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PART I

QUANTUM KINETIC EQUATIONS FOR PLASMAS AND RADIATION



CHAPTER I
INTRODUCTION AND REVIEW OF THE LITERATURE

One method of examining mgny-bodyvproblems is to utilize a statis-
tical approach, replacing the system in question by a qqllection of rep-
resentative ensembles, This method has led to some successes in determin-
ing the properties of plgsmas in which quantum mechanical effects are
significant, but, as yet, no complete, consistent exposition of the
theory, based on the quantum analogue of the Liouville equation for the
system, has been given, This investigation is concerned primarily with
such an exposition, The entire non-relativistic Hamiltonian is retained,
in order that transverse electromagnetic interactions may be studied.

In Chapter II the density matrix formalism is reviewed briefly
and shown to be most useful in investigating the problem of quantum
plasmas, The formalism is extended to include the degrees of freedonm
of the radiation field, in‘order that both fields and particles may be
treated‘siatistically. Inclusion of the transverse interactions is
effected by replacing the electromagnetic fields by an infinite set of
radiatio; oscillators and then defining a density matrix for this sys-
tenm, Figally,'am alternate approach--that of quantum mechanical dis-
tribution functions--is discussed and the disadvantages'of such a
formulation indicated. _

A preliminary problem is considered in Chapter IiI. Here, the
potential energy of a particle is assumed to be derivable in a self-

consistent manner, That is; the electrostatic potential is calculated

from Poisson's equation with the sources derived from the particle
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distributions, Transverse electromagnetic interactions are ignored. The
dispersion relation obtained from the N-particle'equations is found to be
the same as that from the one-particle equations. Thus, particle corre-
lations are not included,

In Chapter IV a hierarchy of equations for the "internal" or
reduced density matrices for particles and oscillators is obtained by
taking partial traces of the Liouville equation for the entire system,
One integrates the equation over the coordinates of all but a small num=-
ber of particles and oscillators. Due to interactions, the equation for
the m-particle, t-oscillator density matrix contains the density matrices
for m+1 particles and t+ 1 oscillators, etc. However, these interaction
terms follow in a completely consistent manner, so that one no longer
needs to insert ad hoc forms for exchange integrals, etc, Then, a per=
turbation theory is developed which enables one to close the chain of
equations, The limits of validity of this treatment appropriate for a
plasma are discussed. Finally, the quantum analogues of the classical
Vlasov and Fokker-Planck equations are exhibited.

In Chapter V the theory is used to calculate dispersion relations
for the frequencies of small disturbances in the plasma, The effects of
particle correlation are demonstrated for the case of lopgitudinal
Coulomb interactions and are found to be due to exchange, In addition,
the dispersion relation for transverse interactions is also derived and
some rather unusual features of this relation are compared with the

classical case.

The investigation is summarized in Chapter VI and suggestions for



further studies are given,
I. BASIS FOR THE INVESTIGATION

The procedure for obtaining "kinetic" equations for internal dis-
tribution functions of a system was first developed by Bogoliubov* (1) in
his studj of -the properties of un-ionized gases, Bogoliubov also indi=
cated soms of the problems which would be encountered in a similgr devel=-
opment for systems interacting through long-range Coulomb forpes. ‘Born
and Green (3), Kirkwood and collaborators (13, 25) and Yvon (37) also
studied classical and quantum systems, using techniques similar to tﬁosq
developed by Bogoliubov, However, they too were primarily interested in
un-ionized gases and liquids. Recently, Rosenbluth and Rostoker (26)
derived kinetic equations for a classical plasma, assuming only Coulomb
interactions. Simori and Harris (30) extended the theory to include
transverse electromagnetic interactions.

