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Abstract. The general theory of neutron scattering is presented, valid for the whole domain of slow neutrons
from thermal to ultracold. Particular attention is given to multiple scattering which is the dominant process
for ultracold neutrons (UCN). For thermal and cold neutrons, when the multiple scattering in the target
can be neglected, the cross-section is reduced to the known value. A new expression for inelastic scattering
cross-section for UCN is proposed. Dynamical processes in the target are taken into account and their

influence on inelastic scattering of UCN is analyzed.

PACS. 28.20.-v Neutron physics — 61.12.Bt Theories of diffraction and scattering

1 Introduction

Scattering of thermal and cold neutrons with wave-length
0.03nm < A <1 nm is an important tool for investigation
of condensed matter. Due to the absence of charge and
considerably weak interaction with electrons and nuclei
the incident neutron wave goes deep into the target almost
without distortion and coherently influences all atoms of
the target. All specific features of the matter (crystalline
and magnetic structure etc.) show themselves in interfer-
ence of the secondary scattered waves.

Such a simple picture is justified when rescattering of
secondary neutron waves in the target can be neglected.
To estimate rescattering let us compare the amplitude of
the secondary waves at some nucleus with that of incoming
neutron wave (taken as unity). Secondary waves from the
surrounding volume ~ A3 add coherently and result in
total amplitude ~ nA3(b/)\), where n ~ 10%2 cm~3 is the
density of nuclei and b ~ 107!2 c¢m is the neutron-nucleus
scattering length. As long as

nbA? <1, d.e. A< 100 nm, (1)
the rescattering can be neglected. For ultracold neutrons
(UCN), when A > 10 nm, the rescattering of neutron wave
in media is very essential, and for the neutron wave vector
k which satisfies k? < 47nb, the rescattering becomes the
dominant process and results in the total reflection from
the surface of the target (of course, for positive b). Thus,
the cases of thermal and ultracold neutron scattering differ
from one another, and there are two separate theories for
their description.

% e-mail: barab@pretty.mbslab.kiae.ru

For thermal neutron disregard of the rescattering al-
lows to use Born approximation and to model neutron-
nucleus interaction by Fermi pseudopotential

(2)

271h?

V(r) ; V.(r—R)) ; -~ a,0(r —R,).
Here r and R, are the position vectors for a neutron with
mass m and the vth nucleus with mass M, , respectively,
m, = mM,/(m+ M,) is their reduced mass, a, is the am-
plitude of neutron scattering on free nucleus, connected
with the scattering length o, and impact momentum in
the center-of-mass system k,, in linear on k,c, approxi-
mation (valid for slow neutrons), by

3)

For thermal neutrons double differential cross-section per
one target nucleus is given by (see, e.g., [1-3])

a, = a,(1 —ikya,).

d2o 4
- b by (1 .
d2dw _ 27Nk ; Wb x (/s K, w)

(4)

Here x(vv/, k,w) is the Fourier transform

+oo
x(v/, Kk w) = / (v, Kk, t)e“tdt (5)
—0o0
of correlation function
X(VV/, l{,t) _ <i|e_i"ﬁ“(t)ei"ﬁ"’(0)|i), (6)

k =k —k’ and w = ¢ — € are the neutron momentum and
energy transfers. The quantity b, = (m/m,)a, is called
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the scattering amplitude on bound nucleus, and R, (t)
is the time dependent Heisenberg operator of nuclear
position.

The rescattering, i.e. multiple scattering of neutron
wave in the target, which is a dominant process for UCN,
does not allow to use Born approximation, and one should
start from an exact Schrédinger equation for the scattering
problem. As the first step one may use a target model with
fixed (unmovable) nuclei and consider integral equation

1k\r r|
- g7 | T R ()

With a formal use of the Fermi pseudo-potential (2)
equation (7) transforms into

B (r) = ek — Z b,

The quantity ¥x(R,) seems to have the meaning of the
neutron wave amplitude on the vth nucleus. This wave
combines the incident wave and all reflected waves. Thus,
the amplitudes ¥x(R,) are not known in advance, and
consistent equations have to be formulated for these quan-
tities. It is impossible to get the mentioned equations
from (8) just by substitution for neutron position r = R,
due to infinity in the diagonal term of the right-hand side.
So, it was, in fact, postulated that a proper equation may
be obtained just by throwing away the diagonal term (self-
scattering):

Wk (I‘) =

1k\r R, |

RER).®

oik|R,—R,/|

Zb”/|R RV/|Q7

v'#v

ka(R (R,/). (9)

The equations (8, 9) are today the basis for the whole
theory of ultracold neutron interaction with matter (see,
e.g., [4-7]). From (9) one can get an effective repulsive
(optical) potential on the condensed matter surface, so
the neutron wave with the energy below the threshold is
exponentially decreasing deep into target.

In frames of fixed-nuclei model used for (8, 9) there are
no inelastic processes, and traditional approach to their es-
timate is, first, to calculate distortion of incoming neutron
wave by the target optical potential, and then consider
its interaction with some dynamical excitations (phonons,
surface waves etc.). Such an approach may be somehow
justified for large energy transfer (say, from UCN to ther-
mal domain). As for small energy changes, all estimates
gave negligibly small values for probability, then strong
theoretical justification seemed to be unimportant.

In recent years inelastic scattering of UCN attracts at-
tention of experimenters and quantitative measurements
of small energy changes (small “heating” and “cooling”
of UCN — see, e.g., [8,9]) become more and more precise.
Behavior of UCN in traps may be influenced by many fac-
tors and each experiment needs its own close inspection.
But in any case one needs a well based theory of inelastic
scattering with proper account of dynamical processes in
the trap substance. This appeal from experiments is the
first motivation for this article.

The second motivation is purely theoretical. With dif-
ferent ways of looking at neutron scattering in two energy
domains a general theory, valid for the whole energy range,
seems to be very desirable.

Such a theory should allow expansion in rescattering
on the thermal energy side, turn into (4) when the rescat-
tering is completely neglected and provide corrections in
the next terms. On the UCN side the theory should allow
expansion in dynamical (thermal) motion in the target
matter and give results for the fixed nuclei model at the
first step, and for inelastic scattering at the next step.

General problem of neutron interaction with matter
can be analyzed in the framework of multiple scattering
theory (MST) [10-13]. MST deals with interaction of a
projectile with many-body target. In this theory a formal
solution of many-body problem takes the form

w(+)

=0+ DY 4, (10)

with functions ¥, defined by the set of linear equations
v, ="+ D' > i, (11)
v'#v

where operators f,, (t-matrixes) are linked with potentials
V, by

t, =V, +V,D7% (12)
Here 0 is the wave function for noninteracting projectile
and target, and D! is the “Green function” (see details
in the next section).

There is a wide spread opinion in the literature
that (8, 9) are just the equations of MST (10, 11) for fixed
nuclei target. In fact, they have similar structure but with
some modeled t,. Consistent derivation of (10, 11) analo-
gies for fixed nuclei target with realistic potentials was
done in [14]. In any way, the target model with fixed nu-
clei can be applied only to elastic scattering. While UCN
escape from vessels, which have been studied for many
years, is due mainly to inelastic scattering. Now scatter-
ing of UCN with small energy and momentum transfers
attracts the attention of experimenters as a promising tool
for condensed matter studies [15].

A step from frozen to moving nuclei is very dramatic
since it requires a transition from one body to many-
body function ¥(r,R,). MST does not present any uni-
versal solution, since general equations of MST are only
a reformulation of the problem in the way where multi-
ple scattering is clearly exhibited (by using iterated (11)
n (10)). The practical content of MST is, in fact, a set of
approximations applicable for different situations. They
were analyzed, e.g., in the monograph of Goldberger and
Watson [11].

