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The contribution to the pair-distribution function from two types of quantum graph is investigated. These
graphs have the exchange and collective characters, and are important in the elimination of a divergence and
also in the evaluation of the effective mass. A microscopic justification of Landau-type approach with
elementary excitations is given. The excitation spectrum and the structure factor are evaluated for a soft
potential with a Lennard-Jones—type tail. With the potential parameters chosen so as to have the right sound
velocity, and with the effective mass m* = 1.71m, a good agreement with experiments is achieved. The
momentum dependence of m* and the appearance of a particlelike mode in addition to a phononlike mode

in the excitation spectrum are discussed.

1. INTRODUCTION

Since Landau’s famous phenomenological theory
of liquid helium was published, several important
microscopic theories have been developed. Bogo-
liubov! proved in early 1947 the existence of a
phonon spectrum in an imperfect Bose gas. Feyn-
man and Cohen? introduced a variational method,
Lee and Yang® developed the pseudopotential and
binary-kernel methods, and Bogoliubov and Zu-
barev!, Pines and others have given collective
coordinate methods.* More recently, Nishiyama,
Kebukawa et al., Iwamoto, Grest, and Rajagopal
and others® have considered interactions between
the quasiparticles.

In treating many-body systems, the evaluation
of the pair-distribution function is worthwhile
because it yields not only the results which can
be derived from the partition function but also
information concerning the spatial correlations
and the structure factor.® The pair-distribution
function can be evaluated in several different ways
including the diagram method” which we are going
to adopt in the present paper.

The pair-distribution function in the chain-
diagram approximation has been very useful.”
The formula is

+u(g)\;

where 7 is the number density, B=1/kT, I,(r)
represents the ideal quantum-gas contribution,
u(g) is the interaction, and X; is the ith eigenvalue
of the effective propagator representing the unit
of a chain. In this equation and in what follows,
we shall use the units such that z7=1 and 2m =1,
where m is the particle mass.

By applying the chain-diagram formula, the
screening constants in the classical and quantum-
electron gases, the ground- state energy of hard-

—n? 1 u(@nie' Tt .
po(r)=n +Iz(7’)—'(—2—13§—32‘: f—l-——-—dq, (1.1)
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sphere systems, the phonon spectrum for a hard-
sphere Bose gas, and many other interesting re-
sults have been obtained.” It has been found,
however, that there are other equally important
graphs of the same order.” The present paper
discusses the contributions of these graphs.

For convenience, let us classify these graphs
into two categories. The first class, to be called
chain-exchange graphs, are those graphs in which
the two representative particles entering the pair-
distribution function have an exchange (Fig. 1).
Hence, in this type of graph, an interaction line
crosses the exchange. That is, the interaction
line ends at both sides of the exchange. On the
other hand, in the second class of diagrams, to be
called ring-exchange graphs, an interaction line
starts and ends at one side of the exchange (Fig.
2).

With respect to interaction, these two types of
graph are of the same order as the simple-chain
diagrams. They originate from quantum statistics
and can be considered important for low temper-
atures.

In what follows in this paper, we shall give a
general description of the contributions of these
graphs. We shall remark that our previous treat-
ment requires a modification.” We shall then
make a specific application of our new results
and show that they are indeed important.

The motivation for this particular application
comes from our recent trial to apply the chain-
diagram formula to liquid helium. Although the
chain-diagram formula has reproduced the gen-
eral form of the elementary-excitation spectrum
of liquid helium I, we have found that the struc-
ture factor did not fit with experiment as well.
Within our trial interaction functions, we have
noted that the simple-chain diagram approximation
based on Eq. (1.1) is not adequate. Therefore, in
the present paper, we shall try to improve the
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FIG. 1. Chain-exchange
graph.

chain-diagram result by considering some other
types of graph.

