Dyson in his theory [45] of ran-
dom level ensembles. Unfortunately, the Richardson
solution is only valid for special pairing forces—for
example, G;;» = G = const. It also requires serious
numerical efforts rapidly growing with the number
of particles. Recently, exact solutions have also been
approached with sophisticated mathematical tools as
infinite-dimensional algebras [46]. Such formally ex-
act solutions have a certain merit from a mathemat-
ical point of view and might be useful for developing
simple models [47, 48]. However, they are not very
promising for practical problems in nuclear physics.

The natural way of solving the pairing problem
is related to the direct Fock space diagonalization.
For deformed nuclei with doubly degenerate single-
particle orbitals, this approach supplemented by the
appropriate use of symmetries and truncations was
already shown to be quite effective [49, 50]. The diag-
onalization of the general pairing Hamiltonian (3) is
much simpler than that of the full shell-model Hamil-
tonian due to the possibility of classifying many-body
states within the seniority scheme[3, 4, 51], especially
in the case of spherical symmetry (3). Long ago, it
was shown [51, 52] that this approach is useful not
only in the exactly solvable degenerate model but
in a realistic shell-model context as well. With a
perspective to complement the pairing problem with
the subsequent account of other parts of the residual
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interaction, we consider this path promising and quite
practical.

It is well known that the pair annihilation L;, pair

creation L;[, and occupation number operator (shifted
to the middle of the 5 subshell)

s 1. 1

form an SU(2) algebra of “quasispin” for each j sub-
shell,

(L, L§) = 855 Ly, (LY, L5 = 850 L],
[Lj, L})) = =205, LS.

0 =2j+1,  (25)

(26)

Therefore, the pairing Hamiltonian (3) preserves all
partial quasispins A;,

by 1
L2 = (L2)* + E(L}Lj + L;LT) = Aj(A; +1). (27)

The partial seniority quantum numbers,

s; = Q)2 — 20, (28)

are also conserved. They express the number of un-
paired, and therefore not participating in the pairing
interaction (3), particles. The fully paired j level cor-
responds to the maximum partial quasispin A; = Q/4
and lowest partial seniority s; = 0.

The pair transfer L;,Lj between the levels j —
j' changes the occupancies, i.e., projections L and
L3, keeping intact the lengths of quasispins A; and
Ajs, and, whence, seniorities s; and s;.. The space is
decomposed into sectors with given partial seniorities
s;, and the basis states within each sector can be la-
beled by the set of occupancies IV; under a constraint
>_; INj = N, the total valence particle number. The
passive (unpaired) particles occupy fixed orbitals and
create nonzero seniorities. They influence the dynam-
ics indirectly, through the Pauli blocking. The states
with zero total seniority s = 3 s; have the total spin
J = 0, while for s # 0 the further decomposition with
respect to the rotation group is possible, and some
many-body states with different angular momentum
coupling but the same seniorities remain degenerate.

Using the states with given values of s; and var-
ious possible occupancies N; as a basis, it is easy to
construct the Hamiltonian matrix that is essentially
the matrix with respect to the sets of N;. The diagonal
matrix elements are

({s; 1 AN; HH|{s;}, {N; })

G..
=> [ijj — (N = )(Q =55 = N; +2) | .
j

(29)
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Table 1. Single-particle energies and pairing matrix ele-
ments Vo (45; 5’7 (in MeV ) for the shell-model space from
100Sh to 132Sn (matrix elements are determined from G-
matrix calculations)

g7/2 d5/2 d3/2 S1/2 h11/2
€j —6.121 | —5.508 | —3.749 | —3.891 | —3.778
gr/2 0.9850 | 0.5711 | 0.5184 | 0.2920 | 1.1454
ds /2 0.7063 | 0.9056 | 0.3456 | 0.9546
d3/2 0.4063 | 0.3515 | 0.6102
512 0.7244 | 0.4265
hi1/2 1.0599

Each term in the square brackets gives a full solu-
tion for the pairing problem on a degenerate j level.
Clearly, as long as seniority is small, s; < €, each
unpaired particle increases energy by A; = G;;€; /4,
and this quantity plays the role analogous to that of
the energy gap in the BCS theory. The off-diagonal
matrix elements for the pair transfer ;' — j are

Gjjr

Hyj=-—

[(N]/ - Sj/)(Qj/ - S — N]/ + 2)

(30)

X (@ — 55— Nj)(N; — 55+ 2)]"/*,

The highest matrix dimension is encountered for
the lowest possible total seniority, s = 0 for an even
number of particles and s = 1 for an odd number of
particles. But, even for heavy nuclei, this dimension
does not exceed a few thousand (in modern shell-
model computations, one has to deal with dimensions
108 and higher in the m scheme). In addition, the
Hamiltonian matrix is very sparse. As a result of the
numerical diagonalization, we obtain the spectrum of
states for a given set of seniorities. For example, for
an even system, the condition s = 0 selects all zero
partial seniorities, s; = 0. All those states correspond
to pair condensates that differ by the distribution
of the average partial occupancies {N;} among the
subshells. In a standard language of the BCS the-
ory supplemented by the RPA, the excited states for
s = 0 are various pair vibrations. However, here we
do not make any assumptions of boson character or
harmonic spectrum of excitations. The next section
illustrates the typical results of the diagonalization.

4. EXAMPLE: A CHAIN OF EVEN ISOTOPES

The longest known chain of tin isotopes is a sub-
ject of extensive experimental and theoretical studies.
Even considering the proton subsystem, Z = 50, as
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an inert core, we have to deal with a neutron model
space that is too large for a direct diagonalization.
Modern computational techniques that use the Lanc-
zos iteration method allow for exact determination of
a few low-lying states in systems with up to 12 va-
lence particles [53]. These results are essential for
testing the approximate techniques. It is known that
pairing correlations play a major role in forming the
ground-state wave functions of tin isotopes.

Unlike in many other nuclear systems, pairing in
tin isotopes is quite strong and stable, being suffi-
ciently above the point of the BCS phase transition.
There is only a relatively minor weakening in the mass
region near 'Sn due to a gap between dy, and
g7/2 and the rest of the single-particle orbitals. We
specifically would like to explore this region in order
to discuss the physics of the BCS phase transition.

For tin isotopes ranging in mass number from
A =100 to 132, we assume a configuration space
between the two neutron magic numbers 50 and
82. The valence neutron space contains here five
single-particle orbitals, hiy/2, d3/2, $1/2, g7/2, and
ds/. We adopt parameters shown in Table I, the
single-particle energies taken from experimental da-
ta and the interaction matrix elements from the G-
matrix calculation [53]. The interaction parameters Vj
in Table 1 are related to the pairing strengths G;;/ as

2

G =Volig; i’ . 31

i =Vo(3is 7' )\/(2j+1)(2j,+1) (31)
The shell-model calculations with these parameters
reproduce the spectroscopy of tin isotopes in the re-
gion A = 120 to 130 with a good accuracy. In parallel,
we discuss similar effects in calcium isotopes, where
we used a well-established FPD6 interaction [24].
The fp neutron valence space covers calcium iso-
topes from 4°Ca to ®°Ca. The weakening of pairing in
Caoccurs near *8Ca, i.e., for the f7/2 subshell closure.

Results of the calculation for the 1'4Sn region are
shown in Table 2 and for the *Ca region in Table 3.

An important consequence of the proximity to the
BCS phase transition is a reduction of pairing corre-
lation energy predicted by the BCS but not confirmed
by the exact solution. In the tin example, the BCS
underpredicts the binding energy by about 0.4 MeV,
while for calcium this number reaches 0.6 MeV. A
similar difference appears in one-nucleon separation
energy S;(N) = E(N — 1) — E(N) (index j here de-
notes the orbital of the unpaired nucleon in an odd- N
system), as can be seen from the comparison of rows
(e) and (f) with the corresponding BCS prediction,
lines (m) and (n), Tables 2 and 3. As stressed in [29],
this discrepancy can be crucial for the nuclei near drip
lines. Unfortunately, the BCS can hardly be improved
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Table 2. The results of the exact pairing solution (EP)
compared to the BCS solution for the 1*Sn nucleus
(the interaction matrix elements are determined by the
G-matrix calculations—see text; the separation energies

1787

Table 3. Properties of the weakly paired *8Ca nucleus
(the FPD6 interaction was used in these calculations; all
energies are given in MeV)

S?, qu.asiparticle energies e;, and the pairing gaps A; are j 7/2 3/2 5/2 1/2
given in MeV)
€; —839| —6.5 | —1.9 | —4.48
97/2 ‘ ds /2 ‘ d3 /2 ‘ 51/2 ‘h11/2 EP

EP (a) N;(N) 6.87 | 0.85 | 0.173 | 0.111
(a) N;(N) 6.96 |4.46 |0.627|0.356|1.6 (b) n;(N) 0.858 | 0.212 | 0.0288| 0.0557
(b) n;(N) 0.870(0.744|0.157|0.178(0.133 (c) u?(N) 0.133 | 0.779 | 0.97 | 0.939
(c) u?(N) 0.1280.252|0.838|0.817(0.863 (d) UJQ-(N) 0.848 | 0.212 | 0.0281] 0.0555
(d) v?-(N) 0.865|0.736|0.155|0.177(0.131 (e) S;(N +1) 448 | 5.78 | 1.55 | 4.09
(e) S;(N +1) 2.8 (3.13 |3.14 {3.39 |3.29 () S;(N) 9.64 |9.75 |14.1 |11.5
(1) S;(N) 6.86 |6.55 |7.25 |6.98 (7.12 (g)(N + 2;0|PJ.T|N;O> 0.706 | 0.928 | 0.289 | 0.309
(g)|[{(N + 2;0|PjT|N;O>| 0.68 ]0.779]|0.617(0.514|1.03 (h)[{(N;0|P;|N —2;0)| 1.07 | 0.612 | 0.288 | 0.232
(h) |[{N;0|P;|N —2;0)|]0.81 |0.93 ]0.524|0.396|0.845 BCS

BCS (i) N;(N) 6.5 1.22 | 0.155 | 0.124
(i) N;(N) 6.71 |4.14 |0.726/0.507(1.91 () n;(N) 0.813 | 0.304 | 0.0258| 0.062
(j) n;(N) 0.8390.69 |0.181|0.254(0.159 (k) A 1.66 | 144 | 1.73 | 1.53
(k) Aj 1.31 |1.43 |1.43 |1.38 |1.25 (1 e; 213 | 156 | 545 | 3.18
(1 e; 1.78 |1.55 |1.86 [1.59 |1.71 (m) S;(N+1) 4.5 566 | 1.64 | 4.1
(m) S;(N +1) 2.89 |3.21 |3.11 |3.21 |3.26 (n) S;(N) 9.64 | 9.51 [13.8 [11.3
(n) S;(N) 6.89 |6.64 |7.2 |7.03 |7.06 (0)| Bes(0|P;|0)pes | 0.78 | 0.651 | 0.275 | 0.241

(0)| Bes(0|P;0)scs  |0.734/0.801]0.545]0.435/0.896

Note: EP: E(*'*Sn) = —86.308, E(*'°Sn) = —95.942,
E(**?Sn) = —75.831. BCS: E(**Sn) = —85.938,
p = —5.035.

with respect to the treatment of weak pairing. Even
for the complicated particle-number projection tech-
niques accompanied by variational procedures on a
broader set of mean-field states, it remains unclear to
what extent it is possible to describe the pairing phase
transition, and whether the high-lying pair vibrations
are included, the step needed to account for missing
correlation energy.

Another related feature is the difference in pre-
dicted occupation numbers that can be inferred from
comparing rows (a) and (b) with (i) and (j) in Tables 2
and 3. A proper account of this difference can partially
help to correct the binding energy. In the presence
of additional interactions, the monopole contribution
to the energy can be particularly sensitive to the
precise occupation numbers. Furthermore, in the use
of mean-field methods for paired systems, a good

PHYSICS OF ATOMIC NUCLEI

Note: EP:  E(*®Ca) = —71.215, FE(*°Ca) = —85.149,
E(*®Ca) = —55.501. BCS: E(*®Ca) = —70.591, p = —7.335.

reconstruction of the density matrix generated by the
pairing is of critical importance.

The exact pairing treatment (EP) becomes in-
creasingly important in considering the reaction am-
plitudes with paired nuclei. The one-nucleon tran-
sition amplitudes defined in the exact solution via
Eq. (13) can be compared with the corresponding
BCS quantities. Since, similar to the recursive ap-
proach, these amplitudes connect different nuclei, the

standard BCS relations v§ = nj, u3 =1 —n;, and

u? 4 v? = 1 are no longer true. Deviations from these

equalities are clearly enhanced in the phase transition
region, where adding an extra particle can make a
sharp difference. The BCS theory with an uncertain
particle number does not account for such effects.
The pair emission amplitudes generated by normal-
ized pair transfer operators P; = Lj\/2/(2j + 1) ex-
hibit even larger differences. Rows (g) and (h) of
Tables 2 and 3 show these amplitudes for adjacent
even systems. The numbers are noticeably different
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Fig. 1. Comparison of BCS and EP solutions for the ladder system as a function of pairing strength G. The single-particle level
spacing sets the unit of energy. (a) Occupation numbers for the sixth level (first level above the Fermi surface) and spectroscopic
factors for capture and decay are compared. () For the same level, the pair emission and pair absorption amplitudes are

compared.

[in the BCS approach, they are replaced with a sin-
gle set shown in row (0)]. These discrepancies are
particularly crucial for weakly bound nuclei, since not
only the binding energy is affected by the improved
treatment of pairing, but also there are significant
corrections to the reaction amplitudes.

[g.s.|n; - 52|00
10!
1072 LA
e
1079 "
. .l '. .
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% un
- ll:'
10_8 - .Ill
wto
10—11 1 1 1 1 1 1 1 1
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E -Ey MeV

Fig. 2. Matrix elements of the operator n; for the ds /o
level in '*Sn between the ground state and all pair vi-
brational states ¢ (zero seniority) plotted as a function of
excitation energy of the state ¢.
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Further insight into the situation can be gained
by varying the coupling strength. For this purpose,
we consider a “ladder” model that contains ten dou-
bly degenerate single-particle orbitals equally spaced
with the interval of a unit of energy. The valence space
is assumed to be half-occupied with N = 10 particles.
The most interesting region is near the Fermi sur-
face, er = 5. For Fig. 1, we consider the first single-
particle level above the Fermi energy. As in the pre-
vious example, the BCS result deviates significantly
from the exact solution near the phase transition,
around G = 0.5, as seen from Fig. la. In the same
region, one can observe a slight difference between
UJQ-, 1-— u? and n; in the exact solution. For the pair

emission process, the differences between the BCS
and exact solution become more pronounced. Here,
the particle-number uncertainty is crucial, since the
level under consideration is above the Fermi energy
for N = 10, but below it for N = 12.

Contrasting the exact solution with the mean-
field picture, we can notice that the occupation-

number operators Nj in general may have nonzero
off-diagonal matrix elements between states of the
same seniority. In Figs. 2 (1'4Sn) and 3 (the ladder
model), the matrix elements between the ground
state and all s =0 states are shown as a function
of excitation energy. In all cases, the off-diagonal
matrix elements rapidly fall off. In the case of weak
pairing (Fig. 3, circles), one can still see the structure
of excited states based on the equidistant single-
particle spectrum. For stronger pairing (compared to
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Fig. 3. Matrix elements of ng (the sixth single-particle state in the ladder model) between the ground state and excited s = 0
states as a function of excitation energy expressed in the units of ladder spacing.
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Fig. 4. Schematic picture of lowest seniority states and possible decays in oxygen isotopes. Dotted arrows indicate the decays

blocked by seniority conservation.

the single-particle level spacing), Fig. 3, triangles, as
well as in the realistic case for spherical symmetry,
Fig. 2, the decrease in matrix elements is more
uniform and can be approximated on average by
an exponential function of excitation energy. This
indicates chaotization of motion even in the sector
with seniority s =0 [54]. Only a very few states

with relatively large matrix elements may carry pair-
vibrational features. As follows from the extended
shell-model analysis [55], the exponential tails of

PHYSICS OF ATOMIC NUCLEI

the strength functions are typical for many-body
quantum chaos [56]. The property of exponential
convergence was demonstrated in [28], and the ex-
trapolation based on this property was later used [57—
59] as a practical tool for getting reliable quantitative
results in shell-model calculations of intractable large

dimensions.
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Table 4. Seniority s = 0 and s = 1 states in oxygen iso-
topes (Energies and neutron decay widths are shown.
Results are compared to the known data. Ground-state
energies relative to the 16O core are given in bold. The rest
of the energies are excitation energies in a given nucleus)

A | J | E;MeV | T, keV | Eyp, MeV | Teyp, keV
16| 0 —-0.00 0 —0.00 0
17 | 5/2 | —3.94 0 —4.14 0
17 | 1/2 0.78 0 0.87 0
17 | 3/2 5.59 96 5.08 96
181 0 | —12.17 0 —12.19 0
19 | 5/2 | —15.75 0 —16.14 0
19 | 1/2 1.33 0 1.47 0
19 | 3/2 5.22 | 101 6.12 110
20| 0 | —23.41 0 —23.75 0
21 | 5/2 | —26.67 0 —27.55 0
21 | 1/2 1.38 0

21 | 3/2 4.60 63

22| 0 | —33.94 0 —34.40 0
23 | 1/2 | —35.78 0 —37.15 0
23 | 5/2 2.12 0

23 | 3/2 2.57 13

241 0 | —40.54 0 —40.85 0
25 | 3/2 | —39.82 14

25 | 1/2 2.37 0

25 | 5/2 4.98 0

26| 0 | —42.04 0

27 | 3/2 | —40.29 | 339

27 | 1/2 3.42 59

27 | 5/2 6.45 | 223

281 0 | —41.26 | 121

5. CONTINUUM EFFECTS

As the main interest of low-energy nuclear physics
is moving to nuclei far from the valley of stability, the
continuum effects become exceedingly important for
a unified description of the structure of barely stable
nuclei and corresponding nuclear reactions. The pair-
ing part of the residual interaction in some cases is
the main source of the nuclear binding; spectroscopic
factors and reaction amplitudes are also critically de-
pendent on pairing.
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As a demonstration of a realistic shell-model cal-
culation combining the discrete spectrum and the
continuum, we consider oxygen isotopes in the mass
region A =16 to 28. In this study, we use a uni-
versal sd-shell model description with semiempirical
effective interaction (USD)[25]. The model space in-
cludes three single-particle orbitals 1sy 5, 0ds o, and
0ds /o with corresponding single-particle energies of
—3.16, —3.95, and 1.65 MeV. The residual interaction
is defined in the most general form with the aid of
a set of 63 reduced two-body matrix elements in
pair channels with angular momentum L and isospin
T, <(j37’3,j4T4)LT|V|(j17’1,jQTQ)LT>, that scale with
nuclear mass as (A/18) 793,

In the discrete spectrum, the full shell-model
treatment is possible for such light systems. Aim-
ing at the study of the continuum effects, which
significantly increase the computational load, here
we truncate the shell-model space to include only
seniority s = 0 and s = 1 states. This method, “exact
pairing + monopole,” is known [29] to work well
for shell-model systems involving only one type of
nucleons (in the case of the oxygen isotope chain,
only neutrons and the interaction matrix elements
with isospin T' = 1 are involved). The two important
ingredients of residual nuclear forces are treated by
this method exactly: the monopole interaction that
governs the binding energy behavior throughout the
mass region, and pairing that is responsible for the
emergence of the pair condensate, renormalization of
single-particle properties, and collective pair vibra-
tions.

In the resulting simplified shell-model description,
the set of the original 30 two-body matrix elements in
the T =1 channel is reduced to 12 most important
linear combinations. Six of these are the two-body
matrix elements for pair scattering in the L = 0 chan-
nel describing pairing, and the other six correspond to
the monopole force in the particle—hole channel,

Vi =3 (2L +1)((j,5)L1V|(j.5)L1),  (32)
L0

where j and j’ refer to one of the three single-particle
levels.

We assume here that the 0ds/, orbital belongs to
the single-particle continuum and, therefore, its en-
ergy has an imaginary part. In this model, we account
for two possible decay channels |¢) for each initial
state |®), a one-body channel, ¢ = 1, and a two-body
channel, ¢ = 2. The one-body decay changes the se-
niority of the Odg/, orbital from 1 to O in the decay
of an odd-A nucleus and from 0 to | for an even-
A nucleus. The two-body decay with zero angular
momentum of the pair removes two paired particles
and does not change the seniority. The two channels
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lead to the lowest energy state of allowed seniority
in the daughter nucleus; transitions to excited pair-
vibrational states are ignored. This results in

1
e3/2(P) = €379 — 5043/2(E<b — EW)5/2

—iag)o(Bp — E®))P/,

(33)

where we assumed that one- and two-body decay pa-

rameters 'yj(c) are related as 735})2 = 7353)2/2 = 732 and

the particles are emitted in the d-wave with ¢ = 2. The
energy dependence of the widths near decay thresh-

olds E(© is very important; a o is the reduced width
parameter that differs from -3 5 by the absence of the
energy factor. Three states with the valence particle
at one of the single-particle orbitals can be identified
as the 5/2% ground state and 1/2% and 3/2" excited
states in the spectrum of 7O. Their energies rela-
tive to 160 correspond to the single-particle energies
in the USD model. Experimental evidence indicates
that the 3/27 state decays via neutron emission with
the width T'(17O) = 96 keV. This information allows
us to fix our parameter oz = I'(170)/(e3/2)%/? =
0.028 (MeV)~%/2. The other two states are particle-
bOLlrldy ’)/1/2 = ’)/5/2 =0.

With complex single-particle energies, the non-
Hermitian effective Hamiltonian for the many-body
system is constructed in a regular way [60, 61].
The Hamiltonian includes the Hermitian pairing and
monopole terms as well as the energy-dependent
non-Hermitian effective interaction through the open
decay channels, the structure of which is dictated
by unitarity [61]. Energy dependence is determined
by the proximity of thresholds [Eq. (33)]. We move
along the chain of isotopes starting from '60. In
this way, for each A the properties of the possible
daughter systems A — 1 and A — 2 are known. The
chain of isotopes under consideration is shown in
Fig. 4, which includes s =0 and s =1 states and
indicates possible decays. The decays indicated by
the dotted arrows are blocked in our model due to the
exact seniority conservation. Nonpairing interactions
in the full shell model mix seniorities, making these
decays possible. Since the effective Hamiltonian
depends on energy and all threshold energies have
to be determined self-consistently, we solve this
extremely nonlinear problem iteratively. We start from
the shell-model energies Fg . corresponding to a
nondecaying system. Then, the diagonalization of the
Hamiltonian at this energy allows us to determine
the next approximation to the complex energies £ =
E — (i/2)T that give the position and the width of a
resonance. This cycle is repeated until convergence,
which is usually achieved in less than ten iterations.
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The results of the calculations and comparison
with experimental data for oxygen isotopes are shown
in Table 4. Despite numerous oversimplifications re-
lated to seniority truncation, limitations on the con-
figuration mixing, and restrictions on possible decay
channels and final states, the overall agreement ob-
served in Table 4 is quite good. If experimental data
are not available, the results can be considered as
predictions. The main merit of this calculation is in
demonstrating the power and practicality of the EP
method extended to continuum problems. The same
calculation also predicts [62] the cross sections of the
processes related to the included channels, providing
the unified description of the structure and reactions
with loosely bound nuclei.

6. THERMAL PROPERTIES
A. BCS Approach

The properties of the dense spectrum of highly ex-
cited states are usually described in statistical terms
of level density, entropy, and temperature. The shell-
model analysis [19, 63] revealed a certain similarity
between many-body quantum chaos and thermal-
ization. In particular, the Fermi liquid approach to
the complex many-body system modeled as a gas of
interacting quasiparticles turns out to be applicable
not only in the vicinity of the Fermi surface, but even
at high excitation energy.

Here, we consider the thermalization properties of
the paired system. Related subjects have been re-
cently discussed in the literature by a number of au-
thors (see [64] and references therein). The BCS op-
erates with the quasiparticle thermal ensemble. The
expectation value for an occupancy of a given single-
particle state is

n=(a'a) = u?(afa) + v*(ad") + uwv(a'a’ + aa).
(34)

Under the assumption of the thermal-equilibrium
quasiparticle distribution, the last term in (34) dis-
appears, while the first and the second terms give

(ajol) =1—vs. (35)

(afay) = vj,

The occupation numbers for quasiparticles are de-
fined by the Fermi distribution with zero chemical
potential,

vi(T) = [L+exp(Be;)] ™", B =1/T,

and temperature-dependent quasiparticle energies

ej(T) = /(e — )2 + A3(T).

(36)

(37)
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The thermal evolution of the pairing gap A(T) is
determined by the self-consistent BCS equation with
the quasiparticle blocking factor included,

AT =Y 6 [1—vp(T) —vp(T)]A;(T)

2e;(T)
(38)

The occupation numbers of original particles are
given by

(39)

where the coherence factors v and v also depend
on temperature via e;(7"). (This discussion is closely
related to [65].) As a result, we obtain equations for
the gap (38) and chemical potential using Eq. (39)
at a given external temperature 7' that governs the
quasiparticle distribution.

nj = u?uj + UJQ-(I - vj),

B. Statistical Spectroscopy of Pairing

The form of the pairing Hamiltonian allows for a
relatively simple calculation of its spectroscopic mo-
ments. In this section, we limit our consideration to
the zero seniority block of a ladder system of total
capacity Q with doubly degenerate orbitals; the gen-
eralization for more realistic cases is straightforward.
In the ladder system, the diagonal matrix elements
simply renormalize single-particle energies. It is con-
venient to set the chemical potential to zero and use
variables €1 = €1 — G11/2 following Eq. (20). We also
denote the off-diagonal pairing matrix elements as
Gio = (1 = 612)G1a.

The centroid of the distribution is determined by
the single-particle spectrum,

(E)) = Ne. (40)

Here, the double brackets imply averaging over
all many-body states, while the overline means av-
eraging over single-particle states according to the
definition

Gk = Zu(ch). (41)

The second moment of the distribution, the variance,
is a sum in quadratures of the single-particle width
and the width due to pairing,
2N(Q2— N
o = (B — () = N

S D
X <(5 -2+ —Q2> .
4
The third moment, the skewness, indicates deviations
from the normal distribution. It is given by

(43)

(42)
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All odd central moments are asymmetric in G and
thus vanish for G = 0. The skewness is also a special
case since in the ladder system it does not depend
on single-particle energies. For attractive pairing, the
skewness is always negative, indicating a longer tail
of the distribution towards lower energies. This sup-
ports the pairing character of the low-lying states that
due to their collective nature are pushed further down
from the centroid of the distribution.

The density of states p(E) allows for a thermody-
namical determination of the temperature,

1 0

= o In(p(E))
Despite the presence of higher moments, the density
of states of paired systems, as in a more general
class of two-body Hamiltonians [19], can be closely
approximated by a Gaussian distribution. An actual
distribution p(E) is shown in Fig. 5. Assuming a
Gaussian distribution with the mean value (40) and
the width o, Eq. (42), the temperature as a function of
energy can be found [19] using (44),

J2

(E) —E

The negative-T branch is an artifact of the finite
Hilbert space.

The Gaussian distribution gets distorted when the
pairing becomes strong and the low-lying states be-
come very collective. A minor manifestation of this
collectivity is seen in Fig. 5b for G = 1. As G grows,
the deviations from the Gaussian shape become more
transparent, clearly revealing the seniority structure,
as seen in Fig. 6.

(44)

T(E) = (45)

C. Quasiparticle Temperature

As was discussed in detail in [19, 63], there is no
unique definition of temperature in a self-sustaining
isolated mesoscopic system. Complementary to the
thermodynamic (microcanonical) definition of the
previous subsection, we can find the effective value
of temperature for each individual many-body state
by fitting the occupation numbers found in the EP
solution to those given by the thermal ensemble
[Eq. (39)]. We can refer to this assignment as a mea-
surement with the aid of a quasiparticle thermometer
and denote the resulting temperature as 7.

The correspondence between excitation energy
and quasiparticle temperature 7 for each eigenstate
in the 12-level model is presented in Fig. 7. The
scattered points clearly display a regular trend to
thermalization in agreement with the hyperbolas pre-
dicted by Eq. (45). Although the thermodynamic and
quasiparticle temperatures are well correlated (Fig. 8)
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Fig. 5. Density of states as a function of energy is shown by the histogram. The solid curve indicates the Gaussian distribution
with the parameters determined by Egs. (40) and (42). Both panels refer to hali-occupied systems. Panel (@) for the 12-level
system with G = 0.5 displays an overall good Gaussian fit, while the deviations are clearer in panel (o), where the density of
states is plotted on a log scale for a 14-level system with stronger pairing, G = 1. Here, the effect of negative skewness is
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visible, as well as the presence of the gap. The unit of energy is set by the single-particle level spacing in the ladder.

P(E)
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-G=3,Q=28
160

4

ﬁL

s=0

S
N s=2
T T

=

f

T 1 1
-80 -40

120
E

40

Fig. 6. Density of states in the half-occupied system with = 28 and pairing strength G = 3. The strong pairing dominates
the single-particle structure, resulting in peaks of the level density that correspond to the quasispin families of the degenerate
model. The 14-level equally spaced single-particle ladder structure is assumed with spacing setting the unit of energy.

their numerical scales are different, 7'~ 2.57 . Fur-
thermore, the concept of quasiparticle thermalization
is meaningful only for relatively weak pairing, where
large fluctuations due to the proximity of the phase
transition are present. The quality of thermalization
deteriorates as stronger pairing makes the dynamics
more and more regular. The inability of the strongly
paired system to fully thermalize the dynamics was
demonstrated earlier [54]. The role of nonpairing

PHYSICS OF ATOMIC NUCLEI

interactions is essential for equilibration. But the
failure of the single-particle thermometer to reflect
correctly the spectral evolution in the limit of very
strong interaction is a general feature [19, 63].

D. Pairing Phase Transition

In Fig. 9, the pairing gap is plotted as a function
of quasiparticle temperature. The gap was calculated
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Fig. 7. Excitation energy and quasiparticle temperature 7 of individual states in the half-occupied, 12-level ladder model. The
solid line shows the energy—temperature relation from Eq. (45), assuming scaling T' &~ 2.57 . All quantities are expressed in
the units of energy set by the single-particle ladder spacing.
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Fig. 8. Comparison of thermodynamic and quasiparticle temperatures for the hali-occupied, 12-level ladder model. Three
panels correspond to pairing strengths G = 0.5, 0.7, and 1.0. The unit of energy is set by the ladder spacing. The regular
trends in scattered points confirm approximate thermalization with temperature ratio T' &~ 2.57 . The agreement deteriorates

for stronger pairing.

using Eq. (38) with the quasiparticle temperature
replacing the BCS external temperature parameter.
This makes the consideration consistent with the
occupancies given by Egs. (36) and (39). The half-
occupied, 12-level ladder model was again used for
this example. The choice of a larger system not only
results in the increased number of s = 0 states, but,
more importantly, reduces the particle-number fluc-
tuations that can disrupt the fitting procedure, espe-
cially in the pairing phase transition region.

Figure 9 demonstrates the phase transition from
the paired state at lower temperature (or excitation
energy) to a normal state at higher temperature.
Few low-lying states have a considerable pairing
gap, whereas the gap disappears in sufficiently ex-

PHYSICS OF ATOMIC NUCLEI

cited states. The invariant entropy [66] can be an
alternative method for visualizing the phase tran-
sition [54, 67]. This quantity is basis-independent
and reflects the sensitivity of a particular eigenstate
to the changes in a parameter of the many-body
Hamiltonian, here, the pairing strength G. The peak
in the invariant entropy points out the location of
the pairing phase transition as a function of G' and
excitation energy E of a particular state. However,
it is important to note that the phase transition
pattern is strongly influenced [19, 63] by other parts
of residual interaction.
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Fig. 9. Pairing gap as a function of quasiparticle temperature in the 12-level model (spacing sets the unit of energy) with pairing

strength G = 0.5 and 0.7.

7. NEW THEORETICAL PERSPECTIVES

A. Hartree—Fock Approximation Based on the Exact
Pairing Solution

Instead of the normal Fermi occupation picture
with a Slater determinant as a trial many-body func-
tion for the mean-field approximation, the EP solu-
tion with its specific single-particle occupancies pro-
vides a new starting point for the consistent consider-
ation of other parts of the residual interaction. In this
subsection, we illustrate this point with the help of
Belyaev’s [68] pairing plus quadrupole (P + @) model
Hamiltonian for a single-j level,

H=—GL'L= 3% My Mo, (46)
where the multipole operators are defined as
Mie= S (-1 [/ 7 ) dlas.
mi1mso —mi1 K My
(47)

Only the ratio x/G of the strength of quadrupole—
quadrupole interaction to the pairing strength is im-
portant since the energy scale can be fixed so that
G=1.

In the pure pairing limit, x = 0, the degenerate
pairing model is recovered with the ground-state en-
ergy (2 =25+1)

N
E:GZ(Q—N—l—Q). (48)
Pairing correlation energy in the BCS with constant
pairing is given by A2/G. For the exact solution, we
define the correlation energy as the ground-state ex-
pectation value of the pairing part of the Hamiltonian

PHYSICS OF ATOMIC NUCLEI

with the monopole contribution subtracted. In the
degenerate case,
N
Eeorr = GZ(Q —N). (49)
The opposite limit with no pairing can be treated
by making a transition to a deformed mean field in
the Hartree approximation [69]. For axially symmetric
deformation, the expectation value of the quadrupole
moment is

Mag) = m 50
(Mao) ; JOE D@ 0) (50)
in terms of the occupation numbers n,,, = (afﬂam> in

the intrinsic frame with the z axis oriented along the
symmetry axis. In this case,

(Ma_g) = (Mag) =0. (51)

The deformed single-particle energies in the body-
fixed frame can be obtained via the usual seli-
consistency requirement,

_ . 2Bm =+ 1)
= ooy

The energy minimum for an even-N system cor-
responds to the Fermi occupation of the N/2 low-
est pairwise degenerate orbitals |m|=1/2,3/2,...,
(N —1)/2 for prolate or |m|=yj,j—1,...,j—
(N —2)/2for oblate shape. The corresponding quad-
rupole moment is then given by

1 N(Q*-N?)

(52)

€m

Ma) =3~
for prolate deformation and
(Man) = 1 N(2Q — N)(Q— N) (54)

2.,/ - 1)(Q2 —4)
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for oblate deformation. Deformation energy is quad-
ratic in (Myp), so that the oblate deformation is pre-
ferred for N < /2 and the prolate one for N > Q/2.
In the special case of a half-occupied system, the de-
formation energies corresponding to oblate and pro-
late shapes become equal.

The full problem is driven by the competition be-
tween pairing and deformation. While deformation
tends to split the single-particle energies (Nilsson
orbitals), Eq. (52), the pairing can resist such a shape
transition by creating a particle distribution unfavor-
able for deformation. In the single-j model, these
effects have been discussed by Baranger and Ku-
mar [69] with the help of the BCS and the Hartree
approximation. However, as demonstrated earlier, the
BCS may be unreliable in the transitional region. The
use of the projected HFB and the resulting improve-
ment against traditional HFB for a similar single-j
model have recently been discussed in [70]. Our goal
here is to supplement the Hartree treatment with the
exact pairing solution.

Similar to the Hartree + BCS approach in[69], we
look for a self-consistent solution, where the occu-
pation numbers in the deformed basis agree with the
exact solution to the pairing problem [71]. Prior to
calculations, one can estimate the ratio x/G corre-
sponding to the BCS phase transition. Assuming for
example an oblate shape with N < Q/2, we have the
Fermi energy at m = j — (N — 2)/2 with the den-
sity of single-particle states found approximately as
vp = 2/(€m—1 — €m), Which for a half-occupied sys-
tem leads to

(X/G)erit = 3.62. (59)

In Fig. 10, we present the results for a model with
j = 19/2. The particle number N = 8 was selected to
avoid an exactly half-occupied shell when particle—
hole symmetry and oblate-to-prolate shape change
lead to special features that are of no interest for our
goal. For this model, the transition from spherical to
deformed shape takes place at x/G =~ 70 [Eq. (55)].
The pairing correlation energy shown in Fig. 10a as
a function of x/G starts near x/G = 0 with a value
prescribed by the degenerate model. As the relative
strength of the quadrupole—quadrupole interaction
increases, the deformation inhibits pairing. However,
in Fig. 10a, we see a key difference between the BCS
and exact treatment. Within the BCS, the pairing
correlation energy goes to zero quite sharply once the
system becomes deformed. In contrast, the exact so-
lution finds that pairing correlations decay very slowly
and extend far into the deformed region. In Fig. 106,
the expectation value of (Myy) is shown as a function
of x/G. In the pairing limit x /G — 0, the deformation
is zero, whereas in the deformed limit the value (Mag)
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is expressed via Eq. (54) or (53). Here again, the exact
treatment produces a softened and extended phase
transition.

The Hartree approximation ignores another im-
portant effect relevant to our consideration, namely,
the contribution of the exchange terms to the pairing
channel. This contribution is particularly strong in
small systems and leads to an additional enhance-
ment of the pairing strength G — G + 2x/Q? [72].
The results of Hartree—Fock + EP calculations that
include this additional term are shown in Fig. 11.
Due to the exchange term, pairing correlations never
disappear. The presence of pairing correlations in
a pure quadrupole—quadrupole Hamiltonian is also
confirmed by an exact solution in the full shell-model
diagonalization [72]. The BCS treatment, however,
fails to reproduce this effect.

B. New Random Phase Approximation

Here we show how the RPA-like approximation
can be developed starting from the exact solution of
the pairing problem. There are two main types of
RPA used in the literature (and a variety of close
approaches distinguished by the details of the formal-
ism), the RPA based on the vacuum of noninteracting
particles or that of the BCS, or HFB, quasiparticles
(the so-called QRPA). We will try to describe col-
lective vibrations generated by the residual interac-
tion on top of the exact ground state of the pairing
problem. The formalism of the generalized density
matrix [73, 74] seems to be suitable for this purpose.

The generalized density matrix (GDM) is the set
of the operators

(56)

acting in the full Hilbert space of a many-body sys-
tem; this set at the same time forms a matrix labeled
by single-particle subscripts (1, 2). We do not perform
any canonical transformation to the quasiparticle op-
erators and therefore work invariably within a system
of a certain particle number. The one-body observ-
ables as operators in many-body space are traces of
the GDM operator over single-particle indices,

Q=>d = Q=) gqualay=1r(gR).
a 12 (57)

With the Hamiltonian of the system taken as a sum
of independent particle energies in the mean field, €7,
and the general residual two-body interaction V.34,
the exact operator equations of motion for the GDM
can be symbolically written as

[R,H] = [Sv R],

_ .t
Ris = ayaq

(58)
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Fig. 10. Comparison of pairing correlation energy (a) and quadrupole deformation (b) for Hartree + BCS and Hartree + EP
treatments of the P 4+ @ model for a single-j level, j = 19/2, and N = 8 particles.
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Fig. 11. Comparison of pairing correlation energy and quadrupole deformation; in contrast to Fig. 10, the exchange
contribution from the quadrupole—quadrupole interaction to the pairing channel is included.

where S is the generalized self-consistent field oper-
ator (a linear functional of the GDM),

S=e+W{R}, Wu{R}= Z Vi2;34R32, (99)
23

and the interaction matrix elements are antisym-
metrized.

Now, we assume that the Hamiltonian contains
the pairing part (1) as well as other residual interac-
tions, H = H,, + H'. Correspondingly, we can set

R=R°+ R, (60)
W =W{R°},

W =W°+W,
W' = W{R'}.

PHYSICS OF ATOMIC NUCLEI

The assumption of the exact solution of the pairing
problem means that we found the occupancies, R°,
and the pairing potential, W°, satisfying

[R°, H,] = [e + W°,R°]. (61)

This stage of the solution provides the states |s, a)
with seniority s and energy F,, where a numbers the
states within the subset of certain seniority; if needed,
we also can explicitly indicate rotational quantum
numbers J, and M,. The remaining part R’ of the
GDM should satisfy

(R, H,)| + [R°,H') + [R, H']
= W/, R°] + e + W°, R + W', R.

(62)

Vol. 66 No. 10 2003



1798

The commutators in such expressions are to be un-
derstood as, for example,

(W, R = (W3R, — Ri3Wsy).
3

(63)

This is the point where we can make RPA-like ap-
proximations.

For definiteness, we consider the transitions from
the paired states s = 0, J = 0 to the states with s = 2,
J # 0 in the next sector. We are looking for a col-
lective mode that is related to such excitations. This
means that there exist states, in our case coherent
combinations of excited states with certain J, that
have large off-diagonal matrix elements of excitation
by a one-body multipole operator from the ground
state. The latter can in turn be renormalized by the
collective mode. Let us characterize this branch of
the spectrum with the help of collective coordinates
« and conjugate momenta 7 (we omit in this sym-
bolic derivation their quantum numbers of angular
momentum and its projection). These variables are
Hermitian quantum operators that satisfy the com-
mutation relation [«, 7] =i so that no procedure of
subsequent requantization is needed. The collective
Hamiltonian of the mode can be written as

H’:%CU2+——W2+.”, (64)
where the scalar contraction of the tensor operators is
implied and the dots include high-order anharmonic
terms important for the soft mode [75, 76].

We are looking for the operator solution of Eq. (62)
in the form of an expansion in collective operators «
and ,

Riy=rya+r5m+ ... (65)
and
Wi, = w0 + w7+ (66)

where the superscripts (n,m) refer to the compo-
nent containing n collective coordinate and m collec-
tive momentum operators. The dots again denote the
higher order parts, n +m > 1, symmetrized in due
way [75, 76]. The collective operators producing the
transition in many-body space are written explicitly,
whereas the coefficients (2™ and w{2™ are the c
numbers to be found as single-particle amplitudes
of the coherent superposition that forms a collec-
tive mode. The operator expansion (65), (66) does
not assume the smallness of anharmonic effects—
we merely decompose the problem in various operator
structures. In the present context, we limit ourselves
to the harmonic part, although it can be used [75, 76]
for situations of strong anharmonicity as well.

The operator R, by definition (56), has seniority
selection rules |As| =2. We take in the operator
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Eq. (62) matrix elements (0|c) between the ground
state |0) and the collective state |c) in the adjacent
sector s = 2 with angular momentum corresponding
to that of collective operators « and 7. Now, we eval-
uate the matrix elements of various terms in Eq. (62)
aiming at the segregation of terms linear in « and .
The first term on the left-hand side gives, according
to Eq. (65),
(10)

[Rig, Hy) = (ES — E)(r a4+ r307m).  (67)

Here, the barred energies are the centroids of the
energy distribution of the actual ground state and
the one-phonon state in the sectors s = 0 and s = 2,
respectively. The second term on the left in Eq. (62)
does not have the required matrix elements, where-
as in the commutator [R’, H'| we need to perform
commutation explicitly using the assumed form of the
collective operators (65)—(67),

Ry, H') = Zriyw — iCrya.(68)

The situation with the terms [W°, R’ and [W’, R°|
is more complicated. Within each sector of given s,
the pairing solution GDM R° has not only diagonal
but also off-diagonal elements between the eigen-
states of H,. As shown in Figs. 2 and 3, very few pair-
vibrational states have significant off-diagonal matrix
elements of this type. For our illustrative purposes,
here we neglect the off-diagonal terms within a given
sector and take into account only diagonal elements
of R° and W°. The neglected contributions corre-
spond to the anharmonic admixtures of pair vibra-
tions to multipole modes and can be easily included
in the consideration. Because of the specific charac-
ter of the monopole pairing interaction, the matrix
elements of R° and W*° are diagonal over single-
particle subscripts as well. Higher order structures in
the collective Hamiltonian and in the GDM, as well
as terms generated by the commutator [W’, R'], do
not contribute to matrix elements linear in a and =
and with the selection rule As = 2. But, similar to
Eq. (67), the commutators with R° and W° bring in
the differences of the single-particle occupancies and
pairing potentials averaged over the states contribut-
ing to the collective mode.

As a result, we come to the coupled equations
for the coordinate and momentum RPA amplitudes
(these contributions can be distinguished by their
behavior under time-reversal operation in the sector
with J # 0):

r01 —iCrS) = [Aa(e) — mi(0)]wly),  (69)

1
9000 + £y = [a() — m Oy, (70)
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Here, the generalized frequencies are introduced,

ngzEg—E8+€2—€1+Wg—W5. (71)

This set of equations leads to a formal solution, anal-

ogous to that in the conventional RPA,
10) _ [2(c) —n1(0)] 10) | . (01
My = e Qg +iCuiy), (72)
12

P00 _ 1200 = O] ¢ o0 Zull), (73)

20, —W?
where the unknown collective frequency is w =
(C/B)>.

The collective elements of the GDM are to be
found from the integral Eqgs. (72) and (73) with
the specific choice of the residual interaction self-
consistently generating the field W’ [Eq. (60)]. This
can be done explicitly in the case of the factoriz-
able multipole—multipole force; the frequency w and
correct normalization of the mode are also obtained
in this process similar to the standard procedure in
terms of the barred quantities. Having at our disposal

the phonon amplitudes r%o) and r%l), we can self-

consistently find the barred quantities averaged over
the collective wave functions. This procedure, which
reminds one of the thermal RPA built on the equi-
librium density matrix but with occupation numbers
and mean-field corrections defined by the interaction
rather than by an external heat bath, can be performed
in an iterative manner. The cranking description for
the deformed nucleus can also be reformulated in the
same spirit; it is interesting to note that the pure EP
solution predicts [54] an yrast-line with the moment
of inertia close to the rigid-body value.

8. CONCLUSION

The pioneering work by Belyaev [8] carried out a
detailed analysis of pairing phenomena in nuclei. Ap-
plying the BCS techniques in the nuclear shell-model
environment, he demonstrated the effects of pairing
on various nuclear properties, including the ground-
state structure, single-particle transitions, collective
vibrations, onset of deformations, and rotations. It
was shown that the Cooper phenomenon in systems
with a discrete single-particle spectrum does require,
in contrast to large systems, a certain strength of the
pairing interaction. The drawbacks of the BCS ap-
proximation, related to the particle-number violation
and the sharp disappearance of pairing correlations at
the phase transition point, were also pointed out.

The development started with Belyaev’s work and,
supported by similar studies [77, 78], was continued
throughout the next forty years. Now, the pairing
problem is alive and well, being one of the main
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chapters of modern nuclear physics and mesoscopic
physics in general. The interest in pairing is con-
stantly revived by the accumulation of data and espe-
cially by the advances towards nuclei from stability,
where the pairing is a key tool that determines the
binding of a system and its response to the excitation.
At this point, it becomes increasingly important to
get rid of the shortcomings of the BCS approximation
and unify the description of the structure and reac-
tions.

We presented a way of solving the pairing problem
essentially along the lines similar to that of Belyaev’s
paper, replacing the BCS approximation by the exact
solution simplified by the seniority symmetry. As a
magnifying glass, this solution reveals and fixes the
weak points of the standard approach. We saw the
importance of the exact treatment for the ground
state, low-lying excitations, coupling through the
continuum, and spectroscopic factors associated with
single-particle removal and pair emission (transfer)
reactions. We could also discuss on the new basis the
global properties of the spectrum, thermalization, and
the phase transition region. In many cases, this exact
treatment of pairing is in practice simpler than solving
the BCS equations with necessary corrections.

Certainly, the pairing problem is only a part of the
physics of strongly interacting self-sustaining sys-
tems. Other interactions, with their own coherent and
chaotic features, should be included in the considera-
tion. We gave preliminary answers to the questions of
further approximations necessary for the cases when
the full problem does not allow for a complete solu-
tion. New generalizations of the mean-field approach
and random-phase approximations can be developed
on the background of the exactly found paired state.
The interplay of pairing and other residual interac-
tions can be an exciting and practically important
topic of future studies.

The inspiring influence of Belyaev’s ideas is grate-
fully acknowledged by the authors, who belong to the
first and third generation of his pupils.
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From the Bose—Einstein to Fermion Condensation”

M. Ya. Amusia''?), A. Z. Msezane®, and V. R. Shaginyan® "™
Received January 27, 2003

Abstract—The appearance of the fermion condensation, which can be compared to the Bose—Einstein
condensation, in different Fermi liquids is considered; its properties are discussed; and a large amount of
experimental evidence in favor of the existence of the fermion condensate (FC) is presented. We show that
the appearance of FC is a signature of the fermion condensation quantum phase transition (FCQPT),
which separates the regions of normal and strongly correlated liquids. Beyond the FCQPT point, the
quasiparticle system is divided into two subsystems, one containing normal quasiparticles and the other,
FC, localized at the Fermi level. In the superconducting state, the quasiparticle dispersion in systems
with FC can be represented by two straight lines, characterized by effective masses M- and M;" and
intersecting near the binding energy Ey, which is of the order of the superconducting gap. The same
quasiparticle picture and the energy scale Fy persist in the normal state. We demonstrate that fermion
systems with FC have features of a “quantum protectorate” and show that strongly correlated systems
with FC, which exhibit large deviations from the Landau Fermi liquid behavior, can be driven into the
Landau Fermi liquid by applying a small magnetic field B at low temperatures. Thus, the essence of
strongly correlated electron liquids can be controlled by weak magnetic fields. A reentrance into the strongly
correlated regime is observed if the magnetic field B decreases to zero, while the effective mass M* diverges
as M* o 1/v/B. The regime is restored at some temperature T* o v/B. The behavior of Fermi systems
that approach FCQPT from the disordered phase is considered. This behavior can be viewed as a highly
correlated one, because the effective mass is large and strongly depends on the density. We expect that
FCQPT takes place in trapped Fermi gases and in low-density neutron matter, leading to stabilization of
the matter by lowering its ground-state energy. When the system recedes from FCQPT, the effective mass
becomes density independent and the system is suited perfectly to be conventional Landau Fermi liquid.

© 2003 MAIK “Nauka/Interperiodica”.

1. INTRODUCTION

This paper is dedicated to the eightieth birthday of
S.T. Belyaev, whose contribution to modern theoret-
ical physics is enormous indeed. His interest in and
deep understanding of different domains of physics,
including the experimental one, is very impressive.
Always on the front line of scientific research, he is
a source of inspiration for mature physicists and an
excellent role model for the beginners. We sincerely
wish Belyaev long healthy years to come.

Experimental and theoretical explorations of Bose
systems below the temperatures of Bose—Einstein
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condensation have entailed great difficulties. Among
the pioneers of the theoretical studies is Belyaev, in
whose papers a solid base for taking into account the
interaction among bosons at low temperatures has
been established [1, 2].

In a system of interacting bosons at temperatures
lower than the temperature of Bose—Einstein con-
densation, a finite number of particles are concen-
trated in the lowest level. In the case of a noninteract-
ing Bose gas at zero temperature, 7' = 0, this number
is simply equal to the total number of particles in
the system. In a homogeneous system of noninter-
acting bosons, the lowest level is the state with zero
momentum, and the ground-state energy is equal
to zero. For a noninteracting Fermi system, such a
state is impossible, and its ground-state energy Fg
reduces to the kinetic energy and is proportional to
the total number of particles. Imagine an interacting
system of fermions with a pure repulsive interaction.
Let us increase its interaction strength. As soon as
it becomes sufficiently large and the potential energy
starts to prevail over the kinetic energy, we can expect
the system to undergo a phase transition when a finite
number of the Cooper-like pairs with an infinitely

1063-7788/03/6610-1802$24.00 © 2003 MAIK “Nauka/Interperiodica”
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small binding energy can condense at the Fermi level.
Such a state resembles the Bose—Einstein conden-
sation and can be viewed as fermion condensation.
This phase transition leads to the onset of the fermion
condensate (FC) and separates a strongly interacting
Fermi liquid from a strongly correlated one. Low-
ering the potential energy, the fermion condensa-
tion decreases the total energy. Unlike the Bose—
Einstein condensation, which occurs even in a system
of noninteracting bosons, the fermion condensation
can take place if the coupling constant of the interac-
tion is large or the corresponding Landau amplitudes
are large and repulsive.

One of the most challenging problems of modern
physics is the structure and properties of systems with
large coupling constants. It is well known that the
theory of liquids with strong interaction is close to the
problem of systems with a large coupling constant.
The first solution to this problem was offered by the
Landau theory of Fermi liquids, later called “nor-
mal,” by introducing the notion of quasiparticles and
parameters that characterize the effective interaction
among them [3]. The Landau theory can be viewed as
the low-energy effective theory in which high-energy
degrees of freedom are removed at the cost of intro-
ducing the effective interaction parameters. Usually,
it is assumed that the stability of the ground state of
a Landau liquid is determined by the Pomeranchuk
stability conditions: the stability is violated when even
one of the Landau effective interaction parameters is
negative and reaches a critical value. Note that the
new phase, new ground state, at which the stability
conditions are restored, can in principle again be de-
scribed within the framework of the same theory.

It has been demonstrated, however, rather re-
cently [4] that the Pomeranchuk conditions cover
not all possible instabilities: one of them is missed.
[t corresponds to the situation when, at the temper-
ature T = 0, the effective mass, the most important
characteristic of Landau quasiparticles, can become
infinitely large. Such a situation, leading to profound
consequences, can take place when the correspond-
ing Landau amplitude being repulsive reaches some
critical value. This leads to a completely new class of
strongly correlated Fermi liquids with FC [4, 5], which
is separated from that of a normal Fermi liquid by
the fermion condensation quantum phase transition
(FCQPT)[6].

In the FCQPT case, we are dealing with the
strong coupling limit, where an absolutely reliable
answer cannot be given on the bases of a pure
theoretical first-principles foundation. Therefore, the
only way to verify that FC occurs is to consider
experimental facts that can be interpreted as con-
firming the existence of such a state. We believe that
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these facts are seen in some features of those two-
dimensional (2D) systems with interacting electrons
or holes which can be represented by doped quantum
wells and high-T, superconductors. Considering the
heavy-fermion metals, the 2D systems of 3He, the
trapped neutrons, and Fermi gases, we will show that
FC can also exist in these systems.

The goal of our paper is to describe the behavior of
Fermi systems with FC and to show that the existing
data on strongly correlated liquids can be well under-
stood within the theory of Fermi liquids with FC. In
Section 2, we review the general features of Fermi
liquids with FC in their normal state. Section 3 is
devoted to consideration of the superconductivity in
the presence of FC. We show that the superconduct-
ing state is totally transformed by the presence of FC.
Forinstance, the maximum value A of the supercon-
ducting gap can be as large as A; ~ 0.1ef, while for
normal superconductors one has A; ~ 10~3¢f. Here,
er is the Fermi level. In Section 4, we describe the
quasiparticle’s dispersion and its line shape and show
that they strongly deviate from the case of normal
Landau liquids. In Section 5, we apply our theory to
explain the main properties of heavy-fermion metals.
We demonstrate that it is possible to control the main
properties, or even the essence, of strongly correlated
electron liquids by weak magnetic fields. Section 6
deals with the possibility of FCQPT in different Fermi
systems, such as 2D systems of electrons and 2D 3He
liquids, neutron matter at low density, and trapped
Fermi gases. In Section 7, we describe the behavior of
Fermi systems which approach FCQPT from the dis-
ordered phase. In the vicinity of FCQPT, this behavior
can be viewed as a highly correlated one, because the
effective mass is large and strongly depends on the
density. Finally, in Section 8, we summarize our main
results.

2. NORMAL STATE OF FERMI LIQUIDS
WITH FC

Let us start by explaining the important points
of the FC theory, which is a special solution of the
Fermi liquid theory equations [3] for the quasiparticle
occupation numbers n(p, T'),

S(F —uN)
o T) =¢e(p,T) — (T) (1)
. nl_n(paT) —
= ="

which depends on the momentum p and temperature
T. Here, FF = FE — TS is the free energy, S is the
entropy, and p is the chemical potential, while
_ 0E[n(p,T)]

e(p,T) = on(p, T) (2)
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is the quasiparticle energy. This energy is a functional
of n(p,T), just like the total energy Eln(p,T)], en-
tropy S[n(p,T)], and other thermodynamic functions.
The entropy S[n(p, T)] is given by the familiar expres-
sion

S[n(va)] = _Z [n(va) lnn(p, T)

+(1 =n(p, 7)) In(1 —n(p,T))],

which stems from purely combinatorial considera-
tions. Equation (1)is usually presented as the Fermi—

Dirac distribution
—1
n(p,T):{l—i—eXp {%]} . (3)

At T — 0, one gets from Egs. (1) and (3) the stan-
dard solution np(p, T — 0) — 6(pr — p), with e(p ~
pr) — i = pr(p — pr) /M|, where p is the Fermi mo-
mentum and M is the Landau effective mass [3]:
1 1de(p, T =0)
T (4)
It is implied that M| is positive and finite at the
Fermi momentum pg. As a result, the T-dependent
corrections to M, to the quasiparticle energy e(p),
and to other quantities start with 72 terms. But this
solution is not the only one possible. There exist also
“anomalous” solutions to Eq. (1) associated with the
so-called fermion condensation [4, 7]. Being continu-
ous and satisfying the inequality 0 < n(p) < 1 within
some region in p, such solutions n(p) admit a finite
value for the logarithm in Eq. (1) at 7" — 0, yielding
SE[n(p)]
c(p) — -
AtT =0, Eq. (5) determines the FCQPT, possessing
solutions at some density x = zrc as soon as the
effective interfermion interaction becomes sufficiently
strong [7, 8]. For instance, in an ordinary electron
liquid, the effective interelectron interaction is pro-
portional to the dimensionless average interparticle
distance rs = ro/ap, with ro ~ 1/pp being the aver-
age distance and ap the Bohr radius. When fermion
condensation can take place at r4 > 1, it is considered
to be in a low-density electron liquid [8].
Equation (5) leads to the minimum value of E, as
a functional of n(p), when a strong rearrangement
of the single-particle spectra can take place in the
system under consideration. We see from Eq. (5)
that the occupation numbers n(p) become variational
parameters: the FC solution appears if the energy
E can be lowered by alteration of the occupation
numbers n(p). Thus, within the region p; < p < py,
the solution n(p) = np(p) + dn(p) deviates from the

pi<p<ps. (5
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Fermi step function np(p) in such a way that the
energy £(p) stays constant, while outside this region
n(p) coincides with np(p). It is essential to note that
the general consideration presented above has been
verified by inspecting some simple models. As a re-
sult, it was shown that the onset of the FC does lead
to lowering of the free energy [7, 9].

[t follows from the above consideration that the
superconductivity ~ order  parameter  k(p) =

v/n(p)(1 —n(p)) has anonzero value over the region

occupied by FC. The superconducting gap A(p),
being linear in the coupling constant of the particle—
particle interaction V' (p1, p2), increases the value of
T, because one has 2T, ~ Ay [9] within the standard
Bardeen—Cooper—Schrieffer (BCS) theory [10]. As
shown in Section 3, if the superconducting gap is
nonzero, Ay # 0, the FC quasiparticle effective mass
becomes finite. Consequently, the density of states at
the Fermi level becomes finite and the quasiparticles
involved are delocalized. On the other hand, even
at T =0, Ay can vanish, provided the interparticle
interaction V(p1,p2) is either repulsive or absent.
Then, as seen from Eq. (5), the Landau quasiparticle
system becomes separated into two subsystems. The
first contains the Landau quasiparticles, while the
second, related to FC, is localized at the Fermi surface
and is formed by dispersionless quasiparticles. As a
result, beyond the point of the FC phase transition,
the standard Kohn—Sham scheme for the single-
particle equations is no longer valid [11]. Such a
behavior of systems with FC is clearly different from
what one expects from the well-known local-density
approach. Therefore, this in generally a very powerful
method is hardly applicable to the description of
systems with FC. It is also seen from Eq. (5) that
a system with FC has a well-defined Fermi surface.

Let us assume that, with the decrease in the den-
sity or growth of the interaction strength, FC has
just taken place. It means that p; — p; — pr, and
the deviation dn(p) is small. Expanding the functional
E[n(p)] in a Taylor series with respect to dn(p) and
retaining the leading terms, one obtains from Eq. (5)
the following relation:

= () = p) + [ Flp.p)in(on) g 6

pi <p < py,

where Fi (p,p1) = 62E/én(p)én(p1) is the Landau
effective interaction. Both quantities, the interaction
and the single-particle energy £¢o(p), are calculated
at n(p) = ng(p). Equation (6) acquires nontrivial so-
lutions at some density x = zpc, and FCQPT takes
place if the Landau amplitudes depending on the den-
sity are positive and sufficiently large so that the po-
tential energy is greater than the kinetic energy. Then,
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the transformation of the Fermi step function n(p) =
0(pr — p) into the smooth function defined by Eq. (5)
becomes possible [4, 7]. It is seen from Eq. (5) that
the FC quasiparticles form a collective state, since
their energies are defined by the macroscopic number
of quasiparticles within the momentum region p;—p;.
The shape of the excitation spectra related to FC is
not affected by the Landau interaction, which, gen-
erally speaking, depends on the system’s properties,
including the collective states, impurities, etc. The
only thing determined by the interaction is the width
of the FC region p;—py, provided the interaction is
sufficiently strong to produce the FC phase transition
at all. Thus, we can conclude that the spectra related
to FC are of a universal form, being dependent, as we
will see below, mainly on temperature T'if T > T, or
on the superconducting gap at T < T...

According to Eq. (1), the single-particle excita-
tions e(p,T") within the interval p;—py at T. < T <
Ty arelinearin T', which can be simplified at the Fermi
level [12]. One obtains by expanding In(...) in terms

of n(p)
£(pT) — u(T) = Tln 1‘—”57’) (7)

n(p
1 —2n(p)

=W

P=pr
Here, T is the temperature above which FC effects
become insignificant [9],

ﬂwp%_p’zw_QFC (8)
EF QMEF QF'

In this formula, M denotes the bare electron mass,
Qpc is the FC volume, ep is the Fermi energy, and
Qp is the volume of the Fermi sphere. We note
that, at T, < T < T, the occupation numbers n(p)
are approximately independent of T, being given by
Eq. (5). According to Eq. (1), the dispersionless
plateau e(p) = p is slightly turned counterclockwise
about u. As a result, the plateau is just a little tilted
and rounded off at the end points. According to
Eq. (7), the effective mass M related to FC is given
by

Pf —Di 9

4T N ( )
To obtain Eq. (9), an approximation for the derivative
dn(p)/dp ~ —1/(py — p;) was used.

Having in mind that (pf — p;) < pr and using
Egs. (8)and (9), we obtain the following estimates for
the effective mass Mf:

Mec  NO) Ty
M Np(0) T

My =~ pr

(10)
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Equations (9) and (10) show the temperature depen-
dence of M. In Eq. (10), No(0) is the density of
states of noninteracting electron gas and N (0) is the
density of states at the Fermi level. Multiplying both
sides of Eq. (9) by (pf — p;), we obtain the energy
scale Ey separating the slowly dispersing low-energy
part related to the effective mass M- from the faster
dispersing relatively high energy part defined by the
effective mass M [6, 13]:

Eo ~ 4T. (11)

[t is seen from Eq. (11) that the scale Ey does not de-
pend on the condensate volume. The single-particle
excitations are defined according to Eq. (9), by the
temperature and by (py — p;), given by Eq. (5). Thus,
we conclude that the one-electron spectrum is neg-
ligibly disturbed by thermal excitations, impurities,
etc., which are the features of the “quantum protec-
torate” [14, 15].

[t is pertinent to note that, outside the FC region,
the single-particle spectrum is not affected by the
temperature, being defined by M[". Thus, we come to
the conclusion that a system with FC is characterized
by two effective masses: M-, which is related to
the single-particle spectrum at a lower energy scale,
and M, describing the spectrum at a higher energy
scale. The existence of two effective masses is man-
ifested by a break (or kink) in the quasiparticle dis-
persion, which can be approximated by two straight
lines intersecting at the energy Fy. This break takes
place at temperatures T, < T < T¥, in accord with
the experimental data [16], and, as we will see, at
T < T,, which is also in accord with the experimental
facts [16, 17]. The quasiparticle formalism is appli-
cable to this problem, since the width ~ of single-
particle excitations is not large compared to their
energy, being proportional to the temperature, v ~ T,
at T > T, [9]. The line shape can be approximated by
a simple Lorentzian [13], consistent with experimen-
tal data obtained from scans at a constant binding
energy [18] (see Section 4).

[t is seen from Egs. (5) and (10) that, at the point
of FC phase transition py — p; — pr, Mf- and the
density of states tend to infinity. One can conclude
that, at T = O and as soonas x — xpc, FCQPT takes
place, being connected to the absolute growth of M.

It is essential to have in mind that the onset of the
charge-density-wave instability in a many-electron
system, such as an electron liquid, which takes place
as soon as the effective interelectron constant reaches
its critical value s = r¢qy, is preceded by unlimited
growth of the effective mass (see Section 4). There-
fore, the FC occurs before the onset of the charge-
density wave. Hence, at T'= 0, when r, reaches its
critical value rpc corresponding to zpc, rrc < Tedws
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FCQPT inevitably takes place [8]. It is pertinent to
note that this growth of the effective mass with de-
creasing electron density was observed experimen-
tally in a metallic 2D electron system in silicon at
rs ~ 7.5 [19]. Therefore, we can take rgc ~ 7.5. On
the other hand, there exist charge density waves or
strong fluctuations of charge ordering in underdoped
high-T. superconductors [20]. Thus, the formation
of FC in high-T, compounds can be thought of as
a general property of an electron liquid of low den-
sity that is embedded in these solids rather than an
uncommon and anomalous solution to Eq. (1) [8].
Beyond the point of FCQPT, the condensate vol-
ume is proportional to (ry — rpc), as well as Ty /ep ~
(rs —rpc)/rrc, at least when (rs —rpc)/rec < 1,
and we obtain

T's —TFC pr—pz‘ -
TFC pr

TFC — T

(12)
TFC

FC serves as a stimulator that creates new phase
transitions, which lift the degeneration of the spec-
trum. For example, FC can generate spin-density
waves or an antiferromagnetic phase transition, thus
leading to a whole variety of new properties of the
system under consideration. Then, the onset of the
charge-density-wave is preceded by FCQPT, and
both of these phases can coexist at a sufficiently low
density, when rg > redw.

We have demonstrated above that superconduc-
tivity is strongly aided by FC, because both of the
phases are characterized by the same order param-
eter. As a result, the superconductivity, removing the
spectrum degeneration, “wins” the competition with
the other phase transitions up to the critical temper-
ature T,.. We now turn to the consideration of the
superconducting state and quasiparticle dispersions
atT <T..

3. THE SUPERCONDUCTING STATE

At T =0, the ground-state  energy
Eqs[k(p),n(p)] of a 2D electron liquid is a functional
of the order parameter of the superconducting state
k(p) and of the quasiparticle occupation numbers
n(p). This energy is determined by the known equa-
tion of the weak-coupling theory of superconductivity
(see, e.g.,[21])

Emzmmm+/XW@mmMm> (13)

dp1d
XI{*( ) P1ap2

(2m)*
Here, E[n(p)] is the ground-state energy of a normal
Fermi  liquid, n(p) =v*(p), and k(p)=
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v(p)y/1 —v2(p). It is assumed that the pairing in-

teraction AoV (p1, p2) is weak. Minimizing Eq s with
respect to k(p), we obtain the equation connecting
the single-particle energy £(p) to A(p),

1 - 20%(p)
26(p)

where the single-particle energy e(p) is determined
by the Landau Eq. (2). The equation for the super-
conducting gap A(p) takes the form

A(p) = —/)\OV(PaPl)“(Pl)Z—f:;
A(p1) @
VEPD) — w7+ A%(py) 47

If A\g — 0, then the maximum value Ay — 0 and
Eq. (14) reduces to Eq. (5) [4]:

e(p) —pu=0,if0<n(p) <1;

e(p) — n=A(p) (14)

(15)

1
= —E/AOV(P,PQ

pi < p < py.
(16)

Now, we can study the relationships between the
state defined by Eq. (16), or by Eq. (5), and the super-
conductivity. At 7= 0, Eq. (16) defines a particular
state of a Fermi liquid with FC for which the modulus
of the order parameter |k(p)| has finite values in the
Lrc range of momenta p; <p < py, and Ay — 0 in
the Lpc. Such a state can be considered as super-
conducting, with an infinitely small value of Ay, so
that the entropy of this state is equal to zero. It is
obvious that this state, being driven by the quantum
phase transition, disappears at T > 0 [6]. Any quan-
tum phase transition that takes place at temperature
T =0 is determined by a control parameter other
than temperature, for instance, by pressure, by mag-
netic field, or by the density of mobile charge carriers
x ~ 1/r2. The quantum phase transition occurs at
the quantum critical point. In a common case, this
point is the end of a line of continuous transitions at
T=0.