Attempts were made to consider inelastic processes
for UCN by using one of approaches developed in MST
(see, e.g., [16]). However, the approximations used so
far for MST cannot be applied for inelastic scattering
of UCN. Indeed, the main assumptions, that different
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approximations of MST were based on, may be formu-
lated as:

(a) energy of projectile is much higher than the charac-
teristic energy of target particles (“weak coupling ap-
proximation”);

(b) mean free path of projectile in the target is much
longer than its wave-length;

(c) mean free path of projectile is much longer than the
length of effective correlation between target particles.

The first of these assumptions allows to use Born or
“impulse” approximation, where each target particle may
be considered as free one when colliding with the projec-
tile. The second and the third condition allow to treat
multiple scattering as sequential collisions and represent
the result as a sum on number of collisions executed. Due
to (b) the energy of projectile between successive collisions
is a well-determined quantity, and due to (c) the target in
each collision may be considered as being in the ground
state.

It is easy to see that all three assumptions are not valid
for UCN.

(a) Energy of ultracold neutron is ~ 10~7 eV and cor-
responds to temperature ~ 1073 K which is much
smaller than the target temperature even for liquid
helium.

(b) The usual definition of mean free path fails for UCN
(elastic cross-section for mirror like potential is equal
to the surface area S). Thus, one may use for this
quantity a length of intrusion into the target, which
is of the order of wave-length ~ 10 nm. It means that
the neutron energy between collisions is, in fact, un-
certain.

(¢) The main effect of UCN multiple scattering is appear-
ance of a potential barrier, that is just the product
of particle-particle correlation at distances compared
with neutron wave-length.

The goal of this work is to find the solution of
MST equations valid for the whole domain of slow neu-
trons (from thermal to ultracold), starting from realistic
neutron-nucleus interaction. Equations (4, 8, 9) will fol-
low from this theory as limiting cases. By the solution we
mean the reduction of general equations (10-12) to those
which allow reasonably simple numerical solution for elas-
tic and inelastic scattering for all practically interesting
cases. One numerical solution for inelastic UCN scattering
is presented as an example in the final part of the paper. A
more detailed analysis of inelastic scattering in connection
with specific experiments needs a separate publication.

2 Formulation of the problem. Plan
of solution

A proper theory for UCN scattering should be based on
the following postulates: (i) no Born approximation; (ii)
no use of Fermi potential; (iii) target matter is a dynamical
system. So we should start from N + 1 body Schrédinger

equation

-2
(;’—m iy v) Bies) = Brallies), V=3 V. (13)
v
Here VV describes interaction of neutron with rvth nu-
cleus, p = —i9/0r is the operator of neutron momentum,
Ex; = ex + ¢; is the total energy as the sum of neutron
energy ex = k?/2m in the state |k) and the target initial
energy ¢; in the state |¢) that is the eigenstate of the tar-
get Hamiltonian H,. Here and below we keep A = 1 till
final physical results.
Equation (13) can be written in integral form

W) = ;) + D7) Vilica), (14)

where ¥ ;) = [k)|i) and D=1 is “Green function” with

2 N2

ﬁ=—+€i—p——f{t+i77a

15
2m 2m ( )

where positive quantity n — 0 provides outgoing neutron
wave asymptotic.

Note, that the problem can be easily reduced to MST
equations (10-12). First, equation (14) can be written in
the form

Wi i) — D7V, ) = @) + D! Z Vo Wiei). (16)
v'#v

Then, let us define a state vector |¥,) and operator £, by
the relations

W,) = Vi) — D7V, [ W),
£I/|WIJ> = Vu|y7k,i>-

(17)
(18)

Now one can see that equations (14, 16) with the help
of (17, 18) turn into (10, 11), respectively. Finally, we
have to show that %, obeys (12). For this purpose we use
identity

VolWei) = Vi ([%ei) — D7V [0 1)) + Vi D7V, [0 ),
(19)

that, with the help of (17, 18), transforms into

t, |0, =V, |0,) +V, D7, |0,). (20)
Thus we have demonstrated that MST equations are noth-
ing more than reformulation of the general scattering
problem (13) or (14).

It is, of course, impossible to solve the many-body
equation (13) or MST equations (10-12) and to found
the state vectors |¥ ;) or |¥,) without any approxima-
tions. In our problem there are two main small param-
eters: short-range of neutron-target nuclei interaction (as
compared with interatomic distance and wave-length) and
small neutron energy (as compared with depth of interac-
tion potential).
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The first condition allows to consider only s-wave part
of the wave function of neutron-nucleus center-of-mass
motion, when their interaction is evaluated. And the sec-
ond condition allows in this evaluation to neglect the en-
ergy of relative neutron-nucleus motion inside the inter-
action potential area. Thus, the s-wave function and its
derivative, taken at the potential boundary, are indepen-
dent of neutron energy and are just numerical parameters.

No specific model for neutron-nucleus interaction po-
tential will be needed. Its specific features described above
(short range and large depth) allows to use scattering
length approximation.

The small parameters allow to simplify our problem.
Potential V,, is essential only in a small vicinity of R,. It
differs from zero only when the absolute value of deviation
x = r—R,, does not exceed the potential radius rq,. Thus,
using completeness of the neutron states ) |r)(r| =1
one has

Volhei) = > IRy + x)(Ry, + x|V, [P )

= Z IRy + %)V, (x)(Ry + x|Px 4)- (21)

Here and below the sums of continue variables mean the
integrals with the following supposition for position- and

momentum-energy variables
>[5
| =
2w
w
(22

X—fm T
)

Using (21) one can transform (14) to

Wics) = 1) + D710 Ry + 30V (0)(Ry + x|¥ic,i)-

After some rearrangement the scalar product of (16) with
(R, + x| can be presented as

(R + x| )
=Y (R, +x|D7HR, + X))V, (x) (R, + X [ 3)

= (R, +x[%/;)
+ ) Ry + %D Ry + X)WV () (R + X e ).

v'#r x!

(24)

Equations (23, 24), as can be seen from the struc-
tures of their right-hand sides, correspond to MST
equations (10, 11). To make them fully determined it re-
mains to find the only key element, namely (R, + x|y ;),
i.e. the exact many-body wave function, but only in the
area of short range potential for each nucleus.

Therefore, the many-body problem is reduced to only
two-body problem (or, more precisely, three-body, since
the nucleus is not free), with the rest of the nuclei as

spectators. The solution of the latter problem is deter-
mined by two parameters: by the values of s-wave ampli-
tude X, (rov)/ro, and its derivative at the boundary of the
potential. Since the logarithmic derivative is connected to
the scattering length «, (the known physical quantity),
the amplitude x, (ro,) remains the only free parameter.

Thus, one may hope to express the quantity
(R, + x| ;) by xu(ro,) and then to use (24) as a set
of linear equations for parameters y, (ro,). We will call
(Ry + x|¥ ;) for © = ro, as “neutron function at the
surface of vth nucleus”.

Remark. The small quantity rg, will be neglected
whenever possible, except in cases where rg, stays near
the scattering length (which may be of the same order of
magnitude) and in terms with singularity 1/rg, till their
compensation. Such singularity occurs in both terms in
the left-hand side of (24) and requirement of their com-
pensation will give us an additional control of calculations.

3 Neutron function at the surface of vth

nucleus
Let us transform the basic equation (13) to new variables
x=r—R,, R, (25)

rR —

where R = {R, }. The Hamiltonian in the new variables
takes the form

2 S ] 7ﬁIPV 2 f)gs
H=H,+H, T an—QmﬁVu(x), (26)

where p, = —id/0x, and P, = —i0/0R,, is the momen-
tum operator of vth nucleus. We assume that the quantity
x is small, therefore neutron interaction with other nuclei
(with v/ # v) is absent.