Most of the investigations of quantum p;asmqs have employed tech-
niques differing somewhat from those used here., Several texts have been
devoted to the methods appropriate for various many-body'problems, but
some'of them most often employed in plasma studies will be indicated
here, Perhaps the best known treatment is due to Bohm and Pines (2)e |
Bere, "collective" variables replace the usual coordinates of the sjatem,
facilitating the solution of problems in which the individual particle

nature is not as important as the gross features of the system., In par-

#References are listed alphabetically and numerically in the
bibliography



ticular, Bohm and Pines obtained a dispersion relation for the fre-.
quencies of collective oscillations of a quantum plasma., This same rela-
tion has been obtained by several other authors (8, 15, 29, 39) in
different ways and will also be derived in this investigation, Of
especial interest is the work of Klimontovich and Selin (7), in which
kinetic equations for the quantum plasma were obtained and applied to
several problems, including the small-amplitude Coulomb disturbances,
Ehrenreich and Cohen (8) have also studied this problem, obtaining the
quantum dispersion relation by means of the one-particle Liouville equa=-
tion and the'self-consistent field approximation for the Coulomb poten=
tial, Finally, von Roos (36), formulating the problem in terms of a
quantum mechanical distribution function similar to that used first by
Wigner (37), obtained the dispersion relation mentioned above and showed
how exchange affects the relation,

None of the above treatments have included a development of kinetic
equations for particles and the electromagnetic field, although Osborn
and Klevans (2h) initiated an investigation of this problem at about the
same time that the present study was begun. However, the direction of

these authors! work seems to be somewhat different from this disserta-

tion.



CHAPTER II
THE DENSITY MATRIX

In order to develop a system of kinetic equations for a quantum
mechanical plasma, it is necessary to introduce a distribution function
containing the statistical information pertinent to the system under con-
sideration. In this chapter, it is shown that the density matrix of
Dirac (6) and von Neumann (35) can be employed, and the generalization of
the resulting formalism to radiation fields is given. In the final sec-
tion, an alternative formalism is discussed briefly and compared with

the one utilized in this work.
I. PARTICIE DENSITY MATRICES

In ordinary non-relativistic quantum mechanics the state of a
system is described by a wave function * s @ function of the particle

coordinates and time, which obeys the Schrodinger equation
Hy=-% 2 | (1)

where H is the Hamiltonian operator for the system, With this wave
function or probability amplitude one calculates expectation values of
operators for the system,

Instead of using the wave function of the system, an equivalent
formalism can be developed using the density matrix. The density matrix
is usually defined as

R (xx") = Yo Y. (2)

If we consider WP to be a column vector in Hilbert space, then Vd‘, the
Hermetian conjugate of1P s Will be a row vector and the direct product,



represented by Eq. (2) will be an infinite matrix,
It is a simple matter to obtain an equation for the time dependence
of R, in fact
> = WYt pF _ L o
R o= ¥+ WY =g ¥l yyryr
= -=[#,R],

since H is Hermetian, It is also easy to see that the expectation value

(3)

of an operator A(x) is given by

Ay = ya Vi) Ao ) Wle)dy = }/(c/,( ‘Qon) Sex-x )R ()
= Jnace (QR)

In the above, the xx' "matrix element" of the operator is written
Alxx) = ax)dx-x"). (8)
Thus the analogy to a matrix formalism is preserved. This particular
notation is not essential to the development of the theory, but is less
cumbersome than others commonly used (e.g., Lowdin (16), McWeeny (17)).
In general, the wave function HU carries indices or quantum num-
bers which label the operators of which qD is an eigenfunction. The
density matrix for a state k is denoted by
R s Y)W @
The diagonal‘element of this matrix,f(kk(x,x), gives the probability that
a system in the state k (k may be a composite quantum number} is located
at the point x, In addition to these one may define transition matrices
Rkl(x;x'):\%( %f-(!') (7)
The diagonal elements of these matrices are not physical observables,

However, if A is an operator which causes a transition in a system, then

(z//}/k>:/%fl-¥)4.%(x)4(: 72/?’“4, (8)
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This is simply the matrix element or transition element of the operator
A, From this element we can calculate the transition probability,

The density matrix formulation of quantum theory has found many
applications, in particular in the study of atomic and molecular systems,
Recently, Lowdin (16) has developed a generalized Hartree-Fock approxima-
tion using the density matrix, and has applied it to many-electron and
many-atom systems, Lowdin's work has the advantage of being more amenable
to numerical treatment than previous theories. U, Fano (9), in an
excellent review article, has discussed the non-statistical applications
of the density matrix, with particular emphasis on nuclear physics and
scattering theory,

The original development of the density matrix theory was intended
to introduce a formalism analogeous to classical statistical mechanics,
It is this particular approach which will be emphasized below, In pre-
senting the ensemble theory, the treatment given by Lowdin will be fol-
lowed, Since the theory can be found in any standard text in statistical
mechanics (e.go, (33), (3L)), only the main features will be presented
here, .