As any phase transition, the quantum phase tran-
sition is related to the order parameter, which in-
duces a broken symmetry. In our case, as we show
in Section 2, the control parameter is the density of a
system, which determines the strength of the Landau
effective interaction, and the order parameter is x(p).
As we point out in Section 5, the existence of such a
state can be revealed experimentally. Since the order
parameter x(p) is suppressed by a magnetic field B,
when B2 ~ A2, a weak magnetic field B will destroy
the state with FC, converting the strongly correlated
Fermi liquid into a normal Landau Fermi liquid. In
this case, the magnetic field plays the role of the
control parameter.
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When p; — pr — py, Eq. (16) determines the
critical point rgc at which FCQPT takes place. It
follows from Eq. (16) that the system becomes divided
into two quasiparticle subsystems: the first subsys-
tem in the Lgc range is characterized by quasipar-
ticles with effective mass Mp oc 1/Ay, while the
second one is occupied by quasiparticles with finite
mass M| and momenta p < p;. The density of states
near the Fermi level tends to infinity, N'(0) ~ Mp. ~
1/A;. The quasiparticles with M- occupy the same
energy level and form pairs with binding energy of the
order of Ay and with average momentum pg, po/pr ~
(pf — pi)/pr < 1. Therefore, this state strongly re-
sembles Bose—Einstein condensation when quasi-
particles occupy the same energy level. But these
have to be spread over the range Lgc in momentum
space due to the exclusion principle. In contrast to
Bose—Einstein condensation, the fermion conden-
sation temperature is 7. = 0. And in contrast to
ordinary superconductivity, fermion condensation is
driven by Landau repulsive interaction rather than by
relatively weak attractive quasiparticle—quasiparticle
interaction AoV (p1, p2)-

If Ao # 0, Ay becomes finite, leading to a finite
value of the effective mass M. in Lrc, which can be
obtained from Eq. (14)[6, 13]:

M;C ~ prJ;Alpl .
As to the energy scale, it is determined by the param-
eter Ey:

(17)

Ey =e(py) —e(pi) ~ 2% ~ 2A1. (18)
FC

It is natural to assume that we have returned
back to the Landau Fermi liquid theory, eliminating
high-energy degrees of freedom and introducing the
quasiparticles. The only difference between the Lan-
dau Fermi liquid and Fermi liquid after FCQPT is
that we have to expand the number of relevant low-
energy degrees of freedom by introducing a new type
of quasiparticles with effective mass M- given by
Eq. (17)and energy scale Ey given by Eq. (18). Prop-
erties of these new quasiparticles are closely related to
the properties of the superconducting state, as follows
from Eqgs. (14), (17), and (18). We may say that the
quasiparticle system in the range Lpc becomes very
“soft” and is to be considered as a strongly correlated
liquid. On the other hand, the system’s properties and
dynamics are dominated by a strong collective effect
having its origin in FCQPT and determined by the
macroscopic number of quasiparticles in the range
Lpc. Such a system cannot be disturbed by the scat-
tering of individual quasiparticles and has features of
a “quantum protectorate” [6, 14, 15].
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We assume that the range Lpc is small, (py —
pr)/pr < 1, and 2A; < Ty, so that the order pa-
rameter x(p) is governed mainly by FC [6, 26]. To
solve Eq. (15) analytically, we take the BCS approx-
imation for the interaction [10]: AoV (p,p1) = — Ao if
le(p) — 1| < wp, i.e., the interaction is zero outside
this region, with wp being the characteristic phonon
energy. As a result, the gap becomes dependent only
on the temperature, A(p) = A1(7T'), being indepen-
dent of the momentum, and Eq. (15) takes the form

Eo/2

) ¢
b= Arcdo / NCEYNI0)

(19)

wp
+ NL)\O / \/2d—§7A2(0
B/ £+ A5(0)
Here, we set £ = ¢(p) — p and introduce the density
of states Npc in the Lpc, or Ey, range. It follows
from Eq. (17) that Nrc = (py — pr)pr/27A1(0). The
density of states Np in the range (wp — Ey/2) has
the standard form Ny, = M /2x. If the energy scale
Ey — 0, Eq. (19) reduces to the BCS equation. On
the other hand, assuming that Ey < 2wp and omit-
ting the second integral on the right-hand side of
Eq. (19), we obtain

AL(0) = Wln (1 + \/5) (20)
= 255#%111 (1 + \/5) ,

where the Fermi energy ep = p/2M[, and the di-
mensionless coupling constant g is given by the re-
lation = X\oM| /2m. Taking the usual values of
as # ~ 0.3 and assuming (ps — pr)/pr ~ 0.2, we get
from Eq. (20) a large value of A1(0) ~ 0.1lep, while for
normal metals one has A1(0) ~ 1073¢p. Taking into
account the omitted integral, we obtain

AL(0) = 25@7% In (1 n \/5)

2wD
X (1 + Gln o > .
[t is seen from Eq. (21) that the correction due to
the second integral is small, provided Fy ~ 2wp.
Below, we show that 27, ~ A;(0), which leads to
the conclusion that there is no isotope effect since
A1 is independent of wp. But this effect is restored
as Fy — 0. Assuming Fy ~ wp and Ey > wp, we
see that Eq. (21) has no standard solutions A(p) =
A (T =0), because wp < e(p~ps)—p and the
interaction vanishes at these momenta. The only

(21)
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way to obtain solutions is to restore the condition
Ey < wp. Forinstance, we can define such a momen-
tum pp < py that

AL (0) = 28ep PR PPy, (1 + \/5) —wp, (22)

PF

while the other part in the Ly range can be occupied
by a gap As of different sign, A;/As < 0. It follows
from Eq. (22) that the isotope effect is preserved,
while both gaps can have s-wave symmetry.

At T ~T,., Egs. (17) and (18) are replaced by
the equation, which is valid also at T,, < T < Ty in
accordance with Eq. (9) [6],

Pr—Di

Mo ~ Eo~4T,; (23
FC = PF AT, 0 s (23)
i 7, < T and M ~ pFl%,EO ~ 4T.

Equation (19) is replaced by its conventional finite-
temperature generalization

1 = Nrcho (24)

Fo/? A2

dg —tanh £+ AL(T)
£+ Af(T) 2T
T &+ ANT)
+ N Ao / tanh 1 .
€2+ A3(T) 2T
Fo/2

Setting A1(T — T.) — 0, we obtain from Eq. (24)
2T, ~ A(0), (25)

with A1 (T = 0) being given by Eq. (20). Comparing
Eqgs. (17),(23), and (25), we see that M- and Ej are
almost temperature independent at 7" < T..

Now let us comment on some special features of
the superconducting state with FC. One can define
T. as the temperature when Ay(7,) =0. At T > T,
Eq. (24) has only the trivial solution A; =0. On
the other hand, T, can be defined as a temperature
at which the superconductivity disappears. Thus, we
have two different definitions, which can lead to two
different temperatures 7, and 7™ in the case of the
d-wave symmetry of the gap. It was shown [13, 22]
that, in the case of the d-wave superconductivity
in the presence of FC, there is a nontrivial solution
to Eq. (24) at T, <T <T* corresponding to the
pseudogap state. It happens when the gap occupies
only such a part of the Fermi surface, which shrinks
as the temperature increases. Here, T™* defines the
temperature at which A;(7*) = 0 and the pseudogap
state vanishes. The superconductivity is destroyed at
T., and the ratio 2A; /T, can vary in a wide range
and strongly depends upon the material’s properties,
as follows from considerations given in [13, 22, 23].
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Therefore, if a pseudogap exists above T, then T is
to be replaced by 7 and Eq. (25) takes the form

9T ~ A1(0). (26)

The ratio 2A; /T, can reach very high values. For
instance, in the case of BioSroCaCusOg 5, Wwhere the
superconductivity and the pseudogap are considered
to be of common origin, 2A; /T, is about 28, while
the ratio 2A, /T* ~ 4, which is in agreement with the
experimental data for various cuprates [24]. Note that
Eq. (20) also gives a good description of the maxi-
mum gap Aq in the case of d-wave superconductivity,
because the different regions with the maximum ab-
solute value of A; and the maximal density of states
can be considered as disconnected [25]. Therefore,
the gap in this region is formed by attractive phonon
interaction, which is approximately independent of
the momenta.

Consider now two possible types of the super-
conducting gap A(p) given by Eq. (15) and defined
by the interaction AoV (p, p1). If this interaction is
dominated by a phonon-mediated attraction, the even
solution of Eq. (15) with the s wave or the s+ d
mixed waves will have the lowest energy. Provided
the pairing interaction AoV (p1,p2) is the combi-
nation of both attractive interaction and sufficiently
strong repulsive interaction, the d-wave odd super-
conductivity can take place (see, e.g., [25]). But both
the s-wave even symmetry and the d-wave odd one
lead to approximately the same value of the gap A,
in Eq. (21) [26]. Therefore, the nonuniversal pairing
symmetries in high-T, superconductivity are likely
the result of the pairing interaction and the d-wave
pairing symmetry is not essential. This point of view
is supported by the data [27—31]. If only the d-wave
pairing existed, the transition from superconducting
gap to pseudogap could take place, so that the super-
conductivity would be destroyed at T, with the su-
perconducting gap being smoothly transformed into
the pseudogap, which closes at some temperature
T* > T, [22, 23]. In the case of the s-wave pairing,
we can expect the absence of the pseudogap phe-
nomenon in accordance with the experimental obser-
vation (see [31] and references therein).

We now turn to a consideration of the maximum
value of the superconducting gap A; as a function of
the density « of the mobile charge carriers. Rewriting
in terms of z ~ r? and zpc ~ ri:, which are related
to the variables p; and py by Eq. (12), Eq. (21) be-
comes
(27)

Here, we take into account that the Fermi level
er o p#, the density z o p?, and thus, ep oc z. We
can reliably assume that T, o« A1, because the em-
pirically obtained simple bell-shaped curve of T,(x)

Ay x B(xpc — x)x.
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in the high temperature superconductors [32] should
have only a smooth dependence. Then, T.(x) in
accordance with the data has the form [33]

Te(x) o< farc — ). (28)

As an example of the implementation of the
previous analysis, let us consider the main features of
a room-temperature superconductor. The supercon-
ductor has to be a quasi-2D structure like cuprates.
From Eq. (21), it follows that Ay ~ Bep o< 3/72.
Noting that FCQPT in 3D systems takes place at
rs ~ 20 and in 2D systems at r; ~ 8 [8], we can
expect that Ay of 3D systems comprises 10% of the
corresponding maximum value of the 2D supercon-
ducting gap, reaching a value as high as 60 meV for
underdoped crystals with T, = 70 K[34]. On the other
hand, it is seen from Eq. (21) that A; can even be
large, A1 ~ 75 meV, and one can expect T, ~ 300 K
in the case of s-wave pairing, as follows from the
simple relation 27, ~ A;. In fact, we can safely
take ep ~ 300 meV, 8 ~ 0.5, and (py — p;)/pr ~ 0.5.
Thus, a possible room-temperature superconductor
has to be the s-wave superconductor in order to get
rid of the pseudogap phenomena, which tremendously
reduces the transition temperature. The density x of
the mobile charge carriers must satisfy the condition
x < zpc and be flexible to reach the optimal doping
level Topt = Llfpc/z

Now we turn to the calculations of the gap and the
specific heat at the temperatures T' — T,. It is worth
noting that this consideration is valid provided T* =
T,., otherwise the discontinuity considered below is
smoothed out over the temperature range 7*—T.. For
the sake of simplicity, we calculate the main contribu-
tion to the gap and the specific heat coming from the
FC. The function Ay (T — T) is found from Eq. (24)
by expanding the right-hand side of the first integral
in powers of Ay and omitting the contribution from
the second integral on the right-hand side of Eq. (24).
This procedure leads to the following equation [26]:

T
A(T) ~ 34T,y /1 — T

Thus, the gap in the spectrum of the single-particle
excitations has the usual behavior. To calculate the
specific heat, the conventional expression for the en-
tropy S'[10] can be used:

(29)

1809

E(p) = /(e(p) — )2 + AXD).
The specific heat C' is determined by the equation

dsS Nrc
-1 =g [rEa-rE) @)
0
x [E2 + TA(T) dAle(T)] dé + 4%
< [ 1@ oy [+ ram LoD g
Ey

In deriving Eq. (32), we again used the variable £ and
the densities of states Ngc and Vi, just as before in
connection with Eq. (19), and employed the notation

E = /& + A3(T). Equation (32) predicts the con-
ventional discontinuity 6C' in the specific heat C' at
T, because of the last term in the square brackets of
Eq. (32). Using Eq. (29) to calculate this term and
omitting the second integral on the right-hand side of
Eq. (32), we obtain
3

0C =~ %(pf — Di)PF- (33)
This is in contrast to the conventional result, where
the discontinuity is a linear function of T,. 6C is
independent of the critical temperature T, because,
as seen from Eq. (17), the density of states varies
inversely with T.. Note that, in deriving Eq. (33), we
took into account the main contribution coming from
the FC. This term vanishes as soon as Ey — 0, and
the second integral of Eq. (32) gives the conventional
result.

4. THE LINE SHAPE
OF THE SINGLE-PARTICLE SPECTRA

The line shape L(q,w) of the single-particle spec-
trum is a function of two variables. Measurements
carried out at a fixed binding energy w = wy, with
wg being the energy of a single-particle excitation,
determine the line shape L(q,w = wp) as a function of
the momentum ¢q. We have shown above that My is
finite and constant at T" < T,.. Therefore, at excitation
energies w < Ej, the system behaves like an ordinary
superconducting Fermi liquid with the effective mass

g — _9 1 1— 30) given by Eq. (17)[6, 13]. At T, < T', the low-energy
/ ) fp) + (1= f(p)) (30) effective mass M is finite and is given by Eq. (9).
1 dp Once again, at energies w < Ej, the system behaves
xIn(1 - f(p))] (2m)2’ as a Fermi liquid, the single-particle spectrum is well
defined, and the width of single-particle excitations is
where of the order of T'[6, 9]. This behavior was observed
f(p) = [1 = ] (31) in expe[rirélegftj measuring the line shape at a fixed
1+ exp[E(p)/T]’ energy [18, 35].
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The line shape can also be determined as a func-
tion L(qg = qo,w) at a fixed ¢ = go. At small w, the
line shape resembles the one considered above, and
L(q = qo,w) has the characteristic maximum and
width. At energiesw > Ey, the quasiparticles with the
mass M| become important, leading to the increase
in L(q = qo,w). As a result, the function L(qg = qo, w)
possesses the known peak—dip—hump structure [36]
directly defined by the existence of the two effective
masses My~ and M [6, 13]. We can conclude that,
in contrast to the Landau quasiparticles, these quasi-
particles have a more complicated line shape.

To develop deeper quantitative and analytical
insight into the problem, we use the Kramers—
Kronig transformation to construct the imaginary
part Im¥(p,¢e) of the self-energy X(p,e) starting
with the real one ReX(p, €), which defines the effec-
tive mass [37]

1 1 1 OReX OReX
=t/ (- 5%) - 6o

Here, M is the bare mass, while the relevant mo-
menta p and energies € obey the following strong
inequalities: |p — pp|/pr < 1 and e/ep < 1. We take
ReX(p,¢) in the simplest form that accounts for the
change in the effective mass at the energy scale Ey:

_@>M

M

22

Here, () is a step function. Note that, in order to
ensure a smooth transition from the single-particle
spectrum characterized by Mp. to the spectrum
defined by M, the step function must be replaced
by some smooth function. Upon inserting Eq. (35)
into Eq. (34), we can check that, inside the interval
(=Eo/2, Ey/2), the effective mass M* ~ M, and
outside the interval M* ~ M{. By applying the
Kramers—Kronig transformation to ReX(p,e), we
obtain the imaginary part of the self-energy [26]
2 Mpc | Mpc — My
Im X(p,e) ~¢ M i
X (sln e+ Boj2) | Eo n = —E3/4D '
e—Ey/2 2 E%/4

We see from Eq. (36) that, at ¢/Ey < 1, the imagi-
nary part is proportional to €2; at 2¢/Ey ~ 1, Im¥% ~
g; and at Fy/e < 1, the main contribution to the
imaginary part is approximately constant. This is the
behavior that gives rise to the known peak—dip—
hump structure. It is seen from Eq. (36) that, when

2 M
(39)

M*
Re X(p,e) = —e—LC + (5

(36)
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Ey — 0, the second term on the right-hand side tends
to zero and the single-particle excitations become
better defined, resembling the situation in a nor-
mal Fermi liquid, and the peak—dip—hump structure
eventually vanishes. On the other hand, the quasipar-
ticle amplitude a(p) is given by [37]

1 0 Re X(p,¢)

() 1 5 : (37)
It follows from Eq. (34) that the quasiparticle am-
plitude a(p) rises as the effective mass M. de-
creases. Since, as follows from Eq. (12), Mf- ~
(pf — pi)/pF ~ (xpc — x)/xpc, We have to conclude
that the amplitude a(p) rises as the level of doping
increases. Thus, the single-particle excitations be-
come better defined in highly overdoped samples. It
is worth noting that such a behavior was observed
experimentally in highly overdoped Bi-2212, where
the gap size is about 10 meV [38]. Such a small size
of the gap verifies that the region occupied by the FC
is small since Fy/2 ~ Aj.

5. HEAVY-FERMION METALS

Now, we consider the behavior of a many-electron
system with FC in magnetic fields, assuming that the
coupling constant Ao # 0 is infinitely small. As we
have seen in Section 3, at "= 0 the superconduct-
ing order parameter x(p) is finite in the FC range,
while the maximum value of the superconducting
gap Ay o Ag is infinitely small. Therefore, any small
magnetic field B # 0 can be considered as a critical
field and will destroy the coherence of k(p) and thus
FC itself. To define the type of FC rearrangement,
simple energy arguments are sufficient. On one hand,
the energy gain AEp due to the magnetic field B is
AEp < B? and tends to zero with B — 0. On the
other hand, occupying the finite-range Lgc in the
momentum space, the formation of FC leads to a
finite gain in the ground-state energy [4]. Thus, a new
ground state replacing FC should have almost the
same energy as the former one. Such a state is given
by the multiconnected Fermi spheres resembling an
onion, where the smooth quasiparticle distribution
function n(p) in the Lgc range is replaced by a mul-
ticonnected distribution v(p) [39]:

v(p) =D 0(p—po-—1)0(p2r —p)-  (38)
k=1

Here, the parameters p; <p; <p2 < ... < pa2, < py

are adjusted to obey the normalization condition

P2k+3 P2k+3

P2k P2k
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For definiteness, let us consider the most interesting
case of a 3D system, while the consideration of a
2D system also goes along the same line. We note
that the idea of multiconnected Fermi spheres, with
production of new, interior segments of the Fermi
surface, has been considered already [40, 41]. Let us
assume that the thickness of each interior block is
approximately the same, pox11 — por =~ dp, and dp is
defined by B. Then, the single-particle energy in the
region Lpc can be fitted by

e(p) —p~ uz—f [Sin <%> + b(p)] :

The blocks are formed, since all the single-particle
states around the minimum values of the fast sine
function are occupied and those around its maxi-
mum values are empty, the average occupation being
controlled by a slow function b(p) ~ cos[mn(p)]. It
follows from Eq. (40) that the effective mass m* at
each internal Fermi surface is of the order of the bare
mass M, m* ~ M. Upon replacing n(p) in Eq. (5)
by v(p), defined by Egs. (38) and (39), and using
Simpson’s rule, we find that the minimum loss in the
ground-state energy due to formation of the blocks is
about (6p)*. This result can be understood by consid-
ering that the continuous FC function n(p) delivers
the minimum value to the energy functional E[n(p)],
while the approximation of v(p) by steps of size dp
produces the minimum error of the order of (9p)*. On
the other hand, this loss must be compensated by the
energy gain due to the magnetic field. Thus, we come
to the following relation:

op x VB.

When the Zeeman splitting is taken into account in
the dispersion law, Eq. (40), each of the blocks is
polarized, since their outer areas are occupied only
by polarized spin-up quasiparticles. The width of each
area in the momentum space dpy is given by

(40)

(41)

PrOPo
m*

~ Bilei, (42)
where pej ~ pup is the effective magnetic moment
of an electron. We can consider such a polarization
without altering the previous estimates, since it fol-
lows from Eq. (41) that dpy/dp < 1. The total po-
larization AP is obtained by multiplying dpy by the
number of blocks N, which is proportional to 1/ép,
N ~ (py — pi)/ép. Taking into account Eq. (41), we
obtain

AP ~m P Pip, VB,

op

which prevails over the contribution ~B obtained
within the Landau Fermi liquid theory. On the other

(43)
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hand, this quantity can be expressed as
AP x M*B, (44)

where M* is the “average” effective mass related to
the finite density of states at the Fermi level,

M* ~ Nm* i

op

We can also conclude that M* defines the specific
heat.

Equation (41)can be discussed differently, starting
with a different assumption, namely, that a multicon-
nected Fermi sphere can be approximated by a single
block. Let us set \yg = 0. Then, the energy gain due
to the magnetic field is given by AEg ~ B?M*. The
energy loss AFEgc due to rearrangement of the FC
state can be estimated using the Landau formula [3]

ABrc = [ (o)~ winp) 2. (46)
As we have seen above, the region occupied by the
variation dn(p) has the length Jp, while (e(p) —
w) ~ (p— pp)pp/M*. As a result, we have AEpc =
(6p)%/M*. Equating AEp and A Ep¢ and taking into
account Eq. (45), we arrive at the relation

(0p)? 3 B?

which coincides with Eq. (41). It follows from

Egs. (43) and (44 ) that the effective mass M* diverges
as

(45)

(47)

N 1

M™ x 7B
Equation (48) shows that, by applying a magnetic
field B, the system can be driven back into the
Landau Fermi liquid with the effective mass M*(B)
dependent on the magnetic field. This means that
the coefficients A(B), ~(B), and xo(B) in the
resistivity, p(T) = po + Ap with Ap = A(B)T? and
A(B) o (M*)?;, specific heat, C/T = ~y(B); and
magnetic susceptibility depend on the effective mass
in accordance with the Landau Fermi liquid theory.
It was demonstrated that the constancy of the well-
known Kadowaki—Woods ratio, A/43 ~ const [42],
is obeyed by systems in the highly correlated regime
when the effective mass is sufficiently large [43].
Therefore, we are led to the conclusion that, by
applying magnetic fields, the system is driven back
into the Landau Fermi liquid, where the constancy
of the Kadowaki—Woods ratio is obeyed. Since the
resistivity is given by Ap oc (M*)? [43], we obtain
from Eq. (48)

(48)

A(B) o . (49)
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At finite temperatures, the system remains in the
Landau Fermi liquid, but there exists a temperature
T*(B) at which the polarized state is destroyed. To
calculate the function T*(B), we observe that the
effective mass M™* characterizing the single-particle
spectrum cannot be changed at T%(B). In other
words, at the crossover point, we have to compare
the effective mass M*(T') defined by T*(B), Eq. (9),
and M*(B) defined by the magnetic field B, Eq. (48),
M*(T) ~ M*(B),

]\;* x T*(B) < VB. (50)
As a result, we obtain
T*(B) x VB. (51)

At temperatures T' > T*(B), the system comes back
into the state with M™ defined by Eq. (9), and we
do not observe the Landau Fermi liquid behavior. We
can conclude that Eq. (51) determines the line in the
B—T phase diagram which separates the region of
the B-dependent effective mass from the region of the
T-dependent effective mass (see also Section 7). At
the temperature T*(B), there occurs a crossover from
the T2 dependence of the resistivity to the 7" depen-
dence. It follows from Eq. (51) that a heavy-fermion
system at some temperature 7" can be driven back
into the Landau Fermi liquid by applying a strong
enough magnetic field B > B o (T*(B))2. We can
also conclude that, at finite temperature T, the effec-
tive mass of a heavy-fermion system is relatively field-
independent at magnetic fields B < B, and shows a
more pronounced metallic behavior at B > B,, since
the effective mass decreases [see Eq. (48)]. The same
behavior of the effective mass can be observed in the
Shubnikov—de Haas oscillation measurements. We
note that our consideration is valid for temperatures
T < Ty. From Egs. (50) and (51), we obtain a unique
possibility to control the essence of the strongly cor-
related liquid by weak magnetic fields that induce the
change of the non-Fermi liquid behavior to Landau
Fermi liquid behavior.

Now, we can consider the nature of the field-
induced quantum critical point in YbRhsSis. The
properties of this antiferromagnetic (AF) heavy-
fermion metal with the ordering Néel temperature
Tn = 70 mK were recently investigated in [44, 45].
In the AF state, this metal shows Landau Fermi
liquid behavior. As soon as the weak AF order is
suppressed either by a tiny volume expansion or by
temperature, pronounced deviations from the Landau
Fermi liquid behavior are observed. The experimental
facts show that the spin-density wave picture failed
when considering the data obtained [44—46]. We
assume that the electron density in YbRhySis is close
to the critical value (zpc — x)/zrc < 1[47], so that
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the state with FC can be easily suppressed by weak
magnetic fields or by the AF state. In the AF state,
the effective mass is finite and the electron system
of YbRhoSis possesses the Landau Fermi liquid be-
havior. When the AF state is suppressed at T > Ty,
the system comes back into a non-Fermi liquid.
By tuning Ty — 0 at a critical field B = By, the
itinerant AF order is suppressed and replaced by spin
fluctuations [45]. Thus, we can expect the absence
of any long-ranged magnetic order in this state, and
the situation corresponds to a paramagnetic system
with strong correlations without the field, B = 0. As
a result, the FC state is restored and we can observe
non-Fermi-liquid behavior at any temperatures in
accordance with experimental facts [44]. As soon as
an excessive magnetic field B > By is applied, the
system is driven back into the Landau Fermi liquid.
To describe the behavior of the effective mass, we can
use Eq. (48) replacing B by B — B:
1
VB =By

Equation (52) demonstrates the 1/y/B — B, diver-
gence of the effective mass, and therefore the coef-
ficients vo(B) and xo(B) should have the same be-
havior. Meanwhile, the coefficient A(B) diverges as
1/(B — By), being proportional to (M*)? [43] and
thus preserving the Kadowaki—Woods ratio, in agree-
ment with the experimental finding [44]. To construct
a B—T phase diagram for YbRh,Sis, we use the same
replacement B — B — By in Eq. (51), so that

T*(B) ~ ¢\/B — By,

where ¢ is a constant.

The phase diagram given by Eq. (53) is in good
quantitative agreement with the experimental da-
ta [44]. We note that our consideration is valid
at temperatures 7' << Ty. The experimental phase

diagram shows that the behavior T o /B — B
is observed up to 150 mK [44] and allows us to
estimate the magnitude of Ty, which can reach at
least 1 K in this system. We can conclude that a new
type of quantum critical point observed in a heavy-
fermion metal YbRhsSis can be identified as FCQPT
with the order parameter x(p) and with the gap A,
being infinitely small [47, 48]. Recent measurements
on the heavy-metal compound CeRusSis carried
out at microkelvin temperatures down to 170 uK
show that the critical field B,y can be as small as
0.02 mT [49]. Note that it follows directly from our
consideration that a similar B—T phase diagram
given by Eq. (53) can be observed at least in the case
of strongly overdoped high-temperature compounds.
This is correct, except very close to the small values
of both B and T, because at T' < T, the magnetic

M* x (52)

(53)
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field has to be B > B,, where B, is the critical field
suppressing the superconductivity. We assume that
this behavior was observed in overdoped TI-2201
compounds at millikelvin temperatures [50, 51].

6. APPEARANCE OF FCQPT IN DIFFERENT
FERMI LIQUIDS

[t is widely believed that unusual properties of
the strongly correlated liquids observed in high-
temperature superconductors, heavy-fermion metals,
2D 3He, etc., are determined by quantum phase tran-
sitions. Therefore, immediate experimental studies
of relevant quantum phase transitions and of their
quantum critical points are of crucial importance
for understanding the physics of high-temperature
superconductivity and strongly correlated systems.
In case of high-temperature superconductors, these
studies are difficult to carry out, because all the
corresponding area is occupied by the superconduc-
tivity. On the other hand, recent experimental data
on different Fermi liquids in the highly correlated
regime at the critical point and above the point can
help to illuminate both the nature of this point and
the control parameter by which this point is driven.
Experimental facts on strongly interacting high-
density 2D 3He [52, 53] show that the effective mass
diverges when the density at which 2D ®He liquid
begins to solidify is approached [53]. Then, a sharp
increase in the effective mass is observed when in
a metallic 2D electron system the density tends to
the critical density of the metal—insulator transition
point, which occurs at sufficiently low densities [19].
Note that there is no ferromagnetic instability in both
Fermi systems and the relevant Landau amplitude
Fg > —1 [19, 53], in accordance with the almost-
localized fermion model [54].

Now, we consider the divergence of the effective
mass in 2D and 3D Fermi liquids at 7" = 0, when the
density x approaches FCQPT from the side of normal
Landau Fermi liquid. First, we calculate the diver-
gence of M* as a function of the difference (xpc — )
in the case of 2D 3He. For this purpose, we use the
equation for M* obtained in [8], where the divergence
of the effective mass M* due to the onset of FC in
different Fermi liquids, including 3He, was predicted:

1 1 1
T (54)
1
v(q(y))
X_/lo/ [1— R(q(y),w = 0,9)x0(q(y),w = 0)]

g0

ydydg

X\/T—yZ.
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Here, we adopt the notation ppy/2(1 —vy) = q(y)
with ¢(y) being the transferred momentum, M is
the bare mass, w is the frequency, v(q) is the bare
interaction, and the integral is taken over the cou-
pling constant g from zero to its real value gg. In
Eq.(54), both xo(gq,w) and R(q,w, g), being the linear
response function of a noninteracting Fermi liquid
and the effective interaction, respectively, define the
linear response function of the system in question:

X(q w g) _ XO(Q7w) )
Y 1- R(Qawag)XO(Q7w)
In the vicinity of the charge-density wave instability,
occurring at the density x4y, the singular part of the
function x~! on the disordered side is of the well-
known form (see, e.g.,[32])

(55)

X g w, g) o (Teaw — ) + (g — qc)* + (90 — 9).
(56

where ¢, ~ 2pp is the wave number of the charge-
density wave order. Upon substituting Eq. (56) into
Eq. (54) and integrating, the equation for the effective
mass M* can be cast into the form

11 C
M* M  \/Tegw —2

with C' being some positive constant. It is seen from
Eq. (57) that M* diverges at some point zpc referred
to as the critical point, at which FCQPT occurs, as a
function of the difference (zpc — x) [47]:

1
TFC — T

[t follows from the derivation of Eqs. (57) and (58)
that their forms are independent of the bare interac-
tion v(q). Therefore, both of these equations are also
applicable to 2D electron liquid or to another Fermi
liquid. It is also seen from Egs. (57) and (58) that
FCQPT precedes the formation of charge-density
waves. As a consequence of this, the effective mass
diverges at high densities in the case of 2D 3He and
at low densities in case of 2D electron systems, in
accordance with experimental facts [19, 53]. Note
that, in both cases, the difference (zpc — x) has to
be positive, because zpc represents the solution to
Eq.(57). Thus, in considering the many-electron sys-
tems, we have to replace (zpc — z) by (z — xpc). In
case of a 3D system, the effective mass is given by [8]

(57)

M*

(58)

1 1  pr
M* M + 472 (59)

1 go
v(q(y))ydydg
X_/lo/ [1— R(q(y),w = 0,9)x0(a(y),w = 0)]*
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A comparison of Egs. (54) and (59) shows that there
is no fundamental difference between these equations,
and in the same way we again arrive at Egs. (57)
and (58). The only difference between 2D electron
systems and 3D ones is that in the latter FCQPT
occurs at densities which are well below those cor-
responding to 2D systems. For bulk 3He, FCQPT
probably cannot take place since it is absorbed by the
first-order solidification [53].

Now, we address the problem of the fermion con-
densation in dilute Fermi gases and in low-density
neutron matter. We consider an infinitely extended
system composed of Fermi particles, or atoms, inter-
acting by an artificially constructed potential with the
desirable scattering length a. These objects may be
viewed as trapped Fermi gases, which are systems
composed of Fermi atoms interacting by a potential
with almost any desirable scattering length, similarly
to that done for trapped Bose gases (see, e.g., [55]).
If a is negative, the system becomes unstable at den-
sities z ~ |a|™3, provided the scattering length is the
dominant parameter of the problem. That means that
la| is much bigger than the radius of the interaction
or any other relevant parameter of the system. The
compressibility K (x) vanishes at the density . ~

la|=3, making the system completely unstable [56].
Expressing the linear response function in terms of
the compressibility [57],

_ 2B\

xa—0iv-0=-(43) . )
we find that the linear response function has a pole at
the origin of coordinates, ¢ ~ 0, w ~ 0, at the same
point z.1. To find the behavior of the effective mass
M as a function of the density, we substitute Eq. (56)
into Eq. (59) taking into account that x.qyw = z¢1
and q./pr < 1 due to Eq. (60). At low momenta
q/pr ~ 1, the potential v(q) is attractive, because
the scattering length is the dominant parameter and
negative. Therefore, the integral on the right-hand
side of Eq. (59) is negative and diverges at x — x..
The above considerations can also be applied to the
clarification of the fact that the effective mass M* is
again given by Eq. (58) with zpc < x.1. Note that
the superfluid correlation cannot stop the system from
squeezing, since its contribution to the ground-state
energy is negative. After all, the superfluid correla-
tions can be considered as additional degrees of free-
dom, which can therefore only decrease the energy.
We conclude that FCQPT can be observed in traps
by measuring the density of states at the Fermi level,
which becomes extremely large as © — zpc. Note
that, at these densities, the system remains stable
because zpc < x.1. It seems quite probable that the
neutron—neutron scattering length (a ~ —20 fm) is
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sufficiently large to be the dominant parameter and
to permit the neutron matter to have an equilibrium
energy, density, and the singular point z.q, at which
the compressibility vanishes [58]. Therefore, we can
expect that FCQPT takes place in low-density neu-
tron matter, leading to stabilization of the matter by
lowering its ground-state energy. A more detailed
analysis of this possibility will be published elsewhere.

A few remarks are in order. We have seen that,
above the critical point zpc, the effective mass M*
is finite and, therefore, the system exhibits the Lan-
dau Fermi liquid behavior. If | — xpc|/zpc < 1, the
behavior can be viewed as a highly correlated one, be-
cause the effective mass, given by Eq. (58), strongly
depends on the density and is very large (see Sec-
tion 7). Beyond this region, the effective mass is
approximately constant and the system becomes a
normal Landau Fermi liquid. We can expect to ob-
serve such a highly correlated electron (or hole) lig-
uid in heavily overdoped high-T,. compounds, which
are located beyond the superconducting dome. We
recall that, beyond the FCQPT point, the supercon-
ducting gap A; can be very small or even absent
[see Eq. (27)]. Indeed, recent experimental data have
shown that this liquid does exist in heavily overdoped
nonsuperconducting Lay 7Sry.3CuOy4 [59].

7. BEHAVIOR OF HIGHLY CORRELATED
LIQUID

As we have seen in Section 6, when a Fermi sys-
tem approaches FCQPT from the disordered phase,
it remains the Landau Fermi liquid with the effective
mass M* strongly depending on the density zpc — =z,
temperature, and magnetic field B, provided that
|zpc — x| /xpc < 1and T > T%(x) [47]. This state of
the system, with M* strongly depending on T, x, and
B, resembles a strongly correlated liquid. In contrast
to a strongly correlated liquid, there is no energy scale
FEy and the system under consideration is the Landau
Fermi liquid at sufficiently low temperatures with
the effective mass M* ~ const. Therefore, this liquid
can be called a highly correlated liquid. Obviously,
a highly correlated liquid must have uncommon
properties.

In this section, we study the behavior of a highly
correlated electron liquid in magnetic fields. We show
that, at T' > T%(x), the effective mass starts to de-

pend on the temperature, M* oc T~1/2. This T—1/2
dependence of the effective mass at elevated temper-
atures leads to the non-Fermi liquid behavior of the

resistivity, p(T') ~ po + aT + bT3/2. The application
of magnetic field B restores the common T2 behav-
ior of the resistivity, p ~ pg + AT?, with A oc (M*)2.
Both the effective mass and coefficient A depend on

Vol. 66 No. 10 2003



FROM THE BOSE—EINSTEIN TO FERMION CONDENSATION

the magnetic field, M*(B) oc B~%/% and A o« B=%/3
being approximately independent of the temperature
at T < T*(B) < BY3. At T > T*(B), the T~'/2 de-
pendence of the effective mass is reestablished. We
demonstrate that this B—T phase diagram has a
strong impact on the magnetoresistance (MR) of
the highly correlated electron liquid. The MR as a
function of the temperature exhibits a transition from
negative values of MR at 7" — 0 to positive values at
T  B*3. Thus, at T > T*(B), MR as a function of

the temperature possesses a node at 7' oc B*/?. Such
a behavior is of general form and takes place in both
3D highly correlated systems and 2D ones.

[t follows from Eq. (58) that effective mass is
finite, provided that |x — xpc| = Az > 0. Therefore,
the system represents the Landau Fermi liquid. In
case of electronic systems, the Wiedemann—Franz
law holds at T" — 0, and the Kadowaki—Woods ratio
is preserved. Beyond the region |z — zpc|/zpc < 1,
the effective mass is approximately constant and the
system becomes a conventional Landau Fermi liquid.
On the other hand, M* diverges as the density x
tends to the critical point of FCQPT. As a result, the
effective mass strongly depends on such quantities
as the temperature, pressure, magnetic field, given
that they exceed their critical values. For example,
when T exceeds some temperature 7*(z), Eq. (58) is
no longer valid, and M™* depends on the temperature
as well. To evaluate this dependence, we calculate
the deviation Ax(T') generated by T'. The temper-
ature smoothing out the Fermi function 6(pr — p)
at pp induces the variation ppAp/M*(z) ~T and
Ax(T)/zpc ~ M*(z)T/p}, where pr is the Fermi
momentum and M is the bare electron mass. The
deviation Ax can be expressed in terms of M*(x)
using Eq. (58), Ax/xpc ~ M/M*(x). Comparing
these deviations, we find that, at 7' > T*(z), the ef-
fective mass depends noticeably on the temperature,
and the equation for 7*(x) becomes

2
T0) ~ i o ~ 2vl) (3 ) - (61

Here, ep(z) is the Fermi energy of noninteracting
electrons with mass M. It follows from Eq. (61) that
M* is always finite at temperatures 7" > 0. We can
consider T™*(x) as the energy scale eg(x) ~ T™*(z).
This scale defines the area (1 — eg(x)) in the single-
particle spectrum, where M* is approximately con-
stant, being given by M* = de(p)/dp [3]. According
to Egs. (b8)and (61), it is easily verified that eg(x) can
be written in the form

x— zpc
eo(x) ~ ep .
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At T < ep(z) and above the critical point, the effec-
tive mass M*(x) is finite, the energy scale E given by
Eq. (18)vanishes, and the system exhibits the Landau
Fermi liquid behavior. At temperatures T' > eg(z),
the effective mass M* starts to depend on the temper-
ature and the non-Fermi liquid behavior is observed.
Thus, at |z — xpc|/xrc < 1, the system can be con-
sidered as a highly correlated one: at T' < eg(x), the
system is a Landau Fermi liquid, while at tempera-
tures T' > eg(x) the system possesses the non-Fermi
liquid behavior.

AtT > T*(x), the main contribution to Az comes
from the temperature; therefore,

* TFC EF
M MA:c(T) T (63)
As a result, we obtain
N ep\ 1/2
M*(T) ~ M (TF) . (64)

Equation (64) allows us to evaluate the resistivity as
a function of T'. There are two terms contributing to
the resistivity. Taking into account that A ~ (M*)?
and Eq. (64), we obtain the first term p(T7") ~ T.
The second term py(T) is related to the quasipar-
ticle width . When M/M* <« 1, the width v
(M*)3T?Je(M*) o T%/2, where e(M*) oc (M*)? is
the dielectric constant [13, 43]. Combining both of
the contributions, we find that the resistivity is given
by

p(T) — po ~ aT + bT?/2. (65)

Here, a and b are constants. Thus, it turns out that, at
low temperatures, T' < T*(x), the resistivity p(T) —
po ~ AT?. At higher temperatures, the effective mass
depends on the temperature and the main contri-
bution comes from the first term on the right-hand

side of Eq. (65), while p(T) — po follows the T3/2
dependence at elevated temperatures.

In the same way as Eq. (64) was derived, we can
obtain the equation determining M*(B) [47]. The
application of magnetic field B leads to a weakly po-
larized state, or Zeeman splitting, when some levels
at the Fermi level are occupied by spin-up polarized
quasiparticles. The width 0p = ppy — pgo of the area
in momentum space occupied by these quasiparticles
is of the order

prop
M*
Here, peip ~ pp is the electron magnetic effective mo-

ment, ppp is the Fermi momentum of the spin-up
electrons, and pgso is the Fermi momentum of the

~ B ef.
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spin-down electrons. As a result, the Zeeman split-
ting leads to the change Az in the density :
Az 6p?

[ ——

rpe PR

We assume that Az /xpc < 1. Now, it follows that

e \2/3
M*(B)~M .
( ) <Bueﬁ>

We note that M* is determined by Eq. (66) as long as
M*(B) < M*(x), otherwise we have to use Eq. (58).
[t follows from Eq. (66) that the application of a
magnetic field reduces the effective mass. Note that,
if there exists an itinerant magnetic order in the sys-
tem which is suppressed by magnetic field B = By,
Eq. (66) has to be replaced by the equation [48] (see
also Section 5)

(66)

M*(B) < L )2/3. (67)
B — B
The coefficient A(B) oc (M*(B))? diverges as
A(B) x ( ! )4/3. (68)
B — By

At elevated temperature, there is a temperature
T*(B) at which M*(B)~ M*(T). Comparing
Eq. (64) and Eq. (67), we see that T*(B) is given
by

T*(B) (B — By)'/?. (69)

At T > T*(z), Eq. (69) determines the line in the
B—T phase diagram that separates the region of
the B-dependent effective mass from the region of
the T-dependent effective mass. At the temperature
T*(B), a crossover from the T2 dependence of the
resistivity to the 7' dependence occurs: at T' < T%#(B),
the effective mass is given by Eq. (67), and at
T > T*(B), M* is given by Eq. (64).

Using the B—T phase diagram just presented, we
consider the behavior of MR,

_ p(B,T) — ,O(O,T)
pMR(BvT) - ,O(O,T) )

as a function of magnetic field B and T'. Here, p(B,T)
is the resistivity measured at the magnetic field B
and temperature T'. We assume that the contribution
Appmg(B) coming from the magnetic field B can be
treated within the low-field approximation and given
by the well-known Kohler’s rule,

Apwr(B) ~ B2p(0,0p)/p(0,T), (71

where ©p is the Debye temperature. Note that the
low-field approximation implies that Apmg(B) <

(70)
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p(0,T) = p(T). Substituting Eq. (71) into Eq. (70),
we find that

pMR (B, T) (72)
_c(M*(B,T))*T? + Apwr(B) — c¢(M*(0,T))*T?
p(0,T) '

Here, M*(B, T') denotes the effective mass M* which
now depends on both the magnetic field and the tem-
perature, and ¢ is a constant.

Consider MR given by Eq. (72) as a function of
B at some temperature T' = Ty. At low temperatures
Ty < T*(z), the system behaves as a common Lan-
dau Fermi liquid, and MR is an increasing func-
tion of B. When the temperature Tj is sufficiently
high, T*(B) < Ty, and the magnetic field is small,
M*(B,T) is given by Eq. (64). Therefore, the dif-
ference AM* = |M*(B,T) — M*(0,T)| is small and
the main contribution is given by Apmr(B). As a
result, MR is an increasing function of B. At ele-
vated B, the difference AM™* becomes a decreasing
function of B, and MR as a function of B reaches
its maximum value at T%(B) ~ Tp. In accordance
with Eq. (69), T*(B) determines the crossover from
the T2 dependence of the resistivity to the 7" depen-
dence. Differentiating the function pmg(B,T) given
by Eq. (72) with respect to B, one can verify that the
derivative is negative at sufficiently large values of the
magnetic field when T%(B) ~ Tp. Thus, we are led to
the conclusion that the crossover manifests itself as
the maximum of MR as a function of B.

We now consider MR as a function of 7T at
some By. At T < T*(x), we have a normal Landau
Fermi liquid. At low temperatures 7%(z) < T <
T*(By), it follows from Egs. (64) and (67) that
M*(By)/M*(T) < 1, and MR is determined by the
resistivity p(0,7). Note that By has to be compar-
atively high to ensure the inequality 7%(z) < T <
T*(Bp). As a result, MR tends to —1, pmr(Bo, T —
0) ~ —1. Differentiating the function pmg(Bo,T)
with respect to By, we can check that its slope
becomes steeper as By is decreased, being pro-
portional to (By — Beo)~ /3. At T =T ~ T*(By),
MR possesses a node, because at this point the
effective mass M*(By) ~ M*(T) and p(By,T) ~
p(0,T). Again, we can conclude that the crossover
from the T? dependence of the resistivity to the
T dependence of the resistivity, which occurs at
T ~ T*(By), manifests itself in the transition from
negative MR to positive MR. At T'> T%(By), the
main contribution to MR comes from Apmg (By), and
MR reaches its maximum value. Upon using Eq. (71)
and taking into account that, at this point, T' has
to be determined by Eq. (69), T o (By — Bey)*/3,
we find that the maximum value pjt,(Bo) of MR
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is pir(Bo) o< (Bo — B)~%/3. Thus, the maximum
value is a decreasing function of By. At T*(By) < T,
MR is a decreasing function of the temperature, and
at elevated temperatures MR eventually vanishes
since Apmgr(Bo)/p(T) < 1.

The recent paper [60] reports on measurements of
the resistivity of CeColns in a magnetic field. With in-
creasing field, the resistivity evolves from the 7" tem-
perature dependence to the 7% dependence, while the
field dependence of A(B) ~ (M*(B))? displays the
critical behavior best fitted by the function A(B)
(B — Bep) ™, with a ~ 1.37 [60]. All these facts are
in good agreement with the B—T" phase diagram
given by Eq. (69). The critical behavior displaying
a = 4/3[47] and described by Eq. (68) is also in good
agreement with the data. A transition from negative
MR to positive MR with increasing T" was also ob-
served [60]. We believe that an additional analysis of
the data[60] can reveal that the crossover from the 72
dependence of the resistivity to the 7" dependence oc-

cursat T ox (B — Be)*/3. As well, this analysis could
reveal supplementary peculiarities of MR. The be-
havior of the heavy-fermion metal CeColns in mag-
netic fields displayed in [60] can be identified as the
highly correlated behavior of a Landau Fermi liquid
approaching FCQPT from the disordered phase [47].

8. SUMMARY AND CONCLUSION

We have discussed the appearance of the fermion
condensation, which can be compared to the Bose—
Einstein condensation. A number of pieces of exper-
imental evidence have been presented that are sup-
portive to the idea of the existence of FC in different
liquids. We have demonstrated also that experimen-
tal facts collected in different materials, belonging to
high-T. superconductors, heavy-fermion metals, and
strongly correlated 2D structures, can be explained
within the framework of the theory based on FCQPT.

We have shown that the appearance of FC is a
quantum phase transition that separates the regions
of normal and strongly correlated liquids. Beyond the
fermion condensation point, the quasiparticle sys-
tem is divided into two subsystems, one containing
normal quasiparticles, the other being occupied by
fermion condensate localized at the Fermi level. In
the superconducting state, the quasiparticle disper-
sion in systems with FC can be represented by two
straight lines, characterized by effective masses M-
and M and intersecting near the binding energy Ej,
which is of the order of the superconducting gap. The
same quasiparticle picture and the energy scale Ej
persist in the normal state. We have demonstrated
that fermion systems with FC have features of a
“quantum protectorate” and shown that the theory
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of high-temperature superconductivity, based on the
fermion condensation quantum phase transition and
on the conventional theory of superconductivity, per-
mits the description of high values of T, and of the
maximum value of the gap Ay, which may be as big
as Ay ~ 0.1lep or even larger. We have also traced
the transition from conventional superconductors to
high-T, ones. We have shown by a simple, although
self-consistent, analysis that the general features of
the shape of the critical temperature T,(x) as a func-
tion of the density x of the mobile carriers in the
high-T. compounds can be understood within the
framework of the theory.

We have demonstrated that strongly correlated
many-electron systems with FC, which exhibit
strong deviations from the Landau Fermi liquid
behavior, can be driven into the Landau Fermi liquid
by applying a small magnetic field B at low tem-
peratures. A reentrance into the strongly correlated
regime is observed if the magnetic field B decreases
to zero, while the effective mass M* diverges as

M*  1/+v/B. The regime is restored at some tem-

perature T* ox v/B. This behavior is of a general form,
takes place in both 3D and 2D strongly correlated
systems, and demonstrates the possibility to control
the essence of strongly correlated electron liquids by
weak magnetic fields.

The appearance of FCQPT in 2D strongly corre-
lated structures, in trapped Fermi gases, and in low-
density neutron matter has been considered. We have
provided an explanation of the experimental data on
the divergence of the effective mass in a 2D electron
liquid and in 2D 3He, as well as shown that, above the
critical point, the system exhibits the Landau Fermi
liquid behavior. We expect that FCQPT takes place
in trapped Fermi gases and in low-density neutron
matter, leading to stabilization of the matter by low-
ering its ground-state energy. If |z — zpc|/2rc < 1,
the behavior can be viewed as a highly correlated one,
because the effective mass is very large and strongly
depends on the density. Beyond this region, the effec-
tive mass is approximately constant and the system
becomes a normal Landau Fermi liquid.

The behavior in magnetic fields of a highly cor-
related electron liquid approaching FCQPT from
the disordered phase has been considered. We have
shown that, at sufficiently high temperatures, the ef-
fective mass starts to depend on T, M* o T—1/2. This
T—1/2 dependence of the effective mass at elevated
temperatures leads to the non-Fermi liquid behavior
of the resistivity. The application of a magnetic field
B restores the common T2 behavior of the resistivity.
We have demonstrated that this B—T phase diagram
has a strong impact on the magnetoresistance of
the highly correlated electron liquid. The MR as a
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function of the temperature exhibits a transition from
negative values of MR at T" — 0 to positive values at
T o BY/3.

We conclude that FCQPT can be viewed as a

universal cause of the non-Fermi liquid behavior ob-
served in different metals and liquids.
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Abstract—The possibility of attaining the calculated probabilities of the losses of ultracold neutrons
(UCN) stored in vessels whose walls are made from graphite, fluorine polymer oil, or heavy-water ice is
tested experimentally. It is found that UCN hitting the walls of a graphite vessel undergo additional inelastic
scattering not predicted by the theory. It is shown that this scattering may be due to the presence of surface
hydrogen that provides a channel of UCN leakage slightly varying with temperature. For vessels whose
walls are coated with fluorine polymer oil, additional inelastic UCN scattering is also observed and is found
to be efficiently suppressed with decreasing temperature. The experimentally observed and calculated values
of the probabilities of UCN losses are shown to be in good agreement for vessels whose walls are made from

heavy-water ice. © 2003 MAIK “Nauka/Interperiodica”.

INTRODUCTION

[f ultracold neutrons (UCN) are stored in vessels,
the probability of their losses per unit time is Ao =
Mg + A\, where Ag = 113 x 1075 s71 is the probability
of the neutron beta decay and J; is the probability
of UCN losses caused by the capture and inelastic
scattering of neutrons undergoing collisions with the
vessel walls. In accordance with the current theory
of UCN storage, A\; = ny(v), where 7 is the ratio of
the imaginary and real parts of the potential used to
describe neutron interaction with matter and v(v) is
a geometric factor that is calculated for a specific
experiment with allowance for gravity and which is
dependent on the neutron speed v and on the size and
shape of the vessel. The quantity 7 is determined as

muvlo.(v) + oipn(v, T)]
4mbh > )

where m is the neutron mass; T is temperature; b is
the scattering length for coherent interaction; and o,
and oy, are, respectively, the capture and the inelastic-
scattering cross section. The calculation of 7 is usu-
ally based on experimental cross sections in the cold-
neutron region, where the cross sections for inelastic
processes obey the o ~ v~! law. Experiments devoted
to measuring the neutron lifetime by the UCN storage
method required designing vessels with \; < Ag; for
many years, experimentalists have therefore focused
their attention on the use of vessels manufactured
from materials characterized by small cross sections

1= "MNe+ Min =

l)Laue—Langevin Institute, Grenoble, France
“e-mail: bond@foton .polyn.kiae.su

for capture and inelastic scattering. In the case where
inelastic UCN scattering was suppressed at low tem-
peratures to such an extent that capture remained
the main channel of UCN losses, the theoretically
expected values of  were 10~7—1076 for a number
of materials (beryllium, graphite, oxygen, and so on).
The expected probabilities A; were 1076—=1075 s~ for
v(v) values on the order of 5—10 s~!, which corre-
spond to the 0.5- to 1-m vessels typically used for
UCN storage in practice. However, numerous inves-
tigations of UCN storage revealed that, for almost
all materials, values obtained for n are substantially
higher than their calculated counterparts over a wide
range of temperatures. This discrepancy generated a
great number of experimental and theoretical studies,
the earliest of them being surveyed in [1—=3]. As a
result, it was found that, to a considerable extent, the
excess of the experimental values of n over the cal-
culated ones is due to additional inelastic UCN scat-
tering into the thermal energy region [4]. A possible
explanation of this effect by a surface contamination
with hydrogen was indirectly suggested both by the
theoretical estimations in [5, 6] and by data that the
method of nuclear reactions yields for the hydrogen
concentration at the surface of some materials [7, 8].
However, a direct correlation between the observed
additional inelastic scattering and the surface con-
tamination with hydrogen was established owing to
the development of the technique of neutron-radiation
analysis of « rays originating from UCN interaction
with the surface [9—12]. In this way, it was found
that there is a hydrogen-containing layer at the sur-
face of all materials used for UCN storage and that

1063-7788/03/6610-1820$24.00 © 2003 MAIK “Nauka/Interperiodica”
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this layer causes the inelastic scattering and capture
of UCN. The hydrogen concentration in the surface
layer depends on the material used and on the method
of initial surface purification (washing, chemical etch-
ing, electropolishing, and so on) and can be as great
as 1017 atom/cm?. In this case, the effective value
of the parameter n can reach a value on the order
of 1073 because of additional inelastic scattering on
hydrogen. A feature peculiar to these layers was that,
for all materials subjected to a relevant study, the
ratio of the cross sections for inelastic scattering and
capture on hydrogen in a layer—that is, o /ol —
depended only slightly on the type of material, varying
within the range of 15—20 at room temperature [12].
This suggests that an identical hydrogen-containing

film of thickness up to 50 A remains at the surface
of all materials after initial purification. (We note that
oll JoIl ~ 12—16 for hydrogen-containing materials
atT =300 K.)

Secondary, more thorough, purification was per-
formed by means of either high-temperature anneal-
ing in a vacuum or a gas discharge. Investigations of
UCN by the method of (n,7) analysis revealed that
the main fraction of the hydrogen-containing layer
desorbed from the surface after high-temperature an-
nealing. This was confirmed by the decrease in the
probability of the inelastic scattering and capture of
UCN on hydrogen in direct proportion to the an-
nealing time and temperature. Even after prolonged
annealing (for tens of hours) at 700—800 K, how-
ever, additional inelastic UCN scattering remains,
providing an excessive value of the parameter n at
a level of (3—10) x 1075, In this case, the surface
concentration of hydrogen falls to a level at which the
accuracy of the (n,~y) analysis only allows one to set
an upper limit on the concentration of residual surface
hydrogen. Here, it is possible that residual inelastic
scattering is caused by hydrogen that cannot be re-
moved by ordinary methods of surface purification. If,
on the other hand, there is no hydrogen at the surface,
excessive inelastic scattering is due to other physical
reasons not predicted by the existing theory. This
possibility was indirectly suggested by the results of
the experiments reported in [13, 14] and devoted to
studying the temperature dependence of the time of
UCN storage in vessels made from stainless steel and
aluminum coated with a sputtered beryllium layer. In
both cases, even an intense cooling down to 6—10 K
led to a decrease in the probability of additional losses
only by a factor of 1.5 to 2 with respect to the prob-
ability of such losses at 7" =300 K. It seemed that
UCN reflected from the surface experienced some un-
known interaction that depended on temperature only
slightly or was independent of temperature and which
could be formally characterized by a cross section of
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0. = 0.9 b at a speed of vy, = 2200 m/s [14]. Since
the cross section for inelastic scattering on hydrogen
dissolved in a metal must be greatly dependent on
temperature, a slight temperature dependence of the
probability of additional losses rendered the “hydro-
gen” origin of the effect questionable. It was just this
contradiction that brought about the term “anoma-
lous” UCN losses, which became generally accepted
in the literature, and various hypotheses aimed at
explaining this phenomenon.

This article reports on an investigation into the
process of UCN storage in vessels whose walls are
coated with graphite, a hydrogen-iree fluorine poly-
mer oil, and heavy-water ice. In just the same way as
beryllium, these materials are characterized by small
cross sections for capture and inelastic scattering;
therefore, they must be promising for manufacturing
low-temperature vessels with A; < Ag. The main ob-
jective of this study was to find out whether it is pos-
sible to attain the calculated losses for these materials
and to clarify the physical mechanism of processes
hindering this.

The investigation was performed along a few lines.
In order to calculate the theoretical values of the pa-
rameter 7, we first measured the total cross sections
for cold-neutron interaction with fluorine polymer oils
and heavy water. The inelastic scattering and capture
of UCN on a graphite surface were studied by the
method of (n,~y) analysis. The experimental values
Nexpt for graphite and fluorine polymer oil were deter-
mined in direct experiments studying UCN storage.
Also, the data of earlier studies were used for heavy-
water ice and fluorine polymer oil.

1. TOTAL CROSS SECTIONS
FOR COLD-NEUTRON INTERACTION
WITH HEAVY WATER, FLUORINE POLYMER
OIL, AND GRAPHITE

For neutrons of energy below the Bragg jump,

the total cross section oy, = ol + oy, + 0, Where
ol is the incoherent-elastic-scattering cross sec-
tion, which does not exceed a few barn for the ma-
jority of materials, with the exception of hydrogen.
As the speed decreases, the cross sections o, and o,

increase in inverse proportion to the neutron speed in

matter, v = \/v3 — vjim, Where v is the speed of neu-
trons in a vacuum and vy, is the limiting speed. For
very cold neutrons, the cross section is oy, =~ 0. + gin
at a speed of about 10 m/s; therefore, measurement
of the total cross section in this region would make it
possible to assess the calculated value of 7.

Figure 1 shows the results obtained by measur-
ing the temperature dependences of oy, (per atom)
for heavy water D2O and for the fluorine polymer
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Fig. 1. Total cross section oy, as a function of temperature T' (a) for heavy water, (o) for fluorine polymer oils, and (¢) for

graphite.

oils PEV-130 (OCFCF3CF3),, which was made in
Russia, and YL VAC 18/8 (F3CCFyOCF;CFj),,
which was made in Italy. The procedure of measure-
ments performed by passing a vertical neutron beam

through samples at a speed of vg = 9.0(4) m/s is
described in [15].

Figure la shows the dependence oy, (T") for D2O
containing an admixture of HoO whose amount does
not exceed 0.15%. The density of DyO at 4°C is
1.1 g/em3, which corresponds to vy, = 5.3 m/s and
the neutron speed of v = 7.3(5) m/s in the sample. It
can be seen from the figure that o, decreases with
decreasing temperature, because the inelastic cross
section is suppressed. The contribution of the capture
cross section is 0.12 b, and the contribution of the
cross section for incoherent elastic scattering is about
1.5b. A sample 3.1 cm thick and 3 cm in diameter was
used in the measurements. When cooled, this sample
transformed from a liquid to a solid state, forming an
optically transparent and homogeneous crystal that
retained these properties to 180 K. Below 180 K, the
crystal cracked, forming an inhomogeneous struc-
ture, which could have caused an additional elas-
tic scattering of neutrons on inhomogeneities of the
density. In this case, the angular divergence of the
passing beam and the effective path of neutrons in the
sample could have increased, with the result that the
cross sections measured in the temperature region
below 180 K could have been overestimated. In order
to estimate this effect, we used data from [16], where
oot for DO ice was measured in the energy range
(0.2—0.8)x1073 eV at 77 K. It was found that, in
this energy range, the inhomogeneity of the sample
has virtually no effect on the results of the measure-
ments. The cross section oy, rescaled for a speed of
7.3(5) m/s from data given in [16] is 42(3) b, and the
total cross section is 43.6(30) b (it is represented by
the open box in Fig. 1a). According to our data, the
total cross section is 57.8(40) b at 80 K. This dis-
crepancy may be associated with elastic scattering on
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inhomogeneities that leads to a 15 to 25% increase in
the measured total cross section. For the subsequent
analysis of the experimental data on UCN storage

at 80 K in a vessel whose walls are made from DO
ice, the total cross section oy, + 0. was taken to be

42.1(30) b at v = 7.3(5) m/s.

Figure 15 shows oy, (T") measured for the fluorine
polymer oils PEV-1 and YL VAC 18/8. At 20°C, the
limiting speed for the oils is vy, = 4.55 m/s, which
corresponds to the neutron speed of v = 7.8(5) m/s
in the sample. At this speed value, the capture cross
section is 2.2 b for YL VAC 18/8 and 1.9 b for PEV-
1. The cross section for incoherent elastic scattering
does not exceed 1 b. It can be seen from Fig. 1b
that, for the two types of oil, the total cross sections
are close in magnitude and decrease with decreas-
ing temperature because of a decrease in the cross
section for inelastic scattering. It should be noted
that the values obtained for the cross sections can
be used to determine oy, + o, only for temperatures
above 200 to 220 K. Below these temperatures, the
samples cracked, which was observed visually and
which could have resulted in elastic scattering on
inhomogeneities. In the subsequent analysis, the re-
sults obtained by measuring oy,(7") below 200 to

220 K were therefore only used to set an upper limit
on oiy + oe.

Elastic scattering on inhomogeneities of the gra-
phite density appeared to be so intense that it was
impossible to measure oy, as a function of T at a
neutron speed of vg = 9.0(4) m/s directly. In view of
this, the experimental results from [17] for oy (T') at
the neutron speed of 530 m/s, which are presented
in Fig. 1c, were used to calculate . In this case, the
contribution of capture processes to the total cross

section was 1.6 x 1073 b. The cross section for in-
coherent elastic scattering was smaller than 0.01 b.
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2. STORAGE OF UCN IN A VESSEL
FROM PYROLYTIC GRAPHITE

2.1. Experimental Procedure

Neutrons were accumulated in a 7-1 cylindrical
vessel 40 cm in length manufactured from pyrolytic
graphite characterized by the limiting energy of
Ejin = 170 neV (Fig. 2a). The inlet hole of the vessel
was closed with a flat graphite shutter. The vessel
was placed within an intermediate vacuum chamber
106 c¢cm in length and 27 cm in diameter, which was
manufactured from stainless steel; a vertical neutron
guide with an inlet window from 100-pm Al foil
was connected to the chamber bottom. The heating
elements and the guides of liquid-nitrogen supply
were arranged at the outer surface of the chamber.
The chamber had an independent system of oil-
free evacuation providing a vacuum at a pressure of
1076 torr.

The chamber temperature was varied in the range
80—700 K. The temperature of the graphite vessel
varied within this range as well owing to radiant heat
transfer between its walls and the chamber surface.
The intermediate chamber was placed in the vac-
uum housing that involved an independent system of
evacuation to 107 torr. The system of double evac-
uation eliminated the transfer of possible hydrogen-
containing impurities from a residual gas of the setup
to the surface of the vessel on its cooling almost
completely. After the evacuation of the intermediate
chamber and the closing of the evacuation valve,
the chamber became a hermetic volume containing
a residual gas at a pressure of p=107% torr and
occurring in a 10~%-torr vacuum. This ruled out the
penetration of a gas into the chamber from the envi-
ronment through microleaks in welded connections.
In principle, molecules containing hydrogen—those
of water, for example—could condense at the sur-
face of the vessel and the inner surface of the sealed
chamber on its cooling, but their number could not
exceed the number of molecules of the residual gas in
the chamber, N = nQp/py = 2.8 x 10'?, where n =
2.7 x 10" em~3 is the Loschmidt number, = 80 |
is the chamber volume, and pg = 760 torr. Since the
area of the inner surface of the graphite vessel was
2 x 10% cm?, the surface density of condensed-water
molecules was obviously below 1.4 x 102 em=2—
that is, 1073—10* of monolayer.

The transfer of UCN from the TGV source (Laue-
Langevin Institute, Grenoble) to the intermediate
chamber containing a vessel was accomplished with
the aid of a horizontal guide from stainless steel with
Ejiy = 180 neV and a vertical neutron guide with two
inlet shutters. The spectrum of neutrons that filled
the chamber and the vessel featured virtually no UCN
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Fig. 2. Schematic of experiments aimed at studying UCN
storage in (a) a graphite vessel and (b) an intermediate
vessel: (/) guide to the UCN source, (2) UCN shutters,
(3) UCN graphite shutter, (4) graphite vessel, (5) in-
termediate chamber, (6) guides of the cooling system,
(7) high-vacuum evacuation of the vessel, (8) guides
of the liquid nitrogen supply, (9) high-vacuum evacua-
tion of the intermediate chamber, (/0) line of the heater,
(/1) vacuum housing, (/2) Al foil, (/3) shutter of the
UCN detector area, (/4) UCN detector, (/5) layer of
fluorine polymer oil, (/6) chamber of UCN storage, and
(17) shutter of the chamber of UCN storage.

able to reach altitudes above 2 m in the gravitational
field. The vessel bottom was located at 1-m height
with respect to the UCN source axis; therefore, the
endpoint of the UCN spectrum in the vessel did not
exceed 100 neV.

The UCN storage time 7 as a function of tem-
perature 7" was measured in the experiment. The
measurements were performed after storing UCN in a
closed graphite vessel for a time interval sufficient for
a complete purification of the intermediate chamber
from UCN accumulated in it. During purification,
the shutter of the UCN detector, to which neutrons
accumulated in the chamber flowed, was open. After
the purification of the chamber, the vessel shutter
was opened, and the number of neutrons, N(t) =
N(0) exp(—t/7s), that remained in the vessel was
measured as a function of time ¢. The 7 value deter-
mined the total probability A, of neutron disappear-
ance from the vessel per unit time,

1/Tst = Aot = )‘ﬁ + Aeak + Awh + Az, (2>

where e,k is the probability of UCN leakage through
the slot between the shutter and the closed inlet hole
of the vessel and Ay, is the probability of UCN leak-
age as the result of slight heating caused by neutron
interaction with the moving shutter or by quasielastic
reflections from the vessel walls.

Vol. 66 No. 10 2003



1824

ARZUMANOV et al.

. T 1
0 200 400 600

T,K

Fig. 3. Parameter 7y as a function of temperature for a graphite vessel and results of experimental-data interpolation on the
basis of (a) the two-oscillator model and () the model employing one oscillator and assuming the presence of a hydrogen gas
at the surface. Individual model contributions to 7y are illustrated by the curves: (1) contribution of the inelastic scattering of
UCN and their capture by graphite in both panels, (2) contribution of the low-temperature oscillator in Fig. 3a or contribution
of two-dimensional hydrogen gas in Fig. 3b, (3) contribution of the high-temperature oscillator in Fig. 3a or contribution of
hydrogen dissolved in graphite in Fig. 36, and (4) summary dependence of ney,t 0n temperature in both panels.

The probability A, was determined experimen-
tally by counting the number of UCN escaping from
the closed vessel. The probability Ay due to mechan-
ical heating was negligible, since the shutter moved at
aspeed of 1 cm/s and since it took 1 s to close the ves-
sel. A rare process of weak UCN heating caused by
quasielastic reflections from the storage-vessel walls
could not have led to a noticeable leakage since the
endpoint of the spectrum was substantially less than
the graphite limiting energy and since the probability
of this process was rather small for graphite (below
0.3 x 1077 [18]).

The A; value was determined from relation (2)
with the measured A, probability. The v value was

r]in _
Nin = 1.75(3) x 1073
0.002 nH=104(7) x 10—5\
0.001
Nin = 9.4(21) x 1075
nH<82x10°6
1 1 1 1

]
12
nH x10°

Fig. 4. Partial parameter 7, associated with the channel
of inelastic UCN scattering as a function of the partial pa-
rameter n!! associated with the channel of UCN capture
by hydrogen for pyrolytic graphite.
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calculated with allowance for gravitation at a mean
UCN speed assessed by the characteristic time of
their escape from the vessel. The experimental value

Was Texpt = )\1/7

2.2. Results of the Measurement of 1oy,

Figure 3 shows the experimentally measured pa-
rameter 7. for a graphite vessel at various tem-
peratures. Curve [/ corresponds to the dependence
n(T') calculated by formula (1) with the cross sections
Oin + 0. obtained from the data presented in Fig. 1c.
Prior to the measurements, the first annealing of the
vessel was performed at 7" = 680 K for 24 hours. For
a few hours, the annealing procedure was accompa-
nied by the intense desorption of surface and volume
impurities from graphite. The ne, (" = 300 K) value
measured after the annealing was 9.4 x 1072, which
was considerably above the value calculated for this
temperature. In view of this, the second, long-term,
annealing of the vessel was performed at 7' = 680 K
for 150 h. After that, oxygen was supplied to the vessel
(at a pressure of 20 mbar), and the third, additional,
annealing was performed for 24 h. The test mea-
surement of nept (T° = 300 K) showed that this value
remained 9.4 x 10~°—that is, a further purification of
the surface by annealing yielded no result.

The vessel temperature was raised to 680 K to per-
form the main measurements. After that, the vessel
was cooled slowly to 90 K, and the vessel temperature
was fixed for a period needed for measuring neypi. At

90 K, we measured 7.t a few times within 2 days
and found no substantial variation of nexy that could
have been caused by an increase in the amount of
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hydrogen-containing impurities at the vessel surface.
In the course of a slow heating of the vessel from 90 K
to 300 K, the initial ney,t value of 9.45(45) x 107> was
restored at 300 K.

A comparison of the experimental dependence
Nexpt (") with the calculated one 7(7") suggests an
unpredicted additional UCN interaction with the
graphite surface. Since this interaction features a
temperature dependence—albeit a rather slight one—
the interaction must be caused by inelastic UCN
scattering to some extent.

In order to test this assumption, the graphite sur-
face was studied by the method of (n,~) analysis by
using UCN. The measurement procedure [10—12]
involved irradiating the vessel graphite with neutrons
and analyzing the product gamma radiation with a
germanium detector. The capture of UCN at the sur-
face by various isotopes was identified by the typical
spectrum of gamma radiation in (n, ) reactions. The
capture of UCN by surface hydrogen was identified by
2.23-MeV gamma rays from the reaction n(p,d)y. A
converter from 9B was used to identify inelastic UCN
scattering. When UCN heated to a thermal energy at
the graphite surface entered the converter, the germa-
nium detector recorded 477-keV gamma rays from
the reaction n +'9 B —7 Li+ a + v (477 keV). The
procedure used allowed us to determine the partial
values of the parameter n forinelastic UCN scattering
at T =300 K (n,), as well as the partial values 7!
and n$ associated with capture by surface hydro-
gen and carbon, respectively. The measurements were
performed prior to high-vacuum annealing of graphite
at T' = 680 K and after it.

