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ABSTRACT

A numerical technique for the solution of the
Quantum Liouville equation is discussed which is
expected to be useful for mixed states describing highly
excited many body systems.

The equation is represented in phase-space, where
the density operator becomes the Wigner function. The
Liouville operator which determines its time evolution,
separates into a classical and quantum term. When the
Wigner function varies slowly in momentum, the quasi-
classical approximation is valid in which one keeps only
the first order quantum term in the Liouville equation.

The Wigner function is represented by a sample set
of gaussian smeared points. In an iterative time
development scheme, the points are propagated first
along a classical phase-space trajectory, which is then
followed by a quantum development. The latter is
represented by a stochastic process incorporated into
the numerical procedure as a generalized Markovian
process.

This method is numerically tested for an anharmonic
quartic potential. The contours of the Wigner function
at different time intervals are compared with the purely
classical and exact results. It is seen that it provides
a definite improvement over the purely classical
approximation. Various averages are also compared and
sources of error discussed.

In addition it was discovered that intermediate
mixed states show a 'quantum focussing' effect, wherein
the function peaks to values greater than the original
maximum, This quantum-mechanical effect did not appear
in the pure case, and dissappears because of Liouville's
theorem for highly mixed states which are essentially
classical. There are other numerical schemes, which
treat the points as moving in an effective potential,
wherein the points retain their identity. These again by
Liouville's theorem cannot show this focussing effect.
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Chapter 1

Introduction

It is of fundamental interest to study the time
development of complex quantum mechanical systems. A
convenient formulation for this purpose may be made in
phase space by the Wigner-Weyl representation,l=7 where
the gquantum mechanical state and coperators are
represented as joint functions of co-ordinate and
momentum variables. Not only does this formalism vield
expressions which may be directly compared with
classical mechanics, but these are also most suited to
deal with quantum mechanical states which are highly
mixed . In this thesis it is our purpose to develop an
approximate numerical technique in the Wigner(Weyl)
formalism, applicable to the study of the time evolution
of mixed states.

Mixed states occur typically in many bedy systems
where the energy eigenstates are closely spaced, and one
can only deal with averages over a distribution of pure
states known only via a probability distribution (see
appendix 1 for an explanation of pure and mixed states).

The Wigner representation of these mixed states in phase




space are slowly varying functions of the coordinates .
For functions with slow variation in momentum
coordinates, it will be shown that the equation of
motion, when expanded in increasing powers of momentum
derivatives, converges towards the classical limit.
Systems where the momentum variation of the function is
so slow, that the first order quantum correction is
sufficient for the description of its time evolution,
will be termed quasi-classical systems. We will be
solving the quantum Liouville equation, which determines
the time evolution of the density operator of a quantum
mechanical system ,in the quasi-classical approximation,
in phase space, by a stochastic procedure.

The method discussed here can find direct
applications to nuclear heavy ion collision problems,
such as in the Time Dependent Hartree Fock (TDHF)
methods. 1-D calculations for collision between infinite
slabs of nuclear matter by TDHF have been attempted,
using time dependent single particle wave functions 8,
An extension to three dimensional calculations of.these
methods involve expensive computing facilities. Another
approach to TDHF, using a pseudoparticle simulation of
the Wigner function was basically limited to a classical
approximation.?

Analytic schemes for the solution of guantum
Liouville equation have also been attempted in recent

years. Such methods include an approximate scheme by




solving for a set of coupled self-consistent equations
for the density matrix using the Wigner functionll,
Another scheme is to represent the remainder term as an
exact expression, in the series expansion of the
quantum Liouville equationl2., The general utility of
such methods is yet to be worked out.

Here we attempt a direct numerical solution to the
time dependence of the Wigner function, by, incorporating
the quantum effects via a generalized Markov process.
The advantage of this formulation will be an easy
extension to higher dimensions, and the study of various
other problems,such as collision problenms,highly excited

many body systems, few body problems etc.

1.1 The Wigner Function

One of the natural backgrounds in which a
comparison between classical and quantum mechanics may
be made is the phase space - a 2n dimensional space with
the dynamical variable and its conjugate momenta as
generalized co-ordinates. It is possible to reformulate
gquantum mechanics in phase space in a manner suggested
by Wigner(Weyl). In this formalism linear operators are
represented as joint functions of (x,p) by the

Wigner (Weyl) transform defined for an operator A as
a,(x,p) =.f dy elPY <x=-iy|A|x+iy>

The Wigner function is a representation of the




gquantum mechanical state as a function in phase
space.14-2° If » is the density operator representing
the state,the Wigner function is defined by (we set #=l)

£,(x%,p) = I ay eipy <x=ky|p|xXthy>

or alternatively
£ = [ ay eix
w(X,P) = dy e <p-hY|p | pthy>
For a pure state p = [U><y| which gives

£,(x,0) = | ay ePY o*(x+uy) ¥ (x-4y)

The Wigner function can be considered as a guantum-
mechanical probability distribution with the following
properties.

l, It is a hermitian, bilinear form of the wave function
v,
2. The following properties parallel the classical

distribution function

1 [ oap £,000) = <xip|x>

| ax £,(x,p) = <plolp>

i.e. if integrated over p it gives the correct
probabilities for the different values of x, and

similarly for x <~> p with

1 Jaxap g,x,p) =1

2




3. For an operator A whose Wigner transform is A,, the

expectation value is given by

<aA> = %_ | ax ap a,(x,p) £, (x,p) (1.1)
m

Hence in the Quantum mechanical picture we have a
gquantum mechanical distribution function evolving in
time, and expectation values of observables are given as
averages of Wigner transforms of operators, over this
distribution.

4. The Wigner function is real. i.e. £* = f. This

follows from property 1.

Howéver, the Wigner function is not a true
'probability' distribution function because the function
itself can attain negative values . In contrast the
classical distribution functions are always positive.

The Wigner function has found a wide range of
applications in fields which include fundamental aspects
of gquantum mechanics, statistical mechanics, collision

theory etc.

Some typical Wigner functions

All the cases presented here represent pure
states. In some instances, the states are eigenstates of

some typical Hamiltonian.




1. Delta function in free space ¥(x) = §(x - %j)

I dy eipy 6 (X+hy-X3i) 6 (X=y-Xi)

fw (xlp)

e1P2 (x-%1) §(2(x=x1))

1 6 (x-x4)
2

that is £, is non-zero on a straight line parallel

to p axis at x = xj.

2. A free minimum wave packet

The time dependence of the free-packet can be
seperated in momentum space as:

c(p,t) = c(p) e iP’t/2m

where C(p) is a minimum packet peaked at pg,xp with
width /o

c(p) = ?E%ZTT e[~ (P=Pp)?/4c - ip.Xq]

and the corresponding Wigner function is

3, Harmonic Oscillator : Energy eigenstates

The normalised oscillator wave functions are

In(x) = (M)t (2Pnl/r)™% Hp(mox/#)e T9¥*/2
where Hy, is the Hermite polynomial of order n and the

corresponding Wigner function is
£,(x,p) = 2(-1)" e 2HOPI/w 1 (O 14m(x,p) /0 ]

vhere H is the Hamiltonian and L, is a Laguerre




pelynomial.

n
I = m 3 (B LB

m=0 !
These functions have negative regions, showing that
the Wigner function is not positive definite throughout

phase space.

1.2 Time Evolution of the Wigner Function.

The time evolution is given by the Wigner transform
of the quantum Liouville equation for the density
operator.

iép/3t = [H,p)
Taking the Wigner transform of both sides, and using the
formula for the Wigner transform of a product of two
functions:

A/21

(AB), = A,(x,p) € B, (x,p)

where A is the Poisson Bracket operator defined by

o

A= Yy - Vg T
where the arrows denote the direction in which the Vv
operator is to be applied. This gives
3f,(t)/at = -2 H sin(a/2) £,(t) (1.2)

A formal solution to the equation is

£, (t) = e[-2tH sin(A/2)] £, (0) (1.3)

Now expanding the sin term in equation 1.2 we get

8f,(t)/at = ~H A £, + (1/24) HASE, +......

= (Lg + Lg )£, (1.4)




where Lg is the Classical Liouville operator and Ly the
guantum Liouville operator given by

3H 3 _ aH 4
ax ap sp ax

Ly = (1/24) H A —(1/1920) H A% + ......
Assuming an Hamiltonian of the form
H = p?/2n + V(%)

1 3% 5° 1 3°H 3°

Lg = = 722 “ax3 ap3" 1920 ax5 apdTrcce

(for a more general Hamiltonian, operator derivatives
w.r.t. X also appear.)

In the quasi-classical limit, for slowly varying
functions of the momenta we keep only the first term in
Lg and neglect higher order derivatives. Hence the

quasi-classical limit is defined by

Ly = (1/24) H A°
In the classical limit eqn 1.4 reduces to the
classical Liouville equation.
8f,/at = =HAE,
= ={H,f,}
The R.H.S. is the Poisson Bracket. This is the

classical correspondence that one naturally desires.

1.3 Numerical Solutions

In some typical numerical calculations in current




10
literature, the Wigner function is represented by a

sampled set of points in phase space and these points
are propagated classically under an effective potential

defined by 10

3 3
a x ap dx dp 24 ax3 ap3

In such calculations, a representative point in phase
space retains its identity as a delta function in time.
These classically deterministic motions for the points
have given good results in the study for stationary
bound states. However, this method is extremely limited
in it's applicability.

Whereas in classical mechanics one can talk of the
trajectory of a point, in the quantum mechanical
Liouville equation it will be seen that the effect of
the first order quantum operator is to transform the
point into an oscillatory function of the Airy form
along the momentum coordinate. The concept of a
trajectory is lost by such transformations.

We incorporate this functional change of a point
into a numerical procedure which solves for the Quantum
Liouville equation in the quasi-classical limit.

As a model a simple one dimensional system is
considered in a quartic anharmonic Hamiltonian. In this
case there are no terms higher than the first order in
the cquantum operator. Infact we are solving for the

exact quantum Liouville equation in this potential.




Therefore this model will be most suited to test for the
efficacy of the numerical approximations introduced here
to incorporate the first order quantum term to the
classical approximation. It must be emphasized that the
effects of suppressing higher order terms in a quasi-
classical approximation is not discussed in this thesis,
but one may reasonably assume that for slowly varying
functions in momentum space, the order of magnitude of
the higher order terms are much smaller than the quasi-
classical term.

The numerical solutions so obtained are compared
with an exact formulation for the same system using an
expansion in terms of a basis set of normalized harmonic
oscillator wave functions.

In Chapter 2 we contrast the exact formulation with
the purely classical evolution of an arbitrary initial
state Wigner distribution representing a mixed state.

In Chapter 3 we formulate a numerical method for
the solution of the Quantum Liouville equation in phase
space by a stochastic procedure.

