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Zusammenfassung

Streuresonanzen ultrakalten Atomen in eingeschlossen Geometrien

Thema dieser Doktorarbeit ist sowohl die Untersuchung der Dynamik im quan-
tenmechanischem Regime von ultrakalten Atomen in eingeschlossen Geome-
trien. Wir diskutieren das Verhalten von Grundzustandsatomen in einem drei-
dimensionalen magnetischen Quadrupolfeld. Solche Atome kénnen fiir schwache
Felder naherungsweise wie neutrale Punktteilchen betrachtet werden. Ergénzend
zu den bekannten Resonanzen fiir positive Energien weisen wir die Existenz
kurzlebiger Resonanzen im negativen Energiebereich nach, wobei letztere ihren
Ursprung in einer fundamentalen Symmetrie des zugrundeliegenden Hamilton-
Operators haben. Desweiteren leiten wir eine Abbildung fiir die beiden Zweige
des Spektrums ab. Auflerdem analysieren wir die atomaren Hyperfeinreso-
nanzen in einem magnetischen Quadrupolfeld. Dies entspricht dem Fall, fir
welchen sowohl die Hyperfein- als auch Zeemanwechselwirkung von vergleich-
barer Gréflenordnung sind und beide berticksichtigt werden miissen. Schliellich
entwickeln wir fiir die Mehrkanalstreuung von zwei Atomen in einem zweidi-
mensionalen harmonischen Einschluss eine allgemeine Gittermethode. Mit un-
serem Ansatz analysieren wir transversale An-/Abregungen im Zuge von Stre-
uprozessen (unterscheidbare oder identische Atome), wobei alle wichtigen Par-
tialwellen und deren Kopplung aufgrund von gebrochener Kugelsymmetrie in
Betracht gezogen werden. Besondere Aufmerksamkeit wird einer nicht-triviale
Erweiterung der CIR-Theorie gewidmet, welche urspriinglich nur fiir das Ein-
modenregime und den Grenzfall der Grundzustandsenergie entwickelt wurde.

Abstract

Scattering resonances of ultracold atoms in confined geometries

Subject of this thesis is the investigation of the quantum dynamics of ultracold
atoms in confined geometries. We discuss the behavior of ground state atoms
inside a 3D magnetic quadrupole field. Such atoms in enough weak magnetic
fields can be approximately treated as neutral point-like particles. Complemen-
tary to the well-known positive energy resonances, we point out the existence of
short-lived negative energy resonances. The latter originate from a fundamen-
tal symmetry of the underlying Hamiltonian. We drive a mapping of the two
branches of the spectrum. Moreover, we analyze atomic hyperfine resonances in
a magnetic quadrupole field. This corresponds to the case for which both the
hyperfine and Zeeman interaction, are comparable, and should be taken into ac-
count. Finally, we develop a general grid method for multichannel scattering of
two atoms in a two-dimensional harmonic confinement. With our approach we
analyze transverse excitations/deexcitations in the course of the collisional pro-
cess (distinguishable or identical atoms) including all important partial waves
and their couplings due to the broken spherical symmetry. Special attention is
paid to suggest a non-trivial extension of the CIRs theory developed so far only
for the single-mode regime and zero-energy limit.
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1. INTRODUCTION AND OUTLINE OF THE THESIS

1.1 Introduction

Ultracold atomic gases offer a wealth of opportunities for studying quantum
phenomena at mesoscopic and macroscopic scales [64, 65, 66, 67, 68]. Laser
and evaporative cooling in conjunction with the application of magnetic and/or
electric fields allows for a precisely control over the external atomic degree of
freedom below temperatures of one micro-Kelvin. Eventually, this makes it pos-
sible experimental observation of some fascinating phenomena, Bose-Einstein-
Condensation (BEC) of alkali-metal atoms being one of the most prominent ex-
amples [64, 65, 68, 67]. The resulting coherent matter waves exhibit a wealth of
intriguing properties and phenomena ranging from nonlinear excitation such as
solitons and vortices to an amazingly controllable and beautiful many-body dy-
namics. The later manifests itself e.g. in the recently discovered Mott-insulator
phase transition [91] and BEC-BCS crossover [92].

Ultracold atomic gases, have also shown their potential for modelling solid
states systems. Periodic potentials which are usually found in crystalline matter
can be mimicked by optical lattices [91]. Gauge potentials which are reminiscent
of electromagnetic field coupling can be introduced into the many-body Hamil-
tonian by rotating the atomic gases [98]. Moreover, the capability of adjusting
the two-body coupling via Feshbach resonances [99] allows for modelling any
kind of many-particle Hamiltonian.

The possibility to control over the properties of many-body systems has
opened a new opportunity for studying and understanding of many-body phe-
nomena in solid state physics, such as quantum-phase transition [91, 56], the
quantum Hall effect [100, 98] or the BEC-BCS crossover [92]. The latter takes
place in gases of fermionic atoms, which depending on their mutual interac-
tion, either form Bose-Einstein condensate (BEC) of tightly bound molecules or
strongly correlated Cooper pairs (BCS-regime), a regime which has also been
found within superconductors although it is hidden from the view of the outside
world.

Ultracold atom gases also display interesting features of many-body sys-
tems when their dynamics are confined to one-dimension. By employing optical
dipole traps [15] and atom chips [16, 17, 18] it is possible to fabricate mesoscopic
structures in which the atoms are freezed to occupy a single or a few lowest
quantum states of a confining potential such that in one or more dimensions the
characteristic length possesses the order of the atomic de Broglie wavelength.
These configurations can be well described by effective one-dimensional sys-



tems. Well-known examples are quantum wires and atom waveguides or quasi
two-dimensional systems such as 2D electronic gases. The quantum dynam-
ics of such systems is strongly influenced by the geometry of the confinement.
These systems are expected to play an important role for example in Atom
Interferometries, Quantum Computing applications, ultrasensitive detectors of
accelerators , and gravitational anomalies as well as to provide an opportunity
to study novel 1D many-body states.

The spin-statistics theorem, according to which identical particles with in-
teger spin are bosons whereas those with half-integer spin are fermions, breaks
down in low-dimensional systems. The “Fermi-Bose duality” which is a very
general property of identical particles in 1D, maps strongly interacting bosons
to weakly-interacting fermions and vice versa. In recent years this esoteric sub-
ject has become highly relevant through experiments on ultracold atomic vapors
in atom waveguides.

Almost all phenomena discussed above are outcome of scattering events.
This explain the importance of studying quantum scattering theory in these
systems. Of particular interests are the scattering resonances. In Ref. [1], the
resonance has been defined as the most striking phenomenon in the whole range
of scattering experiments. When the lifetime of the particle-target system in
the region of interaction is larger than the collision time in a direct collision
process we call the phenomenon a resonance phenomenon. Scattering theory in
confined geometries are completely different from the free space. In a confined
geometry we may observe some resonances leading to strange phenomena which
never happen in free space. For example, two particles with strong coupling
in free space may pass through without any interaction in a confined geome-
try. This stimulated the development of quantum scattering theory in confined
geometries.

The work in this thesis studies scattering resonances in confined geometries
in low-energy limit.

1.2 Outline of the Thesis

In this work we study scattering resonances of atoms in confined geometries
including 3D magnetic quadrupole field as well as 2D harmonic confining po-
tential.

Atom waveguides or 2D optical latices are well-known examples of quasi-1D
systems, which are very applicable in quantum optics, especially to produce 1D
Bose-Einstein condensate. These systems can be approximated for example by
assuming a 2D transverse potential (harmonic or unharmonic) as a confinement,
while along the third dimension the particles move freely.

Inhomogeneous fields (e.g., 3D magnetic quadrupole field) is another exam-
ple which find its application in ultracold atomic physics for the purpose of
trapping and confinement.

The basic idea behind the control of ultracold atoms via inhomogeneous
magnetic fields is very simple. The neutral atoms couple to the magnetic field



via their magnetic moment. In the case of enough weak gradient field, when the
spatial variations of the field is small enough, it can be considered homogeneous
over the size of an atom, therefore the atom can be assumed as a point-like
particle. For ground state atoms, this assumption is in general justified.

In the case of strong hyperfine interactions (compared to the magnetic in-
teractions) the atomic magnetic moment is due to the total angular momentum
(being composed of the electronic and nuclear angular momentum), which re-
mains constant. Therefore the atom can be treated as a point-like particle with
total angular momentum F. However, in the case of small hyperfine interac-
tions and/or strong gradient fields (e.g., for electronically excited atoms) this
simplification fails and an admixture of different hyperfine states F' due to the
field interaction has to be expected. In this case F' is not a constant of motion.

The thesis is divided into three parts. The first part is dedicated to give an
overview of scattering theory in free space, which is necessary to describe the
systems considered in next parts, along with the numerical methods which have
been used during this work.

In part II we study scattering of two particles under a 2D confining poten-
tial. Chapter 4 gives an overview of the works which have been done already to
describe such systems. In chapter 5 we develop a general grid method for mul-
tichannel scattering of two atoms confined by a transverse harmonic potential.
the method allows us to consider a rich spectral structure where several different
partial waves are participating in the scattering process. With our approach we
analyze transverse excitations and deexcitations in the course of the collisional
process (distinguishable or identical) including all important partial waves and
their coupling due to the broken spherical symmetry. Special attention is paid
to the analysis of the CIRs in the multimode regimes for non-zero collision en-
ergies, i.e., to suggest a non-trivial extension of the CIRs theory developed so
far only for the single-mode regime and zero-energy limit.

In part IIT we analyze quantum dynamics of atoms in a magnetic quadrupole
field. Chapter 6 gives an overview of the quadrupole magnetic field, and the
works which have been done already to analyze the dynamics of atoms in such
a field. In chapter 7 we present an analysis of the quantum dynamics of ground
state atoms in magnetic quadrupole fields. The internal atomic structure is
not resolved and consequently the atoms can be treated as if they were neu-
tral fermions or bosons. Complementary to the well-known positive energy
resonances, it is shown that there exist short-lived negative energy resonances,
which originate from a fundamental symmetry of the underlying Hamiltonian.
We drive a mapping of the two classes. In chapter 8 we study the case for which
both interactions, the hyperfine and the field interaction, have to be taken into
account on equal level for the description of the neutral atoms in the field. We
focus on atoms possessing a single active valence electron with spin S = 1/2
and a nucleus with spin I = 3/2.
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2. SCATTERING THEORY: A BRIEF REMINDER

Probably much of our information about the interaction between particles being
derived from scattering experiments. In this chapter we study in brief the
scattering theory and derive some important relations which will be needed in
the next chapters. Here we follow [1-4].

Let us consider an experiment in which a particle is scattered from a target.
The particle can be, for example, an electron, an elementary particle, an atom
or a molecule and the target can be a nucleus, an atom, a molecule, a flat or
curved surface. In an elastic scattering experiment the energy of the particle is
conserved. In a non-elastic scattering experiment there is an energy exchange
between the particle and intrinsic degrees of freedom of the target, and the final
energy of the particle in its out asymptote limit can be smaller or larger than the
initial energy of the particle in its ¢n asymptote limit. In a reactive scattering
experiment the particle and the target undergo a change during the rearrange-
ment collision and become different species. The time-dependent description of
quantum scattering has a natural and instructive parallel in classical mechanics
and we begin with a first description of this classical theory. Figure 2.1 shows a
typical classical scattering of a particle by some fixed target. Even in the simple
case of elastic scattering three possibilities may be considered. The first possi-
bility, presented in Fig. 2.1(a), is that of a particle which comes in from infinity,
gets caught in a spirally orbit and never emerges out of the attractive potential
well. As time passes the potential energy of the trapped particle drops down to
—oo whereas the kinetic energy increases to +0c0. This black hole phenomenon
is avoided when the interaction potential at the origin is less attractive than
V(r)=—-r—2

In order to obtain a free particle in the in and out asymptotes, V(r) should
fall of quicker than r—3 at infinity. A direct scattering event is illustrated in
Fig. 2.1(b). One should add to these two, a 3" possibility, that is, due to
multiple-scattering events, the particle is temporarily trapped by the target
[Fig. 2.1(c)]. When the lifetime of the particle-target system in the region of
interaction is larger than the collision time in the direct collision process we call
the phenomenon a resonance phenomenon.

If the potential fall off faster than —2 at infinity, the trajectory can be
roughly divided into three parts: (1) the approach of the particle along an
almost straight orbit until it reaches its region of interaction with the target,
(2) the possibly very complicated orbit and (3) the departure of the particle
along some other approximately straight orbit.

Although these three divisions are only roughly defined, it is clear that, in
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a

Fig. 2.1: Different possible scattering orbits.

atomic scales, the region of interaction is certainly no longer than a few atomic
diameters and so is, in practice, completely unobservable. All that will be visible
is a pair of straight tracks corresponding to the free motion before and after the
collision. Therefore, in seeking a mathematical description of the scattering
process, we shall try (as far as possible) to suppress the precise details of the
orbit in the neighborhood of the target and concentrate on the relation between
the asymptotically free incoming and outgoing trajectories.

For every in or out asymptote, one may reasonably expect there will be a
corresponding actual orbit X (¢). Although our principal interest is in the in
and out asymptote, we must recognize that the correspondence between them
is defined by the actual orbit, that is, the correspondence has the form

X(t) ———— Xult)
X(t) W’ Xout(t) (2'1)

Although the condition of asymptotic free motion is expressed mathemati-
cally by the limits ¢ tends to infinity, this does not mean that one really has to
wait an infinite time to observe the asymptotic, free motion. Quite the contrary;
even for a very slow projectile (e.g., a thermal neutron) incident on a large target
(some big molecule) the total collision time will normally not exceed 10~1%s; this
means that if the collision is centered on ¢ = 0 then for times before t ~ —10~10s
and after ¢t ~ 107%s the motion is experimentally indistinguishable from free
motion; that is in practice ¢ becomes infinite at t ~ +1071%s. The reason is
that, for any given orbit, even if there is no finite time beyond which X (¢) is ex-
actly equal to X, (t), nevertheless our measuring devices have some minimum
resolutions, and there is a finite time beyond which the difference between X (t)
and X, (t) is smaller than we can resolve.

In our discussion of quantum scattering we shall establish limits that are
to be interpreted in exactly the same way - that for times more than some
small amounts (usually 10715 or less) before or after the collision, the motion
is experimentally indistinguishable from free motion.

In the following the scattering of a single particle in free space by a fixed
target situated at the origin (or equivalently relative motion of two-body colli-
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0 100 200 300
Fig. 2.2: The effect of the short-range scattering potential on the radial function w;.

sion in the center of mass frame) will briefly be discussed. For more details, we
refer the reader to appendices A and B.

2.1 Scattering by a Spherical Potential

Scattering by a spherical potential probably is one of the easiest example of
3D scattering. In this case the scattering potential V' (r) depends only on the
magnitude of the distance between the particle and the target. Since no internal
degrees of freedom of the particle and/or target can be excited by such an
interaction, they may be ignored. Only elastic scattering will be possible in this
model.

The time-independent Schrodinger equation, in spatial representation looks
like

n?_,
ZV U(x) +[E=V(r)ld(x) =0 (2.2)

It is convenient to consider a restricted class of potentials that vanish [or at
least become negligible compared to the centrifugal term A%I(I + 1)/2ur?] for
r > a. This does not include e.g. Coulomb potential, for which V(r) oc r~1,
requires some special treatment.

If the scattering potential were identically zero, the unique (apart from nor-

malization) solution would be

P(x) = Pin(x) = e = (20 + 1)i'5y(kr) Pi(cos 0) (2.3)

l

where k = |[k| = \/2uE/h?, j; is a spherical Bessel function, P, is a Legendre
polynomial, and 6 is the angle between k and x. Considering the solution to
Schrodinger equation (2.2), including the scattering potential, for scattering
of an incoming plane wave, the total wave function beyond the range of the

13



potential has the form

ikr
Ui(x) = X% 4 f(k,0, )" (2.4)

r
where f(k,0,¢) is the scattering amplitude which for a spherical symmetric
potential is given by (see appendix A)

f(k,0,0) = f(F,0) = —2: 3 /d?’x'e_ikf'x/V(T’)@/Jk(X')v kp=kx  (2.5)

Let us write the full solution in the form

Y(x) =Y (20 + 1)i' A Ry(kr) Py(cos 0) (2.6)
l

where the radial function R;(r) satisfies the partial wave equation

B1d 2iRl(r) + {E —V(r)

R+ 1)
r _r
2ur2dr  dr

2u 12

Rl(T‘) =0 (2.7)

For r > a, where V(r) = 0, the solution of (2.7) must be a linear combination
of spherical Bessel functions j;(kr) and n;(kr), we shall write as

Ry(r) = cos &j1(kr) —sindyny(kr), r>a (2.8)

Since the differential equation is real, the solution R;(r) may be chosen real,
and so ¢; is real.
The asymptotic forms of the spherical Bessel functions in the limit kr — oo

are
sin(kr — 371)

Ji(kr) — - 2 (2.9)
—cos(kr — L7l
ny(kr) — % (2.10)
Therefore the corresponding limit of R;(r) is
in(kr — 7wl +9
Ri(r) — Snkr = g7l +0) (2.11)

kr

If the scattering potential were exactly zero, the form (2.11) would be valid all
the way to » = 0. But the function n;(kr) has a singularity at r = 0, which
is not allowed in a state function, so we would have §; = 0 if V(r) = 0 for
all . Comparing the asymptotic limit of the zero-scattering solution j;(kr),
with (2.11), we see that the only effect of the short-range scattering potential
that appears at large r is the phase shift of the radial function by ¢; (see Fig.
2.2). Since the differential cross section is entirely determined by the asymptotic
form of the state function, it follows that the cross section must be expressible
in terms of these phase shifts.

14



If we substitute the series (2.3) and (2.6) into (2.4) , and replace the Bessel
functions with their asymptotic limits, we obtain

in(kr — Ll + 4
Z(2l+1)ilPl(cos9)Alsm( r—am 4o

=) (21 +1)i'Py(cos 0)

1 r 1
in(kr — 1n1 ikr
><sm( r— 5ml) N f(k,0)e (2.12)
kr r
By using sinz = @m;ff” and equating the coefficients of e=%" in the above
equation one obtains
> (20 +1)i' Pi(cos ) A" 300 = N (21 + 1)il Py(cos 0)e’ = (2.13)

l l

This equality must hold term by term, since the Legendre polynomials are lin-
early independent, so we have

Ay = e, (2.14)
Equating the coefficients of e*" in (2.13) and using (2.14) then yields
f(k,0) =D (21 + 1) fi(k) Po(cos 6) (2.15)

l
Here the partial amplitude f; is defined as

e sin 6y (k) 1
k ~ kcotoy(k) — ik

filk) = (2.16)

The phase shift §; for a scattering potential V() that may be nonzero for
r < a, but which vanishes for r > a, is obtained by solving (2.7) for the radial
function R;(r) in the region r < a and matching it to the form (2.8) at r = a.
There are two linearly independent solutions to (2.7), but only one of them re-
mains finite at 7 = 0; so the solution for R;(r) in the interval 0 < r < a is unique
except for normalization. At r = a both R; and % must be continuous. For
our purposes it is sufficient to impose continuity on the logarithmic derivative,
Llog(R)) = R%% which is independent of the arbitrary normalization. This
yields the condition

k[cos 01](ka) — sin é;n;(ka)]
COS 5ljl(k:a) — sin 517” (ka)

Y= (217)
where a prime indicates differentiation of a function with respect to its argument,
and ; denotes the logarithmic derivative evaluated at r = a from the interior.
The phase shift is then given by

kji(ka) — viji(ka)
knj(ka) —yiny(ka)

tand; = (2.18)

If the scattering potential is not identically zero for r > a, but is still of
short range, it is possible to define phase shifts as the limit of (2.17) as a — oo,
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remembering that v; depends on a. This limit will exist provided the potential
falls off more rapidly than 1.

It has been shown that for sufficiently large values of [ the phase shift §;
decreases as the reciprocal of the factorial of [ (see [3], Sec.19). This is very
rapid decrease, being faster than exponential, and it is ensures that series (2.15)
is convergent. However this sufficiently large value of [ may be very large,
and the phase shift series is practical only if it converges in a small number
of terms. It can be shown that the phase shift §; will be small provided that
ka < I. Therefore the real usefulness of the phase shift series is for the case
ka < 1 and lies, in the fact that while only the complete set {4;} gives an
ezact description of the scattering process, in practice the sum in (2.15) has
significant contributions from merely a few waves. Practically, this is clear since
higher partial waves are expelled from the core by the centrifugal barrier. They
are only able to penetrate and hence “feel” the potential if their momentum k
is large enough. Hence this method applies to low-energy scattering in the first
place.

2.2 C(Cross Section

The angular distribution of scattered particles in a particular process is de-
scribed in terms of a differential cross section. Suppose that a flux of J;,
particles per unit area per unit time is incident on the target. The number of
particles per unit time scattered into a narrow cone of solid angle df2, outside
the incident beam centered about a direction specified by the angles 6 and ¢, at
a sufficiently large distance r from the target, is proportional to the incident flux
Jin and it might be written as J;,do (0, ¢). Dividing this number by the area
of the solid angle df2, we obtain the flux of scattered particles in the direction
(0,9),

do (8, @)

r2dQ)

The factor do/dS? is known as the differential cross section, and can be written
as

Jout = J; (2.19)

do T2Jout

G0 == (2:20)
from which it is apparent that it has the dimension of an area. Its value is
independent of the distance r from the target, because J,,; is inversely propor-
tional to 2. This expression is convenient because the fluxes Jy,; and J;,, are
measurable quantities and can be calculated theoretically. The probability flux
is given by

J= %Im(z/;*w;) (2.21)

The incident beam can be described by s, = Ae™ ™, for which the flux

Jin = \A|2% (2.22)
7!
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Fig. 2.3: The scattering of a beam of particles by a target situated at the origin O.

is uniform. The outgoing spherical wave at large r has the asymptotic form
VYour = Af(k,0,0)e™* /r, for which the radial component of the flux is

h « Oout hk | f(k,0,¢)?
(Jout) ;I (¢ or ) | I2 T

Substituting (2.22) and (2.23) into (2.20) yields the differential cross section to
be

(2.23)

% (0.9) = |f(k. 0, 0)P (224)

Since we have neglected any internal degrees of freedom of the particles, we
have implicitly restricted our solution to the case of elastic scattering. The
result (2.24) will be modified when we treat inelastic scattering.

The total cross-section is defined as

o= /—dQ (2.25)

For spherically symmetric potential we have

0:27r/ |f(k,0)|?sin 0do

zzw/ 1> (21 + 1) fi(k) Pi(cos 0)|? sin 6d6 (2.26)
0 =0
Now using the normalization of the Legendre polynomials
T 2
Py(cos§))?sindf = —— 2.27
/0 [P;(cos 6)]” sin ST (2.27)
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we obtain for the total cross section

o =4y (20 +1)|fulk)?
=0

(20 + 1) sin? &, (2.28)
=0

T E

so the total cross section is the sum of the cross-section for each [. It is easy to
prove the optical theorem for a spherically symmetric potential: Just take the
imaginary part of each side of (2.15) at (# = 0), and using P;(1) = 1 we obtain

Imf(k,0 =0) = % > (21 + 1) sin® 6, (k) (2.29)

or

o= %Imf(k, 0 =0) (2.30)

2.3 Low Energy Scattering

The potential in the radial Schrédinger equation (2.7) is for s-wave (I = 0) only
the interaction potential V(r), whereas for other partial waves, this potential
is superimposed with the centrifugal barrier A21(l + 1)/2ur?. At low energies
(the energy E has to be lower than the resulting barrier) partial waves for
higher [ are not important. Classically this is clear, because a particle at such
low energies will not penetrate the barrier, but simply be reflected by it and
therefore the potential inside has no effect. Thus we expect qualitatively that
the scattering due to V(r) goes to zero for all partial waves [ # 0, when the
energy is sufficiently low. We can expand (2.18) for low energy, i.e., small k,
using the behavior of j;(z) and n;(z) for x — 0

! (20— 1N

where (21 + 1)!! = 1.3.5. -+ (2] 4 1) such that we obtain for kK — 0
20+1 l—
tan 8y () ~ — 2D TN ()21 (2.32)

[0+ DN T+ 1+ ay
If we also take the expansion of the tangent into account, we will obtain
Si(k) o< ¥+ (mod7) whenk — 0 (2.33)

This is known as threshold behavior and makes it clear that at low energy, with
a potential, which decreases rapidly enough, partial waves with [ > 1 do not
contribute to the scattering process. We have pure s-wave scattering. Now we
consider extremely low energies (k & 0). Outside the range of the potential the

radial Schrodinger equation (2.7) satisfies
d*u
— =0 2.34
- (2.34)
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where we took for simplicity 7Ry=0,i=0(r) = tr=0,1=0(r) = u(r). The solution
of this equation is
u(r) = const(r — ag) (2.35)

On the other hand, the usual asymptotic wavefunction for the [ = 0 case, is

up =0 = TRy ;_o(r) oc sin(kr + do) (2.36)
Noting that
lim sin(kr + 0g) = lim sin |k (r+ 22 )| ~ & (r+ 2 (2.37)
lim sin(kr + ) = lim sin e A .

which looks like (2.35) - for low energies dg(k) o k such that do(k)/k =const -
and therefore we can understand (2.35) as an infinitely long wavelength limit of
the usual outside wavefunction (2.36). Furthermore we have

!
Dtz _ k cot [kz (r + igﬂ (2.38)

Uk,1=0
If we expand this quantity for very small k& and then set r = 0, we obtain

1
lim & cot dp (k) = —— (2.39)
k—0 ao
where the quantity aq is called the scattering length. A better result can be
obtained by keeping the next term in this expansion

11
kcot 6o(k) =~ —— + §R0k2 (2.40)
ag

Here Ry is called the effective range of the potential.

The physical meaning of the scattering length ag is clear. The asymp-
totic wave function (2.36) has a series of zeros r,(k) = (—=do(k) + nn)/k,
n = 0,£1,+2,---. When k goes to zero, all r,(k) go to +oo, except for one
which tends to ag (which can be either positive or negative).

Figure 2.4 shows the s-wave scattering length ag as a function of the potential
depth for the screened Coulomb potential

Vo _
T

V(r) = (2.41)
When the potential has no bound state, as illustrated in Fig. 2.5, a repulsive
potential gives @ > 0 [Fig. 2.5(a)], and an attractive potential gives a < 0
[Fig. 2.5(b)]. When there are bound states in an attractive potential, however,
the scattering length can be positive or negative [Fig. 2.5(d-f)]. If we increase
continuously the well depth, we find that the scattering length goes to infinity
in some discrete values of V. Each divergence corresponds to appearance of a
bound state (Levinson theorem). When Vj is slightly lower than the threshold
for the appearance of a new bound state, the scattering length is large and
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Fig. 2.4: S-wave scattering length as a function of the potential depth V; for the po-
tential (4.111).

negative [Fig. 2.5(c)]; while if V} is slightly larger than this threshold, it is large
and positive [Fig. 2.5(d)]. The above results are quite general and can be shown
for other kind of potentials.

One of the exciting recent developments in ultracold atomic physics is that
the scattering length can be tuned, from —oo to +o0o, by changing an external
magnetic field, through the Feshbach resonance [7]. This realizes the usual
thought experiment of changing the coupling constant in the Hamiltonian.

It should be emphasized that a is a parameter that describes scattering in
3D in the limit of zero energy, where the shape of the potential is irrelevant.
At higher energies, the shape of the potential does make a difference, and one
must include other parameters, such as the effective range.

We can obtain another relation for scattering length which is useful for iden-
tifying the scattering amplitude. To do this we divide (2.40) by k, differentiate
it with respect to k and take the limit £k — 0

. 9% (k)] . 1 R
_ 2 0 - 0
]lm%) [ (14 cot”dp(k)) 5% } %m%) (aok2 + 5 ) (2.42)

Now we use (2.40) again

95 (k) 1/ag + Rok?/2 } —a (2.43)

Ok ks {kQ ¥ (—1/ao + Rok2/2)?

Thus we see, that another possibility of defining the scattering length consis-

tently is
déo (k)

=—1 2.44
W0 ok 2.44)
Therefore we can implicitly deduce that
Folk) =~ (2.45)
T T Fikag '
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Fig. 2.5: Scattering length ao for the potential (4.111). The number of nodes of the

wavefunction u in the effective range of the potential coincides with the num-
ber of bound states of the potential.
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The solution of the scattering problem at ultra-low energies is therefore equiv-
alent to the determination of a single quantity: the scattering length ag.
In the limit £ — 0 the total cross section is

1

| =dma? 2.4
kcot 6o (k) — ik 4o (246)

o =09 = 477/11
—0

For bosons we have to take the symmetry into account and we get 8maZ. Due
to oy(k) Si’;ﬂ# o k* for k — 0 and the fact that only odd I contribute to
the scattering process for fermions, the scattering cross section for polarized
fermions tends to zero at low temperatures, i.e., the polarized fermions do not
“see” each other at low temperatures. This makes the evaporative cooling of a
fermi gas difficult.

To obtain an implicit definition for I-wave scattering length a; let study
the analytical properties of fi(k), for small k. Using the lowest-order Born
approximation, we replace ¥y (r') in (2.5) by

X — Z it (20 + 1)1 (k1) Py(cos 0) (2.47)
1

27rh2 /dB 7zkfx ( ) ik -x

_ / da'e= MV (57) S (24 1)ju(k') By (cos )

to obtain

f(k,0)

27rh2 ;

(2.48)

Labelling the angle between k and x’ by -y, we have
e =N (i) (21 + 1) ju(kr') Pi(cosy) (2.49)

l
Now using the theorem
!
o~ Ar ~ ~

R(X-Y) =5 > Y (X)Yim(Y) (2.50)

20+1

and taking X = (0", ¢") and Y = (0, ) as the direction of x” and ky respectively,

we obtain
l

Y Vi (0, )Yin(0,) (2.51)
By inserting (2.49) and (2.51) into (2.48), and integrating over ¢’ and ¢’, the
nonzero m terms give zero, in fact the only nonzero term is that with the same
[ as the term in the ¢y (x’) expansion, giving

47

Pi(y) = DY

f(k,0) = —%’; > (21 + 1)Py(cos0) /Oo r2drV (r) [y (kr))? (2.52)

1=0 0
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or

fi(k) ~ —2—/; drV (r)[rji (kr))?
_ 2 (kr)! ’
=4 drV (r)r? [(2l+1)” (14 O[(kr)?]) (k—0) (2.53)

Assuming uniform convergence, one may interchange the limits and con-
clude the general momentum dependence f;(k) = O(k*) as k — 0. Via
fi(k) ~ 1/kcotd;(k) (2.16), one can reformulate this in terms of the phase
shifts. Eventually, that leads to

1 1
k2 cot 6 (k) = e + §le2 +O(Y, a#0,RieR  (2.54)
or
tan &;(k
Wii(l) = —(a)™ + O(k?) (2.55)

which is an implicit definition of the [-wave scattering length a; and the effective
range R;. It is only for s-wave scattering (I = 0) that the amplitude does
not vanish for low energies (or, alternatively, the slope of the phase shift). In
that limit, ag is the only relevant parameter, no matter what the shape of the
potential. It makes sense, in the wider scheme of things, because as k — 0, the
wavelength A becomes much larger than the potential’s range and thus cannot
probe its short-scale structure.

2.4 Scattering Resonances

The scattering cross sections as a function of energy, may exhibit some sharp
peaks superimposed on a smooth background. These peaks correspond to reso-
nance states and occur when one of the phase shifts passes rapidly through /2.
In Ref.[1], the resonances has been defined as the most stricking phenomenon
in the whole range of scattering erperiment. When the lifetime of the particle-
target system in the region of interaction is larger than the collision time in a
direct collision process we call the phenomenon a resonance phenomenon. A
resonance state is defined as a long-lived state of a system which has sufficient
energy to break-up into two or more subsystems. In elastic and inelastic scat-
tering experiments the subsystems are associated with the scattering particle
and the target. Resonances are observed in atomic, nuclear and particle physics.
There are many different theoretical approaches to the resonance phenomenon,
all of them having in common that the sharp variation of the cross section at a
resonant energy FE,., is in some way related to the existence of a nearly bound
state of the projectile-target system with energy E,.. When the projectile is sent
in with energy F, it can be temporarily captured into this meta-stable state;
and it is this possibility that is considered the cause of violent variations in cross
section.
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Fig. 2.6: Schematic representation of a spherically symmetric potential which supports
shape-resonances.

2.4.1 Shape (Breit-Wigner) resonances

An illustrative plot of spherically symmetric potential which supports reso-
nances, V(r), is given in Fig. 2.6. Such potential describing for example decay
of radioactive nuclei or of unstable particles [8]. Naturally, we shall refer to the
nucleus as the target in this case. r is, for example, the distance between an
« particle and the nucleus. Ey and E; represent bound and resonance energies
respectively.

A very similar potential can describe both the molecular interaction in a
diatom for which the total angular momentum, j, is much larger than zero and
gives rise to a centrifugal potential barrier [9], and the scattering of an electron
from a neutral diatom [10]. In such cases, the lifetime of the metastable reso-
nance states can vary from femtoseconds (e.g. ~ 10715 for the autoionization
of Hy in its ground state) to millions of years (e.g. 4.5 x 10% for the decay of
the 238y isotope to Thorium). In all of these cases the temporarily trapping of

v(r)
=05 0=0,

3

Fig. 2.7: Schematic representation of two couples adiabatic potentials.
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the particle inside the potential well is a quantum phenomenon which is known
as the tunnelling phenomenon. The quantum equation of motion are reduced to
the classical one as h — 0. While £ is taken to zero, the penetration probability
of the quantum particle through the potential barrier (into the well or out of
it) is reduced and in the limit of # = 0 no resonance states will be observed.
These kind of resonances are known as shape-type resonances. The temporarily
trapping of the particle inside the potential well can occur also when the energy
of the particle is larger than the height of the potential barrier or even in the
absence of a potential barrier (e.g. scattering of a Gaussian wave packet from a
finite square well [5]).

Let’s consider scattering by a spherical potential and neglect any internal
degrees of freedom of the particles. In order for §; to achieve the value 7/2,
which maximizes contribution to the cross section from the partial wave [, it
is necessary for the denominator of (2.18) to vanish. Suppose this happens
at the energy £ = E,. Then in a neighborhood of F = FE,, we may write,
approximately, v, ~ ¢ — b(E — E,), where ¢ = knj(ka)/n;(ka). It is clear that
the approximation can be valid only if n;(ka) # 0. In the neighborhood of
E = E,, (2.18) becomes

kjj(ka) — viji(ka)
ny(ka)b(E — E,.)
~ kjl(ka) — cji(ka)

ny(ka)b(E — E,.)
k(ji(ka)ru(ka) — nj(ka)ji(ka)]

- n2(ka)b(E — E,) (2.56)

tan d; ~

this expression can be simplified by means of the Wronskian relation, jj(z)n;(z)—
ny(2)ji(z) = —z~2, which follows directly from the differential equation satisfied
by the Bessel functions. Thus we obtain

r
E, —E

N [—=

tan §; ~ (2.57)
where 3T = (ka®b[n(ka))?)~! and h*k?/2u = E,. Without further approxima-

tion this yields
r

2E, — E) — il

The contribution of this resonant partial wave [ to the total cross section is

sin d;exp(id;) = (2.58)

A7 (20 + 1) 2
ag] =
! k2 A(E, — E)2+17?

(2.59)

This is the famous Breit-Wigner formula. Although we obtained this result for
a spherical potential, it is also correct in more general cases.

If T is small, this term will produce a sharp narrow peak in the total cross
section.

25



2.4.2 Feshbach-Fano resonances

Let us consider a non-spherical symmetric interaction potential, between the
particle and the target. In this case it may happen that a bound state of the
particle-target system in a fixed orientation (e.g. a square integrable eigenfunc-
tion of the one-dimensional time-independent Schrodinger equation

H(r, 0o, p0)[Y)) = E) (2.60)

for fixed polar coordinates 6y and ¢ of the relative motion) is embedded in the
continuum of the system in another orientation when # = 6; and ¢ = ;. The
two adiabatic potentials are schematically presented in Fig. 2.7.

Due to the coupling of the r-coordinate with the angle § and ¢ the bound
state which is pushed up into the continuum becomes a resonance state. These
kind of resonances are known as Feshbach-Fano type resonances and can also be
obtained in classical calculations. Unlike the shape-type resonances, the lifetime
of the Feshbach metastable states get nonzero value as & is taken to the limit
of h = 0.

For a Feshbach-Fano resonance, in contrast with a shape resonance, the
corresponding profile in the cross-section has the so-called Fano shape, i.e. it
can be fitted with a function proportional to

(qF + 2(E B Er))2
A(E—-E,)2+1?

(2.61)

The E, and T parameters are the standard Breit-Wigner parameters (position
and width of the resonance, respectively). The so-called Fano parameter, ¢ is
interpreted as the ratio between the resonant and background scattering prob-
ability. In the case the background scattering probability is vanishing, the ¢
parameter becomes infinite and the Fano formula is boiling down to the usual
Breit-Wigner formula.

Within a method is named as the Feshbach-Fano partitioning theory one can
partitions the wave function (and therefore the associated quantities like cross
section and phase shift) into the resonant and the background components

) = Pl) + Qly) (2.62)

with asymptotic conditions

ikr

71LT20<X‘P‘1/)> = (27T1)3/2 (eik~x + [fP(k797 g@) + fQ(k>97 Lp)] ‘

> (2.63)

r

and
Tim (x|QJu) = 0 (2.64)

Here fp and fq are the background and the resonance scattering amplitude
respectively. P and @) are projectors on the background and the resonant sub-
space respectively. The subspaces onto which P and @) project are sets of states
obeying the continuum and the bound state boundary conditions respectively.
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In this method the Schrédinger equation governing the whole scattering pro-
cess (defined by the Hamiltonian H) is solved in two steps: First by solving the
scattering problem ruled by the background Hamiltonian PH P

PHP|¢) = El¢) (2.65)
with asymptotic condition
lim (x6) = o (%% 4 fp(k0,0) (2.66)
rne M = (e Pk 6.0)= '

It is often supposed that the solution of this problem is trivial or at least fulfilling
some standard hypotheses which allow to skip its full resolution. Second by
solving the resonant scattering problem corresponding to the effective complex
(energy dependent) Hamiltonian

1

HYI(E)=QHQ + QHPmPHQ (2.67)
where F + i0 = limné0+ E +in. One can show that
Q) = o7 QHFIO) (265)
and
Pl) = |6) + —————PHQ————QHPls) (269)
E+i0— PHP E — Hell(E)

By taking the limit » — oo of (r|P|¢)) and comparing with (2.63) one can easily
calculate the resonance scattering amplitude fq.

The resonance positions are the solutions (in the lower complex-E plane) of
the so-called implicit equation

det{HY/(E) — E] =0 (2.70)

with E = e — i['/2.

2.4.3 Decay of a resonant state

The physical nature of a resonance scattering state can be understood by ex-
amining its behavior in time. Instead of a stationary (monoenergetic) state, we
now consider a time-dependent state involving a spectrum of energies that is
much broader

(x,t) = / AK)piH (x)e B @B (2.71)

where E = h%k?/2p. The function A(k) should be nonzero only for values of k
that are collinear with the initial beam. This state function can be divided into
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an incident wave and a scattered wave [see (2.4)], the scattered wave will be of
the form

eikr )
Voa(,8) ~ [ ABF(,0.0) e P (2.72)

in the limit of large r.

Suppose now that all phase shifts §; are small except for [ = I’ which is a
resonant. Then the scattering amplitude will be dominated by I, and using
(2.15) and the resonance approximation (2.58) we obtain

eikr T

—iBt/h 3 9
kr [2(B, — E) —il]" ¢k (2.73)

Your(x,£) = (21 + 1) Py(cos 0) / A(K)

here 6 is the angle of x relative to the incident beam. This integral can most
conveniently be analyzed by going to polar coordinates and using E = h%k2 /2
as a variable of integration, so we put

43k = k2dQydk = %kokdE (2.74)
This yields
F
Yout (X, 1) ~ %(21 + 1)P(cos ) (r,) (2.75)
T
where - ik Et/h)]
expli(kr —
F(r,t) = E)T E 2.
R A (276)
and
a(E) = / A(K)d, (2.77)

The precise time dependence of F'(r,t) is determined by the details of the initial
states through the function «(E) and can be quite complicated. We assume
a(FE) to be a smooth function of energy, nearly constant over an energy range T,
and so it is reasonable to replace a(E) by a(FE,) in the integral. In the resonance
approximation, the integral is dominated by contribution in the energy range
E,. £ T. Therefore we replace k in the exponential by its Taylor series k =
k. +p(E — E,)/h?k, where E, = h*k?/2p. Introducing a dimensionless variable
of integration, z = (E — E,)/T, and a retarded time 7 = t — r/v,, where
v, = hk,/p, we can rewrite (2.76) as

F(r,t) = —a(E.)Texp(ik.r — iE,t/h) /oo eap(—irTz/h)

dz 2.78
—E,.)T 2z + 7 ( )

If I' < F,, the lower limit can be replaced by —oo. The integral then can be
evaluated for positive 7 by closing the counter of integration with an infinite
semicircle in the lower half of the complex z—plane. From the residue of the
pole at z = —i/2 we obtain the time dependence exp(—7I'/2h). For negative T,
the counter must be closed in the upper half-plane, where there are no poles,
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and so the integral vanishes. Thus the time dependence of the scattered wave
(2.73) at large distance will be

Yout (X, 1) oc e T2 for > /v,
Yout(X,t) =0 for ¢ <r/u, (2.79)

It is zero before t = r /v, because that is the time needed for propagation from
the scattering region to the detector. For times greater than this, the detection
probability decay exponentially.