As might have been expected, UCN capture by
carbon appeared to be negligible (n¢ < 2 x 1079).
Figure 4 shows two experimental values obtained in
the measurements of 7, and n!l. A lot of hydrogen
was adsorbed at the graphite surface before anneal-
ing, leading to additional inelastic scattering of UCN
and their capture (right circle in the figure). After
annealing (left circle), the amount of hydrogen de-
creased to such an extent that we could only estimate
an upper limit on the corresponding capture value,
nil < 8.2 x 1076, At the same time, inelastic UCN
scattering that yields i, = 9.4(21) x 1075 remained
after annealing. We would like to note that, within the
errors, the sum ni, + 1t + 75 = 9.4(23) x 1075 is in
agreement with the value of et = 9.45(45) x 1072,
which was obtained in studying UCN storage in a
graphite vessel at 7' = 300 K. Thus, we can conclude
that not less than 75% of the additional interaction
observed in UCN storage is inelastic scattering (at a
67% C.L.). However, there is only an estimate of the
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upper limit on UCN capture by hydrogen; therefore,
the observed inelastic scattering may be of a hydrogen
origin, but it also may be of some other physical ori-
gin. Since the hydrogen hypothesis is more realistic,
it is of interest to find out whether the observed tem-
perature dependence of 7. can be explained within
this hypothesis.

2.3. Analysis of the Temperature Dependence of 1egpt

If atoms of hydrogen dissolved in the surface layer
of matter form a simple Bravais cubic lattice 5, 6, 19],
the double-differential cross section for inelastic scat-
tering accompanied by phonon absorption is given by

Loy, kW2, [ ¢ g(e/h)
dQde ~ koe \6MN exp(e/h) — 1’
3

) exo(-2w)

where hkg and hk are the momenta of, respectively,
the incident and the scattered neutron; hq = h(ko —
k) is the momentum transfer in scattering; bi,. is
the incoherent scattering amplitude; M = m is the
mass of a lattice nucleus; N is the number of hy-
drogen atoms in the sample; € is the energy trans-
fer to the neutron in scattering; g (w) is the density
of phonon states; w =¢/h; and exp(—2W) is the
Debye—Waller factor. Since hkg < hk for UCN, the
expression for Debye—Waller factor in the Einstein
model with g (w) = 3N (w — wy) takes the form

exp(—2W) (4)
e hw \ dw
= exp (6MN / g(w) coth (%—T> w)
0

hwg
= —coth [ —
exp( cot <2k:l )> ’

where wy is the frequency of hydrogen oscillations. In
this case, the integrated scattering cross section is

exp (— coth <@)>
o o /F ML 5)

Tiwp
exXp k—T -1

In studying vibrational spectra of metal hydrides
[20], one treats relation (3) as the definition of the
effective density of states, assuming that M = m for
the optical branch of the spectrum g(w) and that,
for the acoustic branch, M is determined by the
mass of nuclei of the substance in which hydrogen
is dissolved. Further, we assume that hydrogen
dissolved in the surface layer of graphite can be
represented as a system formed by two oscillators
of low (w1 ) and high (w9) frequency, so that g(w) =
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3N(pd(w —w1) + (1 — p)d(w — we)), where p is the
relative fraction of the frequency wj. In this case,
the effective mass is set to the carbon mass M = 12
for the frequency wy and to the proton mass for the
frequency wq. The integrated cross section then takes
the form

e ( 1 coth (hwl )>
xp | —— —
. P 12 2kT
Oin X 12 V huwq . hwl ) (6>
«p [ L)
PA\%r

)]

Adjusting the frequencies wy and w9 and their rel-
ative fraction p, we can fit the theoretical dependence
(6) to the experimental data displayed in Fig. 4. For
this purpose, we represent the experimental value of
the parameter in question as

Nexpt = s + 7' (7)
where 1< is the contribution that arises from inelas-
tic UCN scattering on graphite and which is taken
into account by the theory and ' = ni! + 7!l is the
contribution caused by the inelastic scattering and
capture of UCN on hydrogen. For substances con-
taining hydrogen, the ratio of the cross section for
inelastic scattering on hydrogen to that for capture by

hydrogen is about 16 at room temperature. Using this
value, we obtain

exp <—i coth (£>>
’ A 12 exp <5> —1
T

(e (B
oo (Z) 1

where Ty = hw1 /k, Ty = hwsy/k, and

(8)

+(1-

1
—— coth
Ap\/TleXp< 2%

ER
P\ 300
2
exp <— coth (@>>
+(1—=p) VT T
—2 ) _
p(soo)
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The quantities nt!, Ty, Ty, and p are adjustable param-
eters subjected to the conditions nl! < 8.2 x 1076 and
Ty ~ 1000—2000 K. The latter condition follows from
the energy scale of optical vibrations in metal hydrides
[20]. In this case, a satisfactory fit is obtained at a low-
frequency-oscillator temperature T3 in the range 20—
60 K. By way of example, Fig. 3a shows this fit at
T1 =30 K, T, = 1050 K, and p = 0.4. We note that
the model being considered disregards the contribu-
tion of multiphonon processes, which become signifi-
cant when the Debye—Waller factor differs noticeably
from unity.

The experimental dependence of 7. can be ex-
plained within the model of a two-dimensional hydro-
gen gas at the surface [5]. This model assumes that
hydrogen is strongly coupled to the surface, but that
it moves freely along it. In this case, oy, = 0gv/v x
VT, where o9 = 20 b is the cross section for scatter-
ing on a free proton and o is the mean speed of hydro-
gen at the surface. Taken individually, this model is
unable to explain the temperature dependence of the
observed inelastic scattering. If, however, we assume
that a fraction of surface hydrogen is dissolved in
the crystal lattice and that the remaining fraction of
it resides at the surface in the form of a free two-
dimensional gas, then this combined model can ex-
plain the above results.

In the combined model, the parameter 7y, can be
represented as

Nexpt = 7711C1 + 77H—solved + nH—gas’ (9)

where 11-83 is the contribution of hydrogen as the

surface gas and nH-s°Ved is the contribution of dis-

solved hydrogen, whose oscillations can be described

by an oscillator at a characteristic temperature 75.
The last two terms in (9) can be written as

77H—solved — ngl—solved (10)

TQ T2
i —coth [ ==
(e () ~1) o (oot (57))
1+16 )
coth [ L2 )
exp co 500 exp T
T
H-gas __ , H-gas 1+ 60 11
U e < +60y/ 355 (1D

where pti-solved and pH-gas are the respective contri-
butions of UCN capture by hydrogen. The fact that
oin/o. ~ 60 for a gas of free protons at 300 K is
used in (11). Adjusting the temperature 7T and the
parameters pt-solved and pH-eas ynder the condition
that their sum must be below 8.2 x 1076, we can fit
relation (9) to the experimental dependence ey, (7).
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Figure 3b displays the resulting fit. The best fit was
obtained at 582 = 1.22 x 1076, pH-solved — (9 54 x
107, and Ty = 1200 K. These values correspond to
a dissolved-hydrogen concentration in graphite be-
tween 2 and 3 at. % and to its surface density of about
106 atom/cm?.

[t is obvious that the above satisfactory fits on
the basis of the models being considered cannot be
viewed as compelling physical proof of the hydrogen
nature of the observed effect. The purpose of our
discussion was to attract the attention of researchers
to the fact that hydrogen in surface layers can have
highly peculiar forms of coupling to matter and to
indicate that the corresponding vibrational spectra
may be radically different from those in the bulk of a
substance. In order to explain the observed hydrogen
effect, it is obviously necessary to assume the exis-
tence of a pronounced acoustic mode of vibrations
that is characterized by a very low energy of 1.5—
5.0 meV or to adopt quite an exotic model of two-
dimensional hydrogen gas. However, the abandon-
ment of the hydrogen hypothesis requires accepting
the fact that, in graphite, there is theoretically unpre-
dicted inelastic scattering that is weakly dependent
on temperature and which manifests itself only in
the subbarrier reflection of UCN, its cross section
rescaled for vy, = 2200 m/s being about 1—1.5 b.

3. UCN STORAGE IN VESSELS
WITH WALLS COATED WITH FLUORINE
POLYMER OIL

3.1. Experimental Procedure

The fluorine-polymer oil YL VAC 18/8 is a viscous
liquid at room temperature; it wets well and covers
any solid surface. After a prolonged evacuation in a
vacuum (for a few days), the oil releases atmospheric
air dissolved in the bulk of it and contains virtually no
hydrogen or water. Owing to these properties, fluorine
polymer oils could be used to shield surface hydrogen
when applied as a coating to the inner surface of
storage vessels. However, oils lose the properties of
a liquid gradually with decreasing temperature and
increasing viscosity and crack at 220 K, forming a
structure similar to a polycrystalline one. Our investi-
gations revealed that, if the oil is applied to the surface
of a metallic vessel made from copper, stainless steel,
or aluminum, its layer cracks and separates from the
surface when the temperature is reduced to 220 K.
Pyrolytic graphite proved to be the only material that
retains an oil coating at its surface in the temperature
region down to 80 K. When the graphite temperature
fell to 220 K, oil layers 10—50 pm thick cracked and
became nontransparent, but they did not separate
from the surface.
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To study UCN storage in a vessel coated with
fluorine-polymer oil, we used the same setup as in
the experiments with a graphite vessel (Fig. 2). There
were two versions of this experiment.

In the first version, UCN were stored in a pyroly-
tic-graphite vessel (Fig. 2a) whose walls were coated
with a fluorine-polymer-oil layer 20 pum thick. The
temperature range under study was 80—350 K.

In the second version, UCN were stored in an
intermediate chamber (Fig. 2b) whose surface was
coated with a thick (about 0.2—0.3 mm) fluorine-
polymer-oil layer. Ultracold neutrons were supplied
to the chamber through a hole made in the bottom
and equipped with a flat shutter that could close it. To
ensure the isotropy of the UCN flux, the chamber bot-
tom was covered with shot 3 mm in diameter, which
was also coated with oil. The temperature range stud-
ied in that case was 220—310 K. Some of the results
of these measurements were published in [21].

In just the same way as in the experiments with a
graphite vessel, \; was determined from the measured
probabilities A\jo; and Ajeax by using relation (2). We
calculated «y for the mean speed of UCN accumulated
in the vessel, taking gravity into account. The mean
speed was assessed from the characteristic time of
the escape of UCN from the chamber or the vessel.
The experimental value of the parameter 7., was

determined as nexpt = A1/7.

3.2. Measurements of Negpt

Figure 5 displays the measured values of 7expi.
Also shown in this figure (diamonds) are values cal-
culated for n(7T") by using the experimental cross sec-
tions (0. + oin) from the data in Fig. la. As was
mentioned above, the values of n(T') in the region
T < 220 K can be treated only as an upper limit on
this quantity.

[f UCN were stored in a graphite vessel coated
with fluorine polymer oil (boxes in Fig. 5), the val-
ues of nexpt were 3—5 times greater than the calcu-
lated ones over the entire temperature range stud-
ied here. In the case of UCN storage in a cham-
ber coated with fluorine polymer oil (closed circles),
Nexpt = 2-42(21) x 107° is three times as great as
the calculated value at 7' = 300 K. The discrepancy
decreases markedly with decreasing temperature. At
218 K (which is close to the temperature of crack-
ing), Nexpt = 7.25(81) x 107, and the value of n =

4.5(3) x 1079 is obtained by means of a linear inter-
polation on the basis of three points measured for T" >
220 K. Thus, the contribution of additional inelastic
scattering to eyt decreases to 2.75(86) x 107°.
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Fig. 5. Results obtained by measuring nexyt for vessels coated with the fluorine polymer oil YL VAC 18/8: (open boxes) data
obtained for graphite surfaces coated with oil and (closed circles) data for stainless-steel vessels coated with oil. Diamonds
represent the calculated dependence n(T).
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Fig. 6. Probability \; of UCN losses in a vessel with heavy-ice walls as a function of the geometric factor of the experiment (-y):
(@) linear extrapolation performed according to data from [23] and (b) linear extrapolation with the fixed world-average value

of )\5.

Analyzing both experiments, we can assume that
the complete shielding of the graphite surface is not
achieved when UCN are stored in a graphite vessel
whose walls are coated with a 20-pm layer of the flu-
orine polymer oil. Microcracks seem to appear in the
oil layer with decreasing temperature and can cause a
considerable increase in 1.y for a number of reasons,
such as direct UCN penetration into the graphite,
an increase in the layer roughness, and a splitting-
induced increase in the inner surface of the vessel. The
second experiment demonstrates that UCN undergo
theoretically unpredicted additional inelastic scatter-
ing when they interact with the surface of the fluorine
polymer oil. The difference 7yt — 7 caused by this
process is 1.6 x 1075 at T = 300 K. Here, it should
be noted that, according to various estimates [18,
22], the probability of a weak heating of UCN at
this temperature per one interaction event is 0.2—
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0.5 x 107°. Therefore, we cannot rule out the con-
tribution of a weak heating of UCN to the observed

effect at a level of 15—30%. Since there is no reliable
information about hydrogen at the fluorine-polymer-

oil surface, we cannot rule out the contribution of
inelastic scattering due to hydrogen either. Finally,
the observed additional scattering may be associated
with phenomena occurring at the liquid surface. It is
of fundamental importance that the additional inelas-
tic scattering is efficiently suppressed as temperature
decreases to 220 K, whereupon the observed losses
approach the calculated level. Upon rescaling to the
thermal speed, the additional inelastic scattering at
T = 300 K corresponds to a cross section of 0.3 b; at
T = 218 K, this cross section is 0.050(15) b.
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4. UCN STORAGE IN A VESSEL
WITH WALLS MADE
FROM HEAVY-WATER ICE

In one of the pioneering studies devoted to mea-
suring the free-neutron lifetime [23], UCN were
stored in a vertical vessel where heavy-water ice

3000 A thick was deposited onto its walls by means
of low-temperature condensation at 80 K. The exper-
iment was performed for two geometric conditions. At
first, UCN were stored in an empty vessel, in which
case  was minimal (3.33 s~1). The storage time ob-
tained in this way was 863(6) s, which corresponded
to the loss probability of \; = 115.87(80) x 107> s~ L,
In the second case, additional plates covered with
ice were inserted into the vessel, with the result
that «y increased to 7.55 s~!, whereupon )\; became
120.8(26) x 1072 s71.

For two values of v, Fig. 6a shows the results
obtained by measuring A;, which were then used
to determine the neutron-decay probability of A\g =

112.1(25) x 107° s~! by means of a linear extrapo-
lation of « to zero, this probability corresponding to
the lifetime of 892(20) s. The formation of an ice layer
in a hermetic vacuum vessel was a feature that was
peculiar to that experiment and which eliminated the
possibility of contamination with hydrogen from the
residual gas of the vessel volume. On the other hand,
the diffuse penetration of hydrogen into the ice layer
from the aluminum walls of the vessel was negligible,
since the coefficients of hydrogen diffusion decrease
sharply in all materials with decreasing temperature.
This gives grounds to believe that, in the experiment
reported in [23], UCN were stored in a vessel whose
walls coated with heavy-water ice contained no hy-
drogen contamination. Therefore, a comparison of
Nexpt Obtained in that experiment with the theoretical
value of n for heavy-water ice at 80 K is of interest for
testing the hypothesis of the hydrogen origin of the
additional UCN losses.

The accuracy of the value ey, = 1.15(65) x 107°
obtained in [23] was not high, because both 7.y
and the neutron lifetime were determined in the same
experiment, but the latter was known at that time
with an error of about 10 s. Since the world-average
weighted value of the lifetime is currently known to
a high precision, 753 = 885.9(9) s, the results from
[23] can be improved by setting A\g = 112.88(115) x
1075 s~!. This enables us to determine, by using
the same data, the value of eyt = 0.94(20) x 107° s
more accurately (Fig. 6b).

From the data in Fig. la, we obtain o, + oiy =
42.1(30) b at a neutron speed of 7.3(5) m/s in ice,
whence it follows that = 0.65(5) x 1075. Thus, the
discrepancy between the experimental and theoretical
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values of iy for heavy-waterice at 80 K, if any, is within
a factor of 1.5—2. In any case, the effective cross
section estimated at a neutron speed of 2200 m/s for
other possible processes that could cause additional
UCN losses does not exceed 0.1 b at a67% C.L. On
the other hand, this discrepancy can be reasonably
explained by the roughness of the ice surface at the
vessel walls [2].

5. CONCLUSION

The possibility of attaining the calculated proba-
bilities of the losses of UCN stored in graphite vessels
and in vessels coated with fluorine polymer oil and
heavy-water ice has been tested experimentally. The
existence of theoretically unpredicted inelastic UCN
scattering in UCN collisions with the walls has been
established for graphite vessels. It has been shown
that additional scattering may be associated with the
presence of hydrogen at the surface, this providing a
UCN leakage channel characterized by a slight tem-
perature dependence. This hypothesis requires either
the existence of a pronounced acoustic vibrational
mode of extremely low characteristic energies (1.5—
5.0 meV) in the frequency spectrum of dissolved hy-
drogen or the use of quite an exotic model featuring
two-dimensional hydrogen gas at the surface. At the
moment, it is therefore impossible to draw a definitive
conclusion that the additional inelastic scattering is of
a completely hydrogen origin. This issue will remain
open until the accuracy in determining the probability
of UCN capture by hydrogen at the graphite surface
by means of the (n,~) method is improved consider-
ably.

Additional UCN scattering has also been estab-
lished for vessels whose walls are coated with fluo-
rine polymer oil. In contrast to the case of graphite,
the probability of this scattering is suppressed effi-
ciently with decreasing temperature, with the result
that losses at a level close to the calculated one can
be attained even at 220 K. The probabilities of the
experimental and calculated losses have been shown
to be in good agreement for vessels whose walls were
coated with heavy-water ice at 80 K, in which case
a possible surface contamination with hydrogen was
minimized. On one hand, the results obtained here
favor the hydrogen hypothesis of anomalous UCN
losses at the graphite surface; on the other hand, they
indicate that the process of anomalous interaction is
not universal for different materials, since the cross
section may take different values for them.
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Abstract—The modern state of neutron optics of absorbing media is briefly surveyed. In all probability,
there are no physics arguments that would constrain, in the case of strong absorption, the applicability of
the commonly accepted Fermi—Foldy dispersion law for neutron waves. In accord with previously known
results, it is found that the coefficient of reflection of neutrons from the boundary of a strongly absorbing
medium tends to unity with decreasing velocity of neutrons incident on this medium. At low neutron
energies peculiar to the case of ultracold neutrons, the complex scattering length for neutron—nucleus
interaction proves to be constant, whence it follows that the cross section for neutron capture by a free
nucleus obeys the 1/v law. The cross section for the analogous process on nuclei within a medium is
described by the 1/v" law, where v = hk'/m, with k&’ being the real part of the neutron wave number in the
medium. As the incident-neutron velocity v decreases, the velocity v’ in a medium tends to some limiting
value. From the coefficient of reflection of cold neutrons that is measured as a function of the wavelength and
the angle of incidence, a refined value is found for the real part of the scattering length for neutron interaction
with gadolinium nuclei. An experiment was performed where ultracold neutrons were transmitted through
thin samples containing natural gadolinium. In analyzing the results of this experiment, use was made of
the value found here for the real part of the neutron—nucleus scattering length. The experiment indicates
that the imaginary part of the scattering length is a constant or, what is the same, that, for neutron velocities
ranging from 4 to about 120 m/s, the 1/v law for the cross section for neutron capture by a free nucleus is

valid to within 6%. © 2003 MAIK “Nauka/Interperiodica”.

1. INTRODUCTION

It is well known that the neutron-optics proper-
ties of a medium are completely determined by the
complex scattering length for the coherent interac-
tion of neutrons with nuclei of atoms forming this
medium. For the majority of nuclei, the real part of the
scattering length exceeds its imaginary part by a few
orders of magnitude. In this case, processes induced
by radiative neutron capture by nuclei of the medium
lead to the attenuation of a wave over distances con-
siderably exceeding the relevant wavelength, the real
part of the wave number in the medium and, accord-
ingly, the index of refraction for neutrons being de-
pendent only slightly on the absorption cross section.
A similarly weak dependence on the capture cross
section is peculiar to the coefficient of reflection from
the medium boundary as well.

There are, however, a number of substances whose
nuclei possess a very large cross section for the cap-
ture of thermal neutrons. In the majority of cases,

YLaue—Langevin Institute, Grenoble, France.

DInstitute of Theoretical and Experimental Physics, Bol’shaya
Cheremushkinskaya ul. 25, Moscow, 117259 Russia.

“e-mail:frankent . jinr.ru

this is due to the presence of resonances in the cross
section for radiative capture in the region of thermal
energies. The imaginary part of the scattering length
can then be commensurate with its real part or even
exceed it. For such substances, all optical character-
istics of the medium are strongly dependent on the
cross section for neutron capture by individual nuclei.
Interest in neutron optics of absorbing media has
quickened considerably in recent years. This was mo-
tivated by a wide application of absorbing substances
in neutron polarizers, especially in view of the fact
that requirements on the quality of such polarizers
have become ever more stringent. Moreover, the ex-
perimental results reported in [1], which are quite
unexpected, attracted closer attention to the problem.
On the other hand, this realm of neutron optics has
not yet received adequate experimental study because
of difficulties in performing relevant experiments.
Theoretical investigations into the problem being
discussed were performed in[2—7]. In 1961, Gurevich
and Nemirovsky [3] showed that, as the velocity of
neutrons incident on an absorbing medium tends to
zero, the effective capture cross section approaches
a finite limit instead of going to infinity. It should be
emphasized that one implies here an effective cross
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section for nuclei in a dense medium rather than the
cross section for a free nucleus. In the same article
of those authors, it was indicated that the absorption
of a wave is always accompanied by its reflection.
Among other things, they presented an estimate for
the coefficient of reflection of ultracold neutrons from
the surface of gadolinium, which possesses a giant
cross section.

Treating the dispersion of neutron waves on the
basis of classic theory pioneered by Foldy [8] and
Lax[9], . Frank [4] derived general expressions for the
complex index of refraction of neutron waves in an ab-
sorbing medium. Only the very fact that the effective
scattering length for neutron—nucleus interaction is
complex-valued is of importance in this approach,
the questions concerning the origin of its imaginary
part being set apart. It does not seem that there are
constraints on the applicability of this theory in the
case of very strong absorption. Some of the results
reported in [4] will be given below.

In contrast to [4], the theoretical analysis of Gure-
vich and Lomonosov in [5, 7] relied on the fact that,
in strongly absorbing media, the disappearance of a
neutron is due to radiative capture. Those authors
arrived at the conclusion that, at very low neutron
energies, the dependence o o 1/v for the neutron-
capture cross section gives way to the dependence
o «v. This means that the capture cross section
tends to zero as the neutron velocity decreases indef-
initely. But as before, this concerns the effective cross
section for a nucleus occurring in a dense medium (of
a thin film in the case being discussed).

We would also like to mention the studies of Rubio
and Kumar [10] and Jayannavar [11], who revisited
the reflective properties of an absorbing potential.
Those authors analyzed some corollaries of the well-
known circumstance that, in the case of interaction
with a complex-valued potential having sharp bound-
aries, a strong absorption of a wave is always accom-
panied by its reflection (see, for example, [3]).

2. ELEMENTARY THEORY
2.1. Infinitely Thin Absorbing Plane

In order to illustrate some general features of phe-
nomena that arise in the interaction of a neutron
wave with an absorbing sample, we will consider the
model of an infinitely thin plane, disregarding cor-
relations between the positions of scatterers (such
correlations are insignificant in the present case). The
sample in question can then be fully characterized by
the complex-valued scattering length for interaction
with an individual nucleus, b, and by the number of
scatterers per unit area, pa. The problem reduces to
calculating the amplitude for scattering on a delta-
function potential. This problem is well known in
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quantum mechanics (see, for example, [12]) and was
repeatedly discussed in connection with various prob-
lems in neutron optics[10, 11, 13—15]. A solution can
be represented in the form

-5 1

S P — l
"T1Ts 1145’ (1)
27 pob
§ =Py,
ko

where r and ¢ are the amplitudes of, respectively, the
reflected and the transmitted wave and kg is the wave
number, the incident flux being normalized to unity.
Evaluating the flux that remains within the substance
of the sample,

S=1—rf -t (2)

we obtain the following expression for the effective
cross section o = X /ps for neutron absorption on an
individual nucleus in the sample:
— 4_7Tb// ]'
ko n 47 po o A2 p3
ko k2

g

(3)

1 bl

For an indefinitely dilute two-dimensional me-
dium, in which case py — 0, the following relation
holds in accordance with the optical theorem:

4
STy, (4)

o — 0=
In the case where the density of scatterers, po, is
finite, the effective cross section for nuclei lying in
a plane is smaller than the cross section for a free
nucleus. If the wave number is not overly small, we
can disregard the third term in the denominator on the
right-hand side of (3). We then have
90
1+ oop2

From (4) and (5), it can be seen that the effective
cross section in a medium grows with decreasing
wave number, along with the cross section, o, o¢
1/ko. However, this growth is moderated by the in-
creasing factor ogps.

The limiting case of ultraslow neutrons [15] corre-

sponds to fulfillment of the inequality pZ—’b’ > 1 and
0

12

o , ooz < 1. (5)

to the dominance of the third term in the denominator
on the right-hand side of (3); we then have

1 bl/
— ko
T3 |bf

12

o ,  oopp2 > 1. (6)

Thus, we see that, at very low neutron velocities,
the effective cross section for nuclei in a thin sam-
ple proves to be proportional to the incident-neutron
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velocity, in quantitative agreement with the results
obtained in [7]. As the neutron velocity decreases
indefinitely, this cross section tends to zero.

This result has a simple qualitative explanation.
As was indicated previously in [14, 15] and as can
be immediately seen from (1), the amplitude of the
wave that is reflected from a plane has a pronounced
resonance character. If absorption is negligible (b <
V'), the coefficient of reflection, R = |r|?, is given by
the resonance Wigner formula

2

:ma v =2mpy [b], (7)

which corresponds to scattering on a level at a neg-
ative energy for b’ < 0 or on a virtual level for &’ > 0.
But in the general case, it follows from (1) that

47r202\b\2( dmpy,,  An%0% o\
R="TP 00 (4 2Py 2T P2 g, ) .
R WO TR

(8)

For ultraslow neutrons, in which case ky < p2 [0],
expression (8) reduces to expression (7), which was
obtained for a perfectly transparent medium. In the
limit of kg — 0, it leads to the following result: R — 1.
Thus, an effective decrease in the capture cross sec-
tion with decreasing neutron energy is due to an ever
increasing and eventually dominant role of reflection.

2.2. Case of Absorbing Medium

In the above case of a thin sample, the problem
being considered involved only one value of the wave
number, kg. It is obvious that, in the case of an ex-
tended sample, which, in the limiting case, goes over
to a semi-infinite medium, it is necessary to intro-
duce, in addition, the wave number k that character-
izes the wave within the sample. The relation between
these wave numbers is given by the dispersion law
k(k32). For waves of any origin, we have the relation [9]

k* = ki + 4mpf(0), (9)

where f(0) is the amplitude of the wave scattered at
zero angle and p is the number of scatterers per unit
volume. By virtue of the optical theorem

47
Otot = k—lm[f(O)],

0
which relates the total cross section oy, to the ampli-
tude for forward scattering, this amplitude is always
complex-valued. Accordingly, the wave number in
the medium, k—it is determined by the dispersion
relation (9)—is also complex-valued. For very slow
neutrons, it is common practice to use, instead of
the amplitude, the scattering length b[16], where b =

(10)
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—lim[f(0)] for kg — 0. In this case, the formulation of
the optical theorem in Eq. (10) (with the substitution
of —b for f) remains valid, but it involves, instead
of the total cross section, the cross section o for
all processes leading to the withdrawal of neutrons
from the coherent state and including capture (see,
for example, [13]). In the majority of cases, the scat-
tering length b is constant. From the invariability of
its imaginary part, it follows that the quantity o.;(k)k
is constant, which corresponds to the 1/v law for the
cross section oq5. Obviously, the dispersion relation
then has the form
k? = k2 — 4mpb, b=t —it".
(11)

In the case of normal incidence of a wave on sub-
stance,?) the corresponding neutron wave function in
a medium has the form of an attenuated wave; that is,

Y(z) = texp [(ik' — k") 2], (12)
where t is the amplitude of the wave at the boundary
of the medium. Evaluating the flux density at a given
point in the substance by means of a standard proce-
dure, we obtain

, o hk'
j= @)l —,
Thus, we see that, in the expression for the flux, the
quantity v" = hk'/m plays the role of the velocity in
the medium [4] and that the attenuation of the wave is
determined by the imaginary part of the wave vector
E”. In just the same way as &/, k” depends both on
the real and on the imaginary part of the scattering
length b.
Following [4], we will derive explicit expressions
for both parts of the wave vector in a medium. Re-
casting formulas (11) into the form of two equations,

b=k + ik,

[(x)[* = > exp(—2K"z). (13)

E? — kK" = k2 — dnpb/, KK =2mpb’,  (14)
we obtain
k2 — dmpb! k2 — 47 pb’)?
2 4
(15)
2 2
L = 4 pb’ — k(2) + \/(ko - 47pr/) + (27rpb”)27
2 4
(16)

3We note that, in the case of an arbitrary angle of incidence,
the components of the complex wave vector in a medium are
not parallel to each other. In this case, the imaginary part of k
is orthogonal to the boundary of the substance. Here, we will
not analyze interesting corollaries from this circumstance,
restricting our consideration to the case of normal incidence
of a wave on the boundary of a medium.
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where one implies the arithmetic (positive) values of
the square roots.

Equations (14)—(16) completely determine the
neutron wave function in a medium; in order to
solve the problem of reflection from and transmission
through an arbitrary sample, it only remains to
write the corresponding continuity conditions at the
interfaces.

Implying that, in the ensuing analysis, we will be
dealing only with rather slow neutrons and following
the generally accepted terminology [4], we will dis-
tinguish between ultracold and very cold neutrons by
the sign of the quantity C' = k3 — 4mpb’. For very cold
neutrons in the case of substances characterized by
not very strong absorption and of energies not very
close to the threshold,

(4mpb”)® < (K3 — dmpt)? (17)
we obtain
27 pb” 27 pb”
K o\ Jk2 —dmplf, K = = .
o Ko /K — dmpl/
(18)

Substituting these expressions into (13) and making
the substitution

V' = oei(ko)ko/4m, (19)
we arrive at
(@) = 2 exp (‘M”ﬁ) @)

Thus, both the quantum-mechanical flux (13) and
its attenuation (20), which is caused by absorption in
the case of very cold neutrons, are determined by the
effective velocity of neutrons in matter,

v = Ek’.
m

(21)

Let us now consider the case of ultracold neutrons
(C < 0). Under the same conditions (17), we similarly
27 pb”

obtain
—— k' =\ 4npb — k2. 22
/74pr, = k:g \/ &P 0 (22)

From the condition in (17), which is assumed to
be valid here, it follows that ¥” > k’. The wave is
attenuated in matter efficiently, but, now, this is due
to almost complete external reflection rather than to
absorption. Nonetheless, the real part of k is not equal
exactly to zero—it is obviously related to the absorp-
tive properties of matter. The flux that is associated
with it and which is directed toward the interior of
matter [see Eq. (13)] owes its existence to neutron
absorption in matter [4].

Let us now remove the condition in (17) and re-
turn to the general case of an absorbing medium.

k/

12
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From (15), it immediately follows that, as the velocity
of neutrons incident on a medium tends to zero, the
real part of the wave number, along with the effec-
tive velocity in matter, reaches some limiting value,
instead of approaching zero; that is,

! 2
i = | 2mpb/ 1+ <?> —-1], (23)
U;nin = Ek;nin‘
m

As a result, the increase in the cross section for

neutron absorption is restricted from above by the
quantity

O'(ko)k‘o

Omax — T

(24)

Thus, we see that, in the case of ultracold neu-
trons, the effective cross section for neutron absorp-
tion increases in proportion to 1/v" with decreasing
neutron velocity. But the effective velocity v’ itself
cannot be arbitrary small—it is bounded from below
by the limiting value in (23). As was predicted in [3],
this is precisely the physical reason behind the satu-
ration of the cross section. In the case of a very strong
absorption, b” > V/, we have

;nin =V 27pr”,
which is in accord with [3].

By no means does this conclusion contradict the
results presented in the preceding section. In the ab-
sence of a medium, we determined the cross section
on the basis of the ratio of the flux captured by the
sample to the flux incident on it. But in the present
section, we determine the cross section on the basis
of the attenuation of that part of the flux which has
already entered the medium, the magnitude of the
coefficient of reflection from the interface not being
discussed. At the same time, the role of reflection
becomes more pronounced with decreasing neutron
velocity in this case as well. For an infinitely extended
medium, the amplitude of the reflected wave is given
by the well-known expression

. ko — k

N ko + k

Obviously, the entire flux that entered a semi-infinite
medium is absorbed in it. At very low neutron ve-

locities, we obtain the following expression for the
fraction of absorbed neutrons:

2k’ ko
Arp |b]’
From this expression, we can see that, in accord with

the aforesaid, o decreases in proportion to the neutron
velocity in this case as well.

2" [p,  (25)

Omax = 2

(26)

a=1—|rf = ko — 0.  (27)
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3. SCATTERING LENGTH FOR THE
COHERENT INTERACTION OF SLOW
NEUTRONS WITH GADOLINIUM NUCLEI

Among known substances that absorb neutrons,
gadolinium is one of the strongest absorbers. This
is the reason why it is extensively used in neutron
physics. Moreover, investigation of the propagation
and absorption of neutron waves in this substance
makes it possible to test, under limiting conditions,
fundamentals of the theoretical neutron optics of ab-
sorbing media. In order to meet the requirements of
applied neutron optics and to perform a comparison of
experimental data on ultracold-neutron transmission
through thin gadolinium samples (see Section 4 be-
low) with the results of calculations, we address here
data on the scattering length for coherent neutron
interaction with gadolinium nuclei.

3.1. Complex-Valued Scattering Length for Neutron
Interaction with Gadolinium Nuclei

Two gadolinium isotopes, >Gd and 57Gd, have
resonances in the cross section for radiative neutron
capture near the thermal region, and this is the reason
why the cross section for neutron capture in natural
gadolinium is so large. It is well known that, in this
case, the energy dependence of the scattering length
is described by the Breit—Wigner formula (see, for
example, [17])

0+22>1FME B) g

E;)* + T3
D

Aj Fn]F
24r¥
where ap, is the scattermg length for the interaction
with a free nucleus, rg is the potential-scattering
length, I', ; is the neutron width of the j resonance,
I'; is its total width, and E is the neutron energy.
The scattering length for a bound nucleus is b =
acon(A +1)/A, where A is the mass number. For
gadolinium, A ~ 155, in which case a and b differ by
less than one percent; in view of this, we will disregard
this distinction below. As can be seen from (28),
both the real and the imaginary part of the scattering
length change sharply in the vicinity of resonances.
In Fig. 1, the resonance contribution b(E) to the real
part of the scattering length for natural gadolinium
is shown as a function of energy. This graph was
calculated on the basis of the Breit—Wigner formula
with allowance for the parameters of closely lying
resonances. Here, we employed the representation
Re(b) = bo + b(E), in which the constant term by
takes into account both the real part of the potential-
scattering length, rg, and the contributions of all far

Gcoh =
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Resonance component of the scattering length b(E), fm

8+

Re(b) = by + b(E)

Lol 1 Lol 1 Lol 1 1
102 107! 10°
Energy, eV

Fig. 1. Real part of the scattering length for natural
gadolinium as a function of energy (results of the calcu-
lation). The constant component by is taken here for the
reference point.

resonances. From Fig. 1, it can be seen that, in the
energy range from zero to 1 eV, the real part of the
scattering length changes by more than 12 fm.

For neutrons of energy much less than the res-
onance value, the denominator in the Breit—Wigner
formula reduces to a constant. Since the quantity
ALy, which appears in the numerator of this formula,
is also a constant for s-wave resonances, the complex
scattering length for ultracold neutrons is equal to the
constant b = by + b(0).

For the majority of practical calculations, it is
necessary to know the complex value of b precisely,
which, with the exception of the particular case of
ultracold neutrons, is always strongly dependent on
energy. The imaginary part of b can easily be calcu-
lated either by formula (28) with the known resonance
parameters from [17] or by means of the optical the-
orem on the basis of the known cross section. In the
case being considered, the total cross section is nearly
coincident with the dominant radiative-capture cross
section, o = 0, which is well known [18].

The situation around the real part of b is more
complicated. A few experimental values are given

Table 1
Re(b), im Method, A Year,
references
Diffraction,
95402 Epithermal neutrons 1975[20, 21]
6.2 Compilation, 1.8 A 1984 [17]
51404 | Interferometry, 1.86 A 1985 [22]
10 Reflectometry, 1—5 A 1992 [23]
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for this quantity in the tables of coherent scattering
lengths in [19], the experimental result having the
smallest declared error [20] being indicated there for
the recommended value. These data, supplemented
with those from [21, 23] (references to the earlier
studies of the quoted authors are omitted here), are
presented in Table 1.

The measurements reported in [20, 21] were per-
formed by the neutron-diffraction method with ep-
ithermal neutrons over a wide energy range. The au-
thors of those studies state that the results obtained
by measuring the quantity b are indicative of its in-
variability in the energy range from 0.2 to approxi-
mately 2 eV, where there is a resonance. This con-
clusion, which contradicts the Breit—Wigner formula
(see Fig. 1), seems dubious.

The experiment with a neutron interferometer in
[22] was devoted to directly measuring the phase shift
caused by the real part of the index of refraction,

AD = k‘o(n/ - 1)d, n/ = k‘//k‘o, (29)

where d is the sample thickness. In the case of thermal
neutrons, the imaginary part of the scattering length
makes a negligible contribution to n/; that is,

27 pb 21 pb” \ 2
n=1- 7};@ [1—1—(7;;; )], k2> pb, pb”.
0 0
(30)

The measurements were performed at the wave-

length of A = 1.86 A, and the value quoted in Table 1
is the experimental result extracted from the mea-
sured phase shift at this wavelength value. For the real
part of b at the thermal point, the value obtained by
rescaling this result on the basis of the Breit—Wigner
formula with allowance for two main resonances in
gadolinium is 5.7 + 0.4 fm, which is close to the value
quoted in[17].

Korneev et al. [23] measured the coefficient of
neutron reflection, R(\), from a gadolinium layer
deposited on the surface of a flat substrate. The
measurements were performed by the time-of-flight

method in the wavelength range A = 15 A. The co-
efficient of reflection, R(\), depends on the complex-
valued quantity b(\), which was calculated on the
basis of Eq. (28). The result displayed in the table
concerns the constant component by. The experi-
ment reported in [23] was devoted to measuring the
reflective properties of gadolinium rather than the
scattering length proper; in view of this, the error in
this quantity was not presented there.

Thus, we can see that available data are contro-
versial and that the results of the most precise experi-
ment are questionable. All of this furnishes a sufficient
motivation for undertaking a new measurement of
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the scattering length for coherent neutron interaction
with gadolinium nuclei.

3.2. Measurement of the Scattering Length
for Gadolinium by the Method of Reflection
from a Mirror

Upon the reflection of a neutron wave from the
boundary of a medium, the wave-number compo-
nent parallel to the medium surface must remain
unchanged. For this requirement to be satisfied, it is
sufficient that the medium be homogeneous along its
boundary. Therefore, the dispersion relation (11) is
also valid for the wave-number components orthog-
onal to the surface of the medium [4, 14]; that is,

ki = kg, —4mpb(k3), ki =K, +ik[, (31)

where it has been considered that the proximity of
resonances, which is typical of strongly absorbing
media, leads to an energy dependence in the scat-
tering length. With allowance for this circumstance,
formulas (15) and (16) remain valid if the wave num-
bers ko and k are replaced there by their normal
components. For the coefficient of reflection from the
boundary of the medium, we must use, instead of (26),
the expression

_ koo — ki (KoL, k3)
koi + ki (koy,k3)

Figure 2 shows the calculated coefficient of re-
flection from the surface of a gadolinium mirror at a
glancing angle of 5 mrad. The imaginary part of the
scattering length, Im(b), and the contribution to the
real part of the scattering length b(F) from the clos-
est resonances were calculated by the Breit—Wigner
formula. The constant part of the scattering length,
bp, was a variable parameter. [t can be seen that by
no means is the coefficient of cold-neutron reflection
from a gadolinium surface small and that it depends
on the parameter by rather strongly, and these were
the circumstances that were used in [23]. Our exper-
iment is also based on measuring the coefficient of
neutron reflection from a gadolinium mirror [24].

The measurements were conducted by using the
REFLEX neutron reflectometer installed at the IBR-
2 reactor of the [.LM. Frank Laboratory for Neutron
Physics at the Joint Institute for Nuclear Research
(Dubna, Russia)[25]. The sample used was manufac-
tured by means of the magnetron sputtering of natu-
ral gadolinium onto a glass substrate of dimensions
5 x 8 cm?. The thickness of the gadolinium layer was
about 1000 A. In order to prevent gadolinium from

oxidation, it was covered with a thin (50 A) titanium
layer. There is every reason to believe that the tita-
nium layer was completely oxidized.

r(ko, k2) R=|r].

(32)
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Coefficient of reflection

0 =5 mrad by =12 fm
11 fm
10 fm
9 fm
L 8 fm
7 fm

6 fm
0.1+

1 1 1 1 1 1
1 3 5 7
Wavelength, A

Fig. 2. Coefficient of neutron reflection from the surface
of a gadolinium mirror versus the neutron wavelength
accordingto calculations at various values of the constant
part bo of the scattering length.

The measurements were performed by the time-

of-flight method in the wavelength range 3.5—8 A at
glancing angles of 3.78 and 4.88 mrad. In those cases,
the angular resolution of the instrument assumed
values of 5.5 and 4.3 %, respectively. The coefficient of
reflection was determined in a natural way, as the ratio
of the intensities of the reflected and incident beams, a
normalization with allowance for the time of measure-
ments and the monitoring of the reactor power being
performed. The length of the mirror was insufficient
for completely covering the incident beam, and this
was taken into account by introducing yet another
normalization factor. The corresponding geometric
factor z = Ny /N3, where Ny and Ny the intensities
of the beam, respectively, without and with the mirror
in the operating position, was measured as a function
of the wavelength. It proved to be constant to a fairly
high precision, and this indicates that the mirroris not
transparent to neutrons in the wavelength range used.

The results of the measurements are given in
Fig. 3. The theoretical curves calculated by formu-
las (15), (16), and (32) were fitted to our experimental
data obtained at two glancing angles. In constructing
these curves, the imaginary part of the scattering
length, Im(b), and the contribution of the closest
resonances to the real part of the scattering length
b(E) were calculated by the Breit—Wigner formula.
The constant part of the scattering length, by, was
the only varied parameter, which was common to
both measurements. In the calculations, we took into
account the presence of a protecting layer, setting the
density of the scattering length for coherent interac-
tion to pb = 2.61 x 10'® ecm~2, which corresponds to
titanium dioxide (TiOs).
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Fig. 3. Experimental data on the coefficient of reflection
from a gadolinium mirror at two glancing angles, along
with the results of the calculations at bg = 11.5 fm (solid
curves) and the theoretical results for an angle of 3.78
mrad at bp = 12.5 and 10.5 fm (dashed curves / and 2,
respectively).

Although the theoretical curves reproduce experi-
mental data quite satisfactorily, their agreement with
experimental data is not perfect. In all probability,
there are moderate methodological errors or unknown
factors that were disregarded in the calculations. The
most probable reason behind these discrepancies is
associated with an incomplete knowledge of the prop-
erties of the sample—in particular, of the surface dis-
tribution of oxygen in the sample oxidized in air.

Nevertheless, the experiment proved to be rather
sensitive to the value of by, as is demonstrated by a
comparison of the results of the measurements at an
angle of 3.78 mrad with the results of the calculations
that were performed for three values of by (see Fig. 3).
For the constant contribution to the real part of the
scattering length for gadolinium, our eventual esti-
mate is bg = 11.5 £ 0.7 fm.

3.3. Scattering Length for the Interaction
of Ultracold Neutrons with Gadolinium Nuclei

On the basis of the result quoted above for by, we
can easily evaluate the scattering length for the case
of ultracold neutrons. Upon taking into account the
resonance contribution b = by + b(0) according to the
Breit—Wigner formula, we obtain Re(b)yon = 5.8 +
0.7 im. The imaginary part of the scattering length
can easily be derived by using the optical theorem,
Im(b) = kot /4m. In the case being considered, the
total cross section is nearly coincident with the cross
section for radiative capture, oy, = 0,. On the basis
of data from [18] on the cross section for capture in

Vol. 66 No. 10 2003



1838

gadolinium isotopes that make a dominant contribu-
tion to the cross section, we find that, for the natural
isotopic composition of gadolinium, o, = 5.9 x 10° b
at an energy of E = 10~% eV. This leads to the value
of Im(b) = 10.4 fm.

We also note that, from the invariability of the
real and imaginary parts of the scattering length for
ultracold neutrons, it follows that, when necessary,
one can make use of the concept of a complex-valued
effective potential that correctly describes the interac-
tion of ultracold neutrons with gadolinium,

27 h?
m

U=

pb=V —iW, (33)
the imaginary part of this potential (W = 82 neV)
exceeding significantly its real part (V' = 45 neV).

4. MEASUREMENT
OF ULTRACOLD-NEUTRON
TRANSMISSION THROUGH THIN
GADOLINIUM FILMS

Until recently, the neutron optics of strongly ab-
sorbing media was not well studied experimentally.
An attempt at experimentally observing the reflec-
tion of ultracold neutrons from strongly absorbing
substances was made in [26]. Later on, this effect
was reliably demonstrated in the experimental studies
reported in [27]. Only in 1999 did H. Rauch and his
collaborators [1]launch an experiment aimed at mea-
suring the cross section for ultracold-neutron capture
by gadolinium samples.

In accordance with the aforesaid, the scattering
length for ultracold-neutron interaction with gadolin-
ium nuclei must be a complex-valued constant,
whence it follows that the 1/v" law must be valid for
the cross section characterizing the capture of ul-
tracold neutrons by gadolinium nuclei. According to
Rauch et al. [1], however, their experimental results
furnish strong evidence of a deviation from the 1/v
law for the ultracold-neutron-capture cross section
(see also [28]). We undertook a new experiment to
study the transmission of ultracold neutrons through
thin films of natural gadolinium. It was performed by
using the cold-neutron source of the Laue—Langevin
Institute (Grenoble, France) [29].

4.1. Experimental Facility, Experimental Conditions,
and Procedure of Measurements

1. Layout of the facility. As a basic element, our
experimental facility employed a gravitational spec-
trometer of ultracold neutrons that was equipped with
interference filters [30—32] and which was somewhat
modified to meet special demands of the present ex-
periment. The layout of the spectrometer is displayed
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in Fig. 4. Ultracold neutrons from the source used
entered the chamber intended for a preliminary pu-
rification of the spectrum. After a few reflections from
the chamber walls, some of these neutrons found their
way to the annular corridor leading to the main cham-
ber. The outer and the inner diameter of the corridor
were 130 and 110 mm, respectively. The sample being
studied, which was manufactured in the form of a
thin-film structure deposited onto a silicon substrate
150 mm in diameter and 0.6 mm in thickness, was
fastened at the outlet of corridor. The sample was
arranged in such a way that it completely covered
the cross section of the corridor. In order to prevent
the penetration of ultracold neutrons into the main
volume of the spectrometer through the gaps of the
structure, the fastening workpieces were covered with
a polyethylene film, which was virtually “black” for
ultracold neutrons.

Neutrons that went out of the corridor and which
traversed the sample entered the neutron guide
formed by six glass mirrors with vertical walls. A filter
that played the role of an energy analyzer was placed
within the neutron guide. The position of the analyzer
in altitude could be changed with aid of a high-
precision gear driven by a step engine. Neutrons that
traversed the analyzer were recorded by a proportional
He? detector.

In order to prevent the possible multiple reflection
of ultracold neutrons between the sample and the an-
alyzer, a polyethylene disk of diameter about 100 mm
(not shown in the figure), which played the role of
an absorder, was arranged immediately beneath the
sample.

A neutron interference filter [33] was the main
spectroscopic element of the instrument. In order to
analyze the energy of neutrons, we employed a five-
layer filter formed by alternating layers of a nickel—
vanadium alloy and titanium, these layers being de-
posited by the method of magnetron sputtering onto
a silicon substrate. A 7% addition of vanadium to
nickel reduced the temperature of the phase transition
to a ferromagnetic state. The widths of the layers

were 270, 166, 530, 166, and 270 A. Three NiV lay-
ers (two outer layers and the central one) are char-
acterized by a higher scattering-length density pb
and a greater effective potential, U = (2wh%/m)pb =
230 neV, whereas the effective potential of titanium is
negative.

Thus, the potential relief of the filter had the form
of three potential barriers separated by two identical
wells. The widths of the potential wells (thicknesses
of the titanium films) were chosen in such a way
that the system had a quasibound-state level. The
inevitable splitting of the level due to the presence of
two wells did not have a strong effect on the properties
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Ultracold —

neutrons
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2
=2 3
8|
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Fig. 4. Layout of our experimental facility for mea-
suring the transmission of ultracold neutrons through
gadolinium samples: (/) preliminary-purification cham-
ber, (2) main vacuum chamber, (3) annular corridor
equipped with a polyethylene convertor heating ultracold
neutrons, (4) glass neutron guide, (5) sample, (6) an-
alyzer, (7) monitoring detectors of heated neutrons, (8)
detector of ultracold neutrons, (9) step engine, and (/0)
casing of the monitor.

of the filter, since the spacing between the levels was
commensurate with their natural width. As a result,
the neutron-transmission function was characterized
by a narrow resonance (of width about 4 neV) at an
energy of 107 neV, which is much lower than the bar-
rier height. For this filter, the calculated transmission
curve is shown in Fig. 5. Rich experience gained in
using interference filters [30—32]—in particular, the
filter that is described above—gives every ground to
state that the calculated position of the peak agrees
with the actual one to within 1 neV.

Obviously, the filter transmits well neutrons whose
energy is above the barrier. They traverse the filter
freely and generate a background. In order to reduce
this component of the background, we employed a
dedicated device that consisted of 120 alternating
Ni(N) and Ti/Zr layers and which included an inter-
ference mirror (so-called supermirror) reflecting neu-
trons of energy in the region below some 700 neV. A
specially calculated antireflecting structure was de-
posited onto the supermirror. This filter has a trans-
mission window in the region of ultracold-neutron
energy, but it efficiently reflects very cold neutrons,
which are faster [30, 32]. In the following, this device,
whose transmissivity is displayed in Fig. 6, will be
referred to as a window.

The two devices forming the analyzer were fas-
tened together in a movable holder within the neutron
guide. The transmissivity of the analyzer is described
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Fig. 5. Transmissivity of the interference filter used in the
analyzer. The inset shows the resonance-tunneling peak.
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Fig. 6. Transmissivity of the filter used as a window to
reduce the background of very cold neutrons.

by the product of the transmission functions of the
two devices. Below 250 neV, there is only one trans-
mission peak at E, = 107 neV; in the range between
250 and 700 neV, the transmissivity of the analyzer
is as low as a few percent. Thus, the analyzer trans-
mitted those ultracold neutrons to the detector whose
energy at the point of its location was FE,. However,
the neutrons were accelerated in the gravitational
field of the Earth on their path from the sample to
the analyzer, so that their energy was lower when
they traversed the sample. The change in energy per
1 cm of altitude is mg = 1.025 neV/cm. By changing
the distance between the sample and the analyzer,
we were able to perform scanning in the energy of
neutrons traversing the sample.

Since the experiment was aimed at measuring the
absolute value of the transmissivity of the samples, it
was necessary to monitor the flux of ultracold neu-
trons in the immediate vicinity of a sample—that is,
within the corridor along which the neutrons were
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Table 2
Sample no. 1 Sample no. 3

substance | measured | substance | measured
of the layer of the layer
layer thickness, A layer thickness, A

TiO4 50 SiO,y 15

Ti 15 Si 29

Gd 235 Gd 255

Ti 50 SiO,y 22

Si Substrate Si Substrate

supplied. For this purpose, four pieces of a polyethy-
lene film (3 in Fig. 4) were fastened within the corridor
at its inner wall. The total area of the film was about
5 cm?. Polyethylene has a very large cross section for
noncoherent inelastic scattering (o, =~ 3.5 x 10* b);
therefore, it heats ultracold neutrons efficiently. The
detector of heated neutrons was positioned in the
central nonevacuated volume. It was designed as an
assembly of 13 proportional He? detectors of diam-
eter 12 mm connected in parallel. The entire as-
sembly was surrounded by a cadmium screen (/0)
that shielded it from the external background and the
background of heated neutrons that were produced in
the preliminary-purification chamber. At the level of
the polyethylene converter, this screen had an annular
slit of height about 1.5 cm. Under the conditions of
the present experiment, the monitor counting rate
was about 20 count/s; of these, about 2.5 count/s
were due to background. The absorption of ultracold
neutrons in the converter led to about a 10% loss of
instrument counts.

2. Samples. We had four gadolinium-containing
samples at our disposal. Of these, three were in the
form of a natural-gadolinium film deposited by the
method of magnetron sputtering onto a silicon sub-
strate. In two cases, an additional thin film (sublayer)
from titanium was deposited between the substrate
and the gadolinium film for some technological rea-
sons. In order to protect gadolinium from oxidation,
it was covered with a thin layer of titanium or silicon.
For three samples, we know the results of measure-
ments with an x-ray reflectometer. For two of them,
these data are quoted in Table 2.

Sample no. 2 was similar to sample no. 1, but it

had the gadolinium-film thickness reduced to 150 A.
There are no data from x-ray measurements for this
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sample. The fourth sample was a multilayer struc-
ture formed by 15 pairs of gadolinium and silicon

films. The thickness of each layer was about 10 A,
which is much less than the wavelength of ultracold
neutrons. In addition, the interlayer surfaces separat-
ing the films were not perfect, but they had rough-
ness whose dimensions were commensurate with the
thickness of the layers. Physically, this sample was
therefore gadolinium diluted with silicon. It was cov-

ered with a 50-A layer of silicon.

A silicon plate was taken for the fifth, reference,
sample in testing the procedure for measuring the
transmission of neutron.

3. Procedure of measurements and analysis of
the background. The objective of the present mea-
surements was to determine the experimental value
of the transmissivity of a sample—that is, the ratio of
the flux that traversed the sample to the incident flux.
Instead of the flux incident on a sample, we measured,
in this experiment, the flux in the absence of a sample.
[t is obvious that, in addition to accurately monitoring
the flux, it is necessary, in using this method, to take
correctly into account the backgrounds of the facility.

Since an interference filter is the spectrometric
element of the instrument, all detector counts whose
origin is not associated with a tunnel penetration
through the filter at the resonance must be treated
as background counts. Listed immediately below are
possible sources of the background:

(i) intrinsic detector background (background of
the experimental hall);

(ii) background of heated neutrons originating
from inelastic scattering in the inlet chamber of the
spectrometer;

(iii) background of very cold neutrons that tra-
versed the sample and the analyzer;

(iv) background of heated neutrons generated
by ultracold neutrons that traversed the sample
and which then suffered inelastic scattering on the
internal elements of the spectrometer;

(v) background of ultracold neutrons that tra-
versed the sample, but which bypassed the analyzer
in finding their way to the detector upon undergoing a
few reflections in the spectrometer chamber.

The first two components of the background do
not change upon the replacement of a sample. The re-
maining three are associated with neutrons that tra-
versed the spectrometer through the supplying corri-
dor and a sample if it is mounted at the outlet of the
corridor. Obviously, this background changes upon
the replacement of a sample.

In order to measure the background, it is neces-
sary to eliminate the tunnel passage of ultracold neu-
trons through the analyzer without changing other
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Fig. 7. Total counting rate and that for background in the
transmission of ultracold neutrons through sample no. 3.

conditions of the experiment. The replacement of the
analyzing filter deposited onto a silicon substrate by
a thin nickel film on the identical substrate would
be a procedure that conforms most closely to this
requirement.

For each of the samples and for the case of the
open corridor, the measurements were performed two
times. In measuring the total counting rate (effect
plus background) the interference filter on a silicon
substrate and the window filter were in the holder
of the analyzer, while, in measuring the background,

a Ni(N) film of thickness 1370 A on the identical
silicon substrate and the window filter were placed in
that holder. In either case, we measured the detector
counting rate as a function of the position of the an-
alyzer holder. The possible uncontrollable changes in
the external background and in the parameters of the
measuring equipment within the time interval sepa-
rating the two measurements in question inevitably
plagued this procedure. Yet, the external background
(about 0.05 count/s) constituted a relatively small
fraction of the total background. For one of the sam-
ples, Fig. 7 displays the results obtained by measuring
the total counting rate and that which is associated
with the background. The position of the analyzer was
measured with respect to the sample.

4.2, Calculation of Transmission
through the Samples

1. Calculation of transmission through a sili-
con plate. In rigorously calculating the coefficient of
transmission through a planar sample, it is necessary
to take into account the interference between the
waves that are multiply reflected from its boundaries.
In actual cases, however, where the spectrum has
a finite width, the inclusion of this interference is
physically meaningful only if the so-called coherence
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Fig. 8. Transmissivity of a silicon plate: (solid curve)
results of the calculation and (points) experimental data.

length L. = A\?/A\ is commensurate with the thick-
ness of the plate (in the expression for the coherence
length, A\ is the width of the spectrum).

In our experiment, 0.6-mm-thick plates from a
silicon single crystal were used as substrates. Such
a plate was also chosen as a separate sample for
testing correctness of the procedure used in our mea-
surements. The relative wavelength spread A\/\ was
about 0.02 at a wavelength value of A ~ 107> cm.
Thus, the sample thickness was two orders of mag-
nitude larger than the coherence length L.~ 5 x
10~* cm, so that coherence effects could not be ob-
served in our experiment.

In our calculation of transmission through a
silicon sample, we therefore invoked considerations
inspired by the wave facet of the problem only in
determining the coefficient of reflection from the

vacuum—silicon boundary, R = |r|?>, according to
Egs. (11) and (26), b being treated here as a real-
valued quantity. However, the calculation of the
transmission proper was of course performed with
allowance for absorption and multiple reflection from
the boundaries, the latter being taken into account
according to the formulas

(]. - R)2§ ( O'tk't >
T=-—"— =exp | — d 34

R 3 1 (34)
(see, for example, [34]), where T is the transmissivity
of the plate, oy is the sum of the cross section for
the capture of thermal neutrons in silicon and the
cross section for their inelastic scattering there, &; is
the thermal-neutron wave number, and d is the plate
thickness. Formulas (34) take fully into account the
effective increase in the length of the neutron path in
matter due to multiple reflection. Since these formu-
las involve the coefficient of reflection rather than the
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Fig. 9. Measured transmissivity of samples containing gadolinium (points). The solid curves represent the results of the
calculations with the parameter values corresponding to the best fit to data.

relevant amplitude, they disregard the relationships
between the phases of the waves completely. Thereby,
interference effects are eliminated from the consid-
eration. It should also be noted that the distinction
between the wave number of ultracold neutrons in
matter and its vacuum value is taken into account in
the second equation in (34). Moreover, it is assumed
that the 1/v" law is valid for the cross section describ-
ing losses. We took the value of o = 0.18 b for this
cross section at the thermal point.

2. Calculation of transmission through multi-
layer samples. Since all samples, with the exception
of the aforementioned silicon plate, had a multilayered
structure, the calculation of transmission was per-
formed by the matrix method that is usually applied
to such objects.*) The presence of oxide films at the
external surface of the sample and at the surface of
the silicon substrate was taken into account here. The
calculation was based on the formulas

aMy g+ i6M; o
a+
B=iMyy — May,

t=2

T = |t]?, . (35)
o= Mo+ iMs s,

where T' is the transmissivity of the sample and M is
the characteristic matrix of the system. This matrix is

AL Frank is grateful to B.P. Toperverg, who taught him how
to use this straightforward and nice method.
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obtained by multiplying the matrices S; of dimension
2 x 2 that describe each layer. Specifically, we have

M=T]s: (36)

k
cos (kil;) k—g sin (k;€;)
—% sin (klfz) — COS (kzgz)

)

Si

9

k2 = k2 — 4m(pb);,

where k; is the complex-valued wave number of neu-
trons in the substance of the ith layer [it is given
by formulas (14)—(16)], (pb); is the scattering-length
density there, and ¢; is the thickness of this layer.
Complex-valued scattering lengths were used to de-
scribe gadolinium layers and the thick silicon sub-
strate. In calculating the above matrices for the thin
layers of titanium, silicon, and oxide layers, we disre-
garded the imaginary part of the scattering length.

In the calculation of transmission through sam-
ples, the thick silicon substrate is a part inherent in
the multilayered structure being considered. Under
these conditions, the elimination of the aforemen-
tioned unphysical interference effects from the con-
sideration presents a nontrivial problem. In this case,
it is not correct to eliminate, from the calculation, the
complex-valued amplitude of the reflected wave, since
the calculation of the wave field in the finely layered
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part of the sample is impossible without information
about the phase of the reflected wave.

A correct result can be obtained if calculations
performed without resorting to simplifying assump-
tions employ some specific set of parameters (kf);. In
this case, one can vary, within rather narrow ranges,
the wavelength or the sample thickness. The eventual
result must then be averaged, T' = (Tj). In practical
calculations, this trick, which is physically substanti-
ated, involves difficulties because of unwieldiness of
the required manipulations. Moreover, it is difficult
to incorporate it into the fitting procedure, in which
case repeated calculations with the variable parame-
ter in question are required. In view of this, we only
employed this trick to test a different computational
procedure that is simpler, but which, in general, is
not quite correct. The latter consists in setting the
real part of the argument to zero from the very be-
ginning in the calculation of the sines and cosines
in the matrix for silicon, Ss;, whereby we eliminated
the oscillating term Re(k¢). Upon making sure that
the two methods yield close results, we then took the
simplest of these for a basic one.

4.3. Experimental Results

For each of the six pairs of measurements of the
effect and background—an open corridor, silicon, and
four measurements with gadolinium samples—we
constructed a difference curve. The curves obtained
upon background subtraction were rescaled to neu-
tron energies at the point of escape from a sample with
allowance for the known position of the transmission
line of the analyzer (107 neV) and the value of mg.
The ratio of the counting rate for ultracold neutrons
transmitted through a sample to the counting rate
for the open corridor determined the transmissivity
of the sample. In all of the cases, we introduced a
correction for the monitor counting rate. The relative
magnitude of this correction ranged between 10 and
12%. This was due to the actual change in the density
of neutrons in the corridor, whose outlet was covered
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with the sample—reflecting neutrons, the sample
returns part of the ultracold neutrons to the corridor,
whereby their density is increased.

The results obtained by measuring the transmis-
sivity of the 620-pm silicon plate are shown in Fig. 8,
along with the results of our calculations. In fitting
our theoretical curves to the experimental results for
samples containing gadolinium, we fixed the real part
of the scattering length and employed its imaginary
part as an adjustable parameter. It was precisely the
quantity whose value we extracted from our experi-
mental data. The results of data processing are given
in Fig. 9 and in Table 3.

The error quoted in this table includes the error
in the measurement of the real part of the coherent-
scattering length. It can be seen that the results
for the imaginary part of the scattering length that
were extracted from data on the transmissivity of four
samples agree fairly well with each other. Only the
results for sample no. 2, for which there are no data
of x-ray measurements, stand somewhat apart. Upon
performing averaging over all four results, we arrive at
avalue of Im(b)yon = 10.6 £ 0.6 fm, to be compared
with the value of Im(b)y o n = 10.4 fm, which was ob-
tained from the (n, ) cross section for cold neutrons.

5. CONCLUSION

We have considered the present-day state of
the theoretical optics of absorbing media. We have
found no physical arguments that would constrain
the validity of the dispersion relation k?(k2) = k3 —
4mpb(k3) in the case of arbitrarily strong absorption.
In specific calculations, it is only necessary to take
into account the energy dependence of the complex-
valued coherent-scattering length. In this case, the
problem of the reflection, transmission, and absorp-
tion of waves incident on a known sample can be
solved within traditional approaches by imposing the
continuity condition on the wave function and its
derivative at the boundary of matter. In the case of
ultracold neutrons, the complex-valued scattering

Table 3 length must be treated as a constant, although its
value may differ significantly from that at the thermal
Sample Measured quantity Im(b), fm point, . ]
From the results obtained by measuring the co-
1 113+1 efficient of neutron reflection over a broad range of
wavelength values, we have found a refined value for
9 140+ 1.6 the constant component of the real part of the scat-
tering length for neutron interaction with gadolinium
3 9741 nuclei. Upon taking into account the resonance con-
tribution, which is determined by the Breit—Wigner
4 9541 formula, one can find the scattering length proper at
' any wavelength value.
PHYSICS OF ATOMIC NUCLEI Vol.66 No.10 2003



1844

We have performed an experiment aimed at study-
ing the transmission of ultracold neutrons through
samples containing natural gadolinium. In analyzing
data from this experiment, we have employed the
value found here for the real part of the scattering
length. Our experimental data suggest that, to with-
in 6%, the imaginary part of the scattering length
is constant for neutron velocities ranging from 4 to
about 120 m/s. This means that, within this range,
the 1/v law is valid for the cross section describing
neutron capture by a free nucleus. Simultaneously,
we have verified the validity of the commonly accepted
dispersion relation for neutron waves in matter where
absorption is extremely strong.

In a sense, the physical conditions of the experi-
ment are unique. The velocity of neutrons in matter,
hEk' /m, was about 3.6 m/s, the corresponding cross
section for neutron capture being as large as 23 Mb.

The absorption range was about 300 A at an effective

wavelength of about 1100 A. Although any devia-
tions from the predictions of the theory outlined above
could hardly be expected even under these, extreme,
conditions, the very fact of their validity, which was
verified in a direct experiment for the first time, seems
not quite trivial.
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T-0dd Asymmetries in the Angular Distributions of Fragments
Originating from the Ternary Fission of Nuclei
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Abstract—A version of a theoretical explanation is proposed for the recently discovered effect of T-odd
correlation in ternary nuclear fission induced by polarized neutrons. It is shown that the inclusion of the
Coriolis interaction between a third particle and the fissile-nucleus spin within the quantum theory of fission
makes it possible to explain the experimental features of the effect and provides a correct estimate of its

magnitude. © 2003 MAIK “Nauka/Interperiodica”.

1. INTRODUCTION

In studying the differential cross sections for (n, f)
reactions in which unpolarized target nuclei irradiated
with longitudinally polarized cold neutrons undergo
ternary fission, Jesinger ef al. [1] revealed triplet cor-
relations of the form

U[e]_FXeg], (1)

where o, e, and es are unit vectors whose direc-
tions coincide with the directions of, respectively, the
neutron-polarization vector, light-fragment emis-
sion, and third-particle emission. The geometry of the
experiment was chosen in such a way that the vectors
err and o were parallel to, respectively, the z and the
y axis of the laboratory frame, while the vector es lay
in the (z, z) plane. In this case, formula (1) can be
represented as

oleLr x e3] = oy(eLr): - (€3): (2)
= (0)y(eLF) cos @3 sin O3,

where the angles 63 and @3 specify the direction of
third-particle emission in the laboratory frame. From
this expression, it can be seen that the triplet cor-
relation (1) has a maximum value at @3 =0 and
03 = m/2; if the vector eg lies in the (x, z) plane, in
which case 3 = 0, this correlation is weakly depen-
dent on the angle 03 in the region 60° < 03 < 120°,
where sin §5 changes from 0.87 to 1.

The experiment in question resulted in finding val-
ues of the asymmetry coefficient D defined as

oy —0—

p=2""= (3)

or+o_’
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where oy and o_ are the differential cross sections for
the reaction being studied at, respectively, a positive
and a negative helicity of the incident neutron beam.

Values found for the asymmetry coefficient D in
the case of two types of third particles (alpha particles
and tritons) were virtually independent of the angle
03 of third-particle emission with respect to the di-
rection of light-fragment emission. It will be shown
below that the sum of the differential cross sections
that appears in the denominator on the right-hand
side of Eq. (3) (04 + o) coincides with the double-
differential cross section for the corresponding re-
action (n, f) with unpolarized neutrons and that it
depends on the angle 3 rather strongly [2]. In view
of this, only if the numerator on the right-hand side of
Eq. (3) (that s, the cross-section difference o, —o_)
features a significant 3 dependence similar to the
corresponding dependence of the cross-section sum
(04 4+ 0_) can the asymmetry coefficient D (3) be
weakly dependent on the angle 5. It follows that
the 03 dependence of the cross sections o4 and o_
differs from the aforementioned weak dependence of
the T-odd correlation on the angle 63 in Egs. (1)
and (2). This means that the cross sections o4 and o
involve a T'-odd correlation whose structure is more
complicated than that in (1). At the same time, the
correlation in Eq. (1) reflects correctly the properties
of the cross sections o and o_ with respect to the
space reflection of the vectors o, e, and e3 and with
respect to their change under time inversion.

The experimental investigations reported in[1] re-
vealed that the coefficients D increased with increas-
ing kinetic energy E3 of a third particle. The values
found for the asymmetry coefficient (D) averaged over
the energy F3 proved to be rather close for alpha
particles and tritons; specifically, they are [1]

(Do) = —(2.5240.14) x 1073;
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(Dy) = —(1.99 4+ 0.63) x 1073

for 233U target nuclei and
(Dy) = +(0.83 +0.11) x 1073; (4)
(Dy) = +(0.60 +0.41) x 1073

for 235U target nuclei.