We look for the solution of the Schrédinger equa-
tion with the Hamiltonian (26) with the energy Fx, =
k?/2m+¢;. In Born approximation in the limit x — 0 the
solution has the form

P i(x,R) = 1(x)e*R @, (R), (27)

where 1(x) is the center-of-mass wave function, and @;(R))
is the initial target state vector. In the general case the
neutron near the vth nucleus may have the energy differ-
ent from the initial one due to previous collisions. There-
fore, it is natural to look for the solution in the form

Ue,i(x,R) = p(x)e’8™®;(R), (28)

where @;(R) is the eigenfunction of the target Hamilto-
nian H; with the energy e; and g is a vector parameter
which represents the neutron momentum.

If we substitute (28) into Schrédinger equation with
the Hamiltonian (26) and take into account that operator
P, acts on @;(R) as well as on the exponent, then we
obtain the following equation for p(x)

2 A
. g gGj, (g + Gj,)Ps
H, -
( + T ) M,

= (Ex;i—¢€j)p,
(29)

2M,
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where
Gj, = (Pygﬁj) /®;. (30)

Equation (29) after some formal transformation can be
displayed as

1 N p—
om, Pz

where

my
M,

2
(8 + Gju)] + Vu(:v)> v =E(R)p,

(31)

2

2
g 1 my
E(R) = Ek,i — &5 — % + om |:g — ﬁ(ng Gjy):| .
(32)

Formally, (31) is an equation only for the function ¢, and
its exact solution, as can be easily proved, may be pre-
sented in the form

(33)

my
v

0 = oxp (157 + G )x ) P(a ),

where ¥(q,x) is the scattering wave-function in the cen-
ter-of-mass system determined by the equation

2

Hnyv/ 5 - v 5 , 34
(a,%) = 5 —¥(a,x) (34)
and the scattering energy is defined from
2 2 _ 2 2
S el my 4
2m, s 2m + 2m, & M, (g+GJV)] '
(35)

Thus, the initial problem of neutron scattering on the
bound nucleus seems to be reduced to the problem of
scattering on free nucleus. In fact, it cannot be done pre-
cisely. Indeed, though (33) is formally an exact solution of
the equation (29), its parameter q — impact momentum —
through vector G, (30) depends on all coordinates of the
target R. But such a dependence was not assumed in (28).

However, we are looking for the solution valid for small
x. In the limit of small z only the s-wave part x,(x)/z
of the scattering function ¥(q,x) is of importance and
the dependence of y, on ¢ can be neglected. Therefore,
expression (33) for small z is independent of R and gives
the real solution in the form

Xv(Z) ;
kai(x, R)|a:—>0 ~ l(‘ )e gRqu)j (R)

(36)

So far the target state j and intermediate neutron mo-
mentum g have not been specified. It is evident, that any
linear combination of functions (36) is allowed (provided
the right-hand side of (35) is non negative), so we finally
obtain

ka,i(r = RV + X, R)‘I*)O = XVQEJ;) eikRu <R|V>’

(37)

where

<R|l/> = @y(R) = Z Cu(gaj)ei(gik)Ryéj (R)

8:J

(38)

Note, that C,(g,j) = dgkd;; and &, — &; in Born ap-
proximation.

Expression (37) defines a local structure of the basic
function ¥ ; near the point r = R,. It naturally con-
tains a “background target function” @, (R) = (R|v), sep-
arately defined for each nucleus. This function differs from
the initial state of the target ®;(R) = (R|i) due to pertur-
bation by the neutron wave. The functions (R|v) should
be consistently determined in parallel to the amplitudes
of the neutron wave x, (o, ).

Let us now calculate the integral over x in (21). First,
from (37) one finds

(Ry + %Wy ;) ~ X”(x)eikR”h/).

- (39)

Second, we note that the state vector |R, + x) due to
smooth dependence on x may be factored out from the
integral and taken at 2 = 0. Third, from the equation (34)
for x, inside the potential area it follows

1 dPx,(x)
v v T 4
e (40)
Thus, the integration can be performed
v 2 VAV v
/Vu(x)x () gy 2T exelion) =gy
T my Qy — Tov

where we used the relation between scattering length o
and the logarithmic derivative at the boundary of the
potential [x'/x]r=r, = —1/(cax — 19). Combining (39, 41)
we get

2w .
>R, + %)V () (R, +x|ic) = [R) TR )g,,
(42)
where we have introduced the amplitude

m ayxu(roy)
m, o,

¢u = - (43)

— Tov

4 Equations for neutron amplitudes

In the previous section the integrals over x in (24) are
expressed in terms of the amplitudes ¢, and state vectors
|v). Thus, with the use of (39) the equation (24) takes the
form

v i b 2 :
XT(I)elkR,,|V> B <Ru + X|D_1|RV>%elkRV|V>¢U

) _ . 2m
= kR ) 1 Z<RV|D 1|RV,>EekRV/|V/>¢V,_ (44)
V' #v
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The small quantity z is left only in the terms with singu-
larity 1/ and neglected elsewhere.

Note, that = in (44) is a free parameter, and for
x = 7oy, when x,(ro,) and ¢, are linked by (43), rela-
tion (44) may be regarded as a set of linear equations for
¢,, but with operators in target states as coefficients could
be hardly used for practical calculations. Our next steps
are directed to simplification of (44).

It is useful to transform the terms with D~! as follows

RIDTHR!) = ) D, Te MR, (45)
q
where
) . k2 — g2 .
Dy ={dDla) = ——=—+ei — Hi+in.  (46)

Then from (44) it is evident that to separate the ampli-
tudes one should multiply both sides by e **R» and take
their scalar product with the eigenvector (j| of H,. Thus,
we have

e (L L) ) — G0, R, | 60 =
() |

m ay Tov
i+ > G, 0) ¢, (47)
v'#v

where
2 . . S . .
Cj(VV/,X) — % Z equ<j|e—1(k—q)R,,Dq—lel(k—q)Ruz |V’>.
a
(48)

Expression (48) can be transformed into the other form
with the use of the following presentation of the opera-
tor D!

B;l _ %/ei(ﬁk*EquEi*ﬁHrin)tdt' (49)
0

Then we get the alternative expression for (48)

2
. / —
% (v, %) im

[ee]
X Zeiq" /Xj(m/,k —q,t) el(Cx—catei—e;+int gy (50)
a 0

Here the correlation function is introduced

Xj(l/lll,li,t) _ <j|e_iNR”(t)eiNR”/(O)|l/l>, (51)
which is a generalization of (6).

To make (47) fully determined, we only need to find an
explicit expression for diagonal term (;(vv,x) in the limit
x — rop. It evidently has a singularity 1/rg, which should
compensate analogous term on the left-hand side of (47).

This can be easily seen from simple scaling analysis. Let

us introduce new variables and parameters

—¢gj)z?, ' =t/z%
(52)

qd=qzr, kK =kz, &

i = (e

Then small parameter = remains in (50) only as the com-
mon factor 1/x and inside x; in the argument of R, (¢'z?).

When v = v/, the operator in matrix element (51) is
close to unity with very small deviation ~ ux, where u is
a nuclear shift from equilibrium. Thus, it seems to be a
good approximation to integrate over ¢ in (50) only the
exponential factor outside the matrix element. Then the
integration over q gives

¢(vy,x) ~ — (53)

where

k2 =k 4 2m(e; — g5). (54)
Note, that k; is the absolute value of the momentum of
inelastically scattered neutron when the target remains in
the eigenstate |j).

However, this result is evidently wrong. Since it does
not cancel the singularity 1/ro, in the left-hand side
of (47) due to the additional factor m, /m. Thus, the ma-
trix element x; should be more accurately estimated.

The limit + — 0 means that only small time interval
is of importance in R, (t) = R, (#'2?), and we can use the
expansion

R . Pt

(55)

Each additional power in ¢ will result in an additional
factor 22. After substitution of (55) into (51), the matrix
element is calculated without any approximations. Using
the identity exp(/i) eXp(B) = exp(/l + B+ [/1, B]/2), we
obtain

Xj(l/l/,k —q, t)|t~>0

s (] exp (—i [(k —a)Py (k- ‘1)2] t) W), (56)

M, 2M,

Then integration over time and elementary transformation
give

Cj(VV, X)|93~>0 =

my ) eiqx
47— v),
m Zq <]|k37q3+2m,,(5i75j)+i77| )

where

my - my -
k,=k- 2P, +k), q=q—-—2(P,+k). (58
a, Prtk), @w=a-37 @, +k. (58)

The physical meaning of (58) is evident: k, and q, are
the momenta in the center-of-mass system. This transition
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to the center-of-mass system provides additional factor
m, /m.