2.4.4 Virtual bound states

The physical picture of a scattering resonance that we derive from the above
analysis is of a particle being temporarily captured by the scattering potential
in a virtual bound state whose mean lifetime is i/I". It is possible to exhibit
a closer connection between bound states and resonances. Suppose that the
potential supports a bound state at the negative energy E = —F;. As the
strength of the potential is reduced the binding energy Ej, will decrease and
eventually vanish. As the potential strength is further reduced, a resonance
or virtual bound state, appears at positive energy. Further reduction in the
potential strength results in I' increasing, so that the virtual bound state has
so short a lifetime that it is no longer significant.

We shall illustrate this connection only for £ = 0, which is the boundary
between bound states and scattering states. It is apparent from (2.18) that in the
limit £ — 0 we have tan §; — 0 for almost all values of the logarithmic derivative
v;. The exception occurs if the denominator vanishes, in which case the phase
shift has the zero energy limit 7/2, and we have a zero-energy resonance. In
this case, we must have v; = knj(ka)/ni(ka) — —(l +1)/a in the limit £ — 0.
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3. NUMERICAL METHODS

3.1 The Complex Scaling Method

In the previous chapter a resonance state, has been defined as a non-stationary
(or quasi-bound) state with a lifetime long enough to be well characterized, and
long enough to make its explicit recognition of experimental and theoretical
importance. The simplest, and most naive, mathematical description of such
states is that they resemble bound stationary states in that they are localized
in space (at t = 0) and their time evolution is given by

1/)TSS(X, t) — efiErt/hqsres (X) (31)

which is the usual stationary state time dependence, except that now the energy,
E.., of the resonant state is complex:

T
E,=ec—i— 3.2
€~ ig (3.2)
where ¢ and I' are real, and I' > 0 . The presence of the —ig forces the
probability density
|’(/JT€S(X, t) 2 _ |¢res (X)|26—Ft/h (33)

to decay exponentially to zero as time passes at a constant r. Therefore the
particles disappear from any given point in the coordinate space. From this
point of view, one needs to solve the time-dependent schrodinger equation to
obtain the lifetime of a resonance state. Nevertheless it is also possible to
estimate the resonance lifetime from time-independent calculation. In [6] it
has been shown that the resonance phenomenon as obtained in a scattering
experiment are associated with the poles of the scattering matrix S in fourth-
quarter of the complex k-plane (i.e., Re(k) > 0, Im(k) < 0), where k is the
wavevector given by

(hk)*

2p

with FE; being the threshold energy, which for resonance state is a complex
number. These resonance poles are complex eigenvalues of the Hamiltonian H

n

H)O () = Badi (), Bn = 20— 5T, (35)



where ¢, is the resonance position above the threshold, I'/2 is the inverse life-
time. Equation (3.5) is the basic equation in the resonance theory for time-
independent Hamiltonian. The resonances are associated with complex eigen-
values of the Hamiltonian which describes the physical systems. One may ex-
pect that, the Hamiltonian of a physical system should be Hermitian, with real
eigenvalues. However a physical Hamiltonian is hermitian only when it acts on
bounded functions (not necessarily square integrable) or, when box normaliza-
tion is used, on a functional space of all possible square integrable functions (i.e.,
Hilbert space) [6]. The ¢"¢* which are associated with complex eigenvalues are
not in the Hermitian domain of the Hamiltonian (i.e., not in the Hilbert space)
as at asymptotic region they diverges exponentially

¢ (x — 00) ~ X 4 S(k)erT — 00, (r = |x|) (3.6)

Due to (3.3) and (3.6) the number of particles is conserved only when both the
reaction coordinate r and the time ¢, approach the limit of infinity.

Most of the computational algorithms in quantum mechanics, such as varia-
tional methods, have been developed for Hermitian operators, and they can not
be used to solve (3.5), even for the 1D case. During the past decays there has
been rapid development and application of a theory variously known as complex
scaling, complex coordinates, coordinate-rotation, and dilatation analyticity, to
problems of resonances in atomic and molecular physics and in chemistry. One
of the major purposes of the introduction of complex scaling theory is to extend
the variational principle and of other well-known theorems in quantum me-
chanics to non-Hermitian operators by carrying out similarity transformation
S which makes the resonance wavefunctions ¢"°°, square integrable functions.
That is )

(SHS™1)(S¢™*) = B(S¢™), E=¢— %r (3.7)
such that S¢"®® — 0 as r — oo and thus satisfy our feeling that resonances are
localized, at least at complex values of the coordinates. One example for the
complex scaling operator is

S — eima/ar (3.8)

such that

Sf(r) = f(re™) (3.9)
for any analytical function f(r). As it has been illustrated in figure 3.1, bound
states and scattering thresholds (corresponding to the possibility of fragmen-
tation of different subsystems in differing states of excitation) are independent
under the dilatation transformation. However the segments of continua begin-
ning at each scattering threshold rotate by an angle 27 into the lower half plane
(n > 0), each about its individual threshold. This follows from the fact that
due to (3.4), "°* becomes square integrable only for the complex wavevector

k = |k|le~™ and since for finite range potential a continuum is related to the
kinetic energy E o k2/2 and not to the potential, it rotates like
k2 k2
Eo o — e—Q“V? (3.10)
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As the continua rotate, new, complex, discrete eigenvalues of H(n) may ap-
pear in the lower half complex energy plane, such that once revealed , maintain
their positions. These eigenvalues correspond to poles of the S—matrix which
we associate with resonances. They are hidden on a higher sheet if n = 0, and
will be exposed if the cuts pass through the angle

6 = 2n = arctan [ (3.11)

=

where as before € is the resonance position above the threshold and I'/2 is the
inverse lifetime.

Im(E)
Re(E)

Resonances

Rotated Continuum \

Fig. 3.1: Schematic representation of the eigenvalues of the rotated Hamiltonian.

Since resonance states of the complex scaled Hamiltonian are square inte-
grable the linear variational principle can be applied. An eigenstate |E) of
the stationary Schrodinger equation can now be expanded in terms of a set of

basis-functions
B) = cilxi) (3.12)
i
leading to the generalized spinor eigenvalue problem

H(n)c = ESc (3.13)

which yields the complex eigenvalues F;, and the complex vectors c;. S is the
corresponding matrix representation of the overlap matrix

(8)ij = (xilxg) (3.14)

The basis set must be chosen in such a way that the exact wave function can
be approximated to a sufficient degree of accuracy by as small as possible num-
ber of functions. Therefore the form of the basis set must be adapted to the
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geometry and the symmetries of the system. We note once that as H(n) is not
Hermitian, its spectral resolution involves both its left and right eigenfunctions.
However, elementary manipulation gives the results that the left eigenfunction
d; corresponding to eigenvalue E; is just ¢! where T is the transpose. (Note
that the transpose is not the usual Hermitian conjugate, which is the transpose
complex conjugate.) Thus

H(n) = Z Eicicl (3.15)

This is a bi-orthogonal expansion, and cich = §;; (rather than the usual for
Hermitian problems.)

3.1.1 The c-product for time-independent Hamiltonian

The inner product is defined in quantum mechanics as the scaler product, that
is

(flg) =/H  frgdr (3.16)

where f, g are functions in the Hilbert space. When f and g are exponentially
divergent functions (as the resonance eigenfunctions of H are) they are not in
the Hilbert space, and they are NOT in the Hermitian domain of H. By scal-
ing the coordinates in the time-independent Schrédinger equation by a complex
factor, the exponentially divergent resonance states become square integrable.
However, in spite of the fact that the complex-scaled resonance states are in
the generalized Hilbert space, they are not associated with an Hermitian oper-
ator [H (re™) is non-Hermitian] and the above scaler Hermitian product should
be replaced by a generalized inner product (the so-called c-product). In the
c-product, the complex conjugate of the terms in the function which are com-
plex not as a result of the complex scaling are taken. In the c-product first
the complex conjugate of the function is taken and only then the coordinates or
momentum are analytically continued into the complex plan. If for example, the
eigenfunctions of the unscaled Hamiltonian are real and the COMPLEX eigen-
functions of the complex-scaled Hamiltonian are expanded in terms of REAL
functions (as it is the case in our calculation of resonances of an atom in external
magnetic field), then the inner product is given by

(flg) = (f*]g) = / fadr (3.17)

all space

Knowing the resonance eigenfunctions of the complex-scaled Hamiltonian
one can calculate corresponding expectation value of an arbitrary observable A
within the generalized inner c-product

(S¢T€S|A|S¢T‘€S)

<A> = (S¢res |S¢res)

(3.18)
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The expectation value which is obtained in this way is in general complex.
The real part represents the average value, whereas the imaginary part can be
interpreted as the uncertainty of our observable in a measurement when the
system is prepared in the corresponding resonance state [6].

3.2 The Linear Variational Principle

The quantum mechanical problems, can not be solved exactly, except for some
special cases. Therefore we need to use some methods of approximation. One
important tool is the linear variational principle which allows for solving the
stationary Schrodinger equation

H{yj) = Ejlij) (3.19)

In this method, a set of normalized basis functions {|¢;)} is employed to con-
struct the trial wavefunction [¢) as

lv) = ZQW%‘) (3.20)

K2

with the expansion coefficient ¢; serving as variational parameters. The basis
set could in general be non orthonormal. Introducing the column vector ¢ with
component ¢;, we find for a normalized |))

L= (W) = ciejleile;) = cie;Sij =l Se. (3.21)
1,5 i,

S is the so-called overlap matrix, which in the case of an orthonormal set of
basis functions, is just the unity matrix. The expectation value of H is given by

(H) = (| H|p) = ciej(¢ilHlg;) = ¢fejHi; = cHe (3.22)
4,J ,J

According to the variational principle finding the optimum variational param-

eters is equivalent to finding the minimum of the expectation value (H) under

the constraint (3.21), which is equivalent to minimize the function £, defined
by

L= Z Czchij - X[Z C:CjSij - 1] (323)
] 1,7

here x is the corresponding Lagrange parameter. Evaluating the derivative of
L with respect to ¢} and putting it equal to zero we obtain a set of equations
whose solution yields the optimal expansion coefficient ¢;:

oL

o = > [Hij — xSijlej = 0. (3.24)

7

i
They can be written more compactly as a single matrix equation:

Hc = xSc. (3.25)
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Therefore the task of finding the optimum parameters reduces to a generalized
algebraic eigenvalue problem. In order to illuminate the actual meaning of the
generalized eigenvalues Y, let’s consider the matrix element

(Wi HIvg) = ¢j'Hej = xjelSes = xjwili)) = x ;045 (3.26)

This shows that y, is the energy expectation value of the state |wj), or, on
the other words, it can be considered as an approximation for the eigenenergy
E; of the Hamiltonian H. In the case of a complete basis functions, |<;5j>, X
would represent the exact eigenenergies. Usually for the systems which will be
considered in this work, we need infinite set of basis functions, and since in
practice any computation can involve only a finite set of basis functions, the
eigenvalue X represent only upper bounds of the exact eigenvalues such that:

Ei<x;<Ep<x9<Eg<x3<..<ExN<xpy
N is the number of the basis functions {|¢;)}. This is known as the Hylleraas-
Undheim theorem whose prove is presented in the following section.

3.2.1 The Hylleraas-Undheim theorem

Let assume H’' and H to be the representations of the Hermitian operator H
in the subspace spanned by the basis M’ = {|¢1), ..., |[¢n-1)} and M = M' U
{l¢n)}, respectively. Then the real eigenvalues \j < X, < .. < Xy_; of H' and
A1 < Ao < .. < Ay of H satisfy the relation

M <A <A <A << Avor <Ay < A

For proving we follow Ref. [11]. Without loss of generality, the basis M’ is
chosen such that H’ is diagonal with its eigenvalues being the diagonal elements
in ascending order, i.e. A} < X ;. Then H takes the form

Hin
H Hon
H= . (3.27)
Hn1 Hn2 -+ Hin
The eigenvalues \; of the matrix H are the zeros of the determinant
A=A 0 e Hin
0 Ay =X - Hon
f(A) =det(H - A1) = . . (3.28)
Hn1 Hyz -+ Hynv—A
N-1 N-1 N-1

Il
=
4
4
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Evaluating f()) at the points A = X} yields

N-1 ,
) = =P T 05, ) S0 onooe (3.20)
One then finds the following behavior for f(\)
fO) = (B)Noo if XA— Foo (3.30)
which is obvious when writing f()) in the form
N-1 N-1 2
7= IO =0 |0t =0 = 32 (;if&) (3.31)

from (B.80) it follows that there is an odd number of zeros between two distinct
eigenvalues of H’. On the other hand f(A) has exactly N real zeros A1, Aa, ..., An
and therefore the A, must be ordered according to

M <A <A <A << Ao <AL <A

Hence, the eigenvalues \’ constitute upper bounds for the \.

3.3 Solving the Algebraic Eigenvalue Problem

By employing the variational principle, solving the stationary Schrodinger equa-
tion (3.19) is reduced to an generalized eigenvalue problem (3.25),which can be
solved by means of the Arnoldi method, a numerical procedure designed for
solving large scale eigenvalue problem. In conjunction with Arnoldi method, we
use the so-called shift-invert procedure which allows for the calculation of eigen-
values lying in arbitrary regions of the spectrum without the need to find the
entire bottom up. For the numerical implementation of these two methods, the
routines from the software packages ARPACK [12], and superLU [13] have been
used. The latter has been designed to solve large inhomogeneous linear system
of equations, performing an LU-decomposition of the corresponding matrices.

3.3.1 The Arnoldi method

The idea of the Arnoldi method is to reduce a large-scale eigenvalue problem
AX = A\SX (3.32)

to one with a significantly lower dimension, which is then soluble with com-
paratively little effort. The basis for this procedure is the so-called Arnoldi
decomposition. By representing a matrix A € C™*™ in the so-called Krylov-
space Ki(A,v) := Span{v, Av, ..., AF"1v}, where v € C™\{0} is an arbitrary
vector, we obtain a so-called k-step Arnoldi decomposition of the form

AV = ViHi + frei (3.33)
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here the matrix V;, € C™** has orthonormal columns, obeys VI fi. = 0 and the
matrix H; € C*** is an upper Hessenberg matrix with non-negative subdiag-
onal elements. In the case of a Hermitian matrix A, Hj is reduced to a real,
symmetric and tri-diagonal matrix, and (3.33) is referred to as k-step Lanczos
Factorization. Given vector s satisfying the eigenvalue equation

His = 0s (3.34)
the vector u = Vs satisfies
[ Au — Oul| = [|(AVy, — ViHr)s|| = || frllef s] (3.35)

The pair (u,6) is denoted as a Ritz pair representing an approximate eigenpair
of the matrix A. The accuracy degree of this approximation can be measured by
the so-called Ritz estimate || fi|||e7 s|. If this value drops below a given threshold
(commonly machine precision), the Ritz pair (u,#) is considered a solution of
the eigenvalue problem (3.34). If necessary the value of k should be increased
to establish convergence.

In summary, the eigenvalue problem should only be solved for k-dimensional
Hessenberg matrix Hy with k& being much smaller than the dimension of the
matrix A (Hy, is even symmetric and tridiagonal if A4 is Hermitian), for which
efficiently working algorithms are available. The method converges firstly for
those eigenvalues of the matrix A which are the largest or smallest in magnitude.
Thus, it can be most efficiently used to calculate the extermal eigenvalues of A.

3.3.2 The Shift-Invert method

For physical problems with high dimensionality it is not possible to calculate
the entire spectrum of the Hamiltonian. Employing the shift-invert method,
in the case we need to calculate the eigenvalues just in a certain region of the
spectrum, we can transfer the initial Matrix, such that those eigenvalues which
we are interested in be the first to converge. For this purpose we perform the
transformation

He=e€Sc— (H—08)c=(e—0)Sc
o (H—08)"'Sc=Ac (3.36)

where A = 1/(e—o0). The eigenvector ¢ remains unchanged. The old eigenvalues
€; are related to the new ones \; by

According to this relation, the eigenvalues lying close to o correspond to eigen-
values of the operator (H — 0s)~1S with largest magnitude and thus converge
first.
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3.3.3 Convergence of the eigenvalues

Given an operator H, the eigenvalues ¢; obtained from the linear variational
method, constitute upper bounds of the exact eigenenergy E; of H, thus F; can
be approximated by €;. As the number of basis functions increases, the accu-
racy of this approximation increases. To obtain a measure of the convergence
behavior, of the eigenvalues, we introduce the convergence parameter K; as

K € e 3.38
= o (3.38)
€ €1

which is a measure of the difference of the same eigenvalue ¢; for two different
basis set size G1 and G5 (G2 > G1) relative to the difference to the next lower
eigenvalue ¢;_;. During the computation an eigenvalue e?"’ is considered as
converged once the corresponding convergence parameter K; is found to be
smaller than a certain value (e.g., 0.01).

3.4 'The Discrete Variable Representation Method

The essence of all numerical schemes in solving differential equations and inte-
gration is in the discretization of the continuous variables, that is the spatial
coordinates and/or time. Let us assume the simple case of a single-variable
function f(z). The first order derivative of this function around a point z is
defined from the limit

o) — i AT F(@)

T Az—0 Az (3.39)

if it exists. Now if we divide the space into discrete points z; with an evenly
spaced interval h = xj41 — 2 and label the function at the lattice points as
fx = f(zr), we obtain the simplest expression for the first-order derivative

fl = @ +O(h) (3.40)
The above formula is referred to as the two-point formula for the first-order
derivative; it can be easily derived by taking the Taylor expansion of fx11 around
xk. The accuracy can be improved if we expand fi1 and fx_1 around xj and
take the difference

h3
Jewr = foor = 20+ S 1+ (3.41)
After a simple rearrangement, we have

_ fk+1 - fkfl

o7 +O(h?) (3.42)

fr

which is commonly known as the three-point formula for the first-order deriva-
tive. The accuracy of the expression will increase to even higher orders in h if
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more points are used. For example a seven-point formula (what we have used in
our calculations) can be derived by including the expansions of fri3, fr—3, fk+2
and fr_o around z;. After some combinations one obtains [14]

fr= %(*fk—s +9fk—2 — 45fk_1 + 45 fur1 — Vfksa + frrs) + O(h®) (3.43)

The approximate expressions for the second-order derivative can be obtained
with different combinations of f;. The three-point formula for the second-order
derivative is given by the combination

Sre1 = 2fn + foor = B2 fil + O(h?) (3.44)

with the Taylor expansions of fr41 around x;. The above equation gives the
second-order derivative as

v Jrerr = 2fk + fra
k — h2
With the similar method one obtains in the seven-point approximation to the
second order derivative

+O(h?) (3.45)

1
¥ = Tgonz 2e-s=2T oot 270 51490 f5+270 fii1 =27 frpa+2fk1s)+ O(h°)
(3.46)
Let us turn to numerical integration. In general, we want to obtain the
numerical value of an integral defined in the region [a,b] as

b
S:/ f(z)dx (3.47)

We can divide the region [a,b] into n slices with an evenly spaced interval h. If
we take the lattice points as zp with £k = 0,1,...,n, we can write the integral
as a summation of integrals over all the slices

Tk+41

/a " fo)de = :z_:l / s (3.48)

Of course, if we can develop a numerical scheme that evaluates the integral over
several slices accurately, we will have solved the problem. Let us first consider
each slice separately. The simplest quadrature is obtained if we approximate
f(z) in the region [x,xk4+1] linearly, that is, f(x) ~ fr + (v — 2x) (fe41 — fx)/h-
After integration every slice with this linear function, we have

n—1
h 2
S=73 > (i + fop1 + O(h?) (3.49)
k=0
where O(h?) comes from the error in the linear interpolation of the function.
The above quadrature is commonly referred to as the trapezoid rule, which has

an overall accuracy up to O(h?).
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We can obtain a quadrature with a higher accuracy by working on two slices
together. If we apply the Lagrange interpolation to the function f(z) in the
region of [xg_1,xk4+1] we have

(=)@ — zp4a) (. —zp—1)(x — Tp41)
fle) = (-1 — 2p)(Tp—1 — wkﬂ)fk_l (zp — Tp—1)(T) — Tpg1)
(x — zp—_1)(x — xp)
(Tht1 — Tr—1)(Try1 — k)

k

+ fer1 +O(h3)  (3.50)

If we carry out the integral for every pair of slices together with the integrand
given from the above equation, we have [14]

n/2—1

h

S = 3 Z (fa + 4fa1 + farya) + O(hY) (3.51)
1=0

which is known as the Simpson rule. The third-order term vanishes because of

cancellation. In order to pair up all the slices, we have to have an even number

of slices.
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Part II

QUANTUM SCATTERING UNDER 2D CONFINING
POTENTIAL
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4. ANALYTICAL DESCRIPTION OF ATOMIC SCATTERING
AND CONFINEMENT-INDUCED RESONANCES IN
WAVEGUIDES

Recently the field of ultracold few-body confined systems has progressed re-
markably. By employing optical dipole traps [15] and atom chips [16, 17, 18]
it is possible to fabricate mesoscopic structures in which the atoms are frozen
to occupy a single or a few lowest quantum states of a confining potential such
that in one or more dimensions the characteristic length possesses the order of
the atomic de Broglie wavelength. These configurations can be well described
by effective low-dimensional systems. The quantum dynamics of such systems
is strongly influenced by the geometry of the confinement. This situation is en-
countered ,e.g., in certain quantum wires for electronic transport, or in atomic
waveguides or optical lattices for ultracold atoms. Atom waveguides are fun-
damental component of atom optics, and are expected to play an important
role for example in atom interferometry, quantum computing applications, ul-
trasensitive detectors of accelerators , and gravitational anomalies as well as to
provide an opportunity to study novel 1D many-body states. To ensure proper
coherence (long-range order) as atomic beams propagate through the waveg-
uides, effort should be made to avoid decoherence -inducing mechanism such as
collisional losses and collisional phase shifts. This clearly requires a detailed un-
derstanding of the effects of quasi-one-dimensional confinement on atom-atom
collisions (see Refs. [19-45] and references therein). In particular, we will see
that in the few-mode regime, necessary for coherent propagation, the free-space
estimate of the collisional effects are no longer valid and a waveguide-specific
theory is needed. This stimulated the development of quantum scattering the-
ory in low dimensions. The spin-statistics theorem, according to which identical
particles with integer spin are bosons whereas those with half-integer spin are
fermions, breaks down in low-dimensional systems. The “Fermi-Bose duality”
is a very general property of identical particles in 1D, maps strongly interact-
ing bosons to weakly-interacting fermions and vice versa. In recent years this
esoteric subject has become highly relevant through experiments on ultracold
atomic vapors in atom waveguides.

Of particular interest is the single-mode regime, where only the ground state
with respect to the confining direction can be actually populated. This occurs
for a sufficiently dilute gas in a regime of low temperatures and densities under
a sufficiently strong transverse confinement, when both the chemical potential
and the thermal energy kT are less than the transverse oscillator level spac-



ing hw. In this case the two-body scattering properties are strongly modified
and short-range correlation are greatly enhanced. The dynamics of such sys-
tem can then be mapped to an effective one-dimensional (1D) Hamiltonian with
zero-range interactions. With this assumption, the dynamics of ultracold atoms
in low-dimensional structures, e.g., tight waveguides has been studied using
the simplification that the atoms occupy only the ground state of the trans-
verse confining potential. Nevertheless, the virtual transverse excitations in the
course of the collision process can play a crucial role in the scattering leading
to the so-called confinement-induced resonances (CIRs), predicted by Olshanii
[27, 28]. It was shown [27, 28] that CIRs appear if the binding energy of the
pseudopotential, approximating the two-atom molecular state in the presence
of the confinement, coincides with the energy spacing between the levels of the
transverse harmonic potential. In the vicinity of the CIR the coupling constant
g1p can be tuned from —oo to +oo by varying the strength of the confining
potential over a small range. This can result in a total atom-atom reflection,
thereby creating a gas of impenetrable bosons. CIRs have also been studied
for the three-body [29, 30] and the four-body [31] scattering under confining
potential, as well as for a pure p-wave scattering of fermions [32]. Experimental
evidence for the CIRs for bosons [33, 34] and fermions [35] has recently been
reported.

A general analytical treatment of low-energy scattering under action of a
general cylindrical confinement involving all partial waves and their coupling,
was first provided in Ref. [36] for a spherically symmetric short-range potential.
The effect of the CM motion on the s-wave collision of two distinguishable
atoms (i.e. a two-species mixture) in a harmonic confinement as well as for
two identical atoms in a non-parabolic confining potential has been investigated
in Ref. [37] in the zero-energy limit neglecting the s and p wave mixing. A
detailed study including the effect of the CM nonseparability and taking into
account the s and p wave mixing for harmonic confinement was performed in the
single-mode regime in Ref. [40]. Recently a so-called dual-CIR was discovered
[38, 39, 40], which is characterized by a complete transmission (suppression
of quantum scattering) in the waveguide due to destructive interference of s
and p waves although the corresponding collisions in free space involve strong
interactions.

The problem of atomic pair collisions under the action of a harmonic trap in
the multimode regime when the energy of the atoms exceeds the level spacing of
the transverse trapping potential is much more intricate than the single-mode
regime due to several open transverse channels. It demands the development of
a multichannel scattering theory accounting for the possible transitions between
the levels of the confining potential. Using as a starting point the formalism
for scattering in restricted geometries suggested in Refs. [41, 42], the multi-
channel scattering problem for bosons in a harmonic confining potential has
been analyzed analytically by Olshanii et al. [43] in the s-wave pseudopotential
approximation and the zero-energy limit. Without detailization of the inter-
atomic interaction but using only two input parameters - the s-wave two-body
scattering length in free space and the trap frequency - they have derived an ap-

46



proximate formula for the scattering amplitude describing two boson collisions
confined by transverse harmonic trap in the multi-mode regime.

In [45], a general grid method has been developed for multichannel scattering
of two atoms confined by a transverse harmonic trap with a single frequency for
both atoms. The method applies to arbitrary atomic interactions, permitting
a rich spectral structure where several different partial waves are participating
in the scattering process, or even the case of an anisotropy of the interaction.
Using this method the transverse excitations and deexcitations in the course of
the collisional process (distinguishable or identical atoms) has been analyzed
including all important partial waves and their couplings due to the broken
spherical symmetry. Special attention has been paid to the analysis of the CIRs
in the multimode regimes for non-zero collision energies.

In this chapter we study scattering theory of identical as well as distinguish-
able atoms confined by a transverse harmonic trap and discuss the scattering
parameters and the transition probabilities characterizing the two-body colli-
sions in the trap. Special attention is paid to the analysis of the CIRs in zero
collision- energies.

4.1 Hamiltonian and Two-body Scattering Problem in a
Waveguide

Let us consider collisions of two atoms under the action of the transverse har-
monic confinement. We address both cases, distinguishable and indistinguish-
able atoms under the action of the same confining potential, i.e. the trap is
characterized by a single frequency w for every atom. The corresponding Hamil-
tonian is given by
2 2
H = —%Vf - QLmvg + %mwﬂpf + %mw%g + V(x1 —x2) (4.1)

where m; is the mass of the ith atom, V(x; — x3) is the two-body potential
describing the interaction between two colliding atoms in free space, and x; =
(pi, zi) = (ri,0;, ;) is the coordinate of the ith atom.

The Hamiltonian is separable with respect to the relative/CM coordinate
and momenta x, X and p, P variables. This can be done by the canonical
transformation

X my meo 0 0 X1

x | 1 M —-M 0 0 X2 (4.2)
P M 0 0 M M P1 ’

P 0 0 ma  —Mmy P2

where M = mj + ms is the total mass. The transformed Hamiltonian takes the
form

H=Hcy + Hrg (4.3)
where
H, ——h—QVQ + iR (4.4)
CM = ~53r VX T 5 Wl :
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Fig. 4.1: The effective quasi-1D coupling constant g1 p as a function of the s-wave scat-
tering length as for single-channel scattering of two bosons under a harmonic
confinement.

and
2

;L’u Vi+ %uw2p2 + V(%) (4.5)
Here p = myma/(m1 + ms) is the reduced mass, and p and R are the relative
and center of mass radial coordinates respectively. The center of mass Hamil-
tonian is that of a simple harmonic oscillator whose solution is known, hence
the problem, reduces to scattering of a single effective particle with the reduced
mass g and collision energy E > hw, off a scatterer V(x) at the origin, under

Hrel =

transverse harmonic confinement with frequency w, U(p) = % pw?p?
52
—@Vi +U(p) +V(r)| v(x) = EY(x) (4.6)

Here the energy of the relative two-body motion £ = E, + FE| is a sum of
the transverse £/, and longitudinal collision E) energies. Due to our definition
of the confining potential, the transverse excitation energies F, can take the
possible values | = E — E) = hw(2n + |m| + 1) > 0 of the discrete spectrum
of the 2D oscillator % w2 p?.

Determining the eigenstates of this Hamiltonian, in particular within the
s-wave scattering approximation for V' (x), is the central goal of this section.

4.2  s-wave Scattering Regime: the Reference T-Matrix Approach

The T-matrix formulation allows for a self-consistent description of the low-
energy part of the spectrum that uses the free-space low-energy scattering prop-
erties of the interaction potential as the only input. In addition the low-energy
(s-wave) limit is isolated to a single well-defined approximation without re-
quiring the ad-hoc introduction of regularization via a pseudo-potential. This
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self-consistent low-energy treatment has been outlined first in [43]. In their
work, they also solved for the T-matrix using the standard Huang-Fermi pseudo-
potential, showing that the pseudo-potential reproduces the exact result in this
situation.

In this section we follow [43] and [44]. Let the unperturbed Hamiltonian H
be a Hamiltonian for a single nonrelativistic particle in presence of a trapping
potential U

—h2v2
2

(x| i) = [ n U(x)} (]2 (47)

Assume also that the particle is ‘perturbed’ by a scatterer given by

X[VI) = V(x)(x[¢) (4.8)

localized around x = 0. In what follows we will derive a low-energy approxima-
tion for the T-matrix of the scatterer V' in presence of H. By making use of
the Lupu-Sax formula (A.119), one can drive the correct form of the T-matrix
in the low-energy s-wave regime. We begin our derivation by first specifying a
“reference” background Hamiltonian H' as

—R2Ay
2p

) = | 2%+ ) i) (4.9
This Hamiltonian is that of a free particle, but with an explicit energy depen-
dence included so that the eigenstates have zero wavelength at all energies. We
note that this reference Hamiltonian agrees with the free-space Hamiltonian in
the zero-energy limit. While this Hamiltonian may seem strange, it is a valid ref-
erence Hamiltonian which turns out to be useful because the resulting T-matrix
is energy independent for any scattering potential. The Green’s function for
this Hamiltonian is given by

XG (B)x) = ——ty

R e e—— 4.10
o2rh? |x — x/| (4.10)

as can be derived by direct substitution into [E — H'|Gg/(E) = I. In turn
the T-matrix of the interaction potential V in presence of H’ is independent of
energy and can therefore be expressed as

(x[Th v (B)ix) = gD(x, ') (4.11)
where the kernel D is defined as normalized to unity,
/dxdx’D(x,x’) =1 (4.12)
The normalized coeflicient g is then related, through the zero-energy scattering
amplitude, to the three-dimensional scattering length as according to

B 2rha,

; (4.13)

9
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Imagine that the kernel D(x,x’) is well localized within some radius R. In per-
turbative expansion at low energies this kernel only participates in convolutions
with slow (as compared to R) functions, in which case it can be approximated
by a é-function,

D(x,x') = §(x)d§(x") (4.14)

This straightforward approximation is the key to the s-wave scattering approx-
imation. This effectively replaces the exact reference T-matrix by its long-
wavelength limit, so that the reference T-matrix assumes the form

x|Tg v(E)x') = g6(x)d(x) [k, k' < 1/R] (4.15)

which is equivalent to
Ty v (E) = g/0)(0] (4.16)

where |0) is the position eigenstate corresponding to the location of the scatterer.
In expression (4.15) k and k' refer to the wavevectors of any matrices which
multiply the T-matrix from the left and right, respectively.

If we now substitute the above expression for the reference T-matrix into the
Lupu-Sax formula (A.119) for the T-matrix under the background Hamiltonian
H we arrive at

Ty (E) =) [910)(0|Gw (E)]" 9/0){0|
n=0
= [1— g(0|Gu(E)|0) + g(0|Gw: (E)|0)] ™" g]0)(0] (4.17)

Making use of (4.10), we introduce the function x(e), defined as

«(B) = Jiny | (XIGa(B)D) + (4.18)

R
2mh? x|
from which we obtain the following simple expression for the T-matrix of the
scatterer V' in presence of the trap

96(x)
X|Thy(E)) = ————
' 1—gx(E)
From comparing the equations the free-space and bound Green’s functions
obey, one can show that the singularity in bound Green’s function is the same as
that in the free-space Green’s function. Hence, x(E) is the value of the regular
part of the bound Green’s function at the origin.

(x[¢) [E < h?/uR? (4.19)

4.2.1 FEigenstates of the waveguide Hamiltonian

The Hamiltonian for the relative motion of two atoms in a harmonic waveguide
contains two parts, the longitudinal free Hamiltonian H, and the transverse
confinement Hamiltonian H ,

H=H.+H, (4.20)
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Fig. 4.2: The Transmission Coefficient T" as a function of the s-wave scattering length
as for single-channel scattering of two bosons under a harmonic confinement.

where b2 g2
H, = ~2. 92 (4.21)
and
Ro9* 10 1 0
“lop oot o
The eigenstates of the transverse Hamiltonian, denoted by |nm), are well known
and satisfy both

1
H, = )+ iuwsz (4.22)

H,|nm) = hw(2n + |m| + 1)|nm) (4.23)

as well as
L.|nm) = hm|nm) (4.24)
where L, is the operator for angular momentum along the z-axis. We note that

in this representation the radial and the azimuthal quantum numbers n and m
independently take the values

n=20,1,2,..00 (4.25)
and
m=0,x1,£2,... + © (4.26)

The eigenfunctions are given in spatial-representation by

(L)lme—ﬁ/(zai)%m\ (02/a2)e™?  (4.27)

ma3 (n+ |m|)!] "
al

n!

(el = |

Here L (z) are the generalized Laguerre polynomials and a; = y/h/uw, is the
transverse oscillator length. Lastly we note that the value of |nm) at the origin
is given by

(0|nm) = j;;l (4.28)

which is independent of n.
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4.2.2 The Green’s function for the relative motion of two particles in a
harmonic waveguide

For the case of transverse harmonic confinement function we can evaluate y(E)
by expanding the matrix element (x|G(E)|0) onto the set of states

|[nmz) = |nm) @ |z) (4.29)

where |nm) is the eigenstate of the transverse potential given by (4.27) and |z)
is the eigenstate of the operator z, satisfying (z|2’) = §(z — 2’). For simplicity
we take Gy (F) « G(E),

XIGE)0) =D (pplnm)(nmz|G(E)|n'm/0)(n'm'0]0) (4.30)
In the other hand the bound Green’s function is the solution to the equation

[E—H, - HGE) =1 (4.31)

where [ is the identity matrix. Expanding this equation onto the set of states
(4.29) gives
E —hw(2n+ |m|+1) + h—28—2 (nmz|G(E)|n'm'z") = (nmzn'm'2")
2u 022
= 5n7n/5m,m/(5(z - Z/) (432)
We proceed by making the ansatz for the Green’s function
<an|G(E) \n/m/z/> _ 6n,n’6m,m’anm6i’ynm|Z_Z/‘ (433)

Differentiating (4.33) twice with respect to z and substituting the result into
(4.32) gives

h?~2
E — hw(@2n + m| + 1) — 2227 | (a2 | G(E) [n/m/ )

. hzr}/nmanm <

+i nmz|n'm’z") = (nmz|n'm’z") (4.34)
u

This equation is satisfied provided that

2u
2 = ?[E — hw(2n + |m| + 1)) (4.35)
and 4
Qpn, = — i~ (4.36)
WY

Equation (4.35) is quadratic, and therefore has in general two solutions. We
should choose the solutions which propagate outwards from z = 2.
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By introducing the dimensionless energy

E 1

— == 4.
T 2hw 2 (4.37)
we find that retarded Green’s function can be expressed as
MaLeal\/ n—lglz—z|
(nmz|G(e)|n'm/2") = 5 O Om.m (4.38)
E YT
2

With this expression for the bound Green’s function and using the value of

|n,m) at the origin (4.28) which is independent of n, we obtain for the matrix
element (x|G(¢)|0)

) 67% Yn—¢|z|

9(x|G(e)|0) = —v/ma, ;(Pﬂnmﬁ

where the modified complex square root v is defined for an arbitrary complex

number ¢ as
lelei = /|e|e®/? —2r<$p<0

note that the usual square root is defined as

t/leled = \/cle’®’? 0< ¢ < 2r

Now by inserting (4.39) and (4.13) into (4.18) we arrive at the expression

(4.39)

o —Z Yl
] (4.40)

. o as
gx(e) = lim lﬁas §<P¢|n0>ﬁ + [

While both terms in (4.40) diverges in the limit x — 0, their difference remains
finite and leads to an expression for x(¢) in terms of a generalized Zeta function.

To proof this we assume, that the directional single-variable limits x =
sn,s — 0 exist for all directions n and they are all equal to each other. This
assumption allows us to deal with the limit along the z-axis only

" R act
gx(e) =~ lim [ : Z ] (4.41)

a; V'n — REl

where we have used the identity (4.28). We proceed by first replacing the as/|z|
term in (4.41) with an integral expression via the identity

|z\ / dn M (4.42)
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This allows us to write

N _T\/" elz| _T\/” elz|
gx() = =2 lim lim [Ze . / T

ap |s—0N—s | = n—¢ ] (4.43)
It is now tempting to interchange the limit signs and thus get rid of the coordi-
nate dependence. In order to be able to do that one have to prove the uniformity
with respect to |z| of the N — oo convergence of the expression in the square
brackets Z(N, |z]), i.e., to prove that for every e there exists N*, the same for
all |z[, such that Z(N, |z|) —limy_00 Z(V, |2]) < € for all N > N*. Such a proof
does exist, although we do not exhibit it here.
We arrive at the following expression for x(¢)

gx(e) = —— lim [Z o 2v/N — 5] (4.44)

One can now make use of the following theorem involving the Hurwitz Zeta
function, an analytic generalized Zeta function described in the mathematical
literature [46]

N
1 1 1
> - : (4.45)
_ =1
—(nta) 1-s(N+a) ]
Re(s) >0, —2r<arg(n+a)<0

In particular,

¢(1/2,a) = lim -2V N + «

[ e
While this expression, valid for any N, may be taken as a definition of the Hur-

witz Zeta function, it does not constitute an efficient method for computation.
With this definition and taking s = 1/2 we arrive at

(4.46)

gx(e) = —j—jm/z, —e) (4.47)

By substituting this expression into (4.19) we arrive at the final expression
for the long-wavelength T-matrix in the waveguide

910){0|

T = Tra /s o)

(4.48)

4.2.3 Multichannel scattering amplitudes and transition rates

From equations (A.118) and (4.48) we find that the scattered wavefunction takes

the form
(nmz|G(£)|0)

[1+ 3=¢(1/2,—e)]

(nmz|thout(e)) = (Oltbo(e)) (4.49)
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Now the matrix element (nmz|G(£)|0) can be determined by making use of
(4.28) and (4.38), yielding

(nmz|G(£)|0) = Z /dz’(nmz|G(5)\n’m’z')(n'm'z’|0>

n’,m’
i—2\/e—n|z|
=it G0 (4.50)
2y/mh e—n

Inserting this expression into (4.49) then gives

‘ ﬁas CZ%HV'
(b)) =~ no O] (451

Let us now assume that the incident wave has the longitudinal wave vector k
and the transverse quantum numbers n and m, according to

(x[t0(e)) = (pp|nm)e’ (4.52)
where the relation )
aik |m|
= _— —_— 4.
€ ( 5 > +n+ > (4.53)

gives the dependence of the scaled energy € on the incident wave vector k. This
incident wave is nonzero at the origin only for m = 0, hence only incident waves
with zero angular momentum will scatter. The value of the m = 0 incident
wave at the origin conveniently takes the n-independent value,

(Olo <)) = j;jl (4.54)

Assuming henceforth m = 0, we can now express (4.51) as
(Sm’,O ei%\/a—n|z|
S+ C(1/2,—¢)] e—n

n'm’ 2 |Yous(e)) = —i[ (4.55)
From this expression it follows that the full wavefunction of the relative motion
in s-wave regime takes the form

oo

(X)) = D (ppln'0) [Surne™ + e l] (4.56)

n’=0

Here we have introduced the even-wave transversely inelastic scattering ampli-
tudes F<(knt — kp)aren = fos given by

21 1
TeLn/ - _CL ky |aL ak 2 (457)
thn [an 1 ¢(1/2, - (24f)” = )]
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and the outgoing wave vector for the mode |n’0)

2 (J,J_kn 2
kp = — -n' 4.
@l ( > ) +n—n (4.58)

from which the desired scattering probabilities can be computed. One can show
easily that the number n. of open excited transverse channels -the maximum
value of n’ for which &,/ in (4.58) is real- coincides with the integer part of the
dimensionless energy €. For n > n, K, is purely imaginary number which
results in a decaying wave, thus this channels are asymptotically closed. The
interatomic interaction V(r) mixes different transversal channels and leads to
transitions n — n’ between the open channels n,n’ < n,, i.e., to transverse
excitation and deexcitation processes during the collisions.