The correlation specified by Eq. (1) is a T-odd
one since it changes sign under time inversion. At
the same time, it is a P-even one since it does not
change sign under the spatial inversion of the vectors
es and ep (or the third-particle and light-fragment
momenta), which are associated with the properties
of the fissile nucleus being considered. It does not
involve the unit vector e,, aligned with the incident-
neutron momentum. In this respect, it differs from
the P-even correlations ole, x e r| and ole, x es],
which are responsible for the emergence of right—left
asymmetry, which were previously investigated in[3—
6] for the case of nuclear fission induced by trans-
versely polarized neutrons, and which are generated
by the interference between the fission amplitudes for
s- and p-wave neutron resonances of the compound
nucleus. This means that the emergence of correla-
tions of the type in (1) is due to a similar interference
between fission amplitudes for neutron resonances of
the same parity. Since cold neutrons generate s-wave
neutron resonances with the highest probabilities, we
can restrict our investigation of the correlation in (1)
to considering only s-wave neutron resonances.

In [3, 4], the physical origin of T-odd effects was
attributed to the dependence of the probability of
ternary fission on the projection of the orbital angular
momentum of a third particle onto the spin of the
partly polarized rotating compound nucleus that is
formed upon the absorption of a polarized neutron by
the target nucleus and which emits this particle. The
structure of the Hamiltonian that takes into account
the coupling of the orbital angular momentum of a
third particle to the spin of the compound nucleus
coincides with the structure of the Hamiltonian that
describes the Coriolis interaction between a third
particle and the rotation of the compound nucleus.
Owing to Coriolis forces, a third particle is more easily
emitted in the direction of the rotation of the system
being considered than against this direction, and it
is precisely the circumstance that explains the emer-
gence of the asymmetry specified by Eq. (3). Semi-
classical estimates of this phenomenon within the
statistical model made it possible to assess correctly
the order of magnitude and the sign of values obtained
experimentally for (D). By using phenomenological
values for the excitation energies of fission fragments
and the experimental fact that these energies anticor-
relate with the third-particle energies E3 (see, for ex-
ample, [2]), the experimental dependence of the effect
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on E3 was explained quite satisfactorily. Despite fairly
good agreement with experimental data and despite
quite clear physics behind the model in question, it
is rather rough, however. The use of the semiclassi-
cal (and classical as well) approach in this model at
low values of angular momenta does not seem well
justified. Moreover, almost all angular correlations in
nuclear reactions result from quantum interference
effects, which cannot be described within the statisti-
cal model.

In [5], a theoretical scheme was developed that
makes it possible, in principle, to calculate the
asymmetry coefficient in ternary fission for alpha
particles—that is, the coefficient D, in Eq. (3). This
scheme was based on introducing a nuclear spin—
orbit alpha-particle interaction with fission fragments
that is proportional to (1-Jg), where 1 is the orbital
angular momentum of the alpha particle involved
and Jg is the total spin of fission fragments that
includes their relative orbital angular momentum
L. In addition, it was assumed in [5] that the spin
Jo can be replaced by the total spin of the nucleus
undergoing fission, J, and this made it possible to
obtain an analytic expression for the coefficient D,,.
As will be shown below, the spin—orbit alpha-particle
interaction with fission fragments, which preserves
the total spin J of the system undergoing fission
and its projection K onto the symmetry axis of this
system, leads to zero effect for T-odd correlations of
the form in Eq. (1), which are considered here. That
the result obtained in [5] for the coefficient D, was
nonzero stemmed from the use of the aforementioned
assumption there, which from the point of view of
symmetry resulted in the replacement of the spin—
orbit interaction between the alpha particle and fission
fragments by its Coriolis interaction with the system
undergoing fission.

A quantum-mechanical theory of the fission pro-
cess was developed in [6, 7], and this theory made it
possible to substantiate [8] the origin of the mech-
anisms of binary and ternary spontaneous and low-
energy induced fission of nuclei and to explain the
experimentally observed emergence of high values of
fission-fragment spins. Methods of this theory en-
abled one to analyze P-odd and P-even asymmetries
(see [9] and [10], respectively) in the binary fission
of nuclei and to make predictions for values of the
coefficients of these asymmetries in the ternary fission
of the same nuclei.

The objective of the present study is to analyze
the T-odd-asymmetry coefficients (3) for the case of
alpha particles in the ternary fission of nuclei on the
basis of methods developed in [7—10]. In this analysis,
it is assumed that the Coriolis interaction between the
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alpha particle and the fissile system under consider-
ation as a discrete unit plays a dominant role in the
formation of T'-odd correlations of the form (1).

9. ANGULAR DISTRIBUTIONS
OF PRODUCTS ORIGINATING
FROM THE TERNARY FISSION OF NUCLEI
IN (n, f) REACTIONS

Let us consider (n, f) reactions in which an unpo-
larized target nucleus having a spin I, its projection
M7 onto the z axis of the laboratory frame, and a
parity = undergoes ternary fission induced by longi-
tudinally polarized cold neutrons. We assume that the
reactions being considered proceed through the for-
mation of s-wave neutron resonances of a compound
nucleus that, at equilibrium values of the deformation
parameters of the axisymmetric compound nucleus,
are described by the wave functions W/s™ where J,
is their spin; M is its projection onto the z axis of the
laboratory frame; 7 is their parity; and s stands for
other quantum numbers, including the atomic weight
A and the charge Z of the compound nucleus.

For a further investigation, we will make use of
the conventions adopted in [8—10] and the results
presented in those articles, where the mechanisms
of binary and ternary nuclear fission were explored
within the quantum-mechanical theory of the fission
process [6, 7].

Let us consider the effective wave function AZ™1
that is defined as a superposition of the wave functions
for neutron resonances excited in the reaction (n, f)
being studied and which is normalized in such a way
as to take into account the properties of the entrance
neutron channel; that is,

AT = ST HECH Wi (o
sJg 2
where
VI
= = (6)

- E-E} +irl )2

Here, +/ 1“;7,51 is the amplitude of the neutron width
with respect to the decay of the s-wave neutron res-
onance; FE is the total c.m. energy of the system
undergoing fission; and EZs and I'/s are, respec-
tively, the energy and the total width of the s-wave
neutron resonance. In expression (6), we have taken
into account the smallness of neutron potential phase
shifts for cold neutrons. By using the results obtained
in [9, 10], the asymptotic behavior of the neutron-
resonance wave function ¥/s™ in the vicinity of
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the point of compound-nucleus scission into ternary-
fission fragments can be represented in the form

JsmM 2 : Js 1 s Jsm JsmM
\Ijss - a’KsbtsKscths‘llqKs ’ (7)
Kstq

where ai;s is the amplitude of the Coriolis interac-
tion—induced mixing [12, 13] of the projections K
of the spin Jg onto the symmetry axis of the ax-
isymmetric nucleus undergoing fission, this symme-
try axis being coincident with the 2’ axis of the intrin-
sic coordinate frame of this nucleus. This amplitude
has an absolute value equal to (2J, 4+ 1)"*/2 and a
random sign. In expression (7), b{;};s is the ampli-

tude for the transition of a neutron-resonance state
in the course of fissile-nucleus evolution associated
with variations in nuclear deformation parameters to
the transition fission state ¢ described by the wave

function \I/;];(ZM and defined at the saddle point of

the deformation potential [11]. The amplitude b{;};s
is of random character, its expectation value being
equal to N1, where Ny is the number of multi-

nucleon shell functions forming the basis of random
Wigner matrices [11]. The quantity c(‘;f;;s controls
the dynamical amplitude for the transition from the

transition fission state whose wave function is \I!{;(’:M

to a fission-mode state whose wave function \IJ(‘Z];?SM

describes the prescission configuration of the nucleus
undergoing fission. For the case of ternary fission
that is asymmetric with respect to the charges Z;
and the masses A; of nascent fragments (i = 1,2,
Ay < Ao, 74 < Zs), the JymqK fission mode is as-
sociated with an axisymmetric pearlike shape of the
nucleus undergoing fission at finite values of static
octupole-deformation parameters [14], in which case
the wave function \Ilq‘];;rSM for the fission mode can be

represented in the form [11]

2Js+1
[ -0k0)  (8)

X { D, (@i, (§) + (=15
< D (N () + 0,0V 2D (N 6)]

JsmM
\I/qKs -

where DJ‘\]jKS (w) is a generalized spherical harmonic
dependent on the Euler angles («, 3,7) = w char-
acterizing the orientation of the intrinsic axes of a
fissile nucleus with respect to the axes of the labora-
tory frame. The intrinsic wave functions for a fissile
nucleus, xg,(§) at K; =0 and xgg (§) at Ky >0,

which are dependent on the internal coordinates £ of
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the nucleus, have the form [11]

™ _ (1—7T) 5 .
6u(©) = L @) 4 PO (®)
i (€)= C o (€ + TPY, (O),

where P is the operator of reflections of spatial co-
ordinates, while the functions 14,(§) and gk, (&)
are not pure in parity and correspond to a pearlike
shape of the nucleus undergoing fission. We also have

275(5) = T'xgr,(§), where T' is the time-inversion

operator; the function x7,,(§) is the eigenfunction of

the operator T' for the eigenvalue n = (—1)7s. Al-
ter the scission of the nucleus undergoing fission
into ternary-fission fragments, the fission-mode wave

function \I/g;fsM goes over to the function (\I/g;(”M)

which, with allowance for a three-body character of
ternary-fission channels [15, 16], can be represented
as [7, 8]

as»

kcp L07"/2) FJsﬂ—
J57rM JorM € aKsa
‘I’ Jas = Z Ua 5/2 hoe
(10)

where UJS”M is a channel function that has the form
U™ = (@M (w0, 6 {02722 (w,6) (1)

o9 Ko
. Yi(e)
< Y, (QR) }jm, }JMYZO(QrR)m%(&s)-

In expression (11), the radius vectors r and R are
defined as R=R; — Ry and r =R3— (R1A4; +
R2A2)/(A1 4+ Az), with R; and Rg being the co-
ordinates of, respectively, the center of mass of the
ith fission fragment and a third particle; ¢3(&3) is the
intrinsic wave function describing a third particle, for
which we will take an alpha particle; the solid angle
Qg specifies the direction of the radius vector R in the
laboratory frame; and 6..g is the angle between the
vectors r and R. The indices «, ¢, and 3 are defined as
o = CﬂLl)\, C = 0'17T1K10'27T2K2, andﬂ = leJQ. The
functions Y75 (¢) are expressed in terms of Jacobi
polynomials [15, 16] and are used as a full basis in
the space of angles € (0 < e < 7w/2). The angle ¢ and
the radius p are related to the absolute values of the
radius vectors r and R by the equations [15, 16]

| M | M
= _— 1 N = _— 12
Mapsm g T Mbpcos g, (12)

AL Ay A+ An)ay
A1—|—A27 b A ;

M = /M, M,

PHYSICS OF ATOMIC NUCLEI

where

M, =m

1849

The angle € specifies the asymptotic energy of the
third particle (see [15, 16]), E3; that is,

€ = arccos v/,

where © = E3/E%". Here, EX* is the maximum en-
ergy of the third particle, E5* = Q.(A1 + A2)/A, with
Q. being the total energy of the relative motion of
ternary-fission fragments in the channel c¢. In ex-
pression (11), \I/;:}rgjwl(w,&) is the wave function
for the ith axisymmetric fission fragment that does
not have odd static deformation—in particular, oc-
tupole deformations—and which has a symmetry axis
aligned with the symmetry axis of the nucleus under-
going fission. This function can be represented [11]in
the form (8) upon replacing the indices Jsqm K5 by the
indices J;o;m; K& and the intrinsic wave functions
XgK,» Xﬂ?» and xg, by the corresponding intrinsic

(13)

wave functions Xa Ko X - and x7i,. for fission

fragments. Expression (10) ‘involves the quantities
Lo=L+1+2\+3/2, ke = /2MQ./h?, and v, =
hk./M;the amplitude of the partial width with respect
ternary fission through the channel a has the form [8]

J57r

iz = vy B

UJSWM’H’\I/JSNM> ’
(14)

where the radial function f&]f;r_(p) is determined by
solving a set of coupled radial equations with the
boundary conditions introduced in [8]. By applying
the Wigner transformation [11] in order to go over,
in the function Yz ar, (2r), to the intrinsic coordinate
frame of the fissile nucleus and taking into account
the normalization of the channel function (11) to
unity, we can recast (11)into an alternative form; that
is,

(15)

e _ |2+ D25 +1)
a 1672(2j1 + 1)

XD i Wa(E) Vi, (QR)Yio(0er) { D (@)
KK;Ky,

JsK JK;
X Xo 16, (§1)Xom i, (52)CJ1J‘K1K]-CJ2LJK2KL
+( 1)J1+J2+K1+K2D}\]j K( )leKl(&)
I K; } Yrin(e)
—K; T2 L=Ka KL [ gin e cos e

where K, K, Ky > 0 and where the solid angle Qg
specifies the direction of the radius vector R in the
intrinsic coordinate frame of a fissile nucleus. In ex-
pression (15), we have retained only one of the two
possible terms [6, 7] for the case of K = K; + K».

Js—K
X X2 (fQ)CJU;Kl

o02K2
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For the K > 0 JymqK, fission mode associated
with a pearlike shape of the nucleus undergoing fis-
sion, we further represent the intrinsic wave function
Xgx, (&) (9) as an expansion of the form

=) X, (EOXSk, (&)

cLI\
1+a(=DEN 1+ m7
X Yio(6er) Y0 (QR) ( ; ) ) 21 2

Yin(e) acria(p)
sinecose p5/2 7’

Xgx, (€) (16)

where it has been considered that, since the radius
vector R is directed, to a high degree of precision,
along or against the symmetry axis of the nucleus
undergoing fission [7, 8], the relative orbital angular
momentum L of fission fragments is orthogonal to
the symmetry axis of the nucleus, so that its projec-
tion K, onto this axis is obviously equal to zero. In
constructing formula (16), as well as in constructing
formula (11), use was made of the fact that, because of
the effect of superfluid nucleon—nucleon correlations,
the most probable state of the alpha particle formed in
the nucleus is that in which [; = 0 (K, = 0). Nonzero
values of the orbital angular momentum [ appear in
expression (16) only owing to the effect of nonspheri-
cal terms in the potential V,, describing alpha-particle
interaction with fission fragments. At small values of
r, which are characteristic of the internal region of
the fissile nucleus in the vicinity of its neck, where
the alpha particle is formed, the angular dependence
of these nonspherical terms involves only the angles
ar-R [8]

By employing the channel function (15), for-
mula (8) with allowance for expansion (16), and the
results presented in [8] on the angular distributions of
fission fragments due to the mechanism of orientation
of the spins and relative orbital angular momenta of
fragments, we can represent the partial-fission-width
amplitude (14) in the form

\/Tr 21+ 1) (22 + 1)

1Ksa (2Js +1)(25 + 1)
S S K Ci

X 5KS,K1+K2C:]]UI§(1KQC(]]2[?K ezaq L /FqKSch

14+ (-1 1+mm
(LU (Lenm)

where 4.y is the potential phase shift arising in the
wave function that describes the scattering of fission
products on each other; I'; i is a partial fission width
that is independent of either the spin Js or the parity
7 of the nucleus undergoing fission and which is

defined as T, =D g1 Fq‘];?scmm, br = (2L +
1)/9)((L + 0.5)*/4%)exp [—(L + 0.5)%*/7]  with

(17)
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v =200 [8], the relation Y, b% =1 being satisfied;
and dgqy are coefficients that appear in the angular—
energy distribution of alpha particles and which
satisfy the condition 3, |dgen|* = 1.

Substituting the amplitude in the form (17) and
the channel function (15) into expression (10), using
relation (13), and performing summation over the
indices 8 with allowance for the adiabatic approxi-
mation (which is valid in the asymptotic region of the
nucleus undergoing fission [6, 7]), we can reduce the

function (¥;7*), (10) to the form

12J +1
Js M
\IlqKﬂ-s as 167‘(‘2 Z MK

X Xty EOXG2 g, (€2) + (1) Dy e, (w)
- 26, (62)]¥3(83) f () Qge(Or-R, @)

R S
gikep

X /T ,

(18)

where

RV
F(%) = 3 Vio( @by <&> . (19)
L

2
Z dqcD\

X YM(arccos Ve,

Qqc rR, T }/209 ) (20)

Substituting expressions (7) and (18) into (5), we
can calculate the asymptotic behavior of the effective
wave function AZ™7 . Introducing the multidimen-
sional particle-flux-density operator j, in the direc-
tion of the radius vector p [15, 16] and integrating
it with respect to the intrinsic coordinates &, &o,
and &3 of ternary-fission products and with respect
to the Euler angles w, we can obtain the quantity
B(QR, Qy, z) that is related to the triple-differential
cross section d3a /dQrdSQ dz for (n, f) reactions in-
duced by incident neutrons of wave vector k,, by the
equation

d®o B 4_7TBO(QR,Qr,:c) 1)
dORdQsdr k2 z(1—x)
and which is defined as
BY(QR,Qy, ) (22)
sJss' Ty 8Jss’ Ty
= Z Hqu ) BqKS (QR,QI.,.Q?),
ss'JsJ g qKs
where
ngs Jy Jem 1T Jsﬂ' J '
Hyg, Za btsK byai i, Cike, Circyr (23)
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B (Qm, Q) (24)

/ QoD (1) Y +1(133T<22Js/ +1)

Jyr sts Jy
’hJSHh ‘f2 Q/ ZFqKsc (0r~Rax)a

‘]SJS’ — sd gl
D (W)= 3 o7 (M, M)
M, M’

Js Js/ s / s
X [DLKS(W)DM'KS(W) + (—1) Pt

Jor
X Dy e, (@)Dhii_ g (W)]

(25)

sdss' Ty
ch ( r-R, CC) (26)
= Z dqcl)\dqcl/)\’(_ )A+>\ nO(er-R)}/I’O(er-R)
IAXUN

x Yy (arccos v/x) Yy (arccos /)
X COS((Squ)\ - 5qcl’)\/ + 53J55’J5/)7

with the phase shift d,,+ 7, being given by
(W) = (Bl e (27)

In performing integration with respect to w in (24),
one can make use of the phase-space element dw in
the form dw = dad€gdy, where {3 = cos 3, with the
variables o, {3, and v changing within the intervals
0<a<2m, —1<¢3<1, and 0 <y < 2m, respec-
tively. Expression (25) involves the spin density ma-
trix p’s7/s (M, M") describing the nucleus undergoing
fission and having, in general, off-diagonal elements
in Jg and Jg. It can be written in the form of the sum
over the projections My, M}, m, and m’ as

p’s7s (M, M’) (28)
CJ@M C SM/ ,P[ (Mlanvmvm/)a

- ¥

/
MI,MI,m,m

where the spin density matrix p,1(My, M,
2

m,m’) is the product of the spin density matrix for
the unpolarized target nucleus and the spin density
matrix for a polarized neutron whose polarization
vector p, is aligned with the y axis:
p[%(vaijmvm/)
1
=—90
2(2I+1)
The nuclear spin density matrix (28) can be recast
into the form

(29)

My, M} [5m,m’ + pn(ay)m,m’] .

1
P M) = Sy (30)
+ gSJ /(M M/)
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where the component prs (M, M'") associated with
the polarization of the neutron is given by

J Jy 1Dn
o> (M, M _— 31
( )= 2(2I +1) (31)
[(2J +1
Jsts’ CJSJ, MM’
JSJS/fMM) )2JS+J,
= 07,7, (32)

/ [ Js +1
) 1)
< J +1 J37J< J€7J>>
B /2Js+15 n /2J3+15
7. JsyJ 41 7. Js,Jg—1

with Jo =1+1/2, Jo =1 —1/2. We choose the z
axis of the laboratory frame to be aligned with the
direction of the radius vector R. Since the square
of the function f(Q2g) defined in (19) is close to the
Bohr limit because the quantity v appearing in the
definition of the coefficient by, is large [8], it can be
approximated, to a high degree of precision, by the
sum of two delta functions as

F2(0%) = 516(65 — 1) + 6(65 + D),

In substituting expression (25) into (24) and in per-
forming integration with respect to £z with allowance
for the properties of Wigner functions [11],

D}\]/[K(Oéaﬁv’}’)’ﬁ:() = DiMK (34)
B,7)|g=o(—1)7TM = eMaeMg ) 4,

the bracketed term on the right-hand side of (25)
reduces to a form that is diagonal in M and M’. But in
this case, the spin nuclear-density-matrix component

JSJ/(M M") (31), which depends on the polariza-
tion of the neutron and which involves only elements
that are off diagonal in the indices M and M’, makes
no contribution to the the quantity in (25) and, hence,
to the differential cross section (21) for (n, f) reac-
tions. This cross section is then determined by the
first term of the nuclear spin density matrix (30), this
term being coincident with the nuclear spin density
matrix for the case of unpolarized neutrons, and is
given by

(33)

X (a,m —

oy 4m BY(QRr, O, 1)
dQRdQ dr k2 /2l —a)
Z HSJSS Js hJSHh;If‘

\% 1 —.’E ss' JsqK s

(2JS + 1) SJsS Jg
mz okcl3ls" 7 (0r, ).

(35)
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Experimental investigations of differential cross sec-
tions for the ternary fission of nuclei in reactions
induced by unpolarized neutrons revealed [2] that
the angular distributions of alpha particles undergo
virtually no changes in response to variations in the
alpha-particle energy E,, and depend on the ternary-
fission-channel indices ¢ only through the charge and
mass asymmetry of fission fragments. At the same
time, the energy distributions of alpha particles are
virtually independent of either the channel index ¢
or the type of low-energy ternary fission of nuclei.
This means that the quantity dy. in expression (20)

can be approximated as dgey = chlch,\ and that the
potential phase shift d ;) can be treated as a quantity
independent of A. Under the condition that the vector
R is directed along the z axis of the laboratory frame,
the quantity Qq¢(6r.r, ) (20) can then be represented
in the form

QqC(‘gerx) = Qchr)@q(fc)a (36)

where

Qqc(‘gr) = Z chlYQO(er)equl; (37)
l

Qq(x) = Z dgp Y (arccos /).
A

In this case, formula (35) for the differential cross
section describing (n, f) reactions can be simpli-
fied considerably. If we assume that only one fis-
sion mode ¢ takes part in the ternary-fission pro-
cess strongly asymmetric in the masses and charges
of fragments and disregard the interference between
s’ # sresonances, integration of the differential cross
section in (35) with respect to z yields the angular
distribution f,(6;) of alpha particles in the form

2
fq(br) ~ ZFqKsc = ZFqKSquC(‘gr)-
C C (38)

In [7], the experimental angular distribution of alpha
particles that was normalized to unity [2] was ex-
panded in a series in spherical harmonics Yz70(6y); as
a result, the L-dependent coefficients in this expan-
sion were found there and were then used in calcu-
lating the coefficients of P-odd and P-even asym-
metries (see [9] and [10], respectively) in the ternary
fission of nuclei. If one assumes that the potential
phase shiits d4¢; are almost completely determined by
the potential of alpha-particle interaction with fission
fragments and that they are independent of the orbital
angular momentum [ of the alpha particle, the coef-

ficients chl can be reconstructed on the basis of the

experimental angular distribution of alpha particles
in the ternary fission of nuclei [2] and can further be

Qqc(0r)
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used to find the distribution of alpha particles with
respect to the orbital angular momenta [ [7]. In [17],
it was found that the signs and the amplitudes of the

coefficients dy¢; found in [7] correlate with the prop-
erties of the dipole and the quadrupole component of
the nonspherical Coulomb potential of alpha-particle
interaction with ternary-fission fragments. The pres-
ence of these correlations seems to suggest that the
phase shifts 6, are independent of the orbital angular
momentum [ of the alpha particle involved.

In [5], Barabanov proposed employing nuclear
spin—orbit interaction between alpha particles and
ternary-fission fragments in order to explain the
appearance of T-odd correlations of the form (1).
Since spin—orbit interactions do not change the total
spin J of the fissile system or its projections M and K
onto, respectively, the z axis of the laboratory frame

and the 2’ axis of the intrinsic coordinate frame, the
property that the functions Dﬁ}(s (w)D]‘{;',KS (w) and
D}‘\;[]S_KS (w)D]‘{;’,_KS (w) appearing in (25) are diago-
nal in the indices M and M’ immediately indicates, if
the z axis is chosen to be aligned with the direction of
light-fission-fragment emission and if relation (33)
is used, that the spin-dependent component (31)
of the nuclear spin density matrix—this component
is nondiagonal in the indices M and M'—again
makes no contribution to the cross section for (n, f)
reactions induced by polarized neutrons. In view of
this, a nonzero result for the T-odd correlation (2)
in the ternary fission of nuclei cannot be obtained by
taking into account spin—orbit forces.

3. CORIOLIS INTERACTION OF AN ALPHA
PARTICLE WITH A FISSILE NUCLEUS:
T7-ODD CORRELATIONS IN CROSS
SECTIONS FOR (n, f) REACTIONS

On the basis of an analysis of the mechanisms
of ternary nuclear fission and of the structure of po-
tentials used to describe the interaction of products
originating from ternary nuclear fission, it was shown
in [8] that the motion of the alpha particle in a system
undergoing fission can be described as its motion
in the field of an extending axisymmetric dumbbell
formed by fission fragments whose symmetry axes are
aligned, the entire fissile system rotating as a discrete
unit. In order to describe a system whose fission is
accompanied by the emission of an alpha particle,
one can therefore employ the particle plus rotor
model and introduce the Hamiltonian Hc,, describing
the Coriolis interaction of the alpha particle with the
fissile system. The specific form of this Hamiltonian
is[11]

2
S i),

H, =
Cor 2j0

(39)
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where the operators Jy and [y are defined in the
intrinsic coordinate frame of the fissile nucleus as

Ji=Jy +idy; e =1y +ily,

their action on the function D{, ;- (w) and the spheri-
cal harmonic Y, () being given by the formulas

JDF () (40)
= [(J £ E)(J F K + D)]"2D{} 1) (@);
L Yir, () = [(1F Kp) (1 £ Ko + DY Yye,00) (),

As fission fragments move apart, the moment of in-
ertia Jp of the system undergoing fission changes
from the moment of inertia of the fissile nucleus in
the prescission configuration to the value M_.R? for
R — oo, where M, is the reduced mass of ternary-
fission fragments in the channel c.

Since Coriolis interaction is rather weak, it can
be taken into account in the first order of pertur-
bation theory. To do this, it is necessary to replace
the fissile nucleus Hamiltonian H by the operator
Heor (39) in expression (14) for the partial-fission-
width amplitude, which, in this case, is denoted by

(I‘q‘];ga)cm. Choosing the direction of the 2z axis in

the laboratory frame to be aligned with the direction
of light-fragment emission and using relations (33)
and (34), we recast the function Yo(fy.r) appearing
in expansion (16) into the form

4 "
Yio(brr) = 4/ T ZYzKZ(QQ)YzKl(Q'R) (41)
Y 2l +1 Z Vi (2

lml
= Z Yik, (02

) Do, (w) =
The quantity #%/2J,, which appears in the definition
of the Hamiltonian Hc,., changes only slightly in the
vicinity of the point of scission into fission fragments.
Taking into account the expansion in (16) and using
relation (40), we can show that the application of the
operator Hc,, (39) to the unperturbed fission-mode

wave function \I!qJ;;rSM (8) leads to the replacement

) Dp 16, ()i, (OR)

Yio (%) Doy (w).

of the functions D}\]jiKs (W)Y (€2.) appearing in the

definition of the function \Iqu;;rsM (8) by functions of
the form

D g 41y (@)Y (2 (42)
X I+ 1)(Js FK)(Js = Kg + 1)

+ Dyt a1y (@) X Yim1 ()
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VI +1)(Js £ Ky) (s F K + 1).

From the structure of formula (42), it follows that the
application of the operator Hc,, (39) to the function

\I!qJ;gSM (8) changes it significantly. In this function,
the leading term corresponding to [ = 0 disappears,
while [ £ 0 terms become dominant.

[f the Coriolis Hamiltonian (39) is used instead of
H in expression (14) in order to obtain the partial-

fission-width amplitude (Fq‘]}?a)cor, the channel

functions UJs™ (15) must be replaced by the new

channel functions UZ*™ . The functions UZ=™
take into account relation (41) and the charac-
ter of the action of the Hamiltonian H¢,. on the

fission-mode wave function \IJJ”M [see Eq. (42)]

and have the form (15) with the substitution of
the index @ = am, where m = +1, for the index «

and the functions Dy, gy, (W) Yim () Dfo (w) for
the functions Dy, o (w)Yio(6r-r). Substituting the

channel functions UZ*™ introduced in this way into
formula (14) with the substitution of H¢,, (39) for H
and taking into account the properties of the functions

(Hcor\llg;g]‘/f) and relations of the form (33) and of
the form (34), we can recast the partial-fission-width

amplitude (Fq‘];gd)cm into the form

(43)

[T )Cor (2J1 + 1)(2J2 + 1)
Fii.a) (2J5+1)(2j + 1)

14 (=DEr
X \/Tyk. 0Kk, Ki+K0L (%)

« <1 + 7;”17“) dCordCor

qcl

i6Cor

Il + 1)e et

X {(01(Js, Ks)0m1 + b_1(Js, K)o, 1)
C:]]:‘ﬁ;1KQC§2LK20 + (b-1(Js, Ks)dm 1
01 K)o -0 O35, 1, O o b
where

b:l:l(Jsa Ks) =

Vs F Ko)(Js £ Ky + 1);

S =1

A

(44)

and where the smallness associated with the Coriolis
interaction is absorbed in the coefficient dgc(}r. Substi-

tuting the partial-width amplitude (43) and the chan-

nel function UZ*™ into expression (10) and perform-
ing summation over the indices 4 and m, we reduce
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the asymptotic function (\I/g}?SM)COF to the form

2J, —|—1
Z\/ 6.2 OKsKitk,  (49)

Je' qvl\/ l+1

Jser Cor
\IjqKs as

X ‘DOO {XalKl XO'QKQ (52)

% (DJS(KSH)(w)Yll(Q;«)bl(Js,Ks)
D}\]/;(K (@ W)Y 1 (2)b_1(Js, Ks))

+(_1)JS+KSXUIK1(gl)XZQ—KQ(&)( M( K+1( w)
X }/ll(Q,)bfl(JSaKs) + DJS( _1)( ) (Q )

X bl JSaK }¢3 53 )\/ 1_‘qKsc

X LQCOF@)’
P2\ /x(1 —x) *

where the quantity ngr(:c) is given by expres-
sion (37) with the substitution of JCOF for dgy. Adding

the asymptotic function (\Ilg;fSM)S;’r (45) to the

unperturbed asymptotic function (\IIJS’TSM)aS (18)

(which was calculated previously), evaluating the
multidimensional particle-flux density in the direction
of the radius p [15, 16], and integrating this flux with
respect to the variables &1, &2, &3, and w, we can find
the first-order correction in the Coriolis interaction to
the differential cross section (21) for (n, f) reactions.
This correction is given by the same formula, but,
there, the quantity BY(Qr, Qr, ) must be replaced by

the quantity B“°"(Qg, Q, ) given by (22) when the
quantity BSJSS/J;(QR,Qr,:c) (24) is replaced by the
quantity (B, SJSS Is < (QR, Qp, 2))“°" having the form

sJss'J
(BqK Y (QR, Oy, ) (46)
2J; —I—l QJS/—I—I)
/ a 1672 ZFqKScf ()
A ~Cor gt SJsS Jyr QO
X Qq()Qy ()[qu (Or) Dy 7 (w, )
71 Cor ~ sJss /
%0l Que(00) D) (w, 0],
where
-DL;;]:IS/JSI(W,Q/ _ Z pJSJS/(M, Ml) (47)

MM’
x Dho(w)VIT+ D{ (h) B [ Dific. (@)
X (D, 11/(@)Yin ()b (o, K)
+ D e,y (@)Y ()1 (T K))

+ (=1)Tst 2K prde K (W )(D l M (—Kor1) (@)
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X Vit (b1 (JL, Ky) + Dy,

(Ko@)
X }ﬁ,l(Q;)bl(Js/,Ks))} }

The function Dl(;gszSs Tt (w, ) is obtained from the
function in (47) by taking the complex conjugate of
the braced expression on the right-hand side of (47)
and by interchanging the indices Js and Jy (M and
M") appearing in this expression. By using the the-
orem of multiplication of generalized spherical har-
monics [11] and the representation of the spin com-
ponent of the nuclear density matrix in the form (31)
and performing summation over the indices M and
M’, we can recast expression (47) into the form

=sdss' Ty ’ . 2JS/+1\/Z(Z+1)
DY (W L) =
i (@) = ”\/ 3 20Q2I+1)

(48)

X A(Js, Jo) (— )21 Dl ) { [(D ()
+ D!, (w)C; J, Koo+ 01 (Jsr, K )Y ()
+(Di_y(w) + DLy (w ))C}]]l/ Ko(Ko—1)0-1
X (Jy Ks)Yie ( D] + (=) (D) (w)
+ D!y, (w)Cy JSJ,KS( Ko+1)b- 1(Jor, K) Y ()
+(Di_1(w) + DLy (w ))C}SJI,KS( Ko—1)

X bl(Js’a Ks)Ylfl(Qr)] }

)
)

Upon representing the Clebsch—Gordan coeffi-
cients appearing in (48) in the form [11]

1+1 PN

TeJy Ks(~Kst1) = YTy
the phase factor (—1)7s+/s+4Ks in front of the second
term in the braced expression on the right-hand side
of (48) reduces to the phase factor
(—1)2/s+2Jy+4Ks=1 = 1 We further replace, in
(48), the spherical harmonic Y;41(€,) by its rep-
resentation that arises in the laboratory frame ow-
ing to the Wigner transformation [11]. Substitut-
ing, into (46), the formula obtained in this case

J5+Jg/71
—KS(KS:Fl)(_l) ) )

for DSJSS J/(w,Q;) and the analogous formula for

Dﬁ;:)ls‘]‘s Is ' (w, Q); performing integration with re-

spect to w for the case where the z axis of the
laboratory frame is chosen to be aligned with the
vector R; and taking into account the structure of
the function f2(QR) (33) and of relation (34), we can

recast the function B (QR, Q, ) into the form

P/ 3/21

B (OR, 0 — SRVE/R 49
(Or, O, 7) Ar(21 + 1) (49)
Jss'J Jss'J
XY Tyl ™ foide™ (O ),

sJss' JyqKsc
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where, for the function fs‘]‘s Ja *(Qy, x), we have
Fs (@ 2) = VR + D@y +1)  (50)

Jor | s T Fsdss' Iy ~ ~
RSB [ Fr ™ () fae ™™ (0r) Qq(2) Q5" (),
with

zsJss' T

qc ® (er) - Z dqcldgc%y}O(er) (51)
14
Ul +1) [Yir—1(0r) — Y1 (6r)]
X sm(éqd/ — Ogal + 55J55/Js/);
2Jy +1
Fle = |2 3+ A, Jo) (52)
X [C}:Jls,—KS(KS—1)b*1(‘]S’vKs)

= Ol — koo nyb1 (o, K] (= 1) T L,

Formula (52) is valid in the case of Ky > 0. At
K =0, the fission widths of the J; =T+ 1/2 and

Dy (Qyp,x) =

B (QR, Qp, ) —
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Jg =1 —1/2 neutron resonances that are pure in
parity = do not interfere since the intrinsic fission-
mode wave functions xg, (8) differing in eigenvalue

n = (=1)7s correspond to them. At K, =0, the

JsJ g

function Fp~"=" (52) is therefore replaced by the

function FOS *" having the form

i, 2 + 1
S 3+ A(Js, ) (53)
Jo(Js + D(-1)"7 e

At J; = 0, the function FB]SJS' vanishes, so that neu-

tron resonances of spin J; = 0 do not contribute to

the function BCOT(QR, Qp,x) (49) and, hence, to the
T-odd asymmetry coefficient (3), which can be repre-
sented as

BCo ) (Qgr, Qp, )

where the quantities B"™#)(Qg, Q,, z) are given by
expression (49), in which the J; = Jg = 0 terms are
eliminated from the sums over J, and Jg, these two
quantities differing by the inversion of the neutron-
polarization vector p,,, whereupon the sign of the
coefficient of the neutron polarization p,, is reversed;
the quantity B°(QR, Qy, ) is defined by Eq. (35). If
we now use, for spherical harmonics, the formula [18]

COS Pr
Yi_1(Qp) — Y1 (Qy) = —
1-1(2e) — Y () sin 0y
(1+1)
7T(T_i_l)(Plfl(COS Or) — Pry1(cosbr)),
where P1i(cosf,) are Legendre polynomials, the
functions fs‘]ss Tor (0y) (51) can be represented in the
form
ol (0r) = cos e > dyadii Vio(0r)  (55)
w
i +1
« LD (B (cos0) — Pra (c0s0,)

v+ 1)

: C
7T(2l/ + 1) Sln(dqc(ig - 6qcl + 6SJSS/J5/)'

The quantity BC"(Qgr, Qy, x) (49), which appears
in the definition of the T-odd-asymmetry coeffi-

PHYSICS OF ATOMIC NUCLEI

2BY(Qr, Qy, x)

(54)

|9R:§9R:0’

cient (54), possesses properties that are consistent
with the symmetry properties of the experimentally
investigated correlation given by Eqgs. (1) and (2).
Indeed, the quantity in (49), as well as the correlation
specified in Egs. (1) and (2), changes sign upon the
inversion of the neutron-polarization vector. In just
the same way as the correlation in (2), the quantity
in (49) is proportional to cos p,—that is, it is maximal
in absolute value when the unit vector es = r/r spec-
ifying the direction of alpha-particle emission lies in
the (z, z) plane at ¢, = 0 and vanishes at ¢, = 7/2,
in which case the vector eg is parallel to the neutron-
polarization vector. If alpha particles are recorded
in the direction of the z axis, in which case @, =0
and 0, = /2, the spherical harmonic Yjo(6,) and
the Legendre polynomial differences [P;_1(cos 6y) —
P11 (cos 6;)], which appear in expression (55), do not
vanish, in this case, only at, respectively, even and
odd values of the orbital angular momentum [ of alpha
particles. If the direction of light-fragment emission
is reversed, in which case the unit vectore r = R/R
becomes antiparallel to the z axis of the laboratory
frame, there arises, in expression (41), the additional
factor (—1)!, which leads to the emergence of cor-
responding factors in the sums over [ and I’ in (26)
and (55). It follows that, upon the inversion of the
vector ey, the function in (26), which includes even
values of [, does not change sign, while the function
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in (55), which includes odd values of [, changes sign,
with the result that the quantity BT (Qgr, Oy, z) (49)
also changes sign, and so does the T-odd-asymmetry
coefficient (54) together with it, in accordance with
the properties of the correlation coefficient specified
by Egs. (1)and (2).

In order to estimate the T-odd-asymmetry coef-
ficient (54), it is necessary to compare the partial-

(57 )Cor (43), which
is perturbed by Coriolis interaction, with the un-
perturbed fission-width-amplitude Fq‘];gsa (17). As

follows from (14), these amplitudes differ by the
substitution of the Coriolis interaction Hamiltonian
He, (39) for the total fissile-nucleus Hamiltonian H

and by the use of the corresponding channel func-
tions. The modulus of the wave function \I!q‘];?sM (8)

for the fission mode corresponding to a compact
shape of a fissile nucleus whose radius depends
on angles decreases exponentially beyond this ra-
dius [6, 7]. The modulus of the wave function for
the potential scattering of fission fragments on each
other, this wave function being orthogonal to shell
wave functions that form a basis for constructing
wave functions describing prescission configurations,
begins to decrease exponentially as one moves to
the internal region of the fissile nucleus. Therefore,
the main contribution to the partial-fission-width
amplitude (14) comes from R and r values in the
vicinity of the region where the fissile nucleus breaks
up into fission fragments [6, 7]—that is, at R ~ R,,
and r = rg. The quantity R,, was estimated in [8] for
an A = 240 compound nucleus as R,,, =~ 17 fm, while
the value of rg =~ 2 fm corresponds to the radius of
the neck of the prescission configuration of the fissile
nucleus. In this region, the quantity h%/27p, which
appears in the definition (39) of the Coriolis interac-
tion Hamiltonian, can be estimated at 1073 MeV if,
for the moment of inertia Jp of the fissile nucleus, use
is made of the formula Jy ~ M.R2, ~ 60mR2,, where
M. is the reduced mass of fragments originating from
the fission of an A = 240 nucleus.

If Coriolis interaction is not taken into account,
the angular distribution of alpha particles in the
ternary fission of nuclei is determined by the poten-
tial that describes the interaction of alpha particles
with fission fragments and which enters into the
total fissile-nucleus Hamiltonian H appearing in
expression (14). This potential makes a dominant
contribution to the partial-width amplitude (14)
through its values in the region where the Coulomb
barrier for the emitted alpha particle is formed and
where the nuclear potential of alpha-particle inter-
action with fission fragments is already negligible.

fission-width amplitude
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In order to determine the total potential describing
alpha-particle interaction with fission fragments and
determining the partial-width amplitude (17), one can
therefore use formula for the Coulomb potential V.¢
of alpha-particle interaction with fission fragments
in the region of Coulomb barrier formation, where
r < R. In this region, the Coulomb potential V. was
investigated in [8, 15] and can be represented in the
form

Ve — 2(Z —2)e?  8(Z —2)e? ('r) (56)

« =" T r \&

AZ 2AA
X <m + m) Pl(COS erR)

16e%(Z —2) /72
+ % (}_3) Ps(cos br.r),
where AZ =277 — Zy and AA = A; — Ay are, re-
spectively, the charge and the mass asymmetry of
fission fragments. The first term in the potential (56)
is independent of the coordinate r and has no effect
on the motion of the alpha particle. At the same time,
the second and the third term in the potential (56)
act on the alpha particle emitted in ternary fission
as focusing potentials. The third, quadrupole, term
forms the angular distribution of alpha particles that
is characterized by a maximum at an angle of 90° with
respect to the direction of fission-fragment emission
and by a half-width of about 10°. As soon as there
appear noticeable charge and mass asymmetries of
fission fragments, the second (dipole) term of the
potential (56) comes into play, deflecting, against
the background of the third term, the maximum of
the angular distribution of alpha particles toward an
angle of 83° with respect to the direction of light-
fragment emission in the (n, f) reaction on a 233U
target nucleus. In order to assess the scale of the
effect of Coriolis interaction, it is therefore natural to
compare h? /27, with the second and the third term
of the Coulomb potential (56) in the region where the
Coulomb potential for the alpha particle is formed.
Using the value of 92 for Z, the estimate according
to which AZ/Z and AA/A do not exceed < 0.2, and
the values r9 and R,,, for r and R and replacing the
Legendre polynomials P;(cos 0y.r) and P(cos 0y.R)
in (56) by their maximum values of (£1), one can
estimate the absolute values of the second and the
third term in the potential (56) as < 4 and < 1.7 MeV,
whence it follows that the dipole term in the poten-
tial (56) considerably exceeds the quadrupole term in
absolute value. Under the effect of the dipole term,
the = 1 harmonic will be predominantly added, in
the internal region of a fissile nucleus, to the leading
(I = 0) harmonic of the a-particle wave function. If
it is considered that the matrix element (Y1o|P1|Yo0),
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which corresponds to the transition of the alpha par-
ticle from the [ = 0 state to the [ = 1 state, is equal

to 1/4/3, the value of 1/4/3 can be used to estimate
the averaged Legendre polynomial P (cos 6,.r) in the
dipole term of the potential (56). In this case, the
absolute value of the dipole term in the potential (56)
can be estimated at a value not greater than 2.3 MeV.
For the ratio of the quantity h?/2J to the dipole
term in the potential (56), we then obtain an estimate
not falling below 0.5 x 1073, and this is in qualitative
agreement with the scale of the experimental values
of the asymmetry coefficients in (4).

As can be seen from expression (55), two cases are
possible for the source of a T-odd correlation of the
type in Egs. (1) and (2) and for the dependence of the
T-odd asymmetry coefficient (3) on the alpha-particle
emission angle 6.

The first case is realized if the potential phase
shifts d4¢; and 55;? change noticeably in response

to variations in the orbital angular momentum [ of
the alpha particle, with the result that the phase-

shift differences (64e1 — 650(25) are not small in relation

to unity for some values of [ and I’. The angular

distribution ;,;]Ss 7 (6,:) (55) of alpha particles will
then be significantly different from zero even in the
case where only the s’ = s and Jy = Js terms, for
which the phase shift d, 7.+ 5, vanishes, are taken into
account in the sum over sJss'Jy in (49). This means
that the emergence of a T-odd asymmetry in the
angular distributions of ternary-fission fragments is
possible if only one s-wave neutron resonance char-
acterized by a specific spin value J plays a dominant
role in some region of energy of neutrons inducing
(n, f) reactions. In this case, however, there arises the
problem of describing the structure of the 6, depen-
dence of the asymmetry coefficient D, (Qy, x) (54).
Indeed, the angular distribution (55) at ¢, = 0—it
controls the 6, dependence of the numerator on the
right-hand side of (54 )—is formed by the interference
between the amplitude of the angular distribution of
alpha particles that is unperturbed by Coriolis in-
teraction and the amplitude for the analogous dis-
tribution perturbed by this interaction. At the same

D (6y)

N > cigc(}r(Pl,l(cos 0r) — Pry1(cos 0:)I(1 4+ 1)/(y/7(20 + 1) sin 6y,)
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time, the angular distribution f,(6;) (38) of alpha
particles from (n, f) reactions induced by unpolarized
neutrons, which determines the 6, dependence of the
denominator on the right-hand side of (54), can be
reduced, upon taking into account the interference of
s # s resonances, to the form

;éiss Jyr (er) — Z Ciqcldqcl’yzo(er)}/l/o(er')

w
X COS((Squ - 5qcl’ + 53J55’J;)-

As follows from experimental data reported in [1],
the 6, dependence of the coefficient D, (3) is rather
weak. This means that the angular dependences of
the functions in (55) and (57) must be close. But at
first glance, this result seems improbable because the
functions in (55) and (57) are strongly different in
view of the dependence on the phase shifts and on the
orbital angular momenta.

(57)

The second case corresponds to the situation

where the potential phase shifts d,¢; and 53;? are de-

termined primarily by the Coulomb potential and are
weakly dependent on the orbital angular momentum

[ of the alpha particle: g = dgc; 6qcc‘}r = 6qCC°r. The
investigation that was performed in [17] furnishes
some indications of the occurrence of such a situation
in the ternary fission of nuclei. In this case, the
functions in (55) and (57) can be represented in the

form

Fsdss' Iy

0o "7 (0r) = cos pp sin(0p " — Gge  (58)
+ 5SJSS’J5/) Z chl}/ZO(‘gr) Z ch%r
l !
1 I(l+1)
X — P_q(cosb,) — P1(cosb,)) ———;
Sln91"( i—1(cos Or) — Pii1(cos by)) COES)]

2
quéfss JS/(er) = c0s(0s7,5'J.) (Z chmo(er)>

!
(59)

At ¢r = 0, the angular dependence of the asymmetry
coefficient (54) then assumes the form

Since the phase shifts d,. and 65", which are in-

qc
dependent of the orbital angular momentum of the
alpha particle, are related to the wave functions de-
scribing the potential scattering of alpha particles on

PHYSICS OF ATOMIC NUCLEI

S dger Pi(cos 0,) /21 + 1 /47

(60)

fission fragments and appearing in the partial-width
amplitude (14) and are determined primarily by the
Coulomb potential of alpha-particle interaction with
fission fragments, we can expect that these phase
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shifts have rather close values. But it then follows
from expression (58) that T-odd correlations of the
type in Egs. (1) and (2) can arise only because of
the interference between the fission amplitudes for
s-wave neutron resonances differing by their energies
and total widths and, in general, by their spin val-
ues. This situation is similar to the situation around
P-even right—left correlations in binary and ternary
fission of nuclei [10, 14]; since these correlations are
T-odd, their emergence may only be due to the in-
terference between the fission amplitudes for s- and
p-wave neutron resonances.

[t was indicated above that, if alpha particles are
recorded in the direction of the z axis (at ¢, = 0 and
0, = m/2), the only nonzero terms in the numerator
and the denominator of the expression on the right-
hand side of (60) are characterized by, respectively,
odd [ [because of the properties of the spherical har-
monics Y;41(Qy)] and even [ [because of the proper-
ties of the spherical harmonics ¥;o(£2y)]. This result
is due, on one hand, to the fact that, in the region of
the neck of the prescission configuration of the fissile
nucleus, where the product alpha particle is formed,
the leading orbital angular momenta of the alpha par-
ticle are, as was indicated above, I = 0(in the absence
of Coriolis interaction) and [ = 1 (in the case where
Coriolis interaction is taken into account). On the
other hand, the nonspherical Coulomb potential (56),
which determines predominantly the structure of the
function describing the potential scattering of fis-
sion fragments, adds, to the orbital angular momenta
I =0and! = 1of the alpha particle, which are leading
in the internal region of the fissile nucleus, even orbital
angular momenta owing to the quadrupole term in
the potential (56) and odd orbital angular momenta
owing to the dipole term there. In the semiclassical
approximation, which underlies calculations based on
the method of trajectories [2], the above effect of the
nonspherical Coulomb potential reduces to focusing
alpha particles emitted in ternary fission, the direction
of this focusing being approximately orthogonal to the
direction along which fission fragments move apart,
with a slight shift toward a light fragment because
of the effect of the dipole term in the potential (56).
Focusing of this type is present in the correspond-
ing quantum-mechanical pattern as well. Since the
physical origin of this focusing remains unchanged
upon going over from the unperturbed alpha-particle
wave function in the prescission configuration of a
fissile nucleus to that perturbed by Coriolis interac-
tion, one can expect that the amplitude of the angular
distribution of alpha particles in the numerator of the
expression on the right-hand side of (60) will have
features similar to those of the analogous amplitude
that is unperturbed by Coriolis interaction and which
appears in the denominator of the same expression.
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The T-odd-asymmetry coefficient (60) will then be
weakly dependent on the angle 6y, and this is con-
sistent with its experimental properties [1].

As was indicated above, the emergence of odd
orbital angular momenta [ of the alpha particle in the
numerator of the expression on the right-hand side
of (60) is entirely due to the dipole term that, because
of the charge and mass asymmetry of ternary-fission
fragments, appears in the Coulomb potential (56) of
alpha-particle interaction with these fragments. The
T-odd-asymmetry coefficient (60) will therefore tend
to zero upon going over to symmetric fission modes.
This means that the T-odd asymmetries (60), as
well as P-odd and P-even asymmetries previously
investigated in[9, 10] for alpha particles in the ternary
fission of nuclei, are entirely due to the presence of
charge and mass asymmetries of fission fragments.

For the coefficient defined as in (3), experimen-
tal investigations of the T-odd asymmetry for 23°Pu
target nuclei led to a value [1] that is much less
than the analogous coefficients in (4) for 233U and
2351 target nuclei and which is insignificant against
statistical errors. The following circumstance can be
responsible for the smaller value of the coefficient Dy,
(3) for 239Pu. Since the spin I of a 23%Pu target is
equal to 1/2, the s-wave neutron resonances of the
compound nucleus that are excited upon the capture
of a cold neutron can have spin values of both J; =0
and Jg = 1. It was indicated above that neutron res-
onances of spin Js = 0 do not contribute to the co-
efficient D, (60) and that the formation of this coef-
ficient is due exclusively to the interference between
the fission amplitudes for neutron resonances s and
s’ of identical spins Js = Jy = 1. In this respect, the
case of 239Pu differs from the cases of 233U (I = 5/2)
and 25U (I = 7/2) target nuclei, for which the set of
neutron resonances s and s involved in the formation
of the coefficient in (60) is much wider—specifically,
these are resonances of spin Js=Jg =1+1/2#0
and Js = Jg =1 —1/2 # 0for Js # Jy.

According to expressions (49) and (50), the de-
pendence of the T-odd-asymmetry coefficient (60) on
the asymptotic energy E,, of the alpha particle emitted
in ternary fission is given by
~Cor
Da(x) ~ Qg (x)a

Qq()

where the functions Q$°"(z) and Qq(z) (37) spec-
ify the amplitudes of the energy distributions of al-
pha particles for, respectively, the case of ternary fis-
sion perturbed by Coriolis interaction and the case of
unperturbed ternary fission. From experimental data
reported in [2], it follows that, in the case of nu-
clear fission induced by unpolarized neutrons, the

(61)

Vol. 66 No. 10 2003



T-ODD ASYMMETRIES

square of the amplitude of the energy distribution of
alpha particles, [Q4(x)]?, has a broad maximum at
an alpha-particle energy of EQ ~ 16 MeV, the width
of this maximum being AE? ~ 10 MeV. An exper-
imental investigation of the energy dependence of
the asymmetry coefficient D, (z) (3) revealed [1] that
this coefficient grows considerably with increasing
E,. This means that the amplitude ngr(:c) of the
energy distribution perturbed by Coriolis interaction
reproduces the amplitude Q,(z) of the unperturbed
angular distribution involving a broad maximum at
E? =~ 16 MeV, the former differing from the latter by a

coefficient that grows with increasing alpha-particle
energy.

For a first approximation, the origin of the depen-
dence of the T'-odd-asymmetry coefficient D, (E,)
(60) on the alpha-particle energy FE, can be related
to the features of the dipole term that is present in
the Coulomb potential (56) and which is responsible
for the emergence of odd orbital angular momenta of
the alpha particle, which specify the structure of the
numerator of the expression on the right-hand side
of (60). The experimental energy distribution of alpha
particles in the ternary fission of nuclei [2] indicates
that the characteristic energies F, are much less than
the maximum possible energy E7*, which is close [see
expression (13) and the text that follows it] to the total
energy Q. of the motion of fission fragments in the
channel ¢ (about 140 MeV). This means that typical
values of z = E, /EY" are so small that the character-
istic angles ¢ in (13) do not deviate from 7 /2 strongly.
In this case, the quantity R in (12) is proportional to
the product psine, which changes only slightly over
the entire range of experimentally observed a-particle
energies; therefore, it can be replaced by p. As to
the quantity r in (12), it is proportional to the quan-
tity pcose, which is equal to py/x [see Eq. (13)].
The dipole term that appears in the potential (56)
and which is proportional to r/R? will then grow as
Vv /p ~ \/E, with increasing alpha-particle energy.
If we assume that the coefficient D,(E,) (60) is
proportional to the dipole term in the potential (56),
this coefficient will vary with alpha-particle energy in
proportion to v/E,. Thus, even a preliminary rough
estimation correctly reflects the experimental trend
toward the growth of the effect with increasing F,,.

The theory developed in the present study makes
it possible to calculate the energy distributions of
alpha particles both for the case of an unperturbed
ternary fission of nuclei and for the case of the ternary-
fission process perturbed by Coriolis interaction. This
problem will be addressed in our future investigations.
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4. CONCLUSION

This article reports on a continuation of a large
series of studies [6—10, 17] devoted to developing
the quantum theory of reactions involving binary or
ternary fission of nuclei and to describing the angular
distributions of reaction products, as well as various
P-odd and P-even correlations in reactions induced
by polarized neutrons. In the present study, it has
been shown that T-odd asymmetry recently discov-
ered in ternary fission processes induced by polarized
neutrons can also be described in principle on the
basis of this theory.

In order to explain the T-odd effect, we have in-
troduced, in just the same way as in the model pro-
posed in [3, 4], the Coriolis interaction of the product
alpha particle with the spin of the nucleus undergoing
fission. In contrast to [3, 4], however, the entire anal-
ysis has been performed at the quantum-mechanical
level with allowance for the dynamics of the ternary-
fission process, a T-odd correlation arising as the
result of the interference between T-even and T-odd
amplitudes (associated with Coriolis interaction), as
in the case of P-odd correlations [10]. This approach
has enabled us to describe correctly the scale of the
effect, its symmetry with respect to the inversion of
the neutron spin and of the direction of light-fragment
emission, and the character of the angular and energy
dependences for the effect in question. The proof of the
fact that T-odd correlations in the ternary fission of
nuclei arise only in fission modes that are asymmet-
ric in fragment charges and masses is an important
result of the present study.

It has been shown that, in contrast to what occurs
in the case of P-even and P-odd correlations, the
effect being considered receives contributions from
the interference between only s-wave resonances of
compound nuclei. Various limiting cases have been
explored—in particular, the case where the 7T-odd
asymmetry is due exclusively to the interference of dif-
ferent s-wave neutron resonances (for example, res-
onances characterized by different values of the spin
Js). In this connection, the possible reason behind the
smallness of the effect for 2?Pu target nuclei has been
indicated.

[t has also been proven that spin—orbit interaction,
which was considered in [5] and which conserves the
projections of the total spin of a fissile system onto the
z axis and the symmetry axis, does not contribute to
the T'-odd effect.
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Abstract—Within the formalism of thermo field dynamics, the boson—fermion Holstein—Primakoff trans-
formation is constructed for the case of nonzero temperatures. For the example of the Lipkin model, the
transformation in question is used to construct a thermal Hamiltonian in the form of an expansion in
the parameter 1/v/N, where N is the number of particles in the system. The temperature dependence
of quasiparticle (fermion) and collective-excitation (boson) energies is calculated to terms of order 1/N.
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1. INTRODUCTION

The boson-expansion method was introduced in
the theory of the nucleus forty years ago in the studies
of Belyaev and Zelevinsky [1] and Marumori, Ya-
mamura, and Tokunaga [2]. The boson-expansion
method played an extremely important role in the
creation of the microscopic theory of low-energy vi-
brations of atomic nuclei. This method formed a basis
of the so-called algebraic approach in the theory of
the nucleus and its most popular phenomenological
realization—namely, the interacting-boson model [3].
To a considerable extent, it was owing to the boson-
expansion method that internal relationship between
“natural” nucleon and phenomenological collective
variables was understood (see, for example, [4]).

Some versions of the boson-expansion method
were used in studying elementary excitations and
their interactions in heated systems formed by a finite
number of fermions [5—8]. In constructing boson ex-
pansions, there arises, however, an interesting prob-
lem that was first noticed by Hatsuda [5]. This prob-
lem becomes more comprehensible if one considers
it within thermo field dynamics [9]. In discussing the
application of the thermo field approach in the theory
of the nucleus, Hatsuda revealed that, if one performs
the bosonization of the nuclear Hamiltonian prior to
heating the system, its statistical properties (within
thermo field dynamics, they are determined by the
thermal Hamiltonian and the thermal vacuum) will
depend on Bose—Einstein occupation numbers, but
this is quite strange for a fermion system. Moreover, it
was shown, by considering the example of the Lipkin

“e-mail: vdovin@thsuni. jinr.ru
“e-mail: dzhioev@thsuni. jinr.ru
" e-mail: astorozh@thsun1. jinr.ru

model, that, in the leading order, this approach (that
is, bosonization prior to heating) leads to glaringly
incorrect results—for example, the approach cannot
reproduce the results of the thermal random-phase
approximation (RPA). Of course, no problems of this
kind arise if one first “heats” the system (that is, con-
structs a thermal Hamiltonian in doubled Fock space,
etc.) and only then performs bozonization [5, 6]. But
in this case, the problem at hand becomes technically
more involved since the number of boson types that is
necessary to map the full space of fermion variables
of a heated system increases. By way of example,
we indicate that, while the original symmetry of the
Lipkin model is SU(2), the symmetry of its thermal
Hamiltonian is as high as SU(4) [6]. Moreover, there
occur situations where the mapping prior to heat-
ing approach appears to be more convenient since
it enables one to develop a consistent computational
scheme not violating original symmetry (for more
details, see[10, 11]).

As an alternative to “full bosonization,” it was
proposed in [11] to use, as a mapping procedure,
an extended, or boson—fermion, Holstein—Primakoff
transformation. It turned out that, owing to preserv-
ing fermion degrees of freedom, the mapping prior to
heating approach leads to correct results in this case.
First, the thermal behavior of the system is deter-
mined by Fermi—Dirac occupation numbers. Second,
in the leading order, thermal quasiparticles satisfy
the thermal Hartree approximation, while bosons (or
phonons) satisfy the thermal RPA.

The present article reports on a continuation of the
investigation initiated in [11]. We will construct and
diagonalize the thermal Hamiltonian of the Lipkin
model in the next-to-leading order of the expansion

in 1/V/N, where N is the number of particles in
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the system being considered. The ensuing exposi-
tion is organized as follows. For the sake of conve-
nience, the diagonalization scheme for the Hamil-
tonian constructed for the Lipkin model in the 1/N
order and subjected to boson—fermion mapping is
outlined in Section 2 for a cold system. A general-
ization to nonzero temperatures is given in Section 3.
The conclusions drawn from the present analysis are
briefly summarized in Section 4.

2. BOSON-FERMION
HOLSTEIN—PRIMAKOFF MAPPING AND

1/v/N EXPANSION

The Lipkin model [12] is a system of IV fermions
that can occur in two degenerate states of energy
—e/2 and +¢/2. The degeneracy multiplicity of each
state is Q = N. It follows that, at zero temperature
and in the absence of interaction, the lower state is
fully occupied, while the upper state is free. A few
versions of the model Hamiltonian were considered
in the literature. Here, we use the so-called second
version of the Lipkin model, where the Hamiltonian
has the form

1
H:eJZ—5V(J++J,)2. (1)

The parameter V' characterizes the strength of fer-
mion—fermion interaction. The operator-valued ex-
pressions for the components of the quasispin J (J,
Jy, J_)are

N
1 1
_ + +
T2 = _§N + 2 ZI(C%CQP + ClpCip), (2)
-

N
Z C2pclp ’

where the operator 02p creates a particle in the higher
state, while the operator cfp creates a hole in the lower
state. The particle—hole vacuum is defined as

Cgp’0> = Clp‘0> = 0. (3)

The quasispin-projection operators obey the commu-
tation relations

e J =21, |[L.Ji=+Jy (4

and form an SU(2) algebra. By using the commu-
tation relations (4), we can recast the Hamiltonian
in (1) into the form
1
H=¢eJ, — 5V(Ji +J2 42,0 —2T.). (5)
In a system of interacting fermions, there can arise

collective excitations, which are conveniently de-
scribed in terms of boson operators. In order to
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introduce boson degrees of freedom consistently, use
is made of the boson-expansion method. In just the
same way as in [11], we want to preserve, along with
boson degrees of freedom, fermion ones; therefore,
we employ the boson—fermion Holstein—Primakoff
mapping [13, 14]. According to this type of mapping,
the original fermion operators ¢, and c, and the
quasispin operators are expressed in terms of the
commuting ideal-fermion (quasiparticle) and ideal-

boson operators (a;, and By, respectively) as

BB B
cip =1\1— (}V Oalp - \/—%afpa (6)
B*B
cop=14\/1— \/_alp,
1
(J)r = —§(N —n%) + By By,

B{ B, + no
(J4)r = mB;\/1 - =

N
+

Z a2pa2p + alpalp Z ipQipy  (7)

p=1 %

where n® is the quasiparticle-number operator. By
substituting the above expressions for quasispins
into (5), we obtain the fermion—boson transform Hj
of the original model Hamiltonian.

[t is well known that, in the mean-field approxima-
tion, the Lipkin model can be either in the so-called
normal phase or in a deformed phase, depending on
the strength of fermion—fermion interaction. The de-
formed phase is characterized by the emergence of a
boson condensate. In order to take this fact into ac-
count, one introduces a boson operator B that differs
from the operator By by an appropriately normalized
shift; that is,

B = By —dVN, dvV'N.

By expressing the quasispin operators (6) in terms of
B and BT and expanding the square roots in a Taylor
series, we now obtain the expansion of the Hamilto-
nian in (5) written in terms of the ideal-fermion and
ideal-boson operators in powers of v/N. To terms of
order 1/N inclusive, we have

H; = NHy+ N'Y?H, + N°Hy + N"'2H; (8)

BT =B -

1
+ N_1H4 = N¢ (—5 + d2 — 2X0d2 + 2X0d4>
+VNed (1 — 2xo + 4x0d?) [B + B]

1
+e (5 + 2X0d2> n® 4 (1 + Txod*> — xo)B™ B
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- %(1 — 5d2)[B*B* + BB + 52& (3d2 — 1)

EXOd

2/ N
+7B*BTB + 7B+BB) + ;% <na[B+ + BJ?

_l’_

([4n“ +3)[B+ B+ B 4+ B*?

+ BB+ BBt +2BTBB*B

+ l[B+B+ + BB] + _
2 11-a2) )

The quantity xo = V.N/e, which appeared above,
plays the role of an effective coupling constant. The
quantity Ho—the coefficient of IV in the first term
of the expansion in (8)—is the ground-state energy
of the Lipkin system in the Hartree approximation.
By minimizing this energy, we determine d. Two
values of d are possible: (i) for xo < 1/2, d=0,
which corresponds to the normal phase (n.p.); (ii) for
xo > 1/2,d? = (2x0 — 1) /4x0, which corresponds to
a deformed phase (d.p.).

The second term in (8), Hy—it is linear in the
boson operators—vanishes at the above values of d,
which correspond to the minima of Hy.

The next term (of order N?) corresponds to the
RPA and describes independent phonon and quasi-
particle excitations in the system. This term is diag-
onal in the quasiparticle operators. In order to diag-
onalize it in the boson operators, we make the linear
canonical transformation

Bt =uCt +0C, B =uC +0vCt, (9)

where

2 2

u? — v? = cosh? ¢ — sinh? ¢ = 1.

From the fact that the term Hs is diagonal in phonons
C', we obtain the following expressions for the trans-
formation coefficients w and v and for the energy w of
a new boson excitation (RPA phonon):

cosh? 1 [5(1 + Tx0d? — x0) <1l (0
sinh? ¢ 2 w
2uv = sinh 2¢p = M,
w
1/2

w=¢ [(1L+ Txod® — x0)* — xg(1 —5d*)*] ' (11)

:{5\/1—2)(0 (n.p.)
e/4Axi—1 (d.p.).

The term Hy now takes the form

Hy = Wgpa + E Z a;;aip +wCtC

4,p
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= Wgrpa + Hgpa,

where the C' number Wgpya is the RPA correction to
the ground-state energy of the system,

w — (1 + 4xod?)

Wrpa = 5
_ {(w —2)/2  (np)
(@~ 2ex0)/2 (dp),

and E is the quasiparticle energy in the Hartree ap-
proximation,
(n.p)

. 1 2 o 5/2
E=e (2 * Zxod > B {€X0 (d.p).

Thus, we see that, to order N°, our original system of
interacting fermions reduces to the system of nonin-
teracting quasiparticles in the Hartree approximation
and noninteracting RPA phonons.

We will perform a further diagonalization of the
Hamiltonian in (8), following [14—16] and employing
the RPA phonon as one of the basis vectors. The
inclusion of higher order terms leads to a renormaliza-
tion of the phonon and quasiparticle energies and to
anharmonic corrections associated with the interac-
tion between different degrees of freedom. Moreover,
the expressions for Hy and Hy involve constants.
These are higher order corrections to the Hartree
ground-state energy (consistently implementing the
algorithm of perturbation theory, we will disregard,
however, their effect on the boson-field shift d). It is
worth noting that, in the normal phase, where d = 0,
the term Hj also vanishes.

Further, it is necessary to express the remaining
quantities H3 and Hy in terms of the RPA-phonon
operator. By arranging the creation and annihilation
operators in a normal order, we obtain

exod

Hs = (cosh ¢ + sinh p){4n®[CT +C] (12)

+ (cosh 2 + 3sinh 2p)[CT + C)?
+ 4(cosh 2¢ — sinh 2¢p)
x [CTCTC + CTCC) + 4(cosh 2¢p — sinh 2p — 1)
x [CT+C]} = HY + HY,

H, = %{ (cosh 2¢ + sinh 2¢) n®[2CTC + 1]
(13)
1
+ 3 (3cosh 4y + 3sinh 4¢

+1) CTCTCC + (3cosh 4y
+3sinh4¢ — 2cosh 2¢ — 2sinh 29 + 1) CTC
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1
+ 1 (3 cosh 4¢ + 3sinh 4¢ — 4 cosh 2¢p — 4 sinh 2¢

_|_

1——d2) } =+ Off—diagonal = HET =+ HZ

+ % (cosh 2¢ + sinh 2p) n® + % <3 cosh 4¢

1
1—4d?

Here, the superscripts b and bf label, respectively, the
purely boson and boson—fermion parts of the terms
Hs 4. In the expression for Hy, we have included
only those operators that have nonvanishing diagonal
matrix elements of order 1/N. Corrections due to
off-diagonal terms are of a higher order of smallness
(1/N?), since they do not vanish only in the second
order of perturbation theory. It would be necessary to
take them into account in considering the O(1/N?/2)
and O(1/N?) terms of the expansion of Hy, but this is
beyond the scope of the present study. The third and
the fourth terms in expression (13) are corrections
to the quasiparticle energy and to the ground-state
energy, respectively.

+ 3sinh 4 — 4 cosh 2¢p — 4sinh 2¢ +

+ off-diagonal.

As was mentioned above, the term Hsz = Hgf +
HY vanishes in the normal phase. With the aid of the

relation

cosh 2¢ + sinh 2¢p = E, (14)

w
the Hamiltonian of the Lipkin model in the normal
phase to terms of order 1/N can therefore be reduced

to the form

Hy? = WoP + B Y afa, +wC*C (15)
i,p
gn-p
+ Hn.pnac-i-c + 7C"'C'—’—C'C',
where
Ne w—e exo [3% 4e
W= —— sV |2 W T
5 T3 8N [w2 o
(16)
€ €X0
B = 1 2]
5 +Nw )
exo [3e® 2
np _ AV T
w 2N [oﬂ w " }’
) 2
£°X0 X0 |32
n.p — an = —— | —= 1 .
H Nw’ 2N [WQ " }

The terms involving the coefficients p"P and 6™P
are corrections associated with phonon—fermion and
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phonon—phonon interactions. We note that the value
of 8™P coincides with that which was obtained in [17]
within the theory of nuclear fields.

Let us now consider the deformed phase where
the term Hj differs from zero. The operators Hgf and
HY include only odd powers of the boson operators—
that is, they have zero matrix elements in the RPA-
phonon basis. Therefore, the term Hs must be taken
into account simultaneously with the diagonal terms
in the operators HZf and Hf{, since they contribute in
the same order (1/N).