In Chapter 4 we test for the methods developed in 3
for the pure guantum development of a gaussian function.

In Chapter 5 we present an algorithm to implememt
the method for the time development of the Wigner

function and compare the results with that in Chapter 2.

11




chapter 2
Time Development of the Wigner function-An exactly

solvable Case.

Introduction

In this chapter the classical motion is contrasted
with the exact quantum mechanical motion for a class of
initial wWigner distributions representing mixed states.
For the classical case ,the path of the distribution is
followed in time using the classical Liocuville equation.
An exact quantum mechanical solution is obtained by

expanding in a basis set of orthonormal wave functions.

2.1 The Initial state Wigner function

Let £, (x%,p,0) represent a class of initial Wigner
distributions for mixed states. Let us consider its
time development in an anharmonic potential. Such a
detailed study has previously been done for the pure
case.?2 We extend the work to mixed states.

A convenient initial form chosen for fw(0) is a

gaussian function centered at (xg,Pg)

12
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£, (x,p,0) = 2 exp(-p(x-Xg)?/k? -pk?(p-po)?)

where g defines the extent of mixing and k determines
the assymetry of the distribution. For g=1 the
corresponding pg =|$><y| is a pure state with
¥ (X) = exp(-(x-xg)?-ixpp), a minimum wave packet.
8 < 1 implies a mixed state and the Wigner function
correspondingly becomes broader and hence a more slowly
varying function of the coordinates.

A normalization factor of g/2» is chosen so that

£f,(X0:Pp,0) always has a maximum value of 2.

B I £, dx dp = 1 (2.1)
2x

2.2 The exact formulation -~ expansion in orthonormal

states,

We study the time development of the wigner
function in a potential given by

V(x) = t k3x? + § kpxt (2.2)

The time dependence is given by

£,(t) = | dy eiPY <x-dy[,(t) |x+iy> (2.3)

A solution for this can be obtained by expanding in
a basis set of normalised harmonic oscillator wave
functions represented variously as |m>, |n>,|g>,|s> and
a basis set of the eigenstates of the total hamiltonian

represented as |u>, |v>.




14

£,(t) =} I dy eiPY<x-iy]m><m|p(t)|n><n|x+5y>
m,n

= ) <<xp|mn>> <<mn|p>> (2.4)

where
<<xp|mn>> = f ay elPY <y-iy|m><n|x+iy>

and
<<mn|p>> = <m|p(t)[n>

It can be shown?2 (see also Appendix 2.1)

<<xp|mn>> = 2 Jx Np N, exp(-x2-p2) 2m*n
min(m,n) - _ -
it (=2)7% (waip)™ K (yoip) kK
k k! (m=-k)! (n=k)!

where N = (20 n! /n )~}
Now
<<mn|p>> = <m|p(t) |n>

~iHt H

= } <m|u><uje 5(0) et t |v><v|n>

u,v

=y e~iloywy)t <m|u><u]g><qg|p (0) [s><s|v><v|n>
u,v,d,s

where o, and wy are the eigenfrequencies and <mju> etc.
are the overlap integrals of the eigenstates of H with
the harmonic oscillator wave function. These may be

written as
<u[m> = f <u|x ><x|m> ax

where <x|m> 1s the representative for harmonic
oscillator wave function and <x|u> represents the eigen-

function of the Hamiltonian given by
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Hu =Eu

where 2% 42
=D oo+ V(x)

A fourth-order Runge Kutta method is used to solve
this equation numerically to obtain the eigenfunction

<Xlu>. *

Evaluation of <d]ps(0)|s>

These are the matrix elements of the mixed state
density with the harmonic oscillator wave functions.

Expressing <q|pg|s> as
<g|pgls> =
f dx'dy'<q|x'- by'><x'=iy'|pglx'+iy'><x'+iy' s>

where <g|x'- iy'> etc. is the harmonic oscillator wave

functions and

<x=1y|polxtiy> = E;rLI e~ipy fo(x,p,0) dp
See Appendix 23for an explicit evaluation of <qjpg|s>.

Finally equation 2.4 may be rewritten as

fo(x,p,t) =} (2 - §pn ) Re(<<xp|mn>><<mn|p (t)>>)
m

o fug-]

(2.5)
The above form may now be computed. The algorithm

followed is basically as given in [22]. A maximum of 20




basis states were used. Wider distributions should
naturally require more basis states. In each case runs
were made with a smaller number of states to test for

convergence. A typical snapshot took about 10 minutes of

IBM computing time.

2.3 The Classical Development

To draw the classical contours Liouville's Theorem
may be used, which states that the volume occupied by a
system in phase space remains a constant. This implies
that the density in the neighbourhood of any system
point will be a constant. Therefore it is sufficient to
choose a set of points initially lying on the same equi-
density curve,propagate them in time using Hamilton's

equation,
X = 3H/a3p p = - aH/ox

and the final density curve is obtained by siﬁply

joining the final set of points.

2.4 Results contrasting the classical and exact solution
Table 1 gives the different cases studied.

The exact contours are contrasted with the
classical approximation for time=12r . See figures 1~7

We note the following features:

16
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Classical
The classical motion develops whorls and tendrils
and spreads itself into all available phase space
consistent with energy. As seen from the contours there
is a fine scale structure associated with it. That is,
within the whorls and tendrils densities range from the

maxima to zero.

Quantum: Pure Case

For the pure case ,the distribution keeping its
form as a unit blob oscillates back and forth,very much
like a semi~rigid body. The motion is that of a minimum
wave-packet obeying the uncertainity relations. It is
seen that the maximum does not increase beyond the
initial value. In fact, a spreading or decrease in
intensity from it's maxima has been reported in [22] for
states starting at high momenta.(pg = 3).

The Wigner function also develops large negative

regions .

Mixed State

The mixed state motion is more complex. In addition
there appears high intensity regions where the Wigner
function exceeds the value of the initial maximum of 2.
This !'gquantum focussing! is more intense for higher
mixed states.(Compare figures 5 and 6) This was a

totally unexpected phenomenon, because, as was seen, the
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pure state showed a dissipation effect, if any, and
again, for very small 8 (representing highly mixed
states), the system becomes classical and Liouville's
theorem again guarantees that focussing effects will
dissappear. Therefore this focussing is an intermediate
mixed state effect. The peaks remain even for very large

times, with a small modulation in its maximum value.




Table 1.

The various cases studied

Case State Mix(8) Anharmon (ky)
1. pure 1l 1
2. pure 1 .5
3. mixed .5 .5
4, mixed .5 .25

T S . S ) G W T W S VD S S Sy e S S S S P A G S S Sy SN SRS G S S D GEP GEN e LS S S GRS g S Sy g -
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fiqures 1-7
fig 1. A typical Initial Wigner distribution at t = 0

fig 2. Initial contours at values of 0.5, 1, 1.5
(counting from outermost towards the centre)
for p=1,1,.5,.25 Note increase in width for
smaller values of . (The scale has been changed

for g = .25)

fig 3 - 6. Each of these figures represent snapshots at
time = 12 ». The top set shows the cpntours for
the classical(left) and exact(right) respectively.
Dotted curves begin to appear at a value of 2.5
The lower set is the 3-D view of the exact
solution ,one at a tilt of 70° and the other

looking down the p axis.

fig 7. A picture at time = 6r for p=.25, kp =.5

Note the narrow peak in the middle.
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2.5 Moments of the distribution
In this section the moments for the classical and
the exact distributions are computed.These show

interesting features.

Classical Moments

Whereas the Liouville's theorem proved useful for
drawing constant density contours, it is not suitable to
extract information about the moments of the
distribution.

For this purpose we initially populate phase-space
with a set of sampled points

£,(x,p,0) = (2n/NB) } oj &§(x-xj) §(p-Pji)

(the normalization is chosen such that it satisfies
equation 2.3 and ¢; represents the sign of the function
at the point x4i,pj) and propagate these points by the
Hamilton's equations. In this case the points
themselves do not carry information about the function

but rather it is the density of points which defines the

local function.

Averages are calculated as follows:
<x>=1/N } X§j o4

<p> = 1/N } pj oj

<x2> = 1/N ¥ xj2

1/N ¥ py?

1/N } xi * pj

<p2>

<xp>

28




with the width defined as

xy = J(<H2Z> - <x>2)
and the correlation function as

corr = (<Xp> = <xX><p>)/ (=y ap)

It is seen £ig(8-10) that the total amplitude of
the motion decays very rapidly, as the distribution of
points acting independently spreads out uniformly in
phase space consistent with energy. The widths also
attain a constant value very rapidly. The motion becomes

totally uncorrelated in the x and p variables.

Moments of the Quantum mechanical distribution

Expressions for the various moments may be derived.

The expectation value of any observable is
<r> -ﬂ I £,(xX,p) r dx dp
Substitute from equation 2.5

= Re ) 2 (2=6ppn) <<mn]p>> g I <<xp|mn>> r dx dp
m n 2r

Re } 2 (2-6pn) <<mn|p>> <r>pn

where

<r>mn =% I <<xXpimn>> r dx dp
T

See appendix 2.5 for the explicit forms for <x>pn,

<P>mnrs <x2>mn ’ <p2>mn ¢ <XP>npn

29




Pure_ Case

The frequency of the averages and the widths are
basically that of a harmonic oscillator = 2r .In
addition there appears a slow amplitude modulation .
This implies that only a finite number of harmonic
oscillator functions contribute significantly in the
expansion and the modulations occur when these functions
move in and out of phase recurrently.

It is of interest to note that a time dependent
study of a probability distribution (not Wigner
distribution) for a coherent state in an exactly

solvable Hamiltonian shows these recurrences.l3

Mixed State

For highly mixed states the recurrence time is
larger, as more representative states contribute
significantly. Though the averages show a more
pronounced modulation, the variances are more arbitrary
in nature. This is because of the more complex structure

into which the distribution evolves.

30
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fiqures 8 - 10

fig 8. These show the variation of <x> and <p> with
time for the classical and the exact case. The
classical is denoted by the dotted line and the
exact by the solid line.

fig 9-10. The top left represents <p> plotted against
<x>. Top right represents the correlation function
with time defined as corr = (<xp> —-<x><p>)/cy cpe
The bottom set represents the widths for x and p
defined as «y, = /(<x2> - <x>2), The dotted curves

represents classical development.
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Chapter 3

The Quantum_ Liouville Equation-A Numerical Approximation

It was seen in the previous chapter that the purely
classical development differs significantly from the
exact development of the Wigner function. An improvement
over the classical may now be obtained by including the
quantum term. An approximate computational method is
discussed in this chapter to solve the gquantum Liouville
equation . The solution is expressed as a Markovian

process in at.