In Sec. II, we shall deal with the chain exchange
graphs, i.e., those graphs with exchange between
the two representative particles which character-
ize the pair-distribution function. Section III will
give their contribution to the energy. In Sec. IV,
we shall treat another type of quantum graphs
called ring-exchange graphs. Section IV gives
also their contribution to the energy. In Sec. V,
we shall combine all these contributions and give
a justification of a Landau-type description. The
basic rules to treat these graphs have been given
before.” Therefore, we shall avoid a detailed ex-
planation of the derivation of the pair-distribution
function. However, its application to the evalua-
tion of energy will be discussed in detail. Finally,
in Sec. VI, we report results of numerical calcu-
lations and comment on the momentum dependence
of the effective mass of the quasiparticles.

II. CHAIN-EXCHANGE DIAGRAMS

Let us examine the contribution of the chain-
exchange diagrams. The closed-form result after
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FIG. 2. Ring-exchange
graph.

summing over chains of all lengths is

_ 1 ag u@ilg,r)e
ch(r)—_l_gz:f i

e

e Trun 0 %Y

where with f(p) for the Bose distribution function
we used

dp fO)1+/([@+Q](eBF-BDH_ 1)piF
(2m)3 - B+ +2mij/B ’

)‘j(q ’ 7’) =
2.2)

Note that A ,(g,7=0)=2x,(g) which is the eigenvalue
for simple chains [see Eq. (2.5) below].

We evaluate 1,(g,7), the exchange eigenvalue,
as follows: Separation of Eq. (2.2) into two inte-
grals yields

o df _ S@+@e™”
Ay q,r)- IW P2 - (ﬁ.{.q 2+27fij/ﬁ

dp f(p)ei>t
) @R PP - B+9)?+2mij/B

(2.3

Changing variable p—~ - (§+d) in the first integral
and recombining we get

nan)- [ dp 2 (p)e (G +3*-p*Jcos[@+3/2) - F] - (2mj/B)sin[@+§/2) - FT}

usual chain diagram

. 2.4)
@m? (@+3°- 1P + 2mi/B)? (
For low temperatures, we can expand about p=0 we obtain
to obtain a first-order approximation. This ap- 2 —ige® .. TS,
proximation assumes effectively that the excita- Ag,7) g (+e Z+ (gm']/ﬁz(l =€ ) Gy/,(7),
tion spectrum associated with the exchange mode 7'+ @mj/B)
is characterized by momentum transfer q. (2.6)
The cosine term in Eq. (2.4) has a factor which where
resembles the eigenvalue expression for the ap
Gs/z("')= f(z',".Tg f(P)ei"?- (2.7)

2nq?

M) =

except for the phase factor. [Note that in Eq.
(2.3), =0 gives rise to the above form.] The
sine term is due to exchange. It behaves well
for j=0 and ¢=0. In fact, ¢=0 makes the integral
vanish due to the asymmetric integrand.

So far, we have not introduced any approxima-
tion and Eq. (2.4) is exact. We now introduce a
small-momentum approximation and expand the
integrand about p=0. In the first approximation,

(2.5)

This integral can be evaluated approximately as
follows®:

e-2lra N/ 2472

Gy/o(r) =ny+ 2y ’ (2.8)
where
ny=(1/V)[z/(1-2)], 2.9)

a=-1nz, A2=47n8.

Introducing Egs. (2.5) and (2.6) into Eq. (2.1)
and multiplying through exp(iq-¥), we obtain
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G?,,(r)u(q)2[g* - (2mj/B)*]cosq * ¥

I“(r)——ﬁ Z .[(Zn)3< [q* + 2nu(q)q® + (2mi/B)][q* + (2 /B)?]

203/ z(r)u(q)

Y 2nu(Q) v @i B

G3/,(r)u(q)(2nq®j /B) sing - T ) (2.10)

[¢% +2nu(q)g” + (275 /B)*] [a* + (27j /B)*)

Due to asymmetry the last term vanishes. The summation over j is straightforward. We arrive at

(,,)=f(dq' 62/2(7’)<‘1COth{Bq/z[q2+2nu(q)]‘/2}cosﬁ-?