One can now easily compute the elastic and inelastic transition probabilities
for collisions under transverse harmonic confinement. We begin by considering
the asymptotic forms of the total wavefunction given by (4.56), which are given
by

lim (n/0z[¢)(¢)) = 8 ne™*® 4+ O — 0| f2,, en'2 (4.59)
zZ—00
lim (n'0z|i(e)) = Ole — n'| f<,, eFn'* (4.60)
Z——00

where ©(z) is the Heavyside step function. Because of energy conservation, an
inelastic collision results in a change in the longitudinal momentum k,, — k-, so
that the introduction of inelastic transmission and reflection coefficients must
be based on conservation of total incident and outgoing probability current.
Using the asymptotic wavefunctions (4.59) and (4.60) and the total current
conservation one obtains

Ne

Z (Tnn’ + Rnn’ - 5’rm’) =0 (461)

n’=0
for the inelastic transmission (reflection) coefficients T,/ (Rpn). kn (kns) is the
initial (final) relative wave vector and n (n') the transverse excitation number
according to (4.58). We have [43]

Ky
T = 6[5 - n/]?|5n,n/ + frezn"2 (462)
/ kn' e |2

The transition probability W, , characterizing the transverse excitation and
deexcitation, into a particular channel n’ from the initial state n is given by the
sum of the corresponding transmission and reflection coefficients

Wt = Tonr + Ry (464)

Due to the time reversal symmetry of the Hamiltonian we have Ty, = Tyrn,
R.n = Ry and W,y = Wy, The total transmission (reflection) coefficient
T=3% . Tan (R=), Run) is given by the sum of the transmission (reflec-
tion) coefficients of all the open channels. Equation (4.61) leads to T+ R = 1.
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4.2.4 Single-channel scattering and effective one-dimensional interaction
potential

Let us now consider the special case of a single-channel scattering
0<e<l, n.=0 (4.65)

In this case we have

e =20 = -2 cupa-a+ 2| e

Using an alternative representation for ¢(1/2,1 — ¢)

C(1/2,1-¢) = lim

Yoo
S Lz:l vn—e

and making use of the expansion in powers of ¢,

- QW] (4.67)

oo

1 1 Z 2Dt (4.68)

2J]'n]JF1/2

|5| <l, n>0
allows to write
C(1/2,1—¢) =((1/2) + L(e) (4.69)
where
(25 — DG+ 1/2)
2]]' 6

(4.70)

Mg

Jj=1

which clearly separates the zero energy limit from the finite energy corrections.
According to (4.57) this leads to

1

fe(k) = - [1 ey [cu +g(1/2)] — %L (aif)}

(4.71)

where f¢(k) = f¢(ko < ko)o—o is the even single-channel scattering amplitude
and ¢(1/2) = —1.4603.. ..

It is now tempting to introduce an effective one-dimensional interaction po-
tential in such a way that its scattering amplitude, introduced through the
one-dimensional scattering solution as

V1p(z) = €% + [f(k) + sgn(z) f° (k)] €17 (4.72)

matches (4.71), i.e., solve the corresponding one-dimensional inverse scattering
problem. It turns out that this problem is ill-posed due to the presence of open
channels unaccessible within the one-dimensional model. Nevertheless one may
pose the following problem: find a one-dimensional potential, whose scattering

o7



amplitude reproduces the exact one (4.71) with the relative error O(k3). Such
an object does exist, and it is represented by a zero-range scatterer

v1p(2) = g1pd(2) (4.73)

A straightforward calculation shows that the scattering amplitude f§(k) of the
one-dimensional potential (4.73) has a form

1

S(k)y=——"— 4.74
55 (F) = ~ 15 (4.74)
where the one-dimensional scattering length a;p is related to the potential
strength by

52
Hai1p
Comparison of the scattering amplitudes (4.71) and (4.74) leads to a conclu-
sion that the waveguide scattering amplitude (4.71) at low velocities can be

reproduced by a delta-potential (4.73) of a scattering length

g1ip = — (4.75)

ap = —% [‘Zj + 4(1/2)] (4.76)

It follows from (4.75) and (4.76) that

2h%a 1
paZ (1—Cayjay)

which has a resonant form showing a Confined Induced Resonance (CIR) at
as = a, /C, where C = —((1/2) = 1.4603... (Fig. 4.1). Hence the whole range
of 1D coupling constants from —oo to 400 is experimentally achievable by tuning
as over a narrow range in the neighborhood of the 1D resonance. This can result
in a total atom-atom reflection, thereby creating a gas of impenetrable bosons
(see Fig. 4.2 for the transmission coefficient as a function of the scattering
length). The effect was recently [28] interpreted in terms of Feshbach resonance
between ground and excited vibrational manifolds.

It was shown in [28] that at low longitudinal energies ka; < 1 the 1D
scattering amplitude generated by the interaction g; pd(z) reproduces the exact
3D scattering amplitude in the waveguide to within a relative error O(k?).
The relation between g;p and the 1D scattering amplitude may be found by
substituting (4.72) into 1D Schrédinger equation

gip = (477)

h* 92
—E@ + g100(2) + hw| ¥1p(z) = Ev1p(2) (4.78)
which gives

(4.79)



To establish the physical origin of the CIR, we follow [28]. We show that the
CIR is in fact a zero-energy Feshbach resonance, occurring when the energy of
a bound state of the asymptotically closed channels (i.e., the excited transverse
modes) coincides with the continuum threshold of the open channel (lowest
transverse mode).

This explanation is best verified by artificially serving the coupling between
the ground transverse mode and the manifold of excited modes. If a bound state
of the decoupled excited manifold exists, then a zero-energy Feshbach resonance
will occur when this bound-state energy coincides with the continuum threshold
of the ground transverse mode. To determine the relevant bound-state energies,
we assume the standard Huang-Fermi peudopotential

2nha, 53(x)§(r.) (4.80)

V;)seudo =

which supports a single bound state in free space at F = h? /na? for the case
as > 0. To determine the location of the CIR, we need to ask what happens
to the energy of this bound state if a single transverse mode is projected out of
the Hilbert space. We therefore proceed by formally splitting the Hamiltonian
onto “ground,” “excited,” and “ground-excited coupling” parts according to

H=H,+H,+H,_,
— P,HP,+ P.HP. + (P.HP, + H.c.) (4.81)

where P, = [0)(0], P. = >_..°, |n)(n|, are the corresponding projection op-
erators, |n) being the eigenstate of the transverse two-dimensional harmonic
oscillator with radial quantum number n and zero axial angular momentum.
The ground Hamiltonian has a 1D coordinate representation of the form
R 02
H=—-—— 0(z) 4+ hw 4.82
corresponding to the motion of a one-dimensional particle in the presence of a
¢ barrier with the coupling constant g,p is defined via

27r7'z2a5 .
n08() = [ 2epdplon(p) P2 25%w) (4.83)
which gives
2h2a5
91D = 4.84
1D /,(,G,i ( )

The spectrum of Hy, is continuous for energies above the threshold energy F. , =
hw. Likewise, the spectrum of the excited Hamiltonian is clearly continuous for
energies E, . = 3hw but, as we will see below, H. supports one bound state of
energy Fy . < E. . for all values of the 3D scattering length, as.

According to the Feshbach scheme, one would predict a resonance in the
renormalized g1p for a set of parameters, such that the energy of the bound
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state of H. coincides with the continuum threshold of H,. Thus, the CIR
condition can be expressed as Ep. = E. 4. As we will see below, this scheme
indeed predicts a position of the CIR exactly.

The energy Ey . of the bound state of H, can be found using the following two
step procedure. First, we identify the bound-state energy of the full Hamiltonian
H as a pole of the scattering amplitude on the physical Riemann sheet. Second,
we make use of the peculiar property of the two-dimensional harmonic oscillator
that the excited Hamiltonian H, and the full Hamiltonian H can be transformed
to each other via a simple unitary transformation. This leads to a simple relation
between their bound-state energies.

The even-wave one-dimensional scattering amplitude f¢ at an energy E
(Eeyg < E < E.p.), is given by (4.71) which can be written as

o) = — &l (4.85)
Rau %5+ C(1/2,~(ka/2)?)]

where the wave vector k is given by

hk?
E=FE, —_— 4.
The bound state energies of the full Hamiltonian H will be given by the poles,

k, on the positive imaginary axis of the analytical continuation of f¢(k) :
—2
RAIm(k")
2p
One can see that, in order to avoid crossing the branch cuts of the zeta function,
the continuation should be performed inside the 0 < Arg(k) < 7/2 quadrant

of the complex plane. In the end, we find a single pole corresponding to the
following implicit equation for the bound-state energy

C(;Ff>::_aL (4.88)

which we have expressed through the dimensionless energy ¢, = 2%—’; - % Now

the full Hamiltonian H and the excited Hamiltonian H,. are connected via a
simple transformation

E, = (4.87)

H,= ATHA + 2hwI (4.89)

where -
AT=3"|n+1)(n| (4.90)

n=0

This can be proved as follows:

oo s t
ATHA = (Z In + 1><n> H (Z In + 1><n’>
n=0 n'=0
= fi In+ 1)(n|H? + HY +Vn/)(n + 1]

n=0,n'=0
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Here H? = — 2525);, HY = —%VL + %,uprQ and V is given through (4.80). On
the other hancf we have

(n|H + HY +V|n') = 6ppr H + Sppr hew (20 4 1) 4+ (n]V|0/)
=(n+1|Hn +1) + (n+ 1|(H) — 2hw)|n’ +1)
+(n+1|Vin' +1)

For the last term we have used the fact that the m = 0 eigenfunctions of the
two-dimensional harmonic oscillator all have the same value at the origin. The
3D § interaction thus has the same matrix elements between all the harmonic
oscillator states; hence, the interaction matrix is unaffected by the shift operator.
Now one can write
oo
ATHA= Y |n+1)(n+1{H+ H) — 2hw + V|n/ + 1)(n’ + 1|

n=0,n"=0

= S I (nl(HO + Hy — 20l + V) 3 ') (o'

n=1 n’=1

= P.HP, — 2hwl = H, — 2hwl

Here I is the unit operator in the Hilbert space of the excited Hamiltonian H..

From the above, we conclude that the rescaled bound-state energies ¢ . of
the excited Hamiltonian and ¢; of the full Hamiltonian are related to each other
via

Ebe =€y + 1 (4.91)
and thus satisfies the equation
1 a |
- 1) =—-——= 4.92
(Goenet1) = (1.92)
The CIR condition can now be explicitly formulated as
1 a|
¢ (2, —€c.g + 1) = . (4.93)

Using €. 4 = 1, we finally arrive at the exact CIR condition a; /a = —((1/2,1) =
—((1/2,0) = C. A similar effect is associated with resonance behavior in har-
monically confined 2D scattering for a < 0 [47]. This resonance would most
likely be observed via changes in the macroscopic properties of the ground state
of a many-atom system, e.g., the density distribution, as described in detail in
[48].

We note that, While in free space a weakly bound state exists only for a > 0,
we see that in the waveguide such a state exists for all a. These bound states
may be of significant interest, allowing the formation of dimers via a modulation
of the waveguide potential at the frequency (E. 4 — Ep)/h. This may lead to an
atom-waveguide based scheme for forming ultracold molecules, as well as the
possibility to use molecular spectroscopy as a sensitive probe of the atomic field
inside the waveguide.
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Fig. 4.3: The mapped coupling constant g{5"" as a function of the p-wave scattering

length a, for single-channel scattering of two fermions under a harmonic
confinement.

4.3 Remarks on p-wave Scattering

The results obtained for quasi-1D bosons leads us to the following question:
How do two spin-polarized fermions under quasi-1D confinement be-
have? Attempting to carry through a program analogous to the above for the
case of p-wave scattering between polarized fermions meet numerous (hopefully
technical) obstacles: Most of the limiting procedures become mutually nonuni-
formly convergent and no clear way to identify a correct order is visible. In
any case the closest candidate for the p-wave analog of the free-space three-
dimensional T-matrix is the pseudopotential introduced in [49]

2
(x| v (B) ) = @w(m V(0) (4.94)

that can be shown to reproduce correctly the low-energy behavior of the p-wave
scattering amplitude. Here V), is the p-wave scattering volume, that defines the
low-energy behavior of the p-wave scattering phase via [50]

Vp = — lim tan 5, (k) /K3 (4.95)

An elegant way around these difficulties has been found recently by Granger
and Blume [32], who used a K-matrix technique that does not explicitly involve
any zero-range objects.

Application to identical fermions shows that confinement modifies the free-
space scattering properties of two fermions significantly; i.e., spin-polarized
fermions can have infinitely strong effective interactions for a finite 3D scat-
tering volume V,, when confined to a quasi-1D geometry.

Similar to bosons, we can drive an effective 1D Hamiltonian that describes
many of the low energy properties of two spin-polarized fermions in a waveguide.
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Importantly, the 1D zero-range potential g1 pd(z), which has been very success-
ful in treating bosons, cannot be used directly since it results in an unphysical
scattering amplitude for fermions. One way around this difficulty would be to
map the effective fermionic 1D K-matrix to a bosonic 1D K matrix (along with
the corresponding wave functions). Mappings between fermions and bosons are
important in theoretical treatments of 1D many body systems, as they allow one
to understand systems of strongly interacting 1D bosons (fermions) by mapping
them to weakly interacting systems of 1D fermions (bosons) [51, 52] (For a
briefly review of the mapping theorem see appendix D).

Application of mapping theorem to effective 1D two-fermion scattering , re-
sults in an equivalent system of two 1D bosons interacting through the potential

915" 0(z), with the “mapped coupling constant”

map 3
91D ay Vb 1
=L l1-122¢ (-2, —e+1 4.96
e e (pmert)] e

This remarkable result implies that two spin-polarized quasi-1D fermions with
infinitely strong interactions when the scattering volume V,, has the critical value

crit —1
V’;S = {124“ (—; e+ 1)] (4.97)

aj

can be mapped to a system of noninteracting bosons (see Fig. 4.3); the converse
of the Bose-Fermi mapping [52].

4.4 Beyond the s-wave Approximation

So far we have studied scattering of two particles under 2D confining potential
by considering the lowest nonzero angular momentum component (i.e., s-wave
for bosons and p-wave for fermions) and neglecting the higher components. For
atomic systems, both the s and p waves can be brought into play, although
separately, by means of magnetic Feshbach resonances [53]. In the additional
presence of electrostatic fields, however, both component are predicted to arise
simultaneously, despite the low energies involved [54]. In this latter case, a
simultaneous resonance in the s- and p-wave scattering occurs such that the
reflection coefficient R ~ 0. This so-called dual-CIR first observed numerically
in [38] predicts the possibility of suppressing the effective two-body interaction
in a quasi-1D cylindrical geometry, in spite of a strong interaction in free 3D
space. This effect arises from the quantum interference of even and odd con-
tribution to the scattering amplitude, may provide effectively a quasi-1D gas of
noninteracting atoms or a free flow of carriers in a quantum wire. Recently this
low dimensionality effect has analytically been modelled by applying a previous
formalism [36] to quantum scattering processes under cylindrical confinement.
This analytic formalism has been improved in order to account colliding between
two distinguishable particles including both s and p waves [55].
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Fig. 4.4: Transmission coefficient T' as a function of the depth —V; of the potential
(4.111) for scattering of two distinguishable atoms under a harmonic confine-
ment.

Following [55] the equation describing the relative motion between two dis-
tinguishable colliding particles of reduced mass p and interacting through a
central potential V(r) can be written as

[VZ = u(p) + K] (x) = v(r)v(x) (4.98)

Here E = h?k?/2u is the total energy, v(r) = 2uV (r)/h?, u(p) = 2uU(p)/h?
and U(p) = % pw?p? is the harmonic confining potential. A general solution to
this equation can be written as

D(x) = Pin(x) — / 0BG (3, X o () (x) (4.99)

where 1;,,(x) describes an incident wave and G, (x,x’) is the scattering Green
function under confinement satisfying

[V —u(p) + k?*)Gu(x,x") = —0%(x — x') (4.100)

The correct boundary condition on G, (x,x’) should recover the form of 1(x)
far from the scattering region where v(r) is negligible, i.e., for r > Ry with Ry
being the range of v(r), which can be assumed in many cases to be short-ranged
in the sense that Ry < Ry, Ry is the range of u(p).

This form can be deduced from an explicit expansion of #(x) in the or-
thonormalized basis {¢,} of eigenstates of the confining potential U(p).

For solutions ¢ (x) that are cylindrically symmetric, the ¢’ integration over
G, in (4.99) can be carried out and it suffices to work with Green function under
confinement

271G (x,X') = /dgo'Gu(x, x") (4.101)

and with the basis ¢, = ¢n(p), n = 0,1,..., having zero angular momentum
component along z and eigenvalues E,, = h2qfl /2, with ¢g being the ground
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state and g,,, the respective transverse linear momenta. By comparison with
(4.99) and with an expansion of the type ¥(x) = > ¥, (2)¢n(p), an expression
for G.(x,x’) which holds for all x,x’ follows thus

Gel,x') =Y dulp)di(p)Gulz = ') (4.102)

n=0

where G, (z) = —e**1#l /2ik,, is the purely 1D Green function, with longitudinal
momentum k, = \/k%Z—¢2 for 0 < n < n, and k,, = i\/q2 — k2 for n > n,,
ne denoting the highest “open channel” for a given total momentum £k, i.e., the
largest integer m. such that E,, < E < Ej4,, . Although formally exact, this
decomposition in the basis {¢,} is best suited for the region r,7’ > Ry, where
the cylindrical symmetry prevails. Without loss of generality, we may assume
from now on that these cylindrically symmetric functions ¢, (p) are real.

In the region r < Ry where u(p) is negligible, however, a spherical basis
should better describe the solution ¢ (x). In this regard, it has been discussed in
[36] that, when r, 7" < Ry (i.e., in the absence locally of any confinement), G,
should approach a certain free space 3D Green function G. Using then (4.101),
it turns out that G, should be well approximated by [36]

!
Ge(x,x') =~ / diG(x, x') + Ac(x,x)

2m
dy’ etklx—x'| e~ tklx—x'|
- [ ~ Aux,x) (410
/27T (P)I+47r|x—x’|+’y 4r|x — x'| +Ac(xx) - (4.103)

where v1 = (1 £ 7)/2, such that v4 +vy- = 1, and ~ is the prefactor of the
imaginary part of G. The function A. should stem from the homogeneous part
of the solution G, i.e., that without the delta function é(x — x’). It should
account, together with the factor v, for the correct boundary condition given by
(4.102) and relates only to the low lying levels n < n., for which their quantum
nature is most pronounced. The upper levels for n > n., in turn, are summed
up to yield, in the region r,7’ <« Ry, G itself. This indicates that the form
of (4.103) requires only that u(p) vanishes as p < Ry, being thus a property
qualitatively independent of the particular basis {¢,}, i.e., of whether u(p) is
parabolic or not [36].

A first estimate of v and A. [see Eq. (16) in [36]] reproduces previous
results on quasi-1D scattering that are obtained when v(r) is replaced by zero-
ranged and regularized pseudopotentials of the type 6(x)d,(r.). This neglects
all angular momentum components except the first [ = 0, the so-called s-wave
approximation. Other treatments to extend the scattering process (in free space)
to higher values of [ but still using zero-ranged pseudopotentials can be found
in the Refs. [56, 57].

4.4.1 Effective quasi-1D scattering amplitudes

Far from the scattering region where the interaction potential v(r) is negligi-
ble, the degrees of freedom under geometrical confinement should be “frozen”
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into the ground state of the confining potential u(p) (or at most into a few
excited states, depending on the total energy) and only the unconfined vari-
able, z, should reflect the overall dynamics occurring in the region around v(r).
Indeed, substituting G, in the form of (4.102) into (4.99) and neglecting the
exponentially decaying terms n > n. for large |z| yields

e

EEDY (bne“fﬂz + ffe“%'Z') on(p) (4.104)

n=0

The effective quasi-1D scattering amplitudes f, and f,,, for n <n. and z > 0
and z < 0, respectively, are then given by [38]

— o [ % [ )] oot

4r (20 + Doy
- +1) ———— ',
(1) ik :

l
= f9 4 fu (4.105)

fi

where f; ) contains only the matrix elements 7} of even (odd) angular momenta
l. Here the incident state is assumed to populate only the open channels and to
be of the form

Yin(x) = Z bne™ 2 ¢, (p) (4.106)
n=0

for some weights b,,. il(Zl + 1)y, are the coefficients of the expansion of each
term e*7%¢, (p) on the basis {j;, P}, for I = 0,1,2,... and the “scattering
matrix” element 7T} is defined by

T, = (1/il47r)/d?’x'[jl(kr')Pl(cos ) o(r")y(x') (4.107)

j1 and P, are the spherical Bessel functions and Legendre polynomials respec-
tively.

4.4.2 Comparison with the unconfined 3D case. The inclusion of p-waves

As a definite example of the above improved formalism, it can be used, for ex-
ample, to model analytically the remarkable effect of a dual-CIR, which was first
observed in [38] numerically by solving fully the Schrédinger equation (4.98). In
spite of a strong interaction from v(r), which shows a resonant 3D scattering in
both s and p waves with large scattering phase shifts g and §;, respectively, the
confinement u(p) is able paradoxically to suppress the effective action of v(r)
on the unconfined z variable, as if it could pass freely through the scattering
region without any reflection.

Consider then a total energy E just below the first excited level, i.e., Ey =
hw < F < E; = 3hw, such that n, = 0. In this single mode regime, only the
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ground state is open with a longitudinal scattering energy E) = hzkzg /2p and
momentum ko along the z-axis such that ¥ = Ey + Ej| and the incident state
should be restricted to b, = d,9. Supposing additionally that only the phase
shifts ¢; for I = 0 and [ = 1 are large, e.g., due to shape resonances of v(r), by
neglecting the contribution of all terms with [ > 1 one obtains [55]

fi=- :
L S PR rey e e
1
P (4.108)
0 1—i[a} /aj — (C? = ad k3)*/?] gairc

where C' = 2. The quasi-1D scattering cross section can be obtained from the
reflection coefficient R, which in the present situation can be written as

R=1f§ - f5I? (4.109)

In the absence of any confinement, the equivalent 3D quantity describing the
scattering by the same potential is the standard total cross section

a? (kay,)*
P s 12 p) 2 4110
O O T A a2 T T (hap)o P (4.110)

Evidently, o can only increase as a,, is no longer negligible, particularly if ka, ~ 1
as a, becomes comparable to the confining length scale Ry ~ ay due, e.g., to a
shape resonance in v(r). Under confinement, however, the reflection coefficient
R could be sharply decreased if the s and p waves interfere destructively. This
can results in an almost complete transmission in spite of the strong interatomic
interaction in free space. This has been shown [36, 38| for spherical square well
(i.e., V(r) = Vo, if 0 < r < 1o, and zero otherwise), for which the zero energy
scattering lengths as and a, can be found straightforwardly as functions of the
well depth Vj, as well as for a more realistic interaction, namely, an attractive
(Vo < 0) screened Coulomb interaction with a screening length rg

V(r) = VO:—Oe_T/T” (4.111)

(see Fig. 4.4).
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5. NUMERICAL DESCRIPTION OF ATOMIC SCATTERING
AND CONFINEMENT-INDUCED RESONANCES IN
WAVEGUIDES

In the present work we develop a general grid method for multichannel scattering
of identical as well as distinguishable atoms confined by a transverse harmonic
trap. The method applies to arbitrary atomic interactions, permitting a rich
spectral structure where several different partial waves are participating in the
scattering process, or even the case of an anisotropy of the interaction. The
only limitation is that we consider harmonic traps with a single frequency for
every atom causing a separation of the c.m. and relative motion. With our
approach we analyze transverse excitations and deexcitations in the course of the
collisional process (distinguishable or identical atoms) including all important
partial waves and their couplings due to the broken spherical symmetry. Special
attention is paid to the analysis of the CIRs in the multimode regimes for non-
zero collision energies, i.e., to suggest a non-trivial extension of the CIRs theory
developed so far only for the single-mode regime and zero-energy limit.

5.1 Hamiltonian and Two-body Scattering Problem in a
Waveguide

Let us consider collisions of two atoms under the action of the transverse har-
monic confinement. We address both cases, distinguishable and indistinguish-
able atoms under the action of the same confining potential, i.e., the trap is
characterized by a single frequency w for every atom. The corresponding Hamil-
tonian is given by
2 2
H = _Lv% — L

S maw?p2 + V(x1 — Xa) (5.1)

1 1
oy V2 T Wt g
where m; is the mass of the ith atom, V(x; — x2) is the two-body potential
describing the interaction between two colliding atoms in free space, and x; =
(piy zi) = (rs, 0, ¢;) is the coordinate of the ith atom. As we have seen in chapter
4 the Hamiltonian is separable with respect to the relative/CM variables, the
problem, thus, reduces to scattering of a single effective particle with the reduced
mass p and collision energy E > hw, off a scatterer V (r) at the origin, under
transverse harmonic confinement with frequency w

+ 1uwgp2 + V()| ¥(x) = Ev(x) (5.2)



For the two-body interaction we choose a screened Coulomb potential
V(r) = Vy—ser/mo (5.3)
r

already employed in Ref. [38, 39, 40] for analyzing the ultracold scattering in
cylindrical waveguides in the single-mode regime as | = £ — E). The chosen
potential (5.3) depends on two parameters - the depth Vy < 0 and the screening
length 7o > 0. Following the computational scheme already developed in Ref.
[40], we implement different spectral structures of the atomic interaction by
varying the single parameter Vj for a fixed length scale rg. Obvious advantages
of the screened Coulomb potential (5.3) compared to the s-wave pseudopotential
used in ref. [43] that is devoted to the multi-channel scattering of bosons are
the following. First, by varying V one can vary the number of bound states of
s-wave character in the interaction potential, and second, one can create new
bound and resonant states of higher partial wave character. As a consequence
we can consider not only bosonic but also fermionic as well as mixed collisions
in a trap and including the case of higher energies. This will, as we shall see
below, permit us to investigate new regimes and effects of multi-channel confined
scattering.
Performing the scale transformation

r E Vo w
— FE — 1% — d — 5.4
r—>a0 , —>EO , 0—>E0 an w—>w0 (5.4)
with the units ag = hQ/p,VOTO, Ey = h2/,ua%, and wy = Ey/h, it is convenient to
rewrite the equation (5.2) in the rescaled form

—SVE 5 V()| 0l = Bi(x) (5.5)

where V' is now the correspondingly scaled potential and we fix y = 1 and ry = 1
in the subsequent consideration.

In the asymptotic region |z| — oo, where the transverse trapping potential
dominates the interaction potential, the axial and transverse motions decouple
and the asymptotic wavefunction can be written as a product of the longitudinal
e*n% and transverse ¢y, . (p, ) components with
ma? (n + |m|)! 200 2 .

L( n':_ ‘ D ]—1/2(%)\77”6—,0 /(2aL)L|7:n\(p2/ai>ezm<p (5.6)
(n=0,1,2,...00 and m=0,+1,£2,...+00)

¢n,m<P> @) =

being the eigenfunctions of the transverse trapping Hamiltonian

1, 0% 10 1 02 1
H =—(s5+-5+=72=)+ -w?p? 5.7
1=3GE T, T e T (5.7)
with the corresponding eigenvalues E| = w(2n + |m| + 1) and the angular mo-
mentum projection m onto the z axis. Here L"(x) are the generalized Laguerre
polynomials and a; = 1/y/w, is the transverse oscillator length.
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Due to the axial symmetry of the transverse confinement and the spherical
symmetry of the interatomic interaction (5.3) the angular momentum compo-
nent along the z axis is conserved. Therefore, the problem (5.5) is reducible to
a 2D one by separating the ¢-variable and can be solved for every m indepen-
dently. The quantum number n is a good one only in the asymptotic region
|z] — oo and used for the definition of the initial (incident) asymptotic state,
i.e., channel

Z’an (x) = eiknzd)n,m (p,0) (5.8)

of two infinitely separated atoms confined in a transverse state < pp|nm >. In
addition to the quantum numbers n and m the asymptotic scattering state is
defined also by the momentum k,, of the channel

2 [ml
kn = o e-n-— (5.9)
which we express through the dimensionless energy ¢ = E/(2w)—1/2. Tt is clear
that the integer part of the dimensionless energy ¢ coincides with the number 7,
of open excited transverse channels. For n < n, we have (¢ —n — l”;—‘) > 0. The
spherically symmetric interatomic interaction (5.3) mixes different transversal
channels and leads to transitions n — n’ between the open channels n,n’ < n,,
i.e. to transverse excitation and deexcitation processes during the collisions.
Assuming the system to be initially in the channel n, the asymptotic wave-
function takes at | z |— +oo the form [43]

Vn,m (X) = eiknzﬁbn,m(pa ©)+ Z [frnr + sgn(2) fn/] eik"’lzlﬁbn’,m(pa ¢) (5.10)
n’=0

where f: ., and f? , are the matrix elements of the inelastic scattering ampli-
tudes for the even and odd partial waves, respectively, which describe transitions
between the channels n and n’. For a bosonic (fermionic) collision just the sym-
metric (antisymmetric) part of (5.10) should be considered.

It is clear that the scattering amplitude depends also on the index m which,
however, remains unchanged during the collision due to the axial symmetry of
the problem. Hereafter we consider only the case m = 0 and the index is omitted
in the following.

Using the asymptotic wavefunction (5.10) and the total current conservation
one obtains

Ne

> (Taw + Rugr = 8pnr) = 0 (5.11)
n'=0
for the inelastic transmission (reflection) coefficients T,/ (R ). kn (kns) is the
initial (final) relative wave vector and n (n’) the transverse excitation numbers
according to (5.9). We have

k.
Tnr = Ol — n/]kiwn,n’ + o + fr(z)n’|2 (5.12)
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k,
Rnn’ :@[5in/]ki|fsn’ +fsn/|2 (513)
n
where ©(z) is the Heavyside step function. The transition probability Wi,
characterizing the transverse excitation/deexcitation, into a particular channel
n/ from the initial state n is given by the sum of the corresponding transmission
and reflection coefficients

W' = Thns + Ryns (5.14)
Due to the time reversal symmetry of the Hamiltonian we have Ty, = Tyrn,
R, = Ry, and W,y = Wy, The total transmission (reflection) coeffi-

cient T =" Tpw (R =), Rnn) is given by the sum of the transmission
(reflection) coefficients of all the open channels. (5.11) leads to T+ R = 1.

50
40F
30t

20t
ol L
0

Scattering Parameter

Fig. 5.1: s- and p-wave scattering parameters a; (red) and V, (black) as a function
of the potential depth V; for the free-space effective potential V (r) + I(I +
1)/(2r?). Divergences correspond to the appearance of new bound (s-wave
scattering) or shape resonant (p-wave scattering) states in the effective po-
tential. All quantities are given in the units (5.4).

5.2 Numerical approach

To obtain the observable quantities T}, , Ry, and Wy, of the scattering pro-
cess, we have to calculate the matrix elements f,,/ of the scattering amplitude
f by matching the numerical solution of the Schrédinger equation (5.5) with
the scattering asymptotics (5.10). To integrate this multi-channel scattering
problem in two dimensions 7 and 6 (z and p) we adopt the discrete-variable
method suggested in Ref. [58] for solving the nonseparable 2D scattering prob-
lems. This approach was applied in Ref. [59] to the case of a 3D anisotropic
scattering problem of ultracold atoms in external laser fields.
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First, we discretize the 2D Schrodinger equation (5.5) on a 2D grid of angular
{0; };V and radial {r;}_, variables. The angular grid points 0; are defined as
the zeroes of the Legendre polynomial Py, (cos®) of the order Ny. Using the
completeness property of the normalized Legendre polynomials which remains
valid also on the chosen angular grid

No—1

Z PI(COS gj).Pl(COS 9]'/)\/ )\j)\j/ = (5”'/ (515)

=0

where \; are the weights of the Gauss quadrature, we expand the solution of
equation (5.5) in the basis f;(0) = N" ' Py(cos 0) (P~ 1)1; according to

Y0 = -3 F(8)us(0) (5.16)

Here P! is the inverse of the Ny x Ny matrix P with the matrix elements
defined as Pj; = /A;P(cosf;). Due to this definition one can use the com-
pleteness relation (5.15) in order to determine the matrix elements (P~1);; as
(P71); = \/AjP(cosb;). It is clear from (5.16) that the unknown coefficients
uJ( ) in the expansion are the values ¢ (r,6;) of the two-dimensional wave func-
tion 1 (r,0) at the grid points §; multiplied by \/A;r. Near the origin 7 — 0
we have u;(r) ~ r — 0 due to the definition (5.16) and the demand for the
probability distribution | 1(r,6;) |? to be bounded. Substituting (5.16) into
(5.5) results a system of Ny Schrodinger-like coupled equations with respect to

the Ng-dimensional unknown vector u(r) = {)\;/Quj (r)}e

HO () + 2(E1 - V(r))]u(r) =0 (5.17)
where
N9 1
0
H')(r) = d 50— Z Pjl(l+1)(P 1)y (5.18)
1 .
Vi(r)=V(r,0;)d;; ={V(r)+ fwzp?}éjj/, p; =rsind; (5.19)

2

and I is the unit matrix. We solve the system of equations (5.17) on the quasi-
uniform radial grid [60]

,j=1,2,..,N (5.20)

of N grid points {r;} defined by mapping r; € (0, R — +00] onto the uniform
grid z; € (0,1] with the equidistant distribution z; —z;_; = 1/N. By varying
N and the parameter v > 0 one can choose more adequate distributions of the
grid points for specific interatomic and confining potentials.

By mapping the initial variable r in (5.17) onto x we obtain

[HO) (2) 4+ 2{EI — V(r(z))Hu(r(z)) = 0 (5.21)
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with

(0) 2 d2 d ]. Ne_l -1
H (x) = f*(2)d (dx2 - 7dx> I ; Pul(l+1)(P~ )y (5.22)

where
e’ —1

1@) = 5o (5.23)

The uniform grid with respect to x gives six-order accuracy for applying a
seven-point finite-difference approximation of the derivatives in the equation
(5.21). Thus, after the finite-difference approximation the initial 2D Schrodinger
equation (5.5) is reduced to the system of N algebraic matrix equations

3 3
DAL, +[A]+2{EI -V, u; + YAl u, =0

p=1 p=1
for 7=1,2,...,. N—-3
u; + a§-1)uj,1 + af)uj,g + 04;3)11%3 + a§-4)uj74 =8gj

for j=N-2,N—-1,N
(5.24)

where each coefficient A;, is a Ny x Ny matrix, each oy is a diagonal Ny x Ny
matrix, and each g; is a Ny-dimensional vector. Here the functions u_s, u_»,
u_1, and ug in the first three equations of the system (for j = 1,2, and 3) are
eliminated by using the “left-side” boundary conditions: ug = 0 and u_; = u;
(j = 1,2,3). The last three equations in this system for j = N, N — 1, and
N —2 are the “right-side” boundary conditions approximating at the edge points
rN—2,7N—1, and ry = R of the radial grid, the scattering asymptotics (5.10) for
the desired wave function u(r;). In order to construct the “right-side” boundary
conditions (5.24) at j = N —2, N — 1, and N we used an idea of Ref. [59], i.e.,
the asymptotic behavior (5.10) at the edge points ry_o,7n_1, and ry = R are
considered as a system of vector equations with respect to the unknown vector
fnns of the scattering amplitude for a fixed n. By eliminating the unknowns f,,/
from this system we implement the “right-side” boundary conditions defined by
(5.24) at j = N —2,N — 1, and N (see Appendix E).

The reduction of the 2D multi-channel scattering problem to the finite-
difference boundary value problem (5.24) permits one to apply efficient com-
putational methods. Here we use, in the spirit of the LU decomposition [61],
and the sweep method [62] (or the Thomas algorithm [63]), a fast implicit ma-
trix algorithm which is briefly described in Appendix B. The block-diagonal
structure of the matrix of the coefficients in the system of equations (5.24) with
the width of the diagonal band equal to 7 x Ny makes this computational scheme
an efficient one.

Solving the problem (5.24) for the defined initial vector k,, and a fixed n from
the possible set 0 < n < n, we first calculate the vector function ¢ (k,,r,0;).
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Then, by matching the calculated vector ¢ (ky, R, ;) with the asymptotic be-
havior (5.10) at » = R, we calculate the nth row of the scattering amplitude
matrix fy, describing all possible transitions n — n’ = 0,1,...,n.. This pro-
cedure is repeated for the next n from 0 < n < n.. After calculating all the
elements f,,  of the scattering amplitude we obtain any desired scattering pa-
rameter T, R, or W .

5.3 Results and Discussion

With the above-described method being implemented we have analyzed the
two-body scattering under the transverse harmonic confinement for both cases
of identical and distinguishable colliding atoms. For confined scattering of iden-
tical atoms one has to distinguish the bosonic and fermionic cases. In the case
of two colliding bosons the two-body wave function must be symmetric and only
even scattering amplitude provides us with a nonzero contribution. First, we
show that our result for the special case € < 1 of a single-channel scattering is in
agreement at ¢ — 0 with the s-wave pseudopotential approach [27], and, partic-
ularly, reproduces s-wave CIR predicted and analyzed in Refs. [27, 28, 43, 38, 40]
for bosons. Then we extend our consideration to the multi-channel scattering
€ > 1. We demonstrate that our results are in a good agreement in the limit
of a long-wavelength trap w = 2mwe¢/A — 0 with the analytical expression given
in [43] which has been obtained in the s-wave pseudopotential approach for the
zero-energy limit. The range of validity of the analytical investigation in Ref.
[43] is explored. Next we present results for multi-channel scattering of two
fermions under transverse harmonic confinement. For a fermionic collision the
two-body wave function is antisymmetric, i.e. only the odd scattering ampli-
tude is nonzero. In the special case of single-channel scattering we reproduce
the p-wave CIR for fermions [32]. These results are also in agreement with our
previous investigations in Refs. [38, 39, 40] performed within a wave-packet
propagation method [40]. Finally we consider the confined multi-channel scat-
tering of two distinguishable atoms. In this case both even and odd amplitudes
contribute to the scattering process.

For modelling different interatomic interactions in the subsequent sections
we vary the depth Vp of the potential (5.3) in the wide range —10 < V5 < 0 for
a fixed width rqg = 1. In free space, this potential being superimposed with the
centrifugal term I(I 4+ 1)/(2r?) makes an effective potential which may support
some even or odd bound states depending on the value of the quantum number
[ and the parameter V. For | # 0 there might be also some shape resonances
for certain relative energies. These shape resonances may enhance strongly the
contribution of [ # 0 partial waves in the energy domain where one would have
expected a pure [ = 0 scattering.

It is known that in the zero-energy limit, when the scattering process does
not depend on the details of the potential, the collision can be described by a sin-
gle parameter: the s-wave scattering length as = — limg_.o tan d4(k)/k for I = 0
(bosonic collision) and the p-wave scattering volume V,, = — limy_ tan §,(k)/k>
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Fig. 5.2: (a) The effective quasi-1D coupling constant gip, (b) the transmission coef-
ficient T', and (c) the scattering amplitude f5, as a function of the scattering
length as for one-channel scattering of two bosons under a harmonic confin-
ing potential with w = 0.002 for a longitudinal relative energy E; = 0.0002
together with the analytical results obtained for the s-wave pseudo-potential
zero-energy limit (solid curves) [27, 28, 43]. The constant Vj is varied in the
region —2.30 < Vo < —0.32.
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for | = 1 (fermionic collision). For sufficiently low collision energy the contri-
bution of the partial waves with larger [ can be neglected. In Fig. 5.1 we have
plotted ay and V,, in the region —10 < V5 < 0. Fig. 5.1 demonstrates the
rich spectral structure of the chosen form of the interatomic interaction: the
scattering parameters a, and V), can be positive or negative and they diverge
for the values of V| corresponding to the appearance of new bound states. In
the case of p-wave scattering the increase of the depth Vj of the potential first
leads to a shape resonance which approaches zero energy and finally transforms
to a p-wave bound state.

5.3.1 Multichannel scattering of bosons

For two bosons colliding in a transverse harmonic confinement the scattering
wave function is symmetric with respect to the exchange z — —z, ie. f2 , =0
in (5.10). We consider multichannel scattering with the dimensionless energy
e=FE/(2w)—1/2 < 4 (5.9) permitting the collisional transverse excitations and
deexcitations n — n’ < 4 up to four open channels (four-mode regime). For
comparison with analytical results [28, 43] obtained in the s-wave pseudopo-
tential approach, we have extracted the effective quasi-1D coupling constant
gip = limy_o Re{f5y(k)}/Im{f5o(k)}k/1v as well as the transmission coeffi-
cient T = Tpo (5.12) and the scattering amplitude f§, (5.10), as a function
of the scattering length as in the single-mode regime (0 < & < 1). The cal-
culated parameters are presented along with the analytical results in Fig. 5.2
for w = 0.002 and the longitudinal relative energy F| = E — E; = 0.0002.
Fig. 5.2(a) shows the coupling constant g;p as a function of the scattering
length as. Our numerical result clearly exhibit a singularity at as/a; ~ 1/C
with C' = —((1/2) = 1.4603.., which corresponds to the well-known s-wave CIR
[27, 28]. In Fig. 5.2(b) we present the transmission coefficient T versus as.
The transmission coefficient T’ goes to unity (total transmission) when as tends
to zero (i.e. no interaction between the atoms), while at the CIR position, it
exhibits the well-known minimum (blocking of the atomic current by the CIR).
Fig. 5.2(c) shows the scattering amplitude f§, as a function of as. The ampli-
tude approaches zero at as/a; = 0 and —1 at the CIR position , which results
in total transmission and total reflection, respectively. In general the presented
values of f§, are in very good agreement with the analytical results.

In the multimode regime our results are in good agreement with the analyti-
cal ones obtained within the s-wave pseudopotential approach in the zero-energy
limit [43] for long-wavelength traps (tight confinement: w = 2mw¢/A — 0). In
Fig. 5.3 we present our scattering amplitude f§, along with the analytical re-
sults as a function of the dimensionless energy ¢ for w = 0.0002 and Vi = —3.0.
Apart from energies close to the channel thresholds, the real and imaginary
part of the scattering amplitude f§ show a monotonous behavior: Re(f§,) is
monotonically increasing and approaching zero asymptotically whereas Im(f§;)
decays monotonically and also approaches zero for large values of . The peak
structure located at integer values of ¢ is due to the resonant scattering once
a new previously closed channel opens with increasing energy. There is a good
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agreement between our results and the analytical ones given by (6.9) in Ref.
[43] for the complete range 0 < € < 4. However, we encounter major deviations
with increasing w except for narrow regions close to the channel thresholds (as
¢ approaches integer values) for the real parts of the scattering amplitudes (see
Fig. 5.4). These deviations are most presumably due to the energy dependence
of the s-wave scattering length which is neglected in Ref. [43].
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Fig. 5.3: The scattering amplitude fG, (dots) as a function of the dimensionless energy
¢ along with the analytical results -solid curves- for w = 0.0002 and Vo = —3.0
(i-e., as = —8.95).