3.1 _An approximate expression for the time development

The Liouville equation for the Wigner function is

8%,(t)/dt = (Lo + Lg )£,(%) (3.1)
A formal solution of equation (3.1) is

f,(t) = exp((Le + Lg)t) £,(0) (3.2)
Now with At = t/n,

( efc + Lg)Atyn _ (Loat Lgat | §rp2yyD

This is the operator splitting formula (Trotter product)
and it is assumed that 0(at2?) is well behaved and

bounded when applied to states. It can be shown that an
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expression correct to (At)? is given by (appendix 3.1)
o(Letlg)at.  _Leat/2 | Lgpt _Loat/2
However, in a Markovian chain (by this is meant that in
an iterative chain, the transition probabilities in the

stochastic process will be independent of the previous

history of the the system) we have,

(eLeAt/2 Lgat JLoat/2yn_ Leat/2 ( Lgat Leaty Loat/2

When n is large the first and the last terms may be
ignored. Hence from the expression in the brackets on
R.H.S it is seen that the expression to order At is

effectively accurate to (at)2.

3.2 A Numerical Method

A numerical method for studying the time
development of £, (x,p,t) is to approximate the function
by a set of points in phase space,the density of points
being proportional to the function at that region. The
approximation is such that for an arbitrary test

function g we have

". fapprox g = ‘[ fg

with £ = 2x

2 oj 6(x=xj) & (p-Pj)
approx N iZ1 1 1

[l B~

where the delta functions represent the point and o4 is
the sign of the function at the point.
Defining
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§(¢=64) = 2n §(x-x4) 6(P-pPi)
the representation becomes

£,(%,0,0) =33 of 6(6 - 1)

(In this study the initial function is always chosen as
a gaussian and hence all 0§ are positive to begin with.)
At a later time aAt,

o (Lo+lg) At

fw (x,p,At) = fw (x,p,0)

- +
= -1y ellet Lgdtt iy (3.3
To a first approximation in At (we have seen that this
is good to order(at)? in a Markovian chain )

ellc +Ig)at.  Leat . Igat_ ), o Lost

Substituting in 3.3

Lot

£,(x,p,0t) = (N)"1[ T e 5(¢= 44) +

L.At
5 (e Tabto1) elet® 54 —4y) 1 (3.4)
Because these operators are linear the motion of
each point may be studied seperately. Hence each
representative point transforms as
Lottt LyAt

Loot

§(¢=4i) —> e 6(s-¢4) + (e -l)e §(6-¢4)

The first term represents the classical motion and the

second the quantum development of the classically

shifted point.

The Classical Development

The motion eLCAt6(¢-¢i) represents classical
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motion and is the solution to the classical Liouville

equation.
(3/8t) p = Lg p
= - 8H 3o 8H dp
ap ax o oax ap (3.5)
where
p = §(4=¢3)

The representative point in phase space follows the

Hamilton's equation of motion.

¥ = (8/6p)H and P = =-(8/8x)}H

This defines a trajectory in phase space of the form
x(t),p(t) and the moving point is represented as

p = §(x=x3(t)) &s(p - pi(t))
To show that this form satisfies equation(3.5)
L.H.S,.

= (a/at)[6(x -~ x3(t)) 6(pP-pPi(t))]

= (%j(a/a%i) + Py(8/3pi) ) 6 (x-x5(t)) & (p-pi(t))

R.H.S.

=((3H/ap) (-3/8x%4) -(aH/ax) (=a/ap4i)) 6 (xX-x3(t))é (P-Pi(t))
Clearly this is satisfied with

¥4 = (aH/3p) P = —(aH/ax)
Hence the solution to the classical equation is also a

delta function. The motion is a canonical contact

transformation in time. We may denote this point as

§ (¢=¢4(AE}).
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The Quantum Development
The effect of the quantum development on a'point is

represented as

Lth

(e -1) 5(é-¢3)

The operator Lg has momentum derivative operators only
and hence the expression becomes

Lth

2z §(x-x3) (e =1) §(p-Pi)

2x & (x-xj) JT(p-Pi) (3.6)

n

where

Lth

J(p-pPi) = (e - 1) §(p-Pi) (3.7)

From equation(3.6) it is seen that the effect of the
guantum operator on a point is to change it into a
function J(p-pji) along the momentunm axis located at xj.
Hence the overall picture is as follows: a
representative point undergoes a classical motion in
time At,followed in addition by a quantum development
J{p-pi) along the momentum axis. The function J(p-pi)
is such that there is no net change of the normalization

of the initial Wigner function,that is

f J(p-pj) dp =0 (3.8)
To see this, rewrite it as (egn 3.6)

| eai’t 5(pr-pjyap' - [ s(p'-ps)ap' = o
The first term may be written as

I (1 - a a;ap3 + higher order derivatives) ¢ (p-pji)dp

I (1 - a a?ap + higher order derivatlves) § (p-p4)dp
J e\ U \AULEYLALLIY MY Mak




which proves the result.

Now with

Je = |J1 § (+,signJ)

(where signJ is the sign of the function J) J can be
written as

J =34 =~ Ja
with J; signifying the positive part of the function and

J. the negative part of the function. Hence from 3.8

Aj = f Jy dp = f J- dp

Let us multiply and divide Jj by Aj. This will make the

functions Jj+/Aj{ normalized to unity.

J+(P-pPi) J-(P~Pi)

Ji = Ai(—5 - v ) (3.9)

Summing over all the points (eqn. 3.4)
£,(x,p,8t) = (N)71 75 (445 (at)) +

J+(p-pi(at))  J-(p-pj(at))
(2r/N) ¥ Aj ( Az - TTay ) 6 (x-xj (at))

(3.10)
Two computational advantages are obtained by

writing the equation in the above form:

l. Pair production and Jump probabilities
First, the functions (Ji{/Aj) can be represented in

a stochastic manner as follows: by a Monte Carlo process

we select a pair of points at p; to represent the

40
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function. p; will be a sample point representing J;/A
and p. that representing J_/A. i.e. we represent the
unit normalized quantum motion by

Ji(p-pi(At)) /Ay => o046 (P=P4) + o-6(P-pP-) (3.11)

where o4 = % ¢4. The probability measure for the
selection of a point at p:s is given by (also called the
jump probability)

Jj (P+=pi) /A4
A sampled set representing the quantum function may thus
be obtained over a large number of time steps. By
decreasing the time steps the equivalent number of
points sampled is increased and a better representation

for the quantum effects is cbtained.

2. Creation Probabilities Aq

Next consider the multiplicative factor A; occuring
in Equation 3.10 Aj now may be interpreted as a
creation probability for the point i to have a quantum
motion via a stochastic pair production. For a
probabilistic interpretation A; must be < 1 . (this can
be done by selecting At appropriately) A random number
generator then selects the points for which the guantum
motion is to occur by successively assigning to each of

the points i a probability measure of aj.




These selected points then undergo the stochastic
pair production as given in 3.11 Hence after each
interval of time At a new generation of positive and
negative points are created which together participate
in successive time evolution via the classical-cuantum

Markovian chain.

42




Chapter 4

Quantum development in the quasi-~classical limit. A test

of the Stochastic Method

In the previous chapter it was shown that the
motion of a point in phase space can,to the first order
in At , be separated to that of a classical motion,
followed by a guantum development represented by the
function J(p-pji).

In this chapter a numerical study of the pure
quantum development, in the quasi-classical limit is
done to test the validity of the probabilistic and
stochastic interpretation we have given for the function

J in a numerical procedure.

4J4- The guantum development of a delta function
The quantum motion of a point is given by (eqn3.6)

Lgat

(e =1)6 (¢=¢4) =2n &(X-%Xi) JT(pP-Pi)

where
eLth

J(p-pi) = 5§ (P-Pi) =5 (P-Pji)

In the quasi-classical limit
Lgat = - as®/ap° (4.1)
43
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Hence

- 3
J(p-py) = e 2%p 5 (p-pi) -6 (P-Di) (4.2)

Now
3 3 .

3 »
1 I eiax + 1pX g,

This is the Airy integral.This function decreases
exponentially along the +p axis and is oscillatory along
the -p axis .However this function is not a suitable
choice for computational purposes as the oscillatory
amplitude decays asymptotically only as (a~1/3p)-t
What is needed are functions with stronger cut-off rates
which will give reasonable values for the creation
probabilities Aj and will also give low probabilities of
pair production at large distances from the point.

To achieve this let us now smear out the points by
using distributions of width «x-s over it. In addition
this procedure is also absolutely necessary because only
a finite number of points are used to represent the
function and the sum of the smeared points will be a
closer representation of the function than a sum of
spiked delta functions . Therefore we write

§(d=d41) => 8 (8-431)
where §, represents a distribution.

By using these distributions, exponentially damped




functions for J are obtained.

We have studied two such distributions : the
lorentzian distribution and the gaussian distribution.
The lorentzian decreases as 1/p2 whereas the gaussian
decreases exponentially.Therefore the gaussian is found
to be a better representation of the delta state. The
ldrentzian case is treated in detail in Appendix B. Yet
another method to study the quantum development was to
do a discrete differentiation on the delta state.

(Appendix A)

4.2 The Quantum development of the Gauggian distribution

The guantum development for the Gaussian
distribution will be considered now. A normalized

Gaussian distribution has the form

—p2 /20
b (P) = 7?%;7& e P%/2x*

with an integral representation

o, o« = y2
Sa(P) = Tramye J /Y% T Y ay

Let
-3 3
I(p,a) = e 29°/9P° ¢ (p)
_ _2Re (* _ia'y3 -y2 + ip'y
T J2r « IO e dy
where p' = (J2/=) p

and a' = a(/2/«)3
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Evaluation of I(p,a)

This is evaluated as a series expansion for a << 1
and by an asymptotic expansion for large p' by steepest
descent methods, the details of which may be found in
appendix 4.

Finally the quantum development is given by

J(p,a) = I(p,a) =6,(P)
see figure 11-12 for the plots of I(p,a) and J(p,a).

4,3 A _Numerical Test comparing the exact vs. the

stochastic development
The test function chosen is a gaussian of a large
1 -p?/2xy?
£ = =mcT— e
(P) J(Zﬂ)c‘l

The exact development is given by

. 3,3
elat £(p) = e™@' 97/8P ¢y,

and is evaluated as in the previous section. For the
stochastic development, f(p) is represented as a set of

smeared delta functions as

N
fe1 (P) =N‘1,216«s(p-pi>
l=

where sxg is a gaussian delta distribution of smaller

width «gy with «g << «; . Now with a = a'/n

3 3
elabe(p) = (La™™ )P £(p) = (e728/3P7) Ty
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= ela®? | (ela¥P1ye(p) + £(p)]

= el M, | £,(p)
fn(p)

where

3 3
£1(p) = (722 /3P Layg(p) +£(p)

3 3
= N1y (e72 /%P 1) 5. 0(P-Pi) - Sus(P-Di)

£2(p) = e “a/M £, (p)

..3,..3
= (e7397/%P 1) £, (p) +£1(P)

etc.