The term Hs + diagonal part of H4 can be diag-

onalized [15, 16] with the aid of new quasiparticle

and phonon operators (in the following, they will be
referred to as the diagonalizing ones), C; and (a;;)d,
respectively, that are related to the original ideal oper-
ators by the unitary canonical transformation

Co—lf— _ eiS/\/ﬁc-l—e—iS/\/N’ (17)

(a;;)d = eis/\/ﬁa;;e_is/‘/ﬁ.
The operator S is chosen in such a way as to di-

agonalize the Hamiltonian in order 1/v/N. In the
deformed phase, the Hamiltonian H in (8) in terms
of Cf and (a;-;)d to order 1/N inclusive has the form

Hy = e /YN (Hy)ge' SN = (Hy)g
1 . 1 . .
+ \/—N[(Hl)dﬂsd] + ﬁ[[(HI)daZSd]ﬂSd] + ...
1

= Wo + (Hgpp)a + \/—N{[(HRPA)da iSa)

+ (Y + )0} + 5o (e 8584

o+ 2((HE + H)a,iSa) + 2(H5 + HY )a} + ...

(18)

Here, we have considered that, for any operator F
depending on O and O™, Fy is obtained by means
of the substitutions O — Oy and O — O:{ since
F; = e Fe . Of course, we have e = ¢4, For
the product of the diagonalizing operators, we will
hereafter use the notation agbg . ..zq = (ab... z)q4.

The condition that the O(1/+/N) off-diagonal part
of the Hamiltonian in (18) vanishes can be written as

[(Hrpa)a: iSa] = w[C;f Cy,iS,) = —(HS + Héfzd.g)
1

The operator satisfying this equation has the form
iSq = iS4 +iSY,
iy = (aC” + BCTCFCy+7CF) = (he),
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iS = g (CF — )

where the coefficients are
exod

6w
X (cosh 2¢ + 3sinh 2¢p),
€X0d
A== 2w
x (7 cosh 2¢ + 5sinh 2¢p),

(cosh ¢ + sinh @) (20)

(cosh ¢ + sinh ¢)

d
v = _ X0 (cosh ¢ + sinh )
2w
X (7 cosh 2¢ + 5sinh 2 — 4),

= — 2€X0d

(cosh ¢ + sinh ).
Taking into account the condition in (19), we can
recast the Hamiltonian in (18) into the form

Hp =Wy + (Hgpp)d
1 o
n _{[(Hg + H) 4,185 + iS4
IN
+2(Hy + B )a b+

(21)

We have included, in HIQPA, the correction to the
quasiparticle energy due to (13) and, in Wy, the cor-
rections associated with (13) and with the term Wxpa.
It should be emphasized that, along with the diag-
onal terms, the braced expression on the right-hand
side of (21) involves terms whose diagonal matrix
elements are zero and whose contribution is of order
1/N2. Following the same line of reasoning as in the
case considered above, we can subject the Hamil-
tonian to an additional unitary transformation that
will annihilate all off-diagonal operators in the order
1/N and lead to the emergence of extra terms in
higher orders. Since, in the order being considered,
this transformation will introduce no changes in the
Hamiltonian H7, the off-diagonal terms in (21) can
be discarded.

For the commutators in (21), we have
[(HY)4, i8] = 51"60 {6(21 cosh 4y
+ 19sinh 4¢)Cf CF C,Cy + [12(21 cosh 4
+ 19sinh 4¢) — 16(7 cosh 2¢
+5sinh 2¢) + 48]C Cy
+ [(47 cosh 4¢ + 41 sinh 4¢) — (56 cosh 2¢

+ 40sinh 2¢p) + 20]} + off-diagonal,

(H)a.i57) =
+ 5sinh 20)n§C; Cy + (7 cosh 2¢

EZO { (7cosh 2y
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+5sinh 2 — 4)ng}
+ off-diagonal,

[(H3)a,15,"] =
+ 5sinh 2¢)n§C; Cy + (7 cosh 2¢

+5sinh 2 — 4)ng}
+ off-diagonal,

EZO { (7cosh 2y

[(H3)a, iS5 ] = —exo(ng)?

= —ex0 4§ ng + E azpal/p,az/p/azp)d
ipFi'p!

In the calculations, we have employed the following
relations for the deformed phase:

2 1
(cosh 2p + sinh 2p) = s2xo+1) ,
2w
d2
X0 (cosh 2¢ + sinh 2¢p) = 3

Substituting the results obtained for the commuta-
tors in (21), we arrive at the Hamiltonian for the
Lipkin model in the deformed phase to terms of order
1/N inclusive. The result is

HY = WP + E%ng +wiPCro,  (22)

p
+ ptP + - (crereo),

d.
+rir Y azpazfp/ai'p'az‘p)da
ip#i'p’

(n“C*C),

where

w — 2eX0
8X0 2

(23)

dp — _EX0

T IN .
Thus, the Hamiltonian for the Lipkin model in the
deformed phase to terms of order 1/N [see Eq. (22)]

differs from the corresponding Hamiltonian in the
normal phase [see Eq. (15)] not only by the values

2003
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of the coefficients of terms having the same structure
but also by an additional term that is proportional to

74P and which describes the direct interaction be-
tween the diagonalizing quasiparticles.

3. BOSON-FERMION
HOLSTEIN—PRIMAKOFF MAPPING
FOR A THERMAL SYSTEM

The approach outlined in the preceding section
will be generalized here to the case of a heated system
by using the methods of thermo field dynamics [9],
whose formalism is convenient in dealing with various
operator relations.

Within the formalism of thermo field dynamics,
the dynamics of a heated system is determined by
the thermal Hamiltonian H and the wave function
for the thermal vacuum |0(T")), which is the eigen-
vector of H for zero eigenvalue. In order to construct
the thermal Hamiltonian, we first formally double the
number of the degrees of freedom of the system—
that is, we construct the so-called tilde-labeled sys-
tem having the same structure (in other words, the
same Hamiltonian, the same basis vectors, the same
observables, and so on) as the original system. In
the following, all variables and operators associated
with this fictitious system are labeled with a tilde
symbol. By way of example, we indicate that, if, for
the original system, we have H|n) = E,|n), then,
for the tilde-labeled system, we write H|n) = E,|n).
The full Hilbert space of the heated system is con-
structed as the direct product of the relevant spaces
of the original and the tilde-labeled system. Rules
that specify various operations involving ordinary and
tilde-labeled operators are formulated within thermo
field dynamics [9]. The thermal Hamiltonian of the

system is defined as H = H — H, because it is pre-
cisely this operator that executes translations along
the time axis in a heated system. Thus, the excitation
spectrum of the system is obtained by diagonalizing
the Hamiltonian H. The role of the thermal vacuum
|0(T")) consists in the following: the expectation value
calculated over it for any observable coincides with
the statistical expectation value of this variable over
the grand canonical ensemble. It should also be noted
that the calculation of the statistical expectation value
of an observable involves only the relevant operator
defined in the space of original rather than tilde-
labeled variables. The method for constructing the
thermal vacuum will become clear in the course of the
ensuing exposition.

In the present study, we follow the strategies
adopted in [11] and employ, for the original Hamilto-
nian, not thatin Eq. (1) or Eq. (5) but the Hamiltonian
in (8), which was obtained upon the boson—fermion
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Holstein—Primakoff mapping and a subsequent ex-

pansion in powers of 1/\/ﬁ Moreover, we assume,
in introducing temperature, that only ideal fermions,
which are images of original physical particles, are
heated, while bosons remain, on the contrary, cold,
since the role of boson degrees of freedom is auxiliary
(we treat them as extra or additional degrees of
freedom).

In order to construct the wave function for the
thermal vacuum—that is, to heat our system—we
perform the thermal Bogolyubov canonical transfor-
mation

af =z + vibip, (24)

P N 3.

Aip = xzﬁip - yzﬁzpa

where the coefficients x; and y; depend on tempera-
ture and satisfy the condition 27 + y? = 1. After that,
we rewrite the Hamiltonian in (8) in terms of the new

thermal quasiparticles 3; and B:;D We first do this for
the quasiparticle-number operator n®. The result is

n® =n" 4+ D+ N2 + ), (25)

where the thermal-quasiparticle-number operator n
and the operator D are given by

N
n? = (B0 + BiBip) = Y BBy (26)
p=1 P
D= szyz(ﬂ;,@; + /Bipﬂip)
,p
- Z y? (ﬂ;;ﬂip + B;;Bip)'
,p

The operator D satisfies the relation D = D = D.
Taking this relation into account, we have n* — n® =

[nﬁ + D] —[nP + D] = n® — 7P the terms Hy, Hy,
and Hs of the Hamiltonian in (8) then assume the
form

Ho = £ <_§ + d2 — 2X02’d2 + 2X0d4) s
Hy =ed (1 —2x0z + 4x0d?) [B + B1],

(27)

1
Hy=c¢ <§ - 2X0d2> [n? + D] + (1 + Txod?

~ x02)B*B - %(2 — 5d2)[BY Bt + BB
+ %(3(12 —2),

where z = 1 — (y3 + y3).

In the thermal system, the boson-field shift d de-
pends on T'. Its value can be found, along with the
values of the coefficients x; and y; in the thermal
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Bogolyubov transformation, by minimizing the free
energy F' of the system,

F = (0(T)[H|0(T)) = TS — u{0(T)|N|0(T)),
where S is the entropy of ideal quasiparticles,

S=-N>_ [y () + 27 In(2})] ,
i=1,2

and N is the particle-number operator. The expecta-
tion values of Hy and N are calculated for the state
|0(T)), which is defined as the vacuum with respect
to thermal quasiparticles and the boson B. The form
of the thermal vacuum is

Z/z(T) atat
xz(T) pp

(1)) = exp [Z

+d(BF + Bf) |10)al0)al0)510) 5,

where a|0), = B|0)p = 0 and d|0), = B|0)p = 0.

The mean energy (0(7")|H|0(T")) is obtained by
replacing, in (6), the boson operators by the operator d
and the operator n® by N(y? + y3). The chemical
potential p is equal to zero because of the symmetry
of the system. For T" # 0, the temperature-dependent
quantity xoz plays the role of the effective coupling
constant. Depending on it, the minimum value of F'is
reached at different values of d,

2 _ {0, X0z < 1/2 (n.p.)
(2x02 — 1)/4x0, x02 >1/2 (d.p.).
Simultaneously, we have yf = n;, where n; are the
thermal Fermi—Dirac occupation numbers,
1
T 1+ exp(E/T)

with E being the energy of the thermal quasiparticle
Bplo(T)),

(28)

n; = n(T) (29)

E_{z-:/Q (n.p.)
exoz (d.p.).

[t follows from (30) that, in the normal phase, the
quasiparticle energy is independent of temperature.
The phase-transition temperature 7t is determined by
the condition xpz = 1/2. We then have

2 1771
Tc_f[ln Xo+ } .
2X0—1

2
We now rewrite the thermal Hamiltonian H; = H; —
Hj in terms of thermal quasiparticles, whereupon we

(30)

(31)
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can diagonalize it in the same way as at 7" = 0—that
is, in two steps. Since [n” + D] — [nf + D] = n® —
nP?, the fermion part is already diagonal. The boson

terms H, and Hy can be diagonalized individually
because ordinary boson operators are not mixed with
tilde-labeled boson operators. We further introduce

the RPA phonons C and C as
Bt =uCt +0C, BT =uCt +0C.

Requiring that H, and Hs be diagonal in the phonon
operators and tilde-labeled phonon operators, respec-
tively, we obtain the amplitudes u and v in the form

u? _ cosh? ¢ (32)
v? sinh? ¢
_ L [e 4 Txod = x02) ’
2 w
e g2
sinh 2¢ = 7€XO(Z bd ),
w
and the RPA-phonon energy in the form
w=¢ [(1 + 7><0d2 — on)2 — X(Q)(z — 5d2)2]1/2
(33)

_)ev1—2x0z (n.p.)
e\/4x2z2 —1 (d.p.).

Thus, the term Hy — I:IQ in the thermal Hamiltonian
now reduces to

Ho = Hppa — f{RpA = E[n’g + D] +wCtC
—te.=EY BB, +wCTC —tc,

P
where t.c. stands for the tilde-conjugate counterpart
of the expression written explicitly.

Thus, we see that, in the leading order, our heated
system of fermions reduces to the system formed by
noninteracting thermal quasiparticles in the Hartree
approximation and a phonon whose energy depends
on T and obeys the thermal RPA equation. The latter
circumstance seems nontrivial since we heated only
quasiparticles while keeping phonons as if cold (the
corresponding thermal Bogolyubov transformation
was not performed). This result was obtained earlier
in[11] by using a different version of the Hamiltonian
for the Lipkin model.

In order to diagonalize the terms Hs and Hy, we

also express them in terms of the operators C and C.
Upon arranging the operators in the normal order, we
have

Hy = HY + HY —tc, (34)
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My = H + HY + %(cosh 20 + sinth 20)n” — t.c.,

where H§(4) and H§{4) is obtained from (12) and (13)

upon the substitution of the operator [n” 4+ D] for the
operator n®. After that, the Hamiltonian H; takes the
form

H; = Hppy + N~V2(HS + HY)
+ NYH + HY) —te.

(39)

In HI,QPA’ we have taken into account, as was done in
the case of T' = 0, the renormalization of the quasi-
particle energy by virtue of (34).

In the normal phase, the term H3 vanishes. Dis-
carding the off-diagonal terms in H? and HZf—these
terms contribute only in the second order of per-
turbation theory—and using relation (14), which is
valid for T # 0 as well, we therefore obtain the ther-
mal Hamiltonian for the Lipkin model in the normal
phase; that is,

HyP = E™Pnf 4w POt (36)

n.p
+ ("0 + ppPRf)CrC + %C*(ﬁ(](] —te.

The coefficients in (36) are given by

£ X0
E n.p — |:1 _:|
2 + Nwl’

32 2
EXO[s 5+1}’

EXo [352 }

Formally, the expressions for E™P w"P and 8™P have
the same form as at 7' = 0. However, they are now
dependent on temperature since the RPA-phonon en-
ergy w is temperature-dependent. Thus, corrections
of order 1/N lead to the emergence of the temper-
ature dependence of the quasiparticle energy in the
normal phase. For T" # 0, the Hamiltonian addition-
ally develops a term that is proportional to uo and
which describes the interaction between tilde-labeled
thermal fermions and the phonon. If T"— 0, then
uo — 0, in which case expressions (16) are restored.
The following circumstance is of interest: although
X0z — 0for T'— oo, neither corrections of order 1/N
to the quasiparticle energies and to the phonon energy
nor anharmonic corrections vanish in this limit. Since
w — eforT — oo, then

€ X0
NP < (1 _) ’
Uty

X0
n.p 1 _) — 2En.p'
w 't — 5( + N

(38)
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For the quantities E™P and w"P, this result can be
understood on the basis of an alternative form of the
original Hamiltonian of the model in (5): the term
VJ./2 merely leads to a renormalization of the bare
energies of the mean-field levels, and relations (38)
reflect this fact.

Further, we will diagonalize the thermal Hamilto-
nian H; in the deformed phase. We will seek the gen-
erator of the corresponding unitary transformation in
the form

159 = 154 + igd,
where the operators Sy and S,; must satisfy the con-
dition

[(Hl)d,igd] _ [(ﬁl)d,sd} —0. (39

The condition under which the off-diagonal terms
in the thermal Hamiltonian vanish in the order
1/v/N—it s similar to that in (19)—can be written in
the form

|Hgpn iS5+ Sy | = w [CF Cyoihy + i |
= —(H§ + H3'),

AT T D Py

l:HRpA,ZSd-l-ZSd } =w [C’d Cy, 155 + 15, ]

P

= —(HY + HY).
Taking into account the relations [Cy,Cy] = 0 and

[(n” 4+ D)4, (n® + D) ] = 0, we can easily obtain the
expression for Sy; that is,

iSy=1i8Y + iS4,
i84 = (aC}® + BCICFCy+1CF) - (),

iS = Xin? + Dla (CF — i)

where the coefficients «, 3, v, and X are given by (20).
These coefficients are now dependent on T, since d
and w, as well as cosh ¢ and sinh ¢, depend on T'.

In terms of the “digonalizing” quasiparticles and a
phonon, the expression for the thermal Hamiltonian
in the deformed phase to terms of order 1/N has the
form

1 . .
H1 = (Hgpa)a + W{ [(H:g + Hy')a,i85 + Sy
(40)

+2(HS + H}ff)d} —te.
In just the same way as at T = 0, the braced expres-
sion in (40) involves operators whose diagonal matrix

elements are equal to zero and whose contribution
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Fig. 1. Quasiparticle energy as a function of temperature
T at xo = 1.0 and N = 20: (solid curve) result of the
calculation in the order 1/N and (dotted curve) result in
the thermal Hartree approximation (leading order of the
expansion, ~N?),

does not vanish only in the order 1/N2. Following the
same line of reasoning as before, we therefore find that
the Hamiltonian of the Lipkin model in the deformed
phase can be reduced to the form

H?.P. _ Ed.pn,g +wd.pcjcd
d.p
d. dp~ 0
+ (Pl + pyPa e oy + — (croreey

d.
+7— p Z (ﬁz—;ﬁ;’,—p, ’i’p/ ,Lp)d_t.C.,

ip#i'p’
where
exo |4exoz
B = -2 -2 41
EX02 5N [ » +z] , (41)
2e 3¢2  2evpz
dp _ X0 X0
wp—w—T[F— w +2:|7
2.2 2.2
d. 2e7Xp% dp  2e°xéz
:U’lp:_ 7\7; (1+Z)7 HQp: /\/(,5) (Z_l)a
2
plp _ _2eXo0 357, g _EX0Z
N | w? 2N

For the sake of illustration, we have calculated
the temperature dependence of the quasiparticle and
phonon energies in the Lipkin model at the following
parameter values: the number of particles is NV = 20
and the effective coupling constant at zero temper-
ature is xo = 1.0 (in € units). The results are given
in Figs. 1 and 2, respectively. At the value chosen
for xo, the cold system is in the deformed phase.
We note that the value calculated for w®P- with al-
lowance for corrections is in much better agreement
at T =0 with the exact result from [18] than the
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w/e

2.0

1.5

1.0

0.5

T/e

Fig. 2. Phonon energy as a function of temperature T" at
xo = 1.0 and N = 20: (solid curve) result of the calcu-
lation in the order 1/N and (dotted curve) result in the
thermal RPA approximation (leading order of the expan-
sion, ~N?). The arrow indicates the exact value of the
collective-excitation energy at T' = 0.

RPA result (see Fig. 2). With increasing T', the in-
teraction becomes effectively weaker, and the system
goes over to the normal phase at xpz ~ 0.5. Since
the RPA phonon, whose energy w vanishes at the
phase-transition point, was chosen for a basis state
and since corrections depend on inverse powers of w,
perturbation theory becomes invalid in the vicinity of
the phase transition, the quantities w(7") and E(T)
undergoing discontinuity. In the region T > T, w(T)
and E(T) tend to their limiting values in (38) for
T — o0, these values differing from the asymptotic
values of the quasiparticle and phonon energies as
calculated in the leading order in N—that is, in the
Hartree approximation and in the RPA, respectively.

4. CONCLUSION

We have considered the problem of constructing
boson expansions that are consistent with the ob-
vious requirements of statistics at nonzero temper-
atures. The behavior of a heated system of fermions
(Lipkin model) has been investigated with the aid
of the thermal boson—fermion Holstein—Primakoff
expansion constructed within thermo field dynamics.
Although the thermalization of the system was per-
formed after mapping, its thermal behavior is deter-
mined by Fermi—Dirac statistics owing to the preser-
vation of fermion degrees of freedom. At the same
time, the application of a purely boson expansion ei-
ther leads to contradictions [5] or requires performing
mapping upon the thermalization of the system [5, 6],
in which case the problem becomes more involved.

On constructing the boson—fermion expansion of
the Hamiltonian of the Lipkin model in the parameter
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1/v/N, we have diagonalized the thermal Hamilto-
nian in the order 1/N and calculated the tempera-
ture dependence of the quasiparticle and collective-
excitation energies.
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Abstract—The impact of long-range spin—spin correlations on the structure of a flat portion in single-
particle spectra £(p), which emerges beyond the point where the Landau state loses its stability, is studied.
We supplement the well-known Nozieres model of a Fermi system with limited scalar long-range forces by
a similar long-range spin-dependent term and calculate the spectra versus its strength g. It is found that
Nozieres’ results hold as long as g > 0. However, with g changing its sign, the spontaneous magnetization
is shown to arise at any nonzero g. The increase in the strength |g| is demonstrated to result in shrinkage
of the domain in momentum space, occupied by the flat portion of £(p), and, eventually, in its vanishing.
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The investigation of flattening of single-particle
(sp) spectra of Fermi liquids dates back to [1], where
long-range correlations, enhanced in the vicinity of
an impending ferromagnetic phase transition, were
shown to result in the divergence of the effective mass
M* at the transition point. Later, in [2], an idea of the
so-called fermion condensation, i.e., a rearrangement
of the Landau state, occurring beyond a critical point
in strongly correlated Fermi systems with long-range
effective interactions, was suggested. A striking fea-
ture of this rearrangement is “swelling” of the Fermi
surface (FS), i.e., the occurrence of a completely flat
portion {(p) = 0, called the fermion condensate (FC),
in the spectrum &(p) measured from the FS.

To gain insight into the problem of fermion con-
densation, let us turn to the Dyson equation, rewriting
it in the form

&p) =&+ 2(p.<(p)) (1)

appropriate for finding the FC solutions £(p) = 0.
The sp mass operator 3 is usually determined by the
formula

5( 5)—/W( e o1 e )Glpr.e) AP (9
b, - P,&,P1,€1 P1,¢1 (27T)4i’

where W is an effective interaction between particles
and G is the sp Green’s function. It is worth noting

*This article was submitted by the authors in English.
DRussian Research Centre Kurchatov Institute, pl. Kurchato-
va 1, Moscow, 123182 Russia
DGroupe de Physique Théorique, Institut de Physique
Nucléaire Orsay, France; e-mail: schuck@ipno.in2p3.ir
“e-mail: vak@wuphys . wustl.edu
" e-mail: zverevembslab.kiae.ru

that the imaginary part of X(p, ) vanishes at ¢ = 0.
Therefore, in searching for the FC solutions, only the
real part of ¥ is relevant.

For a long time, it was reckoned that, in ho-
mogeneous Fermi systems, there exists a one-to-
one correspondence between the momentum p and
the sp energy &, at least, close to the FS; i.e., the
derivative (d¢/dp)r is always positive, a postulate
that is virtually being a cornerstone of the Landau
theory of Fermi liquid [3]. However, in systems with
long-range forces, it might be incorrect. Compelling
evidence for that is provided by a phenomenological
model suggested by Noziéres [4], where W is taken
as a constant in the coordinate space. Thus, in this
model, Eq. (1) takes the form

£ —& = fn(6), (3)

where f is an effective coupling constant, the value
of which is taken to be positive, while n(§) is the
Landau quasiparticle momentum distribution, being
0 at positive ¢ and 1 at negative £. This equation
is easily solved, but we concentrate on its graphical
solution (see Fig. 1). Let us draw both the right-hand
side and the left-hand side of Eq. (3) as functions
of ¢, taking p as an input parameter. The left-hand
side of (3), depicted at different p, provides a set of
parallel straight lines, while the right-hand side forms
a kink, the vertical segment of which is located at
& =0, no matter what the input is. Crossing points
yield the sp spectrum £(p). If they lie on any of the
two horizontal pieces of the kink, £(p) does coin-
cide with the sp spectrum of ideal Fermi gas. An
unconventional situation occurs when straight lines
cross the steep section of the kink. In this case, the
intersection point remains 0 in a finite momentum
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Fig. 1. Graphical illustration of the solution to Eq. (3).

interval [p;, ps]. This plateau £(p) = 0, lying exactly
at the FS, does form the fermion condensate. Since
&(p) =0 in the finite volume of momentum space,
the density of states p(e) acquires a singular term
p(e) ~ d(g). Another salient feature of the fermion
condensation phenomenon is that, in the FC domain,
the quasiparticle momentum distribution ng(p) differs
from the Landau one. Indeed, upon setting £ = 0 in
Eq. (3), one finds

no(p) = —fg/f,

in contrast to the conventional step function ng(p) =
0(pr — p). Thus, the FS does swell, whereas the basic
assertion of Landau theory fails.

pi <p <pf, (4)

In dealing with the FC problem, attention is usu-
ally paid to the spin-independent part of the effective
interaction W (see, e.g., [2, 4—8]). Here, we inves-
tigate effects associated with long-range spin—spin
components of W, which involve the spin-up quasi-
particle distribution n4(p) and the spin-down one
n_(p). Itis instructive to start such an analysis with a
generalization of the Nozieres model [4], supplement-
ing it by long-range spin—spin terms. As a result, one
obtains two equations,

Ep) =+ 5f ) T () ()

+ 50(n4 () —n- ()
£ (0) =€+ 37 (p) +n-(p))
~ 59(n-(0) —n_(p))

with a new constant g specifying the long-range
spin—spin component of the model effective interac-
tion W. It is worth noting that, in the case of spin fluc-
tuations with nonzero critical momentum g¢. < pr,
presumably relevant to two-dimensional liquid *He,
the constants in Eq. (5) are related to each other:

g=—I/3
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Fig. 2. Graphical illustration of the dynamics of solutions
of the set (6) with increasing &) in the case of |g| < f.

In conventional Fermi liquids, the spontaneous
spin S arises only if strength of the spin—spin interac-
tion obeys the Pomeranchuk condition |G|p(0) > 1,
where p(0) = prM* /72 is the density of states at the
FS in the Landau theory. In the case at issue, the
density of states is infinite, so that one can expect
the emergence of spontaneous magnetization at any
g <0.

To facilitate the solution of the problem, we recast
the system (5) into the form

2
f+—(1—%)53+%5_+(b—%>n_, (6)

2
5=(1—%)53+%£++(b—%>n+,

where a = (f + g)/2 and b= (f — g)/2. Let us now
draw the plot &1 (£-), proceeding from the first of
Egs. (6) and treating p as an input parameter. At
&_ > 0 the function £, (£_) is given by the straight
line &4 = (1 —a/b)&) + a&_ /b, while at - < 0 this
straight line is slightly shifted: £ = (1 —a/b)&) +
(b% — a?)/b + a&_/b. The drawing of its counterpart
&_ from the second of Egs. (6) yields another cou-
ple of straight lines: £ = (1 —a/b)&p +a&y /b at
&> 0and & = (1—a/b)&d — (b* —a?)/b+a&_ /b
at £, < 0. As we shall see, both of these curves cross
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O 1 T 1 | 1 T
09 1.0 1.1
PIpr

Fig. 8. Single-particle spectra ££(p) in units of €% =
pi/2M (a), occupation numbers n (p) (b), and spon-
taneous spin s(p) = n—(p) — n4(p) (¢), calculated for
f=0.3, g =—0.1in units of 2.

Ei(P)
S S
0 -
—0.1} @
(b)
()
0 1 I 1 I

f I
09 1.0 1.1
plpr

Fig. 4. The same as in Fig. 3 for f = 0.3, g = —0.01.

each other either at one or at three points, providing
several solutions for the spectra {1 (p).

Some elucidation of the procedure is ensured by
Fig. 2, where the evolution of solutions of the set (6)
versus the input parameter fg is shown. The solid

line corresponds to the dependence &, (£_), given by
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Fig. 5. The same as in Fig. 3 for f = 0.1, g = —0.033.
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f=03 . (@
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-0.2F =

n(p)
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09 1.0 1.1
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Fig. 6. The same as in Fig. 3for f = 0.3, g = —0.3.

the first equation of the set (6), while the dashed
line shows the same dependence resulting from the
second equation of the set. The intersection points
are indicated by letters. Five panels of Fig. 2 show
five different cases referring to different fg. In the first
case (Fig. 2a), two zigzag lines have one intersection
point A, corresponding to the single solution where
both &4 (p) and £_(p) are negative. With increasing
fg, the intersection point moves to the origin. At a
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Fig. 7. The same as in Fig. 3for f = 0.1, g = —0.1.
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Fig. 8. The same as in Fig. 2 for the case of |g| > f.

certain value of this variable, depending only on the
parameter f, bifurcation emerges, and there appear
three intersection points (By, By, and B] in Fig. 2b).
One of them, By, lies at the origin, while the other
two, By and Bj, lie on the &, and £_ axes, respec-
tively. A similar situation occurs in Figs. 2¢ and 2d.

(©)

0 1 I 1 I 1 I
0.9 1.0 1.1

PIpE

Fig. 9. The same as in Fig. 3 for f = 0.1, g = —0.15.
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03rg=—045 _-- I
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ny(p)
1

(b)

It ©)

0 1 I 1 I 1
0.9 1.0 1.1
plpe

Fig. 10. The same as in Fig. 3 for f = 0.3, g = —0.45.

The intersection at the origin persists, while the other
two crossing points lie inside the quadrants in Fig. 2¢
(C1 and C7) and on the & and & axes in Fig. 2d
(D1 and D). The last figure (Fig. 2e) shows the fifth
case with one intersection point at positive values of
& and E_.

The chain A—By—Cy—Dy—E is associated with
the solution (denoted as ®) for which the sp spec-
tra coincide: &4 (p) = £_(p) = 0 within the interval
[pi,ps], the length of which is determined by the pa-
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Fig. 11. The same as in Fig. 3 for f = 0.1, g = —0.45.
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Fig. 12. Graphical illustration of the dynamics of so-
lutions of the set (9) with increasing 53 in the case of
lgl < f.BH <|g|/2.

rameter f only, as if there was no spin—spin interac-
tion at all. The analysis shows that, as long as the
constant g remains positive, it is the solution ®( that
has the lowest energy compared with the others.

As for solutions related to the chains
A—Bl—Cl—Dl—E and A—Bi—Ci—Dﬂ—E (q)l and
@, respectively), the situation is different. The solu-
tion @1, corresponding to the first chain, is shown in
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Fig. 13. The same as in Fig. 12 for the case of
BH > |g|/2.

Ei(p)f=03 (@)
02F¢=—01 tal
- BH=004 - S

0

0 1 1 1 I 1 I
0.9 1.0 1.1
plpr

Fig. 14. The same as in Fig. 3 for f =0.3, g = —0.1,
BH = 0.04.

Fig. 3. We see that the FC region, the boundaries of
which were insensitive to g at any g > 0, is destroyed:
the spectra &y (p) and &_(p) repel each other. As
the momentum p moves from the lower point, where
these spectra simultaneously attain the FS, only the
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Fig. 15. The same as in Fig. 3 for f =0.3, g = —0.1,
BH =0.1.

FC plateau at the spectrum &, (p) survives, with the
energy splitting between the spectra £, (p) and £ (p)
growing linearly with the p increase. Attaining the
maximum at the point where the plateau at &£, (p)
vanishes, this splitting ceases to increase and remains
constant until the point where a new FC plateau
emerges at the spectrum &_(p), and, finally, both
spectra once again merge at the point where the FC
disappears forever.

The second chain refers to the solution @/, sym-
metric to the previous one, with replacement of +
by F, and, thus, corresponds to the opposite sign
of the projection of spontaneous spin S on the fixed
axis. Since both directions are equivalent, the two
solutions with nonzero S have equal energies. It can
be verified that, at any g < 0, these solutions provide
the minimum of the ground-state energy, while the
solution ®g with § = 0 gives the maximum. Indeed,
calculations yield the gain in energy of the solutions
®; and @/, as compared with the energy of the Lan-
dau state E1/E| — 1 ~ —0.027, while, for the solution
), one obtains Ey/E; — 1 ~ —0.019.

Thus, the reason for these alterations of the FC is
the occurrence of the spontaneous spin

S=> s(p)=> (n-(p) —ns@p) (7)

p

arising at any g < 0. For illustration, the spin density
s(p) is drawn in Fig. 3c. We infer that the spin density
s(p) differs from O only in the region [p;, pf]. There-
fore, the total spin S depends primarily on the value
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of parameter f. For the parameters f and g given in
Fig. 3, one obtains S/p ~ 0.299.

For comparison, the results for the other two
sets of parameters, f = 0.3, g = —0.01 and f = 0.1,
g = —0.033, are drawn in Figs. 4 and 5, respectively.
The striking feature of these results is that, for the
given value f = 0.3, the magnitude of the sponta-
neous spin S for g = —0.01, S/p ~ 0.232, is of the
same order as in the case of ¢ = —0.1. The energy
gain of the solution with the spontaneous spin, corre-
sponding to f and g for Fig. 4, E1/E; — 1 ~ —0.019.
Figure 5 shows that multiplication of both parameters
f and g by the factor 1/3 results in the scaling of the
spectra, occupation numbers, and spontaneous spin
by the same factor.

The situation drastically changes if the magnitude
of the spin—spin force becomes comparable to that
of the scalar one. This is seen in Figs. 6 and 7,
showing the results obtained for the sets f =10.3,
g=—03and f =0.1, g = —0.1, respectively. We see
that the FC practically disappears, while the Landau
state reappears. Now, the occupation numbers n (p)
and n_(p) have the Migdal jump from 0 to | at the
points p; and py, respectively, and the spontaneous
spin attains the maximum value, which is equal to the
phase volume of the spherical layer between p; and
pr (S/p~0.448 and S/p ~ 0.149 for the parameters
of Figs. 6 and 7, respectively). Figure 8 illustrates
the evolution of solutions for the set (6) versus fg
in the case when the absolute value of the spin—
spin constant g is larger than the scalar one f. In
this case, the set (6) has five solutions: ®q, corre-
sponding to the chain A—By—Cy—Dy—F; ®; and &/,
corresponding to the chains A—B1—Cy—D;—F and
A—B|—Cy—D’—FE, respectively; and a new couple of
solutions, ®5 and @), corresponding to the chains
A—By—Cy—Ds—FE and A—B,—C}—D,—FE. The cal-
culation of the energies yields the solutions ®5 and
@, equal in energy, beating ®, 1, and ®/. The solu-
tion ®9 is drawn in Figs. 9, 10, and 11 for three sets of
parameters: f = 0.1, g = —0.15; f = 0.3, g = —0.45;
and f =0.1, g = —0.45, respectively. These figures
show that, in this case, the spontaneous spin is de-
fined only by the parameter g, and the parameter f
defines the magnitudes of the jumps in the spectra
&4+ (p) and £—(p). It is worth noting that, while the flat
portions of the spectra, corresponding to FC, disap-
pear and the Landau state is recovered, the phantom
of the FC manifests itself in the emergence of the
spontaneous spin.

The above analysis can be generalized to the case
of an external magnetic field. In this case, the equa-
tions for the sp spectra read

) =+ D) ) (8)
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+ 5904 (p) =0 (9) + BH,
£ () = €0+ 5 (14 (p) + 1 (9))

— 59l (p) = n_(p) — B,

where H is the effective magnetic field acting on the
fermion spin and 3 is the magnetic moment of the
fermion. Upon rewriting Egs. (8) to a form convenient
for graphical analysis, we obtain

§+:<1—%>§g+%§+<b—%2>n (9)
+(1+2) 6,

(Do (-2
—(l—l—%)ﬁH.

Solutions to Egs. (9) are represented by broken
lines with the same slopes and jumps as in the case
of zero magnetic field but shifted by the value (1 +
a/b)BH along the &, and £_ axes. For |g| < f, two
cases can be distinguished. In the case where SH <
l9|/2 (BH is in units of £%), drawn in Fig. 12, two
segments, vertical and horizontal, lying on the axes,
intersect each other and the situation with three in-
tersection points, discussed above, holds. In the case
where SH > |g|/2, the single intersection point of the
two lines remains at any & (see Fig. 13). The sp
spectra and occupation numbers are shown in Fig. 14
for f =0.3, g =—0.1, and H = 0.04 and in Fig. 15
for the same values of f and g but at 6H = 0.1. In
both cases, the magnetic field promotes splitting of
the sp spectra £ (p) and £_(p) but does not influence
their flat parts.
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In conclusion, in the Nozieres-like model of a
Fermi system with scalar and spin-dependent long-
range forces, it is shown that the fermion condensa-
tion, occurring in the vicinity of a phase transition, re-
sults in the emergence of weak magnetization which
precedes the ferromagnetic transition.
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Abstract—The Lipkin—Nogami method, which makes it possible to take more accurately into account the
law of particle-number conservation, is incorporated in the extended scheme of the random-phase approx-
imation. The effect of ground-state correlations on the transition charge density of the lowest quadrupole
state is investigated for the example of the %8 Zn nucleus. © 2003 MAIK “Nauka/Interperiodica”.

1. INTRODUCTION

Various properties of vibrational nuclear states
were successfully described in the random-phase
approximation (RPA), which takes partly into ac-
count ground-state correlations. The RPA is the
simplest example of boson expansions introduced in
the theory of the nucleus in the studies of Belyaev
and Zelevisnsky [1] and of Marumori, Yamamura,
and Tokunaga [2]. It is well known that the RPA
violates the Pauli exclusion principle. Since the first
attempt at improving the RPA [3], much attention of
researchers has been given to this problem [4—16].
In general, the effective nuclear Hamiltonian must
include forces in the particle—particle channel for a
nonzero angular momentum [17]. A generalization of
the extended RPA (ERPA) with allowance for forces
in the particle—particle channel was performed in[18].
[t is worth mentioning studies that demonstrate
the importance of taking into account ground-state
correlations beyond the RPA for the charge-exchange
branch of excitations [19, 20] treated with allowance
for interaction in the particle—particle channel and
for nuclei at finite temperatures [21]. An overview
of various ERPA versions and their generalizations
aimed at taking into account the coupling of one-
phonon configurations with more complex ones is
given in [22].

In all of the aforementioned studies employing
ERPA, monopole pairing [23, 24] was considered in
the Bardeen—Cooper—Schrieffer (BCS) approxima-
tion, where the law of particle-number conservation
is satisfied only on average. The ERPA analysis of the
properties of vibrational states in [22] revealed that, by
treating ground-state correlations more consistently
than in the RPA, one can improve, for example, the

Dinstitute for Nuclear Research and Nuclear Energy, Blvd.
Tsarigradsko chaussee 72, BG-1784 Sofia, Bulgaria.

e-mail: voronov@thsunl. jinr.ru

description of transition charge densities of vibra-
tional states within the internal region of spherical
nuclei. Nevertheless, disagreement between theoret-
ical results and experimental data remains in some
cases, and this may be due, in particular, to the vi-
olation of the law of particle-number conservation.

In the present article, we propose improving the
description of pairing by combining the ERPA with
the well-known Lipkin—Nogami method [25], which
is rather simply realized in practice.

2. BASIC EQUATIONS

Since the inclusion of multipole forces in the
particle—particle channel has but a slight effect
on ground-state correlations [18], we restrict our
consideration to the particle—hole channel. We use
the Hamiltonian of the quasiparticle—phonon model
(QPM) [26]. It includes terms that describe a mean
nuclear field in terms of the Woods—Saxon potential,
interactions that lead to isoscalar monopole pairing,
and the sum of isoscalar and isovector separable
multipole—multipole interactions in the particle—
hole channel that involve the Bohr—Mottelson radial
dependence [27]; that is,

oy { B - A (D)

im
1

= 1G9 (B (1) Ro(7))

: —% Z (F&((])\) + O'Iig)\))
Apo==%1

X (M;L(T)M)\H(O'T)) : }

Here, 7 is the isotopic index, 7 = {n, p}, where n (p)
is a neutron (proton), with the substitution 7 < —7
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being equivalent to the interchange p < n; E; are
the energies of single-particle states described by the
quantum numbers jm (where j stands for the set of
the quantum numbers nlj); A1, are the chemical po-
tentials determined from the condition requiring that
the number of neutrons and protons be conserved on
average (isovector monopole pairing is disregarded);

G&O) are the strengths of monopole pairing;

jm

(’\) and mg ) are the isoscalar and isovector strengths

of multipole interaction; and
L
V2A+1

. A
{(gmj" — m’l/\mf}j,)ajmajfm/,

M, (7) =

J+m

XZ
]m

where f](;\,) is the single-particle matrix element of

multipole interaction. The ensuing analysis is per-
formed in the representation of quasiparticles defined
by means of the canonical Bogolyubov transforma-
tion
a;rm = uja;rm + (_1)j_mvjaj—m'
The Hamiltonian in (1) can be expressed in terms
of two-quasiparticle operators as [26]

B(‘]j/’ )\H) - Z (_1)j/+m/ <jmjlm/|)‘ﬂ>a;_maj’—m’p
mm//
AT (5 M) = Z(jmj m |)\u>ajmaj,m

mm/

Let us make a linear transformation to go over
from the operators A™(j5; A\p) and A(jj’; Au) to the
phonon creation and annihilation operators:

Qfi = Z{%W/fﬁ (4"; M) (2)

— (-1 %J/A(JJ A—p)}

We now assume that the phonon vacuum |0)
(@x,i|0) = 0) is the ground state of an even—even

nucleus, so that excited states have the form ij\m.

Taking into account the orthogonality condition
for different excited states and their normalization
((0l[@xui» @Y, #110) = i), we obtain

Vi
_Z Gy { Ji’ wJ'JZ" -

Ao A
SDj;’ng;’] = Ot
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Transition charge density of the 27 state in the %®Zn
nucleus: (solid curve) results of the ERPA calculation by
the Lipkin—Nogami method, [short (long) dashes] results
of the ERPA (RPA) calculation, and (dotted curve) re-
sults of the calculation by the Lipkin—Nogami method in
the RPA. The shaded area represents experimental data
from [28].

where ¢j;; = q; +¢;1, ¢; = (2§ +1)~/2(0| B(5; 00)|0)
being the quasiparticle distribution in the ground
state. In the ERPA [22], the pairing part of the
Hamiltonian can be diagonalized with the aid of the
variational principle, where the quasiparticle vacuum
is replaced by the phonon vacuum. As a result, the
quasiparticle energies e; = \/A2 + (E; — A7)? and
the coefficients u; and v; have the same form as in
the BCS approximation, while the new quantities

1 . ,

S G Y7 (1 - 24)(2) + Dy
and for the chemical potential A1 can be found from
modified BCS equations (see [22]).

In the conventional Lipkin—Nogami method, the
equations for the gap and the chemical potential are
derived from the variational principle involving BCS
trial functions,

§(BCS|H — Mo, N%BCS) = 0, (3)

for pairing gap A, =

where N is the particle-number operator given by

= Z a;'majm. (4)
jm
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Replacing the BCS vacuum by the phonon vac-
uum and performing the same transformations as
in [25], one can derive a set of nonlinear equations
for determining the properties of quasiparticles and
phonons; that is,

S [(5) 4 1) X2

QH(()A)H(IA)X:\iXiZ;. =1,

()

e 21— ;)
* _g B (];jj’);iw?\i o ®
S - gl — (@) —2=0. (7)

11’

4o _Zj 7 ] ( 2%)2

MISHEV et al.

I« 22+1 ;
G=52 57— Gn@h)?  (8)

2(5]1- — )\qu)ujvj = AT(uz — U?), (9)

J
et = Ej — (4ha; — GO)2,

)\qu = )‘17' + 2)\27—(71(] + 1)7

Zw

1—2q] +Z7T qj,
J

( - 2q;) — 22; ]2 ;1 34(1_2%)

o

Zﬂ qj—l—v

where €55 = E&j + €5, &5 = \/Ag + (5} _ )\1(17')2y
" NOIEST

Ujiin = UjVj +vjuy, and m; =

For Ao = 0, we arrive at the well-known set of
ERPA equations, while, for ¢; = 0, we have the RPA
and BCS equations.

(0| N7 |0) = —2¢;)] = n-, (11)

3. RESULTS OF THE CALCULATIONS

By way of example, we have calculated the transi-
tion charge density for 2] state in the %Zn nucleus.
The results of the calculations performed for this state
in [16] exhibited significant deviations from experi-
mental data. In the present calculation, we use the
parameters of the quasiparticle—phonon Hamiltonian
from [16].

The energies and the occupation numbers cal-
culated for proton states in the BCS approximation
and by the Lipkin—Nogami method are quoted in the
table. Also given there are single-particle energies for
the Woods—Saxon potential. In the BCS approxima-
tion, we obtained the value of A\j, = —15.2482 MeV
for the chemical potential and the value of A, =
0.99011 MeV for the gap. Within the Lipkin—Nogami
method, we arrived at A\, = —15.02671 MeV and
Agp = 0.26321 MeV for the same value of gap. As
can be seen from the table, the largest changes in
the single-particle energies and occupation numbers
with respect to their counterparts in the BCS ap-
proximation are observed for levels far off the Fermi
surface. This is manifested in the structure of the
2] state as well, for which the energies and the re-
duced probabilities of E2 transitions evaluated by the
Lipkin—Nogami method are virtually coincident with

PHYSICS OF ATOMIC NUCLEI

(> w53 ](1—2%)) — 2% mrudui(1 — 2¢g5) ’

(10)

those calculated in the BCS approximation. This is so
both in the RPA and in the ERPA.

For the 2] state in the %Zn nucleus, the results
of our calculations for the transition charge density
are shown in the figure along with experimental data
from [28]. It can be seen that, owing to a more correct
treatment of the Pauli exclusion principle (see [22]),
the inclusion of correlations within the ERPA leads to
an approximately 20% suppression of the amplitude
of the internal peak of the transition charge density
in relation to that in the RPA. These results undergo
virtually no changes upon taking more accurately into
account the law of particle-number conservation by
means of the Lipkin—Nogami method. As was shown
in [22], the inclusion of two-phonon configurations
leads to an additional 10% suppression of the internal
peak, but there still remains a noticeable deviation
from experimental data.

4. CONCLUSION

In order to take more accurately into account the
law of particle-number conservation, the Lipkin—
Nogami method is incorporated in the ERPA scheme.
For the example of the %Zn nucleus, we have studied
the effect of ground-state correlations on the tran-
sition charge density of the lowest quadrupole state.
It has been shown that the law of particle-number
conservation has but a slight effect on the properties
of vibrational states. It seems that, in order to obtain
an eventual solution to the problem of describing
transition densities in the internal region of nuclei,
it is necessary to introduce, in the ERPA, more

realistic effective nuclear forces and self-consistent
approaches [29, 30].
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Single-quasiparticle energies and occupation numbers evaluated by means of the BCS approximation and the Lipkin—

Nogami method

State E;, MeV BCS method Lipkin—Nogami method
€5, MeV v U €5, MeV or U
1s1/2 —42.7234 26.6626 0.9998 0.0186 27.4571 0.9998 0.0180
1p3 /2 —35.6506 19.59676 0.9997 0.0253 20.3904 0.9997 0.0243
1p1y2 —34.2727 18.2208 0.9996 0.0272 19.0143 0.9997 0.0260
1ds /2 —27.7093 11.6737 0.9991 0.0424 12.4645 0.9992 0.0397
1d3/o —24.7378 8.7180 0.9984 0.0569 9.5053 0.9986 0.0522
2512 —24.2639 8.2478 0.9982 0.0601 9.0341 0.9985 0.0549
1f7/2 —19.1206 3.2224 0.9878 0.01555 3.9621 0.9920 0.1259
2p3/2 —14.8392 1.1017 0.5299 0.8481 1.0855 0.5432 0.8396
1f5/2 —14.1582 1.4198 0.3763 0.9265 1.4994 0.3529 0.9357
2p1/2 —13.0023 2.2997 0.2207 0.9753 2.4874 0.2033 0.9791
1g1/2 —10.0485 5.0856 0.0978 0.9952 5.3285 0.0933 0.9956
2d5 /9 —5.6700 9.4119 0.0527 0.9986 9.6651 0.0513 0.9987
3512 —3.7428 11.3292 0.0437 0.9990 11.5838 0.0428 0.9991
1g7/2 —2.9084 12.1604 0.0407 0.9992 12.4153 0.0399 0.9992
2d3 /9 —2.5735 12.4941 0.0397 0.9992 12.7492 0.0389 0.9992
1hi1/2 —0.6506 14.4114 0.0344 0.9994 14.6671 0.0338 0.9994
2f7/2 2.7817 17.8367 0.0278 0.9996 18.0930 0.0274 0.9996
3p3/2 3.3317 18.3859 0.0269 0.9996 18.6422 0.0266 0.9996
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Abstract—A description of basic properties (strength function, transition density, probabilities of direct
nucleonic decays) of isoscalar giant monopole (including an overtone) and dipole resonances in medium-
mass spherical nuclei is proposed within a semimicroscopic approach. The approach relies on employing
the random-phase approximation and involves taking exactly into account a single-particle continuum
and some conditions of partial self-consistency and phenomenologically describing the coupling of states
of the particle—hole type to multiquasiparticle configurations. The results of the calculations that were

performed for %°Zr, 116:1245p,
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1. INTRODUCTION

In recent years, much attention has been given to
experimentally and theoretically studying compres-
sion modes of nuclear excitations. Such modes in-
clude an isoscalar giant monopole resonance and an
isoscalar giant dipole resonance (ISGMR and IS-
GDR, respectively). Interest in such resonances is
motivated to a considerable extent by the hope of ex-
tracting, from experimental data, the compressibility
of nuclear matter. However, the microscopic struc-
ture and detailed properties of giant resonances as
collective excitations of an open finite Fermi system
are of interest in and of themselves. From the micro-
scopic point of view, giant resonances correspond to
collective excitations of the particle—hole type. For
example, an isoscalar giant monopole resonance is
formed primarily owing to nucleon transitions be-
tween shells separated by one shell (2Aw transitions),
while an overtone of such a resonance (ISGMR2)
is due primarily to transitions between shells sep-
arated by three shells (4hw transitions). The main
(or upper) component of an isoscalar giant dipole
resonance is formed owing to transitions between
shells separated by two shells (3Aw transitions), while
its lower component (pygmy resonance or pygmy-
ISGDR) is associated with transitions to the neigh-
boring shell (17w transitions).) Being an isosacalar
dipole excitation, an ISGDR can be treated as an
overtone having having zero excitation energy of the
unphysical (ghost) 1~ state corresponding to center-
of-mass motion.

1448 m, and 2°%Pb nuclei are compared with available experimental data.

Systematic experimental data on the properties
of isoscalar giant monopole and dipole resonances
were obtained from an analysis of the inclusive cross
sections for small-angle inelastic scattering of 100-
to 400-MeV alpha particles on 0Zr, 16Sn, 44Sm,
and 2%8Pb nuclei [1, 2]. This yielded, among other
things, information about the distribution of isoscalar
monopole and dipole strengths over a rather wide
energy interval and, hence, about such quantities as
the energy centroid, the widths of the main maxima,
and the fraction of exhaustion of the energy-weighted
sum rule. Experimental data on the partial widths
with respect to direct neutronic decays of isoscalar
giant monopole resonances were obtained from an
analysis of cross sections for («, &/n) reactions [3—7].
A direct nucleonic decay of an isoscalar giant dipole
resonance is being presently investigated with the aid
of (a, &' N) reactions [8].

In view of space limitations, we will only briefly
touch here upon the latest theoretical approaches
to describing the properties of isoscalar giant reso-
nances. Within the microscopic approach developed
by Colo et al. [9], one realizes the random-phase
approximation (RPA) in a discrete basis of particle—
hole (1p—1h) configurations and employs a Hartree—
Fock nuclear mean field and particle—hole interaction
obtained on the basis of Skyrme forces, taking ex-
plicitly into account the coupling of 1p—1A and 2p—
2h configurations. So far, this approach has been ap-
plied only to calculating strength functions for giant
resonances. In the analogous approach proposed by
Shlomo et al. [10], the coupling of 1p—1h and 2p—
2h configurations is taken into account phenomeno-
logically in terms of an energy-independent smear-
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ing parameter. In addition to strength functions, the
quantities that have been calculated within this ap-
proach include transition densities for isoscalar gi-
ant monopole and dipole resonances, whereupon the
cross sections for (o, o) reactions involving the exci-
tation of such resonances are determined on the basis
of these densities. The semimicroscopic approach in
the development of which the present authors take
part also relies on the random-phase approximation,
but the realization of this approximation here makes
it possible to take exactly into account a single-
particle continuum (continuum RPA or CRPA). A
phenomenological isoscalar part of the mean field and
a phenomenological Landau—Migdal amplitude are
used within this approach along with some conditions
of self-consistency, the smearing parameter being
chosen to be excitation-energy dependent. In addition
to strength functions and transition densities, the
probabilities of direct nucleonic decays of resonances
belonging to the ISGMR, ISGMR2, and ISGDR
types were calculated [11, 12] within the semimicro-
scopic approach in question. The strength functions
for isoscalar giant resonances were also calculated
within the relativistic version of the random-phase
approximation [13] and within the semiclassical ap-
proach based on solving Vlasov equations for the dis-
tribution function [14]. In all probability, theoretical
approaches will be selected on the basis of two cri-
teria: (i) the completeness of description of the prop-
erties of giant resonances and (ii) the degree to which
the model being considered is self-consistent. In this
connection, we note that only within our semimicro-
scopic approach was it possible to obtain a systematic
description of direct nucleonic decays of giant res-
onances, the consistency of the model being tested
not only by the proximity of the calculated energy of
the 17 ghost state to zero but also by an analysis of
the degree to which the energy-weighted sum rule
corresponding to the radius vector of the center of
mass of the nucleus being considered is exhausted by
this state. The semimicroscopic approach was also
used to describe basic properties of some isovector
spinless and spin-flip giant resonances [15, 16].

In this article, we give an overview of the main
results that the present authors obtained both in what
is concerned with the formulation of the semimicro-
scopic approach and in what is concerned with its
applications to describing basic properties of isoscalar
monopole and dipole excitations in medium-mass
spherical nuclei. The ensuing exposition is organized
as follows. In Section 2, we give underlying rela-
tions of the approach that include the model Hamil-
tonian, CRPA equations, the conditions of partial
self-consistency, the description of the coupling of
I p—1h configurations to multiquasiparticle configu-
rations, and methods for calculating basic properties
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of giant resonances. In Section 3, we present model
parameters and the results obtained by calculating
the properties of resonances belonging to the IS-
GMR, ISGDR, and ISGMR2 types. In Section 4,
we discuss our results and consider prospects for a
further development of the approach.

2. BASIC RELATIONS
OF THE SEMIMICROSCOPIC APPROACH

2 1. Model Hamiltonian

The semimicroscopic approach in question is
based on the use of the model Hamiltonian corre-
sponding to a phenomenological version of the theory
of finite Fermi systems [17]. The Hamiltonian involves
amean field U(z) and interaction in the particle—hole
channel, F'(x,2’) (here, z stands for a set of nucleon
coordinates, including spin and isospin variables).
In view of a high excitation energy of the giant
resonances being considered, the pairing of nucleons
in nuclei featuring unfilled shells can be disregarded
to an acceptable degree of precision. The mean field
contains a phenomenological isoscalar part (which
includes a spin—orbit term), as well as an isovector
and a Coulomb component, which are calculated self-
consistently; that is,

U(z) = Up(z) + Ur(x) + Uc(x), (1)
Uo(z) = Uo(r) + Us(2),

1
Uie) = o),

Ue(w) = 51— 7O)Uc(r).

Here, Up(r) and Uy(z) = Uy (r)o -1 are, respec-
tively, the central and the spin—orbit component
of the isoscalar mean field; v(r) is the symmetry
potential; and Uc(r) is the mean energy of the
Coulomb interaction between protons and the nu-
cleus being considered. The mean field determines
the bound-state energies ey [A = n,, j,[; (A) = 4,1 is
the set of single-particle quantum numbers]; radial
wave functions =1y, (r); and the Green’s functions
(rr") gy (r, 7/, €) Tor the radial Schrodinger equa-
tion, which are defined for an arbitrary energy and
which are expressed in terms of the regular and the
nonregular solution to this equation. The densities of
neutrons (n) and protons (p),

n(r) = g SO+ DO (@)
A

(n$ are occupation numbers, o = n, p), are used be-
low to realize the conditions of partial self-consisten-
cy and to calculate the energy-weighed sum rule.
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The interaction of quasiparticles in the particle-
hole channel was chosen in the form of Landau—
Migdal forces [17]. The spinless part of this interac-
tion has the form

F(z,2") = (F(r)+ F'(r)r-7)(r — 1), (3)

where F(r) and F’(r) are phenomenological quan-
tities that specify the strengths of, respectively, the
isoscalar and the isovector component of the in-
teraction. The isovector self-consistency condition,
which is a corollary of the isospin symmetry of the
model Hamiltonian, makes it possible to calculate
the symmetry potential self-consistently: v(r) =
2F' (n™(r) — nP(r)) [18]. The mean Coulomb field of
a nucleus is also calculated self-consistently in the
Hartree approximation: Uc(r) = Uc[nP(r)]. A partial
self-consistency that is associated with an approxi-
mate restoration of the translational invariance of the
model will be discussed below.

2.2. Equations of the Random-Phase Approximation

The equations of the random-phase approxima-
tion are given below in the form that is used in the
theory of finite Fermi systems [17]. Suppose that

f/exp{—i%t} + h.c. is a periodic (in time) exter-

nal single-particle field acting on a nucleus (V =
Yo V(zq)). In order to study isoscalar excitations of
multipole order L, we represent the expression for the
trial operator in the form Vi (x) = VL(r)YLa (x/7).
The strength function Sy (w) corresponding to the
above external field is proportional to the imaginary
part of the corresponding polarizability Pr(w). Upon
the separation of spin—angular and isotopic variables,
this strength function assumes the form

S1() = ——Im Pr(w), (1)

Pr(w) = Z /VE(’F)AL,O[(T, ! W)Vio(r! w)drdr,

a=n,p

where (1) "2 AL o (7,7, w) is the radial part of the free
response function (particle—hole propagator), w is the

excitation energy, and f/L@(r’,w) is the radial part of
the corresponding effective field. The set of equations
for the effective fields has the form

f/L,oz(r'ﬂvw) = VL(T) (5>

Fop(r ~
T Z % /AL,ﬁ(Ta W)V g(r',w)dr’,
B

where Fop(r) = [(F(r) + F'(r))dap + (F(r) —
F’(T))To%)] is the strength matrix of the particle—hole

interaction (3) and (7, 7 7)) are the isospin
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Pauli matrices. The expression for the propagator
Ap o(r,r',w) can be represented in a form where the
contribution of the single-particle continuum is taken
exactly into account; that is,

AL = Z (t(L,\)(u))2nﬁXg(T)Xg(rl) (6)
1 (A)

X |97 sen ) + gy (n 1 — )|

where, in just the same way as in (2), the occupation
numbers n, = N,/(2j, + 1) are expressed in terms
of the number N, of nucleons that occupy the u level

and where ¢(3) = (2L + D=2 5 (V|2 |()) is
a kinematical factor.

[t should be noted that relations (4)—(6) refer lit-
erally to the case of describing isoscalar 0 excita-
tions (L = S = 0). For excitations characterized by a
nonzero value of the total angular momentum J7™ (7 is
parity), states in which the orbital angular momenta
L or the total spins S (or both) are different may
be coupled owing to spin—orbit interaction. Usually,
the inclusion of this coupling changes only slightly
the calculated features of giant resonances (see, for
example, [19]). In accordance with Egs. (4)—(6), the
properties of isoscalar giant dipole resonances are
explored below without taking into account the cou-
pling of this resonance to isoscalar spin—dipole 1~
excitations (L = 1,5 =1).

For a given energy interval § = wy — wy, the rela-

tive strength of a giant resonance is characterized by
the quantity

[ wSL(w)dw

(9)

—_— = d 7
(9)

where yr(w) is the reduced strength function and

(EWSR)p is the energy-dependent sum rule, which

is weakly dependent on the choice of model and which
is given by [20]

(EWSR); = (h2/2m) 3 / (AVL/dr)?  (8)

+ L(L+ 1)(VL/T)2]na(r)r2dr.

Xy —

Here, m is the nucleon mass and n®(r) is the nucleon
density (2). The mean giant-resonance energy wr, and
its root-mean-square deviation Ay, are determined
by the strength function Sr(w) and by the chosen
interval of averaging, 4.

The radial part of the differential (that is, excita-
tion-energy-dependent) transition density of an iso-
scalar giant resonarice, pr(z,w) =
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r2pp(r,w)Yra (r/r), is determined from the relation

Su(w) = ( / vL<r>pL<r,w>dr>2. (9)

On the basis of this definition and relations (4) and
(5), we obtain the following representation for the
radial transition density:

1Im}_, VLVQ W
pL(Taw)/TQ = Z 1/2( )
T 2F(r)S; " (w)
In order to compare transition densities associated
with different energy intervals, it is convenient to use
the differential transition density

Ri(r,w) = pr(r,w)/S}* (@),

which is  normalized by the
JVi(r)RL(r,w)dr = 1.

From an alternative expression that can be ob-
tained for the strength function on the basis of rela-
tions (4)—(6), it follows that the optical theorem is
realized for excitation-energy (w) values in excess of
the nucleon binding energy; that is,

Si(w) = —%Imz/vﬁa(r,w) (12)

(10)

(11)

condition

X AL (17, )V o(r! w)drdr’ = Z |Mp.|?,

Mpc(w) = (nﬁ)lﬂté\)(“) /X?((XS)VL,a(T,w)XﬁdT,
(13)
E=¢eytuw,

1. e(+)

where r~ Xe(\) is the radial wave function that de-

scribes the scattering of nucleons on the potential
U(x) and which is normalized to a delta function of
energy, ¢ = i, (\), and « stands for a set of quantum
numbers that characterize the nucleon channel of
a reaction induced by the external field Vi (x). The
quantity My, .(w) in (13) has the meaning of the
amplitude for nucleon emission under the effect of
the external field. The relative probability of a process
where the direct nucleonic decay of a giant resonance
is accompanied by the population of a single-hole
state =1 can be characterized by the quantity

>y S IMpe(w)Pdw
_ e

bua =
o [ Sp(w)dw
(9)
Within the random-phase approximation, the relation
> o bua = 1 naturally holds for any interval 4, as
follows from Egs. (12) and (13).

(14)
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2.3. Choice of Trial Operators and Ghost State

The choice of radial dependence for the trial op-
erators Vz(r) is dictated by the requirement that the
corresponding giant resonance exhaust a major part
of the energy-weighted sum rule (EWSR)y, associ-
ated with this operator. In describing an isoscalar
giant monopole resonance, the operator Vi_o(r) =
r? satisfies this condition; for the ghost state, this
is V5, (r) = r (the corresponding operator V25| is
proportional to the radius vector of the center of mass
of the nucleus being considered).

As applied to the approach used in the present
study, the term “semimicroscopic” has two facets.
The first concerns the phenomenological choice of the
isoscalar component of the mean field Uy(x) in (1),
while the second refers to a phenomenological de-
scription of the coupling of particle—hole configura-
tions to multiquasiparticle configurations (see Sub-
section 2.4 below). The translational-invariance vi-
olation associated with the choice of the field Uy(z)
can be partly removed if the strength F(r) of the
isoscalar component of the interaction in (3) is chosen
on the basis of the condition requiring that the ghost-
state energy wgg be close to zero. The degree to
which the broken symmetry is restored depends on
the proximity of the quantity xgg to unity. Within the
random-phase approximation, this quantity can be
calculated with the aid of the polarizability Py, (w)

corresponding to the trial operator V% (r), since,
in accordance with the spectral expansion (see, for
example, [11]), the polarizability in question taken in
the limit w — wgg — 0 can be parametrized in the
form

2xrg5s

2 2

SS
Prmw) w? —w
SS

(EWSR)?Z,.  (15)
In accordance with the above requirement for the
description of overtones, the radial dependence of the

corresponding trial operators VL(2) (r) is chosen with
allowance for the condition requiring that the funda-
mental tone not be excited; that is,
/VL@) (r)prL(r, wmax )dr = 0, (16)
where 772pp (7, wmax ) is the radial transition density
as calculated for the fundamental tone at the energy
value corresponding to the maximum of the relevant
giant resonance. In order to describe the properties of
giant resonances belonging to the ISGDR and IS-

GMR2 types, the radial dependence of trial operators
was chosen in the form

Viei(r) = —mr; V() =% = nor?, (17)
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where the parameters 7; and 7y are determined by the
conditions in (16). If translational invariance is re-
stored completely, the transition density of the ghost
state is proportional to dn/dr. In this case, it follows
from Egs. (16) and (17) that n; = 5(r?)/3, where
averaging is performed over the nucleon density n(r).

2.4. Coupling to Multiquasiparticle Configurations

As one of its basic elements, the semimicroscopic
approach involves phenomenologically taking into
account the fragmentation of doorway states of the
particle—hole type (this is equivalent to taking into
account their coupling to multiquasiparticle configu-
rations). Depending on the excitation energy (on the
strength of coupling of doorway states to the single-
particle continuum), we employ various methods for
taking fragmentation into account. For fairly high
excitation enegies, at which doorway resonances
overlap with allowance for their total nucleonic widths
(strong coupling to the continuum), we calculate
energy-averaged quantities by making the substitu-

tion w — w + %I(w) in the CRPA equations. Upon
applying this procedure (its implementation in prac-
tice is described in Subsection 3.2 below), we find
averaged quantities that specify basic properties of
giant resonances:

Spw) = 1w+ 51()) (18)

pL(rw) = pulr + 51(),

MLc(w) = ML7C(W + %I(w))

The parameter I(w) can be interpreted as the
mean fragmentation width of doorway states; by its
physical significance, it is close to the imaginary part
of the optical potential for nucleons. We employ the
parametrization

(w—A)?

lw) = —am

I(w<A)=0, (19)

which is applied for the imaginary part of the potential
in some versions of the optical model of nucleon—
nucleus scattering (see, for example, [21]).

In dealing with nonoverlapping doorway reso-
nances, we restrict our consideration to the case of
one isolated doorway state. To an acceptable degree
of precision, this case is realized in describing an
isoscalar giant monopole resonance. A Breit—Wigner
parametrization of a doorway resonance in the energy
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Table 1. Calculated and experimental values (in MeV) of
the nucleon-separation energy for some nuclei

Nucleus Beake B Beole Bowt
NZr 11.64 11.98
HOSn 995 | 998
1#4Sn 1258 | 12.11
144Sm 11.59 10.55
208pp 7.24 7.37 7.99 8.01

dependences of the strength function (4), the effective
fields (5), and the reaction amplitudes (13),

1 R,

S1(w) = —~Im L0
T 1
w — wg + 51“9
- Rl/QvLa T
Via(rw) =Vi(r) + g—g’(z.),
w — wg + QFg
1 | RY2(1,.)1/2
My ofw)] = e Lo 7| o)

/ 1
2 w—wg+§I‘g

makes it possible to perform a CRPA calculation
of the following resonance parameters: the energy
wg; the strength R,; and the radial components of

the transition potential, vy, () = 3 5 Fus(r)ph 5(r),
and, hence, of the transition density, pé(fr):
S pEalr). We note that Ry/* = [ pE(r)Vi(r)dr
and that the ratio of the transition densities is
py (r,w)/pg (r) = (Lg/27) ((w — wg)* +T5/4) 1) "/2.
The inclusion of doorway-resonance coupling to
multiquasiparticle configurations requires, in addition
to making the substitution w —>w+%Ig in rela-

tions (20) and (21), modifying the partial nucleonic
widths I'y. in (21) in order to take into account a sig-
nificant change in the potential-barrier penetrability
P, (\ at the width I, = I(wy) (I, > T'y); that is,

Fgc - f‘gc = Fgcpg,a,()\)/Pa,()\) (Egu)v (22)

_ 1 (e — egu)?
Pyaoy = \/ﬁag /Pa,()\)(s)exp(—ng“>de,

where g4, = wy + ¢, and oy = 1,/2.35.
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Vi = o(w), MeV~!
0.2+

0.1

40
w, MeV

Fig. 1. Reduced strength functions g, (w) for giant reso-
nances of the ISGMR type (L = 0) in (solid curve) *° Zr,
(dashed curve) 1Sn, (dotted curve) *44Sm, and (dash-
dotted curve) ?°® Pb nuclei.

3. CHOICE OF MODEL PARAMETERS
AND DETAILS AND RESULTS
OF THE CALCULATIONS

3.1. Choice of Model Parameters

The mean field and particle—hole interaction form
input information for any approach based on the ap-
plication of the random-phase approximation. The
parametrization and parameters of the isoscalar com-
ponent of the mean field were chosen to be close to
those for the Nemirovsky—Chepurnov potential [22]:

Usi (’I”) ==

UO(T) - _UOfWS (Tv R7 a’)7

—R\\ !
Here, fws(r,R,a) = <1 + exp <TT>> is the
Woods—Saxon function, where R = ryA/3 with
ro=1241fm, a =0.63Tm, Uy =54 MeV, (24)

A

The strengths of the particle-hole interaction (3) are
parametrized in the form

F(r)=O[f* + (f" = f*) fws(r, R, a)],

U, =13.9 <1 +2 > MeV fm?.

(25)
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F(r)y=Cf,

C =300 MeV im?;  f'=1.0, f"=0.0875,

&= —(2.7-2.9).

The symmetry potential v(r) and the mean Cou-
lomb field Uc(r) in (1) were calculated self-consis-
tently by using the densities in (2). The strength
parameters Uy (24) and f’ (25) were chosen in such
a way as to reproduce satisfactorily the experimen-
tal values of the nucleon-separation energy for some
filled-shell nuclei from ?°Zr to 2°8Pb (see Table 1). For
each nucleus, the parameter f* was chosen in such a
way that the energy of the unphysical state was close
to zero (in the practical calculations, wgg < 50 keV).
The values that we found agree with the systemat-
ics presented in [17, 23]. These values are quoted
in Table 2 along with the calculated fractions zgg
of exhaustion of the corresponding energy-weighted
sum rule by the ghost state (see Subsection 2.3).
The parameter fI" (25) was fitted to the experimental
energy of the isoscalar giant monopole resonance in
the 298Pb nucleus.

In order to calculate the energy-averaged features
of the isoscalar giant resonances being considered,
we employ the following values of the parameters in
expression (19) for the fragmentation width I'(w):

a=0.08MeV™l, A=3MeV, B=7MeV.
(26)

These values (or those that are close to them) were
used in [15, 24] to describe the total widths of some
isovector giant resonances. A practical implementa-

tion of the “w + X" method implies, in accordance

with (18), the calculation of w-dependent single-
particle quantities [radial Green’s function’s in (6),
radial nucleon wave functions in a continuum in (13)]
by using a single-particle potential whose imaginary
part is FI(w)fws(r, R*,a) (depending on the sign
with which w appears in single-particle quantities). In
the calculations, we used the value R* = 1.3R, since
the averaged effective fields and strength functions
are weakly dependent on the quantity R* in the region
R* > 1.3R.