Finally, integrating over q and taking into account only
s-wave part in X we get

my RS
oo = =2 (L) + ik ) . 09
where the operator K jv, defined from
2
s o My =
K2, = [k — 2 B+ k)] +2my (e —g5),  (60)

has the meaning of absolute value of the impact momen-
tum in the center-of-mass system for the neutron and vth
target nucleus when the target is in the state |j). For UCN
this quantity is defined mostly by the average absolute
value of nuclear momentum.

The limiting value (59) allows to get the explicit form
of equation (47) for the amplitudes ¢,. With the help
of (59) we verify that for x = ro, singular terms 1/rg, are
canceled out and the next terms result in

3, <]| ow Jr1_<.7|I{]l/| v)p, = 51] + Z C] v/ Vv s
/#V
(61)

where the renormalized scattering length (“on bound nu-
cleus”) is introduced

m

ﬁu = —0Qy.

my
With the use of (50) the matrix ¢;(vv') = (;(vv/,0) can
be expressed in terms of Fourier transforms of correlation
functions (51)

(62)

Now we note that any state vector |v) can be presented
as a series in target eigenfunctions

v) = L)

Therefore the relations (61) are really the linear equations
for the amplitudes

(64)

¢, = (jlv) oy (65)

Indeed, we get
1 . .my
R = Zmwa VoL =i+ > Gy ()l
v 3’ jlv'#r
(66)
The coefficients of these equations
2 ) L ) R
% Z<j|efl(k7q)RV quel(qu)Ru, 15)
q

Gjr (') =

ij (VVl,k—q,w)

qwkaqumeerin

=47

(67)

with
+o0
X (V' K,w) = /ij/(l/l/,m,t)ei“’tdt,
oo
Xag (' i, t) = {jle” R OeieR O]y - (68)

are completely determined by the properties of target mat-
ter, i.e. by the matrix elements of the operator of vth
and v/th nuclei position correlation between the target
eigenfunctions.

Equations (66) are obtained from (24) or (11). How-
ever, they deal not with N +1 body state vectors [Py ;) or
|¥,) but with numerical parameters ¢J. It is easy to see
that due to (42, 23) the total wave function [Py ;) can be
expressed in terms of the same parameters, namely,

.\ o | o
= [0 )+ DTV YT R R )

Jv

|Pc.) (69)

It means that scattering probability and scattering cross-
section are also determined by ¢7,. The relation between
them is analyzed in the next section.

5 Scattering problem and neutron amplitudes

Scattering process with a fixed final state (j| of the target
is usually called a transition into the jth reaction channel.
The wave function in the jth channel can naturally be
defined by

Wij(r) =

From (69) it follows

(r,j[VAc.i) (70)

ikr 2m i’ H— i 1
i (r) = 85 + =l > 6l (e[ DR, )R|).
J'v

(71)
Then using (45, 46) we have
ikr Vi 1q(r RV) 1kR
Wij(r) = dize +47T]z;¢ JIZm “15"),
(72)

where k; was introduced by (54). After integration over q
we finally obtain

1k\r R.|

1kR
TR “15)-

(73)

2 el

In asymptotic, when r — oo, we get from (73) for the
scattered wave the usual structure

1k7"

fii (k,Xj) = (74)



66 The European Physical Journal B

where the scattering amplitudes in reaction channels are
given by
fii(k k) =

Zqﬁj (e kTR gy (75)

j v

The final momentum k' = k; is defined by k; = k;(r/r).
It is instructive to note that in Born approximation

with pseudopotential (2) the following expression for the

scattering amplitude can be obtained:

= = 3o hAi O,

fij(k, ') = (76)

It is analogous to (75) but instead of ¢/ it has the scat-
tering amplitude on an bound nucleus, and the matrix
element is taken between unperturbed states (j| and [7).

Remark. A typical target model used for ultracold neutron
reflection is a semi-infinite substance. The asymptotic pro-
cedure used above to extract the scattering amplitude (75)
from the wave function, strictly speaking, is incorrect for
an infinite target. Therefore, we shall assume our target
to be finite with some plane surface area S, which is large
enough to use in parallel planes the continuum spectrum,
orto-normalized with 5(k1| — k) instead of 5k'\|k\|’ but al-

lows us, when necessary, to make the replacement

2
[(27r)25(k1| ~k)| — seEnPE -k).  (77)
In the case when transmission is also of importance we
need to consider the target of finite width to allow asymp-
totic in both directions.

The cross-section for the reaction ¢ — j can be ob-
tained from the scattering amplitude by

k/
dO'fL'j = Z'fu (k, kl)|2d_Ql, (78)
but the final state of the target is usually not fixed and in-
elastic processes are measured by the energy transfer. This

process is described by double differential cross-section

d?c K o
107d0 = T Z'fLJ(k7k )| (5(61' —€&j + €k — €xr)- (79)
J

It is useful to consider the quantity

2

wk,k') = 276 (e

2T
Efij(kak/) i —Ej ek —exr),

(80)

then w(k,k’')dk’/(2m)? is the scattering probability per
unit time from the fixed state |k) to the states |k’) into
the momentum space element dk’. The scattering proba-
bility (80) divided by the incident neutron flux k/m gives
the cross-section to find the final neutron with momen-
tum k’, and one is free to choose parameters in k’ to be
fixed in the final state and then integrate over the rest of

these parameters. The relation between w(k,k’) and the
cross-section is evident from the equality

m dk’ d?c
— k. K — ' de’.
k / w(k, )(QW)B / qqe 12 de

So, the cross-section of inelastic scattering with energy
loss w is given by

do m dk’
— = k,k')o(ex — e — w) s -
dw & /w( )0 — e — W)

Replacing delta-function in (80) by the integral over ¢ and
using (75) one can sum in (80) over the final states j as

Zei(aj—aju)t<j|e—i(k—k/)f{,, |j//><j//|ei(k—k’)ﬁuz 5y =
j//

(81)

(82)

ij/ (I/I//,kf k/,t), (83)

where x;;/ (vV/', k,t) (as well as its Fourier transform) was
introduced by (68). Then (80) takes the form

i)~ (2

X Z (ﬁ{;*gb{/,xj‘j/(l/l/,kfk/,w+€i*€j).

Jj'vv’

(84)

The corresponding equation for the double differential
cross-section is

d%o -~
ddw

Z d)i*gb{/’ij/(VV/ak -k wte - 5]')'

jj'vv’

27k
(85)
We have now the scattering amplitude (75) and scattering

probability (84) expressed by the neutron amplitudes ¢/,
which are determined by the equation (66).

6 The case of thermal and cold neutrons

Here we address to the neutrons with momenta in the
range

Vidmna < k< 1/a,

for which the rescattering processes are not important and
may be considered as small perturbation.

In the first approximation the last term in (66) may
be neglected and we obtain

) By
Y1413 K

(86)

¢l =5 ~ 6,3, (1 - i<i|f(’iy|i>au> :

(87)

which is similar to the expression (3) for the amplitude of
neutron scattering on the isolated nucleus. The only dif-
ference is that instead of impact momentum in (3) (nat-
ural parameter for two-body problem), (87) contains the
average value of this parameter over nuclear ensemble in
the target. After substitution of (87) into (85) we obtain
the known expression (4) for thermal neutron scattering
cross-section.
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7 Renormalized amplitudes for condensed
target

Up to now no assumptions were made on the target mat-
ter. For a condensed target the results can be presented
in more visual form.