We assume that the system under consideration is, by reason of
complexity in a physical sense, incapable of exact treatment using the
Schrodinger equation, In other words, the values of a complete set of
constants of motion or eigenvalues necessary to specify the state of
the systems are not available, One then can consider representative
systems, each of which has the same number of particles (canonical en-

semble) and obeys the same Schrodinger equation, for which we can specify
exactly the state by giving the eigenvalues, Then the expectation value



of an operator for the system is given by

{A) ’-’ZK P LVl A ). (9)
The P, are the "weights" or probabilities of finding the system in the
state described by the wave function?&. Note that%k is not necessarily
a stationary state, although for most purposes it will be. The only
requirement placed on the\h4 is that they must be orthogonal to prevent
mixing. The Pk are time independent quantities determined by the initial
conditions. They are sometimes referred to as Boltzmann factors,

In Eq. (9), two distinct averages have béen taken, the first being
the usual quantum mechanical average or expectation value of the opera-
tor.A, while the second is a statistical average over all possible states
available for the ensemble, It is apparent from the above that a con-
venient definition of the density matrix of the ensemble is

R :ZK Px Y LP: = ZK Pu R QO).

and the éverage value of the operator A can be written as before
CA> =TaRA - =
Since the P are time-independent quantities, it is apparent that
the new density matrix will also obey a”Schrodinger equation, or rather
its equivalent, Eq. (4). Thus, this treatment differs from a time

dependent perturbation theory, where one writes

kP = Z-,, @ (#) %ﬂ, (12)

and theqéjare stationary wave functions, In fact, in some situations
exactly such a procedure may be followed, giving for the density matrix

(see McWeeny (17))

/?JZEE;_}DK{EE;MAI CZA(t)CQ{C;)lf&Iu&fJZ, (13)



Now, where one writes Eq. (L) for the ensemble density matrix,
one is actually imparting a different kind of information than pre-
viously. This is, in fact now a statement of conservation of probability
in two senses, the quantum mechanical and the statistical. In the latter
sense, it is analogous to the Liouville equation of classical statistical
mechaniés, a continuity equation in the 6N-dimensional phase space of
the classical systems The importance of this two-fold statistical nature
has been emphasized by Tolman (3L),

With the density matrix for an ensemble defined, it is possible
to develop a quantum statistical mechanics quite similar to classical
statistical mechanics, In particular, the concept of the micro-canonical,
canonical, and grand ensembles (see, e.g., ter Haar (33)) are all re~
tained, and many other features of classical statistical mechanics can

be adopted,

IT. REDUCED DENSITY MATRICES

Since the complete density matrix for a system of N particles is
a function of the coordinates of all these particles, it is seldom con=
venient to work with this quantity, disregarding completely the fact
that the mathematical problem of calculating it is practically insur-
mountable, For this reason Husimi (12) introduced thav"reduced" density
matrices, These are "correlation" functions for m(8 N ) particles of the

N-particle system, They are defined by*

®#This definition differs from the standard one in the introduction
of the factor V™, For the purposes of this investigation it is more con=-
veniont - and only changes the normalization. Henceforth, this new normal-
ization will also be used for R, the full density matrix for N particles.
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(m) 1)
ﬁ (X‘;tl"'x”u. X.'(;'---K»f\) = VM/VVr/me "'JX/VJ (

where V is the volume of the system, Thus, the original elements of R(m)
multiplied by Vd-3xl...dxm, gives the probability that particle 1 can be
found in the volume dx) centered at xj, particle 2 in dx, centered at xp,
etc., with the reméindgr of the N-m particles unspecified, The generali=-
zation of Eq. (1) to ensembles is obvious, and the elements have similar
interpretations,