2m)3 n [q2 +2nu(q) ]1 72

— coth (Bg%/2) cosq * T+

q) cothi(89/2)q? + 2nu(q) 12} (cosq-T-1) > .

q[q® + 2nu(q) 72 (2.11)

When the first approximation in Eq. (2.8) is used, we shall have

n <q cothl(8g/2)(q* + 2nu)* ] _ coth( Bg> >e.~a-;

n (92 + 2nu)t’?

in the integrand. However, this is exactly the contribution which has already been included in the regular
chain diagrams. [Note that in Eq. (2.5) a term which is proportional to n, appears. We can easily find that
this term contributes the above.] Hence, subtracting the above terms, we find

12} cosg+ T

g2/,(r)q coth{ (Bq/2)[q? + 2nu(q)]
=] o8

n[q? + 2nu(q) '

_ gﬁ/;(”) coth<3q2> G2,(r)u(q) coth{z8q[ 4> + 2nu(q)]*'?} (cos§ T - 1)) , @.12)

where
e 4(ra )1/ 2y

Zn e 1/2
8?/2(”)— “o 2(ra) /g 5

In Eq. (2.8) we have approximated the function
G,/, by the two terms on the right side. Of these,
we consider that the first term », is dominant.
The second term is due to the particles in ex-
cited states. Because of these two terms, the
chain-exchange contribution can be interpreted
graphically as in Fig. 3. Here, dotted curves
represent the fictitious propagation of the parti-
cles in the condensed state and solid curves the
ususal propagation characterized by finite mo-
mentum. A simplified version of formula (2.12) is
derived in Appendix A.

III. EXCITATION ENERGY DUE TO CHAIN EXCHANGES

From the pair-distribution function, the internal
energy can be obtained in accordance with the
grand-ensemble formula

U=U,+ 3 f dt drd>(7) sz(r £)|, (3.1)
where £ is a coupling parameter and U, is the
kinetic energy. The pair-distribution function
p, here is what we obtain by replacing the inter-
action u(q) by £u(q).

The above formula is general and exact. The
particular contribution from the chain-exchange
graphs to the energy can be obtained by using Eq.

q[q®+2nu(q) 7

(2.12). We then find many terms, but of these we
select the important contribution which is pro-
portional to G3,,. The other terms which are
associated with g2 /» may be neglected because it
does not include the major term n,. We shall
also neglect the temperature variation of G,,.
Then, the essential part of the integrand for the
q integration becomes

E%qz;__)[ecoth 3e/2)——f <—> cothx},

where
x =4 Bqlg? + 2ntu(g)]*/?,
a=384%,
b=Bq[ ¢*+ 2nu(q)]*'2/2, (3.2)
e=q[q®+2nu(q)]*/?.

Note that € is the Bogoliubov spectrum if the total
density n is replaced by n,, the number density
of condensed molecules.

The integral in the domain (a,b) can be partially

FIG. 3. Four types of chain-exchange graphs. Dotted
lines represent a p =0 particle.
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integrated follows:
b X3 b b b
f x2%cothrdx = - cothx ' f dx x? eothx = P(q)x3 cothx| (3.4)
a a a a
b hy
+ % f x3 (coth®x — 1) dx . where .
a 3, g<1
P(q)={?% ’ 3.5
For small ¢, both @ and b are small. Hence, we (@) 1 1 (3.5)
can have the approximation ® ’
74 dq mu’
coth®x/x ~cothx/x. =_f__3 o )
/ / U 2 27\ nu
Also, in this region the contribution from the x* i Be
term can be neglected. Thus, X[e (?- (1-2P@)] - P(q)> coth (—2—>
b 53 b e
. x% cothxdx ~ 5 cothx + P(q)q* coth (B T):\ , (3.6)
a
On the other hand, for large g or x, coth®x—1 where
is close to 0 so that .
b b u= f‘l’(”)ewrdf‘.,
/ 2 cothx dx =~ 3x3 cothx (3.3)
i . ‘ u’=f¢(‘r) (cosd+T-1)dr, (8.7
Interpolating these two regions in terms of a
parameter P(g), we approximate the integral as €=q(q®+2nu)*’?.