Let us suppose

R, = Py +u,, (88)

where for solid state target p, is the equilibrium position
of the target nucleus, and u, is the shift from the equi-
librium. For liquids p, and u, may be understood as an
average position and a fluctuation, respectively. Note, that
index v may be now replaced by p. When useful we shall
make such replacement without notice.

The matrix x;;- (v, k,t) is transformed now into

—ik(pr—p,r) <j|e—inﬁ,,(t)einﬁl,/ (0) |]I>
(89)

Xij" (l/l/l, K, t) = e

For the model with fixed (unmovable) nuclei the matrix
element in (89) equals to J;;. In order to separate the
effect of nuclei motion let us write

e P =P (550 4 X5 (WY Ky T))
(90)

Xjj' (l/l/l, K, t) =

where

—inﬁu(t)einﬁy/(o) _ 1|jl>- (91)
To simplify the equation (66) let us replace {;; (vv') (67)
by a new matrix G, (vv') from

Xjj (v k. t) = (jle

Gy (') = —eT =P G (). (92)
Then introducing the new amplitude
1 i ikp,
Pi(v) = Z-¢le™, (93)
we obtain the equation
i) = B =" Gge (i Wy (V)Bur (94)

jl,/l

where the diagonal in v and v/ term is of the form:
Gy (wv) = i(m,/m)(j|K;,|5"). Note, that according
to (59) this diagonal term is equal to —(;;s(vv,x) in the
limit x — 0 but without its real part in contrast with
the non-diagonal terms. In the long wave-length limit the
sum in (94) may be replaced by the integral over /. In
this case it is not necessary to give special attention to the
point ¢/ = v, since the real part of the term with v/ = v
though singular but integrable does not contribute to the
integral.
For the matrix G;;/ (vv') we have from (67, 90, 92)
Gy (V') = 0550 G5 (V') +

Gy (/) (95)

with

elalpv—p,1) ikjlpv—p,|
G, ( = —4772 5 — = ¢
k —q¢?+in lpy —

< /
Y () — — ia(py—p,) Xjj (v’ k — q,w)
Gy (/') = 47rZe T

(97)

, (96

Pu’|

q,w

where Fourier transform of x;; (vv/,k,t) (91) is intro-
duced.

The scattering amplitudes in reaction channels (75) in
the new notations are given by

fii(k, X) Ze P (el (e |7

] 1

i (v)By. (98)

The scattering probability can be found with (98, 80) or
directly from (84) with (93, 94).

Remark. In Appendix we obtain an alternative form
of (94, 98), which may be useful for some approximations.

8 Unitarity condition

The flux of neutrons incident on the target should be equal
to the total flux in all scattering and reaction channels. As
will be proved in this section, this unitarity condition is
satisfied by the general theory suggested.

It is convenient to rewrite the general equation (94)
for neutron amplitudes in the form

0ije P = b (v) + Y Gy (b (V)Bur, (99)
j/VI
and after complex conjugation as
Sije Py = r(v) + Y G () (V). (100)

jl,/l

Multiplying (99) by %% (v)3; and (100) by 9;(v)B,, then
summing over j, v and subtracting one equation from the
other we get

2ilmfi; (k, k) =

+Zw

jj v/

Z( 20Tm, )5 (v)e65 (v)
5 51/’ ( (Vl/) - G;/j(l/y)) )
(101)

where equation (98) for scattering amplitude is taken into
account.

The kernels G and G*, as seen from (67, 92), differ only
in path directions around the poles on complex ¢ plane,
and their difference can be presented in the form

21
NGt (V) = — 28
) GJJ(VZ/) —

e elalpv—p,1)

q

« <j|efi(qu)ﬁy (B[;l _ (‘qul)Jr) ei(qu)ﬁu, |]/> (102)
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Operator ﬁq’l has the form (a + in)~! and due to the
equality (a + in)~! = —imd(a) + P(1/a) only the delta-
function part remains in combination ﬁg b (ﬁq’ Hyt,
Thus (102) is reduced to

Py)

Gjr(v') — G i( /dn” Zk ek (v =

x (e ey o7y (5 |e (e=tegrr )t 1y

where Il” = kj///kjn .

Putting this result in (101) and taking into ac-
count (98) we get total cross-section o as a sum of capture
cross-section o, and total scattering cross-section oy:

(103)

oy = 4%Thnf“—(k, k) = o + 05, (104)
where
e=) ( Armg ) i (), (105)
Jv
k.
=Y [P, o)
J

Note that the capture cross-section is determined by imag-
inary parts of scattering lengths «,, and 5, = may,/m,
(—4nIm a/k is the capture cross-section for free nucleus).

9 Interim summary

Let us sum up our results. To satisfy MST equations we
have to find N state vectors ¥, and N operators t,. The
problem is reduced to the set of linear equations (66) for
numerical parameters ¢J. The price for this reduction is
additional index 7 which arises due to introduction of un-
known state vector |v) for each target nucleus. However,
if ¢J = (j|v), are found then one can deduce ¥, and i,.

Indeed, equations (61, 66) were directly obtained
from (44), where the left-hand side has the meaning of
(Ry|?,). Following back from (61) to (44) one can deduce
for ¥,

|@,) = |Ry>eikmé (1 +ia, l,) V), (107)

where

(108)

On the other hand, if to compare (69) with (10), one can
obtain combination

. 2 LR

i, 7,) = IR, R 1) g, (109)
m

From (108) and (109) it follows for #,

« 2 e .o\ —1 .
= %IRﬁe“‘R“ (1+iaVKV) Bye KRR, | (110)

This expression for £, is rather comphcated due to non-
commuting in target space operators K, and R,,.

Remark. In (17) ¥, seems to be a state vector in N 41
dimensional space (r, R). However, for short-range %, the
total wave function Wy ; is really determined by ¥, at r =
R,. This part, in fact, is given by (107).

For fixed nuclei K, — k, is the center-of-mass impact
momentum and from (110) it follows

2 By

== _ v _ -
m1+ia,,k,,6(r R,)é(r — '),

(rlt,[r") — (111)
that, with the help of (3, 62), coincides with Fermi pseu-
dopotential (2). Just in this approximation (8, 9) follow
from (10, 11), respectively.

Fortunately, in the general case all physical quantities
can be obtained directly from the amplitudes ¢? or v;(v)
and matrices ¢, are not needed. Thus we reduce MST
equations (10, 11) to systems (66) for ¢7, or (94) for ;(v).

Let us emphasize, that the only approximations used
so far are those for the interaction potential. It was as-
sumed to be a short range and relatively deep, which is
equivalent to scattering length approximation for the in-
teraction.

The relation of our equations to the traditional theory
for thermal neutrons was demonstrated in Section 6. For
thermal and cold neutrons the structure of equations (66)
may be radically simplified due to the physically justifiable
neglect of rescattering of the secondary neutron waves in
the target.

Our main goal here is UCN. The relation to the tradi-
tional theory for (elastic) scattering of UCN will be consid-
ered in details below. It is physically evident, that transi-
tion to that theory should occur due to the neglect of the
thermal motion of the target nuclei, which provides the
radical simplification of the correlation function (89):

Xjj' (I/l/l, K, t) ~ 5jj/e—in(p,,—pu/). (112)
The amplitudes of the thermal motion are very small in-
deed as compared to the UCN wave-length and the ap-
proximation (112) for x,; seams to be justified. But if
the thermal motion is totally neglected there is no possi-
bility for inelastic scattering. Thus, for inelastic processes
we need to include the thermal motion but may expect
proper simplification since perturbation procedure is jus-
tified.

The rest of the paper is devoted to a perturbational
solution of the main equation (94) for ;(v).

10 Expansion over the amplitudes of thermal
vibrations

10.1 Zero order (elastic) approximation
In the long wave-length limit (ku < 1) it follows from (91)

Xijr (V' k1) < 1, (113)
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which, in its turn, leads to the inequality

Gy (/') < Gj(n). (114)
These inequalities open a possibility for the application of
a perturbation theory.