Each step can now be treated as a stochastic evolution .

Stochastic Development

The quantum motion of each point is given by fig.13

(e—aag 1) 6gq( 1) =
= g p=pi) = J(p~pi ,a)

The creation probability A is now the same for all
the points. Now, given that a point has been selected, a
pair of points are to be created to represent its
guantum development in a stochastic manner. This pair is

selected as follows: First, a table of values for
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J'+(p) Vs. p is constructed for «-s where J'; is

I® 5. ap
Ji'(p) = _o =% (4.3)
A

The function J'y(p,a) vs. p (see fig.1l4) can be
considered as a mapping of the probability areas J,Ap/A
onto a unit line( along the y axis). The points on this
unit line are given an equal a priori probability. A
random number generator picks a point on this line and
the corresponding value for the momentum gives p,. A
newly created point is now placed at § (p-(pj+p+)) with a

sign equal to ¢j. Similarly we select a random point

p- from J'_ to be placed at §(p-(pij+p-)) with sign -o4.

The Algorithm

By a Monte Carlo process of importance sampling (see
section 5.1, initial population) a sampled set of points
is chosen to represent the test function. The p axis is
then divided into bins of width Ap and the points are

placed in them.

i } =N—1 Y np 5 (x-Xp) op
b

where nj, is the number of points in the b-th bin which
lies between pp and pp + aAp. Let the initial list of
points be in the array A(I). At each time step At the
newly created points are placed in a seperate array of
bins B(I). Finally add up A(I) + B(I).In this summation
some negative and positive points cancel.The following

loop is executed n times.




[
array A(I)
I
quantum step
array B(I) of new points

— s et ——— ety S

A(I)<—?(I) + B(I)

After n time steps a function is reconstructed from
the final array as follows: using a complete set of
orthonormal Harmonic Oscillator states |n> the final

array of points may be rewritten as

% Nps (P~Pplop = % np op <plpp>

= } ny op <pln><n|pp>
b,n
The orthonormal wave functions are given by

<pIn> = (znn!,/ar)"i e"pz/z Hp(p)
While using a finite number of points and grids it is
necessary to truncate the infinite sum to yield a smooth

function. (see section 5.1 reconstruction of function)

Analysis and Conclusions

An extensive test was done varying all the
parameters to see how good the stochastic approximation
is to represent the true function. fig.15-22

For the exact solution a gaussian function of width
x=1 = 1. was selected and a' = .l This is represented I
by the solid line in all the plots. The smearing widths
for the delta functions was chosen as «=s = .3 and

a=.001
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Variation with number ,N

Runs were made for N = 1000, 5000, 20000. As
expected a larger number of points gives a better fit.

fig. 15

Variation with number of smoothin functions

These show that there is an optimum value for the
number of basis functions to be used in a reconstruction

procedure. fig. 16

Variation with statisties
To test for statistical variation runs were nmade
with different initial points for N = 10000.

See figure 17.

Variation with a

Using N=10000 runs were made with values of
a= .01, .05, .002, and +total number of steps of 10,
20, and 50 respectively to reach a' = .1 It is seen
that the general features are reproduced to a good
degree within statistical error even for large a.

fig. 18.

Variation with o=-g
With N = 10000 , the smearing widths are varied as
x~5 = .2, .3, and .4 respectively. Again the agreement

is good within statistical deviations. It must be
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pointed out that this independence in «=-s occurs only

for large N. See next section for tests with N=1000.

fig.19

Variation with bin-gize

The following tests were done with N = 1000.
Although such a small number is bound to produce large
statistical variations, in chapter 5 we will be computer
limited to use numbers of this order. The statistical
correspondence however is not identical to that covered
in chapter 5. We study the effect of variation of bin-
size for various values of «=-s.

Set «x-1 =1, a = .001L, N = 1000
1. -5 = .2 , the comparison is poor.fig. 20
2. =5 = .3 , we have the general features of the

maxima and the minima following the exact curve.
fig. 21

3. x=8 = ,4 , whereas the smaller bins give better

results, the fit becomes progressively bad for

higher bin sizes. fig. 22

We conclude that for smaller values of N there is
an optimum value of «-g that best represents the
function. This is to be expected because the graininess
introduced by a finite number of points will be best
smoothed by an optimum value of x-s. Again we emphasize
that for large N, the stochastic curves show a fair

independence of «-s. fig.19
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fiqure 11-14

fig 11 I(p,a) vs. p for a gaussian distribution.The
solid curve is the initial gaussian function for
«= ,3 The two dotted curves represent the

function for values of a = .05 , .1
fig.1l2 J(p,a) vs. p for values of a = .05, .1

fig.13 J(p,a) vs. p for a = .00l which is a typical
value used in the evaluation of the stochastic

time development.

fig.14 The function J' maps the jump probability
measures JAp/A onto a unit line, the points on

which are then selected randomly.
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QUANTUM TIME DEVELOPHENT-EXARCY
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QURANTUM TIME DEVELOPHMENT-EXACT
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figure 14
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fig 15=-

fig.1l5
fig.1l6
fig.17
fig.18

fig.19
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fiqures 15-22

19. These pictures compare the stochastic quantum
development (the dotted curves) with the exact
(solid line). a'=.l1 , «=1 = 1, bin-size =,05
a=.001

Variation with number

Variation with number of smoothing functions
Statistical variation

Variation with 'a‘

Variation with «-s

fig. 20-22 vVariation with bin-size(annihilation

fig.20
fig.21
fig.22
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Chapter 5

The Time Development of the Wigner Function:
via the stochastic process

Using the techniques discussed in Chapter 3 and
tested out in Chapter 4 we now do a numerical study of
the time development of the Wigner function in an
anharmonic gquartic potential . The system considered is
the same as the one that was studied exactly in Chapter
2. The results of the approximate method given here will
be compared with the exact and the classical
approximation to test for the efficacy of the method.

The Hamiltonian is given by

2 2 4
= _p 1k x -1 Kyx
H om T2 + 72

The equation of motion becomes
(3/8t)f, = -(p/m) 8y £, + V'opf, -(V'''/24)a,° £,
= (Lg + Lg ) £,
where
Lc = =(p/m)ay + V'dp
Ly = -(v"'/24)a3p (5.1)

This is exact for the quartic potential.
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5.1 The Algorithm

The basic algorithm follows the chart shown below.

Initial population

|
Classical Step

Quantum step

Annihilation Process

Reconstruct function

We make use of list processing techniques. This is
most suitable when several related data cannot be stored
in a single array. One then can use pointers(internal
addresses) to link them together regardless of its
position in the memory storage. (An array is stored in
contiguous locations in memory) This is also an
efficient process when dealing with a variable number of
points when a member of a list may be deleted or
inserted without changing the locations of any other
members,

Now in the annihilation process ,it will be
necessary for each point to locate its nearest
neighbour. An efficient sorting procedure to locate a
nearest neighbouring point will be by sorting only among
a set of neighbouring points. Information of these
neighbouring points may be easily stored in structures
contained in the main list.The advantages accrued from

the list processing techniques is most evident for




scattering problems where the effective space considered
at any time follows the regions of high interest. Using
grids for such purposes in a 3-D calculation will
require storage space of the order of (L/Ax)3 where L is
the dimension of the volume considered and aAx the
distance between the grid points. In typical 3-D
calculations, large grid-sizes have to be used to
conform with computer capacity, thereby loosing in
computational accuracy. In our procedure the storage
space will be proportional to the number of
representative points ,without any loss in accuracy on
its coordinates, because these values are stored
directly.

The programming language used was PL/I. This was
necessary since conventional scientific languages such
as Fortran do not feature dynamic allocations.

The algorithm involved in each sﬁep is now

described in some detail.

Initial Population
The initial Wigner distribution is given by

£,(x,p,0) = 2 exp(-p(x=-xg)2/k? - pk? (p-pp)?)
To choose an appropriate set of points, an arbitrary
volume is defined enclosing the function of two
variables. A random number generator selects points
within this space and only the set of points which fall

within the volume of the function is kept. That is, for
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a selected random point (f,,%,,py) within the volume

keep only those points that satisfy
fr < £(Xp,Pyp)

This selection enables us to represent the function as

N
£(x,p) = ﬁg I 6 (x=x1) 6 (p-Pi)

This is the Monte Carlo method of importance sampling
where the probability of selection of a point (x,p) is

proportional to the function at that point.

The Classical Step
The classical motion is defined by L . The points

follow the Hamilton's equations of motion

gx = gH dp = - gH
dt ap H dt ax

A second order Runge-Kutta method is used to solve
these ecquations. The points after the classical motion

are represented as 5(¢ = ¢ic)

The Ouantum Step

Using gaussian smeared points, the guantum function

J(p,a) is evaluated.

P 3
J(p,a) = (e737/0P_1y 5. (p)

A table for J'; vs. p is constructed for a series
of values of 'a' . For 'a' negative it can be shown
(Appendix 5.1) that

J(~p,-a) = J(p,a) (5.2)
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Hence the same table may be used for -a with an

appropriate change in the sign of p,.

For any given point (xj,pj) the portion of the
table to be used is determined by a = V'''(x3j) at/24 .
The newly created points are represented as (¢ denoting
the classically shifted point)

o0j §(X=Xic,P~(Pic + 7a P+))
and (5.3)
“0j 6(X-Xic,P~(Pjc *+ ¢a P-))
where o4 is the sign of 'a' introduced to comply with
eqn 5.2 and p; denotes the distances from the i-th

point.

The Annihilation Process

It is necessary to limit the growing number of
points to keep tractability in computing time and memory
storage. Now in the reconstruction of the function, the
value of the function at any point is determined by the
net density of the points at that region. Assuming the
function to be fairly slowly varying, it is possible to
reduce the accumulation of points by 'annihilating?
points of opposite signs provided they are within a
certain 'annihilation distance! of each other. These
distances must be << than the widths of the functions.
By such a procedure pairs of + points will be removed.

Annihilation may be done by two different

procedures. One is by a process we call hopping, and the




other by a nearest neighbour annihilation.

Hoppin
Here an immediate annihilation between the parent
and it's own created + pair of points are done if they
fall within the annihilation zone. Consider the triplet
of the initial and its newly created pair of points.Let
the distance between the pair of newly created points be
d = |p+ - p- |
and the distance from the parent to the daughter point

with the opposite sign be
= |pa +
c IP ' 8+'a.i |p+| § -,04

Then if

c or d < annihilation distance (5.4)
then annihilate the two points with opposite signs. This
is done as follows: Consider a case where the three
points are situated at pj, pi+ApP1, PitADP3.