IV. RING-EXCHANGE DIAGRAMS

First, consider a particle propagation clockwise in the graph of Fig. 2. This gives the contribution
fdpzf Bee ( 2(‘1))‘ (q) > i By=Do)e
dg'’ ’ (py=pg)er
D o e [ e (Tt
- > " - 2mij
10 DL G B exp | 870 (1= G- 25 ))f - @

The above result is true only when g’ and 8’ do not occur during a single propagation interval (0,8). For
future simplification, we rewrite this contribution for a particle propagating counterclockwise.

S [ B[ [ (Ot

1+u(g)x;(q)

x{f GO+ AG, + DG, + 87 B+ Dewp| (8- B) (- Guv D7+ "’Tf’.)}} (4.2)

Next, we consider the special case where 8’ and B’’ do occur in the same propagation interval. For this
case we have

d-.].d-;d’ 8 ’r 8" ’ 2( )A( ) i(By=Dp)e T
;[ Izz"rps 5 a8 jo‘ dp (1u+5(q)x‘,1(q5) o' i)
x{f(p,)[uf(po]f(pz) exp (8- 8) (1" - B+ 3+ ?‘ZJ)]} . @)

Here, the unrestricted integration over g’ and g’/ includes both a clockwise and counterclockwise pro-
pagation. The total contribution is then

dﬁldﬁzda 8 ’r 8 , U (q))\t(q) i(Dy=Bp)eF
,Zf [PhR .[o a6 fo ap 1+u(g)r;(g) ! it

x {UF @) @+ D1+ (£) +f by + Q) BI[L+F B+ D B, + D +7 @)1 +5 (b)1f (0)}
x exp{(ﬁ"-ﬁ’)[pl @, +D*+ Ziz]- } (4.4)
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(The factor 3 which results from adding the counterclockwise propagation is canceled by a factor of 2 due
to the fact that either particle may contain the interaction ring.) Because the factor

{7 @)f B+ D[1+7 IS B,) +f B, + D[ 1+5@, + DS @, + D+ [L+@)]F (b))
xeXp{ [ - @B+ %+ B } ; iR (4.5)

where a= IB" -p | , is not symmetric under the transformation, a - g- a the double integration over g’

and B’ cannot be reduced to a single interaction over a. This is the point which corrects the previous
result.” Part of the above factor is symmetric and can be reduced. After doing so we obtain

2 [ B [* dayyex [a(- 600+ 229) ]

B
X{f @, + O B B+ D[L+f @, + D] +f 0 ) 20 1+f G, + ]} & Br-FrF

5 ; fdplczi%gq /5 dp" foa" daU,,, exp [Ot(l)f— B, +d*+
15 PSR [ s s(n- o0 )

X{f @, + 8 ()1 +7@, + D] e o7} 4.6)

i o
;”] >] F@)f B)[1+f @, +P]ef Pror2)er

where
Uege = u2(@)N, (@)/[1+u(@)r ()] .

We note that when ¥=0, the phase factor exp[i (5, - §,) « ¥] will vanish and the last two terms in Eq. (4.6)
can be combined to give

dg,dp,dq [® . . s e e 2T
5 S B [° datd 1027 017 B+ D1 w0 (- G 2 ) . @.1)

Adding this to the first term gives

S [ B [ datie g 014 G D 0 erp [ - 6,07 2L)] «.8)

This is the necessary and correct result needed to ensure that the pair-distribution function is cor-
rectly normalized and compatible with the Pauli-exclusion principle (for fermions). Finally, for conven-
ience, let us define the following terms:

Xa,7)= f(z—?;;fosdafz(b)[l o7 G+ exp| o P - G 2 ) Jess,

ar 0= [ e [ dor it Gedle[o (5o s ) o,

M8, f= [ o faidaf(ﬁ)[1+f(ﬁ+ﬁ)]exr>[( -G+ )],

(4.9)

pe(r) = f (2?)—'3 F @),

pdq
1= 8 [ 5L S0 G+ D L@ u(@e ™

AJ(‘I”’)Ef(%dfﬁfoadaf(i’)f(ﬁi-®[1+f(§+§)]exp[a(p2—(§+E)2+ E;ijﬂe‘;’; .