In order to calculate the features of overtones
(ISGDR, ISGMR2), it is necessary to find the
parameters 7; and 7y appearing in the definition of
the trial operators (17). The parameter n; was found
for each nucleus from the condition requiring that
the ghost state not be excited by the field Vz—1(r).
This condition is equivalent to that which requires
the orthogonality of the trial operator Vz—;(r) and
the transition density of the ghost state—that is, to
condition (16) in which the transition density pgsg(r)
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Table 2. ISGMR parameters calculated for various energy intervals (the last row in each block of the table corresponds
to I = 0.05 MeV); also given in the table are the relative isoscalar strength of the 1~ ghost state and the values used for
the parameters of Landau—Migdal forces (the value of f" = 0.0875 was taken for all nuclei)

Nucleus —f zss, % w1—ws, MeV wrp,, MeV Ar, MeV zr, %
208pp 2.897 91.9 10—20 14.29 2.05 80.2
3—60 15.22 5.13 99.2

10—20 13.99 1.10 97.9

44Sm 2.811 93.6 10—20 15.28 2.00 78.0
3—60 16.53 5.16 98.5

10—20 15.27 0.96 98.7

165 2.832 93.6 10—20 15.79 2.08 74.7
3—60 17.18 5.29 98.4

10—20 15.97 1.24 97.9

07Zr 2.753 94.5 10—25 17.10 2.71 85.4
3—60 18.05 5.30 98.2

10—25 16.89 1.35 99.8

is calculated in the single-level approximation. The
values found in this way for the parameter n; proved to
be close to n; = 5(r?)/3. This circumstance furnishes
an additional piece of evidence that the degree of
consistency of the present model is quite accept-
able (see Subsection 2.3). The parameter value of
no = 75.6 fm? in the definition of the trial operator

VL(i)O(r) (17) was calculated according to Eq. (16)

for the 2°8Pb nucleus by using the transition density
pL=0(r, wmax ) found within the CRPA approach.

3.2. Reduced Strength Functions, Transition
Densities, and Relative Probabilities of Direct
Nucleonic Decays

Let us now proceed to consider the results ob-
tained by calculating the energy-averaged strength

functions yr(w) =y, (w + %I and the energy-

averaged transition densities Ry (w) = R, <w + %I

[for definitions, see Egs. (7), (11), and (18)] for
isoscalar giant monopole and dipole resonances. For
W07 165 14Sm and 298Pb nuclei, the reduced
strength functions gr—¢ and gr—; calculated for a
rather wide energy interval are displayed in Figs. 1
and 2, respectively. For the selected energy inter-
vals, these strength functions make it possible to
calculate the mean energy wr; the root-mean-square
deviation of energy, Ar; and the fraction of exhaus-
tion of the corresponding energy-weighted sum rule

(EWSR)r, xr. The results of these calculations
are quoted in Table 2 for giant resonances of the
ISGMR type and in Table 3 for giant resonances
of the ISGDR type. Also presented in these tables
are the data obtained by using a small value of I
(I = 0.05 MeV), which give an idea of the energy re-
gion housing the main part of the strength of isoscalar
giant resonances within the CRPA—that is, without
taking into account the coupling of doorway states to
multiparticle configurations—and which provide an
illustration of how this strength is redistributed with
allowance for this coupling. In Table 4, the calculated
mean energies and their root-mean-square deviations
are contrasted against relevant experimental data
from[1, 2].

The ISGMR?2 strength function in the 2°Pb nu-
cleus is displayed in Fig. 3. Also shown in the same
figure for the sake of comparison are the strength
functions gr—g and yr—1. In order to illustrate the

convenience of using the trial operator VL(i)O(r) (17)
in describing the properties of the ISGMR overtone,
the relative strength of isoscalar monopole excitations
that was calculated for various trial operators (2, 4,
rt — R?r? [25), r* — nor?) is depicted in Fig. 4 as a
function of the upper limit w.

The normalized differential transition densities of
the giant resonances being considered, Rp(r,w),
were calculated for the 2°°Pb nucleus. The transition
density Rp—o(r,wmax) calculated at the energy of
the ISGMR maximum is displayed in Fig. 5, along

with the transition density found for this resonance
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Table 3. ISGDR parameters calculated for various energy intervals (in each block of the table, the last row corresponds
to I =0.05 MeV)

Pygmy-ISGDR ISGDR

Nucleus w1—wa, wr, Ar, Ty, w1—wa, wr, Ar, Ty,
MeV MeV MeV % MeV MeV MeV %
208pp 8—15 11.10 1.91 13.3 15—24 20.71 241 41.3
5—15 9.87 2.52 16.7 15—-30 22.57 3.36 68.6

15—60 24.03 5.83 81.1
5—15 9.67 2.30 18.2 15—30 22.75 2.49 79.7
144Qm 5—15 10.74 2.19 12.3 15—35 24.38 4.13 76.4
15—60 25.43 6.00 84.8
5—15 10.64 1.84 13.9 15—35 24.40 3.02 84.9
1685 11-18 14.02 2.01 10.8 18—32 25.21 3.33 65.5
5—15 10.36 242 13.2 15—35 24.90 4.38 74.7
15—60 26.10 6.28 84.3
5—15 10.31 2.25 15.0 15—35 25.09 3.42 83.3
07Zr 11-18 13.89 2.08 9.9 18—32 25.64 3.52 64.5
5—16 11.42 2.23 11.3 16—40 26.30 4.93 79.7
16—60 27.13 6.37 85.7
5—16 11.19 1.70 12.3 16—40 26.10 3.93 87.3

Table 4. Calculated parameters (wy and Ay, in MeV) of giant resonances belonging to the ISGMR and ISGDR types

along with experimental data from [1] and [2], respectively

ISGMR

Pygmy-ISGDR ISGDR

Nucleus wr Ap

wr

AL wr, AL

exp. calc. exp. calc. exp.

calc.| exp. |calc. exp. cale.| exp. [calc.

208pp
IIGSH

902H

14.3
15.8
17.1

14.7+£0.28
16.07£0.12
17.89 £0.20

1.93£0.15
2.16 £0.08
3.14+0.09

2.05
2.1
2.7

12.2+£0.6
14.7£0.5
16.2+£0.8

1.9
2.0
2.1

20.7
25.2
25.6

24
3.3
3.5

11.1
14.0
13.9

1.9+£0.5
1.6+£0.5
1.9+0.7

19.9£0.8
23.0£0.6
25.7£0.7

25%£0.6
3.7£2.5
3.5£0.6

on the basis of the scaling model [26], r~=2pf_, ~

3n + rdn/dr, and also normalized by the condition
[ Vi—o(r)p¥_,(r)dr = 1. For the isoscalar giant
dipole resonance in the 2°* Pb nucleus, the calculation
of the transition density Ry (r,w) was performed at a
few values of w, including those in the pygmy-ISGDR
region (see Fig. 6). In addition to an illustration of the
change in the coordinate dependence of the transition
density with excitation energy, Fig. 6 also displays
the density corresponding to pY_, (r) [26]. The nor-
malized differential transition density for resonances

of the ISGMR2 type, ﬁfio(r,w), is shown in Fig. 7

PHYSICS OF ATOMIC NUCLEI

for the excitation energies corresponding to the main
maximum and two pygmy resonances.

The relative partial probabilities of direct nucleonic
decays of highly excited giant resonances belonging
to the ISGDR and ISGMR2 types can be calculated
by formula (14) with allowance for (18); that is,

> o) |ML,c(w)|2dW' pot =37
= ) a = jTNE
f(é) St (w)dw ,
(27)

In order to take into account a non-single-hole nature
of the product-nucleus state u~! populated in the

bu,a =
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yL: ]((&)), Mev_l
0.10

0.08
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0.04

0.02}

10 30 50
w, MeV

Fig. 2. Reduced strength functions g, (w) for giant reso-
nances of the ISGDR type (L = 1) in (solid curve) *°Zr,
(dashed curve) 1Sn, (dotted curve) *44Sm, and (dash-
dotted curve) 2°®Pb nuclei.

y (), MeV~!
020+ ISGMR

0.16

0.12

ISGDR

0.08

ISGMR overtone
0.04

0 1 1 1 1
10 20 30 40 50

w, MeV

Fig. 3. Reduced strength functions §r(w) for some
isoscalar giant resonances in the 2°® Pb nucleus.

nucleonic-decay process (in view of coupling to low-
lying collective states, or of nucleon pairing, or of
both effects), we replaced, in the expression for M, .
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0.81
04+
0 1 1 1 1 1 1 1 ]
10 20 30 40 50
w, MeV

Fig. 4. Relative strength of the overtone of the isoscalar
monopole resonance in the 2°®Pb nucleus as a function
of the upper limit of integration for various trial opera-
tors. The thick solid curve represents the results of the
calculation performed with allowance for the coupling of
particle—hole doorway states to multiparticle configura-
tions.

lgel. units _
Ry~ o1, W)

1
0 4 8 12
r, fm

Fig. 5. Normalized differential transition density of the
isoscalar giant monopole resonance in the 2°® Pb nucleus.
The thin curve corresponds to the normalized transition
density calculated for this resonance on the basis of the
scaling model [26].

in (27), the occupation numbers nj [see Eq. (13)] by
the experimental values of the spectroscopic factor sf;.
The partial probabilities of the direct neutronic and
protonic decays of the main (upper) components of
giant resonances belonging to the ISGDR and IS-
GMR2 types are given in Tables 5 and 6, respectively,
according to the calculations by formula (27).

3.3. Partial Widths with Respect to the Direct
Neutronic Decays of Isoscalar Giant Resonances

The direct neutronic decay of the main tone of an
isoscalar giant monopole resonance treated as a res-
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Rel. units

r, fm

Fig. 6. Normalized differential transition density calcu-
lated for the ISGDR in the 2°®Pb nucleus at the energy
values of w = (solid curve) 23.06, (dashed curve) 11.26,
(dotted curve) 7.76, and (dash-dotted curve) 6.81 MeV.
The thin curve corresponds to the normalized transition
density calculated for this resonance on the basis of the
scaling model [26].

onance weakly coupled to a continuum is described
in an alternative way (see Subsection 2.4). In order
to calculate the mean partial decay widths I'y, =

Z()\) I'y. according to (13), (21), and (22), we use

the following experimental data: the total resonance

width F;’fﬁ)t (instead of I,), the channel energy eg)! =

en” +wy" (instead of the calculated energy €gu), and
the experimental values of the spectroscopic factors
s, (instead of the occupation numbers n,).

For the isoscalar giant monopole resonance in

the 99Zr nucleus, we used the values of wy™" =

16.1 £ 0.4 MeV and I'7; = 3.1+ 0.4 MeV, which

were obtained in [4]. The results of the calculation
of the partial nucleonic widths are quoted in Ta-
ble 7. Also given in this table are experimental data
obtained either by separating (for the population of
the 9/27% state in 8Zr) the contribution of statis-
tical decay or without separating this contribution.
The total width F;),(Fo‘[ =3.8+ 0.5 MeV and the en-

ergy wy " = 15.40 + 0.35 MeV of the isoscalar giant

monopole resonance in the '24Sn nucleus were bor-
rowed from [5]. The calculated partial widths of this
giant resonance are presented in Table 8, along with
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Rel. units

RELo(r, @)

1
0 4 8 12
r, fm

Fig. 7. Normalized differential transition density calcu-
lated for the overtone of the isoscalar giant monopole

resonance in the 2°®Pb nucleus at the energy values of
(solid curve) 32, (dashed curve) 22, and (dotted curve)
12 MeV.

the spectroscopic factors used and relevant experi-
mental data, including the total width with respect to
direct neutronic decay. For partial neutronic widths
of the isoscalar giant monopole resonance in the
208Ph nucleus, experimental data were obtained in [3,
6, 7]. Together with the results of the calculations,
these data (including partial widths derived without
separating the contribution of statistical decay [8])
are given in Table 9.

4. DISCUSSION OF THE RESULTS
AND PROSPECTS
FOR THE DEVELOPMENT
OF THE APPROACH

4.1. Discussion of the Results Obtained

First, we would like to emphasize the relative
simplicity, the clarity, and an acceptable degree of
self-consistency of our semimicroscopic approach
to describing giant resonances. The use of the phe-
nomenological isoscalar component of the mean
field, along with a few conditions of partial self-
consistency, and of strength (Uy, Uy, f') and ge-
ometric (rp,a) parameters that are universal for
medium-mass nuclei makes it possible to describe
the nucleon-separation energies in closed-shell nu-
clei (Table 1) and the low-energy section of the
quasiparticle spectrum (see, for example, [11]). The
degree to which the translational invariance of the
model is restored [zgs > 91% (see Table 2), n; =
5(r?) /3] also seems satisfactory. In relation to other
microscopic and semimicroscopic approaches, that
which is used here is advantageous in that it enables
one describe all basic properties of giant resonances,
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Table 5. Partial probabilities of processes in which the
direct nucleonic decay of the upper component of the
isoscalar giant dipole resonance (15—30 MeV )in the 2°8Ph
nucleus leads to the population of single-hole states of the
product nucleus
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Table 6. Partial probabilities of processes in which the
direct nucleonic decay of the upper component of the
overtone of the isoscalar giant monopole resonance (25—
35 MeV) in the 2°8Pb nucleus leads to the population of
single-hole states of the product nucleus

L s bu, % ,u[jl s,b) bu, % wut s4) bu, % ,u[jl s,b) bu, %
(/2 1.0 07 (1/2)t 055  0.55 (1/2)- 1.0 02 | (1/2)t 055 1.3
(5/2)~ 091 22 (3/2)t 057 068 (5/2)~ 091 06 | (3/2)F 057 22
(3/2)- 098 1.8 | (11/2)~ 058 0.19 (3/2)~ 098 0.6 | (11/2)- 058 3.0
(13/2)t 1.0 32 (5/2)t  0.54 0.64 (13/2)F 1.0 1.0 | (5/2)t 054 34
(7/2)~ 0.7 2.9 (7/2)% 026  0.04 (7/2)~ 0.7 1.2 (7/2)t 026 0.7
(9/2)- 061 1.0 (9/2)-  0.61 0.5l
Sbu, % 1.8 | b, % 2.1 Sbu, % 41 | b % 10.6
b, % 15.5% | b, % 2.1 bt % 13.3% | b, % 13.8**

9 Data from [27].
® Data from [28].
*s, = 0.6 for all deep neutron-hole states.

including the strength function over a broad energy
interval, the differential transition density in the same
interval, and partial probabilities of direct nucleonic
decays.

Let us now proceed to discuss the results ob-
tained by calculating the basic properties of isoscalar
monopole and dipole excitations in some medium-
mass nuclei having one or two filled shells. The
strength function of an isoscalar giant monopole
resonance, yr—o(w), exhibits one distinct maximum
(see Fig. 1). The corresponding monopole strength
is exhausted within a rather broad energy interval
(3—60 MeV), this interval becoming considerably
narrower if one disregards coupling to multiparticle
configurations (see Table 2). If the calculation em-
ploys the same energy interval as in experiments, then
it follows from the results presented in Table 4 that the
mean energy wr—o and its root-mean-square devia-
tion Az—g found for the isoscalar giant monopole res-
onance with the aid of the strength function yr—o(w)
are in satisfactory agreement with relevant experi-
mental data. (We recall that the strength constant £
was fitted to the experimental energy of the isoscalar
giant monopole resonance in the 2°°Pb nucleus.)
As might have been expected, the transition density
at the energy value corresponding to the maximum
of the isoscalar giant monopole resonance exhibits
one node within the nucleus being considered (see
Fig. 5), since, from the definitions in (10) and (18) and
from relations (5) and (6), it follows that this density
satisfies the condition [ Rp—,(r,w)dr = 0.
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9 Data from [27].
® Data from [28].
*s, = 0.6 for all deep neutron-hole states.
**s,, = 0.5 for all deep proton-hole states.

Experimental data concerning direct nucleonic
decays of isoscalar giant resonances have so far been
obtained only for the partial nucleonic widths of the
isoscalar giant monopole resonances in %9Zr, 124Sn,
and 2%8Pb nuclei (see Tables 7—9). These data were
quantitatively described on the basis of the Breit—
Wigner parametrization of the corresponding polariz-
abilities and amplitudes for the external-field-induced
reactions involving nucleon emission (see Subsec-
tion 2.4). The calculated partial widths agree, at least
qualitatively, with the corresponding experimental
data (Tables 7—9). Good agreement was attained for
the total width with respect to the direct neutronic
decay of the isoscalar giant monopole resonances,
Ty=>,Tgu in ?2Sn and 2®Pb nuclei. In this
connection, we note that the CRPA calculation of the
width T, for 2%Pb in [29, 30] yielded considerably
exaggerated values. In all probability, the reason
behind this discrepancy is that the approaches used
in those studies are not quite consistent.

The strength function for the overtone of the

isoscalar giant monopole resonance in the 2%®Pb

_(2 s . .
nucleus, y(Llo(w), exhibits one main maximum at

Wmax = 32 MeV and two pygmy resonances at lower
energies (Fig. 3). The main maximum exhausts
slightly more than 50% of the corresponding energy-
weighted sum rule. The remaining strength is dis-
tributed among the pygmy resonances in approxi-
mately equal shares. As might have been expected,
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Table 7. Partial widths with respect to direct nucleonic
decays of the isoscalar giant monopole resonance in the
907Zr nucleus

GORELIK, URIN

Table 8. Partial widths with respect to direct neutronic
decays of the isoscalar giant monopole resonance in the
1248 nucleus

pt E,, MeV L), kev® I, kev® pt | Ep, MeV|(2j, +1)s, V(T keV| T, keV?®
Neutron 11/2= | 0.00 9.3+1.5 29
9/2+ 0.00 59 1554 31" 3/2t | 0.00 2.8+0.5 69 }100 +40
1/2- 0.59 358 ~220 1/2t | 0.15 1.6+£0.2 27
Proton 7/2% 1.06 14402 44
1/2- 0.00 221 ~175 7/2+ 1.16 9.0+3.1 275
9/2+ 0.91 9 5/2+ 1.19 29405 69 }< 250 £+ 60
3/2- 1.51 187 ~80 5/2+ 1.50 2.840.2 65
5/2- 1.74 10 I'T keV 578 5704190
) Experimental data obtained without separating the contribu-  ® Data from [5].

tion of statistical decay [8].
® Data from [4].

(s, = 1forall states p 2.

the radial dependence of the transition density of

the ISGMR overtone, ﬁfio(r, Wmay ), exhibits two
nodes within the nucleus (see Fig. 7) and is close
to the density obtained within the semiclassical

approach [31]. The radial dependence R(ino(r,w)
changes noticeably upon going over to lower energies
(Fig. 7). In view of a relatively higher probability of
direct protonic decay (see Table 6), it is reasonable
to seek an ISGMR2 overtone in a protonic reaction
channel featuring the excitation of this resonance—
for example, in (a, a/p) reactions. A similar attempt
at discovering an isovector spin—monopole resonance
in the reaction 2°8Pb(3He, tp) proved to be success-
ful [32].

The reduced strength function for an isoscalar
giant dipole resonance, y—1(w), reveals, in addition
to the main maximum, which exhausts a major part
of the corresponding strength, a pygmy resonance
at a lower energy (see Fig. 2 and Table 3). The
mean energy wr—1 and its root-mean-square devia-
tion Ar—1 calculated with this strength function for
both components of the isoscalar giant dipole res-
onance are in satisfactory agreement with relevant
experimental data [2] for the identical choice of the
averaging interval ¢ (see Table 4). For a wider interval
0, the calculated values of wy—1 (and of Ap—q as well)
increase (see Table 3) and, for the main component
of the isoscalar giant dipole resonance, appear to be
close to values obtained on the basis of other ap-
proaches [9, 10]. In just the same way as in the case
of an isoscalar giant monopole resonance, the total
strength of the isoscalar giant dipole resonance is
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exhausted within a broad (5—60 MeV ) energy interval
(see Table 3). The radial dependence of the transi-
tion density in the 2°°Pb nucleus changes noticeably
with energy, but the distinction between that at the
energy value corresponding to the maximum of the
main component and that for the pygmy component
is moderately small (see Fig. 6). For either compo-
nent, the calculated strength x 1, (see Table 3) proved
to be well below its experimental counterpart [2]. A
possible overestimation of these quantities may be
due to the use of schematic transition densities in the
analysis of experimental data. The use of microscopic
(energy-dependent) transition densities in such an
analysis seems preferable and would be, in future,
a severe test of microscopic approaches. Comparing
the results obtained by calculating the relative prob-
abilities for the direct nucleonic decays of the giant
resonances in the 2%Pb nucleus that belong to the
I[SGDR and ISGMR2 types (see Tables 5, 6), we note
the proximity of the total probabilities of the direct
neutronic decays of the two resonances in question,
despite a large difference in energy (about 10 MeV)
between them and, hence, in the penetrability of the
potential barrier for neutrons. In contrast to what
occurs in the case of protonic decays (see Tables 5,
6), this difference may be compensated owing to the
distinction between the numbers of nodes in the radial
dependences of the transition densities (see Figs. 6,
7). Despite a low relative probability expected for the
direct protonic decays of an isoscalar giant dipole res-
onance (see Table 5), attempts are made to discover it
experimentally in («, 'p) reactions [8].

In conclusion, we would like to emphasize that, by
and large, our semimicroscopic approach provides a
satisfactory description of experimental data on the
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Table 9. Partial widths with respect to direct neutronic decays of the isoscalar giant monopole resonance in the 2°®Pb

nucleus

pt E,, MeV s, Y L), keV I, kevV?® I, keVe
(1/2)~ 0.00 1.0 31 Incl. (13/2) + (19 4 27) 140 + 35
(13/2)* 1.63 0.91 4 754 35 (73 £ 33) Incl. (1/2)~
(5/2)~ 0.57 0.98 180 <35 (65 4 43) 70415
(3/2)~ 0.89 1.0 57 75 4 40 (133 4 45) 50 & 10
(7/2)~ 2.34 0.7 135 < 140 + 30 (155 + 33) 165 + 40

Incl. (5/2)* (7/2)t

(9/2)~ 3.41 0.61 3
', keV 410 325 4 105 (445 + 181) 425 + 100

Note: Given parenthetically are experimental data where the contribution of static decay is not isolated.

 Data from [27],
® Data from [7].
¢ Data from [3].

properties of isoscalar monopole and dipole excita-
tions in medium-mass spherical nuclei. It is of course
desirable that these data become more comprehen-
sive and accurate and that the approach itself be
further developed and refined (see below).

4.2. Prospects for the Development of the Approach

Let us briefly touch upon the possibilities for refin-
ing the present semimicroscopic approach.

(i) As soon as the spin—orbit interaction is swit-
ched off [Uy; = 0in (1) and (23)], the degree to which
the translational invariance of the model is restored
is considerably improved: xzggs > 99.5% for a hypo-
thetical nucleus whose mass and charge numbers are
A =208 and Z = 82, respectively. This circumstance
indicates that it is necessary to take into account the
coupling of isoscalar dipole 1~ spinless and spin-flip
excitations that exists because of spin—orbit inter-
action. This coupling is realized owing, for example,
to the nucleon-spin-dependent components of the
Landau—Migdal interaction.

(ii) An attempt can be made to describe the effect
of fragmentation of giant resonances strongly coupled
to a single-particle continuum in terms of the imagi-
nary part of a realistic potential for nucleons (that is,
without employing free parameters). An attempt at
implementing this possibility in describing the frag-
mentation width of an isobaric analogous resonance
(this width is controlled by the so-called effect of

PHYSICS OF ATOMIC NUCLEI

external Coulomb mixing) proved to be successful
in[33].

(ili) The method proposed in Migdal’s mono-
graph [17] for self-consistently calculating the iso-
scalar component Up(r) of the mean field seems
implementable through taking into account the “dif-
ferential” condition of the translational invariance of
the model,

ar Mg
where the strength of the isoscalar component of the
interaction in (3) is chosen in the form of a functional
of the nucleon density (2). Should this method be
successfully realized, the number of phenomenolog-

ical parameters in the model will be reduced consid-
erably.

(28)
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Abstract—A method for calculating the potential energy of a dinuclear system evolving along the charge-
asymmetry coordinate is analyzed. It is shown that the shape of the potential is determined primarily by
the dependence of the proton separation energy on the mass and the charge number of nuclei that form the
dinuclear system and by the concerted effect of the Coulomb fields of these nuclei on the single-particle

motion of constituent nucleons. © 2003 MAIK “Nauka/Interperiodica”.

The article is dedicated to the 80th anniversary
of the birth of Academician S.T. Belyaev, who made
an outstanding contribution to the development of
nuclear physics. His scientific publications are char-
acterized by the presence of a brilliant idea and by the
clarity and elegance of the exposition. Many people,
including myself, benefited greatly from his studies.

Investigation of the evolution of a massive nuclear
system featuring a large number of degrees of freedom
is an important and interesting problem, which, at the
same time, is very difficult. First, it is necessary to
single out the most significant collective variables in
terms of which one would describe this evolution pro-
cess. These variables may be weakly coupled to other
degrees of freedom, but, most often, this coupling is
rather strong. In the latter case, the choice of col-
lective variables is additionally motivated by the pos-
sibility of obtaining experimental information about
their variation; at the same time, changes in other
characteristics of the system cannot be determined
from data. For example, collisions of rather fast nuclei
produce a dinuclear system of high excitation energy,
at which the level density in this system is so high
that it is impossible to pinpoint a specific quantum-
mechanical final state.

Upon choosing dynamical variables for describing
the evolution of the system, it is necessary to derive
equations that would govern the time variation of
these variables. Depending on the character of the
problem, different approaches can be applied: from
solving the Schrodinger equation for the wave func-
tion of the system [1] to determining the distribution
with respect to the collective variables under consid-
eration in solving a kinetic equation [2]. In all of these
cases, we are dealing with the configuration space
spanned by these collective variables, the dynamical

“e-mail: jolos@thsuni.jinr.ru

equations in question describing the evolution of the
system in this space. Changes in the collective vari-
ables are due to the changes that a variation of the
collective-variable-dependent mean field induces in
the character of motion of individual nucleons. Thus,
both the potential as a function of collective variables
and the tensor of inertia are effective characteristics
that reflect complicated variations in the system as
it moves from one point of the configuration space
of collective variables to another. The positions of
the minima, barriers, saddle points, and valleys of
the potential surface are the most important features
that determine the behavior of a complex multipar-
ticle system. Therefore, it is useful to understand
their origin by considering the problem within various
approaches. Here, we will consider the problem of
determining the potential on the basis of off-diagonal
matrix elements of the Hamiltonian [3]. We will an-
alyze the behavior of the system whose formation in
the collision of two heavy nuclei is followed by the
evolution toward an equilibrium state. In such a sys-
tem, collective variables are strongly coupled to the
internal motion of nucleons. Within a macroscopic
description, the averaged effect of this coupling can
be expressed in terms of the friction tensor, while
fluctuations may be treated, for example, in terms of
random forces in the Langevin equation [4].

We will describe the motion of nucleons in inter-
acting nuclei by means of the single-particle time-
dependent Hamiltonian [5]

A 2
ﬁ(t)_Z(—h—Ai (1

: 2m
=1

~

+Up(r; — R(t)) + UT(ri)>7

where the subscripts P and T refer to the projec-
tile ion and the target nucleus, respectively; R(t) is

1063-7788/03/6610-1897$24.00 © 2003 MAIK “Nauka/Interperiodica”
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the time-dependent distance between the centers of
mass of the interacting nuclei; and Up and Ur are
the single-particle potentials of the projectile ion and
the target nucleus, these potentials including both
nuclear and Coulomb fields. In order to write the
Hamiltonian in the second-quantization representa-
tion, we must fix a single-particle basis. We will con-
struct it from the asymptotic wave functions for the
noninteracting nuclei being considered: |P) for the
projectile ion and |T") for the target nucleus. This is
an asymptotic basis. The corresponding basis vectors
are orthogonal to one another only if R(¢) — oo. In
case of a weak overlap of nuclei, it is convenient to
use the basis specified as

|P) = |P) — = Z [ T)(T|P), (2)

) =11y 3 IR @)
P

For this basis, the orthogonality condition is sat-
isfied to second-order terms in the overlap integral
|P)(T|. In the second-quantization representation,
the Hamiltonian in (1) assumes the form

H(t)=Hy+V, (4)
I:IO—Z (R aPap—i—ZeT aTaT,
P
(5)
=Y xpr (R(E) apap (6)
P£P!
+ Z xrr (R(t)) apaz
TAT
+> ger (R(1)) (apar + afap).
PT

The last term in the expression for V is responsible for
transitions of nucleons between the two nuclei. The
following notation is used in Egs. (5) and (6):

ép (R(1)) = ep + (P|Ur|P), (7)
ér (R(t)) = er + (T'|Up|T), (8)
xpp (R(t)) = (P|Ur| "), (9)
xrr (R(t)) = (T|Up|T'), (10)

gor (R(1) = S (PIUp + UrlT). (1)

In Egs. (7) and (8), ep are the single-particle ener-
gies of the noninteracting nuclei in question.
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[t is clear from (2) and (3) that the functions of the
single-particle basis are time-dependent. Therefore,
the creation and annihilation operators aJ]g(T) and
ap(ry are also time-dependent, but this dependence
affects the results only in the second order in the over-
lap integral (P|T'). Hereafter, we disregard second-
order effects, as we have already done this in deriving
Egs. (7)—(11).

A state of the dinuclear system formed in the colli-
sion of two nuclei can be characterized by the total
energy (it is an integral of the motion) and by the
charge asymmetry Z, which is a collective variable.
We can take the charge of the light nucleus for Z. We
also introduce a set of additional quantum numbers n
in order to distinguish between states of the dinuclear
system that correspond to a fixed value of Z. For n,
we can take the numbers of holes and particles in the
clusters that form the dinuclear system. Obviously,
there are many states in which values of Z and n
take the same values, so that these quantum num-
bers characterize a macroscopic cell in configuration
space rather than an individual microscopic state of
the system.

Let us assume that the kinetic approach is ap-
plicable to describing multinucleon-transfer pro-
cesses [6] and that the quantity Pz (n,t) character-
izes the probability of finding the system at a time
instant ¢ in the macroscopic configuration-space cell
characterized by the quantum numbers Z and n. The
probability Pz (n,t) satisfies the equation

d
L)~ S NZZl) (12)
Z/n/
X (Pz/(n/,t) — Pz(n,t)) ’

where A(Z,n|Z’,n’) is the microscopic transition
probability [A\(Z,n|Z',n") = XN(Z',n/|Z,n)].

The microscopic transition probabilities are ex-
pressed in terms of the Hamiltonian as

XN Z,n|Z'\n) (13)
. AL 2
= |(ZnlT exp —% / H()dt' | |2, n')

t

The characteristic time At must exceed the relaxation
time of the nuclear mean field (about 10722 s). The
vector | Z, n) is the wave packet formed by the vectors
of states belonging to the same macroscopic cell.
We also assume that At is significantly less than
2rnh/AE, where AE is the scatter of the energies
of states belonging to the same macroscopic cell.
Through this assumption, we introduce one averaged
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energy EZ that characterizes a macroscopic cell; that
is, we assume that

Ho|Z,n) = E}/|Z,n). (14)
[f V is small, we arrive at
N2Z,n|Z' \n') = (Z,n|V|Z' ) (15)

At(EZ — EZ) e 7 7o

As was mentioned above, the occupation numbers
of single-particle states are taken for the quantum
numbers n and n’. From the single-particle nature of

the interaction V, it follows that A(Z,n|Z’,n’) does
not vanish only if the quantum numbers n and n’ differ
by one particle—hole pair. In this case, the difference
of the configuration energies reduces to the difference
of the energies of single-particle states coupled by the
interaction V. In what follows, we will not consider
that part of V which is responsible for the excitation
of nuclei without nucleon transfer, taking it effectively
into account by introducing temperature. The relation
7' = Z 4+ 1 then holds, and we obtain

XNZ,n|Z +1,n") ZgPTn]ZDJrl" (16)
x (1 —nZF " ypZnq — nZm
y [Sm At - e%)} / (At(e% P>) |
NZn|Z —1,n thPT 7
x (1= nf ™" )n Z’"(l—nzv">

. [ At(egh— Pq / (At(e% &)’ ) |

In the last two equations, the occupation numbers
np and np are equal to zero or unity, because, for
the n and n’ configurations, we chose states where
the occupation numbers of single-particle states are
fixed.

We assume that the equilibrium distribution with
respect to n at given Z is established within a time
that is significantly shorter than the time within which
the charge asymmetry Z changes. Since we are in-
terested only in the time intervals of Z variation, we
assume that Py (n,t) can be represented in the form

Pz(n,t) = Pz(t)®z(n), (18)
where )" ®z(n) =1. Substituting (18) into (12)
and performing summation over n, we obtain

dPy(t _
20 _ AG) Prat) + AS, Py ()

(19)
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= (a4 A7) Py,
where
_ 2 "
A(Z ) = ﬁ Zgl%T <Z q)Z(n, nZ n? )>
P,T n’
(20)

(R (),

2 Zm' Zm'
" h ZQI%T <Z z(n)nz" (1 —np ))
P,T n’

(21)

" <sin At(egh— 65)) /<At(6T2;L 2’ )

In the expression

Zn
Z ¢z(n nT(P nP(T)) (22)

averaging is performed over all shell configurations
of given charge asymmetry Z and given excitation
energy. It is natural to assume that the sum in (22)
can be expressed in terms of the temperature (Fer-
mi) occupation numbers taken at the temperature 7
corresponding to the excitation energy of the system;

that is,
> ez (n)ngpy (1 = npip)

= nfp)(7)(1

(23)

- ”JZD(T) (7))

Equation (19) has a time-independent solution.
Equating the left-hand side of Eq. (19) to zero,
we obtain the condition of the existence of a time-
independent solution:

A Py =AY Py, (24)
AG) Py = AP, (25)

Both these relations are equivalent to
Pz1/Pyz = /Az+1 (26)

For t — oo, the probability Pz(t) tends to a time-
independent  limit that is proportional to
exp(—U(Z)/7), where U(Z) is the mean value of
the Hamiltonian in a state of charge asymmetry Z.
Substituting this result into (26), we obtain

AC) /A = exp (U(Z + 13 - U(Z)) @
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Potential U(Z) calculated according to (28) and (36) for
the system characterized by Zi,ta = 108 and Ajoa = 272.
The temperature 7 is set to 1 MeV.

This expression leads to the following iterative proce-
dure for calculating U(Z):

A(;)l

A(+)

Using relations (20) and (21) and assuming that At
is small, we arrive at

U(Z+1)=UZ )-l—Tln( (28)

A(221 _ ZPT gPTnP+1(1 - ”%H) (29)
A(Z+) Y pr9prni (1 —nf)

To calculate this relation, we employ, for the matrix
elements, the approximation
= gpex —LP —érl
gpT = go €Xp A )

A = 8—10 MeV,

which proved to be quite successful in calculating
the charge distributions of products originating from
multinucleon-transfer reactions [5].

Let us consider the sum in the numerator on the
right-hand side of (29),

Z gBynZi(1

(The sum in the denominator can be calculated in a
similar way.) With the aid of (30), expression (31) can
be recast into the form

ngTst“ ngtt) = /deexp( 2A) g7t (e),
(32)

(30)

—nZth). (31)

where
g7 (e) = 0(e — (ér — ép))nBT (1 — nZtY) (33)

is the density of particle—hole states. With allowance
for the Coulomb interaction of nuclei that form the
dinuclear system, we have

(Zy — Zp)e?

U6

EP—ETZGP—eT-F
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where Zp(p) is the target (projectile) charges, ez(p)
stands for the single-particle energies of the non-
interacting target (projectile), and R is the distance
between the centers of the interacting nuclei. It is
clear from (34) that the Coulomb interaction shifts
significantly the single-particle energies of the light-
nucleus protons upward with respect to those of the
heavy-nucleus protons. This shift becomes greater
with increasing charge asymmetry in the dinuclear
system. We will also see that this has a pronounced
effect on the shape of U(Z).

We will use a linear approximation for the density
of particle—hole excitations. In this case, we have, for
example,

g* ) = ( AR -ATTE(35)
(Zr = ZpP)e\ z41 z41
+ R go,lt go,JTr .
Here, )\IZJZLTI) is the proton separation energy in the nu-

clei of the dinuclear system having the charge asym-

metry Z +1, while gf7' = AZ* /14 MeV~! and

QOZEFl = AZ*1 /14 MeV~!, where AIZ)erl) is the mass

number of the projectile (target) at the specific charge
asymmetry Z + 1. The use of a linear approximation
for the density of the particle—hole states means that,
of all shell effects, we retain only the charge- and the
mass-number dependence of the proton separation
energy, since a linear approximation follows from the
assumption that the single-particle states are located
equidistantly. However, the calculations performed
in [5] for the charge and mass distributions of the
products originating from multinucleon-transfer re-
actions showed that the effects due to the variations
of the nucleon separation energy with Z and A are
dominant.

Using (35), we obtain

A(Zle _ AZHL pZ+1 (36)
A(Z+) AZAZ
2

) exp <_K’X]%7—tl‘> + A)(Z-i-l@()(Z-l-l)

2 4
exp (- X1XFp| ) + 5 XEO(XEy)

where
Zr — 2
Xt = g g LIRS
Zr — Zp)e?
eV Y L JUCSE Y

R )
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and ©(X2Z+") is a Heaviside theta function. Substi-

tuting (36) into (28), we arrive at a difference equation
for calculating the potential U(Z). It is clear from
(36)—(38) that the shape of the potential U(Z) is
determined by the proton separation energies in the
interacting nuclei and especially by the shift of the
single-particle proton levels that is induced by the
Coulomb potential of the partner nucleus. In other
words, the shape of the potential U(Z) is determined

by the Z dependence of the quantity X2+' (37). The

present calculations reveal that, at small Z, Xg;fl is

predominantly positive, which leads to the growth of
U(Z) with increasing Z. As Z increases further, the
role of the Coulomb term in (37) becomes less pro-
nounced, X4 4" changes sign, and U(Z) decreases.
This is the way in which the potential U(Z) develops
a barrier.

The figure displays the results of the calculation
for U(Z). It is clear from the figure that the potential
has a maximum at Z = 16, which is known in the lit-
erature as the Businaro—Gallone maximum. Behind
this maximum, U(Z) decreases as the charge number
increases to Z = 26, whereupon it again slightly in-
creases, forming a rather broad maximum followed by
an abrupt decrease within the range between Z = 44
and 54.

Thus, we have reconstructed the potential for the
problem being considered, relying on the probabil-
ity of the transitions from one point of configuration
space (in our case, the one-dimensional space gen-
erated by the coordinate Z) to another and calculat-
ing this probability on the basis of the microscopic
Hamiltonian. At small Z, the strong Coulomb field
of the heavy nucleus shifts the single-particle proton
levels of the light nucleus upward with respect to
the single-particle proton levels of the heavy nucleus.
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Therefore, the probabilities of proton transfers from
the light to the heavy nucleus exceed the probabilities
of inverse transfers at small Z. This behavior of the
proton-transfer probabilities is reflected in the growth
of U(Z) with increasing Z at small Z. As Z increases
further, the effects of the Coulomb potentials of nuclei
begin to compensate each other, with the result that
the probability of proton transfer from the heavy to
the light nucleus becomes greater than the probability
of inverse transfer, in which case the potential U(Z)
decreases with increasing Z. In this way, the potential
U(Z) develops a barrier, which a dinuclear system
must overcome in the course of its evolution—for ex-
ample, from a symmetric initial state to a significantly
asymmetric final state.
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Abstract—The properties of two forms of the gradient expanded Kadanoff—Baym equations, i.e., the
Kadanofi—Baym and Botermans—Malfliet forms, suitable for describing the transport dynamics of particles
and resonances with broad spectral widths, are discussed in context of conservation laws, the definition of a
kinetic entropy, and the possibility of numerical realization. Recent results on exact conservations of charge
and energy—momentum within Kadanoff—Baym form of quantum kinetics based on local coupling schemes
are extended to two cases relevant in many applications. These concern the interaction via a finite-range
potential and, relevant in nuclear and hadron physics, e.g., for the pion—nucleon interaction, the case of

derivative coupling. © 2003 MAIK “Nauka/Interperiodica”.

1. INTRODUCTION

Ever since L. Boltzmann suggested his famous
kinetic equation, the field of non-equilibrium physics
and stochastic processes has grown tremendously,
expanding in various directions. The interactions
among particles driven by mean fields were included,
quasiparticles were introduced in order to include
much of the medium effects, the kinematics was
extended to the relativistic case, and ultimately the-
oretical foundations of the transport equation were
given from an underlying quantum many-body or
field theory. In this line of achievements also stands
the work of Budker and Belyaev, who demonstrated
the Lorentz invariance of the relativistic distribu-
tion function and derived relativistic Fokker—Planck
kinetic equation [1]. The work entered into many
textbooks and found numerous applications in atomic
physics and electron—positron plasma. Presently, the
relativistic transport concepts are a conventional tool
to analyze the dynamics of dense and highly excited
matter produced in relativistic heavy-ion collisions.

Along with semiphenomenological extensions,
great progress was achieved in microscopic founda-
tion of the kinetic theory, which is mainly associated
with the names of Bogolyubov, Born, Green, Kirk-
wood, Yvon, and Zubarev. The appropriate frame-
work for describing non-equilibrium processes within

*This article was submitted by the authors in English.

DRussian Research Centre Kurchatov Institute, pl. Kurchato-
va 1, Moscow, 123182 Russia; e-mail: V. Ivanov@gsi.de

YMoscow Institute for Physics and  Engineering,
Kashirskoe sh. 31, Moscow, 115409 Russia; e-mail:
D.Voskresensky@gsi.de

“e-mail: J.Knollegsi.de

the real-time formalism of quantum-field theory
was developed by Schwinger, Kadanoff, Baym, and
Keldysh [2—4]. This formalism allows extensions of
the kinetic picture beyond conventional approxima-
tions (like the quasiparticle one) and has found now
numerous applications in many domains of physics.

The interest in transport descriptions of heavy-
ion collisions beyond the quasiparticle approximation
was initiated by Danielewicz [5], using the gradient
expanded Kadanofi—Baym (KB) equations. These at-
tempts have recently been revived [6—13] in order to
properly describe the transport properties of broad
resonances (like the p meson and A isobar). In a
dense environment, a stable particle also acquires a
considerable width because of collisional broaden-
ing. A proper dynamical treatment of their widths in
a dense nuclear medium within transport theoreti-
cal concepts is still a challenging problem. Trans-
port approaches for treating such off-shell dynamics
were proposed in [7—13]. They all were based on the
KB equations [3, 14], which describe the nonequi-
librium quantum evolution at the truncation level of
the Schwinger—Dyson equation. Expanded up to the
first spacetime gradients, the KB equations provide
transport equations for the one-body phase-space
distribution functions with a collision term and Pois-
son bracket terms arising from the first-order gradient
terms. Presently, two slightly different forms of the
gradient-expanded KB equations are used: the origi-
nal KB form [3], as follows right after the gradient ex-
pansion without any further approximations, and the
Botermans—Malfliet (BM) one [15], which is derived
from the KB form by omitting certain second-order
spacetime gradient corrections.

In this paper, we would like to compare these two
forms of “quantum” kinetic equations and discuss
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their advantages and disadvantages from the point
of view of their conserving properties, the possibil-
ity of numerical realization, etc. (Section 2). Tech-
nical details on the conserving properties are de-
ferred to Appendices B—D, since they illustrate some
of the general consideration of [10] together with
some extensions to cases particularly relevant in nu-
clear physics. Appendix C treats nonrelativistic nu-
cleon—nucleon interactions via a potential of finite
range. The derivative coupling is considered in Ap-
pendix D using the example of P-wave pion—nucleon
interaction. In Section 3, we supplement some con-
siderations about the construction of a kinetic en-
tropy within these two transport schemes. To make
the paper self-contained, we summarize the time-
contour matrix notation in Appendix A and introduce
the ®@-functional formalism for derivative coupling in
Appendix B. A summary is given in Section 4.

2. OFF-SHELL KADANDFF—-BAYM
AND BOTERMANS—MALFLIET KINETICS

In this section, we summarize the formulation of
the off-shell kinetic equations in two different forms:

2

-1 o p2 —m
Gy (p) = {po — p?/(2m)

For a complete definition, Eq. (1) has to be supple-
mented with further equations, e.g., for the retarded
Green’s function together with the retarded relations
(A.6). In addition to these equations, the exact set
of KB equations also includes the prototype of the
mass-shell equation, which we also discuss below. If
a system under consideration is only slightly spatially
inhomogeneous and slowly evolving in time, a good
approximation is provided by an expansion up to first
order in spacetime gradients. Then, the main problem
to arrive at a proper kinetic equation consists in ac-
curately disentangling the rather complicated right-
hand side of Eq. (1). This problem in the context of
conserving approximations will be addressed here.

A. ®-Derivable Approximations

In actual calculations, one has to use certain
approximations or truncation schemes to the ex-
act nonequilibrium theory, which make conserving
properties (such as charge and energy—momentum
conservations) and thermodynamic consistency of
the transport theory not evident. It was shown [8,
16, 17] that there exists a class of self-consistent
approximations, called ®-derivable approximations,
which are conserving at the expectation value level
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in the KB form, i.e., as follows right after the gradient
expansion of the exact KB equations, and in the BM
form [15], which differs from the KB form only in the
second order of the gradient expansion. We assume
that the reader is familiar with the real-time formula-
tion of nonequilibrium many-body theory and use the
contour matrix notation, detailed in Appendix A.

The starting point of all considerations is the
set of KB equations which express the spacetime
changes of the Wigner transformed correlation func-
tion iG~T(X,p) in terms of the real-time contour
convolution of the self-energy ¥ with the Green’s
function G. We give the kinetic equation in compact
notation [cf. below Eq. (A.4)]:

v diG (X, p) = [E0G-GeXy, (1)

o
8}% GO (p)7

with o* =

where Gy ! (p) is the Fourier transform of the inverse
free Green’s function:

for relativistic bosons

(2)

for nonrelativistic fermions or bosons.

and at the same time thermodynamically consistent,
i.e., they provide true Noether currents and a con-
served energy—momentum tensor. In these schemes,
the self-consistent self-energies are generated from
a functional ®[G] through the following variational
procedure [8]:

_ _ 0i®P[G]
—iZi(X,p) = jFW(X’p) (3)
" 2 forreal fields, ik e {—+).
1 for complex fields,

The functional ®[G] specifies the truncation scheme.
[t consists of a set of properly chosen closed two-
particle irreducible diagrams, where lines denote the
self-consistent propagator GG, while vertices are bare.
The functional variation with respect to G diagram-
matically implies an opening of a propagator line of ®.

Particular examples of ®-derivable approxima-
tions can be found in Appendices C and D, which
consider applications of the general formalism to
cases important in nuclear physics. The treatment
of the pion—nucleon derivative coupling in Ap-
pendix D requires the corresponding extension of the
®-derivable formalism, which has not been done up
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to now. Therefore, in Appendix B, we perform such
an extension and derive the relevant modifications
of the variational rules and the ensuing additional
terms in the current and energy—momentum tensor
expressions.

The conserving properties of these approximations
are exact at the level of KB Egs. (1), while after the
expansion up to the first spacetime gradients they are
generally expected to be only approximately fulfilled.

B. Physical Notation

[t is helpful to eliminate the imaginary factors in-
herent in the standard Green’s function formulation
and introduce quantities that are real and, in the
quasi-homogeneous limit, positive, with clear phys-
ical meaning, thereby. Thus, instead of Green’s func-
tions G (X, p) and self-energies ¥ (X, p) withi,j €
{—+} (see Appendix A)in the Wigner representation,
we use the kinetic notation of [8]. We define?)

F(X,p) = A(X,p)f(X,p) = (F)iG~H(X,p), (4)
F(X,p) = AX,p)[1 F f(X,p)] = iG"(X,p)
for the generalized Wigner functions F and F and the
corresponding four-phase-space distribution func-

tions f(X,p) and Fermi/Bose factors [1 F f(X,p)].
Here,

AX,p) = 2ImGE(X,p)=F+F  (5)

is the spectral function, and G¥ is the retarded prop-
agator. The spectral function satisfies the sum rule

[d
/%A(X, p) = 1 for nonrelativistic particles, (6)
T
0
/ ?poA(X, p) = 1 for relativistic bosons, (7)
s
which follows from the canonical equal-time

(anti)commutation relations for (fermionic) bosonic
field operators. Likewise, the gain and loss rates of
the collision integral are defined as

(X, p) = Fi%~H(X,p), (8)
I(X,p) =% (X, p)
with the damping width

(X, p) = —2ImEF(X, p) = TY(X, p) £ T™(X, p),
9)

where X is the retarded self-energy.

Here and below, the upper sign corresponds to fermions,
while the lower sign corresponds to bosons.
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In terms of the above kinetic notation, the gradient-
expanded KB equations are reduced to equations for
four real quantities: two equations for the real and
imaginary parts of the retarded Green’s function,
while there are two equations for the phase-space
occupation F: the KB kinetic equation and the pro-
totype “mass-shell equation.” The latter doubling of
equations reflects the well-known redundancy of the
KB equations. Before the gradient expansion, both
equations are completely identical. However, after the
gradient expansion, their interrelation is no longer
obvious and deserves special care (see below).

The equations for the retarded propagator in first-

order gradient approximation can be immediately
solved with the result [3, 15]

- 1
G T M(X,p) +il(X,p)/2 )
- I'(X,p)
- A(X,p) M2A(X p)+F2())((,13)/4
, D
ReGR(X,p) = M2(X,p) +T2(X,p)/4’

with the “mass” function
M(X,p) = Gy (p) — ReXP(X,p).  (11)

Although solution (10) is simply algebraic, it is valid
up to first-order gradients.

C. Kadanoff—Baym Form

In terms of the above notation, the KB kinetic
equation for F in the first-order gradient approxima-
tion takes the form

DF(X,p) — {T'" ReG"} = C(X,p).  (12)

We denote this as the quantum transport equation

in the KB choice.*) Here, the differential drift operator
is defined as

OReXF OReXE 0
D= ——— ) 0 1
and {...,...} denotes the four-dimensional Poisson
bracket,
of 0p  Of 9¢
X X = ——— - — (14
{F(Xop)e(Xop)} = 500 X, ~ 9X7 op, (14)

in covariant notation. Please note that, now, after
the gradient approximation, all quantities on the left-
hand side are to be taken in the local approximation,
i.e., void of any further gradient terms. Thus, the
occurring self-energies are obtained from evaluating

YIf the system consists of several different particle species,
there is a set of coupled kinetic equations corresponding to
each species (e.g., see Appendix D).
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the diagrams as in the momentum representation
with the coordinates X of all Green’s functions kept
identical. The right-hand side specifies the collision

term®)

C(X,p) =T"(X,p)F(X,p) — FO“t(X,p)F(X,%?I)B)

If the diagrams for the self-energy contain internal
vertices, which give rise to memory or nonlocal ef-
fects, the gain and loss rates contain additional gradi-
ent terms, which have to be constructed, e.g., accord-
ing to the rules given in [10]. The resulting local part
of the collision term is charge (e.g., the baryonic num-
ber) and energy—momentum conserving by itself:

d4p (& loc
tr/ Cc°t =0.
(2m)* <pu>

Here and below, e denotes the elementary charge,
while tr implies the sum over all possible internal de-
grees of freedom, like spin, and over possible particle
species. We do not explicitly introduce the particle-
species label to avoid overcomplication of equations.
In terms of a local functional ®'°¢, the explicit form of
the local collision term is

5,L'(I)10C
 6F(X,p)

(16)

5 5,L'(I)10C
F(X,p) — mF(X,P)
(17)

[cf. Eq. (3)]. In this paper, we limit the considerations
to cases void of memory effects in this collision term.
The latter effects were studied in [8].

Relation (16) permits us to derive the current

C(X, p)

" d'p [ .
]KB—ef[(X) = etr Gn) v F(X,p) (18)
+ ReERa—F - ReGR8F ]
Opy Opy

of a charge e (e.g., the baryonic one) from the KB
kinetic equation (12), which is conserved:

Onicp-eit(X) = 0.

Note that this current formally differs from the true
Noether current

(19)

4

. d*p .
JH(X) = etr / W@“F(X, P) + J{gen X)),

which follows right from the operator expression for
this quantity (cf. [8] and Appendix B). The addi-
tional term j(’éer> appears only in the case of derivative
coupling [see Eq. (B.19)]. In view of the gradient
approximation employed, one could generally expect

(20)

»See an example in Eq. (C.3).
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both currents to differ beyond the validity range of the
gradient approximation. However, as demonstrated in
detail in [10], these two currents are exactly equal
for ®-derivable approximations if a consistent gra-
dient expansion is performed also in the gain and
loss rates (8) of the collision term (15). In this case,
the exact conservation of the Noether current results
from the corresponding invariance of the ® functional
{Eq.(6.9)in[17]}, which survives the gradient expan-
sion:

etr/ % [{Rex, F} (21)

_ {RQGR’ Fm} + C] = ;Lj{fjer)'

The latter relation is written for the general case of
memory or nonlocal effects included in C. If such
effects in C' are absent, the collision term drops out
of Eq. (21) according to Eq. (16).

Within ®-derivable approximations, also the con-
servation of energy—momentum can be established
for local (pointlike) couplings providing a local en-
ergy—momentum tensor. The p”-weighted 4-mo-
mentum integral of the KB kinetic equation leads to

the following consistency relation [8]):

. 1
B} . { [
a (gpo _ gll’l ) — 6ug(der) - tr <§)nb <22)

v 74 .
< [ ot (RSP} — {ReGR. T} + €]

which is again exact after the gradient expansion,
as shown in [10] (see also Appendices C and D). It
implies that the Noether energy—momentum tensor

OM(X) =tr (%)n‘b/ (;;1;4 vhpY F(X,p)

4+ g;w (5111‘[ . 5p0t> + g(lijzr)

(23)

is exactly conserved by the kinetic equation (12)

0,0 (X) = 0. (24)
Here, potential energy density £P°'(X), which a probe
particle with Wigner density F(X,p) would experi-
ence due to the interaction with all other particles in
the system, is

1 4 .
E"Y(X) = tr (-) / d P [ReSAF + ReGRI'™) .

2).J (2m) (25)

®Here, in compliance with Eq. (3), we define the factor
1 {1/2 for neutral bosons (real fields)

2nb 1 else.
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The interaction energy density £M™(X) specifies that
part of the total energy density which is due to inter-
actions. In simple cases, it relates to £P°' by a simple
counting factor, namely, if all the interaction vertices
of a theory have the same number n; of lines attached
to them

gint(X) _ nzngt(X).
l

(26)

In particular, for two-body interactions, one has n; =

) 1
4 and thus &Nt = §€P°t, while for the fermion—boson

. 2
interaction n; = 3, which results in &M = 559(”. In

Appendices C and D, we discuss cases of this type.
The additional term £l appears in Eq. (23) only in

the case of derivative coupling [cf. Eq. (B.18)].

The considerations given above summarize the
results of [10], which are quite general. However,
they are restricted to local (pointlike) interactions and
are void of derivative couplings. This excludes two
important cases relevant to many areas in physics,
nuclear physics in particular. These are the cases
of interaction mediated by finite-range nonrelativistic
potentials and of derivative couplings like the P-wave
pion—nucleon interaction. Since the considerations
are rather technical, they are exemplified in Appen-
dices C and D. There, the results of [10] are gener-
alized, proving that, also in these cases, conserved
currents and expressions for a conserved total energy
and total momentum can be constructed. These two
appendices also provide further illustrations of the
discussion given in the present section.

The conserving feature is especially important for
devising numerical simulation codes based on this
kinetic equation. Indeed, if a test-particle method is
used, one should be sure that the number of test par-
ticles is conserved exactly rather than approximately.
For a direct application of this method, however, there
is a particular problem with the KB kinetic equation.
In the test-particle method, the distribution functions
are represented by an ensemble of test particles as
follows:

F(X,p) ~ Y 63 (X = X(T)) 6% (p - pi(T))
Z (27)

where the ¢ sum runs over test particles. Then, the
DF term in Eq. (12) just corresponds to the classi-
cal motion of these test particles subjected to forces
inferred from ReX%, while the collision term C' gives
a stochastic change of test-particles’ momenta, when
their trajectories “cross.” The additional term, i.e., the
Poisson bracket term {T'", ReG®}, spoils this sim-
plistic picture, since derivatives acting on the distri-
bution function F appear here only indirectly. Namely,
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they are encoded through derivatives of I'". This term
is responsible for backflow effects, which restore the
Noether current to be the conserved one. However,
such backflow phenomena are difficult to absorb into
test particles, since they describe the response of the
medium to the motion of the charges. In order to
conserve the number of test particles between sub-
sequent collisions, one would have to unite the addi-
tional term {I'", ReG} with the drift term DF even
in the simplest case, when the collision term is charge
conserving by itself [see Eq. (16)] and derivative cur-
rents vanish, j(‘fier) = 0. However, the interpretation

of the additional term {I'", ReG®} causes problems
within this picture, since it is not just proportional to
the same ¢ functions as in Eq. (27) and thus cannot
be included in the collisionless propagation of test
particles. This problem, of course, does not prevent
a direct solution of the kinetic equation. For example,
one can apply well-developed lattice methods, which
are, however, much more complicated and time con-
suming as compared to the test-particle approach.

Within the same approximation level, the set of

Dyson equations for Green’s functions G% (X, p) pro-
vides us with an alternative equation for F,

MF — ReGlD'" = i ({r,F}—{T™ A}), (28)

which is called the mass-shell equation, since in
the quasiparticle limit it provides the mass condition
M = 0. This equation coincides with the kinetic
one (12) only within the first-order gradient approx-
imation [8, 11, 12, 15], while both equations are
exactly identical before the gradient expansion. In
view of this still remaining difference, the practical
recipe is to forget about the mass-shell equation (28),
since the retarded Eq. (10) determines the spectral
distribution, and to treat Eq. (12) as a proper quantum
kinetic equation. Still, this is an ambiguous recipe,
which historically was one of the motivations to pro-
ceed to the Botermans—Malfliet form of the quantum
kinetic equation.

D. Botermans—Malfliet Form

As can be seen from the mass-shell Eq. (28) and
Eq. (12) [8, 11, 12, 15], the gain rate T'" departs
from FT'/A only by corrections of first order in the
gradients:

' =TF/A+ O(dx) (29)

(in equilibrium, both equate to each another). This
fact permits one to substitute the right-hand side
estimate for T'" in any of the gradient terms, i.e.,
in the Poisson-bracketed terms of Egs. (12) and
(28), and neglect the correction O(9dx), as it already
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leads to terms of second order in the gradients. Upon
this substitution, first proposed by Botermans and
Malfliet [15], one arrives at the following form of the
kinetic and mass-shell equations:

prexs) - {rfreem |~ coe, o)

o Rin_l . E
MF — ReGET _4({F,F} {A,A}>,

(31)

which are already exactly identical, as they were be-
fore the gradient expansion, and still equivalent to
those in the KB form within the first-order gradi-
ent approximation. The so-obtained Eq. (30) will be
called the quantum kinetic equation in BM choice.
This equation exactly conserves the following effec-
tive current:

" d'p [ .
Tpmoei(X) = etr 2ot | F(X,p) (32)
+ ReERa_F _ ReGRM} ,
6pu 6pu

which differs from the Noether current j# in terms
of the order of O(0x), provided a ®-derivable ap-
proximation is used for self-energies. All the prop-
erties of the KB-choice kinetic equation within a
®-derivable approximation also transcribe to Eq. (30)
in the BM choice through the substitution I'" =
I'F/Ain Egs. (21), (22), and (25). This substitution,
however, touches the accuracy of those relations. For
instance, the conservation laws of the Noether cur-
rents (20) and the energy—momentum tensor (23)
are then only approximately fulfilled together with the
corresponding consistency relations (21) and (22),
which now appear as
d*p

—{ReG".TF/A} + C] = Qi

(33)

: 1
v (EPL — &MY — 9, EM  ~ tr (-) (34)
( ) #7(der) 2 n.b

< /?;f;f [{ReER,F} - {ReGR,%} +C} ,

respectively, and hold only up to first-order gradients.

The effective BM current (32) was used by Le-
upold [12] as a basis for the construction of a test-
particle ansatz for the nonrelativistic case. In this
case, the additional term {I'F//A, ReG} in the BM
kinetic equation (30)is expressed in terms of the same
distribution function as the drift term DF'. Therefore,
one can unify these terms to construct equations of
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motion for test particles, which provide exact conser-
vation of jy .- To automatically fulfill this effective-
current conservation, the test-particle ansatz is intro-
duced for the combination

1 ORex M or

~ Z 5B (X = X4(T)) 6W (p — pi(T))

rather than for the distribution function itself. Note
that the energy p?(T) of the test particle is a free
coordinate, not restricted by a mass-shell condition.
Cassing and Juchem [11] extended this test-particle
ansatz to the relativistic case. The equations of
motion for the test particle, which follow from this
ansatz, in particular, give the time evolution of the
off-shellness of a test particle[11, 12]

dM M dT

dI T dT’
the origin of which can be traced back to the ad-
ditional term {I'F/A,ReG®} in the BM Kinetic
Eq. (30). Here, M is the mass of the test particle
relative to its on-shell value [see Eq. (11)], and this
equation of motion implies that, once the width drops

in time, the particles are driven towards the on-
shell mass M = 0. This clarifies the meaning of the

additional term {I'F//A,ReG"} in the off-shell BM

transport: it provides the time evolution of the off-
shellness.

(36)

3. ENTROPY

Another important feature of the kinetic descrip-
tion is the approach to thermal equilibrium during
evolution of a closed system. In terms of transport
theory, the sufficient (while not necessary!) condition
of it is the existence of an H theorem. Leaving aside
all complications associated with nonlocal effects in
the collision term and possible lack of positive defi-
niteness of the transition rates, discussed in [8], we
confine our consideration to simple approximations
[cf. (C.1)]. As demonstrated in [8], in the BM ap-
proximation to the quantum kinetic Eq. (30), the H
theorem can indeed be formulated:

st (X) = tr/ d'p mEc‘OC(X ) >0, (37)
1SpM = ent ' F p) =Y,

where the quantity

d*p ORexft
T el B
= g (= %5)

_ F
x <:FFln— - Flnz> — ReGE

(38)

&S]

A
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obtained from the left-hand side of the BM kinetic
Eq. (30) is interpreted as an entropy flow for the BM
choice. For the ®-derivable approximation (C.1), the
right-hand side of relation (37) takes the following
form:

tr / (;ljf; I %CIOC(X, p)
_ ek / d'p1 d'ps d'ps d'py
4 ) (2m)* (2m)* (2m)* (27)*
x R¢(2m)*6* (p1 + p2 — ps — pa)
Ry F3Fy

x FFFF—FFFF)m~~ ,
(1234 112 F3 by NN

(39)

where R is the transition rate determined by
Eq. (C.4). This expression is indeed non-negative,
since (z —y)In(xz/y) > 0 for any positive x and v,
and is of the second order in deviation from equilib-
rium (F — Fyq), as both (F1 Fo F3Fy — Fy Fo F3Fy) and
In(Fy FyF5Fy/ FyFyF3Fy) approach zero at equilib-
rium. From the kinetic equation, it follows that the
deviation from equilibrium is of the first order in time
gradients: (F' — Fiq) o< O(97F'). Thisimplies that the
right-hand side of relation (37) is of the second order
in time gradients, which is, strictly speaking, beyond
our first-order gradient approximation. However,
from the point of view of practical use, this feature
is highly welcome as it guarantees equilibration. A
further advantage of the kinetic entropy flux (38) is
that, in equilibrium, its zero component merges the
thermodynamic expression for the entropy deduced
from the thermodynamic potential in the ®-derivable
scheme [8, 18, 19].

In the case of the KB choice (12), the situation is
more controversial. Performing all the same manipu-
lations with the KB kinetic Eq. (12) as those in [8], we
arrive at the following relation:

d4p F loc
0stn(X) = tr [ oy I 5O — 0, (40)
where
d*p ORexft
oo mo_
o =te (2@4[(“ )

- F F
X <:FFIHZ_F1HZ>

! Forin
R n —_—
A dp,, ’

(41)

F grov
— R —_—
ReG <$ In A op,
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d4p R F Cloc
5HKB“/<2W>4ReG {IDF’T - (42

The KB entropy flow sy is identical to the BM one

siy up to zeroth-order gradients, while they differ
in the first-order gradient corrections. One can eas-
ily obtain s§,, from the KB entropy flow by doing
replacement (29) in I'" and a similar replacement
in TOu,

The additional term 6 Hgpg on the right-hand side
of relation (40) is of the second order in gradients, due

to the Poisson bracket and C'¢ & O(0rF). There-
fore, the right-hand side of (40) consists of two terms,
which are of the same order of magnitude, and one
of them (6Hkp) is sign indefinite. This prevents us
from concluding the positive definiteness of the right-
hand side of Eq. (40). Alternatively, we were not
able to cast this term into a full divergence as to be
included into the definition of the KB entropy flow.
This fact by itself does not imply that the system
does not approach equilibrium or even the absence
of an H theorem for the KB kinetic equation, but
suggests that equilibration should be tested in actual
calculations. The local H theorem we are looking for
is a very stringent condition, providing a monotonic
approach to equilibrium. In fact, equilibration may
well be nonmonotonic in time.

Still, for the KB kinetic equation, we are able to
prove the H theorem in a limiting case, i.e., close
to local thermal equilibrium or for a quasi-stationary
state, which slowly evolves in space and time. To be
definite, let us talk about the local thermal equilib-
rium. In terms of the distribution function

F(X,p) = Floc.eq(Xap) +dF (X, p), (43)

the above assumption implies that | F| < Fiy.¢q and
|0x Fioc.eq| S |0x0F|. Then, we can write

§Hyg = 0,651t (X) (44)
+/%% {m?ReGR},
where
S5l (X) = —tr / (;?;4 R‘fR (45)
x QE/E) ma(f N/ ) coe(x, ).

Here, the remaining term

4 loc n
/ dp C {ln%,ReGR} x O(6F9x6F) (46)

2m)t A
+ O((SFaXF]oc.eq)
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can be neglected, as it has additional gradient small-
ness as compared to the first term on the right-
hand side of Eq. (40). Here, we have taken into

account that C'°° & §F and {ln(F/F),ReGR} o

0x (Floc.eq + 0F). Thus, from Eq. (40), we conclude
that

o, (sﬁB + (58%8) >0 near local equilibrium, (47)

which is the H theorem for this case with the total
entropy flow sy + dsis. Note that dsi; is propor-
tional to the collision term and hence equals zero in
equilibrium. The applicability range of this result is
the same as that for the memory entropy derived in [8]
for the BM choice.

4. SUMMARY AND PERSPECTIVES

In conclusion, we would like to summarize the
present status of the two considered approaches to
off-shell transport.

From a consistency point of view, the BM choice
looks more appealing, since it preserves the exact
identity between the kinetic and mass-shell equa-
tion, a property inherent in the original KB equa-
tions [8]. For the KB choice, this identity between
the kinetic and mass-shell equations is only approxi-
mately preserved, namely, within the validity range of
the first-order gradient approximation. However, this
disadvantage is not of great practical use, since, in
any case, only one of these two equations, namely, the
kinetic one, should be used in actual calculations.

For the construction of conservation laws related
to global symmetries or energy and momentum,
the local collision term entirely drops out of the
balance. Thus, the conservation laws solely depend
on the properties of the first-order gradient terms in
the kinetic equation. In this respect, the KB kinetic
equation has a conceptual advantage as it leads
to exact [10] rather than approximate conservation
laws, provided the scheme is based on ®-derivable
approximations. Thereby, the expectation values of
the original operator expressions of conserved quan-
tities (e.g., Noether currents) are exactly conserved.
The reason is that the KB kinetic equation pre-
serves certain contour symmetries among the various
gradient terms, while they are violated for the BM
choice. Of course, within their range of applicability,
these two approaches are equivalent, because the
BM kinetic equation conserves the charge and en-
ergy—momentum within the theoretical accuracy of
the gradient approximation. Still, the fact that the
KB choice possesses exact conservation laws puts
this version at the level of a generic equation, much
like the Boltzmann or hydrodynamic equations, to be
used as phenomenological dynamical equations for
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practical applications. Such conserving dynamical
schemes may be useful even though the applicability
condition of the approximation might be violated
at some stages of evolution. For instance, such a
situation happens at the initial stage of heavy-ion
collisions. As the conservations are exact, we can
still use the gradient approximation, relying on a
minor role of this rather short initial stage in the total
evolution of a system. Moreover, exact conservation
laws allow us to keep control of numerical codes.

Although the KB kinetic equations possess ex-
actly conserved Noether currents, a practical numer-
ical approach (e.g., by a test-particle method) to its
solution has not yet been established. The obstacle
is the special Poisson bracket term in the KB ki-
netic Eq. (12) which lacks proper interpretation since
the phase-space occupation function F'(X,p) enters
only indirectly through the gain-rate gradient terms.
What is known is that this term encodes the backflow
component, which ensures that the Noether currents
are conserved. However, such backflow features are
difficult to implement in a test-particle scheme. This
problem, of course, does not exclude solution of the
KB kinetic equation, e.g., within well-adapted lattice
methods, which are, however, much more compli-
cated and time consuming as compared to the test-
particle approach. For the BM kinetic equation, on
the other hand, an efficient test-particle method is
already available [11, 12], for the price that it deals
with an alternative current rather than the Noether
current.

As a novel part, we showed (cf. Appendices) that
the exact conservation laws in the KB kinetic equa-
tions, originally derived for local interaction terms,
which lead to a local energy—momentum tensor, also
do hold for derivative couplings and for interactions
of finite range, like a nonrelativistic potential. For
the latter case, of course, only global conservation
of energy and momentum can be achieved. In order
to deal with the derivative coupling, we extended the
®-derivable approach to this case.