Physically (113, 114) mean that in this limit the basic
process of neutron-target interaction is elastic scattering
and the probability of inelastic processes is small.

If we neglect x;;- then we obtain from (94) an equation

for the amplitude w§0) (v) in zero order approximation

ZG v') (O)

As seen from (115), the equations for different j are sepa-
rated, and since inhomogeneous term contains the factor

dij, we have

5O0) =5, a1

v (v) = G (v), (116)
where ¥ (v) is defined by the equation
Y(v) = kP — Z G/ )(')By (117)
with the matrix
elalpy—p,1) iklpy—p,/|
Gw') =Gi(v 4772 5 =2 :
k2 —q*+in  |py— pvl
(118)

Note, that the singular real part of diagonal (v = v) term
n (118) as discussed after (94) should be extracted, that
results in G(vv) = ik.

The equation (117) is similar to formula (9) usually
used for UCN in the target model with fixed (i.e. in fact,
infinitely heavy) nuclei and transforms to it by redefini-
tion Wi (v) = ¥(v)(1 + ikp,) [14]. Its solution is basically
simplified when the sum over v is replaced by the integral
over p. Then after acting on (117) with operator A + k2
it is reduced to Schrodinger equation with the potential

U= Q—Wnﬁ, (119)
m
where the density of the target n and scattering length G
may depend on p.

Formally, equation (117) after replacement of the sum
by integral >~ — [ ndp becomes of a linear integral type.
Such a replacement, if useful, will be performed below
without special notice. On the other hand, to make pre-
sentation of general formulae in more compact and trans-
parent form it is useful to consider all G(vv') as matri-
ces, 1(v) and e*Pr — as columns, 1*(v) and e~ kv — as
rows and omit summation indices v and v’. In this nota-
tion (117) looks as

¥+ G = i (120)

As seen from (118), the kernel G(k,vv') depends on the
absolute value k, but the solution 9 (k, ) depends on the
vector k, defined by inhomogeneous term on the right-
hand side.
The scattering amplitude (98) in zero order approxi-
mation is given by
0
16X = =850k, K), (121)
where special notation is introduced for [-weighted
Fourier-transform of the amplitude ¥ (k, v)

= e y(k,v)p,.

Scattering probability (80) in zero order approximation
has the form

(122)

w® (k, k') = S(w) [k, K)| .

(3;23 (123)

Thus from (81) we obtain differential cross-section of elas-

tic scattering

0
doél )
dn

= [v(k, k)%, (124)

where |k'| = |K|.

10.2 Approximations of the first and the second order.
Inelastic scattering

Zero order amplitude given by (121) corresponds to elastic
scattering. Thus, the probability (80) for inelastic scatter-
ing starts from the second order term which is determined
by the first order scattering amplitude

2
(2) k k/ —or Z ™ (1) k k/) 6(61 — & +6k7€k’)'

(125)
Introducing an expansion in ku for neutron amplitudes
() = 6 () + P () + ... (126)

we obtain from (98)

Pk K) = o (kK
—i(k7 — k7)Y e e (jlag]iy(v)B,,  (127)

where the first term is [-weighted Fourier compo-
nent (122) of the first order amplitudes w§1) defined by
the equation

G(l)wﬁ

Y+ Gy g = (128)
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Matrix ég;-?(l/l// ) is the first order term which follows
from (91, 97)
G(l)( " =

i (V] —ik?) ((lag|i") Gy

=G (lag i)
where VI = 0/0p9.

Fourier component w](»l) (k,k’) can be found without an

explicit solution of equation (128). First, let us introduce
the function

()
(129)

(K, v) = ¥(-K,v), (130)

determined by the equation
b+ PG = e K, (131)
where we consider 1 as row, and G(vv') = G;(vv'). Then,

multiplying (128) by $¢ from the left and using (131), we
obtain in the left-hand side just the Fourier component
that we are looking for. Therefore we have

vi (k, K) = = oG v,
Right-hand side of this equation can be simplified with
the help of (120, 131, 129). Then, we finally obtain

(132)

o (k,K) = Zﬁu Glagi)ve (P)p(v))

— k7)) e P (jlagliy(v)B,.  (133)

Inserting (133) into (127) we get for the first order scat-
tering amplitude

1 (G X) = Zﬁu [6,0) V., (K v)i(k,v)) .
(134)
Remark. An  alternative derivation of expres-

sions (121, 134) is given in Appendix.
The probability of inelastic scattering (in the second
order) follows from (125, 134)

w (ke X) = ( ) > 85

juv!
x Vo (DK, v)p(k,v)" Vi (DK, )Yk, )
+oo
x / elemertacadt Glag|iy(jlal, iy (135)

Summation over j can be explicitly performed accord-
ing to

S e ilagl) laz i) = (i1ag (1), 0)]i),

J

(136)

This diagonal matrix element may exhibit a spatial depen-
dence only as a function of p, — p,» and therefore allows
a Fourier transform

(ilag (£, (0)]i) = elaler=p) =it o7 (q, ).

q,w

(137)

Then, we finally obtain for the probability of inelastic
scattering

(@)

x Y d(ex — e —w)B7*(q)B

q,w

wg) (k’ k/) =
"(@)2°7 (q,w), (138)

where

B(a) =) _Be %V, (d(K, vk, v).  (139)

The cross-section for neutron to lose energy w can be cal-
culated from (82, 138)

do',@) 27'(' *
D O S 5 — 0 — ) B (@5 (@27 (a.0).
.k’

(140)

To disclose physical meaning of (140) it is instructive
to compare it with corresponding expression which can
be obtained from (4). To make the comparison one
should transform the correlation function x(vv/, k,w) to
2°7(q,w) (137). Expanding x(vv/, k,w) in kKu by the use
of (88, 89) we get

X/, K, w) = 218 (w)e wPr =P (1 —
+oo
+ e_in(Pu—PV/)K;UK;T / <Z|ﬁ‘;(t)@;, (O)|i>eiwtdt_ (141)

— 00

((k2,)%))

Now it is easy to see that the cross-section with energy
loss (see (81, 82)), obtained from (4, 141), can be reduced
to the form (140) with

B(q) =ik — k) ) beaprellke (142)

instead of B(q) (139). The difference (apart from fac-
tor N) is that functions ¢ (k,v) and 9 (k’,v) in (139) are
replaced by the plane waves e*P» and e iK'y respectively.
It is very natural since (4) is obtained in Born approxima-
tion.

So, it can be said that (140), similar to (4), takes
into account the interference of two scattered waves (that
result in inelasticity), but, in addition, uses wave functions
in both input and output channels modified by rescatter-
ing.

The idea to modify (4) for UCN by replacing the plane
waves with the solutions of equation (9) is very natural
and was tried in several papers (see, e.g., [17]). But it is
evident that if to do it in (142) the result will not coincide
with (139).
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11 Choice of correlation function

Inelastic processes with energy and momentum exchange
between neutron and target are essentially determined by
the dynamical properties of target matter, i.e. collective
excitations that are suitable (for given conservation lows)
to provide this exchange. Correlation function that enters
the cross-section just describes these dynamical proper-
ties. The physical meaning of correlation function is that
it describes space-time evolution of a fluctuation appeared
at some moment in some position point.

The field of correlation functions is covered in a num-
ber of books and review articles (see, e.g., [3,18,19]). Here
we shall just mention a few details necessary for what fol-
lows.

Our function (137) is related to density fluctuations

1

277—N</ (e’ +r,t)a(r’,0)dr’) = Zeiqr*i“’tS(q,w).
q,w

(143)

Fourier transform S(q,w) (often denoted as “dynami-
cal structure factor”) can be shown to be connected
with (137) by

n
S(d,w) = 5-47¢" 27 (q,w), (144)
where the quantities @’ and q are equal but for crystals
may differ by a reciprocal lattice vector.