Lowdin (16) and McWeeny (17) have discussed the reduced density
matrices quite completely, but some of the more important considerations
will be included here, Since the most interesting and useful applica-
tions occur for identical particles, the discussion will be restricted to
a system of N identical fermions, According to the Pauli exclusion prin-
ciple, the wave function of this system must be completely antisymmetric
under interchange of any two particles. Thus, for the two-particle
reduced density matrix

)
R(Z(x'x“sx'%l) = ‘/fm(’('ﬂjh'l(:') = k(l’(/-\/:,‘iﬁ’x/), (1)

and for the diagonal elements,

)
/?Q(qu:x.;a) = K“’/w,;xax,)
and finally,

2 1) - 17)
R =550 =8') = ©. ‘
The last is the result of the anti-symmetry of the wave function, The

(16)

important point to note here is that the diagonal elements, used to cal=
culate expectation values, are symmetric. This is simply an expression

of the fact that the particles are indistinguishable,
Now, suppose that the Hamiltonian of the system contains a two-



particle operator, e.g.,

H&= Z Vir, %), (18)

Then, the expectation value of this operator is

2\ _ 5 1=
(f/ > ‘Z;,J/U?&;/J) S”W’Z/x = V’“Z,/U“"‘;)O‘//?&{m&r)ﬂ?@' (19)

/V('V‘/)/U'(x,ﬂ,) K((X,)ﬂ ‘i) = /V//V'/) 7;0. V(x,,x&)
Hence, in order‘to calculate the expectation values of two-body operators
one need know only R(Z). While the previous discussion has been re-
stricted to fermions, it is clear that similar considerations apply to
bosonses The situations for mixed systems is only slightly more compli=
cated and need not be considered.

Another interesting relation is obtained from the definition of

the reduced density matrix,

)] -
K(m = y"”‘/‘tﬁ V”;/xm+,...¢/x,¢ = V "/Xmu Vm_*/}by%(m*zm//(/
= V 'I/J/X R(m"l)()(l ) £8 "-Xm-;-/)‘/(,lx/),'m/ml; )/m-l-/-.,)(zo)
v/ 7Z(M+I)R(hu)

where Tr(m+1)} denotes the partial trace, i.e., integration over the
coordinates of particle (m +1), Thus, if the interactions among par=-
ticles are confined to m-body forces, then it is only necessary to
calculate R(m) to be able to determine all expectation values, One can
“hen use the recurrence relation given by Eq. (20) for calculations of
expectation values of j(£ m)-body forces.

For many physical systems (possible exceptions being nuclei and
molecules) interactions are only of the two-body type. For this reason,
as well as mathematical complexity, most of the applications of the re-

duced density matrices have been confined to orders one and two, Husimi
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and Nishiyama (13, 21) have given detailed discussions of the algebraic
properties of the reduced density matrices for the canonical ensemble,
In particular, recurrence relations for R§m)1n terms of Rﬁ?{, R&m'l),
etc., have been found.* These relations are much more useful than Eq.
(20) since it is clear that R{(m) is, at best, obtained by solving an
m=body problem, Thus, for m>2, Eq. (20) is of academic interest only

except in very special circumstances,
ITI. THE DENSITY MATRIX FOR RADIATION FIELDS

As is well lnown, Bohr originally demonstrated that if the uncer=
tainty principle is to be universally valid, electromagnetic fields
interacting with quantized systems must also be quantized. Quantization
of the electromagnetic field essentially consists of requiring certain
field components to obey commutation relations, i.e., the fields are no
longer "c" numbers, but operators, In this section the density matrix
theory will be extended to include the radiation fields,

Originally, fields were quantized by defining generalized
"coordinate" fields and their conjugate "mamentum" fields and then re-
quiring the two classes to satisfy commwutation relations similar to those
obeyed by particle coordinates and moments, Although this procedure is
not necessary, it has the advantage of simplicity and clarity. For this
reason the canonical formalism given by Heitler (10) will be given here,

In order to define a Hamiltonian for the radiation field, one ex=

pands the vector potential in a series of orthogonal functions

#The subscript refers to the number of particles in the system,
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A =2 gnfin + AL (22)