Let p; be a negative point, and the other two

positive, that is the points are represented as

=5 (p=Pi) &6 (P=(Pi+AP3)) , 6 (P-(Pi+AP2))

The average effective position §(p-pj) for these three
points can be found as follows. Consider an arbitrary
function f£(p) spanning these three points.

Now

J£(p) 1-5 (p-p1) +6 (p-(Pi+ap1)) + & (B-(Di+ADz))dD
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= Jewrsp-Birap
where 51 denotes the average position of the 3 points.

R.H.S. = £(pj)

L.H.S. -£(p3) + £(pi+ap;) + f£(pi+Ap3)

= £(pi) + (apy +Ap2) £'(pj)

= f£(pi + (ap1 + AP2))
from which we deduce

Pi =pi + 4ap1 + 4p3
Hence the effect of the annihilation of two closest

neighbours is to give an appropriate 'hop' of Apj;+aps to
the remaining point. That is to say we replace the three
states -§(p-pi), &(p-(pi+tsP1)), 6(P-(Pi+Ap2)) by the
single state ¢ (p-(pi+apP1+AapP2)), if a pair of them lie
within an annihilation distance.

Most generally ,considering the sign of the parent,

the new state is written as

£ s(p-(pi * (104.--19-)))61._,0i

Nearest Neighbour annihilation

After each time step the points are sorted to
locate the nearest neighbours. A very efficient method
for nearest point search is to store the location

(address in main list) of say 4 nearest neighbours.Each




of these 4 have in turn their 4 nearest information.
This forms a network. Hence instead of sorting an entire
list it is sufficient only to sort among the nearest and
their nearest neighbours for points of opposite sign
and annihilate and reassign new nearest neighbours.

Hence the main list consists of structures which
contain the following information:

1. position (x,p)

2. sign of the point

3. 4 nearest neighbour addresses

4. addresses of which in turn it is a neighbour.

Initial assignment of Nearest Neighbours

This initial sorting involves all the points.Two
separate lists are formed from the initial 1list.One is
to be sorted in x variables , the other in p variables.
Each of these sub-lists also stores the address of the
point in the main list.

The 4 nearest neighbours for any peoint is
determined as follows: Select +10 neighbours from the
sorted x and p lists where + denotes ascending and
descending order in the sorted list. Some of these will
have common stored addresses . These represent the

nearest points on the plane (x,p). Of these sort and
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store the 4 nearest addresses.If this number is less
than 4 then increase the upper limit of search from 10
to 20 and so on.

While storing the nearest neighbour addresses it is
necessary also to send in the address of the host to the
neighbours themselves, that is, each point contains
information about its status with respect to every point
related to it. This is necessary because during an
annihilation when one point is removed from the main
list, a member in the 'inverse' neighbour list must also
remove it from their nearest neighbour status ,otherwise

in a list processing method critical errors will occur.

Reconstruction of function

The function is reconstructed from the final set of
points using a set of Orthonormal Harmonic Oscillator
wave functions. (appendix 5.2) The motivation for this
choice was made on the basis that the initial stéte is
of a gaussian form, and is thereby intended to give a
smoothing of the same nature to the set of points.
Truncation of the set 1s necessary to obtain a smooth
reconstructed function. (If the infinite set were used,
the details of the discrete points will be revealed.)
This method has proved remarkably effective in the

reconstruction of the contours.
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The value for truncation depends on the number of
"points and also on the scaling factors used for the

orthonormal functions.

5.2 Computer Rung
The Hamiltonian is of the form

H=p2/2m+ % k3 x2  + } kp x?
where k; and m = 1 for all cases .
Table 2. lists all the parameters used in the
approximate case . The selection of these parameters

will be discussed now.

Selection of Widths
A suitable formula for the choice of widths would be
x=s =g / 2 (5.5)
with o the width defined by
c?2 =1/ (2 * 8)
This gives larger smearing widths x-s for higher mixed
states. This is necessary while using the same number of

representative points for wider distributions.

Selection of annihilation distance

This was arbitrarily set with a view to reasonable
computing time and the total accumulation of points. A
value of .3 proved to be most tractable. Also the
distribution falls off at the outer regions of phase

space . Therefore one can afford to be less accurate in
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these regions . Hence larger 'annihilation values' are

set in these regions. The following strategy was used.

Ix},]p] < 5 set annihilation = .3
5 < |x|,{pl < 8 set annihilation = .4
|x[,|p| > 8 set annihilation = .5

This proved to be very useful, also because outer
regions of x have higher probabilities of pair
production and will cause an accumulation of

nonsignificant + points.

Selection of At
This was typically chosen so that Aj<<l1 at the

outer edges. A value of n/600 was used for all the runs.

Computational time

Typically each time step takes about 20 seconds on
an IBM machine. That is, about 2.5 hours for a run upto

4r.

Results

The contour plots are shown in figures 23-36. In
each case the top left picture represents the classical
motion as determined by ILiouville's Theorem, the top
right is the exact as studied in Chapter 2 and the

bottom is the approximate as studied in this chapter.




Casel

g =1 kp =1 fig.23~25

There is clear indication that the quantum term
gives an improvement over the purely classical case.
However even by a time of 2x/3 the peak values have
diminished and a spreading has occurred. This may be due
to quantum effects being large for high anharmenicity.
Hence the creation probabilities are high giving a large
number of pair production ,which in turn implies more
annihilation processes, thus introducing more numerical
dissipation errors.(due to large annihilation
distances.) The run was stopped at time » because of

these effects and a large accumulation of points .

Case 2

g =1 ky =.5 fig.26-28
The quantum effects are smaller in this case due to the
smaller anharmonicity . Spreading sets in at time » and
the runs were continued upto 2x. The overall comparison

of the approximate case with the exact is fairly good.

Case3

B = .5 kp = .5 fig.29~32

The phenomenon of quantum focussing also shows up,
thus complementing the study of Chapter 2. Runs could be

made to much higher times before the characterestic
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numerical dissipation of peaks sets in. It is seen that

the peaks tend to lag behind the exact solution.

Case 4

B = .25 kp = .5 £ig.33-35
Good results were obtained for values of time upto 3z. A
three dimensional picture of the function at this time

is presented in figure 36.




Table 2

The values of the parameters in the approximate scheme

Case Mix(8) k5 a=g N
1. 1 1 -4 1500
2. 1 «5 .3 1000
3. .5 .5 .6 1500
4. .25 .5 .7 1500
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Figureg 23-36

The following pictures represent the contours for
the time development of the wigner function. In each
case top left represents the classical, top right the
exact, and the bottom the approximate contours.

The contours are drawn at increasing steps of .5
beginning at .5 at the outermost contour. Dotted curves

start appearing at values of 2.5 and over.

fig 23-25 g =1, ko = .5 , contours from »/3 to =«
plotted at intervals of =/3

fig 26-28 g =1, k; = .5 , contours from 2x/3 to 2r at

intervals of 2r/3.

fig. 29-32 pg=.5, k; = .5, contours from » to 4r at

intervals of n. This set shows the time lag.

fig. 32-35 g = .25 kp = .5 contours from r to 3x at

intervals of =

fig 36. A 3-D picture for the exact and the approximate

~for g = .25 , Ky = .5 at time = 3«







o))

=




T
N

o
S )
o
o
[}
s
[§)]

3 "
5 f)
; '

x .

(=]
=
N p
nu
| -




=)




A




A
Y

J




_ @Z
o

o

1Y







DN\










i ar

o

. P =
v Q\Q .
Rl

1]

"




b




343 1

2.63

£,

o
—

%
T -~
RSV

w.
s

ZRWY
K .

EXACT

<02

APPROX

3131

94




5.3 Moments of the distribution

The moments for the distribution may be calculated
by summing over the contribution from each of the

points, for instance

<x2> = 1 } Xxj3?2 (5.6)
N

However this procedure has a source of error as
seen from the figures 37 . These plots are drawn by
calculating the averages of points lying within squares
centered at <x>,<p> calculated as in 5.6 and increasing
its dimension by unity at each step. The average vs. the
number of points within this space are plotted. These
show that about 10 % of points lying in the outer
regions cause large changes in the averages. This is
because an error caused by &n at very large distances
causes an error in the averages as

e<¥> « &n X
f(x,p) N

The sources of these error are mainly due to the large
annihilation distances that was given in these outer
regions.

See figure 38. for a comparison of the classical,

exact, and approximate averages.({all points included)
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fiqures 37-38

fig.37 These pictures show the change in the averages
for X,p when the total number of points included in its
evaluation is increased by spanning areas in
increasing radii. The pictures are for g= .5 and kz= .5
and N=1500 . The different lines are for times varying

from /3 to 4x at intervals of /3.
It is evident from these pictures that about 10% of

the points lying at the outer edges considerably distort

the accuracy of the evaluation for <x>,<p>.

fig.38 Comparisons of classical,exact and approximate
averages. The approximate averages are calculated using

all the points. The points are marked at intervals of

x/3.
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A Note:

In Chapter 2 it was seen that the classical and
gquantum averages over long intervals of time differed
significantly. Does this contradict Ehrenfest's theorem
which states the classical and quantum averages to be
the same ? We show in Appendix 5.3 how the quantum
Liouville ecuation does not contradict Ehrenfest's

theorem.

5.4 Statistics

There are two sources of statistical errors.

1. In the initial population.
2. In the stochastic time evolution.

The errors for 1 are estimated by taking the
averages of 10 different initial population and finding
the root mean square deviations. The errors for 2 are
estimated by finding the averages of 5 runs after a time
of /3 . Only 100 points were used for this purpose
because of the large run times involved. The error

estimates should be proportional to 1//N. See Table 3.
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Table 3

Statistical R.M.S. deviations for

Case N time <x> <p> var x varp
Initial 1000 0 .02 .01 +03 .03
1. 100 n/3 .05 16 .06 .08

2. 100 . .04 .12 .28 20

3. 100 .e .06 .04 .02 .04

4. 100 .e 02 +13 .03 .04

4. 200 . .01 .08 .04 .03
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5.5 Conclusions

We see that the approximate numerical technicue
introduced in this thesis has given very encouraging
results in incorporating the quantum effect over the
purely classical motion. The results show the method to
be most suited to mixed states, as was originally
intended.

The sources of errors in this method ,due to a
finite number of representative points, large
annihilation distances, and the necessity for smearing
widths may all well be reduced , but will involve more
computer time and memory storage. Such efforts may be

undertaken in the future.




Chapter 6

6.1 Summary

our main objective was to develop a numerical
procedure to study the quantum Liouville equation for
systems that are quasi-classical . For such systems, the
first order quantum correction is sufficient to describe
its time evolution.

The procedure incorporates the first order quantum
effect as a Markovian stochastic process in a phase
space formulation of the quantum Liouville equation,
viz, the Wigner formulation.