For simple model of harmonic crystal one can easily

obtain (for phonon occupation factors ng > 1)

2T« w?
0o Y SN ) PE R 145
(a,) nMs? |w| (q 52 ) (145)

where T is the temperature and s is the velocity of sound.

Sound branch of excitation is effective for large energy
and momentum transfer (say, from UCN to thermal), but
very ineffective for small transfer (of the order of initial
energy and momentum of UCN). The reason is, in fact,
that neutron dispersion low € ~ vk is quite different from
that of sound w = sq because for UCN v/s ~ 1073, and
one cannot satisfy two requirements Ae ~ w and Ak ~
q simultaneously. For small transfers we need excitations
with small w and q.

The limiting value of correlation function for w,q — 0
is given by the “hydrodynamic value”

q°q" 2T aD
0°r o~
(q,w) 2 nMs? o2 + D2gt’

(146)

where D is the coefficient of any diffusion-like process,
e.g., the self- or thermo-diffusion coefficient (in the latter
case a = cp/cy — 1, in the former case & = 1). At normal
temperature parameter o = cp/cy — 1 is of the scale of
1072 for solids and of 10! for liquids.

Function (146) for fixed ¢ has a pick value for w = 0
and width ~ Dg¢? in contrast to (145), where w and q are

strongly coupled (w = sq). Instead of D it is useful to
introduce a dimensionless parameter

_ 2mD

d P

(147)

which appears when dimensionless variables w/ex and ¢/k
are considered. One may expect that the optimal con-
ditions for small energy ¢ ~ fiw and momentum k ~ g
transfer would be when this parameter d is of the order
of unity. In reality at normal temperature d varies from
~ 10% (metals with high thermoconductivity) to ~ 1072
(self-diffusion in liquids).

The total correlation function includes the phonon
part (145) as well as all types of diffusion-like parts (146).
All these parts are linearly summed in cross-section and
their contributions can be calculated separately.

12 Subbarrier inelastic scattering

To consider a specific inelastic scattering problem with
general formula (140) one needs, first, to find zero order
(elastic) neutron amplitudes for input and output channels
Y¥(k,v) and ¥ (k’,v) and, second, to choose a correlation
function that adequately describes collective excitations
of target matter in energy-momentum domain of interest.

As illustrative example we consider scattering on a
thick uniform plane target when neutron energies in input
and output channels are both below the potential barrier.
Let z axis be perpendicular to the surface of the target
located at z > 0. After replacing discreet variable v by
uniform p, one can reduce integral equations (120, 131)
to Schrodinger equation

(K% + A)p(r) = u(2)y(r),

where the potential u(z) = 4wfn(z) is determined by the
target density

(148)

z >0,

2<0. (149)

n?
) ={
The equations for the cross-section contain the values of
¥(r) and 1)(r) only inside the target, but solutions for
them are determined by the inhomogeneous terms of inte-
gral equations (120, 131). For the solutions of Schrodinger
equation (148) they have the meaning of waves incident
on the target. We split the neutron momentum k in in-
put channel into components k| and k, e, along and nor-
mal to the target surface. We assume in what follows that
k;i < k? < ug = 4npn.
The solution of (148) for incident neutron in the region

z > 0 is of the form
&= up—k?.

(150)

- 2k
=tk =@z oy T
D) = telim g

The neutron momentum in output channel is also
split into longitudinal and transverse components
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k' = k’H + k' e,. Thus for the elastic scattering ampli-
tude (121) we get

K| +ie
Ok, k) = —1(k, K') = 2mik 6P (k] — k) 72—
[Pk K) bk, k') = 27ik 1677 (k) ”)liriae’
(151)
where k', =k, for transmission and k', = —k_ for reflec-

tion. Note, that (151) contains diffraction forward scatter-
ing (k/ = k) which originates from finite transverse size of
the target (see the remark related to Eq. (77)).

Substituting (151) into (124) and integrating over solid
angle around the direction k' = k| — k_e., we obtain the
zero order cross-section of neutron elastic reflection from
the semi-infinite target

o0 = S% : (152)
Here S is the area of plane target surface, and k) /k =
cos @, where 0 is the angle of incidence. That is simply the
whole target area seen from incident neutron direction.
This result is natural for total reflection.

To calculate inelastic scattering to neutron state with
momentum k’ we need the solution ¢ (k’,r) = ¢(=k/,r).
Since the subbarrier neutron in the output channel is back
scattered it is convenient to assume that k' = kj, — k' ez,

where k| > 0. Thus

— . 7/ 2kl
P(r) = te kimi—®= ¢ — — +Liae” & =\ ug — k.

(153)
Vector B (139) is given by
,q +i(ee + &' )e,

qL —i(e+ &)
(154)

B(q) = nf(27)%6 (I — k| —q))tt

For simplicity we neglect imaginary parts of amplitude 3
and potential ug related to radiative capture. Thus, when
substituting (154) into (140) we will use

w2

= - = ]_
k% + a2 (155)

t¥t —
™’

and the same for ¢*¢'. Taking into account (77), we have
for inelastic cross-section the following expression

dag)_ k., T k1
dw 7k nMs® mtw|

x k2 /dq5<2> (ky — k| —q))AK,q). (156)

/ dk'§ (k" + 2mw — k?)

Here

w2> qﬁ"‘ (0 + &) (157)

AP 1,q>—ms(2—

52

for phonon correlation function (145) and

2 N2 2
al? q”Jr(aeJrae) 7% (158)
q4+1"4 qi_‘_(&}_‘_%l)Q q2

for hydrodynamic one (146), where I' = y/|w|/D. Divid-
ing the inelastic cross-section over the transverse target
area Sk /k, we get the differential probability per one
bounce dwj./dw for neutron transition to the state with
the energy ¢ = € — w.

Integration in (156) over q) removes two-dimensional
delta-function. Then the remaining delta-function allows
to perform integration over k\/l' The result is

AV, q) =

d T i Vk2—2muw

Wie 1L 12 170
= k'tdk

dw nMs* 7t|w| / L

0
T —+oo
< [ap [aaawi ). (59
0 —00

where one should keep in mind relations

gt = ki + kP — 2k k) coso, k[P +KE =k — 2mw.
(160)

For the phonon model one can easily proceed further using
the delta-function in AP" and the small value of ¢ =
qﬁ +¢% = w?/s* < k% The integration gives

dw™™ _ 2 T kBor

ie sttt
dv 7Ms2 U s v’

where ko = \/2mU/k? is the momentum at the potential
barrier U, v; = vcosf is the normal component of the
incident neutron velocity, and ¢ = esin? 6 is the energy
related to the incident neutron motion along the surface
plane.

For the hydrodynamic model we can perform in (159)
integration over ¢ by closing the integration path in com-
plex ¢, plane and summing over the pole residues. Then
it is useful to write the result in the form similar to (161)

€ 76”

(161)

dw?eyd 2 aT kof

dv  aMs2 U
where dimensionless function f, depending on €, 6, ¢ and
parameter d = 2mD/H, is given by

(e.0,¢,d), (162)

Vk2 —2mw T
2 v
feo =22 [ wzar [aeLi .
0 0

(163)

Here vy = hiko/m is the boundary neutron velocity, and

V3 (1 — X2/
/ _vall —aA7)7 -
L(kJ_a‘P)_ T3 1_2)2
2 2
y 1+l w4+ A B AA+1)
W 1+2u+2(,u2—)\2) 142X

) . (164)
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Fig. 1. Function f(e,0,€’,d) from (163) for fixed initial neu-

tron energy ¢ = U/2 and angle of incidence 6 = 7 /4 versus
final neutron energy ¢’ and parameter d.
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To demonstrate the magnitude of the function f (163)
and its dependence on the final neutron energy ¢ and
parameter d we have performed numerical calculation of
double integral for typical values of initial neutron energy
€ = U/2 and angle of incidence 6 = /4. The results are
shown by solid lines in Figure 1 for d < 1 and in Figure 2
for d > 0.1.