The Ay satisfy the equation
(V=22) Ar = ©. (22)
With  gufm) = /Z,\/@‘w** (23)

Further, for most purposes, one employs solenoidal gauge, i.e.,
ViAar = o, (2L)
The generalized coordinates and momenta of the field are defined
respectively as
Ar =z gr fﬁ)\,. (25)
A= —iwa (5A~5A*)- (_26)_

Then, with these definitions, the Hamiltonian becomes
H=2,Hr=42ZA )’B\Q*Qz\ U*ai = "“2;\ wﬁg,\*'z,\ « (27

Quantization is attained by applying the commutation relations

[g, Q,\] = PAQ)\‘ Qa Pr = f\k('_, (28)
[P,u, Pﬂ] =[Q)\, @M] = 0. (29)

The Q) and P), are now time-independent operators. The evolution of the

system ié determined by a Schrodinger equation
HY-= i3 (30)
w is the state vector of the system, depending on the generalized co-
ordinates and time., The stationary state solutions for H\ are
Hx¥a = Ex¥n = nhwn Yn (31)
and, in general, any state vector can be written
¢:24,Q“,¢7A Ca, Qs @N IP/ Vg a 2/)\ ¢ (32)
Thus, by employing the amplitudes as generalized coordinates and

moments, one can quantize the radiation field by imposing commutation

relations in the usual manner. Furthermore, from Eq. (27), it is apparent
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that the Hamiltonian is a sum of Hamiltonians of harmonic oscillators.
Thus, the radiation field can be replaced by a system of oscillators,
each with a different natural frequency «Jx, . Now, instead of discussing
the photons of the electromagnetic field, one may alternatively consider
the interactions of the radiation oscillators. This is, in fact, a con-
sistent formulation of the original ideas of Planck, In the problems to
be investigated subsequently this viewpoint will offer many advantages,

The simplicity resulting from the oscillator "picture" is illus=-
trated in Eq. (32L which is significantly different from the correspond-
ing expression for identical particles. Since oscillators of different
natural frequencies are distinguishable, no symmetrization of the state
vector is necessary, Each oscillator represents a separate degree of
freedom for the fields: consequently, the state vector for a given con=
figuration is simply the product of state vectors for each oscillator if
there are no interactions. However, since photons are bosons, the state
vector of a system of these particles must explicitly include their
statistical correlation even in the absence of interactions,

Since the foregoing formalism so closely resembles the particle
theory, an obvious definition of the density matrix is

R=Y Y7 (33)
That R will satisfy an equation of motion like Eq. (i) needs no demonstra=
tion, The expectation values of operators follow in é simple manner, As
an example, consider the expectation value of the number operator i =

a (-qi‘q% ), using Eq. (32) in the number representation,

I 3,%3,\ R = 2 <’%m.--13»”3a ln.’n\’..)(n.'m‘...lRln.n,..)

no nlmnl 'n\'...
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E R MGG DS, SHWD Cosn WIH)
2 2y COCr LR gl gD = W gt |9

In order to define reduced density matrices for the oscillators,

(3L)

some comment is necessary about the state vector in the quantum theory
of radiation., Generally, the emphasis is on the operators in this
theory, and the state vector is only a formal concept. For this reason,
one finds that most authors are not explicit in defining'the variables
upon which the state vector depends (e.g., see Heitler (10)), In the
ensuing calculations the variables will, in most instances, be indicated
by (Q1, Q2,e°.,Q). In the amplitude or coordinate representation, the
eigenfunctions of H) are Hermite polynomials and are, in fact, explicit
functions of the Q) ? However, one should not infer that the representa-
tion is being used uﬁless noted, With this exception in mind, the
reduced density matrices can be defined as

R%... ac Q) Be) Ay dOss L8008y, &, 6 B, 35)
This definition differs formally from the corresponding particle reduced

density matrix only in the absence of the factor Vt.
IV. QUANTUM MECHANICAL DISTRIBUTION FUNCTIONS

Before preceding with the development of the kinetic equations for
a plasma, it will be useful to consider an alternate approach to quantum
statistical problems introduced by E. Wigner (37).