Using this method, the time evolution of a class of
initial state Wigner distributions, representing various
mixed states, was studied. The model Hamiltonian used
pertained to an anharmonic quartic potential . The
results were then compared with the purely classical and
exact results. The comparisons show that there is an
overall improvement effected by our procedure over the
purely classical motion. The method gives improved
results for functions that represent highly mixed

states.
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6.2 Future Applications

So far, we have considered only a one dimensional
case. The method may be extended to the study of higher
dimensions. Whereas in conventional grid techniques the
computing needs in a 3-D calculation increases as the
cubic power ,here we anticipate an increase only by a
factor of 3. (This is because each representative point
now has 3 components.)

The method is also suited for the numerical study
of many-body systems which interact via a local density
dependent mean-field such as in TDHF calculations.

Such applications include the study of heavy ion
collisions where the nuclear densities have slow spatial
and momentum variations. Despite the computational
errors involved (which increase in time) the method will
be suited for such studies because the time of
interaction is of the order of 2n and hence numerical
dissipative effect would not have become a predominant
source of error.

It is also hoped that the algorithm will be suited
to the study of few body problems. A substantial gain in
computing efficiency may be obtained by a reduction from
a 6n dimensional grid-space to n representative poinﬁs,
where n denotes the number of bodies involved.

As pointed out earlier, the sources of errors in

this method ,due to a finite number of representative
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points and large annihilation distances, may be reduced,

but will involve more computer time and memory storage.

such efforts may be undertaken in the future.




Appendix 1

An Introduction to quantum Liouville Equation:

The density operator formalism of quantum mechanics

This is an alternate formulation of gquantum
mechanics and is most suited for the study of mixed
states. Now a pure state ¥ (%) is a state of maximum
information and can be represented by a vector in
Hilbert space. The state can be represented as a density
operator

p = |T><Y|

A mixed state occurs in situations where one cannot
define the state of the system with certainity because
of the 'lack of complete information'. Hence only a
probability distribution can be assigned for the system
to be in one of the many states. Averages are calculated
over an ensemble of states. The density operator is
given by

p = 3 Pla) |¥a><¥y|

where P(a) is the probability that the system is in
state |¥,> with the following properties:
(1) P(a) = 0
(ii) ¥ P(a) =1
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(iii) The expectation value of an operator A is
<A> = tr [p 3]
The time evolution of the density matrix is derived
from Schrodinger equation and is given by the equation
i# ap/at = [H,p]
This is the von Neumann or the Quantum Liouville

equation. The solution is given as

p(t) = exp(-iHt/an) p(0) exp(ilt/#)
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Appendix 2

Appendix 2.1

<<xp|mn>
Special Case X=p=20
<<00|mn>> = I dy <-iy|m> <n|ty>

= [ ay Ny exp(-y2/8) Hp(-y/2) Ny exp(-y2/8)
X Hp(y/2)

—(-1)® Ny Ny [dy exp(-y?/4) Hp(y/2) Bn(y/2)
= (=1)0 2 form=n

= 0 otherwise

Symmetries of <<xp[mn>>

<<¥p|mn>> = I dy elPY <x-iy|m><n|x+iy>

I dy elPY <x-iy|n><m|x+iy>

<<¥p|nm>> =
= I dy e~iPY<x+iy|n><m|x-}y>
= <<xp|mn>> *
<<=X =p|mn>> = I dy e~iPY <-x~ly|m><n|[-x+iy>
= I dy e~iPY (-1)mtN cx+iy|m><n|x-iy>
= (-1)mn I dy eipy <x=iy|m><n|x+iy>
= (=1)®N <<xp{mn>>
<<-xp|mn>> = (=1)PN  <<xp|mn>>*
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Appendix 2.2

Density matrix elements for initial distribution
£,(%,p,0) = 2exp[ (-8 (x-xg)2/k? =pk?(p-pg)?]

| e-ip¥ £,(x,p,0) dp

e ~B(x-%0)?/K* [ ~ipY-pk®(P=Po)? g4

<x-1ylpolxtiy> =

=1|t- =i||-' g)lr-'

o (B (x-Xg)2/k* -Bk?pp?

[ ePK*p*+p(-iy+2pofk?) g,

__Aa -8 (%-%Xp)2/k? -(y?2/4pk?)-1i
-l oK) /K ~(yi/4pK) ~ivpo)

Appendix2.3

To evaluate <q|pgls>
<dlpgls> = f dx dy <q|x=1y><x~iy|pgl|x+tiy><x+iy|s>
substitute

<xX-iy|pglxtiy>

(_1 )} exp((~p(x-xp)2/k? =(y?/48k2 =iy¥p()
xpk?

and
<q|x-ty > = Ng exp(-(x-iy)?/2) Hg(x-1y)
gives
<qlpgls> = N3 exp(-fxg?/k?)
dedy exp(-f1%x2-B2¥2+A3%xXo~1¥Pg) Hq(x-iy) Hg (x+1y)
where N3 = Ng Ng /(npk?)}
F1 =1+ p/k?
B2 (L + 1/7(8 k2) )/4
B3 = 2BxXg/k?

1l




Now

Hy(x-1y) = azq exp(-z;2+22; (x~iy) |21=0
1

<q|p0|S> = Ny exp(-ﬂxoz/kz) g 945 5 exp(-212 -222)
Z) 22

Idx dy exp(-g1X2-8oy2+83xxn-1ypo+22 (x-1y)+225 (xX+1y))

=N, exp(-Bxp?/k?) 8 4 8 B8 exp(-z1%-252)
21 Z2

fdx exp(-p1x2+x(ﬁ3x0+2(zl+zz))
.rdy exp(=B2Y?+y(~-ipo+(22-23))

= Ny exp(-pxg?/k?) 8 € 3 S exp(-z,2-252)
21 22

(%;)* exp[ (BaXg+2(21+23)2/481]

(5,0} expl(-ipo+(22-21))2/482]

=Nz exp((-pxg?/k? +(B3%2%0%?/481)-P0*/482)

8 9 exp(-21284+218¢)
Z]
a B exp(-222ﬁ4+22ﬁ6* +2122ﬂ5)]21=0
22 Zz=0

where
Np=Nix/(8182)}
= 1 /[k(298 qls! pp1p2) }]
Bg =1 =(1 /B1) = (1 /482)
s = (2/81) - (1 /282)
Be = (Baxp/B1) + i(po/283)

Consider
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a g exp (-212ﬁ4+zlﬂ6)

21
aS22 exp(~z3284+228¢ +zlzzp5)|z;:0 (1)
Now consider
3 5 exp(-23%284 +Zz(ﬁ6*+zlﬁs)|22=0 (2)
22
Let
23%84 = §2°

Z5(Bg +2185) = 2£2¢20

Therefore expression (2) becomes

= (B4)5/2 3€s exp(-£22 + 2€3£30) [€2=0
2

= (84)5/2 Hg(£20)
with
' (%7b4) (Bg™ + 2185)

Substituting in (2)

= (84)5/2 2 9 exp(-z1284 +218¢) Hg(é20)121=0

23
=(p4)5/? Z _al 8 T Hg(€30)8 9T exp(-21284 +21ﬁ6)
r ri(g-r)t z3 -2
Now
Hsr = B! Hs_r

(s=x)!

8 T Hg(¢20) |(z3 = 0)

= (ﬁs)s s! ) Hger(£20) 127=0

(5507 (o571 He-r(fe*/264Y)
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and

o 97 exp(-21%84+2186) | 5,0 = (8q) (I°1)/2 By r(pe/284% )
Z1

finally
<d|pgis> =

R ¢ %!s! )} expl (-Bxg2/k?) +(B32xp2/481) —(Po2/482) ]
k 297Sgpq87

min(q,s)
L FT(ge0) T(e=r): (85721 4 (5+D/2 Hg-r(B6/264*)

He-r(B6*/284%)

Appendix 2.4

The following quantities occur in the expressions
for the moments.
<X>mn = & I <<xp|mn>> x dx dp
27
1 - Y2 g2
= 8 NpNn I dy elPY X y2/4 Hp (x-1y)Hp (x+1y)x dxdp

2T

Using

[eXPY ap = 2 5(y)

-y 2

Je™®® By (x)Hpeq (x)dx = 2B ml Jx 6y, ne1
and the recurrence formula
gives

-x?

<X>mn = A NpNp fe Hp (%X)}Hp(x) x dx

=(g/2) [/(2m) 5m,n+1 + J(2m+2) 5m,nm1 ]




<P>mn=NmNg§ Idy elPY-¥7-y2/4 Hy, (x-4y)Hp (x+3y) p dx dp
Using

| ap ePY p = <221 5'(v)

[ty svw) ay = ~(@/ay) £ | yop

a f(x-y) = -4 f(x-y)

dy dx
gives

X2

<P>mn = —%i NpnNn Idx e [Hm'(x)Hn(x)—Hm(x)Hn'(x)]

with
Hp'(x) = 2n Hp-3 (X)
and
-y
fe X Hp (%) Hpg3(x) dx = 28 m! Jx §m,n+1

<X?>ny=Nlnd Jay eiPY=¥2=(¥2/8) gy (x-1y)H, (x+1y) x? dx dp
(3

x2

=g Np Np [ax e™** % Hp (%) % Hp(x)

=(8/2) [(m+1) 641, n+1 + J/((042) (MA1)) 61, n-1

+/(m(m-1) fp-1,n+1 * B Sp-1,n-1 ]
<P2>mn=NmNn%de IPY=X=(Y*/4)y (x-1y)Hp(x+}y) p* dx dp
3
Using

[ 1PY p2 ap = -2¢ sv(y)

[ ey s ay =g 1y o
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(d/dy) H(x-y) = =-(d/dx) H(x-Y)
we have
<p?>pn = = f NpNp Ie-x2 [~1HuH, +(1/4)Hy"Hp-
$Hp 'Hp '+ (1/4) HyHp" )
=(8/2) [6m,n = J(m=(m=1))ép~2,n + 2Mép-1,n-1
=/ ((m+2) (m+l)) ép,n-2 ]

<xp>mn=NmNgﬁ Idy eipy-xz'(y2/4)Hm(x—iy)Hn(x+iy) xp dx dp
Fid

3 -x?2
= -gi I e X [Hp'Hn = HpHp']l dx
2

-yrZ

ig/4 [=/(m(m=-1))8p-1,n+1 +/ ((m+1) (m+2)) 6y, n-2 ]
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Appendix 3

appendix 3.1
(Lg + Lg)at
perturbative expansion of e to second order in At

At

(this can be proved by taking time derivatives on both

sides)
At

at t!
+ [oaerele @t [ gpw glo(®'-tNy oleti, .
The second term is

- oleAt ¢ o lebt/2 g elott/2 4

The third term is

At

- [ at JLo(at-t! Lo(t'-t'/2) Let'/2

)Lq [t'e Ly ©
at

Considering an average value of t' = at/2

= (at)2/2 e'LCAt/qu eLcat/z
Hence we have
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= elctt | o LeAt/2 [ Lgat 54 ¢ Loat/2
Appendix 3.2
Alternate Expansion of JIU + Lq)At