For the multichannel regime (e > 1) we find a strong dependence of the total
transmission coefficient 7" on the population of the initial state n, except for the
case as/a; — 0 of noninteracting bosons in free space. Fig. 5.5 shows the
calculated transmission coefficients (5.12) as a function of as/a) for w = 0.002
for the (a) two-mode regime with ¢ = 1.05 and (b) the three-mode regime
with € = 2.05. Note, that all these cases correspond to near-threshold collision
energies if the maximal integer is subtracted from e. Similar to the single-mode
regime, T goes to unity (total transmission) when as tends to zero. We also
encounter a minimum. However, the value of the transmission at the minimum
is not zero anymore in the multi-mode regime, the larger the number of open
channels, the position of the minima will be more shifted to the left. For a fixed
value of the ratio as/a, # 0, a lower initially populated transverse level n, leads
to a larger total transmission.

In Fig. 5.6 we present the transmission as a function of the dimensionless
energy ¢ for the two cases of the system being initially in the ground n = 0
(a) or first excited n = 1 (b) transverse states, for different values of the ratio
as/a). With increasing collision energy the transmission coefficient exhibits
a nonmonotonic behavior: we observe a sequence of minima and peaks. For
0 < € < 1 the value of T" at the minimum is zero. As the number of open
channels increases with increasing collision energy E, the transmission values
at the corresponding minima increase strongly. The corresponding transmission
peaks T' = 1 are located at the channel thresholds. The shape of the transmis-
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Fig. 5.4: The scattering amplitude fg, (dots) as a function of the dimensionless energy
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Fig. 5.5: The total transmission coefficient T for a bosonic collision in a harmonic
confinement w = 0.002 as a function of as/a, for (a) two-open channels with
e = 1.05 being initially in the transverse ground state n = 0 (red) and first
excited state n = 1 (black), and (b) three-open channels with e = 2.05 being

initially in the ground state n = 0 (red), first excited state n = 1 (black) and
second excited state n = 2 (blue).
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Fig. 5.6: The total transmission coefficients 1" for bosonic collisions as a function of
the dimensionless energy e for the two cases of the system being initially in
the ground n = 0 (a) and first excited n = 1 (b) transverse states, for several
ratios of as/a; and w = 0.002. The black curve corresponds to as/a; = 1/C
for which the zero-energy CIR in the single-mode regime is encountered.

¢

sion “valleys” in between two integer values of € as well as the positions of the
minima strongly depend on the ratio as/a; which can be changed by varying
the strength of the interatomic interaction Vj or the trap frequency w. Both,
changing V4 and/or w leads to energetic shifts of the bound states (in particular
for the excited transversal channels) of the atoms in the presence of the confine-
ment. If the collision energy coincides with a bound state of the corresponding
closed channel we encounter an occupation of the closed channel in the course
of the scattering process, i.e. a Feshbach resonance occurs. The interpretation
of the minimum of the transmission 7" in terms of a Feshbach resonance at the
point as/a; = 1/C for the zero-energy limit was provided in Refs. [27, 28],
where it was shown that the origin of the CIR is an intermediate occupation of
a bound state belonging to an excited transverse (closed) channel.

To demonstrate that the above-discussed behavior (minima) of the trans-
mission coefficient T'(¢) in certain regions of ¢ is due to Feshbach resonances
we have analyzed the probability density of the scattering wave function of the
atoms in the trap. In the single-mode regime and in the zero-energy limit we
encounter the well-known CIR: Fig. 5.7 shows the corresponding probability
density |¢(z,2)|* for an initial transverse ground state n = 0 and £ = 0.05 as
well as as/a; = 0.68. For small |z| one observes additional two pronounced
peaks along the transverse (z-) direction corresponding to the occupation of
the bound state (with the binding energy e2_; ~ 0) in the first excited closed
channel of the transverse potential. The probability density tends to zero as
z — 4o00. This leads to a zero of the transmission T'(¢) for ¢ — 0 [see Fig.
5.6(a)] corresponding to the zero-energy CIR.

In Fig. 5.8 we show the probability densities |¢(z, 2)|? at as/a; = +4.39
for several values of the dimensionless energy ¢ for (a) the single- and (b) two-
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Fig. 5.7: The probability density |¢(z,z)|* for bosonic collisions as a function of z
and z at as/aL = 0.68 for ¢ = 0.05 - zero-energy CIR . The corresponding
transmission values are also indicated. The result has been obtained for
w = 0.002.

mode regimes for collisions with initial transverse state n = 0. The corre-
sponding probability density exhibits for small values of |z| additional two (for
the single-mode regime) and four (for the two-mode regime) pronounced peaks
with respect to the transverse (x) direction as € approaches the CIR position.
This demonstrates the occupation of bound states of higher, namely first ex-
cited (with binding energy £2_,) and second excited (with binding energy £2_,)
channels in the course of the scattering process. The corresponding transmis-
sion values are also indicated in Fig. 5.8 . Zero transmission is observed also
for as/a; = +4.39 and € = 0.75 with no probability density being present for
large positive values of z, see Fig. 5.8(a).

The energy of the bound state e2_;, that leads to a minimal transmission
due to a resonant scattering process, changes with varying as/a, as follows.
It is below ¢ = 0 for 0 < as/a; < 0.68 and consequently no minimum is
encountered for T'(g) in the range 0 < € < 1 (see Fig. 5.6). At the position of
the zero-energy CIR it is located just above the threshold € = 0 leading to a zero
transmission for ¢ — 0. For as/a; > 0.68 the bound state energy is somewhere
in between the channel thresholds ¢ = 0 and ¢ = 1 whereas for as/a; < 0
it is below but close to ¢ = 1 leading again to a corresponding minimum of
T. For both cases, as/a; < 0 and as/a; > 0.68, an increase of as/a, leads
to a narrow transmission well and the corresponding transmission minimum is
shifted towards the next higher channel threshold. The dependence of ¢2_; on
the parameter as/a, is in agreement with the pseudopotential analysis given in
ref.[28] (see Fig. 2 of this reference).

In Fig. 5.9(a) we show the transition probabilities W, as a function of
as/a) for w = 0.002 and ¢ = 3.05 corresponding to four open channels. We
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Fig. 5.8: The probability density |¢(x, z)|? for bosonic collisions as a function of = and
z at as/a1 = +4.39 for two cases of the single-mode regime (a) and two-mode
regime (b) with different values of e. The corresponding transmission values
are also indicated. All subfigures are for w = 0.002 and n = 0.
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observe that the probability of remaining at the same initial state W, (i.e.
elastic scattering) is in the complete range of the ratio as/a; much larger than
the probability of a transition into a different state W, (i.e. inelastic scatter-
ing). With increasing n or n’ the inelastic transition probabilities W,/ increase
but the elastic probabilities W, decrease. In an inelastic (elastic) collision
Wons (Wyn) goes to zero (unity) as as tends to zero. Wiy, (Wy,) possess a
maximum (minimum) at the resonance position as/a; =~ 0.35 consistent with
the minimum of T'(¢) at € = 3.05. It is instructive to see how the distribution
of the initial flux among the open channels changes due to pair collisions as a
function of the collision energy. Fig. 5.9(b) shows the transition probabilities
Win as a function of the dimensionless energy up to four open channels. The
probability of elastic scattering remains larger than that of inelastic scattering
in the complete range of the energy. For two open channels the elastic collision
probability W, is independent of the initial state (Wyo = Wiy). For a higher
number of open channels W, is decreasing with increasing initial value of n.
Near the thresholds, the probabilities of the inelastic (elastic) transitions W,
(Whn) g0 to zero (unity).

5.3.2 Multichannel scattering of fermions

In this section we focus on fermionic collisions in harmonic traps. In this
case the interatomic wave function is antisymmetric with respect to the in-
terchange of the two fermions and the even amplitude f¢ , in (5.10) is zero. We
have analyzed the multichannel scattering of fermions up to four open trans-
verse channels for different interatomic interactions, by varying the potential
strength V4 in the vicinity of the value Vj = —4.54 (see Fig. 5.1) generating
a resonant p-wave state in free space. Fig. 5.10 shows corresponding results
for the single-mode regime. Fig. 5.10(a) shows the mapped coupling constant
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Fig. 5.10: (a),(b) The mapped coupling constant g; ¥ and the transmission coefficient
T as a function of the scattering length a,, for single-channel scattering of two
fermions under a harmonic confinement w = 0.002 and for the longitudinal
energy E| = 0.0002 (red), w = 0.02, E; = 0.002 (black), and w = 0.06,
Ej = 0.002 (blue). (c) The scattering amplitude fg, as a function of the
scattering length a, for w = 0.002 and Ej = 0.0002. The corresponding
constant Vj is varied in the region —4.54 < Vo < —4.47.
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915" = limg_o Im{f°(k)}/Re{f°(k)}puk [32, 40] as a function of the p-wave
scattering length a, = {/V,. The mapped coupling constant gi}5¥ goes to zero
at the position of the mapped CIR [32], which for w = 0.002 and Ej = 0.0002
is equal to a,/a, = —0.31. The position of the mapped CIR obviously depends
on the values of w and €. In Fig. 5.10(b) we have plotted the transmission co-
efficient 7" as a function of a,. The transmission coefficient exhibits a minimum
and an accompanying well (i.e. the blocking due to the resonance) at the posi-
tion of the CIR, and tends to unity (i.e. total transmission) for a,, far from the
CIR position. For larger w the well becomes wider, and its minimum is shifted
to the left, see also Ref. [38]. Fig. 5.10(c) shows the scattering amplitude f§,
as a function of a, for w = 0.002 and Ej = 0.0002. The amplitude approaches
zero far from the CIR position and —1 at the CIR position , which results in
total transmission T = |1 + f§|?> — 1 (i.e. the fermions do not scatter each
other) and total reflection T = |1 + f§|*> — 0 (i.e. strongly interacting and
impenetrable fermions), respectively.

In Fig. 5.11 we present the total transmission coefficient as a function of a,
for w = 0.002 in (a) two-mode regime for € = 1.05 and (b) three-mode regime
for ¢ = 2.05. Similar to the single-mode regime, T' exhibits a minimum and
accompanying well, however, the position of the minimum is shifted to the right
and the value at the minimum is nonzero. For the lower degree of transversal
excitation, we observe a deeper and narrower transmission well. With increasing
energy the transmission well becomes wider and more shallow and its position
is shifted to larger values of a,/a,. This is also demonstrated in Fig. 5.12,
where the transmission coefficient is plotted as a function of € for several values
of a,/a, for the two cases of being initially in the ground n = 0 (a) and the
first excited n = 1 (b) transverse states for w = 0.002. We observe that for
any number of open channels, T' exhibits a minimum for some value of a,/a .
With increasing a,/a the transmission well becomes more shallow (except for
the single-mode regime) and wider. In contrast to the bosonic case, there is no
specific threshold behavior. This is a consequence of the fact that the relative
motion does not feel the interatomic interaction in the closed channels which are
strongly screened by the centrifugal repulsion playing a dominant role for near-
threshold collision energies or in other words, we encounter a weak coupling of
the different scattering channels.

In Fig. 5.13 we show the transition probabilities W, as a function of a,/a |
for four open channels. We see that the probability of an elastic scattering
process (i.e. to remain in the same transversal state) is much larger than that
of an inelastic collision (i.e. the transition to a different transversal state). For
an elastic collision the probability W,,, shows a minimum and corresponding
well which becomes wider and more shallow with increasing initial quantum
number n (i.e., with the population of a higher excited initial transversal state).
For an inelastic collision W, (n # n') exhibits a peak which becomes less
pronounced as the quantum numbers n or n/ increase.
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Fig. 5.11: Total transmission coefficient T in a fermionic collision as a function of a,
for w = 0.002 for (a) two-open channels with ¢ = 1.05 being initially in
the ground state n = 0 (black) and first excited state n = 1 (red), and (b)
three-open channel with € = 2.05 being initially in the ground state n = 0
(black), first excited state n = 1 (red) and second excited state n = 2 (blue).
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Fig. 5.12: Total transmission coefficient T" for a fermionic collision as a function of the
dimensionless energy ¢ for the two cases of the system being initially in the
ground n = 0 (a) and first excited n = 1 (b) transverse states, for several
ratios of a,/a.. We have used w = 0.002.
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Fig. 5.14: Transmission T as a function of the depth —V; of the potential (5.3) for
two distinguishable atomic species for w = 0.002 for E} = 0.0002. Units
according to (5.4).

5.3.3 Multichannel scattering of distinguishable particles

In this section we analyze the multichannel scattering of two distinguishable
particles in a harmonic trap with the same trap frequency w; = ws = w allowing
the separation of the CM motion. Such a case corresponds to the different
atomic species confined by the same potential as it is the case, e.g., for two
different isotopes in the same optical dipole trap. The two-body scattering wave
function of the distinguishable atoms does not possess a well-defined symmetry
with respect to the reflection z — —z, i.e. both s- and p-state contributions
(f€ and f°) must be taken into account for the scattering amplitude. Fig. 5.14
shows our results for the transmission coefficient T in the single-mode regime
(0 < £ < 1), which is plotted as a function of the tuning parameter —Vj of the
interparticle interaction. In general the scattering process can not be described
by a single scattering length as or a, for this case. In regions with a negligible
p-wave contribution (see the regions in Fig. 5.1 with V, — 0), T' exhibits a
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Fig. 5.15: Scattering amplitude as a function of the depth —V; of the potential (5.3)
for two distinguishable atomic species for w = 0.002 and E) = 0.0002. Units
according to (5.4).

behavior similar to bosonic scattering. We observe the well-known s-wave CIRs
which lead to zeros of the transmission T at the positions as/a; = 1/C and
tend to unity when as goes to zero (together with a,). In regions, where a, and
a, are comparable we observe the effect reported in Ref. [38]: remarkable peaks
of the transmission T' = |1 + f&, + f|* — 1, i.e., almost complete transmission
in spite of the strong interatomic interaction in free space. This is the so-called
dual CIR: Quantum suppression of scattering in the presence of confinement
due to destructive interference of odd and even scattering amplitudes. Equally
minima of T = |1 + f§ + f$|?> — 0 due to the interference of even and odd
scattering amplitudes under the action of the transverse confinement can occur
(see Fig. 5.14). Complete transmission corresponds to f§, + f§y = —1 — 4 while
total reflection corresponds to f§,+f§, = —1. Fig. 5.15 shows the corresponding
amplitudes fg, + f¢y as a function of —V4.

Fig. 5.16 shows the total transmission coefficient versus —Vj in the three-
mode regime for w = 0.002 and € = 2.05. Similar to the single-mode regime,
when a, is negligible compared to as, 7' behaves analogously to the case of a
bosonic collision, and tends to unity (complete transmission) when a tends to
zero, while at the s-wave CIR position, it exhibits a minimum with a nonzero
value. For a lower degree of transversal excitation of the initial state, we en-
counter a larger transmission coefficient. For the same reasons as in the single-
mode regime, we observe in the regions of Vj where the p-wave scattering length
ap is comparable to ag, sharp peaks of 7. However, in contrast to the single-
mode regime we do not observe complete transmission, i.e., T # 1 (see, e.g., T
at Vp = —8.85 in Fig. 5.16 ).

Figure 5.17 presents the transmission coeflicients as a function of the dimen-
sionless energy € for w = 0.002. Figure 5.17(a) shows the results for several
ratios of as/a, if |ap| is small compare to |as|. Here the system is initially
in the transversal ground state. The behavior of the transmission coefficient
is similar to the case of two-boson scattering [see Fig. 5.6(a)]. Figure 5.17(b)
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Fig. 5.16: Transmission coefficient T' as a function of the depth —V; of the potential
(5.3) for two distinguishable atomic species for w = 0.002 and ¢ = 2.05
in the three-mode regime, being initially in transverse ground state (blue),
first excited state (red) and second excited state (black). Units according
to (5.4).

shows the transmission for the scattering of two distinguishable atoms together
with the results for bosonic-collision (blue) and fermionic-collisions (black), for
—VWo = —4.505 when both scattering length a, and a, are large. In the limit
€ — 0 the behavior of the transmission for the distinguishable and the bosonic
case are very similar while in the vicinity of the energy of the p-wave shape
resonance € ~ 0.7, apart from a small shift to larger energies, we can find a
complete coincidence of the transmission behavior for the case of distinguish-
able and fermionic scattering. At the threshold energy ¢ = 1 the latter two
transmission curves cross. Figure 5.17(c) shows the transmission coefficient ver-
sus ¢ for —V = —4.505 initially occupying the ground state n = 0 (blue), the
first excited state n = 1 (black), the second excited state n = 2 (red), and the
third excited state n = 3 (green). In the limit ¢y — 0, 7" drops rapidly to zero.
Apart from the single mode regime, it is for | >> 0 approximately constant
with T~ 1.

In Fig. 5.18 we present the transition probabilities W,/ as a function of —Vj
for four open channels. For the regions of Vi) where a,, is negligible compared to
as, a very good agreement of the transmission behavior for distinguishable and
bosonic atoms is observed. In regions where a, and a, are comparable, similar
to the fermionic case, we observe narrow and deep wells (for elastic collision)
and narrow as well as strongly pronounced peaks (for inelastic collision).

5.4 Summary and conclusions

We have analyzed atomic multichannel scattering in a 2D harmonic confinement.
Identical bosonic and fermionic scattering as well as scattering of distinguishable
atoms in traps with the same frequency for the different species have been
explored. Equal frequencies allows us to separate the c.m. and relative motion.
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comparable [here the transmission coefficients for bosonic-collision (blue)
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first excited state (black), in the second excited state (red), and in the third
excited state (green).
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Fig. 5.18: Transition probabilities W,/ for quasi-1D scattering of distinguishable par-
ticles in a harmonic trap w = 0.002, as a function of —Vj for four open
channels and ¢ = 3.05. Vj is given in units of (5.4).

First we reproduced the well-known s-wave CIR for bosonic collision in the
single-mode regime [27, 28, 43, 38, 39, 40]. Next bosonic collisions in the multi-
channel regime including elastic and inelastic processes, i.e., transverse exci-
tations and deexcitations have been investigated. Transmission coefficients as
well as transition probabilities for energies covering up to four open channels
are reported on. It is shown that the transmission coefficient as a function
of the scattering length exhibits a minimum at the CIR position. Except for
0 < as/a; < 1/C in the first channel, the transmission curves show, with
varying energy, a minimum and accompanying well. For a single open channel
the value of the minimum of the transmission is zero. Increasing the degree of
transverse excitation leads to an increase of the transmission minima. A distinct
threshold behavior is observed at every € = n.

For as/a; < 0 the accompanying transmission well is more pronounced
compared to the case as/a; > 0 and it is also deeper in the case of several open
channels. The position of the minimum is closer to the upper threshold again
when compared to the case as/a; > 0. With increasing ratio as/a, for either
as/a; > 0 or as/a; < 0, the corresponding transmission well becomes also
more pronounced, i.e., we encounter a deeper and narrower well for more open
channels and the energetic position of the minimum moves to the neighboring
upper threshold. Our results for the transition probabilities W, show that
the probability of remaining in the same state (elastic collision) is larger than
transitions into a different transversal state (inelastic collision). In the case of
elastic collisions (inelastic collisions) it has to go to unity (zero) as as tends to
zero. The inelastic transition probability W,/ increases as the numbers n or n’
increase while the elastic transition probability W, decreases.

Our next focus has been the multichannel scattering of fermions address-
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ing up to four open channels in the waveguide. In the regime of a single open
channel we reproduced the well-known p-wave mapped CIR in the zero-energy
limit [32, 40]. We have analyzed the p-wave CIR dependence on the collision
energy € and the trapping frequency w. Consequently the multimode regime has
been explored by determining the behavior of the transmission as well as the
transition probabilities. The dependence of the transmission on the p-wave scat-
tering length exhibits a minimum with zero transmission and an accompanying
well for the single-mode regime. Increasing the energy, this well becomes more
shallow (except for the single-mode regime),wider and its position is shifted to
the region of higher energies. In the multimode regime the transmission well
depends also on the degree of the initial transverse excitation. Increasing the
degree of initial transverse excitation the transmission well becomes shallower
and wider and the transmission is overall increased. For a fixed number of open
channels the transmission exhibits as a function of the energy a minimum for
some value of the p-wave scattering length. Increasing a,/a, leads to a shift
of the transmission minimum to higher energies and an increasingly shallower
well. This holds except for the single mode regime in which the minimal value
is zero.

In contrast to the bosonic case, we do not observe a distinct threshold behav-
ior. The transition probabilities W, for fermionic collisions show that elastic
collisions are more probable than inelastic ones. The probability W, for an
elastic process shows a well which becomes wider and shallower as the initial
population of the excited states n increases, while for an inelastic collision it
exhibits a peak which becomes smaller as the channel numbers n or n’ increase.
By varying the potential parameter V; in the vicinity of the value V) = —4.54,
we found a set of shape-resonances.

Finally we analyzed the multichannel-1D scattering of distinguishable atoms
in the trap. Here both s- and p-wave contributions have been taken into ac-
count. We have studied the transmission coeflicient in the single-mode regime
and reproduced the CIR [27, 28, 43, 32] as well as the dual-CIR [38, 39, 40] cor-
responding to total reflection and transmission, respectively. In the multimode
regime the transmission versus —V shows except for the regions where a, is
comparable with as a behavior analogous to the situation of bosonic scattering.
We encounter T — 0 for a; — 0. At the position of the CIR, T exhibits a
minimum with a nonzero value. The lower is the transverse excitation of the
initial state, the larger is the transmission coefficient. In regions of Vj where
the p-wave scattering length a, is comparable to a, 1" exhibits sharp peaks or
dips near the dual-CIRs due to comparable contributions of both s and p waves.
In contrast to the single-mode regime there is not a complete transmission at
the dual CIR points. Our results for the transmission coefficient versus energy
show that in the limit of zero longitudinal relative energy the distinguishable
atoms behave similar to bosons, while in the vicinity of the position of a shape
resonance, they behave similar to fermions. For larger energies ¢ >> 1 T is
close to unity. Finally we have analyzed the transition probability as a function
of —Vp. For values of Vj where a,, is negligible compared to a, we find an ex-
cellent agreement with the results for bosonic collisions. In regions where these
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two scattering parameters are comparable, we observe, similar to the fermionic
case, sharp downward (for elastic collision) and upward (for inelastic collision)
peaks but with different values. We conclude with the general statement that
our multichannel scattering results in waveguides are of immediate relevance to
cold or ultracold atomic collisions in atomic waveguides or impurity scattering
in quantum wires.
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6. ATOMIC RESONANCES IN MAGNETIC QUADRUPOLE
FIELDS: AN OVERVIEW

Ultracold atomic gases offer a wealth of opportunities for studying quantum
phenomena at mesoscopic and macroscopic scales [64, 65, 66, 67, 68]. The in-
teraction among the atoms as well as their behavior in external fields depends
crucially on their electronic and to some extent also on their nuclear proper-
ties. The majority of experiments in the ultra-low temperature regime have
been performed with alkali atoms. Their ground-state electronic structure is
characterized by the fact that all electrons but one occupy closed shells. The
latter, the so-called valence electron, is situated in the s-orbital of the outermost
shell. The coupling of the nuclear spin I to the total angular momentum of the
active electron via the hyperfine interaction causes a splitting of the electronic
energy levels into several branches which can be characterized by the quantum
number of the total spin F. Due to a vanishing orbital angular momentum this
hyperfine interaction consist exclusively of the coupling of the electronic spin
S = %, to the nuclear spin I. This leads to the two possibilities FF =1 + S.

Inhomogeneous magnetic fields represent a very powerful and versatile tool
for trapping and confining of ultracold atoms. They allow to influence and con-
trol the dynamical properties of atoms and molecules, which result in a wealth
of new and often surprising phenomenon. In particular they are very well suited
for miniaturization via, e.g., so-called atom-chips [69, 70, 71]. Atom-chips are
surface mounted wires with a typical width of about a few micrometers, which
create a miniaturized landscape of inhomogeneous magnetic field. Depending
on the particular structure setup a wide variety of magnetic field landscape can
be created, enabling to trap ensemble of atoms very close to the chip surface
(~ 10pm) where the magnetic field gradient is extremely large.

The basic idea behind the control of ultracold atoms via inhomogeneous
magnetic fields is very simple. The neutral atoms couple to the magnetic field
via their magnetic moment. In the case of enough weak gradient field, when the
spatial variations of the field is small enough, it can be considered homogeneous
over the size of an atom, therefore the atom can be assumed as a point-like
particle. For ground state atoms, this assumption is in general justified.

Assuming strong hyperfine interactions (compared to the magnetic inter-
actions) the atomic magnetic moment is due to the total angular momentum
being composed of the electronic and nuclear angular momentum. Traditionally
an adiabatic approximation, which reduces the vector coupling of the magnetic
moment to the field to a potential term proportional to the magnitude of the
field, is then employed. However, in order to understand the basic physics of



(individual) atoms in magnetic traps it is likewise necessary to study the quan-
tum dynamics of the Hamiltonian for the case of the vector coupling. A number
of investigations in this direction have been performed in the past.

Firstly fundamental configurations of static fields for the trapping of ground
state atoms have been explored in the late eighties and early nineties [72, 73].
Because of their pioneering work in trapping of ultracold atoms by magnetic
traps, S. Chu, C.N. Cohen-Tannoudji and W.D. Phillips were awarded the Nobel
prize of physics in 1997. Planar current geometries for microscopic magnetic
traps were investigated in Ref. [74]. Specifically the quadrupole field [75, 76], the
wire trap [77, 78, 79, 80] and the magnetic guide and Ioffe trap [81, 82, 83, 84, 85]
have been addressed. In these traps we typically encounter quantum resonances
with a certain lifetime instead of stationary stable quantum states. For example,
in Refs. [81, 82] the resonances of particles with spin % and 1 in a magnetic guide
have been determined via the phase shift of scattered waves. Alternatively the
complex scaling method can be used to study the widths and positions of the
resonances [83]. More recently [76] an extensive study of the quantum dynamics
of neutral spin % and spin 1 particles in a 3D magnetic quadrupole field has been
performed, including the derivation of an effective scalar Schrédinger equation
to describe and understand long-lived states possessing large angular momenta.

Very recently [86] a new class of short-lived resonances possessing negative
energies for the case of the 3d magnetic quadrupole field was found. These reso-
nances, which have been overlooked in previous investigations [75, 76], originate
from a fundamental symmetry of the underlying Hamiltonian. In contrast to the
positive energy resonances, they are characterized by the fact that the atomic
magnetic moment is aligned antiparallel to the local direction of the magnetic
field, and their lifetimes decrease with increasing total magnetic quantum num-
ber. A mapping of the two branches of positive and negative energy states has
been derived [86].

In the above works, the hyperfine interaction has been assumed to be much
stronger than the interaction with the external inhomogeneous magnetic field
and therefore the electronic and nuclear angular momenta firstly provide a total
angular momentum which then interacts with the magnetic field. This phys-
ical picture truly holds for (alkali) atoms in their electronic ground state and
macroscopic as well as microscopic (atom chip) gradient fields. The atom is
consequently treated as a point particle with the total angular momentum F.
However in the case of small hyperfine interactions and/or strong gradient fields
(e.g., for electronically excited atoms) this simplification fails and an admixture
of different hyperfine states F' due to the field interaction has to be expected.
In Ref. [87], the resonance of alkali-atoms in a magnetic quadrupole field have
been analyzed in the case for which both the hyperfine interaction and the field
interaction, have to be taken into account on equal level for the description of
the neutral atoms in the field.

In this part firstly we describe the magnetic quadrupole trap in details and
then we study resonances of neutral particles in this kind of trap. Finally we
study atomic hyperfine resonances of alkali atoms in a magnetic quadrupole
field.
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6.1 The Magnetic Quadrupole Field

In ultra-cold atom experiment, the Zeeman interaction between magnetic mo-
ment of the atom and magnetic field is used to confine atoms to certain spatial
regions. Depending on the direction of the magnetic moment with respect to
the magnetic field this gives rise to either confining or nonconfining potentials.
Maxwell’s equation do not permit the occurrence of magnetic field maxima but
only minima in a source-free region. Therefore in order to ensure trapping one
has to focus on such atomic states for which the underlying potentials grows
with increasing magnetic field strength. Atoms in such states are referred to as
low-field seeker [69]. Several magnetic field configuration exhibit a local field
minimum, from which, the 3D quadrupole field is probably the most prominent.
Such field finds its application in virtually any ultra-cold atom experiment as
it is a main element of a magneto-optical trap MOT [88]. It is generated by
a so-called anti-Helmholtz configuration, which consists of a pair of axially as-
sembled coils of radius R, separated by a distance 2D (Fig. 6.1). The two
coils are flown through by counter-propagating currents of equal magnitude I.
According to Biot and Savart’s law, the magnetic field B(r) resulting from the
infinitely thin coils is given by

B(r):&l/dr’x(r—r’)

4 [r — /|3
ar' (s orl (s
_ml [ TR X (e ri(s) | pol T x (r = 1h(s))
_ o s AYE: —_— ds WA
A Jer o) [r — 1} (s)] A S () [ —r3(s)]

(6.1)

In the second step, the current loops have been parameterized by the curves
ri(s) and r5(s). A suitable parametrization is given by

Rcos(s) Rcos(s)
ri(s)=| —Rsin(s) and rh(s) = [ Rsin(s) (6.2)
D -D

with 0 < s < 27. The z—axis has been chosen to point along the symmetry
axis of the setup. In the vicinity of the origin we can expand the integrand
in equation (6.1) in terms of the small dimensionless vector ¥ = r/v/D? + R?
around r = 0. Carrying out the integration one obtains

. 3ugIDR? z —
a2+ R22 | Y
or
X
o . o 3#0[DR2
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Fig. 6.1: Experimental setup of the MOT.

The magnetic field gradient b is the only variable parameter characterizing the
quadrupole field.

Since v/ D2 + R? is of macroscopic size (typically ~ 1071m), it should be
clear from (6.3) that for regions of atomic or mesoscopic size (|r| < 1075m)
around the trap center, Eq. (6.4) will be a fairly accurate description of the
actual geometry of the magnetic field B created by a pair of anti-Helmholtz
coils.
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Fig. 6.2: The intersection of the magnetic field given in (6.4) along the (a) z — y- and
(b) y — z-plane.

The macroscopic setup which has been considered here is bulky and therefore
inflexible. As a result of the growing efforts for miniaturization and integration
the so-called atom chips have been developed. Atom chips are surface mounted
wires with a typical width of about a few micrometers, which create a miniatur-
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ized landscape of inhomogeneous magnetic field. Depending on the particular
structure setup a wide variety of magnetic field landscape can be created, en-
abling to trap ensemble of atoms very close to the chip surface (~ 10um) where
the magnetic field gradient is extremely large. A 3D quadrupole field is achieved
by using a U-shaped wire. An expression for magnetic field configurations and
atom chips in more details can be found in Ref. [89].

6.1.1 Symmetry properties of the quadrupole magnetic field

The quadrupole magnetic field given in (6.4) in cylindrical polar coordinates
p, ¢, and z reads
B(p, 9, 2) = b(p, — 2:2.) (6.5)

Since B does not depend on the azimuthal angle ¢, it is symmetric with re-
spect to continuous rotation around the z-axis. Apart from this, B exhibits a
discrete mirror symmetry with respect to the z — y-plane. Figure 6.2 shows the
intersection of the magnetic field given in (6.4) along the x — y- and y — z-plane.
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7. SCATTERING RESONANCES OF SPIN-1 PARTICLES IN A
MAGNETIC QUADRUPOLE FIELD

In this chapter, we investigate resonances of spin 1 bosons in a three-dimensional
magnetic quadrupole field. Complementary to the well-known positive energy
resonances it is shown that there exist short-lived, i.e., broad, negative energy
resonances. The latter originate from a fundamental symmetry of the underlying
Hamiltonian and are characterized by an atomic spin that is aligned antiparallel
to the local magnetic field direction. In contrast to the positive energy reso-
nances the lifetimes of the negative energy resonances decreases with increasing
total magnetic quantum number. We derive a mapping of the two branches of
the spectrum.

7.1 The Hamiltonian

The Hamiltonian describing the motion of a point-like particle of mass M and
magnetic moment p in a 3D magnetic quadrupole field B = b(x, y, —2z) reads

p2
H=—-u-B 7.1
o M (7.1)
For a spin-S-particle with magnetic moment 1 = —48, one obtains in atomic
units 1
H = —[p* + bgM (xS, +yS, — 225.)] (7.2)

2M
Here g is the g-factor of the particle. Performing the scale transformation

pi = (2Mbupgs)"/®p; and  z; = (2Mbugg,)'*x;
and thereupon omitting the bars one obtains
M(bgM)™2?/3H — H = %(p2 + S, +yS, —228.) (7.3)
Therefore the energy level spacing scales according to ﬁ(bgM )2/ 3. The scaled
Hamiltonian (h = 1) in spherical coordinates reads

1, 0 20 L?

H:5(—W—;Eﬁ—ﬁﬁ—rsm@K—%cosGSZ) (7.4)



S, =U,P,P, | %, = P,UyP, | ¥, = P,P,Us 1
TU, P, TP,P,U,P. TP,Us TP,
TP,P.1,,U; | TP,P.I,,U; TL.,Us TP,P,1,,U:

Tab. 7.1: Discrete symmetries of the Hamiltonian (7.3). Each symmetry is composed
of a number of elementary symmetries which are listed in table 1T

Operator Operation

T A— A*

Py, T — —w

Iy r—y Yy—r z—2

U, = ern™5e Se—= Sz Sy— -8, S,— -5,
Uy = e ™ S, ——S, S,— S, S.——8.
Us = en ™= Sg = =8z Sy— -8, S.—085,
Uy=Uie 725 || §, — =Sy Sy— -5, S.— -5,
Us = e 25: Seg — =Sy Sy—58 8.—05,

Tab. 7.2: Set of discrete operations out of which all discrete operations of the Hamil-
tonian (7.3) can be composed.

Here K = cos Sy + sinpS,. For a spin-1-particle, which is the case we focus
on in the following except explicitly stated otherwise, we have

1 0 e~y 0 1 0 0
K=—| e¥ 0 e " and S, = 0 0 O
V2 0 e 0 0 0 -1

7.2 Symmetries and Degeneracies

By analyzing the symmetry properties of the resulting Hamiltonian one obtains
16 discrete symmetries, which are listed in table 7.1. Each symmetry operation
is composed of a number of elementary operations given in table 7.2.

The discrete operation U;, acts on the spin space only and their appearance
depends on the choice of the representation of the spin operators. General rep-
resentations of U; operations are given in table 7.2. The operations P,, and I,
act on coordinate space only. These operations are unitary. The operation T'
acts on both, the coordinate and the spin space, and is an antiunitary operation.
It is the conventional time reversal operation for spinless particles, and corre-
sponds to complex conjugation. Its action on the coordinate x;, the momentum
P;, the angular momentum L;, and the spin operators \S; is given by

TX,T7': X, - X;
TPT':P, — —P
TL,T ':L,— —L;
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TS,77':8,— S, Sy ——S, S.—8. (7.5)
The operations discussed above satisfy the relations

and
U =P =T*=1 (7.7)

The symmetry operations listed in table 1 are either unitary or anti-unitary.
The anti-unitary operations, involve the conventional time reversal operator 7.
The symmetry operations shown in the table 7.1, formally possess the same
decomposition in terms of elementary operations for both fermions and bosons,
but however their algebraic structure are different. For instance for bosons we
have [¥;, ;] = 0, while in the case of fermions one finds {£;,%;} =0

Apart from the discrete symmetries there is a continuous symmetry gener-
ated by J, = L, +.5, which is the z-component of the total angular momentum.
This is a consequence of the rotational invariance of the system around the
z-axis of the coordinate system. Due to [J,, H] = 0 one can find energy eigen-
functions which are simultaneously eigenfunctions of J,. For a spin-S-particle
they read in the spatial representation

s
Im)(S) = Z Cn s €902 | ) (7.8)

mS:—S

with 32, [Cing |2 = 1 where |mg) are the spin eigenfunctions with respect to S..
Exploiting the discrete and continuous symmetries of the system one can show
that there exists a twofold degeneracy in the energy spectrum of the Hamiltonian
(7.3) for m # 0. Let us consider | E,m) to be an energy eigenstate which is
simultaneously an eigenstate of .J,. Using the anti-commutator {.J,,3,} = 0 we
have

J.Ee | E,m) = =30, | E,;m) = —mX, | E,m) (7.9)

Therefore the state ¥, | E,m) is an eigenstate of .J, with eigenvalue —m. On
the other hand, because of the symmetry of the Hamiltonian ¥, | E,m) is an
energy eigenstate with energy F and thus it can be identified with | E, —m).
For m = 0 the states | E,m) and ¥, | E,m) form no degenerate pair.

7.3 Numerical Approach

We are interested in the resonances of the Hamiltonian (7.4). In order to inves-
tigate the resonances we employ the method of complex scaling theory together
with linear variational method. To this end we employ a so-called Sturmian
basis set of the form

| n,l,mg)m = Rgf) (r) Y75 (6, <,0))<S(ms)7 (7.10)
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here the functions Y, are the spherical harmonics. For fixed m the linear
variational combination of the basis functions ¢}, -, yields, per construction,
eigenstates of the Hamiltonian and J, simultaneously. For expanding the radial
part we take the non-orthogonal set of functions

RO(r) = e~ % L (Cr) (7.11)

where L,(z) are the Laguerre polynomials. The free parameter, ¢, has the
dimension of an inverse length and can be tuned to improve the convergence
behavior in different regions of the energy spectrum. It should be chosen such
that 1/¢ corresponds to the typical length scale of the states to be approximated.

7.4 Results

We shall see below that the spectrum consists of two well-separated parts: One
set of resonances localized in the negative energy region with short lifetimes
and a second set localized in the positive energy domain where the lifetimes are
much larger and can, at least in principle, become arbitrarily long. The positive
energy resonances have already been investigated in several works (see Refs.
[75, 76] and references therein) whereas, to our knowledge, no negative energy
resonances have been reported up to date.

7.4.1 Positive-energy resonances

In Fig. 7.1 we present the energies and decay widths for positive energy reso-
nances for a spin-1-particle. For low total angular momentum [see figure 7.1(a)-
(b)] one observes the resonances to cover the area of a right triangle in the e —T'
plane. They are located on lines with similar negative slopes. This pattern be-
comes increasingly disturbed when considering resonances with higher energies
and small decay widths. For sufficiently large values of the angular momentum
m we observe a very regular pattern for their distribution in the ¢ — I' plane,
still with a triangular boundary, but now the resonances are located on lines
possessing a positive slope [see figure 7.1(c)-(d)].

The decay width decreases exponentially with increasing value m for the an-
gular momentum. The larger the angular momentum of a state the farther away
it is located from the center of the trap which is the zero of the magnetic field.
In the vicinity of the center spin-flip transition from, e.g., bound to unbound
states take place. With increasing angular momentum the resonances probe less
and less of this central region and become therefore increasingly stable.

For sufficiently large values of the angular momentum the wave functions
become localized far away from the center of the trap. They form concentric
circles around the z-axis. Since transitions to continuum states mainly occur
in the center this results in a significant increase of the lifetimes of the states.
Thus one could expect such states to be approximately describable as bound
states of a certain effective Schrodinger equation. Such an equation has been
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Fig. 7.1: Decay width and energies of the resonances possessing positive energies for
m=0 (a), m=1 (b), m =10 (c) and m = 20 (d).
obtained in [76] by applying the unitary transformation
Uy = e 19:¢ (7.12)
to the Hamiltonian (7.3) which in cylindrical coordinates yields

H=U{HU;

17 9 10 1 , 07
-5 _7_**+?(Lz—5z) T 022

5 97 pop + pSz — 225, (7.13)

In this frame any explicit dependence on the azimuthal angle ¢ is removed.
Hence now L, instead of J, is conserved which is because of

UlJ.U, = L, (7.14)

Therefore we can replace L, by its quantum number m and consider each L,
subspace separately. The spatially dependent unitary transformation

Uy = e~ P (7.15)

with sin 8 = \/ﬁ and cos 8 = \/m diagonalizes the spin-field interac-
tion term of (7.13), i

U§< Sy — 228Uy = \/p? + 4228, (7.16)
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The derivatives result in additional terms, which gives rise to additional off-
diagonal couplings. However, these terms are proportional to powers of z~! as
p — 0 and p~! as z — 0. Therefore they can be neglected far from the center
of the trap. Considering only the component of U2T HU; which allows for bound
solutions that we denote as |1q5) we obtain the Schrédinger equation

1 0? 0? m?2 2mz 2422 1
sl a3 amt 5t + 2 + oV P2+ 422 |dgp)

p2/pr+422 (PP +427)2 2

= Egpldg)  (7.17)

Here we have introduced the wavefunction |¢g) = p2 |1hy). For all m there is
a remarkably good agreement between the exact resonance energies F and the
energies of the quasi-bound states Eg, [76]. The approaching performs better
and better with increasing values of the quantum number m. The angular
momentum term m?/p? together with the two consecutive terms in equation
(7.17) constitute a potential barrier which prevents a particle from entering the
vicinity around the center of the trap. We have already stated the off-diagonal
elements of UQT HU, involve inverse powers of the spatial coordinates. Thus the
matrix element for transition between bound and unbound solutions becomes
only significant if there is a sufficiently large overlap of the wave function with
the central region of the trap. This explain why the approximation performs
better for larger values of m.