An important feature of kinetic descriptions is
the approach to thermal equilibrium during evolution
of a closed system. A sufficient (while not neces-
sary!) condition is provided by an H theorem. As
was demonstrated in [8], at least within simplest
®-derivable approximations for the kinetic equation
in BM choice, an H theorem indeed can be proven.
In equilibrium, the so-derived kinetic entropy merges
the corresponding equilibrium expression, which in
the context of ®-derivable approximations results
from the thermodynamic potential (cf. [8, 18, 19]). For
the KB kinetic equation, the result is by far weaker.
Here, we were able to prove the H theorem only
within simplest ®-derivable approximations and for a
system very close to an almost spatially homogeneous

Vol. 66 No. 10 2003



1910
Iy
* N
. J t
to t;’ 00

Closed real-time contour with two external points x, y on
the contour.

thermal local equilibrium or stationary state. These
results, in general, do not imply that the system
does not approach equilibrium but suggest that
equilibration should be tested in actual calculations.
Furthermore, the local H theorem with a local entropy
current that we considered for the BM case may be
far too restrictive, providing a monotonic approach
to equilibrium. In fact, for kinetic equations with
memory or nonlocal effects, equilibration may well be
nonmonotonic in time.

Though the discussion in this paper is confined
to problems of ®-derivable off-shell transport based
on the first-order gradient expansion, significant
progress has recently been achieved also in solving
KB equations directly without any gradient expansion
for selected examples. These concern nonequilibrium
processes in scalar and spinor—scalar models on one-
and three-space dimensions (see, e.g., [20—22] and
references therein). It was found [20, 21] that, after a
comparably short but violent nonequilibrium evolu-
tion, the time dependence of the Wigner-transformed
spectral function becomes rather weak even for mod-
erate coupling constants. During this slow evolution,
the system is still far away from equilibrium. This
fact provides a necessary condition for a successful
gradient expansion and hence indicates a wide range
of applicability of the approaches discussed in this
paper. Even though the rapid far-from-equilibrium
dynamics is formally beyond the scope of applicability
of the gradient-expanded quantum kinetics, never-
theless, the KB choice includes all the ingredients
required for such a treatment, i.e., the proper mean-
field dynamics, together with the off-shell transport
of particles, thereby satisfying exact rather than
approximate conservation laws even far away from
equilibrium.

Further progress in understanding the properties
of ®-derivable approximations to finite-temperature
quantum field theory was reported concerning the
question of renormalizability. The new results are
equally applicable to quantum kinetic equations, both
in KB and in BM choices. In [23], it was shown
that truncated nonperturbative self-consistent Dyson
resummation schemes can be renormalized with local
counterterms defined at the vacuum level. The re-
quirements are that the underlying theory is renor-
malizable and that the self-consistent scheme follows
Baym’s ®-derivable concept. This result proves that
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there is no arbitrariness in studying the in-medium
modifications of model parameters, like the mass and
the coupling constants, within this class of approx-
imation schemes. It is sufficient to adjust them in
the vacuum, for instance, by fitting them to scat-
tering data, in order to predict their changes in the
medium without ambiguity. This result also guaran-
tees the standard ®-derivable properties, like ther-
modynamic consistency and exact conservation laws,
for the renormalized approximation schemes to hold.
In [24], the theoretical concepts for the renormaliza-
tion devised in [23] were applied to the ¢* model,
demonstrating the practicability of the method.

In general, the symmetries of the classical ac-
tion that lead to Ward—Takahashi identities for the
proper vertex functions are violated for ®-derivable
approximations for functions beyond the one-point
level, i.e., on the correlator level. This causes prob-
lems concerning the Nambu—Goldstone modes [25]
in the broken symmetry case or concerning local
symmetries (gauge symmetries) [26] on a level where
the gauge fields are treated beyond the classical
field approximation, i.e., on the propagator level.
In [26], it was shown that, on top of any solution of
a ®-derivable approximation, which is constructed
from a symmetric Lagrangian, there exists a non-
perturbative effective action which generates proper
vertex functions in the same sense as the IPI ef-
fective action. These external vertex functions fulfill
the Ward—Takahashi identities of the underlying
symmetry. However, in general, they coincide with
the self-consistent ones only up to one-point or-
der. Thus, usually, the so-generated external self-
energy and higher vertex functions are different from
the ®-derivable expressions. Therefore, the pleasant
property of the ®-derivable approximations, namely,
the conserving one, proves to be lost. The derivation
of approximation schemes that satisfy all symmetry
properties of the underlying classical action and at
the same time are fully self-consistent and conserving
still remains as an open task.

As has been already mentioned, the gauge in-
variance may be lost in ®-derivable approximations
too. In particular, this problem prevents applications
of ®-derivable approximations (including kinetic
ones) to description of quark—gluon plasma based
on QCD. This occurs because, in general, solutions
for dressed propagators and vertices do not satisfy
Ward—Takahashi identities. This pathology shows up
as an explicit dependence of results on the choice of
the gauge condition. In [27], it was demonstrated,
in fact, that ®-derivable approximations have a con-
trolled gauge dependence, i.e., the gauge-dependent
terms appear at orders higher than the truncation
order. Furthermore, using the stationary point ob-
tained for the approximation to evaluate the complete
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2P] effective action boosts the order at which the
gauge-dependent terms appear, to twice the order of
truncation. This is still not a solution of the gauge
problem in the rigorous sense but certain progress to
its better control and understanding.
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APPENDIX A
Matrix Notation

In calculations that apply to the Wigner transfor-
mations, it is necessary to decompose the full con-
tour into its two branches—the time-ordered and
antitime-ordered branches. One then has to distin-
guish between the physical spacetime coordinates z
and the corresponding contour coordinates ¢, which
for a given = = (¢,x) take two values z= = (t7,x)
and T = (t*,x) on the two branches of the contour
(see figure).

Closed real-time contour integrations can then be
decomposed as

[e'¢] to
/dx-"—/d:r---—l-/d:r... (A.1)
C to [e'e)

:/dx"'—/dx...,
to to

where only the time limits are explicitly given. The
extra minus sign of the antitime-ordered branch can
conveniently be formulated by a {—+} “metric” with
the metric tensor in {—+} indices

(07) = (0y) = Lo :
0 -1

(A.2)

which provides a proper matrix algebra for multipoint
functions on the contour with “co”- and “contra”-
contour values. Thus, for any two-point function F,
the contour values are defined as

Fi(z,y):=F(a',y7), i,j€{-+}, (A3)
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with

F(x,y) == oaF* (,y),

sz(ac,y) = Fik(:c,y)okj,

Fij(x,y) = oo F (x,y)

on the different branches of the contour. Here sum-
mation over repeated indices is implied. Then, contour
folding of contour two-point functions, e.g., in Dyson
equations, simply becomes

H(a',y¥) = H*(z,y) = [F® G

= /sz(xi,z)G(z,yk) = /szij(x,z)ij(z,y)
C

(A.4)

in the matrix notation.

For any multipoint function, the external point
ZTmax, Which has the largest physical time, can be
placed on either branch of the contour without chang-
ing the value, since the contour-time evolution from
T ot provides unity. Therefore, one-point
functions have the same value on both sides on the
contour.

Due to the change of operator ordering, genuine
multipoint functions are, in general, discontinuous
whenever two contour coordinates become identi-
cal. In particular, two-point functions like i F'(z,y) =

(Te A(z)B(y)) become”)
iF~(z,y) i

F—t
iF(z,y) =
iET (z,y) iFTT

(A.5)

—~ o~
& =B

Y)
Y)
F(B(y)A(z))

(TA(x)B(y)) (
(T~ A(2)B(y))

N

(A(2)B(y))

where 7 and 7! are the usual time- and antitime-
ordering operators. Since there are altogether only
two possible orderings of the two operators, in fact
given by the Wightman functions F~* and F*~,
which are both continuous, not all four components
of F are independent. Equation (A.5) implies the
following relations between nonequilibrium and usual
retarded and advanced functions:
FR(‘T7y) = Fﬁi(‘ray) - F7+(x7y)
- F+_(:1:,y) - F++($,y)
= O(z0 — yo)
< (F7(z,y) = F~ " (z,9)),
FA(xv ) = Fﬁi(xvy) - FJF?(xvy)
= FiJr(‘ray) - F++(.’E7y)

)

(A.6)

DFrequently used alternative notation is F< = F~* and
F> =Ft-,
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= —0O(yo — 2o)
X (F+7(x7y) - FiJr(xvy)) 5

where O(z¢ — yp) is the step function of the time dif-

ference. The rules for the co-contour functions F~—,
etc., follow from Eq. (A.3).

For such two-point functions, complex conjuga-
tion implies
(iF " (2,y))" =iF " (y,2) — iF " (X,p) = real,
(A.7)
(iF*~(z,y))" =iF* (y,2) = iF* (X, p) = real,
(iF~(z,9))" = iF " (y,2) = (iF~(X,p))"
= iFT (X, p),
(Ff(x,))" = FA(y,») — (F*(X,p))”
= F4(X,p),
where the right parts specify the corresponding prop-
erties in the Wigner representation. Diagrammati-
cally, these rules imply the simultaneous swapping
of all “47 vertices into “—” vertices and vice versa

together with reversing of the line arrow sense of all
propagator lines in the diagram.

Contrary to the common case (A.5), the sym-
metrized contour convolution

B(z) = / dz [F(z, 2)G (2 ) + Gz, 2)F(2,2)]
) (A8)

1
2
LY = 3 2 (0,800 0 — m2d2
a 2ma n¥ra a ma a
1 R R ap A
OuBhO b = midlida

We assume that these fields interact via linear deriva-
tive coupling, such that the interaction Lagrangian
depends not only on these fields but also on their
derivatives: £ = £ B, ¢ Oy, O PLY. The vari-
ational principle of stationary action determines
Euler—Lagrange equations of motion for the field
operators

OLLY  OLLY  ALL™
Opm e = = (B.2)
8(8N¢a) 6 <¢a) 6 (¢a>
aﬁLint 5£Lint
—0d, — = —
P0(0u8)  dok(@)
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is continuous when two contour coordinates become
identical. This can be easily checked, proceeding from
relations (A.6) for F' and G functions. Moreover, for
this symmetrized convolution with two coincident
points, we obtain a very simple expression in the
Wigner representation if all gradient corrections to
the convolution are neglected (so-called local approx-
imation),

4
PX) = [ 5 P (X6 (Xp) (A9)

_F++(X7 p)G++(X’p)] :

In particular, this form is applicable to the poten-
tial (25) and derivative (D.4) energy densities.

APPENDIX B
Derivative Coupling

To be specific, we consider a multicomponent sys-
tem with different constituents a described by non-
relativistic fermionic and relativistic scalar bosonic
field operators, summarized as ¢ = {¢,(x)}. The free
Lagrangians of these fields are

aron ot n 1 ae A
(id;@t% - i@td;gba — m—V@ZV%) for nonrelativistic fermions

for neutral relativistic bosons (B.1)

for charged relativistic bosons.

and the corresponding adjoint equation, where the
“variational” § derivative is defined as

5 9 9
0f(x) T of(a) O <3(3uf(w)) > '
(B.3)

This is the key definition, which allows us to recast
the local-coupling formulas to the derivative coupling
case. In fact, the “variational” § derivative specifies
the full derivative over f(x), implying that all deriva-
tives acting on f(z) in the action should be redirected
to other terms by means of partial integration before
taking variational derivatives of f(z).
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The equations of motion can also be written in the
differential form,

. 5[-’Lint

Jo(z) = — = (B.4)
Oa(z)

and similarly for the corresponding adjoint equation.

The J, () operator is the local source current of field

a with mass m,, and Gy'(z) is the free evolution

operator®)

{auau —m?2
pu— . 1 2
10y + S 0z
with free propagator Gy (y, x) as resolvent [cf. Eq. (2)].

Gg (#)da(w) = -

Gyl (x)

for relativistic bosons

(B.5)

for nonrelativstic particles

Invariances of the Lagrangian provide a set of
conservation laws, the most prominent of which
are those for the energy—momentum and certain
currents. In addition to the standard canonical en-
ergy—momentum tensor [28], different representa-
tions of this tensor have been considered [29, 30].
Using the Euler—Lagrange equations of motion and
the definition of the source current (B.4), one can
show that the following form also defines a conserving
energy—momentum tensor:

O (z) = _% [Z (%)b (or—ay)  (B.6)

a

L) . 8ﬁL°(y)>]
; (rm) -3 B)|

g (£ (2) = £ (@) + £l (@),
Here we have introduced the operators of the interac-

tion-energy density €M and the potential-energy
density EP°t:

éint(x) _ _ﬁLint(x)’

o),

% (Ji@)da(2) + 6} (@) Jal2))
Furthermore, we have singled out the contribution

4 1
g(lder)(x) = Z <§)nb

a

(B.7)

(B.8)

(B.9)

®Note that the first line in (B.5) is not the nonrelativistic
limit of the second one. We have already divided the second
line by 2m,, to take into account different normalizations of
relativistic and nonrelativistic wave functions.
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ALint N N ALint
X ( OLL" & o + 09! oL = >
(9u¢a) 9(0yuha)
arising in the case of derivative coupling. Here and

below, the case of neutral bosons results from equat-
ing ¢g = gZA)L in all the formulas. Proper counting is

assured by the extra (l factor which takes the

value 1/2 for neutral boson (real fields) and 1 for
complex fields.

[f the Lagrangian is invariant under some global
transformation of charged fields (with the charges e, ),

e.g.,

Ga(w) — €Ny (2);  dl(x) — et gl(@),

(B.10)

there exists a Noether current defined as [28]

. OLL - . OLL

e S Bttt

/=i <8<6u$a>¢a ¢“8<8uq32>>
(B.11)

—u S
- j(conv) + ](der)’

which is conserved, i.e., d,5* = 0. Here we have de-
composed it into two terms: the conventional one

I OLLO G — gt OLLC
(conv) - a a(aqua) a aa(au@;) s
(B.12)

which is associated with the free Lagrangian, and the
derivative term

. | DELM . - olDn
Jﬁjer) = _Zzea ( ¢a - ¢T ) ;

" \9(0ua) “9(0,0L)
(B.13)

which is nonzero only for derivative coupling.

To define the @ functional for the case under con-
sideration, all the steps described in [17] should be
repeated. Then, we arrive at the ® functional that
depends also on the gradients of mean fields (0,¢q
and 0,¢,%) and Green’s functions (94 G(xz,y) and
94 G(x,y)), rather than on their values only. The vari-

ational rules of this functional formally look similar to
those in[17],

o1
iJa(x) = W;?x)’ (B14)
i
) = Py (B19)

» 2 forreal fields
1 for complex fields,
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—Ei“t(x) — 0i®

SiN(z)’ (B.16)

but should be understood in terms of the variational
¢ derivative of Eq. (B.3) for one-point functions (like
¢o(x) and A\(x)) and its generalization

5i®  6yid
o %i® (i
“\ 00(0%1G(y, r)) Y\ 00 (091G (y, z))

6ot P
YOpaY%
*Q%(M%%mwwﬂ

to two-point functions. Here, d0/d0iG(y,x) means
the conventional variation over G(y, z), which does
not touch 97iG, 9yiG, and 9;0yiG terms in i®.
Similar to the variational § derivative of Eq. (B.3),
the ¢ variation of Eq. (B.17) means the full variation
over G(y,z), implying that all derivatives acting on
G(y,z) in the ® functional should be redirected to
other terms by means of partial integration before
taking variation over G(y, z). The factor A(x) appear-
ing in Eq. (B.16) is an auxiliary scaling parameter
of the coupling constant. In terms of the & func-
tional, the additional derivative contributions to mean
values of the energy—momentum tensor (B.9) and
current (B.13) take the form

Hy o oMY
g(der) _’ <5(der)>

- Z( (3).. [y

5¢ %4 *x
*Mm%wma%(ﬂ

5P L
+/d25 [m@lea(z,fﬂ)
C

(B.17)

(B.18)

+8sza($7z)W} >’

j(léew = <j{fier)> = _izea (B.19)
0P 5P .
’ < e~ T )
. 6P
—I—/dz [zGa(:ﬁ,z)W

c

5
_5(8ﬁiGa(z,x))ZGa(z’x)} )
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while the remaining terms of ©#” and j* retain the
same form as that for local coupling (cf. [17]). Here,
the variation is also understood in terms of Eq. (B.17)
to take account of the 970;/iG(y, ) dependence of
the ® functional.

The next step to the kinetic description consists
in gradient expansion of KB equations and all the
related quantities. Expansion of the equations of
motion up to the first order in gradients implies that
the conserving quantities and self-energies, except
for possible memory terms in the collision integral,
are required only up to zero order in gradients.
These zero-order quantities are determined by the
local ® functional, where all gradient corrections are
neglected. Since in the local approximation 94iG,
9yiG, and 0y0yiG transform into —ig"iG(X,q),
i¢"i1G(X,q), and —iq"i¢"iG(X,q), respectively, no
partial integrations are needed for the variations of
Egs. (B.15), (B.16). This means that conventional
variation rules of Eq. (3) still hold in this case. At the
same time, derivative contributions to the conserving
quantities, Egs. (B.18) and (B.19), involve only
variations over derivatives of the Green’s functions
and, hence, should be carefully defined within the
local approximation for the particular application
considered.

APPENDIX C
Nonrelativistic Nuclear Matter

Currently, calculations of ground-state and low-
temperature properties of nuclear matter are per-
formed within the G- or T-matrix approximations
to the self-energy [31—33]. Based on realistic non-
relativistic nucleon—nucleon potentials, they quan-
titatively reproduce phenomenological properties of
nuclear matter. However, already for the ground
state, the resulting chemical potential, i.e., the single-
particle separation energy, deviates from the binding
energy per particle, violating the Hugenholtz—van
Hove theorem. This is a manifestation of problems
with the thermodynamic consistency in these approx-
imations, which gets even worse at nonzero temper-
atures. This problem was discussed in [31, 34, 35]. A
consistent way to overcome this problem consists in
using a self-consistent T-matrix approximation [31]
based on the ®-derivable approximation.

Dynamic simulations of nuclear matter are even
more demanding to the choice of approximation to
the self-energy, because the requirement of charge
and energy—momentum conservations should be met
except for that of the thermodynamic consistency.
Again, all these requirements are met provided the
approximation is ®-derivable. Since dynamic simu-
lations are much more complicated as compared to
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static ones, up to now they have been performed in
a simpler approximation to the self-energy, i.e., the
direct Born approximation [5, 7], which provides a
qualitative description of the dynamics. These simu-
lations were based on the KB equations without any
gradient expansion. Here, we would like to call atten-
tion to the fact that the use of the gradient expansion
in the KB form (see Section 2C) would simplify these
dynamic simulations and, at the same time, preserve
the pleasant features of exact conservations and ther-
modynamic consistency.

In view of a reasonable level of complexity feasible
for current computing, we confine our consideration
to the full Born approximation to the ® functional

which includes the Hartree—Fock contribution ®HF
[the first two diagrams in Eq. (C.1)] and the true Born
contribution ®B°™ (the last two diagrams). Here, the
wavy line symbolizes a nonlocal nucleon—nucleon
potential V' (|x1 — x2l), or V(|q|) in the momentum
representation. For simplicity, below we denote the
latter as V(q), keeping in mind that, in fact, it does
not depend on either gq or direction of q.

Note that the ®B°™ part gives rise to the self-
energy containing internal vertices. This implies that
the corresponding collision term involves nonlocal
effects (see discussion in [8]). However, only “spatial
nonlocality” appears in the collision term, while the
memory in time is absent since V (|x; — x2|)d(t1 — t2)
is time-local. According to the general consideration
of [10], exact conservations in the gradient approxi-
mation take place if all the nonlocal terms are consis-
tently taken into account up to first-order gradients.
Below, we show that, in the particular case of the
®HFB functional, the exact conservations hold true
even if we neglect the spatial nonlocality generated by
®HFB These exact conservations imply global rather
than local conservation of the energy—momentum,
which is in fact natural for the case of instant inter-
action of finite range considered here.

Neglecting the gradient terms induced by the finite
range of V, we consider the ®B°™ functional in the
local approximation, where all Green’s functions in
the Wigner representation are taken at the same cen-
troid coordinate X. Alongside some variational ex-
pressions, we use an X -dependent local ® functional,
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®(X), where the last spatial integration is omitted,
ie.,

o = /dX<I>(X). (C.2)

The ®HFB of Eq. (C.1) gives rise to the following local
collision term:

CHFB-loe _ / dips d'ps d'ps RHFB
(2m)1 (2m)* (2m)4

X (F1F2F3F4 - F1F2F3F4) §*(p1 + p2 — p3 — pa),

(C.3)

RHFB—@[V( — —pa))*, (C4
= p1—p3) +V(pr —p4)]”, (C4)

where F} = F(X,p1), etc. [cf. Eq. (17)].

1. Charge Conservation

In ®HFB the G and GT1 Green’s functions
are encountered only in different +— & diagrams,
and hence we can vary G=~ and G* independently.
Therefore, ®1FB is invariant under the following
transformation:

G (X,p) = G (X,p +£(X)),

G (X,p) — GT(X,p - £(X)),

(C.5)

with F, F, and V kept unchanged. Here, £(X) is
an arbitrary function. If |{(X)| <« 1, transforma-
tion (C.5) reads

6G™ = &u(X) ; (C.6)

Performing variation of ®B°™ under the transforma-
tion (C.6) within the canonical variation rules (3), we
arrive at

d4
5Pl = / dX &, (X)Tr / #

x (iE LS
Opy

= 2¢/dX£M(X)TF/%

R
% (FiﬂaRi + RezRa_F) =0.
Opy Opy

Here, we have used the fact that the integral

d*p ( OReGR A
tr / r + ReER—> C.8
(2m)4 Opu opy, (C8)

(C.7)
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4 R
——llmtr/ dpERaG =
2 (2m)4 Opy

equals zero due to analyticity of G and £F. Thus, we
obtain the relation

d*p < - OReGFE R 8F>
tr/ " + ReX*— | =0, (C9
(2m)4 Opu opu (C9)

0

which guarantees the Noether current conservation
[cl. Eq. (21)] with j(“ = 0.

der
2. Energy—Momentum Conservation

In order to construct the conservation laws related
to spacetime homogeneity, we perform the following
transformation:

G (X,p) = G (X +£(X),p),
G++(X,p) — GTT (X —&(X),p),

with ', F, and V kept unchanged. This transfor-

mation only acts on ®"1B~ and ®HFB+ e those
involving only “—" or “+” vertices, respectively,

spHIB (C.11)

(C.10)

d* 0iG™~ DG d*
o HFB _ P (. . o p
0P = /deu(X)tr/ Gn) (22 o, iYq4 o, > 22/dX§u(X)tr/ Gn)
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- / dXE,(X)0" ((I)HFB(X’) - @“FB(Xﬂ) :

where ®HFB(X?) are understood in the sense of (C.2).
Note that

i((I)HFB(X_) - @HFB(X+)) (C.12)

d*'p hr, 1 d'p
=t YWHWE 4+ —4T
/ emic T3 / (@2m)1

X (ri“ReGR + (Rex® — EHF)F)

d4
—tr / # (PReGR + (ReDF — EHF)A>,

=0

where the last integral is again zero due to analyticity,
similar to (C.8). Here, the first term on the right-hand
side results from the first two (Hartree—Fock) dia-
grams in Eq. (C.1), while the last two integrals follow
from the last two (Born) diagrams. Alternatively, we

can perform variation of ®B°™ applying the canonical
variation rules (3):

(C.13)

2m)4

R 4 R
X (PmaRLG +RezRa—F> —i/ngM(X)tr/ (d P (PaReG +R62R%>,

0X,, 0X,,

X, X,

where the last integral is again zero due to analyticity.
Therefore, we arrive at the important identity

d'p [ OReGE n OF
tr/(27r)4 (F X + ReX 8X,L> (C.14)

= 8“tr/

+ i (ri“ReGR + (ReDF — EHF)F> } .

d*p [1_yr
2n) [52 r

Next, we investigate the transformation

G (X,p) = G (X, Aw(X)p"),  (C.15)
Gt (X,p) — GTF (X, A0 (X)p")
V() = V™ (Aw(X)g"), (C.16)

V*H(q) = VT(AL (X))

g

for the entire ®1FB while F and F are kept un-

changed. For the Hartree—Fock part ®1F' one finds
Dp = Nwp”, (C.17)
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Py, = Auwp” — d'pdp’ = (det A)2d*pd'p,

s = /dX [(det A)~2 — 1] @' (X ™), (C.18)
st — /dX [(det A)? — 1] @"F(XT), (C.19)

where again ®H~ and ®"'+ are the ®H diagrams
involving only “—" or “4” vertices, respectively. In
general, an arbitrary diagram ®"¢-"(=) | consisting of
ng Green’s functions, ny, of “—" interactions, and no
“+” interactions, transforms as

§prama(=) (C.20)

= / dX [(detA)’("G’””l)—l Pnem (=) (X)),

since the change of each momentum integration gives
(det A)~! [cf. Eq. (C.17)], while the transformation
of the (p) function at each vertex (apart from one
vertex due to global momentum conservation of the
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diagram) produces det A:
st p+p —q) =det AS* (5 + 5 — q).
Similarly,

(C.21)

s () (C.22)

= / dX [(det )=t 1] premaH)(x).

According to these rules the “—" and “+” diagrams
of the second order in the interaction, ®B°™~ and
PBo+ gre transformed as follows:

sPpBom— — / dX [(det A)~3 — 1] @ (X)),
(C.23)

spBomt — / dX [(det A)* — 1] @B (X).
(C.24)

If the A transformation is infinitesimal, A, (X) =
14w (X) with |wy| <1 and detA =1+ Trw,
det(A=1) =1 — trw, we obtain

s <(I>HFB— n (I)HFBJr)
. / dX 2trw (@HF* (X) — oHF+(x)

- / dX 3trw (@Bor“*(X) -

d*p
spHFB _/ Xw,, / v
0 dXw,,, (tr (27T)4p

4
_Qi/deW [tr/ d’p

(2m)*

p” (F

0iG~—~

in 8RCGR

1917

[cf. Eq. (C.12)]. The ®Bom—+ and ®B™+— com-
ponents, i.e., those containing both “—" and “+”
vertices, are modified by only the V' transformation.
Moreover, this transformation leaves them invariant,

id@Bom—+ (C.26)

dip , (6i®B—H(X) 9iV -
‘/ dX“’“”“/ @nt’ ( V- oy

5P (X) 9iv

A% Opy,

d4p 5i(I)B0rn_+(X)
pu— X v v -

/d Wy tr/ (27T)4p ( S v
SRR L\ 1OV
SV+ Vop,

since ®B°M—+ is symmetric with respect to V'~ and
V*. Thus,

io®HB — _ / dX (trw)itr /

3 in R R HF
. (r ReGF + (Rexf — % )F)}

d*p

(2m)*

(C.27)

X [QEHFF -

Alternatively, we can perform variation of ®HFB ap-
plying the canonical variation rules (3):

Gt
"

ERS—;Z) + Q“”(X)]

12u4 4 (C28>

Opy > " %QW(X)}

+ Re

Opy
OReGE

d4
—i / dXwyptr / (27:)941,:/ (r

+ ReER%),

Opy Opy

where the last integral again equals zero due to ana-
lyticity. Here, we have introduced the quantity

d*p
(2m)*
§i®MFBH(X) 9iv +
otV + Opy

P (C.29)

)

arising from variation over V. All we have to know
about this quantity is that Q* =0 when pu=0
and/or v = 0. This property results from pg indepen-

2iQ" (X) = tr /

s (x) oiv-
A% Opy
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dence of V(|p|). In particular, this property yields

/ *X0,Q" (X) =0, (C.30)

where the X integration runs only over space.

Hence, comparing Eq. (C.28) to Eq. (C.27), we
arrive at another important identity:

d*p ( - OReGH oF
tr/ v 1“‘“7+Re23—> C.31
2r)a? B I (C.31)
d*p ur
nv — M
+QM(X) = —g tr/(27r)42 F
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3 d*p
_ oMV Z
s | 2n)

We turn now to the right-hand side of the consistency
relation for energy—momentum conservation (22)
,F} —{ReG", T"}]

= tr /d3
(C.32)

integrated over space, which is suitable for the global
conservation. In this expression, the local collision
term (C.3) drops out according to Eq. (16). It can be
transformed by means of the identity

dp
/ o {¢, f}
d'p v g 0P v
= [ o (rr5g) + 7]
where ¢ and f are arbitrary functions, with the result

d4p
K= —tr | &Xo* | ——p¥
r/ 0 / 2

oF - OReGE
ER Tin
X (Re o + api )

(riﬂReGR + (Rexf — zHF)F) :

(C.33)

(C.34)

i f <dz>)

Now, applying identities (C.14), (C.30), and (C.31) to
the right-hand side of Eq. (C.34), we obtain

d*p 1

KV — 3 X jnyg -
/d 8Ng tr/ (271')4 2

x (I""ReG™ + ReX'F)

(RexF9” F + TM9"ReG")

(C.35)

which is precisely needed for the global conservation
of the Noether energy—momentum

9 3 v 00
v p— .
o | #xe%(x) =0, (C.36)
since, for the case under consideration, £ = %EPM

[cf. Eq. (26)].

APPENDIX D
Nucleon—Pion System

For the discussion of the physical aspects of the
nucleon—pion problem, we refer to [9]. Here, we
would like to clarify some technical details. We choose
the nonrelativistic form of pion—nucleon interac-
tion [36]

LI =gyt (@ V)(T-$)| ¥, (D.1)
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where 1 and ¢ are nonrelativistic nucleon and Klein—
Gordon pion field operators, respectively. Below, sub-
scripts IV or 7 correspondingly attribute a quantity to
either nucleon or pion subsystems, respectively. We
accept a simple approximation defined by the follow-
ing ® functional:

N

d* P1 d' P> d4q
(em*(2m*(2m*

TN

. _ _1
1P = = étrJ'dX

N
x &' (py—po + @)iG (X, py)(-ig)(~ig (o)1

xiA(X, 9)(~ig)(iq ) TiG (X, py),

(D.2)

where G and A are the nucleon and pion Green’s
functions, respectively, and tr runs over spin and
isospin indices. Here, we have assumed an isotopi-
cally symmetric system, where the pion Green’s
functions of all isotopic charges coincide. Though this
approximation is evidently oversimplified to produce
quantitative results (cf. [9]), it is able to reproduce
qualitative features of the dynamics. Moreover, this
approximation is at the edge of present computing
abilities. The formal basics of the ®-functional for-
malism are given in Appendix B.

The charge current, defined by Egs. (20) and
(B.11), relates to the baryon number conservation
and hence is trivial from the point of view of the
pion—nucleon interaction. Indeed, to prove the baryon
number conservation, we should perform transforma-
tion (C.5) with Fy, Fy, and A% kept unchanged.
The pion Green’s functions A;; are not subjected to
this transformation, since pions are neutral from the
point of view of baryonic charge. All the subsequent
considerations are completely identical to that of the
Fock diagram [the second term in Eq. (C.1)] and lead
to the same final result (C.9), i.e., to the exact Noether
current conservation.

The energy—momentum conservation is more
instructive in this respect. Before proceeding to the
conservation laws themselves, we should define the
derivative contribution to the energy—momentum
tensor (B.18). In our case of vanishing mean fields,
the pion Green’s function enters the ® functional only
doubly differentiated. Therefore, expression (B.18)
takes the form

1 5o ®
oo - d
Elier) = 5 C/ Z((So(@f\@ﬁiA(z,:c))

050yiA(z, x)
(D.3)

+ 0%V (x, 2)

oo®
50(8ﬁ8§iA(:1:, 2)))’
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where ¢y is already the conventional variation. In the
Wigner representation with due regard for Eq. (A.9),
it transforms into

Elder)(X) (D.4)

d* d4 d4
—tr / p1 p2 54(?1 — pa +q)g?

2m)*
(X pl)( q"o")TiAT (X, q)
(’Lq -o)TiIGT (X, po) —iGTH(X, p1)
X(—q”a“)7’iA++ (X, q)(iq - J)TiG++ (X, pg)] .

Contrary to usual convention, here we use Greek
indices p and v for the components of 3-vectors in
order to distinguish them from the “+ —” summation
indices. The potential energy density is still deter-
mined by the standard expression (25) but in terms
of the sum over nucleons and pions. Within the ap-

proximation of Eq. (D.2), £, can be alternatively
expressed as

£M(X) = €8 + €1 = 20N (X) - 87V (X)),
(D.5)
where ®™N= (®™N*) refers to the ®™V functional

with removed integration over dX and all vertices

being of “—" (“+”) type. In view of relation (26),
gint(X) o gpot(X) _ _%[@TFN*(X) _ (I’WNJF(X)].
(D.6)

Energy—Momentum Conservation

We briefly repeat the steps proving the exact en-
ergy—momentum conservation for nonrelativistic nu-
clear matter (Appendix C) with the emphasis on the
specifics of the derivative coupling.

First, the transformation of Eq. (C.10) for the
nucleon Green’s functions together with the corre-
sponding transformation of the pion Green’s func-
tions

ATT(Xp) = AT (X + (X)),
A++(X7p) - A++ (X - f(X),p) ;
with F; and F; being kept unchanged, has to be
performed. This transformation is unaffected by the

derivative coupling, and in a similar way as before, we
arrive at the identity

t/ d4p in 8R6GR
') @)

NToX,
OReAR OF,
in R
2<F ox, el 6X>

(D.7)

+ Re nrIIN

5%, > (D.8)
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Here, ¥ and I1 refer to nucleon and pion self-energies,
respectively, and subscripts N or 7 correspondingly
attribute a quantity to either nucleon or pion subsys-
tems. The right-hand side of this identity is written
with due regards to Eq. (D.6).

Let us now perform the transformation (C.15) for
both nucleon and pion Green’s functions, as well as
q factors encountered in vertices of ®V. Then, the
variation of ®™V gives

o™ = / AdX W (D.9)

% [—29/“/ (@T(N—(X) _ (I,WN-I-(X)) + 2& der)]

= /de,w [49’“’ (Si“t — Sp(’t) E’fizr} ,
where the 5(’32) results from the variation of ¢ factors

in vertices of ®™V_ Alternatively, performing variation
of ™V according to the canonical variation rules (3)
and equating the result to expression (D.9), we arrive
at another identity,

d*p ( . OReGE OFN
tr/— I +ReER—) D.10
(277)4[ N op, Opu (D-10)
OReAl rOF; )
Fm + R H
2 < apu apu
— 29uu(gint . gpot) g;ézr

The right-hand side of the consistency relation for
energy—momentum conservation (22) now reads

w2t

~ [ReGR.TR)) + L({Rel”, Fr) - {ReAR,rim].

(D.11)

By means of identity (C.33), it is transformed to the
form

d4p 3FN
v _ Al R
K 0 tr/ mt? [(R B o

in OReG" 1 rOFx in OReAR
TN o >+2(RH Op* e op* >]

_t/

+§ (ReHRa”Er + I‘L?@”ReAR)} .

(D.12)

[(Rexf0" Fiy + T 0"ReG™)

Now, applying identities (D.8) and (D.10) to the
right-hand side of Eq. (D.12), we obtain

KV — o (gpot _ gint) 9, 5W

w. (D13
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which is precisely needed for the local conservation of
the Noether energy—momentum.
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Abstract—The structure of unitary irreducible representations of the noncompact u,(2,1) quantum
algebra that are related to a negative discrete series is examined. With the aid of projection operators for
the su4(2) subalgebra, a ¢ analog of the Gelfand—Graev formulas is derived in the basis corresponding
to the reduction u4(2,1) — suq(2) x u(1). Projection operators for the suy(1, 1) subalgebra are employed
to study the same representations for the reduction u,(2,1) — u(1) x su4(1,1). The matrix elements of
the generators of the uy(2,1) algebra are computed in this new basis. A general analytic expression
for an element of the transformation brackets (U|T), between the bases associated with the above two
reductions (the elements of this matrix are referred to as ¢ Weyl coefficients) is obtained for a general case
where the deformation parameter ¢ is not equal to a root of unity. It is shown explicitly that, apart from
a phase, the ¢ Weyl coefficients coincide with the ¢ Racah coefficients for the suq(2) quantum algebra.

© 2003 MAIK “Nauka/Interperiodica”.

1. INTRODUCTION

[t is well known that group-theory methods are
widely used in the theory of the nucleus. They form
the basis of nuclear spectroscopy and of various
nuclear models, including the shell model, models
dealing with collective degrees of freedom, and the
interacting-boson model. Since group-theory and
algebraic models usually admit an analytic solution,
they are employed to study various properties of
nuclear systems—in particular, some of their asymp-
totic properties. For example, the popular Elliott
model, based on SU(3) symmetry, was successfully
employed by Belyaev and his colleagues[1]to analyze
the asymptotic properties of the generalized density
matrix.

The discovery of quantum algebras and quan-
tum groups that was made more than 20 years
ago by mathematical physicists of the Leningrad
school [2—4] gave new impetus to the development of
algebraic methods in theoretical physics—in particu-
lar, to searches for applications of the representations
of quantum groups and algebras in physics. For
example, the construction of ¢ analogs of various

"Deceased.

Dpetersburg Nuclear Physics Institute, Russian Academy of
Sciences, Gatchina, 188350 Russia.

Dlnstitute of Physics and Power Engineering, pl. Bondarenko
1, Obninsk, Kaluga oblast, 249020 Russia.

nuclear models became a new field of research in
theoretical nuclear physics. The point is that quantum
algebras involve an additional variable parameter, the
deformation parameter ¢. This renders models based
on quantum algebras more adaptable and extends
their potential in describing physical systems (see,
for example, the study of Raychev ef al. [5] and the
review article of Bonatsos and Daskaloyannis [6],
which is devoted to applications of quantum algebras
in theoretical nuclear physics).

However, searches for physical applications of
quantum algebras must be preceded by a detailed
investigation of their irreducible representations. In
this connection, the structure of unitary irreducible
representations of the compact u,(3) quantum alge-
bra was examined in detail in [7—16]. In our opinion,
it is important to extend these results to the noncom-
pact u4(2,1) quantum algebra. The classical algebra
u(2,1) describes the dynamical symmetry of a two-
dimensional harmonic oscillator and of some other
physical systems. In view of this, a comprehensive
analysis of unitary irreducible representations of its
quantum analog may be helpful in constructing
respective physical models. In the present study, we
restrict our consideration to the unitary irreducible
representations associated with a negative discrete
series.

Unitary irreducible representations of conven-
tional (nondeformed) w(n, m) algebras were studied
by Gelfand and Graev [17] (see also [18]), who

1063-7788/03/6610-1921$24.00 © 2003 MAIK “Nauka/Interperiodica”
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showed, among other things, that the unitary irre-
ducible representations of the u(2,1) algebra can be
divided into three discrete series. The series of highest
weight unitary irreducible representations or a nega-
tive discrete series consists of representations such
that each includes a highest weight vector | H)—that
is, a vector annihilated by any raising generator of
the algebra. A positive discrete series is the series
of representations such that each includes a lowest
weight vector | L)—that is, a vector annihilated by any
lowering generator. There is yet another series, that
which is referred to as an intermediate one and which
is formed by unitary irreducible representations hav-
ing neither a highest weight vector |H) nor a lowest
weight vector | L). For this reason, this series deserves
a dedicated consideration. Gelfand and Graev [17]
presented the explicit expressions for the matrix
elements associated with the above representations—
that is, the matrix elements of the generators A;; of
the u(n,m) algebra in the basis corresponding to
the following reduction of this algebra to a chain of
subalgebras:

—u(n) (1)

— ... = u2) = u(l),n >m.

u(n,m) — u(n,m—1) — ...

However, those authors did not give a regular pro-
cedure for deriving the expressions that they quoted
in[17]. For the u(n, 1) algebras, these formulas were
derived in [19—21], but there is still no derivation of
such formulas for the general case of the u(n,m)
algebras.

In this study, we extend, to the case of the u,(2, 1)
quantum algebra, the approach proposed by Vilenkin
in [22] for the case of the u(2, 1) classical algebra and
examine the structure of its unitary irreducible rep-
resentations associated with the negative series. The
results obtained in this way are readily generalized to
the case of the positive discrete series. The interme-
diate discrete series of unitary irreducible representa-
tions will be considered in a separate publication. As
in [7—16], we assume that the deformation parameter
q is specified by an arbitrary positive number and
define ¢ numbers and ¢ factorials as follows:

" —q"
n| = -——— 2
[n] R (2)

)l =[n)ln—1]...[2[1], [0]'=1.  (3)

Below, we employ brackets to denote ¢ numbers,
enclose the signatures of unitary irreducible repre-
sentations in Dirac brackets, and reserve parentheses
for the weight of a vector—for example, the sym-
bol |(f1f2f3)(m1mams)) stands for a basis vector of
weight (mimgomg) in the unitary irreducible repre-
sentation D{/1/2/3) = D),

PHYSICS OF ATOMIC NUCLEI

SMIRNOV et al.

2. DISCRETE SERIES OF HIGHEST
WEIGHT UNITARY IRREDUCIBLE
REPRESENTATIONS

The u(2,1) algebra is known to involve nine gen-
erators A (i, k = 1,2,3) satisfying the same com-
mutation relations as the corresponding generators
of the compact u(3) classical Lie algebra. However,
properties of the w(2,1) generators under Hermitian
conjugation differ from those of the u(3) generators.
The “compact” generators Ay1, Agg, Ass, Ajo, and
Aoy of the u(2,1) algebra have the same Hermitian
properties as the u(3) generators,

whereas the “noncompact” generators A3, Ass, As1,
and Asg satisfy the relations

Afy = —As, (5)
Afy = —Aso. (6)

The minus sign in formulas (5) and (6) generates
a fundamental distinction between the structure of
any unitary irreducible representation of the u(2,1)
algebra and the structure of the corresponding unitary
irreducible representation of the u(3) algebra: all uni-
tary irreducible representations of the compact u(3)
algebra are finite-dimensional, whereas all unitary
irreducible representations of the noncompact u(2, 1)
algebra (with the exception of the trivial identity rep-
resentation) are infinite-dimensional.

The noncompact u,(2, 1) quantum algebra is also
specified by nine generators A (i,k = 1,2,3) sat-
isfying the same commutation relations as the gen-
erators of the u4(3) compact quantum algebra. The
explicit expressions for these generators can be found
in[7]. As to their properties with respect to Hermitian
conjugation, those in (4) and (6) remain valid, where-
as, in view of the relations

AE = 1431 = A3 A1 — qA21Azo # Az1, (7)

A = A1y = A1pAgs — g Az A # A1y (8)
for the u,(3) algebra, that in (5) must be replaced by
Afy = —Az. (9)

With the aid of (7) and (8), this relation can be recast
into either of the following two equivalent forms:
Afy = —Az1 + (¢ — ¢ HAnAr (10)
or
Afy = —?As1 — (1 — ¢*) Az Ao (11)
For the u4(2,1) algebra, we will consider the uni-
tary irreducible representation D/? of highest weight
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(f) = (fif2f3); that is, we assume that, in the space
of this representation, there is a highest weight vector
|H) that satisfies the relations

AulH) = filH) (i =1,2,3); (12)
which annihilated by any raising operator A;,
AglH) =0 (i <k); (13)
and which is normalized to unity,
(H|H) =1. (14)

All other basis vectors | X) of this unitary irreducible
representation can be derived by applying the lower-
ing operators Aay, As1, and Ase to |H),

| X) = Af, A§ A, |H). (15)

In order to construct a basis of any unitary irreducible
representation of the u,(2, 1) algebra, it is necessary
to specify a chain of subalgebras, and this can be
done, as is well known, in three ways. The first way is
to use the U-spin subalgebra involving the generators
Aqq, A1, Aoq, and Age, in which case the respective
reduction is

uq(2,1) = 1g(2) — ug(1). (16)

One can also use the generators Agg, Ags, Ase, and
Ass forming the basis of the T-spin subalgebra or
the generators Ay, A13, A31, and Ass generating the
V -spin subalgebra. Either of these two subalgebras
corresponds to the reduction

ug(2,1) = ug(1,1) — ug(1). (17)

In this study, we restrict our consideration to the case
of U- and T-spin bases.

3. BASIS VECTORS AND THE MATRIX
ELEMENTS OF THE GENERATORS
IN THE BASIS ASSOCIATED WITH U-SPIN
REDUCTION

First, we consider that the generators Aq1, Ajo,
As1, and Agy form a basis of the U-spin algebra,
which is a compact subalgebra of the noncompact
uq(2, 1) algebra, the generators

1
Uy =A19, U_=Ay, U= 5(1411 — Ag)
(18)

generating the compact simple su,(2) subalgebra.

In the case of U-spin reduction, the basis of an
unitary irreducible representation of the u4(2,1) al-
gebra can be derived in the same way as the basis of
the u,(3) algebra[11]; that is,

[{fymsUMu)q = + !

AV-My
(KO)N(UMy) 2

(19)
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1923
X PUA§1A§2\H>7
where
ms = fs+k+ 4 (20)
1
U=5(fi—f2—k+0); (21)
1
My = §(m1 — ma), U< My <U;, (22)
> 2U + 1]!
pPY = —1)" [ AL A" 2
;( )[r]![2U+r+1]! ndl  (23)

is the projection operator for the su,(2) algebra [23];

N(UMy) = \/[2U]![U — My)!

v o @

N (k) are normalization factors; and

H) = () sUnUn), U = 5(7— ) (25)

is a highest weight vector. The main distinction be-
tween the u,(2,1) and uy(3) algebras lies in the nor-
malization factor N (k¢). In the Appendix, it is shown
that, in the latter case, the square of the normalization
factor has the form

OS5 — A+ K —2]!

N2(kt) =

&) [fs = f2 = 1)![fs — f1 = 2!
fs = ot =11/ = Hlllfi — fo—k+ {4+ 1]!

[fi=foa = Kl[fr = fa + £+ 1]!

Here, we impose the conventional requirement that

the arguments of all ¢ factorials be nonnegative inte-

gers. This requirement ensures that the square of the

norm of a basis vector is positive. It also follows that
a nonzero vector exists only under the conditions

(26)

f1 > fo (27)
f3_f1_2207
0<k<fi—fo

At the same time, no condition is imposed on the
exponent /(¢ =10,1,2,...), with the result that, in the
case of a U basis, a unitary irreducible representation
of the u4(2,1) algebra is infinite-dimensional.

In [17], each basis vector of a highest weight uni-
tary irreducible representation was characterized by

the scheme
mi3 mMa3 m33
mi2 m22>v

mi1

(28)
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where the integers m;; satisfy the conditions

mi3 > maog > mg3z > 0, (29)
mao3 — 1 > myg > m33 — 1, (30)
maog < m3z3 — 1. (31)

The numbers in the first row in (28) specify unitary ir-
reducible representations of the u,(2, 1) algebra. They
are related to the components of the highest weight
vector by the equations

Ji=ma3 — 1, (32)
fo=mg33 —1, (33)
f3=mi3+2. (34)

The numbers in the second row in (28) represent the
signature of a unitary irreducible representation of the
uq4(2) subalgebra. In our notation,

mi2 = fi —k, (35)
mag = fo — ¢ (36)
The number in the third row is
my1 = U + My + maa. (37)
From the condition f; > f5, it follows that
ma23 > Mg33. (33)
The condition f3 — f; — 2 > 0 means that
miz > maog — L. (39)
Combining these conditions, we obtain
mi3 + 1 > ma3 > mgs. (40)

At the same time, the condition 0 < k < f1 — fo is
equivalent to the constraints

(41)

With regard for the allowed values of the exponent ¢,
£=0,1,2,..., we derive

mao3 — 1 > mqyg > mg3z — 1.

maog < m3z3z — 1. (42)

The condition —U < My < U leads to the con-
straints

mig = M1 = Ma2. (43)

A comparison of formulas (39)—(42) with (29)—(31)
demonstrates that our constraints on the structure
of the basis vectors are identical to the constraints
on the values of m;; in the Gelfand—Graev scheme,
with the only exception that, in our case, there
exists a unitary irreducible representation for which
mi3 = mo3 — 1. This means that there are uni-
tary irreducible representations corresponding to the
Gelfand—Graev signature,

{migmaozmasg} = {ma3 — 1, magmss}, (44)

PHYSICS OF ATOMIC NUCLEI
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which are beyond the standard constraints (29). The
existence of such nonstandard discrete series of uni-
tary irreducible representations of the w(2, 1) algebra
was indicated in [20, 21]. The u,(2, 1) quantum alge-
bra has analogous special series of unitary irreducible
representations.

Further, it should be noted that, at f; = fs, in
which case k = 0, the condition that the norm N2(0¢)
is positive requires fulfillment of the inequality

fs—fo—1+£4>0 (45)

forall values of ¢, including ¢ = 0 and £ = 1. As a con-
sequence, the highest weights corresponding to f3 —
fo > 0and f3 — fo > 1areallowed at f; = f5 (thatis,
at mg3 = mgs). Therefore, there are two more non-
standard series of highest weight unitary irreducible
representations such that condition (29) s violated for
them. These are those that are characterized by the
Gelfand—Graev signatures {mg3 — 1,ma3ma3} and
{mas — 2, magmas}. The former can be treated as a
particular case of the series in (44), whereas the series
whose signature is

{maz — 2, mazma3z} (46)

provides yet another nonstandard discrete series of
highest weight unitary irreducible representations of
the u,4(2, 1) algebra.

Let us now consider the matrix elements of the
generators in the U basis. In the basis specified

by (19), the weight generators A;; (i = 1,2,3) nat-
urally have a diagonal form, their matrix elements
being given by

my = f1 —k— (U~ My), (47)
my = fo — L+ (U — My), (48)
m3 = f3+k -+, (49)
where
m1 +me +m3 = fi1+ fo+ fs. (50)

The action of the generators Ao = U4 and Ay; = U—
is well known from the theory of angular momenta:

Ux|(f)msUMuy), (51)
= /U F My][U + My +1]|(f)msU My + 1),.

The matrix elements of the remaining four nondiago-
nal generators are presented in Table 1; their deriva-
tion is given in [24].
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Table 1. Matrix elements of the generators of the noncompact u4(2,1) quantum algebra for the unitary irreducible

representation D)=} associated with the negative discr
weight vector |H))

ete series (U basis used here was derived from the highest

a1a <m3 U+ My %) _ UMy Pk‘][f:s —fit k[;U21£21l]f[2—U£:21]][U + My + 1]}1/2
- <m3 U %,MU _ %) _ [l —h +k[2—U2]—£Zﬁ'[;[f:2l]][U—MU+ 1]}1 2
(m LU -2+ %) _ i Pl’][fg D ”[;J]]ESW 1][U - MUW g
- <m3 LU %,MU ~ %) __[lalfs = fo +£[QU1]][[5515+ 1][U+MU]T 2
(m P10 ;) _ M { e+ 1)1 — fl[;Uﬁ[;qurlf]— U + MUW ?
azo (mg +1,U- %,MU + %) _ [+ 1)lfs - fl[;U’?[;U}]E[lf] - U - MUW e
a1 (m3 FLU+ L - %) UMyt {[M s — f2[;(f]f(1]][;r;i22]][[]— My + 1]}1 ?
oo 1,04 1y §) - [ = fe £IRY B0 ¢ ﬂm
4. BASIS VECTORS AND MATRIX Ty, T_] = T, (55)
ELEMENTS OF THE GENERATORS
IN THE BASIS ASSOCIATED WITH T-SPIN T T = 2T (56)

REDUCTION

Let us consider the structure of the unitary irre-

ducible representation D{/) of highest weight (f1 f2f3)
in the case of the reduction

ug(2,1) — uy(1,1) (52)

of the wy(2,1) algebra to the w,(1,1) subalgebra
specified by the generators Agg, Az, Asz, and Ass
or to the suy(2) subalgebra of a noncompact 7" spin,
the generators in the latter case being

1
T, = A, T_ = A3, T)= 5(1422 — Agz3).
(53)

We note that condition (1) imposed in [17] on a chain
of subalgebras is not satisfied in formulas (52). For
this reason, the results obtained in [17] are not valid
in the case of the T'-spin basis even for the classi-
cal u(2,1) algebra, not to mention its deformation
ug(2,1).

Before proceeding to discuss the u,(2,1) algebra
as a whole, it is reasonable to recall general infor-
mation about the suy(1,1) subalgebra and its uni-
tary irreducible representations. The generators of the
sugq(1,1) subalgebra satisfy the well-known commu-
tation relations

[To, Ty] = T, (54)

PHYSICS OF ATOMIC NUCLEI

Under Hermitian conjugation, they transform as fol-
lows:

1" =Ty, (57)

T =-T-. (58)
The unitary irreducible representations DT of the
negative discrete series are infinite-dimensional; the
respective T'-spin basis is given by
1 1 _ 3

T - _57 07 57 57
The T-spin projection M (or the weight of a vector),
which is an eigenvalue of the operator of the T'-spin
projection Tp, takes the negative values

M=-T-1,-T-2,..., (60)

the highest weight being —1" — 1. We assume that the
highest weight vector

1,22, (59)

\H) =|T,-T —1) (61)

is known and that it satisfies the requirements
Ty |H) =0, (62)
TolH) = (=T = 1)|H), (63)

and the normalization condition
(H|H) = 1.
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The basis vectors of a lower weight can be obtained
from the highest weight vector by the formula

1 T__T_M_I‘H>.
N(TM)

The square of the norm of a vector that is derived in
this way has the form (z = -7 — M — 1)

TM) = (64)

N*(TM) = (-1)"(H|A3; A5 |H) ~ (65)
= [2][2T + = + 1]N*(T, M +1)
[T — M —1]/[T — M]!
- 2T +1]! '
It can be seen that the condition N2(TM) >0
imposes no constraints on = = 0,1,2,...; therefore,

this unitary irreducible representation is infinite-
dimensional. Nonzero matrix elements of the gen-
erators in the basis specified by (64) are given by

(TM|Ty|TM) = M, (66)
(TM + 1T |TM)

— —{[-T - M - [T - M}}2

(67)

(TM —1|T_|TM) = {[-T — M][T — M + 1]}/,
(68)

The Casimir operator for the su,(1, 1) algebra has the
same form as for the su4(2) algebra:

Oy (sug(1,1)) = T_Ty + [Ty + 1/2)%. (69)

Allvectors in (64) are the eigenvectors of this operator
and correspond to the same eigenvalue:

Oy (sug(1,1))|TM) = [T +1/2*|TM).  (70)

We also need the extremal projection operator
PT = PT, | _p_ Tor the discrete series of the
highest weight unitary irreducible representation. As
in the case of the su,(2) algebra, we will seek the

expression for the extremal projection operator in the
form of a series:

Pt =>"CTT}. (71)
r=0

In what follows, we apply this projection operator
only to those vectors | — 7" — 1) that have a specific
weight (=7 — 1), but which, in general, do not have

a specific value of the T spin—that is, to vectors that
are represented by linear combinations of the form

|-T-1)=)_|T,-T-1). (72)
T/

In contrast to the case of su,(2) algebra, however, the
sum over T is finite in the case under study, because
the inequality 77 < |M’| — 1 must hold for the basis

PHYSICS OF ATOMIC NUCLEI
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vectors |T'M’) of the negative discrete series. In the
case of (72), this means that 77 < T. Hence, the
variable 7" in the sum in (72) runs through the values
from Tinin = —1/2 or 0 to T', depending on whether
T is an integer or a half-integer. By applying the
operator in (71) to the vectors in (72), one can show
that only a finite number of terms in (71) make a
nonvanishing contribution—namely, those that sat-
isfy the inequality =7 —1+4r < —1 or —1/2 (that
is, 7 <T or T+ 1/2). Hence, the terms in (71) that
involve higher powers of r can be disregarded.

The projection operator P7 satisfies the equations
T.PT =0, (73)

PT\T,-T —1) = |T,-T — 1). (74)

From (73), it follows that the coefficients C, satisfy
the recursion relation

Cr_1 + [r][—2T +r — 1]C, = 0. (75)
From this relation, we obtain
27 —r]!
R ST TATII (76)
From the condition (74), it follows that
Co=1. (77)

At r = 2T + 1, relation (75) is meaningless, but we
have shown above that we do not need the coefficients
C,forr > T or T + 1/2. Thus, it is sufficient, for our
purposes, to use the simple projection operator

r=2T

2r —r)l
pPT = ZO WTI;.

(78)
A projection operator of a more general form can be
represented as

(_1)7T7M’71

T
P =

—-T-M-1pTp—T-M"-1
N(TM)N(TM/)T* Ty '
(79)

As a matter of fact, Vilenkin [22] used similar pro-
jection operators (of course, only for ¢ = 1) long ago
to derive the harmonic projections of polynomials de-
pending on n Cartesian variables.

Let us present yet another relation helpful for sub-
sequent computations:

Pl oy nPar—r-1 (80)

) M P Ml T- M1 pT T

= P Tﬁ N N Tﬁ B - P = P N
N2(TM) * -
From this equation, it follows that

PTTJ:TfolT:TfolpT (81)
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Table 2. Matrix elements of the generators of the noncompact u4(2,1) quantum algebra for the unitary irreducible
representation D)=} of the negative discrete series (T-spin basis used was constructed with the aid of the highest

weight vector |H))

oz (m 41,7+ 3 v - 1) = B —fz—%[@;Z;][T_M+1]-1/2
ar3 <m1 +1,T+ %,M+ %) = g7~ MH “p][fl —p _p[;;]J[flT”;;:zl]][—T—M— 1]}1 ’
a1 <m1+1,T %,M_ %) _ PS][f:s—flJrs[;ﬁ]][[ngiiJr 0T — M7

ars (ml +1,T %,M+ %) R {[S][fz _f2+5[2_T]2[]2[2TT++1f+ 1][T_M]r 2

O I B e el

asi (m1 - 1,T %,M _ %) e “p+ [ - J{;;H};]}?il—] s|[-T — M]T/Q

as1 <m1—17T+%,M+%> _ {[5+1][f3_f1 +[;;+1]ﬁ[121;f52][_T_M_1W1 3
as1 <m1 - 1,T+ %,M_ %) _ M {[S-F Ulfs = fr -f[-2<;—+115?2TT++p2?— 2T — M + 1]}1 )

= (-1~ T MAIN2 (T M) P

We now return to a consideration of the high-
est weight unitary irreducible representations of the
uq(2,1) algebra. As in the case of the u,(3) algebra,
the basis vectors of the unitary irreducible represen-
tation D/ of the u,(2, 1) algebra that correspond to
the highest weight (f) = (f1 f2f3) will be represented
in the form

[(f)ymaTMr)q (82)
_ 1 —T—Mp—1 5T 4s
- N(sp)N(TMT)A32 P A31A1201‘H>7
where
T=i(s—f-pts—2, ()
1 RN

The normalization factor N(T'My) is determined by
formula (65), while the projection operator PT is
given by (78). The normalization factor N (sp) for the
vectors of the T'-spin basis is calculated by a method
similar to that used for the norm of the vectors of
the U-spin basis and described in the Appendix (see
also [24]). The square of this norm is

NQ(sp) _ L [s]'p]'[f1 — f2)!lfs — f1+s—2]!

¢ [fi—fo-0lfs = fr—2]!
(89)
st s —1Nfs— fr—p—72
(fs—fo—1)[fs— fo—p+s—2]"
PHYSICS OF ATOMIC NUCLEI Vol. 66 No. 10

From the analysis of the norm of the basis vectors, we
derive the conditions

f12 fo, (86)
fa—fi—2=0, (87)
0<p< fi— fo (88)

There are no constraints on the exponent s; that
is, s =0,1,2,.... Since the number of values of the
projection My is infinite, this means that the repre-
sentations under study are infinite-dimensional. The
constraints in (86) and (87) on the signature of uni-
tary irreducible representations are identical to those
obtained for the U-spin basis. For this reason, the
classification of the standard and nonstandard dis-
crete series for the T'-spin basis remains unchanged,
as might have been expected.

Let us now proceed to discuss the matrix elements
of the generators. For the weight generators A;; in the
T-spin basis, only diagonal matrix elements do not
vanish. They are given by

m1 = f1—p—s, (89)
ma = fa+p+ (T + Mr +1), (90)
m3:f3+s—(T+MT+1). (91)

The matrix elements of the generators A3 =T}
and Asy = T_ can be determined by formulas (67)
and (68).

The matrix elements of the remaining four non-
diagonal generators are presented in Table 2 (the
derivation of these expressions is given in [24]).
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5. WEYL COEFFICIENT (U|T),
FOR THE NEGATIVE DISCRETE SERIES
OF UNITARY IRREDUCIBLE
REPRESENTATIONS OF THE u,(2,1)

QUANTUM ALGEBRA

By definition, the Weyl coefficient (U|T"), for an ir-
reducible representation {f} of the u4(2, 1) quantum
algebra has the form

(UIT)q =q {fImsUMy|{f}miTMr),
(_1)kz+é
~ N(kO)N(UMy)N (sp)N(TMy)
Xq <H‘A53A]1€3PUA(1Z2A:I§2PTA§1AI2)1’H>qv

(92)

where |H) is the highest weight vector of the irre-
ducible representation {f};

a=U—My; b=-T—Mp—1,  (93)

and the normalization factors N(k¢), N(UMy),
N(sp), and N(TMr) and the projection operators
PY and PT were defined in the foregoing. Since the
weight on the left-hand side of Eq. (92) for the matrix
element is equal to the weight on the right-hand side,
we conclude that the parameters k and ¢ are related
to s and p by the equations

U-My=p+s—k, (94)

T Mp—1=(+k—s. (95)

The computation of the above matrix element is per-
formed by making use of the commutation relations

[0+ r]l[r + a]![b]!

SMIRNOV et al.

between the generators raised to a power. The scheme
of the computations is identical to that in the case
of the uy(3) algebra [25]. Taking into account the
explicit form of the projection operator PY, we arrive
at

B = ,(H| A5 AY, PY A%, A%, PT A5, AS |H), (96)
B Z 2U + 1]
1"2U +r+1]!

Xq <H\A23A 345 1A§;“A32PTA§1A§1]H>(J.

With the aid of the commutation relations, we transfer
the operator A5, in the matrix element to the left

until it appears immediately after the vector (H| and
consider that (H|A2; = 0. The expression for B then
takes the form

B=)%

where

By =g (H|Ayj" Af3 " A3 A5 PTAS A [H)g. (98)
To compute the matrix element Bj, the generators
Asz must be transferred to the right until they ap-
pear immediately before the projection operator PT,
whereupon the equation Ao3PT =0 is taken into
account. The commutation of these generators with
A7$yields an additional summation. As a result, the

matrix element Bj reduces to a single sum over z;
that is,

22U + 1][k]!
120 +r + 1)1k — r]!

r(2U+1+4r)

By, (97)

(k=r)(r+a—z)—z—(l+r—z)(r+a—2x)

B = Z(_l)x[x]![r +a—z|ll+r—z)lfp—L0—1r+2x]

xT

'q

><H[fg—f3+p—5+€+r—:c—b—z]B2,

z

where
B2 = <H|Ar+a :tAk r+xAb5Zfr+xPTA§1A1201|H>q.
(99

Considering that, in the case of T"-spin basis,
2 =fz—fo—p+s—2 (100)

and that all factors in the product [ [, are negative, we
recast this product into the form

H[fQ—f3+p—s—|—€+’r—x—b—z]

z

=) lfs—fo-pts—t—r

z

(101)

({UIT)q = (1)

k+sq28N(sp)[2U + 1)![-T — 1 — Mp)'[T — Mp]'[k]!

_ l+r—x [T — MT]'
Fr4bta]=(-1) [T —Mp—4¢—7r+z)
Further, we transfer the remaining generators Ass in
the expression for the matrix element By to the left
until they appear immediately after the vector (H],
which annihilates them, and consider that the defini-
tion of the square of the norm entails the relation

o(HI A ATy PTAG AD | H)g = (—1)°¢* N*(sp).

(102)

Combining the above results, we reduce the expres-
sion for the Weyl coefficient (U|T"), to the form

PHYSICS OF ATOMIC NUCLEI

N(kO)N

Q, (103)

(UMy)N(TMp)[s]
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where

[U— My +r)'[l +r]lk —r+ ]!
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Q=> (-1¢’ IR0 +r + 11k —

X

rz]'[U — My +7r — z]l[ +r — z]!

(104)

X

[-T—1—Mp—Ll—r+x) [T —Mp—{—r+z]

Here, the exponent of the ¢ factor (¢?) is given by
p=rRU+r+1)+(k—-r)l+r)—z (105)
—l+r—2)U-My+r—x)+(k—r)
x(U—-My+r—z)—(-T—-1—-Mr
—A—r4+z)(-T—-1+Mpr+{0+7r—1x).

Let us now prove that, in just the same way as for the
uqy(3) algebra, the ¢ Weyl coefficient for the u4(2,1)
algebra can be expressed in terms of the ¢ Racah
coefficient for the su,(2) algebra. For this purpose, the
technique developed in [25] for a resummation of finite
sums of ¢ factorials on the basis of the summation
formulas presented there is employed to reduce the
sum over two variables @) to a sum over one variable.
Introducing the variabley = —T'—1— Mp — {0 —r +
x and taking Egs. (94) and (95) into account, we
recast the double sum @ into the form

Q= qke—s+kz—p(e—s) Z qy(2T+1+p+€—s) (106)
Yy

[s +y)'Q1

Tl ol s+ k= [T+ 14y

where
(107)

o [U— My + ][+ r]!qT(UJrMU*”s*y)
20 +r + 11k —r)l[s—k+r+y]l

Ql _ Z(_1)kfzqu(éfsnyerrUfMU+1)f(kfz)(Z+z+1)

z

Further, it is helpful to use the Kronecker symbol
0(r,v) in order to introduce additional summations in
1-
—z(r—v=1)—r

N gy = )

z

(108)

In this way, the sum over r is represented as a triple
sum over the indices r, z, and v. After that, we replace
the variable r by v’ = r — z and perform summation
over r’ by formula (A.13) from [25]:

Z(_l)r' [g_i_ Z_i_,r/]!q—r’(fferznyrl)
[k —z—rls—k+y+z+7]
(109)
(_1)kfz[£ —s+k— y]!qf(kfz)(ZJerrl)
k—zs+yll[l —s—y+ 2]

,r,l

Using formula (A.12) from [25] to compute the sum
over v in the expression for 1, we arrive at

Sy U= My ol O
[2]'[2U + v + 1]![z — v]!
[U — My)\[U + My + 2]lg #U~Mu+D)
[2]'[2U0 + z + 1]1[U + My]!

Upon summation over the indices ' and v, the ex-
pression for ()1 takes the form

(110)

v

(111)

[U— Myl[U+ My + 2)'[¢ — s+ k —y]l[l + z]!

“TIRU + 2+ 01U + M)k — 2] —s + 2 — g![s + ¢]!"

while the expression for Q becomes
_ kl—s+k—p(l—s) [U — MU]' 12 (119
Q=g L ;( ) (112)

U + My + 2)![{ + 2]!
=20 + 2z + 1k — 21 ¢

7z(p7k+1)fk(f+z+1)Q

2,

PHYSICS OF ATOMIC NUCLEI

where we have singled out explicitly summation over
the index y,

Qs = Z qy(2T+1+p+e—s+z)
Yy

(113)

1
"Wl — ol — s+ 2 —ylRT + L+l
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The final step in our resummation procedure consists
in performing summation over y by formula (A.9)

U — My)!

SMIRNOV et al.

from [25]. As a result, the expression for @ reduces
to a sum over one index,

VIU+ My +2]/[l+22T +1+p+L€—s+z]!

_ (_1\k,—s
@=(1 [U + My]'[p)! 2T—|—1—i—p‘Z 2U—|—z—|—][k—z][é—s—i—z][QT—i—l—l—ﬁ—s—l—z]
(114)
Thus, the Weyl coefficient for the u,(2, 1) algebra is given by
2 1127 + 1||U — M, T—1— Mp\NT — Mrp]!
<mTM=04f[[U+][ U~ Myt~ ll l (115)

“ K — fo— KA — fo+ €4+ 1]!

[U + My)'[2T + p+ 1!
[fs— fi+s—2fs— fo—p—2)1"2

[sI'[EN[p]!fs — f1+ K —2]!

[fs = fa+ €= 1]1f1 = fa = p]!

U+ My +z2/[l+2]2T +1+p+L—s+z]!

2

This formula makes it possible to relate the ¢ Weyl
coefficient for the u,(2,1) quantum algebra to the ¢
Racah coefficients for the su,(2) quantum algebra.

6. RELATION BETWEEN THE ¢ WEYL
COEFFICIENTS FOR THE wu,(2,1)
QUANTUM ALGEBRA AND THE ¢ RACAH
COEFFICIENTS FOR THE su,(2) QUANTUM
ALGEBRA

The explicit expression for the ¢ Weyl coefficient
for the u,(3) algebra was obtained in [25], and its re-
lation to the Racah coefficient for the suy(2) quantum
algebra was established there.

Here, we show that expression (115) for the ¢ Weyl
coefficient for the u,4(2,1) quantum algebra can also
be related to the ¢ Racah coefficient for the su,(2)
quantum algebra. Our consideration is based on
transforming one of five general formulas in [25]
for the ¢ Racah coefficient for the su,(2) quantum
algebra {namely, formula (5.29) in [25]}. Replacing
the summation index n by z=a—b+c—mn, we
arrive at

{abc} B
def .
3 (1)o7t —c+ d+ e + 2!

[Z)lfa—b+c—z)[-a—c+d+ f+ 2]
y [—a4e+ f+2)[-b+d+ f+1+2]
b—ct+e+f+1+2][-a+b+d+e+1+2]
where

~ fla+b—c]fla —b+c]l[-a+b+ ]!
Alabe)g = \/ l[a+b+c+1]! )

_1)a+c+d+f A(abc)gA(bdf )q
Afaef)qA(cde)q

(116)

PHYSICS OF ATOMIC NUCLEI

AN2U + 24+ 1)1k — 2]l — s+ 2]12T + 1+ 0 — s+ 2]

A comparison of expression (116) with formula (115)
for the ¢ Weyl coefficient for the negative discrete
series of the representations of u4(2,1) reveals that
the summands in the two formulas coincide, provided
that

= tUs—fitkts—2),  (117)
:%Ub—h—k+8—@,

%(fl —fo—p+1),

= %(fl — f2),

%(f:s —fo—p

1
d:§(p+l)7 €=

f= —s+k+1-2).