Consider an operator
Consider the power series expansion

A(At) = A(0) + At A'(0) + At2Z/2 A"(0) Feveneess

A(0) =1
d_Al
A = 4t

== + e
Similarly
A"(0) = [Lg,Lc)
Therefore we have
elctt o ~(Lotlgd At lght _ 3 4 (at2/2) (g, Lc]

+ 2 0 80 00
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Appendix 4
Appendix 4.1
-aa3/a 3
Evaluation of I(p,a) = e P e tp)
Small a expansion

1 -ag3/ap3 _-p2/2«?
J(n2)x © ©

1 (=1)"a™ | 3 _-p2/2«2
T(zye & nl %@ @ (1)

Now Rodrigues formula is

2 -l
Hp(x) = (~-1)B eX ay" e x
from which
—-rd -2
43" ™= (-1)Pe X% Hy, (x)

which substituted in (1) gives

2 2
I =(/(2n)x)"1) _a P e P/2¢% g /2
( ) T (/3250 an(p/ )
Q' )

For large p' a more suitable form is the integral

representation
I = Re sarpt1} | elP'1¥2at® —oer/iptit ) & dx)gy
o« 0

(In + the -ive sign is for p' negative). This is

evaluated by the method of steepest descent. Along the

path of constant phase, there should be a contribution
116
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from the end point(origin) and a contribution from the

saddle point.

Contribution from thé origin

We show here that the contribution from the origin is

pure imaginary. In the complex z plane the integral is

[ elpt13/2iaradzz/ipt |} tiz) g (1)

For |p'| -> =« , along the steepest path only an
infinitesimally small
path near the origin contributes. Let the path of
constant phase be
ie
Then

I =

ein‘;e¢1|p'|3/2se 194 1p113/2 ia's3e P12z 239 pr 1t

For small values of s the second exponential is Taylor
expanded, the path of steepest descent being defined by
the first exponential.

ei¢= + i gives @ =% n/2

or 2z =1 is

i.e the path is along the imaginary axis.

Substituting in (1)

I = ii_[:elp'|3/2[ia's3 o s s2/]p'|§ - S]ds

This integral is pure imaginary and therefore does
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not contribute to I.

Position of the Saddle Point

With
£(z) = ia'z3 - (22/|p'|Y) + iz
the position of the maxima(s.p.) is given by £'(2g) = 0

Zg = _=2i [1+ (1+3a'p') i)
6a'|p' [}

We have 3 cases
(i) 1+3a'p' > 0 :both zy lie on the imaginary axis.
The root closest to the origin is chosen.
(ii) 3a'p' = 0 : both roots collapse to a single

point on the imaginary axis.

(iii) 1+3a'p' < 0 : both roots obtain real components.
The root on the real positive half plane is chosen.

(1+3a'|p'l)> O

For large p'(in what follows p'denotes the magnitude)

I =

prieP'3/2 £(20) [oP'3/ 211 (2-20) 2 £" (20) +(2-20) *£" (20) /614,
c

With

£ (zg) = x2p'~(13a'p')?

£111(z0) = 6ia’




Z=2n = Selo

We choose the -ive sign as this is the first root

along the imaginary axis and only 0 - ¢ contributes

along the integral.

Therefore

3ip
I = ds

ie IG -p' (1x3a'p') }sze?1Prjarp13/243¢
e 0®
Choose the path such that

e23® -1 which gives ¢ =0

I = J;e_pv(1+-3a|pl)isz+ia|pt3/253ds

which gives

3/2
I = Re(/2nex)~LleP’ / £(zo)y (3an)™® rr(3n+1)/21
nli1 # 3a|p||(3n+l)/4

1=-3a'p! < 0

I =ptt oP'3/28(2q) o

3ie
ds

[Eeip'[1+—3a'p'|552ezi¢+ ia'p'3/2g3e
€
Now choose the path such that

o2 which gives ¢ = n/4

Therefore
[e ds = fe gs eP'I1 % 3a'p'ts?
€ 0

[eia'p'3/253eai"/4 . e_ia.p.a/zsse-3iw/4 :

=I;z(ialpl3/2)n(53e3ir/4)n[1+(_l)n]e-pl|1i3a|p|Iisz

ds
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= pt-} Y. (iate3i“/4 ' rr(3n+1)/2)
n even n!|1+3a'p'| (3n+l)/4

3/2
I = Rey2  €P' /22 (z0) +in/4 Y (1a'e3i7/4 )P rreans1y e
e n even n!|l+3a'p'|(3ntl)/4

1-3a'p! ~ 0

The general expression is

Tt = ei¢ Iieeip'(ltSa'p')§s2ezi°+ ia'p'3/zs3e3j‘¢ ds

Choose the path such that

e31? = 3 which gives o = /6

in/3

. € 2 - 3
= ln/6 I oifs e ks

-€

It ds
where

§ = p'(1x3a'p')?

k = a'pt3/2

a.(1+3a'lp']|) > 0

Since the maxima lies on the imaginary axis only 0
- ¢ contributes(the -ive sign is chosen as this is the
nearest root.

€ k3
I = eln/6 Iozgj-aszei“/a)n e %87 gag
n!

= ei"/sz (~sei™/3n r£§2n+1)43]
3 n! 3 klen
I =

3/2
ReJz_ eP' /2E(20)+in/65 (_(1i3a1pry ei™/3\Prpaneyy sy
3nc n! at(2n+l)/3




b. (1+3a'lp'l) < O

Choose the +ive sign for the root which lies on the
right half plane.

ds

. € 2210 3_31i0
11 = ol® I_EeSS e“ "+ iks-e

Split the integral into two parts

ds+e

. € 2n2i®y 3 310, : € . p2.2i0y _ 3310,
i1 IOESS e +iks’e iog Iess e ks®e 42
For the first integral, the path is

that

e3P - which gives @3 = n/6

and for the second integral
e31%2 = 3 which gives @5 = n/2

. € ir/3=-ks3 € im_ 3
- elw/sfoeasze in/2 Ioess2e ks~ 3¢

ds + e
€
= I,x

= 752 [ L(ntt)n/3 o i(nti)n ] CL(2n+1)/3]
nl 3% (2n+1)/3

n i(n+i)n/3

PR, TRp: |
g! [e i(nti)n ] 820 e ks qs

+ e

3/2
I = Re/2_ eP' /22 (2) Y (1+3a'p")B/2 rf(2n+1) /3]
3mee n! at(2n+l)/3

X [ei(n+i)n/3+ ei(n+i)1r ]
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Appendix 5
Appendix 5.1

Prove J(p,a) = J(-p,—-a)

Now for the Gaussian distribution

1 I”eiay3+ipy-ay2

I(p,a) =1 dy
ar -0
and
- 3 -4 -
1(-p,-a) =L _ [ e71a¥" ~iPY — ¥ gy
2r
= I(p,a)
by a change of variables y' = -y . Hence

J(p,a) = I(p,a) =6(p)
= J(-p,=-2)

Appendix 5.2

The function may be reconstructed using a complete set
of normalised Harmonic Oscillator Wave functions. This
motivation is derived from the initial state being of
the Gaussian form.
A delta function may be represented as
§(x=x') = <x|x'>
= ) <x|n><n|x'>

n
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where |n> is a complete set of orthormal Harmonic

Oscillator states. Hence the density at any point is

p(X,p) =_2x_ ) <x|n><p|m> } <n|x;><m|pj> (1)
Ng n,m i

The summation over i is converted to a summation
over a grid.

r<n|xi><m|pji> = T W(Xj,Xk)<n|x><n|xi> ( 2)
Suitably scaled Harmonic oscillator wave functions must
be used for rapid convergence.

-x2/2a2

<xX|n> = N e Hnp (X/0) (3)

where Nj is the Normalization factor.
Np = 1 / (o}(2Pnl/n)}
From 1,2,3 we get

p (X,P)

-x2? /20w2 =p2? 2
=_%% INn?Ng?e X*/20x* “P*/20D" p (%/0x)Hy (P/op) ¥mn
’

where

-ty 2 2 - 2 2
wmn=ZW£Xj,xk)e Xj?/ 20" "Xk? /29D g (x4/ax) Hp(xx/op)

4

We must truncate the m,n series to obtain a smooth

function.Hence a renormalization may be done as follows.

R [ pa(x,p) dxdp = 2r/p

where R is the normalization factor.

Hence
_2x_ =} Np?Np? In Ip Wpn
AR n,m

where

In = I e-x2/202 Hp(x/0) dx
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= Q0 for n odd

= Jx (2m)! (1 -1)"
n! 202

finally

p(%,p) =R Pa(xlp)

Appendix 5.3

It will be shown that even though the long time
averages of the classical and gquantum motions differ,

Ehrenfest's theorem is valid for every instant of time.

Ehrenfest's Theorem

This states that the quantum and classical averages
are the same for a given distribution.

We now proceed to show that the quantum motion by
itself does not change the average position and momenta
from the classical average at any instant of time.

To first order in At we have

£,(x,p,t+at) = e f,(x,p,t)

= elght elctt £f,(x,p,t}
= elgtt foc (X/P,E)

where f, o(x,p,t) is the distribution after the

classical motion. The average after the quantum motion

is
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<p> = I foc(x,p,t+at) p dx dp
= J.[ eLthfwc(lert) ] pdxdp

[ elat®s _(x,p',t) s(p-p') p ax dp dp’

3 3 -
= [ £, _(x,p',t)ax ap'[e2°/9P"), [1(PPY gp ay
27

=1 [ £ (x,p'.t)ax apre™iP'Y [mia¥i¥ipy o g5 gy
2% we .

1 -ir ' y— 3 )
=L [ £ _tx,p',trax ap' e YA (oniysiqy) ay

= -i [ £ _(x,p',t) ax ap' [ IP'YIAY’ 4u(y) gy

By using the following relations

J gty sreyy ay = - g'(0)

g(y) = e~ ip'y-iay’

g'(y) =(-ip'~3iay?) e~ip'y-iay®
g'(0) = -ip"

gives

<p> = | £,5(x,p',t) p' dx dp'

This shows that the average of p in time At remains
unchanged by the gquantum motion. A similar proof holds
for <x>. This verifies Ehrenfest's theorem.

However

d<p>/dt = - <V V>
The R.H.S. is dependent on the distribution. In Chapter
2 it is seen that the quantum distribution is clearly
different from the classical over large intervals of

time. This difference in the distribution,originating in
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quantum effects causes the rate of change in the

classical averages to be different for the purely

classical and exact developments.