We can now discuss the origin of the regular pattern formed by the resonance
positions which emerges for high values of the quantum number m. For larger m
the minimum and the associate well of the effective potential in the Schrédinger
equation (7.17) becomes more and more pronounced. The minimum is ap-
proximately located at the position (29 = 0,pg = (2m)?/3). The system now
becomes almost integrable, and consequently the states can be characterized by
their number of nodes in p- and z-direction which we designate by n, and n.,
respectively. States with higher number of nodes in p-direction posses larger
widths (figure 7.2). This is easily understood considering that such states are
elongated in the p-direction and the particles therefore posses higher oscillation
frequencies in that direction. Hence these states posses a higher probability to
penetrate the angular momentum barrier and undergo a transition to unbound
solutions (which takes place in the vicinity of the center of the trap). Unlike
that, states with small n, are mainly elongated along the z-direction and thus
avoid contact with the trap center [76].

7.4.2 Negative-energy resonances

Figure 7.3 shows the energies and decay widths for the negative energy reso-
nances. One immediately notices that they are arranged somewhat similarly
to the ones with positive energy but on lines with a negative slope. The pat-
tern of their distribution becomes more regular for higher m values. Unlike the
positive energy resonances their decay width increases with increasing angu-
lar momentum. States with a larger angular momentum experience a stronger
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Fig. 7.2: Resonances in the m = 20 subspace. The resonance states can be charac-
terized by the two quantum numbers (n,,n.) which denote the number of
nodes in the p- and z-direction, respectively.

magnetic field and, as we shall show below, the magnetic moment of the atom
is parallel to the local direction of the field in case of a negative energy reso-
nance. Consequently the atom feels an increasingly repelling force with respect
to the trap center if the total angular momentum increases. The latter leads to
correspondingly broader resonances.

7.4.3 Comparing the two classes of resonances

In Fig. 7.4 we present the expectation value Re((S - B/|BJ)) of the spin com-
ponent which points along the local direction of the field as a function of the
energy for the two cases m = 0 and m = 10. For the negative energy resonances
this value is approximately —1 indicating that the spin is aligned opposite to
the local direction of the magnetic field and the magnetic moment is in the same
direction as the field (we have assumed g > 0). For positive energy resonances
the spin is parallel to the local field and the magnetic moment is antiparallel.
It is instructive to consider the average value of the radial coordinate r as
a function of the energy (see Fig. 7.5) . The resonances are distributed in an
area possessing the shape of a triangle. Again this pattern becomes increasingly
regular, when considering higher angular momenta [see Fig. 7.5(b)]. Re((r))
increases with increasing absolute value of the energy which is in agreement with
our above argumentation with respect to the localization of the resonances.

7.4.4 Mapping among the two classes of resonances

The results on the negative and positive energy resonances suggest an intimate
relationship among the two. Indeed due to a complex symmetry, which we shall
derive in the following, there exists a mapping of the two classes of resonances.
The Schrédinger equation belonging to the Hamiltonian which results when
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Fig. 7.3: Decay width and energies of the resonances possessing negative energies for
m =0 (a), m =1 (b), m =10 (c), and m = 20 (d).

applying the complex scaling to the Hamiltonian (7.4) reads

1 0? 20

2
. . o.M . . .
—(—e 2 eTZ 4 e 4 oipgin AK — 27 cos 0S.)0E m

2 or? r Or 72
=FEYgm (7.18)

Taking the complex conjugate and multiplying by e~"% one obtains

2 2
%(_e—n(%—m% _ 6—i2<%—n)26§ e E I i) i i g
T T or r

2 (E M= 00 05TV, = ¢ F B, (7.19)

By transforming B ‘
S; — S, =e ""Sf =-S57

n—= g -7 (7.20)
one can show that
1 o 02 -2 0 oom? _ _ -
5(—672277% — e*ﬂ”;g + 671277% +e"rsinK — 2e"'r cos 05, )V g

=FEvg,, (7.21)
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Fig. 7.4: Expectation values of the spin component along the local direction of the
magnetic field for the positive and negative energy resonances for m = 0 (a)
and m = 10 (b).

which is unitarily equivalent to (7.18) with the transformed energies and reso-
nance wave functions

E—E=e 5E"

YEm — '(Z}E‘,m(eiﬁr? 0, ¢, mS) = wg,m(emn 0,0, _mS) (7'22)

Therefore each resonance belonging to (7.18) with eigenvalue E possesses
a counterpart, i.e., a partner resonance with the eigenvalue F = e "27/3F*,
We therefore have a mirror symmetry of the underlying Hamiltonian the corre-
sponding mirror line being placed at —m /3. While the positive energy continuum
rotates clockwise around its zero energy threshold by 27 its image rotates anti-
clockwise by 27 starting from the line defined by the polar angle f%”. When
a resonance is revealed at the angle —27y in the positive energy domain, its
image resonance for negative energies is revealed at the polar angle position
—2m/3 + 219 (figure 7.6).
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Fig. 7.5: Average of the radial coordinate r as a function of the energy for both positive
and negative energy resonances for m = 0 (a) and m = 10 (b).
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partner with the eigenvalue given by (7.22)

Employing the transformation (7.20), the expectation values of  and of the
spin-component along the local direction of the magnetic field % transforms
as follows

(ry — ei”/3<r>* (7.23)

e )~ ) = () -

which are in good agreement with the results of our numerical calculations.
Finally we remark that although our study was performed for the specific case
of a spin-1-particle our conclusions hold for any boson with non-zero spin and
also for fermions.

7.5 Summary and Concludes

In summary we observe, to our knowledge, for the first time negative energy
resonances of spin-1-bosons in a 3D quadrupole magnetic trap. The overall
spectrum is arranged in two disconnected parts each of which contains exclu-
sively resonances with positive and negative energies. The latter are exclusively
of short-lived character and the spin is antiparallel to the local direction of the
magnetic field while for the former the spin is parallel to the field. As the total
angular momentum of the boson increases, the decay width of a negative energy
resonance state increases while for a positive energy resonance it decreases (as-
suming a typical laboratory gradient field 57'/m and the species 87 Rb the order
of magnitude for the lifetimes of the negative energy resonances is microsec-
onds). A property of the complex scaled Hamiltonian has been established
which allows to map the two branches of the spectrum.
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8. ATOMIC HYPERFINE RESONANCES IN A MAGNETIC
QUADRUPOLE FIELD

In the previous chapter we assumed that the hyperfine interaction is much
stronger than the interaction with the external inhomogeneous magnetic field
and therefore the electronic and nuclear angular momenta firstly provide a total
angular momentum which then interacts with the magnetic field. This phys-
ical picture truly holds for (alkali) atoms in their electronic ground state and
macroscopic as well as microscopic (atom chip) gradient fields. The atom is
consequently treated as a point particle with the total angular momentum F.
In the present work we study the case for which both interactions, the hyperfine
and the field interaction, have to be taken into account on equal level for the
description of the neutral atoms in the field. This case is primarily of principal
interest but is expected to describe the magnetized hyperfine properties of sys-
tems with very small hyperfine interactions and/or strong gradient fields, such
as electronically excited atoms. In the latter case an admixture of different hy-
perfine states F' due to the field interaction has to be expected. In Ref. [90] the
possibility to tune the hyperfine splitting by dressing the electronic energy levels
by a microwave has been demonstrated. Hence, by this method it is thinkable to
achieve a scenario in which the magnetic and the hyperfine-interaction become
comparable even for ground state atoms.

We focus on atoms possessing a single active valence electron with spin S = %
and a nucleus with spin I = % in a three dimensional magnetic quadrupole field
and describe, as indicated, the combined influence of the hyperfine interaction
and the Zeeman effect on the quantum resonances.

8.1 Hamiltonian

Taking into account the hyperfine interaction, the Hamiltonian describing the
motion of an atom with mass M and electronic and nuclear spin S and I,

S, =U,P,P, | %, = P,UP, | &, = P,P,Us 1

P,P,P.I,,U; | P.L,U; P,1,,Us P,1,,Uz
TU, P, TP,P,U,P, TP,Us TP,

TP,P.I,,Us | TP,P.I,,U; TI,,Us TP,P,1,,U;

Tab. 8.1: Discrete symmetries of the Hamiltonian (8.9). Each symmetry is composed

of a number of elementary operations which are listed in table 8.2.




Operator Operation

T A— A*

Py, Ti = —T;

Iy rT—oYy yYy—xr z—2

U, = en™(Satle) Sy — S Sy - _Sy S, — =S,
I,—1, I,— -1, I,——1I,

U2 = e%ﬂ'(sy+ly) Sa: - 7S:E SZI - SZI SZ - 7Sz
Iy —» -1, I,—1, I,— -1,

Us = enm(S2+12) Se — =5 Sy— -5, S.—05;

Iy— -1, I,— -1, I,—1,
Uy=Ue #3641 g 8§ § — -8, S, — -85,
Io,—~-I, I,— -1, I,——1I,
Us = er 3(5-+12) Se — =Sy Sy— 8 5.—=85,;
Iy——-1, I,—1, I,—1,

Tab. 8.2: Set of discrete operations out of which all discrete symmetry operations of
the Hamiltonian (8.9) can be composed.

respectively, reads in a magnetic quadrupole field

2
p
H=—+H H 8.1
Yi +Hgp + 11 (8.1)
where Hpyp describes the hyperfine interaction between the outermost single
valence electron and the nucleus

Hyp=AI-S (8.2)
Here A is a constant which for an s-electron is given by [93]

2 pio
A= gﬁgSgIﬂBﬂths(O)‘Q (8.3)
gs and gy are the g-factors of the electron and the nucleus, respectively, and
1s(0) is the value of the valence s-electron wave function at the nucleus. pup =

hand uy = 2‘;’3 are the Bohr magneton for the electron and the proton,
P

2Mme
respectively. Hp accounts for the interaction of the magnetic moment of the

electron and the nucleus with the magnetic field

Hg=—p.-B—pu,-B (8.4)
where . = —ppgsS and p, = pungrl. Conventionally one introduces the ratio
o= _PNIr e (8.5)
UBgS myp
and writes
Hp :,UJBgs(S—l-OzI) -B (86)
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The vector of the three-dimensional quadrupole magnetic field is given by
B(r) = b(x,y, —2z) (8.7)
Consequently the total Hamiltonian becomes
H = o [0? + 2Mbpigs(e(S, + aL) + y(S, +al,) ~ 22(S- + aL.)
+2MATI-S] (8.8)
Performing the scale transformation
pi = (2Mbupgs)”®p; and  z; = (2Mbupgs)'/*x;

and thereupon omitting the bars one obtains

1
H= i[p2 +2(Sy + aly) + y(Sy + aly) —22(S. + al.) + G- S] (8.9)

with 3 = buﬁgs . The energy is now measured in units of - (2Mbupgs)?/3. For
convenience and in anticipation of the forthcoming discussion we transform the
Hamiltonian to a spherical coordinate system, i.e., (z,y,2) — (1,0, ¢). Writing
the momentum operator explicitly and using atomic units we obtain
2 2
H = 1[—% - %% + % + rsinfcos (S, + alx) + rsinfsin (S, + aly)
—2rcosf(S, +al,)+ B8] (8.10)

8.2 Symmetries and Degeneracies

Let us now study the symmetry properties of the Hamiltonian (8.9) in order
to gain first insights into the resonance spectrum of the system. We obtain
16 discrete symmetry operations which are listed in table 8.1. Each symmetry
operation is composed of a number of elementary operations given in table 8.2
along with the general representation of U, operations.

Apart from the discrete symmetries given in table 8.1 there is a continuous
symmetry group generated by J, = L, + F, which is the z—component of the
total angular momentum of the atom. Here L, and F, are the z—component of
the orbital angular momentum and the total spin, respectively. With the same
argument as the previous chapter one can find a two degeneracy in the energy
spectrum of the Hamiltonian (8.9) for m # 0. The general result for an atom
with electron spin S and nuclear spin I reads

S, I
|m)S) = N o e m @ | mg) (8.11)
S
with 2, |om o 2=1.
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Fig. 8.1: Decay width and energies of the resonances for 8 = 1000, m = 10 for mr = 1
(a), mp =0 (b) and mp = —1 (c¢). (d) Expectation values of the total spin
component along the local direction of the magnetic field for the three sets
of resonances. (e) Decay width as a function of the quantum number m
for the energetically lowest state with mp = —1 (square), the energetically
highest state with mp = 0 (triangle) and the energetically highest state with
mp = +1 (star). (f) Expectation value of the total spin squared as a function
of the energy.
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Fig. 8.2: The lifetime of the energetically lowest long-lived resonance state for m = 25
as a function of the parameter 8 (Zeeman regime).

8.3 Numerical Approach

The Hamiltonian (8.9) does not support bound states. In order to calculate
the energies and decay widths of the scattering wave functions we employ the
complex scaling method in conjunction with the linear variational method. To
this end we employ a so-called Sturmian basis set of the form

[, lmy,ms)m = R ()Y (0, 0)x! (mp)x® (ms), (8.12)

here the functions Y;™ are the spherical harmonics. For fixed m the linear vari-
ational combination of the basis functions Yn't my.mg- yields, per construction,
eigenstates of the Hamiltonian and J, simultaneously. For expanding the radial
part we take the non-orthogonal set of functions RS (r) which has been intro-
duced in the previous chapter. Using the basis set (8.12) all matrix elements of
the Hamiltonian (8.10) can be calculated analytically.

8.4 Results

Let us now discuss the results we obtained while studying an atom with hy-
perfine interaction in a magnetic quadrupole field. We present the resonance
energies and decay widths for different values of the field gradient. The result-
ing spectrum consist of several well-separated parts. Concerning the resonance
positions one can distinguish three regimes, each of which reveals individual
characteristics: the weak, the intermediate, and the strong gradient regimes. In
the weak gradient regime, the Zeeman term Hpg is very small compared with
the hyperfine interaction Hyr and only slightly perturbs the zero-field eigen-
states of H. In this case the atom, being primarily in its hyperfine ground state
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Fig. 8.3: Decay width and energies of the resonances for § = 50, m = 10 for mr = 1
(a), mp = 0 (b) and mr = —1 (c). (d) Expectation values of the total
spin component along the local direction of the magnetic field for the three
sets of resonances. (e) The decay width of the energetically lowest state
with mrp = —1 (square), the decay width of the energetically highest state
with mp = 0 (triangle), the decay width of the energetically highest state
with mp = +1 (star), as a function of the quantum number m. (f) The
expectation value of the total spin squared as a function of the energy.
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Fig. 8.4: The lifetime of the energetically lowest long-lived resonance state for m = 25
as a function of the parameter 3 (intermediate regime).

F=1- %, remains in this manifold and behaves approximately like a neutral

particle of spin F' with the g-factor
F(F+1)—I(I+1)+S(S+1)
2F(F+1)

gF ~ gs (8.13)

This regime is also called the Zeeman regime. In the intermediate gradi-
ent regime the Zeeman and the hyperfine interactions are of the same order of
magnitude, and the atom in the ground state may represent a significant ad-
mixture of different hyperfine states F. Finally in the strong gradient regime
the Zeeman term dominates the hyperfine energies at least for sufficiently large
distances from the coordinate origin. In this case the spin component of the
electron along the local direction of the magnetic field is almost conserved and
as we will see, the resonance positions in the complex energy plane are grouped
according to different values of its quantum number mg. This regime is also
called the Paschen-Back Regime.

We will analyze the average values of the components of the spins which
point along the local direction of the field as a function of the energy. This
enable us to explain different sets of resonances in each regime. We also discuss
in this section the dependence of the decay width of a resonance state on its
angular momentum as well as on the field gradient.

8.4.1 Resonance positions in the Zeeman regime

For large values of 5 (8 > 200) we are in the Zeeman regime. In Fig. 8.1(a)-(c)
we present the energies and decay widths for § = 1000 and m = 10, for an atom
3

with nuclear spin I = 5 being in its hyperfine ground state. The resonances are

localized in the negative energy region and their distribution consists of three
well-separated parts. They can be classified according to the expectation value
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mp = Re((F - B/|B|)) which is the projection of the total spin onto the local
direction of the magnetic field. There are long-lived resonances which can be
identified with mp = —1, and two sets of resonances with shorter lifetimes whose
spin projections are mp = 0,+1. The values of mp are shown in the panel d.
For mrp = —1 one observes the resonances to be located on lines with similar
slopes covering the area of a right triangle in the e — I' plane. For mp = 0 and
mp = +1 one immediately notices that both sets are arranged on lines with an
infinity and a negative slope respectively. In Fig. 8.1(e) we present decay width
of the energetically lowest state of the long-lived resonances (the resonances
with mp = —1) as a function of the angular momentum m. The decay width
decreases exponentially with increasing value of m. We also present the decay
width of the energetically highest state of the two sets of short-lived resonances
as a function of the quantum number m. Unlike the case mp = —1, the decay
width of resonances with mp = +1 and mprp = 0 increases with increasing
angular momentum (for an explanation of this behavior see [76]). Fig. 8.1(f)
shows the expectation value of the total spin squared, Re((F?)) as a function
of the energy for the same parameter values. For all resonance states, the value
is approximately +2 which corresponds to F' = 1, i.e., the atom behaves like a
spin-1 particle.

In Fig. 8.2 we present the lifetime of the energetically lowest long-lived
resonance state (mp = —1) for m = 25 as a function of the parameter .
The lifetime decreases as the hyperfine parameter 3 decreases, i.e., the gradient
field b increases. Performing a line fit we find the dependence T'(s) ~ 8.3 x
10~432/3[a.u.].

8.4.2 Resonance positions in the intermediate regime

Let us now focus on the intermediate regime covering the values 0.2 < 8 < 200,
where the Zeeman and hyperfine interactions become comparable. We observe
three different types of behavior. For 40 < 8 < 200, the resonance spectrum for
an atom being in the hyperfine ground state, is localized in the negative energy
domain and consists of three well-separated parts to which we can assign the
values mp = —1,0,+1. (see Fig. 83 for m = 10 and § = 50). In Fig.
8.3(c) we present the decay width of the lowest energy state of the long lived
resonances as well as the decay width of the highest energy state of the two
sets of short-lived resonances as a function of the quantum number m. For
the two short-lived states, following the same reasoning as above, the width
increases when m increases, while for the long-lived states it decreases. Fig.
8.3(f) shows the expectation value of the total spin squared, Re((F?)) of the
three sets of resonances as a function of energy. Note that the atom still behaves
approximately like a spin-1 particle. However, in contrast to the Zeeman regime

(see Fig. 8.2), the lifetime of the long-lived states (mp = —1) increases when
the hyperfine parameter 5 decreases, i.e., the field gradient b increases (see Fig.
8.4).

For 8 < 40 this value decreases very rapidly when (8 decreases. In this
case the resonance states which correspond to higher hyperfine levels F' = 2
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Fig. 8.5: (a) Decay width and energies of the long-lived resonances with higher hyper-
fine quantum number F = 2 for 8 = 19 and m = 25. (b) The expectation
value of the total spin squared as a function of the energy. (¢) Expectation
values of the total spin component along the local direction of the magnetic
field as a function of the energy.

are more stable, and are localized in the positive region of the spectrum.

Fig. 8.5(a) shows the decay widths and energies of the resonances possessing
positive energies for § = 19. We observe four different curved and triangular
shaped regions with distinct classes of resonances. In Fig. 8.5(b) we present
the expectation values of the total spin squared, Re((F?)), of these resonances
as a function of the energy. The values range from approximately 5.5 to 6.0
indicating a substantial conservation of F. Fig. 8.5(c) shows the expectation
values of the total spin component along the local direction of the field for the
resonances of Fig. 8.5(a). The resonances are divided into four well-separated
parts corresponding to mrp = +2,+1,0, —1. Resonances with mp = —2 have
very short lifetime and are not shown. For f < 3 the non-conservation of F'
becomes even more explicit [see Fig. 8.6(a) for § = 1]. In Fig. 8.6(b)-(c) we
present the respective decay widths and energies. The resonances which are
localized in the negative energy region have short lifetimes and are divided into
four subgroups. Each group lies on a line with negative slope, the four slopes
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Fig. 8.6: (a) Expectation value of the total spin squared as a function of the energy.

Decay width and energies of the resonances with mg = f% (b), and mg = +%
(c). (d) Expectation values of the electronic spin component along the local
direction of the magnetic field. (e) Expectation values of the nuclear spin
component along the local direction of the magnetic field. (f) Lifetime of
the energetically lowest resonance state of the positive energy domain of the
spectrum as a function of 3. The data have been calculated for m = 10 and
B=1.0.
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being very similar. Moreover, the resonances investigated form subgroups on
these lines. The positive energy resonances have much longer lifetimes and cover
an area of approximately triangular shape in an irregular manner, i.e., no pattern
is visible. In Fig. 8.6(d) the corresponding expectation values of the electronic
spin component along the local direction of the magnetic field, Re((S - B/|B|))
is shown. For the negative energy resonances this value is approximately -0.5
indicating that the spin is aligned opposite to the local direction of the magnetic
field, while for positive energies the spin is parallel to the magnetic field. Fig.
8.6(e) shows the expectation values of the nuclear spin component along the
local direction of the field. In the negative energy domain of the spectrum the
pattern divides into four parts with values m; = —%, —%, —|—%, —|—%, while in the
positive energy region, the pattern is strongly disturbed and m; is not conserved.
Fig. 8.6(f) presents the lifetime of the energetically lowest long-lived state as
a function of §. This value increases when [ decreases, i.e., the gradient field
b increases. Our results show that for the short-lived state, i.e., the negative
energy resonance state, the width increases when m increases, while for the
long-lived state, i.e., the positive energy resonance state it decreases.

8.4.3 Resonance positions in the hyperfine Paschen-Back regime

The hyperfine Paschen-Back regime includes 8 < 0.2. In case the Zeeman term
dominates the hyperfine energy, it is natural to decompose the Hamiltonian
according to H = Hg + Hy where Hy = %(p2 + 2S5 +ySy — 225.) describes the
motion of a spin % particle in the magnetic field, and Hy = oI, +yl,—221.)+
BI-S perturbs the eigenstates of Hy. The spectrum consists of two parts: again
we have one set of resonances localized in the negative energy region with short
lifetimes and a second set localized in the positive energy domain possesses
much larger lifetimes. In Fig. 8.7(a)-(b) we present the energies and decay
widths of resonances for 8 = 0.1 and m = 10. The negative energy resonances
are arranged on lines with a negative slope. The positive energy resonances
cover an area of triangular shape, some of them being located on straight lines.
Fig. 8.7(c) shows the expectation value Re((F?)) of the square of the total
spin for m = 10 and 8 = 0.1. This value is almost 4.5 which again indicates
that the total spin quantum number F' is not conserved. In Fig. 8.7(d) the
respective expectation value Re((S - B/|BJ)) of the electronic spin component
which points along the local direction of the magnetic field is presented. For
the positive energy resonances this value is approximately 40.5 indicating that
the spin is aligned parallel to the local direction of the magnetic field while for
negative energy resonances it is antiparallel. The nuclear spin component along
the local field is not conserved, however it is instructive to consider its average
value, Re((I-B/|BJ)), as a function of the energy. For large values of m [see
Fig. 8.7(e) for m = 10] the resonances are grouped into four regular subparts
for both the positive and negative energy domain.

We remark that the decay widths of the energetically lowest states of the
positive energy resonances [see Fig. 8.7(b)] show again an exponential decaying
behavior as a function of the quantum number m whereas the decay widths of the
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Fig. 8.7: Decay width and energies of the resonances for § = 0.1, m = 10 with mg =

—1 (a) and ms = +3 (b). (c) The corresponding expectation value of the
total spin squared as a function of the energy. (d) Expectation values of
the electronic spin component along the local direction of the magnetic field
for the two sets of resonances. (e) Expectation values of the nuclear spin

component along the local direction of the magnetic field.
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energetically highest negative energy resonance states increases with increasing
m. The lifetime of the energetically lowest long-lived resonances for m = 25 as
a function of # can be fitted according to T'(s) ~ 1.1 x 10~3%/3[a.u.].

8.5 Summary

We have investigated the resonant quantum properties of an atom with a single
active valence electron taking into account its hyperfine structure (I = 2) in a
3D magnetic quadrupole field. The underlying Hamiltonian possesses 16 discrete
symmetry operations as well as a continuous unitary symmetry generated by
the conserved quantity J, = L, + F,. Exploiting these symmetries we have
found a twofold degeneracy of any energy level with m # 0.

We have calculated and analyzed the energies and decay widths of the reso-
nance states of the Hamiltonian employing the complex scaling approach and a
Sturmian basis set. With respect to the resonance position one can distinguish
essentially three regimes. In the weak gradient regime, the Zeeman term is very
small compared with the hyperfine interaction and only slightly perturbs the
zero-field eigenstates of the Hamiltonian. In this case the atom in the hyperfine
ground state behaves approximately like a particle of spin 1, and the resonance
states are grouped into three well-separated parts, corresponding to three dif-
ferent directions of the total spin with respect to the local direction of the field.
The resonance states with the total spin being perpendicular (mp = 0) or par-
allel (mp = 1) to the local field possess short lifetimes, while the resonances for
which the total spin is antiparallel to the field (mp = —1) possess much more
longer lifetimes. As the total angular momentum of the atom increases, the
decay width of a short-lived resonance state increases while for a long-lived res-
onance state it decreases. We have calculated the lifetimes of some low energy
state belonging to the class of long-lived resonances as a function of the scaled
hyperfine parameter (3, showing that if § increases so does the lifetime.

In the intermediate regime the Zeeman and hyperfine interactions are com-
parable. For a sufficiently weak field gradient the atom in the hyperfine ground
state behaves approximately like a spin-1 particle, and the resonances are ar-
ranged somehow similar to the Zeeman regime but in contrast to the Zeeman
regime its long-lived resonance states become more stable when the gradient
field increases and/or § decreases. For stronger field gradients and/or smaller
values of the parameter 3 the lifetime decreases rapidly. In this case resonances
which correspond to the higher hyperfine level, F' = 2, are more stable. For even
smaller values of 3, the non-conservation of F' becomes remarkable. In this case
the electronic spin component along the local direction of the magnetic field is
almost conserved. A resonance which is localized in the negative energy region
of the spectrum possesses a short lifetime. In such a state the electronic spin is
aligned opposite to the local direction of the magnetic field. The positive energy
resonances possess a much longer lifetime with their electronic spin being par-
allel to the magnetic field. We have studied the dependence of the resonances
on the total angular momentum of the atom. For a short-lived state the width
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increases with increasing m, while for a long-lived state it decreases. For the
latter we also investigated the dependence on the parameter 5. Our results
show that the lifetime of this state increases with decreasing values of [.

In the strong gradient regime, the Zeeman term dominates the hyperfine
energy. Here the component of the electronic spin along the local direction of the
field is almost conserved. The energy spectrum is arranged into two disconnected
parts each of which contains exclusively resonance states with negative and
positive energies. The former are of short-lived character and the electronic
spin is antiparallel to the local direction of the magnetic field. The latter possess
much longer lifetimes and the spin of the electron is parallel to the field. As the
total angular momentum of the atom increases, the decay width of a negative
energy resonance state increases while for a positive energy resonance state it
decreases. We have calculated the lifetimes of the energetically lowest resonance
states possessing a positive energy as a function of the parameter 5. Similar to
the weak gradient regime, it decreases with decreasing (.
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A. SCATTERING THEORY IN FREE SPACE: SINGLE-MODE
REGIME

Let’s consider a single spinless particle in a fixed potential. Thus H is the space
L2(R3), with wave functions ¥(x) = (x|¢) depending on a single variable x;
and the Hamiltonian has the form H = H® + V| where H° = p?/2m, is the
Hamiltonian of a free particle, and V' is the potential. We shall suppose that
the potential is local; that is, that V is a function of the particle’s position only.

Let us suppose that the orbit U(t)|+)) describes the evolution of some scat-
tering experiment. This means that when followed back to a time well before
the collision, U(t)|1)) represents a wave packet that is localized far away from
the scattering center and, therefore, behaves like a free wave packet. Now, the

motion of a free particle is given by the free evolution operator U°(t) = e~ Ot,
and we therefore expect that as t — —oo,
U))——=—— U (®)|tin) (A.1)

t— —o0

for some vector [1);,). Similarly, after the collision the particle moves away again
and we expect that

U(t)lp) U° (1) %our) (A.2)

t — 400
for some vector [1)4y¢). This two limits are analogous to the classical limits (2.1)
and in analogy with the classical terminology we shall call the asymptotic free
orbits of (A.1) and (A.2) the in and out asymptotes of the actual orbit U(t)[)).

The results of scattering theory will certainly not hold for all possible po-
tentials. For example, if V(r) does not fall off sufficiently fast as r — oo, the
particle will not behave like a free particle as it moves far away.

Unfortunately, the conditions under which some of the principal results have
been proved are quite complicated; different proofs use different conditions.
Further, a set of conditions that is both sufficient and necessary for all results is
not known. However, the principal results of scattering theory hold for a wide
class of “reasonable” potentials, but definitely excluding the Coulomb and any
attractive potentials more singular than r=2 at the origin. In the continue we
assume that the potential satisfies all the conditions which are necessary for the
results which we discuss.



Orbit U(t)|yO

Orbit U(t)|wC
/
3,1, O =0
\ Out Asymptote Uo(t)lllJoutE

In Asymptote Uo(t)qumD

Fig. A.1: Classical representation of roles of the Mgller operators.

A.1 The Asymptotic Condition

Every vector in H (labelled by |¢);,) or |¢ut) as appropriate) does represent
the asymptote of some actual orbit; that is , for every |¢);,) in H there is a |1))
such that

Jim U(®)]y) = U(8)]thin) =0

and likewise for every [1,yu¢) in H as t — +oo.

The asymptotic condition guaranties that any [i;,) in H is in fact the in
asymptote of some actual orbit U(¢)[¢)). The actual state |¢)) of the system at
t = 0 is linearly related to the in asymptote |1y, ), specifically,

[¥) = lim UG () in) = Qilthin) (A.3)

Similarly the actual state [¢) at ¢ = 0 that will evolve into the out asymptote
labelled by [toy:) is

[9) = lim U @Olous) = O Yous) (A1)
The two operators 24, defined as the limits
Q= . lian U U°(t) (A.5)

are called the Mgller wave operators. They are the limits of a unitary operator
and so, are isometric. Their significance should be clear: Acting on [i;,) (or
[Yout)) in H, they give the actual state at ¢ = 0 that would evolve from (or
to) the asymptote represented by this vector. This is illustrated symbolically in
Fig. A.1.
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A.2  Orthogonality and Asymptotic Completeness

We have seen that every vector in ‘H labels the in or out asymptote of some
actual orbit U(t)|1). We must now consider the converse question: Does every
|) in H define an orbit U(t)|¢) that has in and out asymptote? Just
as in the classical case the answer to this question is, in general, no. The
Hamiltonian H = H° 4+ V will usually have some bound states; and if |¢) is a
bound state, then the orbit U(t)|¢) describes a stationary state in which the
particle remains localized close to the potential and, hence, never behaves freely.

The situation is analogous to that of the classical problem. We do not
expect that every orbit U(t)|i) will have asymptotes. We expect rather that
there will be certain scattering orbits that do have asymptotes, and that there
may be some bound states. Under some special conditions, there might be also
some resonances. The scattering states together with the bound states will span
the space H of all normalizable states. The resonance states however are not
normalizable and thus, they are not in the Hilbert space H.

Let us denote by B the subspace spanned by the bound states. We next note
that any state with an in asymptote is given by |[¢)) = Q. [¢);,). These vectors
make up the range of ;. We denote this range by R. Similarly, R_ will
denote the range of 2_ which is the set of all states with out asymptote.

The following theorems hold for a wide class of potentials
1. Orthogonality Theorem. The subspaces R are orthogonal to the sub-
space B:

R, 1B
R_1B

2.Asymptotic Completeness. The subspaces R and R_ are the same:
Ri=R_=R

If the scattering theory holds the asymptotic completeness, it is called asymp-
totically complete.
Due to above theorems, the space H can be written as direct sum of R and

B:
H=R&B (A.6)

Our description of the scattering process can be summarized as follows: As
far as the actual orbits of the system are concerned, the Hilbert space H is
divided into two orthogonal parts; the subspace B spanned by the bound states,
and the subspace R of scattering states. For every |¢) in R, the orbit U(t)|v)
describes a scattering process with in and out asymptote,

U)l) U (1) thin)
U (1) [thout)

t— —o0

t — 400
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Every [1n) (or |thoyt)) in H labels the in (or out) asymptote of a unique
actual orbit U(¢)|¢)) and the Mgller operators Q4 map each [1);,) (Or |Yout)) in
‘H onto the corresponding scattering state [¢) in R,

1) = Qi in) = Q- [our) (A.8)

As we have already noted, the Mgller operators are isometric. This means
that for each normalized |1;,) or |1ey:) in H, there is a unique corresponding
normalized |¢) in R, and conversely, for each normalized |¢) in R there are
unique normalized asymptotes |¢;,) and |thyy:). This situation is summarized
schematically in Fig. A.2

H H=Bo&R H

a,
ILIJD/RY

in

B

Fig. A.2: The Mgller operators Q4+ map the in and out asymptotes, represented by
|tin) and |1out), onto the actual orbit labelled by [4).

One question which may arises here, is that how a bound state vector |¢)
can possibly represent a free asymptote? To answer this, one has only to recall
the significance of the asymptotes. The statement that |¢) represents a possible
in asymptote (for example) means that if we multiply |¢) by the free evolu-
tion operator UY(t) and take t large and negative, then U°(t)|¢) will look very
like some actual scattering orbit. Now, the free evolution operator spreads all
states; in particular, it will take no notice of the fact that |¢) is an eigenstate
of the full Hamiltonian H® + V. Thus, at the times in question (¢ large and
negative) U°(t)|¢) does indeed represent the free motion of a particle far from
the potential; and as such is a legitimate in asymptote. It is for this reason that
all vectors in H can represent in or out asymptote.

A.3 The Scattering Operator

So far we have expressed the actual scattering state at ¢ = 0 in terms of either of
its two asymptotes. Our ultimate goal is to express the out asymptote in terms
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of the in asymptote without reference to the experimentally uninteresting actual
orbit. Since Q_ is isometric, the relation |¢)) = Q_|1oyt) can be inverted. In
fact, since Qo = 1, we simply multiply on the left by Q' to give

[Your) = QL [1) = Q1 Q4 [1hin,) (A.9)

If we define the scattering operator as
s=0q, (A.10)

this equation becomes

Wjout> = S|wzn> (All)

which is the desired result. The scattering operator S gives |1)o,:) directly in
terms of |¢;,). Since only the asymptotic free motion is observed in practice,
the single operator S contains all information of experimental interest. The
probability that a particle that entered the collision with in asymptote |1);,) =
|¢) will be observed to emerge with out asymptote |1oy) = |X) is given by

w(x = ¢) = [(XIL Q8 = [(xIS]9) (A.12)

The probability amplitude for the process (x < ¢) is just the S—matrix element
(xIS16).

In practice even the quantity w(x « ¢) is not directly observable; this is
because one can not actually produce or identify uniquely defined wave packets
|¢) and |x) (even tough in principle they can). However, the quantity that
is experimentally observable, the differential cross-section, can be expressed
directly in terms of the matrix elements of S. In practice, concerning the initial
state |¢) we know only that it is a wave packet whose position and momentum
are both reasonably well defined. Concerning the final state, we measure only
wether or not the outgoing direction of motion lies in some element of solid angle
d2. The nature of the measurement on the outgoing particle is easily allowed
for, instead of w(x < ¢) we have only to calculate the probability w(dQ2 — ¢)
that the direction of motion of the out state lie inside the element of solid angle
dQ. Our ignorance of the precise in asymptote |¢) means that we must then
average this probability over all relevant states |¢). It is this averaging process
that leads to the notion of the differential cross section.

Before we calculate the cross section, it is convenient to establish two impor-
tant properties of the S operator, conservation of energy and the decomposition
of S in terms of the scattering amplitude.

A.4 Conservation of Energy

One of the most important properties of the S operator is that it conserves the
energy. Because the Hamiltonian H is independent of time, energy is, of course,
conserved, and the expectation value of H for any actual orbit is constant.
However, the S operator is mapping of the asymptotic free orbits, which label
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the particle’s state only when it is far away from the scatterer and does not feel
the potential. As far as the asymptotic states are concerned, the actual energy is
simply the kinetic energy and we need therefore to prove that S commutes with
the kinetic energy operator H®. The essential step in the proof is the so-called
intertwining relation for the Mgller operators
HQL =Q.H° (A.13)
Which can be proved by the following manipulation (A = 1)
eHTQ, — eiHT[ lim ethefiHUt}
+ t—JF oo
— lim [eiH(T+t)e—iH0t]
t—TF oo
— lim [eiH(T+t)e—iHO(T+t)]eiH07'
t—JF oo
0

= Qe (A.14)

Differentiating with respect to 7 and setting 7 = 0, we obtain the desired result.
Now we have

SH =0l 0, H =l HQ, = H°Q' Q, = H°S (A.15)

It is convenient to write the matrix elements of S in the momentum represen-
tation. We often refer to {(p’|S|p)} as the S matrix. The physical significance
of the improper matrix elements (p’|S|p) is in the corresponding expansion of
the out wave function ¥+ (p) in terms of ¥y, (p),

Yout(p) = / d3p' (bl S|p Win (0') (A.16)

So it is convenient to visualize (p’|S|p) as the probability amplitude that an in
state of momentum p lead to an out state of momentum p’.
Since S commutes with HY, its momentum-space matrix elements satisfy

0= (p'|[H°,Sllp) = (Ey — E,){p'|SIp) (A17)

This implies that (p’|S|p) is zero except when E, = E, and hence it has the
form
(p'|S|p) = 6(Ey — E,) X remainder (A.18)

To explore further the structure of the momentum-space S matrix it is conve-
nient to write it as

(p'ISIp) = d3(p’ —p) + 5—0(Ep — E,) f(p' — p) (A.19)

i
2mp
here f(p’ < p) is called the scattering amplitude. The significance of the two

terms in this decomposition of the S matrix is easily understood. The first term,
03(p’ — p) is obviously the amplitude for the particle to pass the force center
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without being scattered. The second is therefore the amplitude that it actually
is scattered. When the particle is scattered its momentum changes, while its
energy stays the same. Thus the second term should conserve energy, but not
the individual components of momenta.

Replacing (p|S|p’) in (A.16) by its decomposition (A.19) one obtains

1

wout (p) = wln (p) + 271—”

/ BPS(Ey — Ey)f(p — D)) (A20)

Here the first term is the unscattered wave and second the scattered wave.

A.5 Scattering of two spinless particles

The quantum scattering of two distinct spinless particles, can be reduced to the
scattering of a single spinless particle with a fixed target.

The states of the two particles system are represented by function ¥ (x1,x2)
depending on the positions x; and x5 of the two particles. The vector |¢)
belongs to the two-particle Hilbert space H, which can be written as

H="H1® Hs (A.Ql)

where H; and Hs are the one-particle space of the first particle and the second,
respectively. The space H can be spanned by product vectors; that is, every
vector can be expressed as a sum of product vectors like |¢p1) ® |¢p2). Here
|¢1) is in the one-particle space H; and |¢o) is in space Hy. Two important
properties of product vectors are: first, if {|n;)} and {|ns)} are orthonormal
bases of the one-particle spaces H; and Hs, then the products, [n;) ® [ng) form
an orthonormal basis of the two-particle space H. Second, the scaler products
satisfy

(1] @ (5] (I¢1) ® |2)) = ($1|¢1) (5] b2) (A.22)

Similar to vectors, for any operators A; and As, acting on H; and Hs respec-
tively, we can define an operator (A; ® As) acting on H by the relation

(A1 @ A)(|h1) @ |¢2)) = (A1]1)) ® (Az2]¢2)) (A.23)

In particular, the basic dynamical variables of a two particles system are all
operators of the form A; ® 1 or 1 ® As.

It is usually unnecessary to distinguish A; ® 1 from A; and we shall write
just A; for either, similarly 1® Ay will be abbreviated to As, and hence A; ® As
which is the same as (4; ® 1)(1 ® As2), to A1 As.

The two particle Hamiltonian will be of the form

2 2
H=2P2L P2 |y (A.24)

o 2m1 QMQ

where V' is a function of the relative coordinate x; — xo = x only (we have
assumed a local and translationally invariant interaction), and the momentum
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operators defined as follows

p1 =pi(on Hi)®1l(on Ha)
p2 =1(on Hi) ® pe(on  Ha) (A.25)

For any purposes, it is convenient to use center of mass and relative coordinates,
defined by

mi1X1 + MmeoX
X — [ TR (on Hear)
m1+m2

x=x%x1—x1 (on Hre) (A.26)
The two-particles Hilbert space H can be defined as
H=Hcm @ Hpei- (A.27)
By defining the total and relative momenta as

P=p:+p2 (On HCM)
mip1 + MapP2

p=———""= (on Hpa) (A.28)

mi +TTL2

(which are, of course, the momenta conjugate to the CM and relative position
operators), the Hamiltonian reads

P2 p2
H=— —
Wi + {2'“ +V(x)}

= HCM + Hrel (A29)

Where M = mj +mg and g = myms/mq +my are the total and reduced masses
respectively. Since Hopy and H,.; act on different spaces, they commute, and
so the evolution operator can be factored as follows

U(t) — ot _ —i(Hom+Hrer)t

— ¢ tHomt o —iHre

= miHomt @ g=iHrat (A.30)

Here the last expression serves to emphasize that U(t) is a product of two
evolution operators, one for Hopy and the other for H,..;. This result means that
the motion of the center of mass and the relative coordinates are independent,
and the two-particle scattering problem, reduces to two single-particle scattering
problems. In particular, since Hcyy is just P?/2M, the center of mass moves
like a free particle of mass M. H,.; describes the scattering of a single-particle
of mass u, off a fixed potential V.
The free evolution operator can also be factored in the same way,

Uo(t) = e—iHOt — ¢—iHomt g e—inelt (A.31)
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of course UY(t) can also be factored as

U(t) = ex (—ip—%t) ® ex (—ip—gt) (A.32)
o p le P sz '
corresponding to the factoring of H as H, ® Hy. This second result expresses the
obvious fact that two noninteracting particles move independently. The same
result obviously does not hold for the full evolution operator U (t).