With these definitions, the general contribution or the ring-exchange diagrams to the pair distribution is
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o)== 200000L0)+ 20 3 [ s Uuee[A 0, M ™+ x,(a, )]
i

aq 8 ” " g
+p;’(r)zjj f (2—‘;)3 ] dB"Uus[M,(@,7,B",0)+2,(q,7,B", Be'TT].

On the right-hand side of Eq. (4.10), the first
term is due to the first-order self-energy-type
graphs. It cancels the first term in the expansion
of the square of the number density, i.e., the
singlet-distribution function, in powers of inter-
action. The square appears in the cluster expan-
sion of the pair-distribution function as the limit-
ing value for infinite distance. The first term
has the form

200)04(0) = 266,,(7) grey

x [ @@+ DL +APlg) > aa.

A further simplification of the expression may be
made by changing the momentum variables. How-
ever, since we have been taking only the non-
fluctuating, that is, the temperature-independent
part of the number density, it is appropriate to
neglect the term with pl(»).

The real parts of the second and third terms
vanish at =0 as can be seen by changing mo-
mentum variables in the eigenvalue expressions
in Eqs. (4.9) which appear in these terms. The
J sums in these expressions shall be performed
by expanding the integrand about p=0, as we have

(4.10)

-
done in Sec. II. We shall then see that the last
term is contributing. The relevance of this term
in relation to the chain graphs can be seen if we
rewrite the j sum as follows:

wrY; _ ur; 4.11
IEI-'-qu_;l'f'uhj—Zukl’ (t.11)

where ¥, is a certain function of j. In the j sum
we may use a formula

sinh2my

1 1r
; G+x)2+y? (;) cosh27my — cos2mx (4.12)

In momentum space, we then find [apart from
the first factor pd(r)]

1 g coth[Bg(q® + 2nu)*’2/2]
fl

(2m3)? n(q? + 2nu)t’?

u coth[Bq(q? + 2nu)*/2/2] coth(qu/Z)]
* q(q® + 2nu)’’? - n

xf@+3)fE+D-A(p)dpag

as the important contribution. As we might ex-
pect, there is a similarity between the chain and
ring-exchange contributions. Again, keeping
those terms which are proportional to 7% we have

(4.13)

_" (43 [4qcothifg/2(q*+ 2nu(g)]/?} B4®\ , nu(g)cothiBg/2[q” + 2nu(@) ] *}). .
Talr)= n J (27)° |: (4% + 2nu(g)]*"? - COth<_2—) * qlq® + 2nu(q)]"? ][COS(Q -1l
(4.14)
The energy can be obtained as before by introducing Eq. (4.14) into Eq. (3.1). We then find
2 3 1
U"=f:l__V %'[; deu’ (g + ntw) SOLB/2)€(©)] - [(B/2)€(¥) |esch® [(8/2)e(8) ] , (4.15)

where €(£) is obtained from € by replacing « by
&u. The £ integral on the right-hand side con-
sists of

Il=ulq2 fld&(COth[(B/z)i(E)]—gcschzg€(E)>

A €(¢
=%nu—;x cothx :, )
(4.16
1, =nuu’ f ta (————r—coth[f{gz)dg)] -—gcschz[g e(&)] )

u’ 4 b
= 20 (’5‘2“17' (1 - 2P)x2 - q2>x cothx’ .
a

(%)

These integrals have been evaluated approximately
as before. The integration variable x and the
upper and lower bounds a and b have been defined
in Egs. (3.2).