Using the Regge symmetry property {see formula
(5.24) in [25]}, we recast the ¢—6; symbol (116) into
the form

abc _ ss—e [ s3—a ’ (118)
def s3—b ¢ s3—d
q q

where s3 = (a + b+ d + e)/2. Further, the substitu-
tion of the values of the parameters a, b, ¢, d, e,
and f from formula (117) gives the relation between
the ¢ Weyl coefficient (115) for the u4(2,1) quantum
algebra and the ¢ Racah coefficient [or the ¢—65 sym-
bol (118)] for the su4(2) quantum algebra,

(UlT)q =
xU(a"b e d;
_ (_1)a*+2e*+3d*+f*

(_1)2d_ +e T +fT b7 —c”
c [ )q
~ /2T + 1][2U + 1]

(119)

Vol. 66 No. 10 2003



NONCOMPACT 14(2,1) QUANTUM ALGEBRA

f_:83—d:T.

7. CONCLUSION

In this study, the projection operators for the
suq(2) subalgebra have been used to explore the neg-
ative discrete series of unitary irreducible represen-
tations of the noncompact u4(2,1) quantum algebra.
The g analog of the Gelfand—Graev formulas has been
derived in the basis associated with the reduction
ug(2,1) — sug(2)u(l). It seems that the reduction
ug(2,1) — u(1)sug(1,1) for the discrete series of
highest weight representations has been considered
for the first time in the present study. With the aid of
the projection operator for the suy(1,1) subalgebra,
we have constructed the basis of the representation
for this reduction and calculated the matrix elements
of the generators. We have obtained analytic expres-
sions for the elements of the transformation brackets
(U|T)q relating the U-spin and T'-spin bases of
highest weight irreducible representations. By the
analogy with the ¢ Weyl coefficients for the u4(3)
algebra [25], they can be called the ¢ Weyl coefficients
for the noncompact w,(2,1) algebra. It has been
explicitly shown that these ¢ Weyl coefficients are
equivalent (apart from a phase) to specific ¢ Racah
coefficient for the u,(2) algebra or are proportional
to the g—6; symbol for the u,(2) algebra. The series
of lowest weight representations can be studied in a
similar way. The intermediate discrete series requires
a dedicated investigation, and this will be done in our
further studies.
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APPENDIX

Normalization of the U -Spin Basis Vectors
of theuy(2,1) Algebra (Negative Discrete Series)

The structure of the U-spin basis vectors is speci-
fied by formulas (19)—(26).
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Here, we use the transformation properties of the
“noncompact” generators under Hermitian conjuga-

tion and the properties of the projection operator PY:

(PY)* = PY, (A1)
(PY)? = pPY, (A.2)
AUMAT-MpYU — N2 (UM)PY. (A.3)

With allowance for these formulas, the square of the
norm N?(k¢) takes the form

N?(kt) = (—1)*T(H| A3 AT PU A% AG | H),
(A4)
where
Ay = A1pAgs — g 1A Ars. (A.5)
Since, by definition, the relation
Ayg = A1pAgz — qAa3 Ao (A.6)

holds, we can represent the generator A3 in the form

Az = Az + (g — ¢ 1) Az Ara. (A7)
From the relations
ApPY =U, PV =0 (A.8)

it follows that
N?(kt) = (—1)"*(H| b Af, PY A%, AL, |H). (A9)

A straightforward computation of N2(kf) by trans-
ferring the raising generators to the highest weight
vector |H) is rather cumbersome. In view of this, we
will try to construct a recursion relation between the
expressions for N2(k¢) for various values of k and ¢,
bearing in mind that

(H|PY|H) = (H|H) = 1. (A.10)

We begin by establishing a relation between N2(k/)
and N2(k —1,¢). In the expression for N2(kf), we re-
place, for this purpose, A%, by A% 1 PU+1/2 4,5 This
is legitimate because, in (A.9), the projection operator

PU+1/2 taken in this combination is equivalent to the
identity operator. Indeed, we have
2U +2]!
PU+1/2A pYU — 1) [ r
13 ZT:( VR e

(A.11)

X A52A13PU = A13PU,

since the generators A}, and A3 commute (apart
from the factor ¢=", which is immaterial in the case
under study), and since A{QPU = (5r70PU. We now
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consider applying the generator A3 to the projection
operator PV:

APV = 1y 2O+ 1

P20 +r +1]!

A13A5 Al

(A.12)
B . U1
- ZT:(_U [r]'2U +r + 1]!

X (Ahy Aqg — [ ALY Agggi Az 4T,

From here on, we use the commutation relations
from [7, 24, 25] for the generators raised to a power. In
view of the relation PUt1/2 A, = (A, PUHY2)+ =
0, the application of this operator on the projection
operator PY*1/2 from the left yields

PUT24,5PY

(A.13)

where
RU+2|=[fi—fo—k+{+2] (A.14)
as a result, the square of the norm becomes
N(kt) = (1) (H| Al Al "PUHY2 - (AL15)

A23
fi—fo—k+(+2
C+1][fo—f3— 4
B b[ﬁt f]z[f—Q k—{3€+ ]2]>PV“/2A’§1_1A§2!H> = k]

PU+1/2 (A13 +

Thus, the square of the norm, N2 (kf), takes the form
N2(kt) = (—1)FH-1 (A21)
K]lfs = fi+k=2][fi — fo—k+1]
[fi—fo—k+€+2]
x (H|Agy Al ' PUH2 AT AG | H).
In other words, we have derived a recursion relation
between N2(kf) and N2(k — 1, /),
N2(k0)
K][fs = fi+k=2][f1 — fo—k+1]
[fi—fo—k+L{+2]

X

(A.22)

SMIRNOV et al.

A11—A
A23q 11— A22

. <A13+ i fo—k+l+9
Commuting the generators A;3 and A’gl, we arrive at
Avs Ay ALy | H) (A.16)

= (KA1 — f3 — kb — 0+ A5 A% [ H)

A12> Al A% | H).

and
Agzq™1 42 A5 AF AL, | H)
_ q(fl—f2—k+é+2)A23A12A§1A§2 |H).

(A.17)

The commutation of the generators Ao and A’§1
makes it possible to derive the relation

Agzq1 A2 A5 AF AL, | H)
= —[k] A A% ALY H).

(A.18)

Transferring the generator Ass to the right until it
appears immediately in front of the highest weight
vector |H), which annihilates it, we obtain

Aggq A2 A, AR AL H) (A.19)
= —[k][¢ + 1][fa — f3 — (A5 AL, |H);

therefore, we have

]qA11A22A12> A5 Ay |H) = [K] <[f1 —fs—k—(+1]  (A.20)

fi—f3—k+2[fi—fo—k+1]

PYVHI AR AL ).

f1—fo—k+L+2]

[fs = fo+l—=1)1[f1 = fo]'lfi — fo — k+ £+ 1]!

x N2(k —1,0).
The recursion relation

N2(00) = (—1)Y(H| A5, PY A%, | H)
= [A[f3 — f2 + £ —1IN?(0,£ — 1)

(A.23)

can be obtained in a similar way. Using these recur-
sion relations, we arrive at an ultimate expression for

the square of the norm in (A.21):

N2(ke) = [k fs — f1 +k — 2!
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Abstract—The main physical goal of the project is to search with reactor antineutrinos for small mixing
angle oscillations in the mass parameter region around Am2, ~ 2.5 x 1073 eV? in order to find the element
Ues of the neutrino mixing matrix or to set a new more stringent constraint. To achieve this, we propose
a “one-reactor—two-detector” experiment with two identical antineutrino spectrometers located ~100
and ~1000 m from the Krasnoyarsk underground reactor (~600 m w.e.). In the no-oscillation case, the
ratio of measured positron spectra of the 7, + p — e* + n reaction is energy independent. Deviation from
a constant value of this ratio is the oscillation signature. In this scheme, results do not depend on the
exact knowledge of the reactor power, v, spectra, burnup effects, and target volumes, and an important
point that the backgrounds can periodically be measured during reactor off periods. We give a schematic
description of the detectors, calculate the neutrino detection rates, and estimate the backgrounds. We also
outline the detector monitoring and calibration procedures. We hope that systematic uncertainties will not

exceed 0.5% and that the sensitivity of [Ues|? ~ 4 x 1072 (at Am? = 2.5 x 1072 eV?2) can be achieved.

© 2003 MAIK “Nauka/Interperiodica”.

1. INTRODUCTION

The Super-Kamiokande studies of atmospheric
neutrinos [1] found intensive (sin? 20,,, > 0.9) v, —
v, oscillations and have confined the mass param-
eter to the interval 1.4 x 1073 < Am2,,, < 4.2 x
1073eV? with Am2,,, = 2.5 x 1073 eV? as the most
probable value. The v, — v, has been found to be
the dominant channel of the atmospheric neutrino
oscillations, while much room is left also for the
Ve — U, ; transitions.

The ~1-km baseline reactor experiment CHOOZ
[2] searched for electron antineutrino disappearance
in the atmospheric mass parameter region. No oscil-
lations have been found (Fig. 1, curve “CHOOZ”):

sin? 20c1007z < 0.14 (1)
(90% C.L.at Am? = 2.5 x 1073 eV?),
sin? 20c100z < 0.19 (at Am? = 2.0 x 1073 eV?).

*This article was submitted by the authors in English.
“e-mail: vpmar@dnuc.polyn.kiae.su
"e-mail: Imikael@polyn.kiae.su
""" e-mail: sinev@polyn.kiae.su
e-mail: kopeykin@polyn.kiae.su
e-mail: kozlov@dnuc.polyn.kiae.su

EETEES

EETETEY

The reactor neutrino mixing parameter sin?26 in
the atmospheric mass parameter region plays an im-
portant role in neutrino oscillation physics. In three
active neutrino mixing schemes with normal neutrino
mass hierarchy, it is expressed through the contribu-
tion of the mass-3 eigenstate to the electron neutrino
flavor state U3 = sin #13:

sin2 2‘9CHOOZ = sin2 2013 = 4‘U63‘2(1 - ‘U63‘2).

We also mention that, with a nonzero value of U3 in
the lepton sector, CP-violation effects can exist.

The negative results of the CHOOZ experiment
impose an important constraint:

sin? 2603 < 0.14, (3)
[Ues? < 3.6 x 1072(at Am? = 2.5 x 107% eV?).

The quantity sin? 26,3 can be hundreds and thou-
sands of times smaller than the present CHOOZ
limits. In this case, the necessary sensitivity can, in
the distant future and in several steps, be achieved at
neutrino factories in experiments using hundred- and
thousand-kiloton detectors located a few thousand
kilometers from the accelerator neutrino source (for
review, see [3]).

1063-7788/03/6610-1934$24.00 © 2003 MAIK “Nauka/Interperiodica”
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The first step can, however, be done sooner (and
cheaper) at reactors as has been discussed since 1999
[4, 5]. Recently, an idea to search for U3 at reactors
in Japan was published [6]. Doing this first step is
still more important because no physical reason is
known why sin? 26,3 should be very small. It may
quite happen that this quantity is only several times
smaller than the present upper limits (1).

The main physical goals of the reactor experiment
considered here are

(i) to obtain new information on the electron neu-
trino mass composition (Ue3);

(i) to provide normalization for future experiments
at accelerators;

(iii) to achieve better understanding of the role that
ve can have in the atmospheric neutrino phenomena.

The main practical goal is to decrease, relative to
CHOOZ, statistical and systematic uncertainties as
much as possible.

Analysis of all available solar neutrino data [7]
confirms the large-mixing-angle MSW as the most
probable solution with the best-fit value of the solar
neutrino mass parameter Am2,, ~ 6 x 107° eV2. We
assume therefore that

2 2 _ 2 2 ~ 2 2
Arm‘sol < ATnatm = M3 — My =~ M3z — M (4>

and use in this paper a two-mode expression for the
reactor antineutrino survival probability P(7, — 7.):

P(7e — 7.) = 1 —sin? 20 sin*(1.27Am*L/E), (5)

where L (in m) is the reactor—detector distance and
FE (in MeV) s the antineutrino energy. There is, how-

ever, some probability that Am2 is not so small as
assumed above. In this case, Am?2 /Am?,_ cannot
be neglected and somewhat more complicated ex-

pressions for P(v, — ) should be used as discussed
in[6, 8].

Reactor antineutrinos have a continuous energy
spectrum and are detected via the inverse beta-decay
reaction

Ue+p—et +n. (6)

The visible positron energy E, is related to the 7,
energy as

E.=E—180+ Eyn ~ E — 0.8. (7)

A typical positron energy spectrum is shown in Fig. 2.
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Am?, eV?2
1072

CHOOZ

Kr2Det
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1074
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sin? 20
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Fig. 1. Reactor antineutrino oscillation plots. Curves
“CHOOZ” and “Kr2Det” (expected) “Shape” and
“Rate” are 90% C.L. v, disappearance limits. The
Kr2Det limits are obtained assuming 40 000 detected an-
tineutrinos, 10 : 1 effect to background ratio, and system-
atic uncertainties oghape = 0.5% and ore = 0.8%. The
shaded area represents the most probable atmospheric
neutrino mass parameter region.

2. ONE-REACTOR—TWO-DETECTOR
SCHEME

Two identical liquid scintillation spectrometers are
stationed at distances L, ~ 1000 m (far position)
and Lpesr =~ 115 m from the underground Krasno-
yarsk reactor (Fig. 3). The overburden at Krasnoyarsk
is ~600 m w.e., which is twice as much as in the
CHOOZ experiment. (At short distances from the
reactor, the one-reactor—two-detector approach was
first probed at Rovno [9] and later successfully used at
Bugey[10].)

Two types of analysis can be used.

Analysis [ is based on comparison of the shapes
of positron spectra S(Ee )i, and S(E)near measured
simultaneously in two detectors. In the no-oscillation
case, the ratio S(Ee)iar/S(Ee)near is energy indepen-
dent. Small deviations from the constant value of this
ratio

Xsnape = S(Ee)tar/ S (Ee)near (8)
= C(1 —sin? 20sin*(1.27Am*Ly,;/E)) /(1
— sin? 20sin?(1.27Am? Lear/ E))
are sought for oscillation parameters.

In the one-reactor—two-detector scheme,

(i) results of analysis [ do not depend on the exact
knowledge of the reactor power, absolute v, flux and
energy spectrum, burnup effects, absolute values of
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Fig. 2. Positron visible energy spectrum.

hydrogen atom concentrations, detection efficiencies,
target volumes, and reactor—detector distances;

(ii) at Krasnoyrsk, the detector backgrounds can
be measured during reactor off periods, which period-
ically follow 50-day-long reactor on periods.

Calculated ratios S(FEe)ar/S(Ee)near for a set of
oscillation parameters are shown in Fig. 4.

Analysis [1is based on the ratio of the total number
of neutrinos Ny, and Nyear detected at two distances:

AXra‘[ta(Sin2 207 AmQ) = (Lfar/Lnear)2 <8l>
X (Vnear/vfar)(511ear/5far)Nfar/Nnear'

Here, Viear, Viar and €, ey, are the target volumes and
neutrino detection efficiencies. In the no oscillation
case, Xpate = 1.

Analysis [l is also independent of the exact knowl-
edge of the reactor neutrino flux and energy spec-
trum. The absolute values of detection efficiencies are
practically canceled; only their small difference is to
be considered here, while the ratios ( Lis/Lpear)? and

(Viear/ Viar) should be known accurately.

Krasnoyarsk reactor underground site: 600 m w.e.

Reactor Detector 1 Detector 2
Ve |/ /A
% _/
115m 1000 m
Target 46 t 46 t
Rate: 4200/d 55/d
S:B >> 1 ~10:1

Fig. 3. Scheme of the Kr2Det experiment.
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3. DETECTORS

A miniature version of the KamLAND [11] and
BOREXINO [12] and a scaled-up version of the
CHOOZ three-concentric-zone-detector scheme is
chosen for the design of the spectrometers (Fig. 5).

At this stage, we consider a 4.7-m-diameter liquid

S (Ee)far/S(Ee)near S (Ee)far/S(Ee)near

1.00 LOOF———
0.01 0.01
0.03 0.03

095+ 0.95F 0.07
0.07

0.90 090 |/ =30x107eV?

Am? =2.5x%x1073eV?
0.14/ CHOOZ limit

0‘85 1 1 1 1 1 1 1
1.00

0.11 CHOOZ limit

| 0‘85 | | | | | | | |
1.00

0.95 0.95

0.90
0.90

0.85
2 _ -3 a2 2 _ —4 2
0.800- Am*=1.0%10"eV 0.85- Am*=6.0%x10"eV
0.525 CHOOZ limit 1.0 CHOOZ limit
0.75 L1111 (0.80 N N NN NN IR R N

0 2 4 6 8 0o 2 4 6 8
Visible energy, MeV

Fig. 4. Calculated ratio of positron spectra
S(Ee)iar/S(Ee)near for some oscillation parameters
(Liar = 1000 m, Lyear = 115 m, Nigy = 16 x 10% yr).
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scintillator target, enclosed in a transparent spherical
balloon. The target is viewed by ~800 8-in EMI-9350
(9350—9356) photomultipliers through an ~90-cm
layer of mineral oil of zone 2 of the detector. PMTs of
this type have successfully been used in the CHOOZ
experiment and are used now in the BOREXINO
and SNO detectors [13]. A 20% light collection and
150—200 photoelectron signal is expected for 1-MeV
positron energy deposition. The PMTs are mounted
on a stainless steel screen, which separates external
zone 3 from the central zones of the detector. The
~T75-cm-thick zone 3 is filled with mineral oil (or
liquid scintillator) and serves as active (muon) and
passive shielding from the external radioactivity.

There are two underground rooms to install the
detectors at the Krasnoyarsk reactor site. One of
them, located ~115 m from the reactor, is a
10-m-high 15 x 15 m square room. The other is a
125-m-long, 11.5-m-high, and 15-m-wide corridor
~1000 m from the reactor.

The final choice of the scintillator has not been
made thus far. We hope for progress in manufac-
turing Gd (~0.9 g/1) loaded scintillators to improve
the response to neutrons and suppress accidentals,
which originate from U/Th gammas coming from
the surrounding rock. The Palo Verde Gd scintillator
showed better stability than the scintillator used in
CHOOZ. The LENS project considers scintillators
with rare-earth consentrations as high as ~50 g/I.

Currently, we consider a no-Gd scintillator based
on the mixture of paraffin and pseudicumene (~20%)
with ~2 g/1 PPO as primary fluore. This scintillator
has a C/H ratio of 1.85, density of 0.85 kg/l, and
0.785 x 102 H atom/t.

4. DETECTOR CALIBRATIONS
AND MONITORING; SYSTEMATIC
UNCERTAINTIES

The ratio of measured positron spectra
S(Ee)iar/S(Ee)near (8) can be slightly distorted be-
cause of the relative difference in response functions
of the two “identical” spectrometers.

The goal of calibration procedures that we con-
sider is to measure this difference and introduce nec-
essary corrections. This can be done by a combina-
tion of different methods. First, we consider periodic
control of the energy scales at many points using ~y
sources shown by arrows in Fig. 2. A useful con-
tinuous monitoring of the scales at 2.23 MeV can
provide neutrons produced by through-going muons
and captured by the target protons during the veto
time.

The second method uses small 2%2Cf or 23U
spontaneous fission sources periodically placed in
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Fig. 5. The Kr2Det v, spectrometer (schematic).

the detectors. These sources generate a continuous
energy spectrum due to prompt fission gammas and
neutron recoils (the dashed curve in Fig. 2). The
deviation from unity of the measured spectra can be
used to calculate relevant corrections.

We hope that systematic uncertainty due to the
detector spectrometric difference essential for Anal-
ysis I can be controlled down to 0.5%.

In Analysis II, the systematic uncertainty in
the quantity (Ll’ar/Lnear)2 (Vnear/vfar) (511ear/5far) in
Eq. (8) can hopefully be kept within 0.8 %.

5. NEUTRINO DETECTION RATES
AND BACKGROUNDS

The neutrino events satisfy the following require-
ments: (i) a time window on the delay between e™ and
neutron signals of 2—600 us; (ii) an energy window
of 1.7-3.1 MeV for the neutron candidate and of
1.2—8.0 MeV for et; (iii) distance between e™ and
neutron less than 120 cm. At this stage, no pulse
shape analysis to reject proton recoils is planned.

Under these assumptions, a neutrino detection ef-
ficiency of 75% has been found and neutrino detection
rate N(e*,n) = 55/d calculated for the far detector.

The time-correlated background of 0.1/d per one
target ton was found by extrapolation of the value

0.25/d per target ton measured at CHOOZ:
CHOOZ (300 mw.e), 0.25/(dt)  (9)
— Kr2Det (600 m w.e.),0.1/(d t).
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1
Distance, m Target mass,t | N(eT,n),d | N(et,n),yr* Background, d
correlated accidental**
Far detector 1000 46 55 16.5 x 103 5 ~0.3
Near detector 115 46 4200 12.5 x 10° 5 ~0.3

* 300 d/yr of full power.
** Only due to radioactivity of the detector internal materials.

The accidental coincidences come from the inter-
nal radioactivity of detector materials and U and Th
contained in the surrounding rock. The internal com-
ponent of the background was estimated to be less
than 0.3/d, which is an order of magnitude smaller
than the rate of the correlated background (see Kozlov
et al.[5]). In contrast to the KamLAND and Borexino
experiments, three-order higher concentrations of U,
Th, K, and Rn can be tolerated in the liquids used in
the Kr2Det case.

First estimates of accidentals coming from the ra-
dioactivity of the rock showed, however, that external
passive shielding of the detector should be increased
when a scintillator without Gd is used as the neutrino
target.

Calculated neutrino detection rates N(e*,n) and
backgrounds for the scintillator with no Gd are sum-
marized in the table.

6. EXPECTED RESULTS
AND CONCLUSIONS

Expected 90% C.L. constraints on the oscillation
parameters (Fig. 1, curves Kr2Det) are obtained
for 40000 detected v, in the far detector (750 d of
full power). The systematic uncertainties ogpape =

0.5% in Analysis 1 and o = 0.8% in Analysis
[I have been assumed. The “shape” analysis is
somewhat more sensitive and can shift (at Am? =
2.5 x 1072 eV?) the sin?26 upper limit from 0.14
(CHOOZ) 10 0.017.

The one-reactor—two-detector approach fully
eliminates uncertainties associated with the reactor

neutrino source inherent to the absolute method used
at CHOOZ.

The small relative difference in conceptually iden-
tical detector properties can be minimized through
calibration and monitoring procedures.

The detector backgrounds can be measured dur-
ing reactor off periods, which periodically follow
50-d-long reactor on periods.

PHYSICS OF ATOMIC NUCLEI

A good signal to background ratio can be achieved
due to the sufficiently deep underground position of
the detectors.

High statistics can be accumulated in a reason-
ably short time period using detectors with
~45-t targets, which are relatively small if compared
to modern neutrino detectors.

The neutrino community has accumulated posi-
tive experience in building and running 3-concentric-
zone detectors similar to the Kr2Det detectors.

We conclude that proposed study is feasible and
that new important information on the electron neu-
trino internal structure (sin?26,3) can be obtained.

The KamLAND experiment in Japan has observed
a large neutrino deficit ~ 180 km from the reactors and
continues to study neutrino oscillations in the solar
mass parameter region [14]. Laboratory experiments
at reactors, KamLAND and Kr2Det, can provide full
information on the electron neutrino mixing, at least
in the 3-neutrino mixing scheme.
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Abstract—The Schiff moment of the "Hg nucleus was calculated using finite-range P- and T-violating
weak nucleon—nucleon interaction. Effects of the core polarization were considered in the framework of
RPA with effective residual forces. © 2003 MAIK “Nauka/Interperiodica”.

To My Teacher ...

1. INTRODUCTION

The most precise limit on parity- and time-
invariance-violating nucleon—nucleon interaction
has been obtained from the measurement of the
atomic electric dipole moment of "Hg [1]. The
hadronic part of the atomic dipole moment associated
with the electric dipole moment of the '%°Hg nucleus
manifests itself through the Schiff moment, which
is the first nonzero term in the expansion of the
nuclear electromagnetic potential after including the
screening of the atomic electrons [2—4].

The operator for the Schiff moment is [5]

where ¢; is e for a proton and zero for a neutron. The
Schiff moment generates a T- and P-odd electro-
static potential in the form

o(r) = 47S - V4(r). (2)

Interaction of atomic electrons with the potential
given by Eq. (2) produces an atomic dipole moment

datom (3>
e 0= e gri)In)(n] — e 327 2]0)
= Z £, — E + h.c.

n

Due to contact origin of the potential, the electrons in
s- and p-atomic orbitals only contribute to the dipole
moment given by Eq. (3).

*This article was submitted by the authors in English.
“e-mail: dmitriev@inp.nsk.su

The nuclear Schiff moment has been calculated
thus far in a simplified model [5, 6] without con-
sidering many-body nuclear-structure effects. These
effects have to be understood properly if we intend
to extract the parameters of P- and T-violating nu-
clear interaction from the value of the Schiff moment.
For light nuclei, the properties of the Schiff moment
strength obtained in modern shell-model calculations
were discussed in [7]. The study of the polarization
effects associated with the coupling to the isoscalar
dipole compression mode was performed in [8]. In
our paper, we calculate the Schiff moment of the
99Hg nucleus within the RPA framework with effec-
tive residual strong forces using finite range P- and
T'-odd weak nuclear interaction.

2. BASIC INGREDIENTS OF THE THEORY
2. 1. Nucleon—Nucleon P- and T -Odd Interaction

We use the interaction generated by P- and
T'-violating pion exchange [9, 11]

W(I‘l — I‘Q) = —

g
. 4
ST, [(goT1 - T2 (4)
+gg(7'1 - Ty — 37%73))(0‘1 — 0'2)
3 3 6_m7r7’12
+91(T10'1—T20'2)] Vl o s

where ¢ is the usual strong pion—nucleon pseu-
doscalar coupling constant; gg, g1, and g2 correspond
to isoscalar, isovector, and isotensor P- and T-odd
couplings; and m,, is the proton mass. In contrast
to P-odd and T-even interaction, in Eq. (4) the
exchange of 70 is allowed. This term produces the
direct contribution to the P- and the T-odd part of
the nuclear mean field, while the other terms produce
the exchange contribution only. Since the direct
contribution dominates for finite-range potentials, we

1063-7788/03/6610-1940$24.00 © 2003 MAIK “Nauka/Interperiodica”
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can expect that the interaction (4) is the leading one
and the exchange of heavier mesons can be omitted.

In previous calculations, the phenomenological
contact interaction has often been used instead of
finite-range interaction given by Eq. (4). It has the
form[12]

G 1
V2 2m,
X Va0(re —1p) + nhploa - o)
X {(Pa — Pp), 0(ra —11)})

where G is the Fermi constant. In the limit m, — oo,
the interaction (4) transforms into Eq. (5) after the
substitution gg; — Gm2n/+v/2. We shall use this fac-
tor when comparing our results with those obtained
using the contact interaction given by Eq. (5).

Wc(ra - rb) = ((nabo'a - nbaab) (5)

22 Nuclear Mean Field and Correction
from the Weak Forces

In our calculations, we used the full single-
particle spectrum including continuum. The single-
particle basis was obtained using the partially self-
consistent mean-field potential of [13]. The potential
includes four terms. The isoscalar term is the stan-
dard Woods—Saxon potential

Vv
l+exp(r—R)/a’ )
with the parameters being V =52.03 MeV, R =
1.2709AY3 fm, and a = 0.742 im. Two other terms
Uis(r) and Ur(r) were calculated self-consistently
using two-body Migdal-type interaction [14] for the
spin—orbit and isovector parts of the potential. The
last term is the Coulomb potential calculated for a
uniformly charged sphere with Rc = 1.184Y3 im.
The mean-field potential obtained in this way pro-
duces a good fit for single-particle energies and rms
radii for nuclei in the lead region.
The correction to the mean field (6) from the weak
interaction (4) consists of direct and exchange terms.
The direct term has the form

Uo(r) = —

9 (o]
Virr) = 2o o) [Pl (7)
P
0

x [(g0 = 292)(pp(r) — pn(r)) + g1(pp(r) + pu(r))],

where the function byg(r1,72) is a combination of
spherical Bessel functions of imaginary argument

biyi, (11, 72) = iy (Mar1) by (Marr2)0(r2 —71)  (8)
- ilQ (mﬂTQ)kl1 (mwrl)e(rl - TQ)-

Note that the potential given by Eq. (7) is a pure
isovector. The contribution of the isovector interac-
tion component dominates in Eq. (7), the isoscalar
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and isotensor components of the interaction being
suppressed by the factor (N — Z)/A. For zero-range
interaction, the potential would be proportional to
Vp(r). The gradient makes this potential very sensi-
tive to the details of the nuclear surface. Our potential
given by Eq. (7) is less sensitive to the surface due to
additional integration over a region of the order of the
pion Compton wavelength.

The exchange term is more complicated. The ma-
trix element of it taken over angular variable is a
nonlocal operator in radial coordinates:

<17‘5Uexch(rar/)’V> = Wy (r, "”/)a

where |7} = —(o - n)|v) and
1 gm%
W (1) = 2j, +17mmy, ©)

X tfg{ Z (%(3 —373) = 2go7iTS

rl1lo
h lIp 1
0 0O

X Ry(r') [(—)l1 ] (KT 17)* (k] 1Y2, 1)

91(

+ 20+ 7)) ne brata (17" R ()

—(—1)12[l2](ﬁllelIIK)(VIITffIIF»)*} }

The trace is assumed over isospin variable of the
second particle, n, is the occupation number of the

single-particle state |x), [I] = v/2l + 1, and the tensor

operator TH ,(n) = {o @ Y1(n)} jur.
The correction to the single-particle wave function
1, (r) can be represented as

0y (r) = (o -n)Q,(n)oR, (1),
where Q,(n) is the angular part of the wave func-
tion. The radial correction dR, (r) is the sum of the

direct and the exchange terms R, (1) = 0 Ry g (1) +
ORexcn (), where

R, gir (T /G = (r,7")€,)0Uqgic(r )Ry(r')r'er',

(10)
ORyexen (T /G = (rr!|e, YW, (r' ")
0

x R, (r")r"r" 2 dr’ dr".

Here, G, ; (r, r'le,) is the Green’s function of the
radial Schrodinger equation for the total angular mo-

mentum 7, and the orbital angular momentum I, =
27, — 1, and €, is the single particle energy.
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3. CORE POLARIZATION

The effects of the core polarization for a one-
particle operator can be treated through introduction

of a renormalized operator S satisfying the equation
SV’I/:SS’V (11)
~ Ny — Ny
+ Z Sy ———"— (1 |F + W|uv),
W

€y — €y tw

where S is the bare Schiff moment operator given by
Eq. (1), and n, and ¢, are the single-particle occupa-
tion numbers and energies. For static moments, the
external frequency w — 0. The interaction in Eq. (11)
includes both the strong residual interaction F' and
the weak one. The latter we take in the form given
by Eq. (4). Strictly speaking, the interaction of two
nucleons in nuclear matter differs from the interaction
in the vacuum. We do not discuss this effect here but
keep the weak interaction in the form (4). The single-
particle wave functions in Eq. (11) are the eigenstates
of the mean field, which is the sum of the strong field
and the weak corrections given by Egs. (7) and (9).
Since the weak forces are really small compared to
the strong interaction, it is natural to treat them per-
turbatively. The simplest way to do it is to represent
(r|v) = 1, (r) + 04, (r) and to gather the terms linear
in 6¢ and W (ry — re). It is convenient to represent
the matrix element of the Schiff moment as a sum of
three terms

Spy = <5¢V‘SWV> + <¢V’S‘5wu> + (%\53\%)-
(12)
The operator S in the first two terms satisfies the
same Eq. (11), where only the strong interaction
is included. The corrections from the weak forces
for these terms are in the wave functions of an odd
nucleon only. The third term represents an induced
contribution [15] arising from the P- and T-violating
corrections to the intermediate states |u) and |u').
The equation for 6S is

(58 - 6Snl)1/1/ = (580)1/1/

Ny, — Ny
+ 2(68 - 6Snl)mﬂu<ylﬂl|F|uy>a
W €u —

(13)

where S, is the nonlocal part of §S produced by the
exchange matrix elements of weak interaction W:

(6Sn)v = Z(S)u#'

!

M<V,M,‘Wexchlﬂy>~
€u — €t

(14)
The equation for §Sy is

N, — N,y
(080)ur = Y = ((ulSIw )/t Wil )

i K H

(15)
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+ (0S| ) (V1 | Fluw) + (39, S|) (v 1| F | )
+ (uIS|09 ) (Vi | Flpw) + (plS|') (v 60, | F )
+ (WIS )V 11 F|0r)).

Note that, in the absence of the core polarization,

only the first term in Eq. (15) contributes to §Sg. And
this is the only term that produces the Schiff moment

of the nucleus with an odd neutron, like "Hg. The
residual interaction F' has the form

F=C (f(’l”) +f/(7'1 '7'2) —|—gs(0'1 '0’2)
+g;(0'1 . 0'2)(’7'1 . TQ)) 5(1‘1 — I‘Q),

where C' =300 MeV fm? and f(r) = fox + (fin —
fex)p(r)/p(0). Note that the angular dependence of
the operators S and §S is completely different. While
S, ~ Y1,(n), the induced part 65, is a superposition
of spin-dependent operators o, and {o ® Ya(n)}1,.
For this reason, different parts of the interaction (16)
contribute to renormalization of S and §S.

For a spherical nucleus, we can separate the an-
gular variables and solve the obtained equations in
coordinate space. The equations are

(16)

S%(r) = S4(r) + / AL (NSO, (17)
0

where a = p,n, and S§(r) is the radial part of the
Schiff moment operator Eq. (1) multiplied by r. The
particle—hole propagator A(r,r’) was calculated by
means of the Green’s functions of radial Schrédinger
equation:

Al = STof(70) + £(m 7))
< S el G I8) Pr R B

kil
< (Gu(rr'ex +w) + Gu(r, 1’6 — w))}-

(18)

Similar equations can be written for 6.5(r)—the local
part of the induced moment. They differ from Eq. (18)
in type of tensor operators and in residual interaction.

3.1. Separation of the Spurious Component

The integral Eq. (17) must have a zero eigen-
mode related to the center-of-mass motion. How-
ever, in our case, the isoscalar part of the mean field
Eqg. (6) is not consistent with the interaction Eq. (16)
and, in general, we do not have zero energy for the
center-of-mass motion. The situation can be im-
proved using some freedom in the value of the in-
teraction constant fi, in Eq. (16). We can fix the
value by the condition wy = 0 for the lowest isoscalar
dipole mode. Since this procedure is numerical, the
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SP(r), e fm?

1
0 2 4 6 8 10
r, fm

Fig. 1. The proton component of the Schiff moment. Solid
curve is the renormalized operator after subtraction of the
spurious component; dashed curve is the bare operator

Eq. (1).

condition wy = 0 cannot be fulfilled exactly but with
finite accuracy. For "Hg, we found that the set
fin = 0.3935, fex = —2.6, and f' = 1.07 gives for wy
the value wg = 0.1 keV, which is really small com-
pared to the energy of dipole transitions.

The finite accuracy in determination of the spu-
rious mode brings another problem for solutions to
Eq. (17). The bare operator Sy(r) becomes nonortho-
gonal to the spurious mode transition density. This
results in admixture of the spurious component to
all solutions of Eq. (17). The spurious component
should be subtracted since it can change the solution
considerably. The subtraction can be performed using
analytical properties of the solution as a function of
w. The solution of the inhomogeneous linear integral
Eq. (17) as a function of w has the first-order poles
at w = £ E, where E are the excitation energies of
the RPA modes. Thus, at small w, the solution can be
represented as

a(r w?
S(r|w):(7)2+b(r|w:0)+0< ) (19)

2 _ 2
w? — W Ez

The first term in Eq. (19) is the spurious component
contribution. Let us define the following set of inte-
grals in a complex w plane along a circle with the
radius satisfying the conditions wy < |w| < Eey:

Io(r) = funStrle)s

omi

(20)

Using Eq. (19), we can perform the integration ana-
Iytically. As a result, we obtain

b(rlw=20)=J_1(r), (21)
wh = Js(r)/J(r).
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S"(r), e fm?

Fig. 2. The neutron component of the renormalized Schiff
moment.

The numerical integration in Eq. (20) has been per-
formed using a 32-point Gauss formula. The inte-
gration radius was |w| = 0.1 MeV. The obtained field
b(r|w = 0) was practically insensitive to the integra-
tion radius. The value of w? was independent of r
in first five or six digits. The loss of accuracy was
noticeable only at |w| ~ wy.

Figure 1 shows the result for renormalized S(r) =
b(r|w = 0) with the spurious component subtracted.
[t is shown by the solid curve. The dashed curve
shows the unrenormalized component Sy(r). The
effects of the core polarization are not large. We
found that, for 209Bi, they change the valence proton
contribution by ~ 15%, which is in fair agreement
with the estimates of [8]. The proton component
does not contribute to the Schiff moment of *?Hg
since the valence nucleon is a neutron. However,
due to neutron—proton residual strong interaction,
some neutron component is produced by the core
polarization. This component is shown in Fig. 2.
Qualitatively, the behavior of the neutron component
inside a nucleus resembles the behavior of the bare
operator in Fig. 1. However, the magnitude of the
neutron component is smaller and the behavior out-
side of the nucleus is completely different.

4. RESULTS FOR %Hg

In Table 1, we show the contributions of the neu-
tron component discussed above to the Schiff mo-
ment of " Hg. The three columns correspond to three
isospin channels. The first row is the contribution
from 6 Rg;r produced by 0Uyg;r given by Eq. (7). The
second row is the contribution from § Reyc, produced
by 0Ucxcn given by Eq. (9), and the third row is the
sum of them.
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Table 1. Contributions of the neutron component to the
Schiff moment of 1%Hg (in e fm?3)

990 991 992
Direct 0.0038 —0.024 —0.0076
Exchange 0.0032 —0.002 —0.0015
Total 0.0070 —0.026 —0.0091

In the direct contributions, the isospin channel
T = 1 dominates, as was mentioned above. The ex-
change contributions are small, in general. For the
isospin channels T'= 0,2, they are comparable to
the direct contributions just because the latter are
suppressed by the factor (N — Z)/A.

The contributions from 0S are more significant.
In Table 2, we list the contributions from the direct
and the exchange parts of the weak interaction W. In
the first two rows, the unrenormalized contributions
0Sp are shown. Again, the exchange contributions
are considerably smaller than the direct ones. The
contributions from the channels T'=1 and 2 are
comparable here, although the T =1 contribution is
still larger. The next two rows show the renormalized
contributions §S. The effect of the core polarization
is significant here. The induced moment S includes
spin-dependent operators. Therefore, the spin—spin
part of the residual interaction Eq. (16) is responsible
for their renormalization. The spin—spin interaction is
repulsive with the constants g; = 0.63 and ¢/, = 1.01.
The repulsion results in a decrease in the absolute
values of the renormalized contributions. Finally, in
the last row, we show the contribution of the nonlocal
term S, [Eq. (14)]. It has the exchange origin as
well, and its contribution is really insignificant. All
the contributions (total from Table 1 and §S direct,
exchange, and nonlocal from Table 2) can be summa-
rized as follows:

S = —0.0004gg0 — 0.055gg1 + 0.009ggz [e Tm?].
(22)

The obtained value for the Schiff moment in Eq. (22)
cannot be compared directly with previous calcula-
tions performed using the contact interaction Eq. (5).
The reason is in the different definition of the dimen-
sionless constants gg; in Eq. (4) and 4 in Eq. (5). To
perform the comparison, we redefine the constants g;,

Gm?2

9i = ng-

With this factor, the integration over space of the

Yukawa function gives 1, exactly as the integration of
0(r). Introducing this factor, we obtain

S = (—0.01ggo — 0.86gG1 + 0.14ggs) x 10 8[e fm?].

(24)

(23)
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Table 2. Induced contributions to the Schiff moment of
199Hg (in e fm3)

990 9o 992
Direct §Sq —0.0302 —0.0631 0.0604
Exchange §Sg —0.0007 —0.0012 —0.0007
Direct §S —0.0086 —0.0285 0.0172
Exchange §S —0.0002 —0.0008 —0.0003
Non-local §S 0.0014 | —0.00004 0.0013

This value should be compared with S =—1.4 x
1078,,, from [16] and S ~ —1.6 x 10~8n,,, from [6].
Remembering that n,, ~ g(go + g1 — 2g2), we con-
clude that the difference between our result and
previous calculations is significant for the 7" = 0 and 2
channels. Our values are smaller in absolute value. In
order to trace the origin of this difference, we repeated
our calculations using the contact interaction and
omitting the core polarization. The contact interac-
tion was obtained by replacing the Yukawa function
in Eq. (4) by the § function. The result is

S = —0.96 x 10~%g(gGo + §1 — 2g2)[e Im?].  (25)

If we omit completely the effect of the core polariza-
tion in calculations with the finite-range interaction
Eq. (4), then the contribution in the first row of Ta-
ble 2, used for comparison with previous calculations,
becomes

S = —0.0869(go + g1 — 292)[e Im”],
which corresponds to

S =—1.35x 107%g(go + g1 — 240)[e Im®].  (26)

Comparing Egs. (25) and (26), we conclude that the
effect of a finite weak-interaction range is not very
significant. The main effect bringing the value of the
Schiff moment from that in Eq. (26) to the value in
Eq. (24) comes from the core polarization.

The last remark concerns the pairing effects. The

nucleus *"Hg has seven neutron holes in the un-
filled shell. One of them is fixed in the p,/, state

and six others should be distributed among the other
states in the shell. From mass differences, we found
A, = 0.69 MeV. This value of the pairing gap is typ-
ical for the developed pairing. For dipole transitions,
the transition energy is large compared to A and
the pairing effects are small. They were omitted in
Eq. (17). For the induced moment, the situation is
different. There, the transitions with AJ = 0,1 and
AL = 0,2 are responsible for the core polarization.
Such transitions exist inside the last unfilled neutron
shell and, due to Pauli blocking, they are sensitive to
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the details of the shell occupation. For a T-odd oper-
ator, the effects of pairing in the core polarization can
be considered in the way used in [15]. We found that
the main effect of pairing is in fixing the occupation
numbers in the upper unfilled neutron shell. As soon
as we keep the occupation numbers fixed, the results
for 6S are changed within a few percent when we set
A, =0.

In summary, we calculated the Schiff moment of
99Hg nucleus using finite-range weak interaction
and considering the core polarization effects. The ef-
fects of the finite interaction range are not very signifi-
cant for the mercury nucleus. They do not change the
order of magnitude of the Schiff-moment calculated
with the contact interaction. The effects of the core
polarization are twofold. First, the proton—neutron
residual interaction renormalizes the Schiff moment
operator, producing a small neutron component. Sec-
ond, the induced Schiff moment is produced due to
P- and T-violating components in the intermediate
single-particle states. The induced moment is pro-
portional to both the strong residual and the weak in-
teractions. The effects of the core polarization for the
mercury nucleus are large and they have to be taken
into account in calculations of P- and T'-violating
effects in the mercury nucleus.
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Angular Asymmetries in the Reactions pp — dntn
and pn — dr®n and ao—fy Mixing”
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Abstract—The reactions pp — dntn and pn — dr®n are of special interest for investigating the ao(980)
(JP = 07) resonance in the process NN — dag — dnn. We study some aspects of those reactions within
a general formalism and also in a concrete phenomenological model. In particular, it is shown that the
presence of nonresonant (i.e., without excitation of the ag resonance) contributions to these reactions yields
nonvanishing values for specific polarization observables, i.e., to effects like those generated by ad—fo
mixing. An experimental determination of these observables for the reaction pp — dntn would provide
concrete information on the magnitude of those nonresonant contributions to «n production. We also
discuss the possibility of extracting information about aJ—fy mixing from the reaction pn — dx°n with
a polarized proton beam. © 2003 MAIK “Nauka/Interperiodica”.

1. INTRODUCTION

The reactions pp — dK+K° and pp — dntn are
presently the subject of experimental investigations
by the ANKE collaboration at the COSY accelerator
in Jilich [1—3]. The main issue of this study is to
obtain further information about the scalar ag(980)
resonance, which decays predominantly into the
KTK° and 77 channels [4]. Also, a measurement
of the production of the neutral aj meson in the
reaction pn — dal with the ANKE spectrometer is
planned [5—7]. The af) production is closely related to
the problem of ay— fo mixing [8]. A nonzero value for
the transition amplitude a) « fo provides a forward—
backward asymmetry for the reaction pn — da). As
was shown in [9], near the threshold this forward—
backward asymmetry is large, on the order of 10—
15%. Thus, it is evident that the study of this asym-
metry can provide useful information on the process
of ap— fy mixing.

In a recent paper [10], some aspects of the re-
action pn — dad were discussed for the case of a
perpendicular polarized proton beam. Specifically, it
was shown that, for energies close to threshold, the

*This article was submitted by the authors in English.
Dnstitute of Theoretical and Experimental Physics, Bol’shaya
Cheremushkinskaya ul. 25, Moscow, 117259 Russia.

Dlnstitut fiir Kernphysik, Forschungszentrum Jilich, Ger-
many.
“e-mail: tarasov@heron. itep.ru

angular-asymmetry parameter defined by
0(07 90) — O—(W — 07 Y+ 7T)

AB:¢) o0,p)+o(r—0,p+m) ()
with
o(0,¢) = 22 (6,0) (2)
)

[0 and ¢ are the polar and azimuthal angles of the
outgoing 7n system in the center-of-mass system
(CMS) of the reaction], is proportional to the aJ—fo
mixing amplitude, i.e.,

A0, ) ~ &k, (3)

where k is the relative momentum of the aj meson
with respect to the deuteron and £ is the a8—f0
mixing parameter. This result is valid in the lowest
order with respect to the momentum k, i.e., keeping
only contributions that are at most linear in k. It
was shown in [10] that corrections to A(f, ) from
isospin-conserving terms are of order of k3 and,
therefore, they are of relevance at higher energies only.
Thus, the study of the angular asymmetry [Eq. (1)]
near the af threshold in the reaction pn — daf gives
information on various invariant amplitudes for this
reaction [10] but, in particular, on the aJ—fo mixing
parameter &.

The present paper focuses on the reaction NN —
dmn. We take into consideration that the 77 system
can be produced not only via the formation of the
ap(980) resonance, i.e., in an S-wave state, but also
via other reaction mechanisms and then can be in a
P wave or in even higher partial waves. For brevity,

1063-7788/03/6610-1946$24.00 © 2003 MAIK “Nauka/Interperiodica”
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in the following, we will refer to the latter contribu-
tions as nonresonant or as background of the NN —
dag — dmn amplitude. (Note that there can also be a
background in the S-wave state, as discussed in[11,
12]—Dbut this is not the issue we are concerned with
here.) Consequences of this nonresonant background
contribution for polarization observables of the reac-
tions pp — drtn and pn — drn will be discussed.
Specifically, it will be shown that, because of the
presence of the nonresonant background, in these
reactions the angular-asymmetry parameter A(, )
becomes nonzero even without isospin violation. In-
deed, like the effect induced by the ad—fy mixing
discussed above, the contribution of the nonresonant
background is also linear in k and therefore is difficult
to separate from effects of the aJ—f, mixing in the
reaction pn — dr’n. However, a measurement of this
asymmetry in the reaction pp — dntn can provide us
with information on the contribution of the nonreso-
nant background to the reaction pp — dag — dn™n.

Recently, the reactions pp — dK+TK° and pp —
drtn were studied theoretically in a chiral unitary
approach taking into account the coupling between
the KT K° and 77 channels [13]. The elementary
7 production amplitude was assumed to be given
by the diagram shown in Fig. l1a, where the 7 and n
mesons emerge from different nucleons and rescatter
with each other before being emitted. Since chiral
dynamics suppressed the coupling of the 7 system
to P waves [14], it follows within this approach that
the wn system is preferably produced in S waves and
that P waves, i.e., the nonresonant background dis-

cussed above, should be practically negligible.?) Their
result motivated us to consider in the present paper a
different production mechanism that does not involve
the 7n amplitude directly and therefore is not con-
strained by chiral symmetry. We assume that the re-
action pp — dmn proceeds via pion exchange between
the nucleons followed by the excitation of the A(1232)
and the N*(1535) resonances [12], which then pro-
duce the 7w and n mesons in their respective decay
(cf. Fig. 1b). Such a reaction mechanism is certainly
suppressed at energies near the 7 threshold, where
chiral dynamics should be dominating. However, in
the region of the ag resonance, the excess energy for
the 7 system is already around 300 MeV. Therefore,
this mechanism could already be of relevance and,
specifically, it will introduce P-wave contributions.
We will present the corresponding results for the an-
gular symmetry A(6, ¢) and also for differential cross
sections. Clearly, in this context, an experimental

3 Note, however, that P waves arise naturally in the effective
Lagrangian approach of Achasov ef al. [15] based on the
anomolous Wess—Zumino action.
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P > n
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«
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p o p
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d(py)

P (p2,1)

B3z NC1r(ky)

Fig. 1. Nonresonant mechanisms for the reaction pp —
dnn: (a) 7n rescattering; (b) one-pion-exchange dia-
gram involving the TN — A — 7N and 7N — nN re-
action amplitudes.

study of this asymmetry parameter is very interesting
because it may shed light on the validity of the chiral
unitary approach[13]for the calculation of amplitudes
for the reactions pp — dK+t K and pp — dr*n near
the ag threshold.

Finally, we will show that a systematic study of the
angular-asymmetry parameters for both reactions,
pp — drtn and pn — dr®n, may allow us to obtain
quantitative information on the aJ— fo mixing param-
eter.

The paper is organized as follows. In Section 2,
we provide the general form of the reaction amplitude
for the process NN — dmn near threshold, where we
allow the 77 system to be in an S or P wave. Fur-
thermore, we derive expressions for the corresponding
differential cross sections. In Section 3, we con-
sider a phenomenological model for the nonresonant
(P-wave) contributions to the reaction pp — drtn
and present concrete estimations for the angular
symmetry A(6, ) and also for differential cross sec-
tions. Implications of a possibly nonzero background
contribution to the reaction NN — dmn on the issue
of ad—fo are discussed in Section 4. The paper ends
with a short summary.

2. GENERAL FORM OF REACTION
AMPLITUDE

Let us consider first the reaction pp — drtn. If
the 7*n system is produced by the decay of the af
meson, it is in an S wave. However, if we produce
the wtn state with an invariant mass of m &~ m,, ~
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980 MeV/c? but not via the af resonance, then the
orbital angular momentum of the 77 system may be
large because, as mentioned, the energy available in
the 71 system is already around 300 MeV.

We start with the most general form of the ampli-
tude M for the reaction NN — dmn. It is given by

M = ¢{0y[F + G- o]y, (4)

where ¢ and ¢ are the spinors of the nucleons (T
indicates the transposed state vector). The amplitude
in Eq. (4) involves two terms, F and G - o, corre-
sponding to the initial total spin of the nucleons of
Syn = 0and Syy = 1, respectively.

Note that both functions F' and G are to be linear
functions of the polarization vector €* of the outgo-
ing deuteron. In the following, we limit ourselves to
the consideration of S- and P-wave states for the
produced 7 system and, accordingly, we write both
functions F'and G as F = Fg + Fp and G = Gg +
G p. Taking into account the Pauli principle together
with parity and angular momentum conservation and
considering only terms that are at most linear in k, we
get

FS - 07 (5>
Gs =asp(k-€’) +bse" (k- p)
+csk(p-€") +dsp(p-€)(k - p)

for the case of the ) system being in an .S wave (e.g.,
production via the ag resonance) and

Fp=ag(e" -k xq])+by(e - [pxda)(p-k) (6)
+co(€” - [p x k])(p - q),

Gp =a1€’(p-q) +bip(e"-q) +ciq(e*-p) (7)
+dip(e”-p)(p-q)

for the case of the 77 system being produced in a P
wave. Here, ag, ag, a1, bg, bg, b1, cg, cg, c1, dg, and
dy are independent scalar amplitudes, which may be
considered as being basically constants for the near-
threshold production (k is small) of the 7 system
with an invariant mass m = my, of the ap meson. In
Egs. (5)—(7), we used the following notation:

p is the initial relative momentum in the CMS of
the reaction.

k is the final relative momentum of the deuteron
with respect to the nn system in the CMS of the
reaction.

q is the relative momentum between the pion and
the n in the 7y CM frame.

The matrix element M [Eq. (4)] squared and av-
eraged over the polarizations of the initial neutron is
given by

IM|? =

S[FP+2Re(F°G Q)+ (G G) (8)
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+i(¢-[G x G,

where ¢ is the polarization vector of the initial proton,
ie, = qbfagbl. In what follows, we shall consider
the vector p to be aligned in the direction of the z axis
and the vector ¢ to be aligned in z direction, so that
¢Llp

Since we are interested in the behavior of the
differential cross section d?0/dmdQy and in the
angular-asymmetry parameter A(f, ¢), we integrate
expression (8) over the direction of the momentum q:

d*o Qg
Here, m is the invariant mass of the 7 system, N =
kq/(4m)ps, and s is the square of the total energy
in the CMS of the reaction. After the integration
over df)q, the S—P interference term in o(m;0, )
disappears. The contribution of the S-wave part of
M (4) to o(m; 0, ) can be obtained from Egs. (22)
and (23) of [10] and reads

d’*o 1
_ N2t 2 2 |
(i) = {525 (as + ) 10)

1
+D%V+j%+ﬁ%?+%®Rs

+ (as + ¢s)*(bs +p2ds)) ] cos? 9]
+ (pklm(atbs + ages + bses
+ p2dics) sin 6 cos f sin @}.

The contribution from the P-wave part can be de-
duced from Egs. (6)—(9) and amounts to

d’o k2q?
= N —— [2lag|* + 2|bo|*p* cos® 6
<dmko>P { 5 |2laol” +20bolp* cos
(11)

+ |co|*p* sin? 6 + 4Re(ajbo)p? cos? 6
2
— 2Re(afco)p® sin? 0} + %Re(agal — apc
) p*’ 2, 12
— cjarp?)(C - ko x p]) + F [ Blaa? + [bu]

+le1?) + p'ldi[? + 2Re((ai(bs + e +pd)

Fber + (b —I—C’{)del)] }

It can be easily seen from Eq. (11) that the only
contribution to the angular-asymmetry parameter
A0, ), defined in Eq. (1), comes from the term
proportional to ¢ - [k x p] = (pksinfsing, where
6 and ¢ are the polar and azimuthal angles of the
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outgoing 7 system in the CMS of the reaction.
Hence, because of the P-wave (nonresonant back-
ground) contribution, we get a nonvanishing angular
asymmetry and this asymmetry is linear in k. Note
that A(6, ) = 0 in the case where the 7 system is
produced in an S wave, as follows from Eq. (10).

Therefore, it is clear that the angular asymmetry
A(0, o) in the reaction pp — dmn can provide infor-
mation on the magnitude of contributions from partial
waves with [ > 1 in the 77 system.

3. ESTIMATION OF THE ANGULAR
ASYMMETRY FOR NONRESONANT 7
PRODUCTION

Let us now come to a concrete estimation for
the angular-asymmetry parameter. For that purpose,
we consider a simple model for the reaction pp —
dmn in which the 7% 7 system can be produced with
nonzero internal angular momentum (I > 1). Specif-
ically, we adopt the one-pion-exchange diagram in
Fig. 16. We assume that the dominant contribution
arises from the intermediate A(1232) state in the sub-
process 7N — 7N and from the S-wave amplitude
of the subprocess mN — nN. The latter is basically
given by the contribution of the N*(1535)-resonance
state. This diagram with the same subprocesses was
already used in [12] in the context of the ay pro-
duction process in pN — day — d(mn). However, in
that work, the authors were primarily interested in the
S-wave part of the one-pion-exchange 77 production
amplitude. Therefore, the angular distribution of the
outgoing pion was not calculated in [12].

The evaluation of this diagram, treating the in-
termediate nucleons and the final deuteron nonrela-
tivistically, leads to the following expression for the
corresponding mn-production amplitude M:

M = M + My,
Mg = iA1,2¢¥:20y(€* - 0)

X (2n’172 ‘ng + 10 - [IIILQ X ng])qbg’l.

(12)

Note that the amplitude M is antisymmetric with re-
spect to the initial nucleons, i.e., M; < — My when
the nucleons are interchanged. The quantities A »
are given by

E+mpy

Ao =T—— M on_,nNMrNn_
1,2 2mN\/W TON—-snNMUrN—xN

y /(;Tq)gu(q)a,r(tm).

Further, 2n] 5 - nz + 40 - [n] , X ny] is the spin oper-
ator of the A state in the mN-scattering amplitude,
and n’L2 =ry2/r12 and ny = ky/ky are unit vec-
tors. The corresponding momenta, r12 = ky 4+ q2 —

(13)
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do/dmdz,, pb/(GeV/c?)
3-

0
-1.0

1
-0.5 0 0.5 1.0

Fig. 2. Angular distributions of the outgoing 7+ me-
son in the 77 n rest frame for several values m of the
7y invariant mass in the ao-mass region. The dashed,
solid, and dotted curves correspond to m = 950, 980,

and 1020 MeV/c?, respectively. The calculations are per-
formed at Ti,, = 2.65 GeV and for a cutoff parameter (16)

A=1GeV/ec.

p2,1 and ko, are the 3-momenta of the intermedi-
ate (virtual) and final pion in the CMS of the reac-
tion, in the notation used in Fig. 1b. The quantity
T = 4\/5/3 is an isospin factor, and my and E are the
mass and total CMS energy of the initial proton. The
S-wave amplitude for 7°/N — nN is obtained from
the relation (see also [16])

Yy

b
|M7r01\,_>771\;(51)|2 = 87sy gMoﬂfp_)nN (14)
Pcm
(51 = m727N)7

where the cross section (in pb) 0,y = (21.2 £
L.8)piy (ply in MeV/e) is taken from the experi-

ment[17]. The scalar amplitude fort N — 7N result-
ing from the A resonance reads

2 /
ganakem(m)kem(m)
M _N_, =T , 15
TN ﬂN(mﬂ'N) man — Ma —|—’LFA/2 ( )
AT MAT AN
9rNA = 3 ’
R

where kcm(7') and kcp () are the relative momenta
at the AN vertices with the virtual and final pion,
respectively, and kg is the relative momentum in the
decay A — N at the nominal mass m,y = MAa.
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d20/dmdz,, pb/(GeV/c?)
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Z

Fig. 3. The same distributions as in Fig. 2, but for
A =1.3GeV/c.

In the following, all the values taken out of the loop
integral (13) are calculated at fixed values q1 = q2 =
pa/2 of the intermediate on-mass-shell nucleons,
where pg is the momentum of the final deuteron in the
reaction CM. The loop integral in Eq. (13) contains
only the wave function u(q) of the deuteron and the
pion propagator G (t). We use the S-wave part of the
deuteron wave function of the full Bonn potential [ 18].
The propagator of the virtual pion, including a form
factor F;(t) of monopole type for each AN vertex,

reads
2
Gﬂ(t) F7r (t)

Tt 2440

2 2
uw—A
Balt) =53

where p is the pion mass. For the cutoff parameter
A, we consider the values A = 1-1.3 GeV [12]. The
4-momentum transfer squared ¢ for nonrelativistic
intermediate nucleons is given by the relations [t =
t1,2 for the corresponding part M 5 of the total anti-
symmetric amplitude M according to Eq. (12)]

(16)

tio—p*+i0 = —x [(q— Aqp)? (17)
—aiQ — 0] , x=(E —ws)/m,
2 1 2 2
g =~ (TN —w2)” + (P21 — k2)
1 -k
X <__1> —/.L2:|, AI,QZ P21 2 _&7
x x 2

where Ty = E — my and wy is the total energy of the
final pion in the CMS of the reaction.
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Let us rewrite the total amplitude M [Eq. (12)]in
the form of Eq. (4). Then, we get

M =M+ My =¢loy[F+G olps, (18)
Mz = :|:A1,2¢r£20y[F1,2 + G- 0']¢2,1;
where
F=AF + A, G=AG;—AGy, (19)

Fip =i(e-[n] 4 x ng]),
G2 =2(n}, nz)e+ (n],-€)ny — (ng - €)nf 5.

Using Egs. (8), (9), and (12)—(19), we evaluated
the angular asymmetry A(6, ), defined in Eq. (1),
at the angle 6§ =90°, where the term 2Re(F™ x
G - ¢) ~ ¢ - [k x p] = (pksin O sin ¢ should produce
the maximal effect. The calculations were performed
at m =980 MeV (i.e., in the ag-meson region). It
turned out that the resulting angular-asymmetry
parameter A(6, ¢) is very small, i.e., A(90°, ) < 1%.
In order to understand this, we need to go back to
the equations above. Indeed, one can immediately see
that, in the case of zero relative phase between the
quantities A; and A, given by Eq. (13), one should
obtain exactly A(6, ) = 0. This is due to the relative
phase of 90° between the functions F' and G in the
term 2Re(F*G - €) of Eq. (8) because of the factori in
F'[see Eq. (19)for F1]. The latter results from the spin
structure of the m/N-scattering amplitude, which in
our case is given by the excitation of the A resonance
alone, and is connected with the Hermitian form of
the interaction [cf. the factor 4 in front of the o matrix
in Eq. (12)]. In fact, the loop integral in Eq. (13)
generates an imaginary part from the on-mass-shell
contribution of the exchanged pion. Therefore, due to
permutation of the initial protons, the quantities A;
and Az acquire some nonzero relative phase. But still
there is only a small effect on the angular asymmetry.

In this context, let us mention that the interaction
in the initial NN system, which is neglected in the
simple model calculation presented here, should also
introduce a relative phase between those two ampli-
tudes and therefore might lead to an enhancement in
the predictions for the angular-asymmetry parameter.

In any case, the smallness of this asymmetry effect
does not mean that the P-wave fraction in the 7n
system is also small. To illustrate this, we present
here some results for the reaction with an unpolarized
proton beam, namely, the distribution d?c/dmdz;
at selected values of the invariant mass m of the
7n system around the ag mass and for two values

of the cutoff parameter A (A =1 and 1.3 GeV/c).
Here, z; = cos )y, where 67 is the polar angle of the
outgoing 7 meson with respect to the direction of
the proton-beam momentum in the 77 rest frame.
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The calculations were done at the proton beam en-
ergy Ti.p = 2.65 GeV. The resulting angular spectra
are shown in Figs. 2 and 3. Evidently, they are not
isotropic but exhibit a strong angular dependence
and, therefore, demonstrate that there are significant
contributions from higher partial waves (I > 1). Thus,
a measurement of the angular distribution for the
produced 7 n system would be rather instructive. In
particular, it should allow one to examine the validity
of the chiral unitary approach used in [13], which
implies a completely isotropic angular distribution, in
the energy region of the a((980) resonance.

4. THE REACTION pn — dn%y
AND THE ao—fy MIXING AMPLITUDE

Let us now consider the reaction pn — dn%y. As
discussed in [10], if the 7% system is produced in
an S wave, then the only nonzero contribution to the
angular-asymmetry parameter comes from the ad— fo
mixing amplitude. Indeed, we have shown there
that—in lowest order in k—the isospin-violating
contribution to A(6,¢) is proportional to £k. Thus,
an extraction of the ad— fo mixing parameter ¢ would,
in principle, be feasible from experimental information
on the angular asymmetry.

However, as should be clear after the discussion
in Section 2, there could also be contributions to
A(8, ) from isospin-conserving terms because of the
possible presence of P waves in the 77 system. Such
contributions arise from the term in the differential
cross section proportional to ¢ - [k x p]. This term
is maximal at = 90° and vanishes at § = 0°. As a
consequence, a separation of both contributions to
A(6, o) is rather complicated.

Still, there is a possibility to separate the con-
tribution from the isospin-violating part, namely, by
carrying out a combined study of the polarized dif-
ferential cross sections for both reactions pp — dn™n
and pn — drn. In order to illustrate how this can
be achieved, let us first remind the reader that the
amplitudes of those reactions are related by

1
V2
if isospin is conserved. This relation suggests that

one should consider a “subtracted” differential cross
section,

M(pn — drn) = —=M(pp — dnn),  (20)

d’oy 1 d%oy
0 = S
oalmi 0. 0) = O~ 2 dmda
where g and o are the cross sections of the pro-
cesses pn — dr'n and pp — drtn, respectively. Ev-
idently, the angular asymmetry A(0, ¢) evaluated ac-
cording to Eq. (1) for this “subtracted” differential

(21)
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cross section oa(m;6, ) does not contain terms
induced by isospin-conserving processes and hence
provides only information on isospin-violating effects.
Note that, in the simple model considered in Sec-
tion 3, the angular asymmetry in the reaction pp —
dmn is small in any case and, therefore, one might
expect that any effects seen in the experiment should
come mainly from isospin-violating ad— fo mixing.

5. SUMMARY

We presented a discussion on effects of back-
ground contributions to differential cross sections and
the angular asymmetry A(6, ¢) for the reactions pp —
dntn and pn — dr®n. Specifically, we pointed out
that, already in lowest order in the relative momentum
between the deuteron and the 7 system, the angular
asymmetry A(6,¢) can be nonzero—even without
isospin mixing effects—because of the presence of
higher partial waves in the 77 system. As a con-
sequence, a measurement of the angular asymmetry
A(6, ¢) with polarized proton beams for the reaction
pp — dmn should provide useful information on the
role of higher partial waves in this reaction. It would
also allow one to examine the validity of model cal-
culations of the reaction pp — dr*n based on chiral
constraints [13] for energies around the ag threshold.

We also argued that a combined analysis of
differential cross sections for both reactions, pp —
dntnand pn — dn%n, may facilitate the extraction of
isospin-violating effects induced by a3 — fo mixing and
allow one to shed light on the nature of these scalar
mesons.

ACKNOWLEDGMENTS

We are grateful to V.V. Baru and M. Biischer for
useful discussions.

This work was partly supported by DFG-RFBI,

grant no. 02-02-04001 (436 RUS 113/652/1-1),
and by the Russian Foundation for Basic Research,
project no. 00-15-96562.

REFERENCES

1. Proceedings of the Workshop on ag(980) Physics
with ANKE, Ed. by M. Biischer and V. Kleber
(Berichte des Forschungszentrums Jiilich, Jiil-3801,
2000), p. 3.

2. M. Biischer, F. P. Sassen, N. N. Achasov, and L. Kon-
dratyuk, hep—ph/0301 126.

3. P.Fedorets and V. Kleber, in Proceedings of the Con-
ference on Quarks and Nuclear Physics, QNP 2002
(Jilich, Germany, 2002), Eur. Phys. J. A (in press).

4. C.Casoet al.(Review of Particle Physics), Eur. Phys.
J.C3,1(1998).

Vol. 66 No. 10 2003



1952
5.

6.

. Proceedings

M. Biischer et al., http://www.iz-juelich.de/ikp/
anke/doc/anke/proposal/a0-10.ps.gz.

V. E. Tarasov and A. E. Kudryavtsev, Proceedings
of the Workshop on ag(980) Physics with ANKE,
Ed. by M. Bischer and V. Kleber (Berichte des
Forschungszentrums Jiilich, Jal-3801, 2000), p. 151.
of the 2nd ANKE Workshop
“Strangeness  Production in pp and pA
Interactions at ANKE,” Ed. by M. Biischer,
V. Kleber, P. Kulessa, and M. Nekipelov (Berichte des
Forschungszentrums Jiilich, Jil-3922, 2001), p. 209.
N. N. Achasov, S. A. Devyanin, and G. N. Shestakov,
Phys. Lett. B 88B, 367 (1979); Yad. Fiz. 33, 1337
(1981)[Sov. J. Nucl. Phys. 33, 715 (1981))].

A. E. Kudryavtsev and V. E. Tarasov, Pis’'ma Zh.

Eksp. Teor. Fiz. 72, 589 (2000) [JETP Lett. 72, 410
(2000)]; nucl-th/0102053.

PHYSICS OF ATOMIC NUCLEI

10

11.

12.

13.

14.

15.

16.

17.
18.

KUDRYAVTSEV et al.

. A. E. Kudryavtsev, V. E. Tarasov, J. Haidenbauer,
et al., Phys. Rev. C 66, 015207 (2002).

H. Miiller, Eur. Phys. J. A 11, 113 (2001).

L. A. Kondratyuk, E. L. Bratkovskaya, V. Yu. Gri-
shina, et al., nucl-th/0207033: Yad. Fiz. 66, 155
(2003) [Phys. At. Nucl. 66, 152 (2003)].

E. Oset, J. A. Oller, and Ulf-G. Meifiner, Eur. Phys.
J. A 12,435 (2001).

V. Bernard, N. Kaiser, and Ulf-G. Meifiner, Phys. Rev.
D 44, 3698 (1991).

N. N. Achasov and G. N. Shestakov, Phys. Rev. D 63,
014017 (2001); Yad. Fiz. 65, 579 (2002) [Phys. At.
Nucl. 65, 552 (2002)].

V. Yu. Grishina ef al., Phys. Lett. B 475, 9 (2000).

D. M. Binnie ef al., Phys. Rev. D 8, 2789 (1973).

R. Machleidt, K. Holinde, and Ch. Elster, Phys. Rep.
149, 1 (1987).

Vol. 66 No. 10 2003



	1779_1.pdf
	1781_1.pdf
	1802_1.pdf
	1820_1.pdf
	1831_1.pdf
	1846_1.pdf
	1861_1.pdf
	1871_1.pdf
	1878_1.pdf
	1883_1.pdf
	1897_1.pdf
	1902_1.pdf
	1921_1.pdf
	1934_1.pdf
	1940_1.pdf
	1946_1.pdf