The general orbit of our two-particle system is U(t)|yp) where |¢) is any
vector in the two-particle space H. Just as in the one-particle case we expect
there to be certain scattering orbits for which the two particles move far apart
as t — Foo and U(t)[y) behaves like some freely moving U°(t)|1/out). The
actual orbit is given by

|¢> = Q+|wzn> = s]flwout> (A33)
where
Q. = lim Ut)'U(t) = (1®04) (A.34)

The single-particle Mgller operators Q. act on H,.; = £2(R?) and are given by

. . . 0
Oy = , lim e Hrette=iH et (A.35)
—F 00

The factor 1o in Q4 reflects the fact that the center of mass moves like a free
particle and is not scattered.
The two-particle operator S which maps any |i;,) in H onto the correspond-

ing |Yout) = S|Yin), simply is given by
S=Q'Q, =1cny®Ss (A.36)

the single-particle operator, S = QiQ+, acts on H,¢ and can be computed
from the Hamiltonian H,.;.

A.5.1 Conservation of energy-momentum and the scattering amplitudes

From the expression S = 1¢p; ® S it is immediately clear that S commutes with
P (which acts only on Hcear), and hence, the total momentum is conserved.
Just as in the one-particle case, S commutes with H° and energy is conserved.
From conservation of energy and momentum it follows that the matrix elements,

<P/17P/2|S|P1, P2)

contain the factors

S(E) + Ey — By — E2)d3(p] + 5 — P1 — P2)

137



where E; = p?/2m; and so on. As before it is convenient to decompose this
matrix element in terms of scattering amplitudes f

(P}, P5IS|p1, P2) = d3(p] — P1)d3(Py — P2)
+o6(3 B - BN (Y pi - Y p)f(p < p) (A37)

2
The first term is the amplitude that each particle passes through unscattered;
the second is the amplitude that the two particles actually scatter. The later
conserves total energy and total momentum but not, of course the individual
components of the relative momentum.

A.6 Invariance Principles and Conservation Laws

In this section we shall discuss the application of invariance principles to the
scattering theory. We shall find that invariance of the system under any of the
possible symmetry operations (rotation, parity, time reversal, etc.) implies sever
restrictions on the possible form of the scattering amplitude.

A.6.1 Translational invariance and conservation of momentum

The effect of a rigid translation through a vector a on any system is given by
the unitary translation operator

D(a) = e P (A.38)

where P is the total momentum operator of the system. This means simply
that if the system occupies any state |¢)) and is then rigidly displaced through
a, then the resulting state is D(a)|v).

Coming back to our two-particle system with Hamiltonian H = H" + V,
we know that H° automatically commutes with D(a). Thus, if the system is
translationally invariant, the translation operators D(a) commutes with both H
and HY, and from this it follows that they commute with the Mgller operators
Q. , as well as with the scattering operator S. Since S commutes with D(a) for
any a, it must commute with P, the total momentum, [P, S] = 0. In particular
if we take momentum-space matrix elements of this equation we find that the
momentum-space matrix element of S is zero unless the initial and final total
momenta are equal, that is the total momentum is conserved.

A.6.2 Rotational invariance and the conservation of the angular momentum

The effect of any rotation on a quantum mechanic system through an angle «
clockwise about the direction @ is given by the unitary rotation operator

R(a, @) = e—ioud (A.39)

where J is the total angular momentum operator.
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Using the same arguments as above for our two-particle system and assume
rotational invariance, we can show that R(a, i) commutes with Q4 and S which
results in the conservation of total angular momentum J. For two particles total
angular momentum is

J=J,+J,
=X x P+ Jip; (A.40)

Here the operator X x P is the angular momentum of the center of mass and
acts only on the space Hops of CM motion; while J;,,; is the internal angular
momentum and acts only on the relative space H,..;. Clearly S = 1®.S5 commutes
with the total angular momentum J if and only if S commutes with the internal
angular momentum J ;.

In the special case where both particles are spinless, the angular momentum
Jint is simply L (the relative orbital angular momentum of the two particles).
In this case the rotationally invariance requires simply that V' be spherically
symmetric; that is, a function of r only, V(x) = V(r). If V is spherically
symmetric, then S commutes with all rotations R and we have

S=R'SR (A.41)
Taking momentum-space matrix elements of this equation we find

(p'ISIp) = (PrISIPR) (A.42)

where pr denotes the momentum obtained from p by the rotation R. From
this we fined the same result for the scattering amplitude f

f(p" < p) = f(PRr < Pr) (A.43)

This result means that the amplitude f(p’ < p), which is a priori a function of
five variables, p and the direction of p’ (recall that |p’| = |p]), is in fact only a
function of two variables, which we take to be the energy E, and the scattering
angle # between p and p’

f(®' —p) = f(Ep0) (A.44)

For a single spinless particle (or equivalently for relative motion of two spin-
less particles), the three operators H°, L2, and L, form a complete set of com-
muting observables. We will denote the spherical wave basis vectors of this rep-
resentation by |E,l,m) where E, [(I + 1), and m are the eigenvalues of H®, L2,
and L, respectively. The corresponding spatial wave functions (x|E,l,m) are
products of the spherical harmonics Y™ (6, ¢) and functions of r. If we write
these products in the form (1/r)u(r)Y;™(6,¢), then the radial wave function
u(r) satisfies the free radial Schrédinger equation

2 (l+1
(+1) , o

dr? 72

u(r)=0 (A.45)
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This is an ordinary, second-order, linear, differential equation and so has
two linearly independent solutions, of which the physically relevant solution is
that which vanishes at the origin. As r — 0, the centrifugal term (I + 1)/r?
dominates the energy term p2, and the solutions behave like combination of r'+!
and 7~!. The physically acceptable wave function is the Riccati-Bessel function

o~

Ji(z) = zji(2)

where j;(z) is the Spherical Bessel function. A convenient choice for the second
solution is the Riccati-Neumann function

ni(z) = zny(z)

where n;(z) is the spherical Bessel function of the second kind. Now the spatial
wave functions look like

B Lm) =) GV 0p) o= GuE) (M)

The normalization is
(E'U',m!|E,l,m) = §(E" — E)61116m/m.- (A.47)

Because S commutes with H° and L, the S matrix in this representation is
diagonal and has the form

<E/, l/, m/|S|E, l, m> = 5(El - E)él/lém/msl(E). (A48)

Here the number s;(E) is the eigenvalue of S corresponding to the eigenvector
|E,l,m), and is actually independent of m (for a prove see Ref. [1] section 6.¢).

Since S is unitary, each of its eigenvalue has modulus 1 and can be written
as the exponent of a purely imaging number

s1(E) = e2(E) (A.49)

where §;(F) is just the conventional phase shift, up to addition of an arbitrary
multiple of 7.
Using the transformation matrix

(p|E,1,m) = (up)~Y?6(E, — E)Y/"(p) with E,=p?/2u (A.50)

one can pass from the angular-momentum to the momentum basis. In particular,
from (A.19) we find

ﬁm/ ~E)f( < p) = {p'I(5 — 1)lp)

= /dEZ(p’KS— D|E, I, m)(E,l,m|p) (A.51)
l,m
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Now, |E,l,m) is an eigenvector of (S — 1), which can therefore be replaced by
the corresponding eigenvalue (s; — 1)

/dEZ si(Ey) — 1{p'|E, I,m)(E,1,m|p)

= %5(%/ —By) Y [si(Ep) — 1Y (8)Y," (B)" (A.52)

lm

Now we find for the amplitude f(p’ < p) that

f(Ep,0) = f(p' «—p) =Y _(21+1)fi(E)Pi(cos0) (A.53)
=0

where f;(E) is the partial-wave amplitude,

m) = 2L ) (A54)

and

PN
P(cost) = U1 Y7 (0, ) (A.55)

is the Legendre polynomial. The expansion (A.53) is the so-called partial-wave
expansion for the full amplitude f(F,0) in terms of the partial-wave amplitude
fi(E). Tt can of course be inverted. Using the well-known orthogonality of the
Legendre polynomials we find

1 /1

fi(E) = 5 /_1 d(cos0)f(E,0)P(cos0) (A.56)

A.6.3 Parity

In addition to rotational invariance, many systems satisfy invariance under par-
ity. Parity is defined as a reversal of the three spatial axes. More precisely, the
parity operator P changes the signs of all positions and momenta but leaves all
angular momenta (and the nature of the system itself) unchanged. Here the
system of interest contains two spinless particles, for which (as was the case
with rotations) we need only consider the space of the relative motion. For the
wave function we have

(X|Pl) = ¢p(x) = np(—x%) (A.57)

and likewise for the momentum-space wave function. Here 7 is an arbitrary
number of modulus one.

The dynamics are invariant under parity if and only if P commutes with
H:; or equivalently , V(x) = V(—x). This condition is automatically satisfied if
V(%) is spherically symmetric. It follows exactly as in our discussion of rotations

141



that invariance under parity implies that P commutes with S, and hence, that
S = PTSP. If |¢) and |¢') are two states of definite parity,

Plg) =pl¢) and Pl¢) =p'|¢") (A.58)

then (¢'|S|¢) = 0 unless p = p’; that is, parity is conserved. More generally,
for any initial and final states (¢'[S|¢) = (¢},|S|¢p). In particular (p’|S|p) = (-
p’|S| — p) and, hence, for the amplitude we have the very natural result

f(p' —p)=f(-p — -p) (A.59)

A.6.4 Time reversal

So far we have discussed three types of symmetry operations, all of which are
represented by unitary operators. We now discuss a symmetry that is not given
by a unitary operator: time reversal. The time reversal operator T, is defined
to change the sign of the momenta and spins of all particles but to leave their
position unchanged.

The time reversal operator, T, is anti-unitary, that is 7" is a one-to-one map
of H onto H that is norm-preserving and anti-linear such that

T(al) +bl¢)) = a*T|¢) + b*T|4). (A.60)

This differs from the definition of a unitary operator only in that T is anti-linear.
The adjoint of the anti-linear operator 7" is defined by the relation

(@I(Tlw)) = (TTglu)* (A.61)
Using this definition one can show that
T'T=TTT=1 (A.62)

For a single spinless particle after suitable adjustment of the arbitrary overall
phase of T', we will have

Tix) = T1)x) = [x)
Tlp) =T'|p) = |- p) (A.63)
If we expand any |¢)) as
0) = [ vl (A.64)
we find for T|¢) that

Pr(x) = (x|T|Y) = (Txlw)"
= (xlu)"
— *(x) (A.65)
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Yr(p) = (p|TY) = (T'p|v)*
= (—p[¥)”
=¢*(-p) (A.66)

The effect of T on the spatial wave function is simply to replace it by its complex
conjugate, while for the momentum-space wave function it should be replaced
by its complex conjugate plus a simultaneously change in the sign of p.

Invariance under time reversal means that 7' commutes with H (and auto-
matically with H?), TH = HT. (For a spinless particle in a local potential,
or equivalently the relative motion of two spinless particles, this requires sim-
ply that V' be real, which it has to be anyway in order that H be Hermitian.)
Because T is anti-unitary, this means that

Telt = =i (A.67)
(The change of sign, arises because 7% = —iT'.) It follows that

TQ4 =T[ lim ethe*iHOt]

t—Foo
= [t liern eftheiHOt]T
=QLT (A.68)
or since TTT =1,
Qe =TTQ=T (A.69)

Thus, the effect of T on the Mgller operators is to interchange 2, and €2_.
From (A.68) it follows that

TS =T, =0l 70, =0lo T =5'T (A.70)

or

S =T8T (A.71)

Taking matrix elements of this equation we find

(XI(S]8)) = (xXI(TTSTT|¢))
= ((TXI(STT|¢)))"
= ((XT|ST\¢T>>* (A-72)
(x|S|#) = (o7|SIxT) (A.73)

This result shows that, as one would expect, time reversal invariance implies
that the probability W(x < ¢) is the same as the probability W(¢r «— x7)
for the process in which initial and final states are time reversed and their roles
exchanged.
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In particular, for one-particle scattering (or equivalently the relative motion
of two-particle scattering), the result (A.73) - when written in the momentum
representation - gives

(p'ISIp) = (—plS| - P) (A.74)
or equivalently
f' —p)=f(-p<-p) (A.75)

for the amplitude.

A.7 Scattering of the Two Particles With Spin

In this section we shall extend our scattering formalism to include particles
with spin. In moving from spinless particles to particles with spin we must
anticipate two obvious complications. First, the Hilbert space for particles with
spin is more complicated, because it must describe spin as well as spatial degrees
of freedom. Second, the Hamiltonian may be spin-dependent and contain terms
such as the spin-orbit interaction of an electron with a nucleus or the tensor
interaction between two nucleons.
The Hilbert space appropriate to single particle of spin s is the tensor prod-
uct,
H= Hspace 02y Hspin (A76)

where Hspace is the space L2(R?) of ordering wave functions and Hspin is the
(2s + 1)-dimensional spin space. As a basis for Hgy;,, it is usual to use the
eigenvectors |m) of the third component of the spin operator,

Sz|m) = m|m) (A.TT)

A basis for the space H can be constructed from any bases of Hspgce and
Hspin. One convenient basis is given by the eigenvectors of p and S,

Ip,m) = [p) @ |m) (A.78)

which are products of the momentum eigenvectors |p) in Hspece and the S,
eigenvectors |m) in Hgpin.-

The Hilbert space for two distinct particles with spins s1, and so is of course
the product H = H; ® Hs of the two one-particle spaces, each of which is itself
a product of the type just described. The spatial wave functions have the form
Wi, ms (X1,X2) and just as in the spinless case it is convenient to rewrite these
as functions ¥, m, (X, x) of the CM and relative positions, X and x. Because
these can clearly be spanned by products of the form &(X)Xm,m,(X), we can
regard the space H as H = Hcoy ® Hyper where Hepys describes the motion of
the CM position only, while H,..; describes the relative motion, including both
spins. The space H,¢ can itself be regarded as a product of one space for the
relative coordinate x and another for both spins.
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As a basis for the spin space we can use either the eigenvectors |mq,mao)
of the two z components, or the eigenvectors |s, m) of the total spin and its z
component. The relation between these is

|s,m) = Z |m1, ma)(s1s2mima|sm) (A.79)

mi,ma

where (s1s9m1ma|sm) is the usual Clebsh-Gordan coefficient. When we do not
wish to commit ourselves to a particular basis we shall use the notation [£) to
label any convenient choice. In practice, ¢ usually stands for either (mq,msg) or
(s,m), and in any case is a label taking on (2s; + 1)(2s2 + 1) distinct values.
The general spin state of the two particles can be expanded as

) =) xel) (A.80)
13

and is completely identified by the numbers x¢, which can be grouped into a
column spinor x of (2s7 + 1)(2s2 + 1) components.

For any basis {|§)} of the spin space there are several corresponding bases
of the complete space H and the space of the relative motion H,..;. The most
important basis of H consists of the momentum eigenvectors, which we write
(without serious danger of confusion) in either of the forms

|p17p236> = ‘Papa€> (A81)

where P and p are the total and relative momenta as usual. The corresponding
basis vectors of H,.; are just |p,&) in terms of which we can write |P, p, &) as

P) @ |p, &)

A.7.1 The S operator for particles with spin

Apart from the fact that the Hilbert space is a little more complicated than
before, we can now set up a scattering formalism exactly as for the spinless case.
The orbits have the usual form U(t)[¢)) where |¢) is any vector in the space H
just described. The evolution operator U(t) is determined by the Hamiltonian

H=H"+V (A.82)

where HO is the same as for the spinless case,
go_ Pt , P35 _P? p?

= = +=— Al

Typical examples of interaction V' would be a nucleon-nucleon interaction of the
form

V= ‘/1(’/‘) +S;- SQ‘/Q(T) +S; - xSy - XV3(’I“) (A84)

(Remember that x = x3 — x2 and 7 = |x|) or the spin-orbit interaction of an
electron in an atom or nucleon in a nucleus,

V =Vi(r) + L-SVa(r) (A.85)
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In all cases, whether or not V' depends on the spins, one expects that V will go
to zero as the two particles move apart. Thus, with the potentials (A.84) and
(A.85) we expect that the coefficients V;(r) will go to zero suitably rapidly as
r — 00.

Using the same arguments as in the spinless case one can prove the asymp-
totic condition, which asserts that every |v;,) in H labels the in asymptote of
some actual orbit U(t)|),

U)l) U°(t)|¢in) (A.86)

t — —00
Exactly as in the spinless case, the asymptotic condition and asymptotic com-
pleteness both hold, for all “reasonable” potentials and shall confine attention
to these from now on. (As usual this excludes the Coulomb potential.) Thus
the Mgller operators €24 exist as the limits of UT(¢)U%(t) and map each in or
out asymptote |¢;,) or |tyy:) onto the corresponding actual state |¢) at ¢ = 0,
here as before we have

oIl —
U(t)l)

U°(t) i)
U%(t)|out) (A.87)

—00
t — 400

The operator S = QF €, is unitary and maps each |;,,) directly onto corre-

sponding [ouz)-
Exactly as in the spinless case the S operator has the structure

S=1lcuy®S (A.88)

where of course, 1¢j refers to the motion of the CM position only, while .S acts
on the space of the relative motion, including both spins. This result can be
regarded as reducing the problem of two particles with spin to an equivalent
quasi-one-particle problem, namely the scattering of a single particle with spin
s1, off a fixed target of spin ss.

A.7.2 The amplitudes and amplitude matrix

For the same reasons as before S conserves energy and momentum and its matrix
elements can be decomposed into two terms,

(1, P5, €[SP1, P2, ) = d3(PY — P1)d3(Py — P2)dere
/l: ! / /! !
_Hé(z B =Y E)5) pi— > p)f(®.¢ —p,&) (A89)
In (A.89) the first term is the amplitude for no scattering and leaves both mo-
menta and spins unchanged. The second conserves energy and total momentum
but can in general connect states of different relative momenta and different

spins. Just as before, the scattering amplitude is related directly to the oper-
ator S of the relative motion; specifically, if we insert (A.88) into (A.89) and
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factor out the total-momentum delta function, we find
i
(P, €151P. &) = 350~ P)oce = 5o 0By — Bp)f (0,87 = p8) - (A90)

Exactly as in the spinless case we can calculate the CM cross sections in
terms of the amplitude. However, in place of the single differential cross section
of the spinless case, we now find an infinite number of differential cross section
because the particles can enter the collision in any spin state |x) and one can
(in principle at least) measure the number of particles emerging into d€) with
any given spin |x’). We consider first the case where the particles enter in one
of the basis spin states ) and we count the number emerging into df2 in the
basis spin state |¢’). For this case we obtain

do
dQ
which is the CM differential cross section for observation of the final particles
in the direction of p’ with spin given by |¢’) if the initial particles had relative
momentum p and spin [£).
The cross section for observing an arbitrary final spin state |x’) coming from
any initial spin state |x) can be evaluated in the same way. If

) => xelé) (A.92)
g

(P, ¢ —p, &) =|fp.& —p P (A.91)

and similarly |x’), we can calculate the relevant S-matrix element from (A.89)
and, hence, the corresponding CM cross section, which is easily seen to be

do x
@ = px) =D xe (0 E =P Exel (A.93)
€.

This result expresses the cross section for arbitrary spins (|x’) < |x)) in terms
of the amplitude for the [(2s1 + 1)(2s2 + 1)]? basis processes (|¢') < [£)). Its
form suggests that we rewrite the basic amplitudes as

f,¢" —p,§) = fee(P' —p) (A.94)
and then regard them as the elements of an amplitude matriz
F(p' < p) ={fee(p’ < p)} (A.95)
Our result can then be written in the compact form
40 o) I oA
1q P X = Px) = XTF(P — p)x (A.96)

from this it is clear that all information relevant to the scattering of the two
particles is contained in the matrix F(p’ < p), just as, in the spinless case, all
information was contained in the single amplitude f(p’ < p).
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As a simple example, let’s consider a spin-half particle scattering off a spin-
less target. This example includes such important processes as the scattering of
electrons off a spin-zero atom, of nucleons off a spinless nucleus, and a number
of elementary particle processes, of which the most important is pion-nucleon
scattering. Because one particle is spinless, the spin space of the whole system
is just the two-dimensional spin space of the spin-half projectile. We use the
usual S, basis with basis vectors |[4+) and |—) corresponding to the eigenvalues
m = £1/2. According to (A.96), the scattering is determined by a (2 x 2)
amplitude matrix

/ _( f++(P =p) f+-(P < P)
Fp'—p)= ( fj(p’ < p) fJ—r—(p’ < p) ) (4.97)

The element f,/m(p’ < p) is the amplitude for an initial particle with momen-
tum p and z component of spin m to be scattered into the direction p’ and
observed with z component of spin m’. (For obvious reasons f,_ and f_, are
referred to as spin-flip amplitudes and f, 4 and f__ as spin-nonflip amplitudes.)
The most general initial and final spin states are given by two component spinors
x and x’ and, according to (A.96), the amplitude for observing the correspond-
ing process (p’, X’ < P, X) is just the number x'TF(p’ « p)x.

A.7.3 The In and Out spinors

In this section we give a useful alternative interpretation of the amplitude matrix
F(p’ « p). To this end we consider particles incident in some definite spin state,
which we now label by the normalized spinor x**; and in terms of x** we define
a second spinor,

X =F(p’ —p)x" (A.98)
What we shall show is that x°“ is precisely the actual (unnormalized) spinor of
those particles which emerge with momentum p’ if the initial momentum and
spins were p and x*". To see this we focus attention on those particles emerging
with momentum p’. The result (A.96) for the cross section (p’,x’ < p,x™")
can be rewritten as

do ) )
— (X —p.X") = XTF( « p)x™|

aQ
= [xTx> P (A.99)

which shows that the probability of those particles emerging in the direction p’
being found with spins X’ is proportional to |x'Tx°%t|2, for any x’. But according
to the elementary principles of quantum mechanics this means simply that y°“
is the actual spin state of these particles.

The spinor x°“ is not normalized; on the contrary,

NP =D @ P =Y 1> fee® — pIXE
& e T
S L ) (A.100)
. an P : '
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This sum will be recognized as the cross section (p’ « p, x") that is measured
if we use spin-insensitive counters, which accept all particles irrespective of their
spin state. Thus the result is simply that

/

d )
out||2 = 80 1 by [out spins not monitored] (A.101)

et = 22

A.8 Time-Independent Formulation of Quantum Scattering

So far we have set up a time-dependent description of collisions in which two
particles scatter elastically, the so called single-channel processes. The collisions
were first described in terms of the scattering operator S. The matrix-elements
of S were then decomposed in terms of the scattering amplitude, and the dif-
ferential cross section was expressed in terms of the amplitude.

Our principal remaining problem in one-channel scattering is to setup meth-
ods for the actual computation of the amplitude in terms of a given interaction.
All such methods, fall within the so-called time-independent scattering theory.
This formalism is built around the so-called stationary scattering states and two
operators, the Green’s operator G(z) and the T operator T'(z).

In the time-independent formulation of the quantum scattering process we
solve the time independent schrédinger equation

(Ho +V)|4) = E[y) (A.102)

with
Ho|Yin) = E|in) (A.103)

where [¢);,,) is the incoming state (E > 0). We assume the potential V' to be zero
far away from the target, therefore in asymptotic region, the energy eigenstate
just describe a free-particle motion. The formal solution to this problem can be
expanded as a sum of an incident and a scattered wave according to

) = [in) + |Yout) (A.104)
where the incident state vector |¢;,) satisfies
[GT1(2) [thin) = 0 (A.105)

while |¢) satisfies
G ')y =0 (A.106)

Here G° and G are the Green’s function or resolvent for H? and H, respectively.
The Green’s function for an arbitrary Hamiltonian H is defined to be

G(z)=(z— H)™! (A.107)

for any z, real or complex, for which the inverse exists.
The knowledge of the Green’s operator G(z), for all z, of a Hamiltonian H is
equivalent to knowledge of a complete solution of the corresponding eigenvalue
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problem. The Green’s operator G(z) is analytic except on the spectrum of
H. For each discrete eigenvalue, G(z) has a pole whose position is precisely
the eigenvalue and whose residue determines the corresponding eigenvector (or
subspace of eigenvectors in the case of degeneracy). When H has a continuous
spectrum (as it always does in scattering theory), G(z) has a branch cut running
along the real axis from 0 to co; that is, the value of (x|G(z)|¢) at any E > 0
approached from above (z = E'+10) is different from its value at the same point
approached from below (z = E — 40).

Im(z)

Fig. A.3: The Green’s operator G(z) is analytic except for poles at the bound states
z = F1,FE2,--- and a cut from 0 to oco.

A.8.1 Lippmann-Schwinger equation for G(z)

Knowledge of G(z) for all z is equivalent to a complete solution of the eigenvalue
problem of H. Needless to say, finding G(z) is precisely as hard as solving the
eigenvalue problem, and, generally, one cannot hope to find G(z). For this
reason it is useful to have an equation that relates the unknown G(z) to some
known operator. The usual choice for the latter is the free Green’s operator
G°(2). The equation relating G and G is called the resolvent equation or
Lippmann-Schwinger equation for G(z). It is derived from the simple operator
identity

At =B '+ B Y (B - A)A™!
If we set A=z— H and B = z — H? this becomes:
G(2) = G(2) + G°(2)VG(z) (A.108)
or, if we interchange A and B

G(2) = G(2) + G(2)VG(2) (A.109)

150



The free Green’s operator G is, explicitly known. In the momentum repre-
sentation, it is diagonal and is given by

e o (A110)

E

p

obviously, this allows us to calculate the matrix elements of G°(z) in any other
representation.

To conclude this part on the definition and general properties of Green’s
operator we note that since H = H it is easily seen that

G(z*) = [G(2)] (A.111)

and similarly for G%(z). This important identity asserts that the value of the
function G at the point z* is the same as the adjoint of its value at the point z.

A.8.2 The T operator

In scattering theory it is convenient to introduce another operator T'(z), which
is defined in terms of G(z) as

T(z)=V+VG(z)V (A.112)

It is clear that as an analytic function of z the operator T'(z) has the same
properties as G(z). That is, T'(z) is analytic for all z not in the spectrum of H.
When z approaches the energy of a bound state, T'(z) has a pole, and on the
positive real axis T'(z) has a branch cut.
Using the Lippmann-Schwinger equation for G (A.108) one can show easily
that
G%(2)T(2) = G(2)V (A.113)

and
T(2)G%(2) = VG(2) (A.114)

As a first application of these identities we can find an expression for G in
terms of T. By replacing VG by TG? in the Lippmann-Schwinger equation for
G, we find that

G(z) = G%2) + G°(2)T(2)GO(2) (A.115)

This means that knowledge of T implies knowledge of G. Because the converse
is obviously true (by the definition of T'), we see that the information contained
in T is precisely equivalent to that in G.
Using the identity (A.113) we can replace GV in (A.112) by G°T to obtain
the equation
T(z) =V +VG°(2)T(2) (A.116)

which gives T in terms of the known operator G°. This equation is known as
the Lippmann-Schwinger equation for T'(z), and is the starting point of many
methods for calculating T'. In particular, when V is sufficiently weak one can
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hope to obtain a reliable solution by iteration, starting with the so-called Born
approximation T' ~ V. Inserting this into the right-hand side of (A.116) gives
as the second approximation T ~ V + VG°V; and continuing this procedure
produces the infinite series,

T=V+VGV+VGVGV +... (A.117)

This series (which may or may not converge) is known as the Born series.

Using (A.113), the equation (A.106) can easily be solved for the scattered
wave in terms of the unperturbed Green’s function G¥ and the T-matrix, yield-
ing

[Yout) = GOT|in) (A.118)

Equation (A.115) is very useful when we study quantum scattering in low-
dimension. Another formula on which we will rely heavily is the Lupu-Sax
formula [41]

Tuv(z) =1—Tu v|Gu(z) — Gu (Z)H_l Ty v(z) (A.119)

which relates the T-matrix of the scatter V in the background Hamiltonian H
to the T-matrix for the same scatter but in a different background Hamiltonian
H'.
Finally we note that the identity (A.111) for G leads to a corresponding
result for T'
T(z*) = [T(2)] (A.120)

A.8.3 Relation to the Mgller operators

For a collision with the in asymptote labelled by the normalized vector |¢;,) =
|@), the actual state at t = 0 is given by

V) = Qilvhin) = Quile) = lim_UDTU(#)]0) = |o+) (A.121)

Similarly, if the out asymptote were going to be [1oyut) = |#), then the actual
state at ¢ = 0 would have to be

() = Q- |tour) = Q-|¢) = lim UMW (1)|6) = |¢-) (A.122)

Rewriting UT(t)U°(t) as the integral of its derivative, led to the result (which
we write for 2_)

o0

|¢p—) = |¢) +i lim dre= U (T)TVU° (7)) (A.123)

e—0t Jo

—€T

Here the damping factor e is introduced such that we can replace the proper
vector |¢) by improper plane-wave state |p) (an essential step in the discus-
sion of the stationary scattering state in subsection A.8.5) and the integral still
converges.
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By inserting a complete set of states |p) we obtain

6=y =00 = lo)+i tim [ @' [ " drle U VU Ip) plé) (A124)

Now, the free evolution operator U°(7) acting on |p) gives just exp(—iE,T).
Thus, the operator in brackets in the integrand can be replaced by

[--] = exp[—i(E, —ie — H)T|V

and the integral over 7 performed
/ drl--] = —i(E, — ic — H)"'V = —iG(E, — i)V
0
Substituting back into (A.124) we obtain

6-) = 016) = o) + lim [ EpG(E, — 9V Ip) b0 (A.125)
With the same method one can show

6= Qo) =10+ lim [ EpG(E, +iOVIP)pI))  (A120)

A.8.4 Relation to the scattering operator

In this section we establish expression for the scattering operator S in terms of
G(z) and T'(z), from which we establish the relevance of the operators G(z) and
T'(z) to scattering theory. Our starting point is the equation

(xIS|g) = (x| Q4 [¢)
= lim lim (x| (eiHOte_th) (eth/e_iHot/) |p) (A.127)

t—+oot/' ——o0

The order in which we take the limits t — 400 and t — —oo is immaterial. In

particular, we can take the two limits simultaneously; that is, we can set ¢/ = —t
and simply let t — +o00, to give
. 770, o 770
(ISI6) = lim_ (x| [eHtem2H et |g) (A.128)

writing this expression as the integral of its derivative, in this case

d

ﬁ[ =i {eiHOtV€72theiH0t n eiH0t€72thV€iH°t} (A.129)

gives
(xIsle) = (o)~ [ NI
= (o) =i tim [ e (- Ho) (A130)
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If we now replace the proper vectors |x) and |¢) by momentum eigenstates |p’)
and |p) the free evolution operators in the integrand simplify and we get

(p'|SIp) = d3(p’ — p)

[o e}

T ditlo’ {V (B, +Ep+ic—2H)t i(Ep/+Ep+is—2H)tV}
@ lim ; (p'|{Ve +e Ip)
=03(p' — p)
1 E,+FE E,+E
+§ 1i161+<p’\ {VG (p;‘p + ie) +G (17;—17 + ie) V} |p)

(A.131)

If we next replace VG by TGY, and GV by G°T, the free Green’s operators
acting on the momentum eigenstates can be replaced by their eigenvalues to
give

=d3(p' —p)+ lim ! + !
W TR T\ E, — B, +ic | E,— E, +ic
Ey+E
<(ol|T (25 i) o)
= 55(' — ) — 2wib(Ey — By) lim ([T(E, +i)lp)  (A.132)

This is one of the central results of time-independent scattering theory. Com-
paring it with equation (A.19) we see that

47T2Mf(p/ —p) =t —p)=(p|T(E, +1i0)p) (A.133)
where we have used the notation f(E + i0) to denote the limit of f(E + ie) as
€ — 07. The matrix ¢(p’ «+ p) is called the on-shell T matrix. It is defined
only for E,, = E,, and is in fact the p’, p matrix element of the operator T'(z)
for the particular values z = E, +i0 and E,y = E,. For this reason (p'|T'(z)|p)
is known as the off-shell T" matrix. The off-shell matrix is more general than
t(p’ < p), since it is defined for an arbitrary complex numbers and independent
momenta p and p’.

A.8.5 The stationary scattering states

The stationary scattering states are improper eigenvectors of the Hamiltonian
H = H° +V and are denoted by |p+) and |p—). In particular, the wave
function (x|p+) is just the familiar scattering wave function, often denoted
7,[)3 (x), of elementary collision theory,

(X|p+) =g (2) 732 <eip-x + fei:T) (A.134)

The scattering amplitude can be expressed in terms of [p+) or |p—) and any

means of computing [p£) therefore provides a method for calculating the am-
plitude. These method fall into two (closely connected) categories: those using
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integral equations and those using differential equations. The integral method
depends on the fact that the wave functions (x|p=) satisfy integral equations,
closely related to the Lippmann-Schwinger equation for the operator T'(z). The
differential method instead uses the fact that the vectors |p+) are eigenvectors
of H and, hence, that the wave functions (x|p+) satisfy the time-independent
Schrédinger equation. The later is most useful when the potential is spheri-
cally symmetric, since in this case the wave function can be decomposed into
angular-momentum eigenfunctions and the Schrédinger equation reduces to a
set of ordinary differential equations.
The stationary scattering states (x|p+) are defined as

Ipt) = Q4 p) (A.135)

To understand the significance of this definition we consider an orbit with in
asymptote labelled by |¢), which we expand in terms of plane waves as

16) = / &*pé(p)|p) (A.136)

In this case the actual state at t =0 is
o4) = 216) = [ Epo():lp)
= / d*pé(p)|p+) (A.137)

In other words, the actual state |¢+) has the same expansion in terms of |p+)
as does its in asymptote |¢) in terms of |p). Similarly, if an orbit has out
asymptote

) = / &px(p)lp) (A.138)

then the actual state at t =0 is
=) = [ Epe)ip-) (A.139)

These two results give the primary significance of the improper vectors |p+).
They are the natural vectors for expanding the actual state at t = 0 to display
explicitly its relation to the momentum expansions of the in and out asymptotes.
Due to (A.13) one can show easily that the vectors |p%) are eigenvectors of the
full Hamiltonian

Hlpt) = HQ1|p) = QL H'|p) = E,Q4|p) = E,|pL) (A.140)

The eigenvalue of H acting on |p%) is the same as that of H? acting on |p):
E, = p?/2m. This means that the wave function (x|p=+) satisfy the time-
independent Schrédinger equation. Besides we have

Ut)lp+) = e "' |p+) (A.141)
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U%(t)|p) = e~ "*»*|p) (A.142)

Note that U%(t)|p) is not the asymptote of the actual orbit U(¢)|p). Nonethe-
less, they do satisfy the asymptote condition when “smeared” by the integral
[ d®p¢(p) into proper states.

U0)|6+)5——U°(0)|8)  [any proper [g)]

t—
U(t)/d3p¢(P)\p+>mUo(t)/d3p¢(p)|p> (A.143)
or
[Emsmunipn—— [ @@ op] (a1

By expanding |¢+) and |¢) in equation (A.125) and (A.126) in terms of the
momentum wave function ¢(p) = (p|¢) we obtain

/ d*po(p)pt) = / dpo(p)[|p) + G(E, +1i0)V|p)] (A.145)

since this hold for any ¢(p) we conclude that
Ip£) = [p) + G(Ep £i0)Vp) (A.146)

The relation (A.146) can be used to establish an expression for the on-shell T
matrix in terms of |p+) or |p—). Since we already know that t(p’ < p) is the
same thing as (p’|T(E, + i0)|p) we begin by considering the vector

T(E, £i0)[p) = [V + VG(£)V]|p)
=V[1+G(=E)V]p) (A.147)
Using (A.146) we then obtain the important identities
T(E, £1i0)|p) = V|p%) (A.148)
Multiplying the first of these by the bra (p’| gives
tp' —p) = (P'IVIp+) (A.149)

To obtain an equivalent expression in terms of |p+) we use the identity
(A.120), T(2)" = T(2*) to rewrite the second identity (A.148) (with p replaced
by p’) as

(P|T(Ey +1i0) = (p/ — [V (A.150)

This leads at once to the result
tp' —p)= (" —|Vlp) (A.151)

These results allow one to calculate the scattering amplitude from either of the
stationary states |p+) or [p—).
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Returning to the equation (A.146) for |p£) we note that, just as with the T
operator in subsection A.8.2, it is convenient to replace the explicit expression
in terms of G(z) by an implicit expression in terms of G°(z). This can be done
in two simple steps: we replace GV by G°T, and then we use (A.148) to replace
T|p) by V|p+). This gives

Ip£) = |p) + G°(E, £i0)V|p=x) (A.152)
This equation, which is, of course, an integral equation for the wave function

(x|pt), is called the Lippmann-Schwinger equation for |pt).
The equation (A.152) can be also written as

(1-GV)lp%) = |p)
from this we obtain a Born series for |p+),
Ip+) = [p) +G°VIp) + ... (A.153)

If we then use (A.149) to calculate the on-shell T' matrix, we obtain

t(p' —p) = ('|Vlp) + (P IVG°VIp) +... (A.154)

which is precisely the Born series resulting from iterating the Lippmann-Schwinger
equation for T'(z).

From the Lippmann-Schwinger equation for |p+) it follows that the wave
function (x|p+) satisfy the integral equation

{x|p+) = (x[p) + /d?’iv'V(X’)<XIGO(E)IX’><X’Ipi> (A.155)

We can use this equation to establish the behavior of the wave function for large
r; where (x|¢) is just a plane wave plus a spherical outgoing wave.
To use the above equation we must calculate the Green’s function (x|G°(E)|x’).

We know that
CEP) = = |p), E,=F (A.156)
PP Eri-E, P :

Thus, by inserting a complete set of states |p) into the required spatial matrix
element, we find that

KGE)) = [ dpixIG B )P PI)

1 5 eiP(x—x")
= A.l
(27r)3/dpE+i0—Ep (A.157)

If we choose the direction of (x — x’) as polar axis, the exponent becomes
ip|x — x| cos 8 and the angular integral can be performed to give

i | i
_4772|Xfx’|/ PP E Y- B,
pezp\x x|
A.158
27r2\x x’|/ p p? — 2u(E +i0) ( )
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This integral can be evaluated by contour integration. The final result is

L etV 2u(E+1i0)|x—x"|

0 /
E = - Al
(G (B)) =~ (A159)
For the incident plane wave [i;,) = |p) we have
p?
=5, & BRuE+ i0)]/2 = +p. (A.160)
L
Substitution of these results into (A.155) gives
H 3 /6+ip\x*x,| AV
(x|p+) = (x|p) — o d’z WV(X ){x'[pE) (A.161)
To see what happens when r = |x| is large, we suppose for simplicity that

V(x) = 0 for r greater than some a (although our result actually holds just as
long as V = o(r=37¢) as r — 00). In this case the integral is confined to 7’ < a,
and for large r we can expand |x — x| in powers of (r'/r),

— [1 - X;ZXI +o <7:>2] (A.162)

(S

x —x/| = (x* — 2x - x + x7?)

The expansion (A.161) then becomes

Iue:i:ipr

{xlp£) = (x|p) — ——

[ ean(in XV ) <o)

o)

3 - N eiipr
s 0 [P Vi) | (A6
From (A.148) we obtain
—(2m)*u(pz|V|p+) = —(27)*ut(pT — p) = f(pT — p) (A.164)
Thus we can rewrite (A.163) for (x|p+) as
) ipr
(xpt) e (@2m)Y [P 4 SR — p)” (A.165)

r

This establishes that our definition of the amplitude f(p’ < p) in terms of
(p’|S|p) is, in fact, the same as the traditional definition in terms of the asymp-
totic form of the stationary scattering wave function.
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A.9 Identical Particles

So far we assumed that both particles, involved in the scattering process, are
(at least in principle) distinguishable. This means that we can discriminate
between the 2 scattering diagrams in Fig. A.4 which both give rise to the
same “signal” in the detector, if both particles are identical. The first diagram
corresponds to a scattering amplitude f(k,6) and the second to f(k,m —6). As
an example we consider the scattering of two electrons. Oppositely polarized
electrons essentially remain distinguishable. If the detector D counts electrons
of any spin then the probability for both processes just add up

1 2 1 2
6
2 1A 1n_92ﬁ
D D

Fig. A.4: Two scattering processes leading to the same final state for two identical
particles.

do 9 9
o= IFO)F + 15— 0) (4.166)

If beams (1) and (2) are both polarized spin up or down, then the detector
cannot distinguish between the incident particles and we have to take the sym-
metrization into account. The two-particle wavefunction must obey

P(x1,X2) = ap(x2,%1) (A.167)
with a = 1 for bosons and o = —1 for fermions. When we impose this sym-
metrization condition for the relative wavefunction, we obtain

b(x) = av(—x) (A.168)

where x is the relative coordinate x = x; — 2. The (anti)symmetrized asymp-
totic wavefunction can be written as

1 eth? 4 qe~ k= 1 Sk, 0) + af(k,m—0) e
w(x) T — 00 (27Th)3/2 \/5 + (27Th)3/2 \/i r
(A.169)
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For bosons the amplitudes have to be added

do

0= [£(0) + f(m —0) (A.170)

while for fermions they have to be subtracted

do

G, =)~ fr -0 (A1)

At an angle § = 7/2 this implies

do (7 T

e (5)=s ()

dQp (2) |f 2 |

do (m

— (=) =0 A172

dQ2 ¢ ( 2 ) ( )
so that identical fermions never scatter at an angle of 7/2, while the differential
cross section for boson scattering is twice the classical value for this angle.