Appendix A
Appendix A
Stochastic Quantum Development ~ using a discrete
differentiation process

A delta function in phase space may be denoted as
<X,p|xj,pi,c> where xj,pi are the co-ordinates and ¢ is
the sign of the point.

|%x,p;0> = o |X,p>

The quantum development is given by,

-aa3 aaa'
(e P- 1) <x,plxj,Pi> = <X,ple Pl- 1) |x%i,pi>
for a => 0 ,

3
( e®%Pi -1) |x4,p5> = aagi |%i,Pi>
Define

adpilxi,pi> = Lt ixj,pitAp> - |Xj.pj=Ap>

Ap=>0 2Ap
Hence
adp3 |X,p,o>
= Lt a (|x,p+3Ap,0>=|%X,p-3Ap,0>+3 |X,p-AP,0>

Ap->0 (2ap)3
- 3|x,ptAp,0>)

= a 4 [1 (|x,p+3Ap,0c> + |X,p-34Ap,=0>)

8Ap3 4

+ (|x,p-ap,0> + |X,ptAp,~0>)]

prn

The creation probability is A = a/(2ap3). The jump

127




128
probabilities are 1/4 for a pair of * points to be

created symmetrically at distances p + 3Ap and 3/4 for

a pair to be created at p + ap.

Numerical Test

For a test function a gaussian form is considered.
£e (D) = (1 /J(2m)e)e P°/2

We follow through the algorithm as given in Chapter 4.

Results

The figures 39-40 compare the exact curve for

(e—aap3 -1)f(p) with the stochastic curves. It is seen
that this simple differentiation process gives a
remarkable agreement with the exact curve. However the
figures 4o show that one has to be very careful in

setting the annhilation (bin-size)distances.
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figqures 39-40

These pictures compare the stochastic development
with the exact using a discrete differentiation process

for the delta function.

fig 39. a' = .1 , «x=1 =1, Ap = .3, N = 5000 a=.001
top left - variation with statistics for 3
different runs.
top right - variation with N=1000,5000,10000
bottom left- variation with a=.001,.002,.01

bottom right-variation with aAp=.2,.3,.4

fig 40. These pictures study the effect of variation of
bin-sizes(or annihilation distance)
top- Ap = .3 with bin-size=.05,.1,.2,.3,.4
bottom left Ap =.2 with bin-size=.1,.2,.3

bottom right Ap=.4 with bin-size=.2,.3,.4
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Appendix B

Quantum Development using The Iorentzian Distribution

The Lorentzian distribution is given by

2 Re (i/2z)
2a/ (x2+p2?)

6« (P)

f

where
z=p+ icx

with an integral representation

5a(p) = ;= [ ¥ 7 Il gy

=0

Let
I(a,p) = e~3%p 5 (P)
= Re(l/x) IZ eiay > izy dy
and the quantum motion is given by

J(a,p) = I(a,p) =6-(P)
The integral is evaluated in Appendix B.1l

Numerical test

The test function is now of the form
f.(P) = 2 Re(i/z) = 2«/(x? + p?)
The representative points are smeared by Lorenzians of

width «!
132
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Lt (P~Pi) = 2x'/(x'2 + (P-Pji)?)

where «'<< «

We follow the same algorithm as in Chapter 4

Results and Conclusions

The stochastic curves show fair consistency for all
the variables. However, the negative and outer regions
do not match very well with the exact curve.

It is concluded that the Lorentzian function is

less suitable than the Gaussian as a smearing function.
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figures 41-42

fig 41. The exact quasi-classical development for a
lorentzian function.
Top- Functions I(p,a) and J(p,a) for values of
a=.05,.1
Bottom left- Function J(p,a) for a = .001
Bottom Right- J'; for a=.001
Dotted line is for J, and solid line for J..

fig 42. Comparisons of stochastic development with the
exact.
top left- Variation with statistics for 3
different runs.
top right- variation with N=1000,5000,10000
bottom left- Variation with a=.004,.002,.001

bottom right- Variation with bin-size=.05,.1,.2
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Appendix B.1

Evaluation of the I(p.a)

- 3 b 3.3
I(p,a) = e3P 5, (p) = Re (1/m) [, ¥ 1ZY gy

- Re(l /mya-(W/3) [ o i¥° +igx g

3 -1/3

% ;¢ =a z ;z=p+ i«

where ay3

Small |¢| expansion |[¢] -> O
Let

3
I(c) = a ~1/3 J' eix +1¢ xg,

For small ¢ expand eicx in seriles.
11(c) = a3 | eix3§_1%75_;lﬁ dx
which gives
/6 )M r[(n+1)/3)
n!

I(¢,a) =Re __1 __ ei™6 ¥ (ire
31raI; 3 z

Large |t | expansion
For large |¢| asymptotic methods have to be

considered. For this a more suitable form of the

integral is needed.

Let £(x) = x3 + ¢x

= [£13/2 (£3 + tel? )

with t = (x//I¢]) and ¢ = jc| el?
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Then

I(c) = Rejc|} s(ral/3y [Te LI613/2(£3 + telf) .

The integral 1s evaluated by the methodof steepest
descent in the complex plane. There is a contribution
from the origin and from the saddle point with

isg

£(t) = 11¢13/2 (t3 + te™’ )

The position of the saddle point (tg) is given by

i eia/z

Paths of constant phase
The phase for the integrand in

[ LB at is o(t) = Im £(t)

With Jit| £t =u + iv
e(u,v) = ud =3uv? + ucosd =-vsing
Path of constant phase is given by
@¢(u,v) = constant = c
It is easy to show that
c(origin) = 0
c(tg) = 2/3 sin(34/2)
Paths with phase c(origin) and c(s.p) are drawn for

various values of 9. See fig 43.




figure 43

These figures show paths of constant phase on a
complex plane for the function

e £(t)

with £(t) « 2 + t e*f

The constant phases selected are those which pass

through the origin(o) and through the saddle~-point(+)
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Figure 43. Paths of constant phase




From a study of these paths, the integral may be split

into 2 contributions depending on the value of 4.
There are 4 cases:

+ I

(1) 8 =0 =1

I origin 5.P.

(ii) 0 < ¢ < 120° I =TI,igin
(iii) ¢ = 120° I=1Torigin ¥ i Ie.p.
(iv) ¢ > 120° I=TI,sigin* T s.p.

Iorigin

Along the path of steepest descent for [{]| => =
only a very small region from origin contributes to the

integral. let

3/2,.3 is
I'(¢) ._._-Lei“] (t™ + te )dt
with
t = seim
+ [

Because s is very small between the limits taylor expand

the cubic term.

€ 3/2 3 3ip n 3/2,_ i(0+@).
ilel s” e i se io
With the steepest path defined by
@ =nx/2 = §

3/2  3i(s/2-0) yn

ei(ﬂ/z—a%f‘san o513/ %54
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€ - 3/2 o _ 3/2
Iosan e sl fds =~ Ios3n e 151 5 @as for |t | =>=

which gives

i
Rl (3n) ! _
Iorigin =~ =al/3 L i (¢ 1372)2n+1 sin[ (3n+1)4]

Is.p.

The s.p. is at

1 ig/2
to = - 75 e /

Taylor expand near tg .

T =

tg +e 3/2 3
I elfi (£(tg) + 3(t-tg)2L''(tg)+(t-tp) L' "' (tg)/6) 44

tg - ¢

3/2

= oI513/22(e0) [ /3151 2 (etg) et/ P 11013 P emt) 3,

(1)
Choose the path such that

t-tg =.8 el @

Then integral in (1) becomes

+ + :

I =I eJ31§|3/252ei(0/2 25) llf[ s e e1¢ ds
-€

Now for the path of steepest descent ¢ is defined by
8/2 + 20 =«

pe e (8/2-078)] 431613 %8 +11c 3/ 2e3e3 (/27078

The integral in (2) is split into two (2)
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J';e".\/?v!f |3/252+ i Is_ |3/253esi(ﬂ/2-6/4)ds

ds

N Iee_J3|g|3/253 ~1)r13/2s3 o3i(n/2-6/4)

= I+ + I_

which gives

Re i (2/3/3) ¢34 r(3n+1)/2
I = al/3()7% © L T(30)30/%  nl

even

For ¢ = 0O,

to = i//3

1= [ elf13725t0)= 31513/ 2 (t-to) 241 s 17/2 (£-t0) 3y,

Now only f; contributes to the integral on the

right half plane.

_ _Re _ _ =(2/3/3)]¢13/2 n
I= e (4 7 r(3n+1)/2]
2ral/3 (3¢ )1/ 2 (BIeN7%E —0




FLOW CHARTS

Initial Assignmént of Neighbour:

Create 2 lists containing x & p variables with the
corresponding addresses in the main list

— ——— it i, S TP Tt e S — —— —— — —— A, B, St et s

Listx,Listp

Sort each list by x & p
|

Main list
Xirpj,adrsy

find adrsj in listx
find adrsj in listp

from position x4 find 5 forward and 5 backward
addresses in listx : store in adrsx

repeat for pj,store in adrsp

find common addresses in arrays adrsx & adrsp
and store in xadrs

find the distances
dyg = [(Ti—ka + (pi-px)21}

!
l

select the 4 nearest neighbours and attatch
to structure of xj,pj

next Xi,Pi
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A shortest path to locate nearest neighbours

The points (xp,ppn) that do not undergo hopping are
attatched to the main list .The nearest neighbour is
found by a shortest path as follows:

Let the first choice be
nbr = parent(xji,pi)
|

|
find it's distance
dy = [(xi'l'xn)2 + (Pj_"pn)z]i

| searches now among

dl = dy neighbours of latest
nearest neighbour
compare distances with 4 (a linked search)

nearest neighbours of nbr ]
and swith over to the nearest |

! l

------- < J < 4 ? >-m-=m-yeS-=rm—ceme——=adl=dy?>-no-
| | no | vyes
| dy=[ (®5~%p) 2+ (p4=Pn) 21} |
I Return nbr
: <dy < dp ? >--yes—-T
| nbr = 1xy,p4)
| J = J+1 !
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Nearest Neighbour Annihilation

This procedure sorts'among the nearest neighbours.

xiipi

store the addresses of 4 nbré.and it's
nbrs. in array A

sort the array by distance

select the nearest nbr. jl
dj = [(xi~%4} + (pi-p3)" 1}
I

<oj #¥o4 & dy < annihildis ? >---- yes-
delete ggd nbrs annihilate both
| points
storelnew 4 nearest nbrs I
: I

next xj,pi

— —— —— —— — — T Aiink, b, e\, e . e S |

Annihilate
To annihilate 2 points i & § from main 1list
First goto inverse neighbour list of each and
proceed to remove i & j as neighbours

|
Next disconnect i & j from the main list
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