It is seen that the spectrum of inelastically scattered
neutrons has a peak in the vicinity of the initial neutron
energy. The left side of the broadened line corresponds to
the neutron energy loss. Its observation in experiment can
be interpreted as “cooling” of UCN. Surely, this process
is accompanied by “heating” presented by the right side
of the broadened line.

Near the initial energy parameter I' = y/|w|/D =

kov/|e/ — €|/(Ud) is small with respect to & + &’ and

the main contribution into the integral comes from small
qﬁ (k' ,¢). Then one may simplify the function L (164) by

taking limit p2 > (A\2,1):

2)\? = (165)

P T 0\ i
V23 1420

which allows us to evaluate in (163) all parameter depen-
dence and obtain

(166)

1
0. d) ~c%
o0, d) = 02—

Here C = 0.47 is the value of a dimensionless integral.

134 —€||

(167)

e — €|

100
10
14

0,1 —
0,0 02

10+

f(e,d)

O S o —
0,0 02 0,4 0,6 0,8 1,0
1
g /U
Fig. 2. Function f(e,0,¢',d) for fixed e = U/2 and 0 = w/4
versus final neutron energy € and parameter d. Solid lines —

the result of exact numerical calculation (163), dash lines —
approximation (167).

Approximation (167) is valid for |¢ — ¢| = |w| <« Ud,
and for large parameter d > 1 (167) may give a good
estimate not only for the small w peak but for the whole
subbarrier area (as seen from Fig. 2).

The dependence on w is governed mostly by the pa-
rameter d. For d < 1 the peak is more pronounced and,
when d decreases, becomes more narrow and high but with
fixed (independent on d) area. Indeed, using approxima-
tion (167) we obtain

hyd Ud
hyd dwie 4C ol kJ_ﬂ 1 / €1
w = [ —dw e ——— —dw
dw T Ms?* U \/d w
0

8C oT €1
7M32klﬁv U

The contribution to the peak from phonon model can be
neglected since it has smooth behavior and contains a sup-
pression factor v/s ~ 1073,

For d > 1 the small w peak becomes less pronounced
(see Fig. 2) and the probability for neutron to remain
under the barrier after inelastic scattering diminishes as
1/V/d (since in (168) the upper limit of the integral is
now U).

(168)

13 Conclusion

The general theory of neutron scattering is presented,
valid for the whole domain of slow neutrons from
thermal to ultracold. For thermal and cold neutrons, when
the multiple scattering in the target can be neglected,
the cross-section is reduced to that known for thermal
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neutrons, which is determined mostly by correlation func-
tion for the target matter (Sect. 6).

For UCN the rescattering is the dominant process, but
the theory can be simplified by exploiting small parameter
Ku, i.e. the ratio of the amplitude of thermal vibrations
(for solid targets) or relaxation lengths (for liquids) to neu-
tron wave-length. In zero order approximation in ku (that
is equivalent to the scattering on a target with infinitely
heavy unmovable nuclei) it follows the known equation for
elastic scattering of UCN (9). Dynamical processes in the
target are taken into account in the next orders in Ku and
result in inelastic scattering.

A detail analysis of inelastic scattering needs a sep-
arate publication. Here in Section 12 a specific exam-
ple was considered: scattering with small energy trans-
fer when scattered neutron remains below the potential
barrier. This quantitative example allows to make some
conclusions.

The value of cross-section is very sensitive to correla-
tion function used. The phonon model which gives the
main contribution for UCN excitation into thermal re-
gion is quite ineffective for small energy transfer when
space-time correlation processes are determined mostly
by relaxation (“hydrodynamic”) processes. Thus, the first
condition to obtain reasonable theoretical result for the
cross-section with small energy transfer is the choice of an
adequate correlation function.

The second factor that needs a reasonable physical
modeling is elastic potential suited for target matter in
each specific experiment. Consistence, uniformity, possi-
ble existence of surface layers, presence of hydrogen and
its distribution — all these may require a change in the
model potential and, therefore, the wave functions in the
input and output channels that enter the cross-section.

All effects connected with neutron spin are outside the
scope of this work. For target nuclei with non zero spin the
scattering length depends on spin-spin orientation. This
would require only replacement in all formulae of scatter-
ing length 3 by weighted average value. (The same pre-
scription is valid for isotope non-uniform target.) For large
wave-length of UCN the averaging is well justified.

Neutron spin interaction with target electrons (“mag-
netic scattering”) does not present any specific difficulty,
but require the inclusion of a new “spin-spin” correlation
function.

Spin-flip processes need special attention. Physically
interesting problem is the depolarization probability for
stored polarized UCN. This effect (as well as neutron cap-
ture (105)) belongs to incoherent processes. They are not
considered in this work. It is evident that incoherent pro-
cesses can be considered by simple perturbation theory
with “elastic” functions as zero approximation.

We are grateful to V.I. Morozov for valuable discussions. The
work was supported by RFBR grant 96-15-96548.

Appendix: An alternative expression
for scattering amplitude

We start with transformation of equation (94). First, using
the definition (92) for the matrix G;; (vv') and the expres-
sion (67) for the matrix ¢;;» (vv'), one obtains for G,/ (vv')

2 ia(py—p,
Gy (w') = =D alpy—py./)
a
x (jleT e Dol i (A1)
Then it is convenient to introduce the operators
Iy —i(k+iV, -/
Py (v) = (jle 1 HVme i)
. i(k—iV,)uy |
P i (v) = {jle 17", (A2)

where arrows on operators P/ () denote the direction for
gradients to act on functions of p,. Thus, after evident
transformation with the help of (96) the matrix G;; (vv')
takes the form

.
)= Py ()G (v
j//

Equation (94) with the use of (A.3) can be written as

+ 3 PG P

11,0

7

«—

VP (V). (A3)

3"y’ ( W’J ( /)51/’

= (Sijelkp" .

(A4)

Note the action of operators P;; (v) on exponents with k
and k’

-
P jj(v)er = 5;5e
e TP P (1) = e (e TR ).

ikp,
(A.5)

The scattering amplitude (98), due to (A.5), can be rep-
resented in the form

—ik’ pu
E € P

Now let us act on all terms of (A.4) by the operator

N
P j( v) and sum over j. The right-hand side, due to (A.5),
remains unchanged and we obtain a new form of general
equation (94) where the matrix G,;(vv') is “open” from
the left

S Py )
+ ) Gi(w)

j/yl

fij(kK) =

@)y (V)By. (A6)

P iy )y ()8, ikpy (A7)

= 5ije

We can now multiply (A.7) from the left by ﬁﬂﬁ]@)
which is a solution of equation (131), i.e

S B0 WG ) = e ~ 0.

¥),

7ik/py/

(A.8)



A.L. Barabanov and S.T. Belyaev: Multiple scattering theory for slow neutrons (from thermal to ultracold) 75

Then summing over v we get with the help of (A.8)
7,(0) ?71 ,

Zﬁud’j (v) i’ (V)jr (v)

v

+ (e -0 w)
j'v

=85y By ()P, (A9)

«—

P (v)j (V) By

From (A.6) and (A.9) it follows for the scattering ampli-
tude

Fii(kX) = =3 > B il (v)

- Z(%O)(V)ij(v)wy(umu

J'v

B0 ) Py @), (A10)

where the zero order term is explicitly extracted.

As the last step, we perform the action of the operators
Pj;/(v) on 1/7§0) (v) and 9;(v) and arrive at the desired
relation between scattering amplitude and exact solution
1;(v) of the general equation (94)

fLJ (ka k/) = _(5” Zﬁyeikpu 72]50) (V)

= oGl (9 (o 4w ) (o)

J'v

= o)y (o —w) ) Bl). (A1)

An expansion of (A.11) in u, gives in zero order (with the
use of (130) and (122))
£ 0K = =60 (K, k), (A.12)

which, due to time reversal invariance, equals to (121).

The first order term in (A.11) coincides with (134).
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