Using Eqs. (4.16) in Eq. (4.15) we obtain

y Y (43 (niw
=y ) @rR\nu

x {e [1 +(1-2P) (1 +%> coth-g e]

-q¢*(1-P)2 coth(ng>} . (4.17)

This is the ring exchange equivalence of Eq. (3.6).
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V. EXCHANGE EFFECT ON THE EXCITATION SPECTRUM

The chain and ring-exchange contributions to
the energy given by Eqgs. (3.6) and (4.17) are
characterized by

-X

coth%: 1+2f(x), f(x) =ﬁ , (5.1)

where f(x) is the Bose-distribution function for
quasiparticles of energy x. Therefore, the total
energy which is obtained by combining these
contributions justifies the Landau-type descrip-
tion in which the energy and the distribution func-
tion are assumed. Moreover, we note that the
elementary excitations consist of a particlelike
mode with energy ¢% and a phononlike mode with
energy €. The latter reduces to the Bogoliubov
spectrum when 7 is replaced by »n,. At a point at
which #(q) vanishes, a cancellation takes place
between the two modes. Hence, around such a
point particlelike excitations show up as u(g)
deviates from the zero point. This may be con-
sidered as the situation in which the roton-type
spectrum arises.

Combining Eqs. (3.6) and (4.17) we can define

n2u’ (2nu
e,:e%(-a-z-u-sm) (1-2P) (5.2)

as the zero-temperature excitation energy due to
exchange. Here

Sro(@)=a/(q?+ 2nu)'/ 2 (5.3)
is the structure factor corresponding to the chain
diagrams. These diagrams give rise to the exci-
tation energy

€c=€’ (5.4)

where € is given by Egs. (3.2). Hence, combining
this with Eq. (5.2) we obtain

)= e[1(2)% (1- Smola) + 2242))

x[1— 2P(q)]]. (5.5)

Finally, we write this excitation spectrum in
the Feynman form bringing out mass

€,(9) =4*/2m*S(q) ,

where m* is the effective mass defined by

me=m [t (32) 5 (1-Snat0 +2252)

x[1-2P(@)]]" (5.6)

and

S(q) =S ro(a) . (5.7

VI. CONCLUDING REMARKS

From the above result in Eq. (5.6) we see that
if P(q) approaches 3 for small g faster than ¢2,
then we obtain the original Feynman spectrum
with m*=m. For larger values of q, deviations
from this spectrum are expected. In general,
since u(q) is expected to decrease from its zero-
momentum value %(0) and because P(g) approaches
3, the effective mass may increase. If this is the
case, the excitation spectrum will be lowered
from the case of Feynman and Cohen.?

The contributions of the two types of grantum
graph are interesting when they are compared
with that of simple chain diagrams. The latter
diagrams represent collective couplings which
can exist even in classical fluids. In these
graphs, the momentum ¢ is transfered from one
particle to another in a way similar to the propa-
gation of sound. In the exchange-type diagrams,
the interaction momentum returns to the original
position from which it started. Hence, these
graphs may be considered to represent the back-
flow effect proposed by Feynman and Cohen. As
we mentioned before, these graphs lower the ex-
citation spectrum effectively especially in the
roton region.

Equation (5.6) depends on n,. It is known that
the ideal-gas expression for », is not applicable
to liquid helium. Therefore, and because we
have used the zero-temperature limit, it is diffi-
cult to discuss the temperature variation of the
effective mass. The effective-mass expression
depends also on the potential parameters directly
through #(g) and indirectly through S(g). We have
taken the simplest step of estimating m* from the
sound velocity by making use of the small momen-
tum limit. Neglecting the momentum dependence
of m*, we have performed some numerical cal-
culations.

The potential which we have adopted is

b(r) = % ¢0), r<a, ©.1)

le*[(a/7)? - (a/7)¢], 7r>a.