Using the parity of the Legendre polynomials

Py(cos(m — 0)) = Py(—cosf) = (—1)' P,(cos 6) (A.173)

we can deduce that the only partial waves contributing to the cross section for
bosons correspond to even values of [, those for fermions to odd values of [. We
take this into account when we follow the same procedure, that leads to (2.28)
and see that the symmetrization principle doubles the contribution of the even
partial waves for bosons and cancels the contribution of the odd ones and vice
versa for fermions

_ 8w

o(k) = 72 (20 + 1) sin? 6;(k)  for bosons (A.174)
leven
8 ) .
olk) = 2 (20 + 1) sin” §;(k) for fermions (A.175)
lodd
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B. SCATTERING THEORY IN FREE SPACE: MULTIMODE
REGIME

So far we have discussed only processes in which structureless particles undergo
an elastic collision. However, almost all process of experimental interest do
include collisions involving several particles (composite or neutral) and including
inelastic processes such as excitation and disintegration. A typical example from
atomic physics is the set of processes:

e+H—e+H (elastic scattering)
e+H —e+ H* (excitation)
e+ H—e+e+p (ionization or breakup)

(where H* denotes any of the excited states of hydrogen); or in nuclear physics:

p+2C—p+2C
p+12C —-n+12N (charge exchange)
p+12C — p+3 He +° Be, etc

or in particle physics:

M- +p—I- +p
I~ +p— KO+ A°
I~ +p—I" + K°4+TI° + p, etc

Each of the different sets of final particles in each of these examples is called a
channel, and processes of this kind are called multichannel processes.

In this chapter we set up a description of the collision process in terms of
asymptotic free states and define a unitary S operator that maps each in state
onto the corresponding out state.

B.1 Channels

To illustrate the essential features of multichannel scattering we assume a system
of N spinless particles, which interact via short-range two-body potentials. A
channel « is specified by the grouping of the N particles into n,, freely moving
fragments with 2 < n, < N, each fragment being either one of the original N
particles or a definite bound state of some subset (we do not include among the
channels the bound states of all N particles for which n, = 1. These remain
bound at all times and do not communicate with the scattering states, in which
we are interested.)



Particles a b c

Bound States | (be) (be)* (ac) and (possible bound states of all three particles)

Tab. B.1: The Model Three Particle System.

Channel number 0 1 2 3

Channel a+b+c|a+(be) | a+ (bc)* | b+ (ac)

Tab. B.2: Possible Channels.

To illustrate the essential features of multichannel scattering lets discuss a
system of three spinless particles, a, b and ¢, which interact via short-range
two-body potentials. We shall suppose that the particles b and ¢ have two
bound states, a ground state (bc) and an excited state (bc)*; that a and ¢ have
one bound state (ac); and that, apart from possible bound states of all three
particles, there are no other bound states. For example, we can think of a, as a
proton, b as a neutron and c as some stable nuclear “core” such as '°0; in this
case the (bc) bound state is 17O, the (ac) state is 1"F, and we have a simple
model for the scattering of protons off 17O.

For definiteness we suppose that we are interested in the disintegration pro-
cess

a+ (bc) —a+b+c (B.1)

However, the given initial state a + (bc) will in general lead to several different
final states in addition to the particular one of interest. The possible grouping
of the particles a, b and ¢ into stable subsystems or channels are shown in Table
B.2.

The process of interest (B.1) leads from an in state in channel 1 to an out
state in channel 0. Clearly, however, an in state in channel 1 can generally lead
to out state, in any of the four channels 0, 1, 2, or 3,

a+ (bc) —a+b+c (break up)
a+ (bc) — a+ (be)  (elastic scattering) (B.2)
a+ (be) — a+ (be)* (excitation) '

a+ (bc) — b+ (ac) (rearrangement)

In exactly the same way the final state of interest can arise from several different
initial states. In fact, a final state in any one of the four channels 0, 1, 2, or
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3 can arise from an initial state in any of the same four channels. Therefore,
there are 16 qualitatively distinct processes to be considered.

A schematic view of multichannel scattering, which illustrates the name
channel, is shown in Fig. B.1. The various possible in channels are shown as
tube, or channels, through which a fluid of probability can flow into a junction.
This junction represents the actual collision, and from it lead the various possible
out channels. In practice the in states always lies in a definite channel, which
means that all of the fluid enters by one channel. The corresponding out state is
usually a superposition of the various possible channels and the fluid therefore
leaves through several channels in some definite proportions.

In 2; \%;ut
3M X

Fig. B.1: A Schematic view of multichannel scattering as a quantum-mechanical irri-
gation system.

In practice, experiments are performed with initial states whose energy and
momentum are rather well defined. Since energy and momentum are conserved,
this means that at certain energies some of the channels may not be accessible.
For example, the original process of interest (B.1), cannot occur when the in-
cident kinetic energy is insufficient to overcome the binding energy of (bc). In
fact, in our model there are four threshold energies, at each of which one of the
four channels “opens up”. Thus, if we suppose that the energies of the three
bound states (bc), (be)*, and (ac) occur in the order

E(bc) < E(bc)* < E(ac) <0

then for energies below F(.) there may be bound states of all three particles
but there are no scattering states. In the energy range between E(;.) and Ep)-
we can scatter a off (be) but no inelastic processes can occur, thus, only elastic
scattering of a + (be) is possible and, as we shall see, it is given by an amplitude
with all the general properties (invariance properties, partial-wave decomposi-
tion, etc.) of the elastic amplitude of App. A. For energies between FE-
and F(,.) excitation is possible, and there are two open channels allowing four
possible processes. At E(4) the channel b+ (ac) opens up and there are then
three open channels and nine possible processes. And finally at £ = 0, the
disintegration channel a + b + ¢ opens up, therefore in the case of E > 0 there
are four open channels, and all 16 processes are possible.
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Our simple model should make clear all of the essential descriptive ideas re-
lated to the concept of a channel. In general a channel is simply a set of particles
(elementary or composite) that can enter or leave a collision. In nonrelativis-
tic theory one deals with systems of a fixed number of elementary particles,
t =1,...,N. We shall always take as channel 0 that in which all N particles
move freely. The remaining channels o = 1,2, ... are groupings of the particles
into n, stable fragments (2 < n,, < N) each of which is either one of the original
particles or some definite bound state of some of them. The reason that the
fragment must be stable is that the channels specify the grouping of particles
in the asymptotic free states, which are defined as t — +00. Since only a stable
particle can live an infinitely long time, it is clear that -in principle at least- it
makes no sense to speak of a channel containing unstable fragments.

Nonetheless, scattering experiments are done with unstable particles. The
atomic physicist measures cross sections for excitation of atoms, even though
the excited atom will eventually decay back to its ground state. One of the
nuclear physicist’s most important tools is the unstable neutron; and almost all
elementary particles are unstable -many with exceedingly short lifetime. The
point is that whenever one speaks of a scattering experiment involving unstable
incident or outgoing fragment, the lifetime of these fragments, however short,
is nonetheless much longer than the characteristic time of the actual collision.
Thus, one can wait for what is (as regards the collision) an “infinitely” long
time and still observe the unstable fragments well before they decay.

In this work we shall always assume that for any process under consideration
all initial and final fragments of interest are stable. It should be emphasized that
to identify a channel it is necessary to specify both the grouping of the particles
and the internal state of each group. Thus, in our three-particle example, the
channels

a+b+c
a+ (be)
b+ (ac)

are distinguishable by the arrangement of the particles into groups, while the
channels

a+ (be)
a+ (be)*

have the same grouping and are distinguished by different internal states of (bc)
and (bc)*.

The number of channels for a given system can be either finite or infinite. In
our model, which can be regarded as typical of nuclear physics in this respect,
the number is finite. But when there are attractive Coulomb forces the number
is generally infinite. (For example, the e — H system has an infinite number
of channels, since the hydrogen atom has infinitely many bound states.) For
simplicity of discussion we shall suppose that the number of channels, @ =
0,1,...,n, is finite, although very little is changed when n becomes infinite.
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It should also be emphasized that there are various different possible choices
for the zero of energy. In the preceding discussion we have taken the energy when
all three particles are well separated and stationary as our zero. Theoretically,
this is the most natural choice (in nonrelativistic problems) since the total energy
is then just the sum of all kinetic energies plus all potentials (each of which goes
to zero for large separation). However it should be borne in mind that for
an experimental starting, for example, in the channel a + (be), a very natural
choice for zero-point would be the energy of a and (bc) when well separated and
stationary. This choice differs from the previous one by the amount F(y).

B.2 Channel Hamiltonian and Asymptotic States

In this section we discuss the quantum-mechanical evolution of a collision exper-
iment. The discussion will proceed as a natural generalization of the one-channel
discussion of App. A. In particular, the three essential results that lead up to
the introduction of the S operator -the asymptotic condition, the orthogonality
theorem and asymptotic completeness- are close analogues of the corresponding
results of the one channel case.

The time development of any state is determined by the Hamiltonian which
we take to have the form

N 9 N-1 N
b; _
i=1 v i=1 j=i+1

where x;; = x; —x; and H 0 is the sum of the IV kinetic energies. In terms of
this Hamiltonian the general orbit of the system has the usual form (h = 1)

Ubly) = e [v) (B-4)

where now, of course, |¢)) is any vector in the N-particle Hilbert space H =
L2(R3N) defined by wave functions of the N coordinates,

(X1, XN) = (T)
Here we have introduced a tilde to denote the set of all particle coordinates
T = (X1, XN)-

Returning to our three-particle model, the Hamiltonian, takes the form

p§+p§+p§

H=H"+V =
+ 2m,  2mp  2me

+ Vab(xab) + Vac(xac) + V;)c(xbc) (B5>

Let us now consider a scattering orbit originating in channel 0; that is,
which originated as three freely moving particles, a + b + ¢. For such an orbit
we naturally expect that

e Hty) e ahin) (B.6)

t— —o0
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for some n state |1);,). We shall see that this result, and a corresponding result
for out asymptotes are indeed true for the appropriate states |¢), and that they
are true for exactly the same reason as before - as the three particles move apart
all of their interactions cease to have any effect.

Suppose however we consider an orbit U(¢)[y)) which originated in channel
1, a + (bc). When the two particles a and (bc) move apart (as we follow the
orbit back in time) the interactions Vg, and V. between the particle a and the
two particles b and ¢ become ineffective. On the other hand the interaction V..
between b and ¢ can never lose its importance. Indeed, it is only because of V(3.
that the bound state (bc) remains bound. Thus, for an orbit that originated in
channel 1, the part of H that is effective long before the collision is not H? but,
rather, the “channel 1 Hamiltonian”

2 2 2
p pb pc
H'= =2 v B.7
2my, + 2my + 2me + Voo (B.7)

and for such an orbit we must expect that

. - 1
e M) R —— e i) (B.8)
for some |¢);n).

It is important to note that if the orbit U(t)]1)) does originate in channel
1, then the wave function of |t;,) must describe a state in which the position
x, of particle a and Xp. of the center of mass of (bc) move arbitrarily, but the
relative motion of b and c is fixed as that appropriate to the bound state (bc);
that is,

(@1Yin) = X(Xas Xbe)D(be) (Xbe) (B.9)

Here x(xq4,X) describes the motion of the incident particles a and (bc) and is an
arbitrary normalizable function of x, and the center of mass X;. of b and ¢. On
the other hand ¢4y (Xpc) is uniquely determined as the wave function for the
internal motion of the bound state (bc). Thus, not every vector in H can label
an in asymptote of channel 1; only those vectors in the subspace £' C H made
up from wave functions of the form (B.9) can label an in asymptote of channel
1. This subspace L' is called the channel 1 subspace and consist of those vectors
that can label in or out asymptote in channel 1.

The action of the channel Hamiltonian H' on the vectors of £! is especially
simple. By going into the relative and center of mass coordinates of the particles
b and ¢ we can write

2
|

Pa Die
2Wlbc

H' =
2ma 2Mbc

+( + Vie) (B.10)

(B.11)

where p,. and py. are the total and relative momentum operators for b and
¢, while M. and my,. are their total and reduced masses. It is clear that the
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asymptotic behavior (B.8) can be rewritten as

2 =2
i _GH?Y . P, Ppe
€ 1Ht‘w> ———— o in) = exp {_Z (2ma + 21\21)0 +E(bc)> t] i)

(B.12)

That is, the asymptotic behavior is just that of two freely moving particles -
of masses m, and M. = (mp + m.) - except for the additional phase factor
exp(—iEpet). Here E,) is the eigenenergy of the relative Hamiltonian corre-
sponding to the bound state ¢, (Xpc); that is

Phe

(2 + Vbc) D(be) (Xbe) = Ebe)P(ve) (Xbe) (B.13)

Mpc
Exactly parallel consideration apply to all other channels. In the general N-
particle case, for a channel «, the corresponding channel Hamiltonian H< is
obtained by deleting from H those potentials that link different fragments,

i
H® = H — Z Vi (B.14)

Where Z' denotes a sum over all pairs ij for which particles 7 and j belong to
different fragments of channel o - when the two particles ¢ and j move apart
(as we follow the orbit back in time) the interactions V;; become ineffective -.

The in and out asymptotes in channel « are identified by wave functions in
the subspace £ comprising those functions with the form

X(yla ---,yna)gbl(zl)---d)na (Zna)

where  is an arbitrary function of the centers of mass yi,...,yn, of the n,
fragments. The term ¢, (z,) is the bound-state wave function of the v fragment
with internal coordinates z,. (If the v*" fragment happens to be a single particle,
then ¢, = 1.)

B.2.1 Asymptotic condition

If the particle interactions V;;(x;;) all satisfy our usual assumptions, then for
every vector |1, ) in any channel subspace £ there is a vector [i) that satisfies

e ) e oy, ) (B.15)

t — —o0

and which is given in terms of a channel Mgller operator Q¢ as
[0) = Qi) = lim eHte=tH |y, (B.16)

and similarly for every [toy:) in £ as t — +o00, with |¢)) = Q% [¢oyue). It should
be emphasized that there are separate Mgller operators Q¢ for each channel «
and that they are defined by the limit (B.16) only for those vectors in £%. In
fact, we shall find that £¢ is the largest space on which we need to define Q% .
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The asymptotic condition guarantees that every vector in the channel sub-
space L% labels a possible in or out asymptotic in channel a. If [¢);,,) is in £
then the vector

) = 25 o) (B.17)

is that actual state of the system which has developed from the in state labelled
by |tin) in channel «. Similarly, if [1)o¢) is in £, then

1) = Q2 [Your) (B.18)

is the state that will develop into the out state [tyy:) in channel a.

With this result we can calculate the probability that a system that enters
a collision in channel « with in asymptote |¢) (in £%) be observed to leave in
channel o with out asymptote |¢') (in £*'). If the in state was |¢) in channel
a, then the actual state at ¢t = 0 would be Q% |¢). If the out state was going to
be |¢') in channel o, then the actual state at ¢ = 0 would have to be Q% |¢').
The required probability amplitude is just the overlap of these two states

w(@, o — ¢,a) = [(¢'|2° 107 [0)? (B.19)

B.2.2  Orthogonality and asymptotic completeness

Just as in single-channel scattering any state that has developed from some
in asymptote (or will develop into some out asymptote) should be orthogonal
to any bound state of all N particles. In addition, we would expect that any
two states that have developed from in asymptotic in (or will develop into out
asymptotes of) different channels should be mutually orthogonal. These results
are the content of the orthogonality theorem.

Orthogonality Theorem. Let |¢) be any bound state of all N particles

and let
[6) = 9 i)
[W') = Q% |v5,)

with [¢;,) in £ and |¢, ) in £ and a # /. Then

(D) = (gl¢") = (W[¢) =0

and likewise with Q¢ replaced by 2% (and “in” by “out”) in (B.20).

By defining B to be the subspace spanned by the bound states of all N
particles and Rg to be the ranges of 2%, i.e., RY is the subspace of all states
that originated in the in channel «, while R® is the subspace of all states that
will terminate in the out channel «, the theorem can be stated alternatively as:

(B.20)

BIRIIRY [all a,a’; a#d]
and similarly,

BLR™ IRY [all «a,a’; a#d].
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So far we have discussed only those scattering orbits that have developed
from a definite in channel, or will develop into some definite out channel. These
are certainly not the most general kind of scattering orbits. For example, sup-
pose that |!) and [)?) are states that have developed from in asymptotes in
two different channels, « = 1 and o = 2 (say),

[pt) = QL)
and
%) = Q% |47,)

Then the superposition principle asserts that the vector |¢) = [11)+[1)?) defines
an allowed physical state, and we can ask the question: what is the asymp-
totic form of the orbit defined by |¢))? Now, we know that as t — —oo

M) — )
and
M) — ey

Adding these two results we immediately see that the orbit defined by |1)+|1)?)
has the asymptotic form

e () + [9?) e YL ) e g2 )

That is, this orbit originates as a superposition of states in the two in channels
1 and 2.

Having once recognized the existence of orbits that originate as a super-
position of two in channels, we must obviously expect that the most general
scattering orbit would be one which originated as a superposition of all possible
in channels.

— —_iH° —3H™ n
e y) e h,) -+ e YR (B.21)

t — —oo
where each ¢ lies in the appropriate channel subspace L% and
W) = Q4 v5,) + -+ QL) (B.22)

In the asymptotic form (B.21) it is natural to regard each term exp(—iH*t)|¢g,)
as the component of the in asymptote in the channel .. The general in asymp-
tote can be identified by giving the sequence

in the space
Hos =L@ L" (B.24)



where each |¢¢,) identifies the component of the incoming asymptotic behavior
in the corresponding channel «. The new space H,s, which we call the space
of asymptotic states, is (in an obvious sense) bigger than H, since £° alone is
equal to H.

In the same way we should expect the general scattering orbit to evolve as
t — 400 into a superposition of all possible out channels

—1 —1 0 —iH™ n
e Ht|¢> e " t|wgut> +--+e a t|wout> (B25)

t — 400

with
) = Q2 [9h0us) + -+ + Q2 [Y0,0) (B.26)

This asymptotic form is, of course, identified by the sequence

[Wout) = {[out)s - [Wour) } (B.27)

in space Hgs-
It should be noted that in practice the in state always lies in one definite
channel o and, hence, is given by a sequence

{0,...,0,[¥2),0,...,0} (B.28)

On the other hand the out state is usually a superposition of several channels and
has the general form (B.27) with several nonzero components (except of course
in the special case where all inelastic processes are energetically impossible).
According to (B.22), we can define a linear operator €4 on our new space Hs
as

= Q5 [vd,) + -+ QLYR,) (B.29)

which maps H,s into H and for each in asymptote labelled by |¢;,), the corre-
sponding actual state at t = 0 is just |¢)) = 4|1, ). Similarly, we can define
Q_ so that the actual state at ¢ = 0 corresponding to any out asymptotic [t)yus)
is jUSt |’(/}> = Q*|wout>'

Asymptotic Completeness. A multichannel scattering theory is asymp-
totically complete if the scattering states |¢) [satisfying (B.21) and (B.25)] to-
gether with the bound states should span the space H of all states. In this case
‘H can be written as the direct sum

H=B®R

Where B is the space spanned by the bound states of all N particles, while R
is the space spanned by the scattering states, which has to be the direct sum:

R=R,® - oRT =R & - aR" (B.30)
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and RY is the subspace of all states that originated as (or will develop into) an
asymptotic state in channel «.

Asymptotic completeness for a three-body system with suitable potentials
was proved by Faddeev in 1965 [96] and his proof was extended to the N-body
case by Hepp in 1969 [97].

It should be emphasized that the subspace R and R® are not in general
the same. Indeed, if it were true that RY = R<, then every orbit that came
from the in channel o must necessarily evolve into the same out channel a; that
is, no inelastic processes could occur. The observed fact that inelasticity does
occur implies that each R overlaps several of the spaces RY,...,R™ and vice
versa.

The two decompositions of R on the direct sums (B.30) express the fact that
every scattering state can be written as a superposition of states each of which
originated in a definite in channel a, and also as a superposition of states each
of which will develop into a definite out channel «. This implies that every
scattering orbit has in and out asymptotes of the forms (B.23) and (B.27).

Provided the theory is asymptotically complete, 24 are actually isometric
from H,s onto R, the space of scattering states, that is, its domain is H,s, its
range R, and it preserves the norm. The situation is as follows:

isometric R isometric

as O, a as (B.31)
or, in terms of vectors,
[bin) —a— W) —ag— |You) (B.32)

Q. Q-

The analogy with the single-channel problem is now complete. In particular,
we can invert

) = Q—[vout) (B.33)
to give
Wout) = QT [¥) = QT Q|95 (B.34)

Thus, if we define the scattering operator
s=0'a, (B.35)
then S maps each in asymptote onto the corresponding out asymptote

|'(/)out> = S|wzn> (B36)

Since S is isometric from H,s onto Hs, it is actually unitary.

The probability amplitude for a system that enters a collision with in asymp-
tote given by |¢) in H,s to be observed leaving with out asymptote |¢') is just
the matrix element (¢'|S|¢),

w(@' — ¢) = [(¢'|S|e)[* (B.37)
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or

w(¢' — ¢) = |(¢/ |02 |g) (B.38)

In practice, the experimental initial state is prepared in a definite channel and
the in asymptote |¢) has the form

|y ={0,...,0,]¢),...,0}

with |¢) in a definite £*. The corresponding out state S|¢) is naturally not
(in general) in any definite channel. However, in practice one always monitors
for a final state that does lie in a definite channel, that is, in practice we are
interested in a |¢') of the form

|¢") ={0,...,0,|¢"),...,0}

with |¢/) in a definite £2. For these states we have

Q¢) = Q%[9) (B.39)

and
Q_|¢) = °|¢) (B.40)

Thus, for such states the probability (B.37) can be written as
w(¢' o — ¢, a) = |(¢|927Q%[¢)[ (B.41)

This is precisely the result quoted in (B.19) and serves to emphasize that if
one is interested solely in the computation of transition probabilities between
two different channels, it is actually unnecessary to introduce Hgs. It is only if
we wish to express the required probability amplitudes as matrix elements of a
single unitary operator .S that this space is needed.

B.3 The Momentum-Space Basis Vectors

The momentum-space basis of H,s is a generalization of the basis of plane-
wave states |p) used in the one-particle case, and of the corresponding states
|p1, P2) = |P, p) in the two-particle problem. For simplicity we discuss first our
simple model of three particle a, b, ¢ introduced in the previous sections.

Since H,s is the direct sum of the channel spaces L% we can begin by con-
structing a basis for each £¢. We start with the channel 0, in which a, b, and
c all move freely, and for which the general asymptote is labelled by an arbi-
trary wave function x(Xg,Xp,X.) of all these positions. The appropriate basis
is clearly given by the three particle momentum eigenstates:

[Pa; Py, Pe; 0) = [P, 0) (B.42)
with corresponding wave functions

(P, 0) = (2m) ™% exp [i(Pa - Xa + Pb - X5 + Pe - Xc)] (B.43)
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and normalization

(0, 0p,0) = d3(Py, — Pa)d3(Py — P)d3(PL. — Pe) = 09(p — D) (B.44)

[p stands for the set (pa, Py, Pe) and 0 is the channel number o = 0.] These
vectors are, of course, eigenvectors of the free Hamiltonian,

2 2 2
~ pa pb pc ~ _ 0|~
H° = + =F B.4

2,0) (2ma 2my, + 2mc> P, 0) »1P:0) (B.45)

In channel 1, a + (bc), the asymptotes are identified by wave functions

X(Xaaibc)gb(bc) (Xbc) (B46)

where x is an arbitrary function of the position x, and the center of mass X,
of b and ¢, while ¢ is the bound-state wave function of (bc). Since ¢y is
fixed these functions can be spanned by products of plane waves in x, and X,
with the fixed function ¢ (xsc). The appropriate basis vectors are:

|pa7ﬁbc; 1> = |ﬁa 1> (B47)
with wave functions
(@[p, 1) = (27) * exp [i(Pa - Xa + Ppe - Xoe)] (ve) (Xve) (B.48)

and normalization

(7', 1P, 1) = 03(Pl — Pa)d3(Pbe — Prc) = 6(P" — D) (B.49)

These vectors represent states in which particle a moves with momentum p,
while b and ¢ are bound together into the bound state (bc), whose CM moves
with momentum py,.

The energy operator for asymptotic states in channel 1 is the channel Hamil-
tonian H', and the vectors |p, 1) are, of course, eigenvectors of this operator,

2 =2
1)~ _ Pa Py ~ — 5
wpy - (2 e fp ) pn =By @)

where E,.) is the internal energy of the bound state (bc). Thus, the improper
vectors |p, 1) will represent in and out states of definite energy Ezl) in channel 1.

The momentum basis vectors for the other channels are constructed in ex-
actly the same way.

The construction of the corresponding bases of L% in the general N-particle
problem is entirely straightforward and need not be spelled out here. We men-
tion only that, since the general channel a has n, freely moving fragments, the
corresponding basis vector has the form |p, a) where p labels the n, momenta
of these fragments.

Since H,; is the direct sum

Hos =LOD - L (B.51)
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we can obtain an orthonormal basis of H,s by combining any orthonormal bases
of £9,..., L™, In particular, the vectors |p, ) (« fixed, all p) are an (improper)
orthonormal basis of £% and, hence, the set of vectors

{0,...,0,|p,),0,...,0} = |p,a) [@a=0,...,n;allp (B.52)

is the desired momentum basis of H,,. It should be noted that to span H,s we
must include all momenta and all channels.

The basis vector (B.52) represents an asymptote with momenta p lying com-
pletely in the channel a. We use the same symbol |p, ) both for the basis vectors
of L% in H, and for the sequence in H,s. In practice it will always be clear which
kind of vector is being used, and this imprecise usage will cause no confusion.
With this convention the orthonormality of our basis of H,, is expressed as

(0, |p,a) = darad(p’ — D) (B.53)

where the factor 0,/ reflects the orthogonality (as vectors of H,s) of any two
vectors belonging to different channels. With respect to this basis the S operator
becomes a matrix with elements (p', o/|S|p, @) and knowledge of all of these
elements is equivalent to knowledge of S. Similarly, an operator equation like
the unitarity equation STS = 1 becomes the matrix equation

S [ o8 ) 6 81 0) = 6urad ) (B3
o

To conclude this section we remark that so far we have assumed that all
particles are spinless and that all bound states have zero orbital angular mo-
mentum. The inclusion of either kind of angular momentum into our formalism
is completely straightforward. Suppose, for instance, that in our three-particle
model the particle a has spin s and that the state (bc) has orbital angular mo-
mentum [. Let us then consider an asymptotic state (either in or out) in which
a and (bc) move freely. There are various possible orientations of the spin of
particle a, and similarly, of the orbital momentum of (bc); and it is natural to
regard these as being different “spin” orientations all within the same channel.
Thus, we denote as channel 1 all free states of a and (bc), and the corresponding
momentum eigenvectors we label

|pa7ﬁbcamaambc;1> (B55)

where p, and P, are the momenta of the two fragments, m,, is the z component
of the spin of particle a, and my. is the z component of the orbital angular
momentum of (bc). The corresponding wave function has the form

(2m) ™% exp [i(Pa * Xa + Ppe * Xpe)] X" G15) Y™ (Roe) (B.56)

where x™= is the appropriate spinor for particle a, and the last two factors are
the radial and angular wave functions of the (bc) bound state.

It should be clear that, at this stage, fragments with spin (either intrinsic
or “orbital”) are no more than a slight notational complication, and we shall,
for the most part, proceed under the simplifying assumption that none of the
fragments in any channel have angular momentum.
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B.4 Conservation of Energy and the On-Shell T Matrix

We are now in a position to establish conservation of energy, which follows in al-
most exactly the same way as in the one-channel case. By using the intertwining
relations

HQY =Q¢H® [on L] (B.57)
which follow at once from the definition
Q4 = . ligl et tH " on £9] (B.58)

exactly as in App. A, one can show easily that, the S-matrix element (7', o/ |S|p, «)
between initial and final states of energies Ep% and Ep% -which we shall abbrevi-

ate as E and E’ when there is no danger of confusion - is zero unless the initial
and final energies are equal; that is, S conserves energy and its matrix elements
contain the expected factor §(E' — E).

In addition to conserving energy, S also conserves total momentum. This
is because all potentials involve only the relative positions and the system is
therefore translationally invariant. This means that S commutes with the total
momentum operator p = Y. p; and, hence, that its matrix elements contain a
factor d3(p’ — P). In fact, we can go further: By using as independent variables
the overall CM position X and any suitable choice of N — 1 relative coordinates
we can factor the space H (and similarly H,s) as

H=Hcoy @ Hyel (B.59)

Here, just as in the two-particle case, Hcps describes the motion of the overall
CM, and H,; the relative motion of the particles. The Hamiltonian can then
be written as

H=Hcy + Hra (B60)

where Hcpr = p2/2M and M is the total mass of the system; and just as in
two-particle scattering, the S operator factors as

S=1lcuy®S (B.61)

The operator S describes the relative motion and is the scattering operator one
would obtain directly from the Hamiltonian H,.;. Just as in the one-channel
case all of the physically interesting information is contained in S and much of
our subsequent analysis will be in terms of S.

Returning to the matrix elements of S, by combining the consequences of
energy and momentum conservation, one obtains

<ﬁ,a'\S\fﬁ,a> = 60/045(234 _i;) - 27“’(5(El - E)53(§/ - ﬁ)t(B/VO/ — B? a) (B62)

Here the on-shell T matrix t(p’,a’ < p,a) depends only the sets of initial and
final relative momenta, which we denote with a single underscore as p and p'.
(That is, p denotes the set of n, — 1 suitably chosen relative momenta for the
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fragments of channel «.) It is defined only on the energy shell E' = E, i.e.,
for those p and p’ consistent with conservation of energy. It can, of course, be
computed directly from the operator S of the relative motion, whose matrix
elements (p’, &/|S|p, @) have a decomposition similar to (B.62), but without the
factor 63(p’ —P).

The interpretation of the decomposition (B.62) is much the same as in the
one-channel case. The first term is the S matrix for no scattering and leaves all
momenta and channels unchanged. The second represents the actual scattering;
it conserves total energy and total momentum but can in general change the
relative momenta and the channel.

The fact that S can only connect states of the same energy leads to important
restrictions on what we can call the “channel structure” of the S matrix. To
illustrate this, let us return to our three-particle model with its four channels o =
0,...,3. We can regard the discrete channel indices ¢’ and « in (p’, /| S|p, ) or
t(p', o’ < p,a) as labelling the rows and columns of a matrix in “channel space”
each element of which is a function of the momenta p’ and p. In our model we
have a matrix with up to four rows and columns. However, at certain energies
the dimension is actually less than four as we now discuss. For definiteness we
shall confine our attention to the CM frame (that is, we discuss the S matrix of
the relative motion), and we now imagine the energy to be increased from some
large negative value.

All states in a given channel have energy at least as great as the channel’s
threshold energy. Thus for energies less than the lowest threshold E,. there
are no states in any channel and hence, no S matrix. When the energy increases
into the range F(.) < E < E)~ there are states in channel 1 but none in any
other. Thus, in this energy range, S is a 1 x 1 “channel-space” matrix

(', 1ISIp, 1) (B.63)

which has many of the properties of the one-channel S matrix. For example, if
we choose an angular momentum basis of the channel 1 subspace and assume
rotational invariance, then exactly the arguments of section A.6 show that

(B I',m/;1|S|E,l,m;1) = 6(E' — E)01110mme?1(F)
(Epey < E < Epey-) (B.64)

where the phase shift §;(E) is real.
If we now increase the energy into the range Ec)« < E < FE(4.) there are
states in channel 1 and 2 but in no others. Thus, S becomes a 2 x 2 “channel-

space” matrix:
(p',1]Slp, 1) (p’,1]S|p,2)

(ralsio) Gralsma ) (:69)
clearly, as we increase the energy past each threshold the corresponding channel
opens up and the matrix gains one dimension. Finally, when E > 0 all channels
are open and the S matrix has its full complement of four rows and four columns.

In conclusion, note the relative motion in any two-body channel is specified
by a single momentum: the relative momentum of the two fragments. Thus, as
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long as only two-body channels are open, each element (p’, &/|S|p, a) is in fact
labelled by just two momenta p’ and p, as indicated for example in (B.65). In
this energy range the multichannel S matrix is more complicated than that of the
one-channel problem only inasmuch as it has more than one element. Once the
channels with three or more bodies open up, the corresponding matrix elements
depend on several variables and the situation is markedly more complicated.

B.5 Cross Section

We must now set about computing the observable cross sections in terms of the
on-shell 7" matrix. Since it is an experimental fact that almost all processes of
current interest have two-body initial states, we shall confine our discussion to
such processes, and consider a process leading from a two-body in channel «
to an arbitrary out channel o’ (with n’ bodies). In our three-particle model
we could consider any of the processes (B.2). Finally, we work in the CM
frame, considering just the relative motion, and take an initial state |¢) in L%,
prescribed by its momentum-space wave function ¢(p) in the relative momentum
p of the two initial particles which we assume to be well peaked about the mean
incident momentum pg. The corresponding in asymptote must, of course, be
written as

W%n) = |¢> :{07"’707‘¢>707"’70}

where |¢) occupies the " position.

The probability that, with the given in state [1;,) = |¢) in channel a, the
final particles be observed in channel o with their momenta in some prescribed
volume A’ about some p’ in the (3n’ — 3)-dimensional space of the relative
momenta of this channel is given by

w(A' o — ¢,a) = /A/ dg’\<gl,a’\5|¢>|2

~ / dp'| (0, o/|S|p, o) [ (B.66)
A/

In principle, A’ can be an arbitrary volume in the space of the final momenta.
In the case that the final channel is a two-body channel, then p’ reduces to
a single momentum p’ (the relative momentum of the two final f)articles) the
natural choice for A’ is the familiar cone defined by an element of solid angle
about any fixed direction.

We can replace the S-matrix element by the appropriate multiple of the on-
shell T matrix. (For elastic scattering, o’ = «, this requires that we avoid the
forward direction; for inelastic scattering this restriction is unnecessary.) One
can obtain for the effective cross section of the target for scattering the packet
¢ into the volume A’ in channel o’

do(A o’ — ¢,a) = (21)* / dp / d3p (- B o' p ) 0P
(B.67)
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where p denotes the reduced mass of the initial two particles in channel o and
p| is the component of p along pg. Provided the in wave packet is sufficiently
well peaked about its mean momentum (which we now call p) the integral over
p disappears as the normalization integral for ¢ and we obtain an answer that
is independent of the shape of ¢ and so can be written as

do(A', o/ «— p,a) = (27r)4g/ d}g’é(E’ — E)\t(g/, o — p, oz)|2 (B.68)

Here we just discuss the simplest case of a two-body final channel [ e.g. any of the
first three processes in (B.2)]. In this case the final relative momenta p’ reduce
to a single momentum p’ and the volume A’ is a volume in the corresponding
three-dimensional space. Because of energy conservation there is no interest in
measurement of the magnitude of p’, and the smallest interesting volume A’
is the familiar cone defined by the infinitesimal solid angle d). For this case
(B.68) becomes

2

a M 2 p” p
ro / /
dU(A , QU — p,O[) = (27T) EdQ/O p dp 5(TNI + ”a’ - Z — Wa)

(', o/ —p,a)* (B.69)

Since the energy E in a two-body channel « is % + Wy, where W, denotes the
channel threshold. Rewriting the left-hand side in the familiar form (do/d€2)dS2
this given

dO' /p/|

/ / 4 / / 2
—(p,a —p,a) =027) uu —t(p’,a «— p,« B.70
] ) = () g ) (B.70)

(avand o’ two — body channels)

In the case of elastic scattering, o’ = «, this result reduces to

do

TqPho = p.a) = (2n) Y2 ltp, o’ —p,a)f’ (B.71)

which has exactly the form of the one-channel result and includes the later as
a special case. For inelastic processes, o’ # «, the result (B.70) differs from
(B.71) in two respects. The reduced masses p and p/ may be different [as, for
example, in the rearrangement collision a + (bc) — b+ (ac)]. And the initial
and final momenta may be different, since p’ is fixed by energy conservation to
satisfy
/2
57,11/ + Wa’ =5 Wa

For example, in the excitation process a + (bc) — a + (be)*,

P = = 2u(Epey- — Epey)]™? (B.72)

178



It is convenient, as in the one-channel case, to introduce a scattering amplitude,
defined as

f@. o —p,a)=—2m)* (1w o —p,a) (B.73)

in terms of which the cross section for any process with two-body initial and

final states is J ,
o p N 2
p,o —p,a)==|f(p',a' —p,a B.74
el o) = L1 ) (B.74)

To conclude this section we remark that if we take the whole of the momen-
tum space of channel o’ for the volume A’, then we obtain the total cross section
for scattering into channel o, which we denote o(a/ «— p,a). (In particular,
for o/ = « this is the total elastic cross section.) If we then sum this over all
final channels o we obtain the total cross section,

a(p,a) =Y o) —p,a) = (2) 4”2/6&9’5 BE)t(p/,o' — p,a)]?

Ot/
(B.75)
while if we restrict this sum to o’ # «, we obtain the total inelastic cross section.

B.6 Rotational Invariance

If our multichannel system is rotationally invariant, then the rotational operator
R commutes with the Hamiltonian H and H®. It follows that it commutes with
Q¢ and, hence, with S,

S=R'SR (B.76)

If all of the particles and their bound states are spinless, the effect of the rotation
R on the channel basis vectors [p, ) is just

Rlp,a) = |p,. a) (B.77)

where Pp denotes the effect of rotating all of the relative momenta p. Thus,
taking matrlx elements of (B.76), we obtain the very natural result

(', 18|, ) = (P, [ S|pp, @) (B.78)

and corresponding equalities for the T matrix t(p’,a’ < p, ). If any of the
fragments of channels « and o’ have spins (due either to the intrinsic spins of
the original particles, or to the orbital momentum of the bound states), then
this result is complicated by the transformation properties of the spin indices.
As, in the one-channel case, the simplest way to exploit rotational invariance
is to work in an angular-momentum basis. This is especially simple if we consider
an energy at which only two-body channels are open and suppose further that
none of the bodies have spin. In this case the angular-momentum basis (of the
relative motion) in each channel is a simple orbital basis with vectors |E, [, m; a).
Rotational invariance implies that the corresponding S matrix has the form

(E"I',m/;a|S|E,1,m;a) = §(E' — E)6118mimsy o (F) (B.79)
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That is, the scattering for given E and [ is determined by an n x n matrix s'(E)
in “channel-space”, n being the number of open channels at the energy FE.

The passage between the momentum and angular-momentum bases proceeds
exactly as in the one-channel case. Corresponding to the definition

SZ(E) -1

E) = B.80
fu(E) %ip (B.80)
of the one-channel amplitude, we define the multichannel partial-wave amplitude

as l

l (E): soz"oz(E)_(sa’a
QZ(po/pa)l/Q
Here p, denotes the momentum in channel o when the total energy is F - that
is,

(B.81)

o'«

Pa = [2ma(E — W,)]Y/? (B.82)

where W, is the the threshold of channel « - and the Kronecker delta d,/, is
to ensure that the amplitude is related to the matrix elements of the operator
S — 1 in the normal way. With our definition, the multichannel partial-wave
series has the simple form (for o and o’ both two-body channels)

f@' a —p,a) = (2 + 1) [}, (E)P(cos) (B.83)
l

The unitarity of S implies that the n x n matrix s'(E) of (B.79) is a unitary
matrix. Since the dimension of this matrix depends on the energy, it is of
some interest to discuss the unitary equation as a function of energy. We start
with the energy F just above the threshold of the lowest channel (which we
label a = 1), and imagine E to be increased steadily past the various threshold
W, (which we label in order of increasing energy). When Wy < E < Wh, the
matrix s'(E) is a one-dimensional unitary matrix and hence has a single element
of modulus one |s{;| =1, or

s (BE) =¥ B [ < E < Wy (B.84)

with &;(F) real. If we consider the partial-wave amplitude defined in (B.81) this
means that the quantity p; f!; lies on the unitary circle (see Fig. B.2).

When E moves above the first inelastic threshold, s!(E) becomes a 2 x 2
unitary matrix; and more generally, when F moves above W,, (still assume to
be a two-body threshold) s'(E) becomes an n x n matrix satisfying

s(E)sYE)=1 (B.85)
If we consider the (1,1) matrix element of this equation, we see that
|50 1% + Iy [* + -+ s [ = 1 (B.86)

Clearly, as soon as there is any inelsticity, the original elastic element s’; must
have modulus less than one, si; < 1 or

sty (E) = e(E)e*®) (B.87)
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The Unitary Circle

\

First Inelastic
Threshold W2

“~_Elastic Threshold W1

Fig. B.2: Typical behavior of the elastic partial-wave amplitude as a function of energy.

where 9; is still real but ¢;, which is called the inelasticity factor, satisfies
0<¢g(E)<1

Alternatively we can write,
sty (B) = e*m®) (B.88)

with 7; complex. In this form we can say that inelasticity forces the “phase
shift” 7; to have a positive imaginary part. The result means that the elastic
partial-wave amplitude moves inside the unitary circle as shown in Fig. B.2 .

The result (B.87) is easily understood. Much as in the one-channel case,
|st,|? is the ratio of outgoing to ingoing flux in channel 1, when the incident
beam is pure [ wave in channel 1. As long as only channel 1 is open, this ratio
must be one; but as soon as other competing channels open up it must be less
than one.

It is clear from (B.86), and its equivalent with 1 replaced by «, that every
element Sfx’a must have modulus less than one. In particular, for any elastic
element the number p, f!,, must lies inside the unitary circle. However only the
first amplitude f{, has a purely elastic interval.

Once a three-body channel opens up the situation becomes more compli-
cated. The basis vectors for the relative motion in a three-body channel are
labelled by E,I,m plus an internal energy (a continuous variable) and two in-
ternal angular momenta. The discussion of such channel is obviously much more
difficult. Thus, if we return to (B.86) and suppose that the channel « has three
bodies, then the simple term |s!|? is replaced by an integral and sum over the
additional labels. However, this new term is still positive and our conclusion
that |st;| < 1 remains valid.
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B.7 Time-Reversal Invariance

The discussion of parity invariance for multichannel scattering is little different
from that for the one-channel case, and need not be spelled out here. However,
in the case of time-reversal invariance, the multichannel problem offers some
striking new possibilities.