Instead of employing the density matrix in calculations, Wigner
suggested the use of a quantum mechanical "distribution function" which,

being a function of both coordinates and momentum, would be more similar



to the classical distribution function than the density matrix. His
definition of the distribution function is given by the equation
{(x‘)-x‘)."'_x‘”‘;p,)ﬁ.n-’?l) -
w < 3,3 2 ~ L .. . a o oy RO

(k) fo,/v c/g/’{}zmlyy V&,+y,.,. b*yv)y(xf-y,-"&-y,)c”?{
with

= 5 - ~

p'V:Zi}’l"o‘f"z (37)

and S& is the Fourier wave vector

(36)

- 1 A A
Pi = Pix Cx + }’(}Qa P Cr (38)
This "probability" distribution function is easily seen to have the ﬁro-

perties

>
L[ F Gt By B dp dirn diy = | Vertid] (39)
and

[[f('('--"(d"l’r--a?ﬂ)//f-u/xf/ = /f(,...,w)/,y | (10)

where f#(pj...py) is the momentum space representation of Y . Egs. (39)
and (LO) are simply the probabilities of finding particles 1,..N at
;1...§N and particles l...N at 31"'§N respectively.,

Wigner showed that the expectation values of a certain class of
operators could be calculated by direct integration of f with the  opera=-
tor over coordinates and moments, Later, Irving and Zwanzig (1l) indi-
cated that the expectation values of all operators can be calculated
with £, provided that one obtains the quantum mechanical operators from

their classical counterparts by the prescription given by Weyl (14},
The equation of change satisfied by the distribution function f

iss ;ff R y
- . +
at = %k. ® (hl)
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where V(x, x2...xN) is the potential energy of the system, N is the num=-

,  (conts)

ber of particles in the system and the Hamiltonian is assumed to consist
of kinetic energies and scalar potential only. In the sum over )\1, the
Ay are subject to the restriction
2 X! = odd integer (42)
It is ;pparent that as h3> 0, this equation reduces to the classie"
cal Liouville equation, Also, one should observe that quantum mechanical
corrections to the Liouville equation are second order in ti, This rather
interesting point has also arisen in some recent work by von Roos (36) on
quantum corrections to plasma dispersion relations,
The Wigner distribution function has had many applications,
Wigner employed it to calculate lowest order quantum corrections to the
classical Boltzmann function (37). It has also been applied extensively
by Kirkwood and collaborators (lh, 25) in deriving transport equations
for low density gases and to formulate a hydrodynamics of quantum fluids,
A. W, Saenz (27) also derived a transport equation for a dilute, non=-
degenerate, spinless gas using this function. Recently, von Roos (36),
by defining the quantum distribution function as
f = Y w) e"’%’y%(x) 2L 4, (13)
obtained an apparently less complicated quantum transport equation and
with this calculated the lowest order quantum correction to the plasma

dispersion relation.

Wigner's intention in introducing the distribution funotjon, aside
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from considerations of mathematical simplicity, was that quantum statis-
tics might embbdy more of the concepts of classical statistics than pre=
viously. In particular, the very useful phase space of coordinates and
momenta could be adopted, Thus, large portions of the classical formal=
ism could be maintained without change, even though the fundamental pos-
tulates of the theory must, of course, differ, In addition, the transi=-
tion from quantum to classical treatments is simplified, However, there
are several annoying features which one encounters, aside from the com=
plexity of Eq. (21). As was mentioned earlier, the calculation of
operator averages is not straightforward. Of more importance, due to
the uncertainty principle, a function giving a simultaneous distribution
of position and momentum is obviously unobservable, and inferences from
relation between such quantities must be made with great caution,
Finally, there is the embarassing feature that none of the "probability"
functions are positive definite, However, it cannot be denied that the
striking similarities in appearance of the quantum distribution functions
and their classical counterparts are extremely useful for parallel devel=-
opments of the statistical theories. Certainly one useful feature of all
these distribution functions, irrespective of their apparent differences,
is that in the classical limit they all reduce to the classical distribu-
tion function, Of course, the density matrix also has this property, but

the correspondence is not so clear,
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