The Fourier transform of this potential is
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S (-a*¢)" 1 \singa & (- a’g’)"
- 3 - =
ulq) = 4na ‘*[; 10X 9x -++x (10— 2m) (4 4x3%x2) qa * g 10X 7x+++x[10- (2m +1)]
1 a¢ (qa)® (aq)® ] . $(0)4ma®
'<4x3' ¥ )cosqa_ T TOXOXEXTRExS L Sl(qa)+——-5,——----aq3 (singa - aq cosqa) .

We note that for ¢=0, we obtain a phonon spec-
trum with sound velocity given by (instead of keep-
ing the same unit we restore mass; 7# is still 1)

c = [nu(0)/m*2, (6.3)
where for the above potential

u(0) =37 ¢(0)a® - $made*. (6.4)
Hence, in terms of ¢(0), €* is

€*=3¢(0) - 9c?m*/8na’n . (6.5)

The sound velocity is determined mainly by ¢(0)
and the effective mass. We have determined these
and €* so as to reproduce a satisfactory excitation
spectrum for a given value of a=2.67 A andn
=0.0218. Within our limited trials we found that
the following choices give the best result:

$(0)=30.TK, m*=1.Tlm, €*=1.397TK
a=2.67A, n=0.0218 A3,

These parameters are close to what Kebukawa
et al. adopted,’ although their potential form is
different. In their notation, they used

V,=32.TK, m*=(1-%)"'m=2.4m,
a=2.8 A, n=0.0218 A2,

1000

L §
o 1.0 \q Q]

FIG. 4. Fourier transform of the potential, i.e., u(g),
as a function of q.

(6.2)

In Fig. 4, we have illustrated #(gq). This curve
resembles to what Kebukawa et al. gave. The
feature of these curves are that u(g) is constant
for small ¢ and decreases to zero with some
wiggles. The potential for »>>a is not very im-
portant in the energy spectrum.

Figure 5 illustrates the excitation spectrum,
the solid curve representing our theoretical
curve.® The agreement with experiment is very
good, but since the potential parameters are
chosen so as to reproduce the curve we need
reservations in accepting the agreement. Never-
theless, without the effective mass and the large
initial-potential barrier one cannot reproduce
the spectrum.

In Fig. 6 we have given the theoretical structure
factor in comparison with experiments. In this
figure, the circles correspond to 77=1.94 and
density 0.1628 g/cm? and the squares to 7'=2.02
and density 0.1528 g/cm? in the data given by
Mozer, De Graaf, and Neindre.® The data points
are higher than the theoretical curve in the small-
momentum region and are lower in the large-
momentum region. Earlier, Hallock determined
the liquid-structure factor by using x-ray scat-
tering. The triangles in Fig. 6 represent his
data. His temperature range was between 0.38
and 4.60 K and the momentum range was from
around 0.133 to 1.125 A, He used a weighted
least-squares polynomial fit for S(g), and his
data agree with our theoretical curve better than
the data by Mozer ef al. in the small momentum
region. Around g=1, all the data and our theo-
retical points are close so that we did not plot
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FIG. 5. Excitation spectrum €(g) divided by the Boltz-
mann constant k2 plotted against ¢ in reciprocal angstrom.
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FIG. 6. S(g) as a function of ¢. The circles and
squares represent the data by Mozer, De Graaf, and
Le Neindre (Ref. 9) corresponding to 1.94 and 2.02 K,
respectively. The triangles represent Hallock’s x-ray
diffraction data (Ref. 9). For clarity, his data are
plotted only in the small-momentum region where dif-
ferences from the data of Mozer et al. are visible.

Hallock’s data for clarity. Note that the experi-
ments gave certain values for S(g) at ¢=0. By
adopting a slightly different set of potential pa-
rameters and trying to make a smooth connection
of the two branches of the potential by adding a
new term

d(r)=¢ [<%>12— (%)6]+ Ue®(™® = r>gq,

a=2.75 A, €*=54.20K, U=0¢(0)=33.12 K,
a=2.18 A, a=20 A", (6.6)

We have reproduced a somewhat-better structure
factor curve. However, this is at the expense of
having more adjustable parameters. We are in-
clined to conclude that a much more extensive
numerical calculation with momentum-dependent
effective mass would be needed to come to satis-
faction.