If the dynamics are invariant under time reversal then we can show just as
before that S = T1STT and, hence, that

(x|5|9) = (or|S|xT) (B.89)

For example, if all particles are spinless, T' invariance simply implies that
<B/70/|S|B’ a> = <—]2,0A|S| _Blva,> (B.90)

The interesting new feature of this result is that it relates the amplitudes for
two qualitatively different processes, o’ + « and « « o’.

B.8 Fundamentals of Time-Independent Multichannel Scattering

In the previous sections, we have set up the time-dependent theory of multichan-
nel scattering. In this section we discuss the corresponding time-independent
theory. Its main purpose is to furnish a means for the actual computation of the
T matrix for given interaction; and for this reason it is the time independent
theory that is the day to day concern of the practising physicist.

In one-channel scattering we saw that the time-independent formalism cen-
ters around the Green’s operators G(z) and G%(z), the T operator T'(z), and
the stationary scattering states |pt). Both T'(z) and |p+£) were given in terms
of G%(z) by Lipmann-Schwinger equation, which provided essentially equivalent
approaches to finding the quantity of real interest, the on-shell 7" matrix.

In this chapter we shall see how the one-channel results extend to the mul-
tichannel case. Superficially at least, the most important complication is that
all quantities acquire additional channel labels. As we have already seen the
single free Hamiltonian H° of the one-channel case is replaced by a family of
“free” channel Hamiltonians H®, describing the “free” evolution in the various
different channels. In place of the single free Green’s operator GY(z), there is
a family of channel Green’s operators G%(z) = (z — H%)~!. In place of the
stationary states |pz), there is a family of stationary states |p,a%). In place
of the single T operator there is a double family of 7" operators T%%(z), one for
each pair of channels o and (.

B.8.1 The stationary scattering states

In single-channel the stationary states |pt) were eigenvectors of the full Hamil-
tonian H defined as Q4 |p). We define multichannel stationary scattering states
as

p, at) = Qf[p, @) (B.91)
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where as usual p denotes a set of (n, — 1) relative momenta of the n, bodies
in channel o and |p, @) is the corresponding “free” plane-wave state. Using
the intertwining relations (B.57) we can immediately see that these states are
eigenstates of the full Hamiltonian H with energy E' = EJ. (This means that

their wave functions (z|p, a+) satisfy the time-independent Schrédinger equa-
tion, which provides one route to the actual computation of the states.) In
the same loose sense as applied to the single-channel case, |p, a+) (|p, «—)) can
be regarded as the actual state at ¢t = 0 coming from an in asymptote (would
evolve into an out asymptote) in channel o with momenta p.

Just as in the one-channel case we can derive an expression for |p, a+) in
terms of |p, @) and the Green’s operator. We first note, in the now familiar way,
that for a proper normalizable vector |¢) in the channel o subspace,

Glg) = lim e e g)

Foo . .
= |¢>+¢/0 dtetHty e 4) (B.92)

where we have introduced the channel « scattering potential
V¢=H—-H" (B.93)

This consists of all potentials that link different freely moving fragments in
channel «; that is, V' is precisely that part of the potential which becomes
ineffective as the particles move apart in channel a. If V¢ were zero, an in state
in channel a would not be scattered.

The known convergence of the integral (B.92) allows as to insert the familiar
damping factor e*¢* with the limit ¢ — 07; and in this form we can apply (B.92)
to the improper states |p, ) to give

Foo . —
lp,at) = |p, o) + lir(r)1+i/ dte=t ey e~ H  p ) (B.94)
€E— 0
Since [p, @) is an eigenvector of the channel Hamiltonian H with energy £ = EJY
this gives B
Foo P
Ip, a£) = [p, o) + lir(1)1+i/ dte” " BFie—Htya), o) (B.95)
€— 0 -

or

Ip, o) = |p, ) + G(E +£i0)V|p, o) (B.96)

where we have introduced the full Green’s operator G(z) = (2—H)~!. The result
(B.96) is the analogue of the one channel result |p+) = |p) + G(E £ i0)V|p),
and with its help we can obtain expressions for the on shell T' matrix. The
momentum-space S-matrix elements can be written as

@, B8ISIp,a) = (¢, 127 Q% |p, @) = (', B — p, a+) (B.97)
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Now, using (B.96) we can write |p, a+) as
Ip, a+) = |p,a—) + [G(E +1i0) — G(E —i0)]V*|p, o) (B.98)
which can be substituted into (B.97) to give

(', BISlp, o) = 63ad(p" = p) + (¢, B~ |[G(E +i0) — G(E = i0)[V*|p, a) (B.99)

Finally, since the bra (p’, 3 — | is an eigenvector of H with eigenvalue £’ = Eg,,
the factor in brackets comes outside as B
1 1
[

_ — —9ris(E' — E
B0 E_B 0 mid( )

to give
(', B|S|p, @) = 0pa0(p" — p) — 2mid(E' — E){p', 8 — [V|p, ) (B.100)

That is, the on-shell 7" matrix is given by

t(p', B —p,a)= (. B—|Vp, ) (B.101)

Similarly, if we were to rewrite the bra (p/, 3 — | of (B.97) in terms of (p/, 3 + |
we would find the alternative result

t(g’,ﬂ —p,a)= <]3’,ﬂ|Vﬁ|B, a+) (B.102)

These two expressions are the multichannel versions of the one-channel results
(A.149) and (A.151). The version in (B.101) contains the scattering potential
V< of the initial channel « and is therefore referred to as the “prior” version.
That in (B.102) has the potential V# appropriate to the final channel 3 and is
called the “post” version.

B.8.2 The Lippmann-Schwinger equations

It is clear from the result (B.101 ) and (B.102) that knowledge of the states
|p, a+) or |p,a—) implies knowledge of the on-shell T matrix. Just as in the
one-channel case the explicit expressions |p, a%) = |p, @) + G(£)V%|p, a) are of
little direct use since they require knowledge of the full Green’s operator G(2).
And, again, just as in the one-channel case, they can be converted into implicit
Lippmann-Schwinger equation in terms of certain “free” Green’s operators, as
we now show.

The first step in establishing the Lippmann-Schwinger equation is to use the
familiar identity

At =B'4+ B Y (B-A4)A"!
with A = (2 — H) and B = (z — H*). This gives the resolvent equations

G(z) = GY(2) + G*(2)VG(z) (B.103)
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where, we have defined the Channel Green’s operators G*(z) corresponding to
the “free” channel Hamiltonian H®, as

GY=(z—H*! (B.104)
Returning to (B.96) we multiply through by G*V¢ to give
GV p,ax) = GVp,a) + G*V*GV*|p, a) (B.105)
Since by (B.103) G*V*G = (G — G*), this reduces to the important result
G*(E +£i0)V*|p,af) = G(E £1i0)V|p, o) (B.106)
Finally substitution into (B.96) gives the desired Lippmann-Schwinger equation
Ip, at) = |p, ) + G*(E £i0)V*|p, at) (B.107)

This equation, which is an integral equation for the corresponding wave func-
tion, and the Schrédinger equation provide the two principle approaches to the
computation of the stationary scattering states.

It should be emphasized that the multichannel Lippmann-Schwinger equa-
tion is considerably harder to handle than its single-channel equivalent. Some
of the difficulties are readily apparent. For example, the Green’s operator on
the right is the channel Green’s operator G*(z) = (2 — H*)~!. Except for
the case a = 0 (all particles free), H* contains some potentials and the cor-
responding Green’s operator G® cannot, in general, be exactly calculated (in
contra-distinction to the one-channel situation where G° is known exactly). A
less obvious though more profound, difficulty is that where the one-channel
equation is (or can be easily converted to) a non-singular integral equation,
the multichannel equations are in general highly singular. This makes both the
theoretical study and practical use of the equations much more difficult.

B.8.3 The T operators

Just as in the one-channel case, the time-independent multichannel theory has
two essentially equivalent formulations, one in terms of the stationary scattering
states, the other in terms of the T" operators. Having established the former, we
can now easily set up the latter.

We start with the expression

t(p', B —p,a)= (.8~ |Vp, ) (B.108)
into which we substitute
lp, B=) = |p, B) + G(E — i0)V"|p, B) (B.109)
This gives
tp, B —p.a) =@, B|[V*+VPG(E +i0)V]|p,a) (B.110)

185



or
Hp', B p a) = {p, BIT7*(E +i0)|p, o) (B.111)

where we have defined the T operator,
TP(2) = Ve + VPG(2)V* (B.112)

As anticipated here is a double family of T operators 7°%(z). The on-shell T
matrix for a transition from channel o to channel 3 is given by the on-shell
matrix elements of the appropriate T°(z) between the free states |p’, 3) and
p, ).

One feature of the definition (B.112) of T7%(2) that deserves comment is
the apparent asymmetry between the indices o and 8. There seem no obvious
reason why it is the potential V® and not V? that appears in the first term.
Indeed, if we had started with the “post” form (p’, 8|V ?|p, a+) for the on-shell
T matrix, we would have been led to a result similar to (B.111) but with the T
operator ~

TP%(2) = VP + VPG(2)V (B.113)

If the channel o and 3 have different grouping of the particles, then the channel
Hamiltonians H* and H B are different and hence, V< # VP, Thus, the two T’
operators T%%(z) and T#%(z) are generally different. Nevertheless both leads
to the same on-shell T" matrix, since

¥, BT — TP |p,a) = (o', BI(V™ = V) |p, a)
= (p/, BI(H® — H")|p, o)
= (E' - E){¢,Blp, o) (B.114)

which is zero on the energy shell.

As one would expect, the explicit definition (B.112) of T5%(z) can be re-
placed by an implicit Lippmann-Schwinger equation. To do this we multiply
(B.112) on the left by G#(2) to give

GP(2)TP*(2) = (GP + GPVPG)V™ = G(2) V™ (B.115)
substitution back into (B.112) gives the desired equation
TP(2) =V + VPGP (2)TP(2) (B.116)

B.8.4 Asymptotic form of the wave function; Collision without rearrangement

In this section we discuss the multi-channel analogue of the one-channel asymp-
totic form (A.165). This is quite complicated in general, and we shall therefore
consider just a few simple examples. We begin by considering our three-particle
model with light particles ¢ and b and a heavy fixed particle c. We allow for sev-
eral bound states (bc)1, ..., (bc), and (ac)y,..., (ac),s, and perhaps also some
bound states of a and b. There are then n channels of the form

a+ (be)1,...,a+ (be)y (B.117)
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and n’ of the form
b+ (ac)1,...,b+ (ac)y (B.118)

In addition, there is the channel 0 (a + b + ¢) and perhaps further channels of
the form (ab) + c.

We shall consider a process in which particle a is incident with momentum
p on the ground state (bc);. We label this channel as channel 1, and the corre-
sponding stationary state is then |p, 14). This has wave function (x4, Xs|p, 1+)
depending on the two variables x, and x;, and the question immediately arises:
Do we want the asymptotic behavior as x, — oo, or x; — oo, or per-
haps both? In fact, all of these cases are of interest, as can readily be seen. If
X, — 0o with x; fixed, then the wave function should show the effects of those
channels in which particles a moves far away from b and ¢ (and which are open
at the energy considered). However, we would not expect to see those channels
in which a is captured [a + (bc); — b+ (ac);], nor those in which a and b move
off together [a + (bc); — (ab); + ¢]. Thus, as x, — oo with z;, fixed, the wave
function (x,,xp|p, 14) should consist of an incident plane wave in channel 1
plus outgoing waves in the channels a + (bc); and a + b + ¢. Instead, if we let
X, — 00 with x, fixed, then we should see the outgoing waves in the channels
b+ (ac); and a + b+ ¢, but not the others.

We begin with the case that x, — 0o with x;, fixed. We proceed in close anal-
ogy with the one-channel analysis of Section A.8, starting from the Lippmann-
Schwinger equation

Ip,1+) = |p, 1) + GY(E +i0)V'|p, 1+) (B.119)

To get at the wave function (x,,%,|p, 14+) we need to know the spatial matrix
elements (x,, x,|G1(2)|x},, x}) of the channel 1 Green’s operator. In the one-
channel case we evaluated the matrix element (x|G%(2)|x’) of the free Green’s
operator by inserting a complete set of eigenvectors |p) of the free Hamilto-
nian H°. In the present case we seek analogous eigenvectors of the channel 1
Hamiltonian, which we write as

P, . Pj :

P;
B = g+ 2y Ve = g, Hoo (5120

Here the second term is the Hamiltonian of particle b in the field of the fixed
particle ¢. From this it is clear that we can take as eigenfunctions of H' the

products, 4
(2m) 3/ 2ePXa g (xp) (B.121)

where ¢, (73) denotes any of the eigenfunctions of H .y with energy E,. These
are of two types; there are the n bound states (bc)y, ..., (bc), with wave func-
tions ¢1(Xp), .-, dn(xp). Also, there are the continuum states, which for exam-
ple we could choose to be the outgoing wave scattering states of b in the field
of c. In either case the function (B.121) are eigenfunctions of H' with energy
(p?/2my) + E,.
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When ¢,,(xp) is one of the bound-state wave functions ¢4, ..., ¢,, the func-
tion (B.121) is precisely the free wave function of the channel a + (bc),. The
same is not true of the continuum functions; in this case the function (B.121)
is not the free wave function of any channel. Therefore, the basis of eigen-
functions (B.121) of the channel Hamiltonian H! is, a curious hybrid. The
discrete part consists of free channel wave functions (X,,Xp|p, @) where a runs
over all channels with the arrangement a + (bc),. The continuous part consists
of functions that have no simple relation to any channels. In fact, one shall
be mainly interested in the discrete part of the basis, and it is for this reason
that we identify the functions ¢, (xp) with the same label a as used to identify
channels. However, it must be remembered that this a runs over some of the
channels (specifically those with the same arrangement as channel 1), and it
also runs over a continuous range corresponding to the continuum states of b in
the potential Vj.. To emphasize this point we shall write “sums” over o with
the symbol ([+3").

Now we can insert a complete set of the states (B.121) into the required
Green’s function, to give

zp (xa—x%, ¢a(xb)¢ (X,)*
(s 30lG () = (1) [l [+ S
(B.122)
The integral over p can be performed, exactly as in the one-channel case. Each

term in the sum over a has a pole at p = [2mq4(z — E4)]*/?; and for the case
z = I/ + 10 the result is

(X, 3| G (E+i0)[x., x / Z e x'¢a(xb)¢“(xb) (B.123)

7X/|

where p, = [2m.(E — E,)]*/? is the momentum of particle a if the target (bc)
is left with energy F,. In particular, we shall want the Green’s function for
rq > 7, in which case,

1 . / / Mg eipara 7ipa;<\a~x/
<Xayxb|G (E+ZO)|Xa7Xb> X, — OO - 27'('( + § ) r e “
a
a

X o (Xp)Pa(xy)”  (B.124)

We are now ready to establish the asymptotic form of the stationary wave
functions. From the Lippmann-Schwinger equation (B.119) it follows that

(Xa 0[P, 14) = (X0, X5/p, 1) + / de, / @2} (X0 x| G (B + i0) 0, x})
XV (K, X4) (% X P, 1) (B.125)

Substituting (B.124) for the Green’s function we obtain

7fpara

W}(%T) 3/2[ ’pra(z)l(xb) (27) ma/ Z
x¢a(xb)<paxya|v |p,1+>] (B.126)
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or

(%Xa, X0 [P, 1) =5 (2m) /[P (xs)

X, — 00
[+ ) paRara — p.1)

eiPaTa

$a(xp)]  (B.127)

a

This result is a natural generalization of the well-known one-channel result
(A.165). The first is the expected incident plane wave in channel 1; the second
term has a sum over «. This sum includes n discrete values, corresponding to
the bound states (bc)y, ..., (bc),, plus continuous values corresponding to the
continuum states of the target (bc). For the moment we focus attention on the
n discrete terms. Each of these is the product of three factors: an amplitude, a
spherically spreading wave for particle a, and the target function ¢ (xp). Since
the momentum of the spherical wave is:

Pa = [2mq(E — E,)]'/? (B.128)

we see that each term in the sum represents the particle a travelling outwards
with energy F — E, having excited the target to the state (bc), with energy
E,.

If the total energy FE is less than F,,, then the momentum (B.128) in channel
« is pure imaginary. In this case the contribution of channel « to the asymptotic
form (B.127) vanishes exponentially as r, — oco. Thus, the sum in (B.127) can
be taken to include only those channels that are open at energy F. In particular,
if the energy is below that necessary to disintegrate the target, the “sum” in
(B.127) is a genuine sum with no contribution from the continuum.

If the incident energy is sufficient to break up the target, then the “sum” in
the asymptotic form (B.127) includes an integral over the continuum states. It
can be shown that these terms represent outgoing waves in the breakup channel
a+ b+ c. It is also not hard to extend these results to more general systems,
in which both projectile and target are composites made up of several particles
(atom-atom collisions, for example). However, we shall not go into these cases.

The cross sections for elastic scattering and for excitation can easily be read
off from the asymptotic form (B.127). The first term represents a steady incident
flux per unit area = (2#)’3%, in channel 1. The o' term in the sum represents
a scattered fluz per unit solid angle = (2m) ™| f(Pa, @ < p,1)|*E= in channel a.
Thus we obtain

do _ scattered flux/solid angle

— — 1) =
dQ(pa,a p,1)

p
= f\f(pma —p, 1)

(B.129)

incient flux/area

as expected.

B.8.5 Asymptotic form of the wave function; Rearrangement collisions

So far we have considered the behavior of the stationary wave function (z|p, 1+)
as the coordinate of the original projectile approaches infinity, with all target co-
ordinates fixed. As expected this displayed the effects of these channels with the
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same arrangement as that of the incident channel 1. If we wish to see the effects
of rearrangement collision, then we must let some of the target coordinates go
to infinity. Here we shall consider the same three-particle model as above with
a incident on the ground state (bc)q, and examine the wave function as x; goes
to infinity with x, fixed. This should display the effects of the rearrangement
collisions

a+ (bc)1 — b+ (ac)s

The analysis of this case is quite similar to the previous one. The first step is
to obtain some analogue of the Lippmann-Schwinger equation (B.119) in terms
of the final Channel Green’s operator G#(z) = (2 — H?)™!, where H? is the
Hamiltonian of the final channel under consideration,

HB — pg + pg

- Vac B.130
2mp  2my + ( )

We start with the original Lippmann-Schwinger equation
p,1+) = |p, 1) + G'(E +i0)V'|p, 1+) (B.131)
and rewrite G' in terms of G# as
G'=GP +GP(VP - VvhHG! (B.132)
This gives
p,14) = |p. 1) + G°V'|p,1+) + G*(VF - V1)G'V'|p, 1+) (B.133)
Since G'V1|p, 1+) in the last term is the same as |p, 1+) — |p, 1), this gives
Ip,1+) = G°VP|p, 14) + |o) (B.134)

where

o) =[p, 1) = G (VP = V)lp, 1) (B.135)

It can be shown that the vector |o) is orthogonal to all vectors in the channels
of interest, i.e., the channels b + (ac)g. Therefore it need not concern us here
and we shall omit it from the next few equations. The first term in (B.134) can
be treated by the techniques of the previous section.

To evaluate the spatial matrix elements of G”(z) we need a set of eigenfunc-
tions for the channel Hamiltonian H” of (B.130). These have the form

(2m) =220y 5 (xa)

where xg(x,) stands for any of the (ac) bound-state wave functions or the
corresponding continuum functions. This gives an expression for the matrix
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elements of G? analogous to (B.124) for G' (but with x,,m4, and ¢, replaced
by xp, mp, and xg). Substitution into the expression (B.134) for |p, 1+) gives

ezpﬁrb

™ X6 (Xa)

(0201, 14—y (2) 2= 2P+ 3)
B
x(paxp, BV [P, 14)]  (B.136)
Bearing in mind that for the rearrangement
a+ (be)1 — b+ (ac)s
the amplitude is
f(Pp, B8 — p,1) = —(2m)* (mams) ' *t(ps, B — p, 1) (B.137)

we can rewrite (B.136) in the final form

1/2
(Xa>Xb|p, 1+>W(27T)_3/2 (:b) (/ + Z)f(pﬁﬁbaﬂ —p,1)
¢ g

e'PBTo
X

xg(xq,) (B.138)
Ty
where pg = [2m(E — Eg)]'/2.

This result has exactly the expected form; there is no incident wave. The
discrete part of the sum runs over those open channels with the arrangement
b+ (ac) (the closed-channel terms go to zero exponentially and can be dropped)
and each term represents the particle b moving out in a spherical wave leav-
ing particle a in the bound state x3(x,). Finally, it can be shown that the
continuum terms represent the channel a + b + ¢ as before.

The relevant cross sections can be read off from (B.138). The scattered flux
per unit solid angle in any of the discrete channels 3 is

_3Mmy 2 Pg
o) 3 =2 1222
(2m) 72 (0, 0 — D PP

while the incident flux in channel 1 is (27)~3p/m, as before. Thus,

do

(s 0 =) =1, 5 p, 1) (B.139)

as expected.

B.9 Multichannel Scattering with Identical Particles

In this section we proceed to the general multichannel problem and shall find
that the scattering theory for systems of identical particles can be obtained from
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that for distinct particles by the use of symmetrizing projectors, much as in the
single-channel case.

We consider an arbitrary system of N particles, at least some of which are
identical, and which has Hamiltonian H. We can, of course, imagine H to be
the Hamiltonian of N distinct particles (the fact that H commutes with the
relevant permutation operators does not prevent this) in which case we already
understand the corresponding scattering theory as follows.

The general state, which is labelled by an arbitrary function of the N vari-
ables z;, can be written as a superposition of the bound states (of all N particles)
and scattering states. The latter are the states of interest and can themselves
be classified according to the channels from which they have evolved as t — —o0
(or to which they will evolve as t — +00).

The general scattering state can be expressed as a superposition of states
each coming from some definite in channel, and similarly of states each going
into some definite out channel.

For an arbitrary wave function ¢ the orbit e %) does not represent an
allowed orbit of the actual system (with identical particles) since ¢» does not have
the required symmetry. However, we have only to multiply by the appropriate
projector A to obtain an orbit that does. Under the action of A the situation
described in the previous paragraph changes. In particular, the number of
channels is reduced in two ways.

The first change can be easily understood by considering the example of
electron-Hydrogen scattering. Here, for every channel with the grouping

e1 + (e2p)

there is a second channel of the form

ez + (e1p)

obtained by permuting the two electrons. If the electrons are distinguishable
these two channels are physically distinct. In reality, however, the electrons
are indistinguishable and the distinction between the two channels is without
physical meaning. Nonetheless, in the formalism that we choose to adapt, the
two channels are mathematically distinct, wave functions of the former having
the form

X(w1)p(z2)

(where y is an arbitrary wave packet, and ¢ is the hydrogen bound-state wave
function) while those of the latter have the form

X(72)¢(71)

In general, whenever a channel has two or more identical particles distributed
among its freely moving fragments there is a whole family of channels obtained
simply by permuting identical particles among the different fragments. These
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channels, while mathematically distinct, are physically indistinguishable, any
one of them can be used to identify the same physical situation.

To illustrate the second reduction in the number of channels we consider the
slightly more complicated example of electron-helium scattering. The point is
that if the three electrons are distinguishable then there are channels in which
the electrons of the helium atom have a symmetric bound-state wave function.
As soon as we act with the anti-symmetrizing projector these wave functions
are annihilated, corresponding to the obvious fact that the real helium atom has
only anti-symmetric states. In enumerating the channels of a system containing
identical particles we shall count only those channels in which the particles of
each fragment have the correct allowed symmetry. By the same token we shall
always use channel wave functions which are properly symmetrized with respect
to the internal coordinates of each fragment. Thus, the wave function describing
an electron incident on a helium atom will have the form

X(w1)p(z2,73)

where x(x1) is the incident wave packet and ¢(x2,z3) is the properly antisym-
metric helium wave function.

B.9.1 Transition probabilities and cross section

Having classified the channels of our N —particle system we can now set up
a time-dependent description of the collision process and compute the various
scattering probabilities. If we multiply the appropriate results for distinct par-
ticles by the symmetrizer A we immediately obtain the asymptotic condition for
identical particles. An orbit that originates in channel « has the form

Ae™"y)) A i) [[) = QF [thin)] (B.140)
while an orbit which is going to terminate in channel « has the form

Ae_thW) Ae_iHQt|"/}out> H@ = Q(iwjout” (B141)

t — —o0

t — 400

Suppose now that we wish for the probability that an in state |¢) in channel
a lead to the out state |¢') in channel o/. If the in state was given by [;,) = |@)
in £, then according to (B.140) the actual state at t = 0 is

aAQ? o) (B.142)

where a is some normalization factor. If the out asymptote were going to be
|¢') in L*, then according to (B.141) the actual state at t = 0 would have to
be

a’AQ® |¢') (B.143)

with a’ the appropriate normalization factor. The required transition amplitude
is just the overlap of these two functions, and hence,

w(@,a’ — ¢,a) = (a'a)’|(AQY ¢'|AQS §)
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= (d'a)’|[(AQ% ¢'10% )|
oc | (T2 ¢/ 105 )2 (B.144)
11

The interpretation of this result is completely natural. The first term inside
the sum (that coming from II = 1) is the amplitude one would obtain for the
process if the particles were all distinct; the other terms are the amplitudes for
the various “exchange” processes differing from the original one by permutations
of the final (identical) particles. Since the particles are really indistinguishable,
the actual amplitude is obtained by summing all of these amplitudes, multiplied
by the appropriate factors +1 if the particles are fermions.

To determine the constant of proportionality in (B.144) we determine the
normalization factors a and o’ in the states (B.142) and (B.143). The calculation
of these factors in general (i.e., with arbitrary numbers of particles of arbitrarily
many different types and with arbitrary channels « and ') is straightforward
but tedious. For important special case of a collision between a single particle
and a target containing N particles of the same type as the projectile (this in-
cludes the important examples of collisions between an electron and N-electron
atom, and between a nucleon and an N-body nucleus with proton and neutrons
treated as identical using the isospin formalism), for processes in which the in
and out channels have the same arrangements (i.e., only elastic scattering and
excitation), the normalization factors a and a’ are (N + 1)}/2. Therefore we
have

w(@,a’ — ¢,a) = (N + 1)°[(AQY ¢/|Q%6)|°
2

_ (%)2 S (10 ¢'0%. ) (B.145)
IT

To simplify the sum in (B.145) it is convenient to rewrite each of the per-
mutations II of the N + 1 particles 0,1,..., N in the form

H _ H/Hl/

where IT' exchanges 0 with one of the variables 0, ..., N leaving all others alone,
while I1” is a permutation of 1, ..., N only. The sum over the (N +1)! permuta-
tions IT can then be replaced by a sum over the (N +1) permutations II' and the
N! permutations II”. Now, the wave function on which II operates is already
symmetrized with respect to particles 1,..., N and so each of the N! different
permutations II” produces the same result. Summing over these exactly cancels
the factor 1/N! outside to give

2

w(@, 0’ — ¢,a) = [ (IO ¢'10% ¢) (B.146)
I

where now Y. denotes a sum over the N + 1 permutations that exchange the
original projectile O with one of the particles 0, ..., N leaving all other particles
undisturbed.
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Finally we can divide the sum E/ into one term corresponding to IT = 1
and the remaining N terms in which particle 0 changes place with one of the
target particles 1,..., N. Since the wave function on which II acts is already
symmetrized with respect to particles 1,..., N then last N terms are all the
same and we arrive at the final result.

’ ’ 2
w(¢', o' — ¢, a) = |(Q2 ¢'|QF6) + NN [T Q2 ¢']Q% ¢) (B.147)

where as usual 7 = 1 depending on whether the particles are bosons or fermions

and IIp; denotes the permutation which just exchanges particles 0 and 1.
From this result we can immediately proceed to the calculation of the ob-

served cross section. We assume spinless particles and target for simplicity. We

obtain
do, , , o~ 9
g (P’ < pa)="-[f(p’ o —p,a) (B.148)

iSRS

where

~

f(p,d —p,a)= fau(p',a — p,a) + NN for(p', 0/ «— p, ) (B.149)
Here fy4; is the amplitude one would calculate for the “direct” process
direct : 04+ (12---N)oy — 0+ (12 N)y (B.150)
on the assumption that the particles are distinct; that is
fai(p',0 —p,a) = f(p,d/ < p,a) (B.151)

if, as usual, we use f to denote the amplitude calculated for distinct particles.
The amplitude f., is the corresponding “exchange” amplitude for the ejection
of particle 1 with momentum p’ and the simultaneous capture of particle 0

exchange: 0+ (12---N), =14+ (02---N)y (B.152)

fez(P',0/ = p,a) = f(p',& «— p,a) (B.153)

where &’ denotes the exchange channel of (B.152). Since the original particle
0 can exchange with any one of the NV equivalent particles in the target, the
amplitude f., appears multiplied by N in the expression (B.149) for f.
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C. ALKALI ATOMS IN A MAGNETIC GUIDE:MATRIX
ELEMENTS

The matrix elements of the Hamiltonian (8.10) can be calculated analytically
by exploiting the recurrence relation of the associated Laguerre polynomials
[94, 95]. The matrix reads

(i| H|j)= %[(z | p? | j) + (i | rsinfcos (S, + al,) | )+ (i | 7sinfsin @
C(S, +ady) | ) — 20 | reosB(S, +alL) | )+ 8 | 1-S | )] (C.1)
Here i = (n,l,m;,ms), j = (', I',m},m)),
@1p°13) = SRR | (55 + -5 | RO | V)
RS | o | B 22 Y Y, mg |l (C2)
with m = M —m; — mg and m' = M —m} —m/,
(i | rsinfcosp(S, +aL,) | ) = (RS |r| RO |sinfeosg | i)

X (mi,ms | (Sz + aly) | mj,mg) (C.3)

(i | rsin@sin (S, + aly) | 7) = (RS || RS)(Y™ | sin@sing | Y
X (miyms | (Sy + aldy) | mg,mg)  (C.4)

(i | reosO(S. +al.) [ j) = (RS |r|Ry) (Y™ |cost| V")
X (mi,ms | (S, +al,) | mi,m.) (C.5)
and

(i1 T-S 1) = (B, | R)Y™ | Y ) (miym | 1-S | ml,m)) (C.6)

C.1 Radial Matrix Elements
The Laguerre polynomials satisfy the following recursion relation

rLl, =—m+ )L, +@2n+1+ 1)L — (n+ 1)L, (C.7)



This yields the following relation for the basis functions R%)

rRO = —(n+ DR, + 2n + DRY — R, (C8)

From which we obtain

1
2 20
4RO T 4 22 ROy = ! —1 o —2(n? 16,
G |3T2+r8r|Rn> n'(n )0n,nr—2 (n=+n"+1)0,,
+(n +1)(n" +2)8nn 12 (C.10)
RO |21 RY) = =00t + (L4 2080 — (140
T
(C.11)
CRO RS = (0 = D)0 6ppiz — 4061 + (24 61/ (1 + 0')) 5

— 414+ 1) 26501+ (L + 1) 2+ 1)6nnrs0 (C.12)

CHRO |1 | RO = —(n' = 2)(n — 1)1/ G5 + 3(n) — )0/ (20 = 1)6p 2

=30/ (14 5026, -1 + 2(1 4+ 20/)(3 + 50/ (1 + 1)) 5y nr

=3(1+n")(6+50 (24 n"))0nn+1+3(1+n")(2+n")(3+ 20 )5 n 12
—(1+n")2+n)YB+n)0nn+s (C.13)

C.2 Angular Matrix Elements

For the angular matrix elements the following relations are needed

cosf | V™) = (L =m)(I+m) m>+\/(l—m+1)(l+m+1)| m )

(20 —1)(21+1) R (20 +1)(20 + 3) 1
(C.14)

. +ip my (l:Fm)(l:Fm_]') m=+1
sinfe™ [ 177) jE\/ RS S R

(Em+2)(Em+1) | i
$\/ (2 +3)(2 +1) |V (C.15)

197



From which we obtain

(= m") (I + )
QU —1)2 +1)

6l,l’715m,m’

(Y™ | cos | ™) =\/

n —m'+1)V+m +1)
(21 +1)(21' + 3)

01,17 +10m,m’ (C.16)

VER)EFW 1)
QU —1)@r+1) rimmt

(V™ | sinfeti® | ') = jE\/(

E£m +2)(I' £m/ +1)
011 410m.m—1 (C.17
\/ U + 1)(20 + 3) L1 0mme—1 (C.17)
(Y;™ | sinfcosp | Y') = LY/ | sin e’ | V') + (V™ | sinfe= i | Yy')
(C.18)
’ 1 . ’
(Y™ | sinfsing | Y ) = 2—(Ylm | sinfe’® | Y, )
(3
1 ; '
_Z<Ylm | sinfe™" | Y,*) (C.19)
C.3 Spin Matrix Elements
For spin matrix elements the following relations are needed
h
L |m;) = 5\/(i+mi +1)(i —my) | m; + 1)
h
+§\/(i—mi+1)(i+mi) | m; —1) (C.20)
h - -
Iy|m) = oo/ (i mi+1)(i=my) | m; +1)
by (i —mi+ 1) +my) | m; — 1) (C.21)

1 is integer or half-integer and —i < m; < i. From these equations we obtain

Lo = -
(mi | I | mj) = 5\/(2 +m; +1)(i — mi)(smi,m;—&-l

%
+ 5\/@ —mi + 1)(i + m3) 0, -1 (C.23)
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h - -
(mi | Iy | mi) = /(i mi 1) = mi)n, 1

h
= V= A D+ Mo mg—1 (C24)

For S-Matrix elements we should just put s = 1/2 instead of ¢ in above equa-
tions.

<miams | I-S | mé,m’s> = <mi | I, | m’-)(ms | Sz |mls>
+(mi | I | mg)(ms | Sy | m)

+ (mi | I | mj)(ms | Sz [ m)  (C.26)

199



D. BOSE-FERMI MAPPING THEOREM

In 1940 Nagamiya noted [102] that in the “fundamental sector” z; < zp <
... < zn the ground state wave function of a spatially uniform, 1D hard-core
Bose gas can be written as an ideal Fermi gas determinant, continuation into
other permutation sectors being effected by imposing overall Bose symmetry
under all permutations z; < z; in spite of the fermionic antisymmetry under
permutations of orbitals (not coordinates) in the fundamental sector. After
that in 1960 the Fermi-Bose mapping method which is much more general was
introduced independently by Girardeau [52] and Stachowiak [103]. The mapping
theorem holding also in the presence of external potentials and/or finite two-
particle or many-particle interactions in addition to the hard core interaction
[52]. Tt also applies to the 1D time-dependent many-body Schrédinger equation
and has been used to treat some time-dependent interference properties of the
1D hard core Bose gas [104, 105, 106, 107, 108]

We now briefly review the mapping theorem. In general the N-boson Hamil-
tonian is assumed to have the structure

N
HlD:—(h2/2m)28§i+V(z1,...,zN) (Dl)

j=1

where the real, symmetric function V' contains all external potentials (e.g., a
longitudinal trap potential) as well as any finite interaction potentials not in-
cluding the Hard-sphere repulsion, which is instead treated as a constraint on
allowed wave functions ¥g(z1,...,2N)

Yp=0 1if |zj —zk| <a, (1<j<k<N) (D.2)

Let ¥p(z1,...,2n5) be a fermionic solution of Hyptp = Ev which is antisym-
metric under all pair exchanges z; < 2z, hence all permutations. One can
consider 1¥r to be either the wave function of a fictitious system of “spinless
fermions”, or else that of a system of real, spin-aligned fermions. Define a “unit
antisymmetric function” [52]

A(z1,...,2n) = H sgn(zr — 25), (D.3)
1<j<k<N

where sgn(z) is the algebraic sign of the coordinate difference z = 2z, — z;, i.e.,
it is +1(—1) if z > 0(z < 0). For given antisymmetric ¢, define a bosonic
wave function ¢ g by

7/13(21,...,2]\[) :A(Zlv"'7ZN)¢F(217"'7ZN) (D4)



which defines the Fermi-Bose mapping. g satisfies the hard core constraint
(D.2) if ¢ does, is totally symmetric (bosonic) under permutations, obeys the
same boundary conditions as ¥, and Hipy¥p = E¢p follows from Hipyp =
Eyp [52, 109]. In the case of periodic boundary conditions (no trap poten-
tial, spatially uniform system) one must add the proviso that the boundary
conditions are only preserved under the mapping if N is odd, but the case of
even N is accommodated by imposing periodic boundary conditions on ¥z but
antiperiodic boundary conditions on i p.

The mapping theorem leads to explicit expressions for all many-body energy
eigenstates and eigenvalues under the assumption that the only two-particle
interaction is a zero-range hard repulsion, represented by the a — 0 limit of the
hard-core constraint, the “T'G gas”. Such solutions were obtained in Sec. 3 of
[562] for periodic boundary conditions and no external potential.
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E. BOUNDARY CONDITIONS

In the limit r tends to zero, u in (5.17) goes to zero. This boundary condition
can be satisfied easily by putting u(r = 0) = 0 and u_; = u; in the vicinity of
r = 0. The latter is needed for approximating the derivatives j—;u(r(:ﬁ)) and
£ w(r(z)) near the point r = 0.

The boundary condition for u approximating the asymptotic form (5.10) at
large r can be written in the form
2)11]‘_2 + Oé§-3)11j_3 + 045-4)11]‘_4 =gj j= N—-2N-1N

(E.1)

where o;’s are diagonal Ny X Ny matrices and g; is a Np-dimensional vector.
The above boundary conditions are constructed by eliminating the unknown
amplitudes fp,  from the asymptotic equations (5.10) written for a few r;s
neighboring to the point 7y = R. This gives the values for the coefficients o;’s
and g;. In general for up to four open channels we have

u; + oz§-1)uj_1 + ag-

(l)} _ 1,( I-1,m l,m) ri On () (27— ]2 ,])
ot = (=) (Tt pbm) L T L ke (12711255 g,
|: I Jmm/ ( ) J J Tj—1 ane (p_;n—l)
(1=1,2,3,4) (E.2)

and

ne 4

8310 = 23/ Mo, (5 ) 51 30 31y o
n=0 [=0

(bn(p;n—l)

x (T 0™ 4 Ty I
bn, (P?iz)

J i (E.3)
For the case of bosonic (fermionic) collisions we must consider just the even
(odd) part of the equation (E.3), i.e. we just need to replace the term e~
by cosknz]"; (isink,z]";). Here ¢, (p) = ¢no0(p;p) is the eigenfunction of the
transverse trapping Hamiltonian [see (5.6)], p7* = r;sin 0, 2]* = 1; €080, 1
is the channel number of the initial state, and n. is the number of transversely

excited open channels. The complex numbers T; ™3 are given through

T;ﬂ”ﬂ = 6[,0 + (SlJ(CL;n + b;ﬂ + C;rb) + 6[}2(&?17}711 + a;nC;-n,1 + b‘;nC;rLI)

+o13a7'b clty (E4)



If ne < 1 (single-mode regime) a}* = 0, otherwise

0 = {E — (146 + c™)ER |+ (57 + e+ BT,
=07 el =0 s x {Z0—1 — (L + 0" + " )=g o

+ (b 4+ b )2 s — b = g ! (E.5)
if ne <2, 07" =0, otherwise

o' = {27 — 1+ EP 1 + 'EY o}
_ 1
X 1211 — (L+ =T + BT s

if ne <3, ¢ =0, otherwise

C}n = ~2,g - uzj 1} {uz,jq - 52,1'72}_1 (E.7)

where Z" . = — ilkn—k ne)\z"qM

] Gne (P ky and k,_ are given by (5.9).

J
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F. FAST IMPLICIT MATRIX ALGORITHM

Following the idea of the LU decomposition [61] and the sweep method [62] (or
the Thomas algorithm [63]), we search the solution of the system of N vector
equations with any coefficient being a Ny X Ny matrix (5.24) in the form

u; = C;l)uj‘_t,_l + Cj@)uj‘_t,_g + Cj(‘3)uj+3a j = 1, veey N -3 (Fl)

Here we define u(r(z;)) as u; for simplicity. The Cjs are unknown Ny x Ny ma-
trices. To find the solution, first we should calculate the unknown C; matrices.
The plan is the following: Due to (F.1) we have

1 2 3
u;_p = CJ(-f)pujfgﬂ»l + Cj(quj*P+2 + Cj(-,)pujfp+37 p= 1) 273 ) (FQ)

then one obtains

w1 = O u; + O w0 + O uy (F.3)
1 1 2 1 2 3 1 3
uj72 = [C;JQCJ(Jl + Cj(i)2:| uj + |:C](,)QCJ(,)1 + C](jQi| uj+1 + C](JQCJ(31UJ+2
(F.4)
and
1 1 1 1 2 2 1 3

1 1 2 1 3 2 2
+ [0, + e, + 2,02, | wjn
1 1 3 2 3

By substituting u; defined by (F.3-F.5) into (5.24) one can calculate u; in terms
of ujy1, ujt9, and uw;t3. Then, by comparing with (F.1) we find a recurrence
formula for calculating the unknown matrices Cj:

1 j 1 1 2 1 3 2 2
-pcV = Ad_, [e,00,02, 4 e, + ey |

j 1 2 3 j 2 j
+ A, [0 + ] + Al C) + AL (F.6)

@ _ Al oo c® 4 @ o®
-pc® = Al |cete + o el

j 1 3 j 3 j
+AL_,c0,00 + AL+ AT, (F.7)



and
5
~DCY = AT, (F.8)
Here
j 1 1 1 1 2 2 1 3
D = Al [ceed o, + el + o)

+ ), (00, + O]+ AL O, + A+ 2l - V) (F9)
By using the left-side boundary conditions and (F.1) one can calculate the C;
matrices for j = 1, 2, and 3. Then by using (F.9-F.6) we calculate all the
matrices C;. Subsequently by using the right-side boundary conditions (E.1)
and recurrence formula (F.1) we first calculate u; for j = N —2,N — 1, and N
and then u; for j =1,...,N — 3.
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