Concerning the momentum dependence of the
effective mass, we remark that if the potential
varies in accordance with

nZu(q)e'vr

1 a3
Ia()=-7 JZf @m® T+ul@r; @

X <q4(1+ 2e-TF, e'a‘a’;)[q4+ (Z—;rl

Using the first-order approximation for A,(g):

_ 2my+n)g® 2nq? .
Ay(q) = = TR

q*+ (2mj /B)?

u(q) =u(0)(1 - ag®), (6.7)

and if the sound velocity is ¢, the effective mass
is approximately given by

m*=m[l- (m,/n)’c?a(l - 2P)]*. (6.8)

Since the parameter P decreases for large ¢,

m* is expected to increase. If, on the other hand,
the potential is more flat around ¢ =0 and is given
by

u(q) =u(0)(1 - bg*) , (6.9)

the effective mass is approximately given by
m* =m[1 - (n,/n)?c?bg*(1 - 2P)]™". (6.10)

Therefore, we expect a stronger g dependence.

It would be very useful if the momentum depen-
dence of the effective mass is determined by ex-
periment. In both Egs. (6.8) and (6.10), the
dependence is dependent also on the sound velocity
in the same way.

We have demonstrated that the excitation spec-
trum in the Bose system consists of particlelike
and phononlike modes. We note in Egs. (3.6) and
(4.17) or in the final excitation spectrum of Eq.
(5.2) that the energy vanish for #(g) =0 and P(q)
=%. That is, the two excitations balance with
each other. When the two cancel each other, con-
siderations of the terms which we have neglected
become important. We have also retained only
the first term in G,,,() in order to simplify our
result. Improvements on these approximations
are possible and should be interesting. We shall
aim at these in the near future.

APPENDIX

In this appendix, we derive Eq. (2.11), the
chain-exchange contribution, to the pair distibu-
tion function by replacing G,,,(») by n,.

Using Eq. (2.6) for x,(q,7), keeping only the
part proportional to n, from Eq. (2.7) and from
Eq. (1.1), we obtain

40%mii (1 — e-20F S\ 2 . ..
+ q Wl](IB e )_<E;_]> (l_ze-(q.r_'_e-z{q-r)) .

(A1)

(A2)
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dg u(gng

1
Lalr) = ’,s_f 2m)3 ,Z <[q‘+ (2mi/B)*+ 2nu(q)q?] [ q*+ (2mj /3)2])

cfpornfo (el ()] IPEDL

Since u(g) is a function of the magnitude of ¢ only, the integral over sing - ¥ will vanish. Next we

can do the summations over j by contour:

u(gni[q® - (2mj/B)?]

_ nq coth{Bg/2[q?+ 2nu(q)]*/*}

- ; [a™+ (277 /B)? + 2nu(q)q?][q* + @mj/B)?] ~

2n[q% + 2nu(q)

]T/Z

ngu(q) coth{ga/2[¢* + 2nu(q)]''?} _ 21_ coth(ﬁ) (A4)
n

and

u(gn}

2q[q® + 2nu(q)]*"®

_ niu(g) coth{pa/2[q* + 2nu(a)]*?} (A5)

F
B 4 T« Q@u/pr+mu@d
Subtracting out the contribution

Z ury
T l+un,

2q(q® + 2nu (q) ]2

proportional to n2, which has already been included in the classical chains, removes the term

nZ [q coth{(Bg/2)[q? + 2nu(q)]*'%} Ba
n [ [4%+ 2nu(q)]** - COth<T ] ’

and we arrive at

(A6)

ch(”)=f(;ga n2u(q) coth{(Bq/2)[q? + 2nu(q)]* %} [cosq + T~ 1] .

q[q*+2nu(g)}'"*

(a7
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