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Various sum rules for the density and particle operators are derived and discussed. We investigate in
detail the properties of the particle state, the natural counterpart of the Feynman state describing collec-
tive density excitations. An explicit expression for the energy of the particle state is derived in terms of
the interatomic potential, the two-body half-diagonal density, and the momentum distribution. Sum
rules accounting for the coupling between particle and density excitations are also derived and the role
of the Bose-Einstein condensation explicitly pointed out. Finally we discuss the separate contribution to
the various sum rules arising from one-phonon and multiparticle excitations.

I. INTRODUCTION

The theoretical investigation of the elementary excita-
tions (phonons, maxons, and rotons) of superfluid *He has
been the object of extensive and systematic work follow-
ing the pioneering papers by Landau."? In most theoreti-
cal approaches the microscopic description of the ele-
mentary modes is given in terms of density excitations
starting from the Bijl-Feynman proposal®*

0,

1

NS () Pq (1.1)
later improved to include back-flow corrections and cou-
pling with two or more density excitation states (see, for
example, Refs. 5-9). In Eq. (1.1) S(q) is the usual static
form factor ensuring the normalization of the state. At
low momenta the Feynman state (1.1) yields exactly the
energy of the phonon state. Conversely, at higher g it
gives a rather poor description of the maxon-roton states
due to the role of multiparticle excitations that are siz-
ably excited by the density operator p,,.

A natural alternative to the density picture is provided
by the particle choice

b
Vn(q)

where a is the particle annihilation operator and n (g) is
the momentum distribution of the system.

Different from the Feynman state—whose properties
have been extensively investigated in the literature—
much less is known, from a microscopic point of view,
about the particle state (1.2), except in the limit of the di-
lute Bose gas (Bogoliubov limit'®), where |F) and |P)
coincide with the exact solution of the many-body prob-
lem. The coupling between these states, due to the Bose
Einstein condensation, is at the origin of rather funda-
mental features exhibited by the density and particle
Green’s functions!! ™13 that are known to share the same

_

|P)= a_gql0), (1.2)

A (qo)= [die™ ~([pi(0),pg(1)])
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poles corresponding, at low g, to the phonon branch.'?

The purpose of this work is to discuss in a systematic
way various sum rules for the density and particle opera-
tors. Some of them permit us to calculate the energy of
the particle state (1.2) as well as its coupling with the
Feynman state (1.1) as a function of g. They consequent-
ly contain useful information on the particle nature of the
elementary excitations in Bose superfluids and can be
used to derive rigorous upper bounds for the energy of
the elementary excitations.

The paper is organized as follows. In Sec. II we pro-
vide a brief summary of sum rules for the density opera-
tor. These results are also used to derive a nontrivial
lower bound for the compressibility sum rule at zero tem-
perature.

In Sec. III we present a detailed study of various sum
rules for the particle operators a, and a; and provide an
investigation of the energy of the particle state (1.2). In
Sec. IV we investigate crossed sum rules for the density
and particle operators. These sum rules are peculiar of
Bose superfluids and permit us to study the coupling be-
tween density and particle excitations due to the oc-
currence of the Bose condensate. In Sec. V we discuss in
a systematic way the contributions to the different sum
rules arising from one-phonon and multiparticle states in
the low-momentum region.

II. SUM RULES FOR THE DENSITY OPERATOR

Sum rules for the density operator pg have been exten-
sively studied in quantum liquids (see for example Refs. 6
and 14-16). In this section we present a short summary
of the main results. The positive-energy-weighted sum
rules will be used at the end of the section to provide a
useful rigorous lower bound for the compressibility sum
rule (inverse-energy-weighted sum rule) at zero tempera-
ture.

Let us consider the density spectral function
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_ — 28 (00—
where Z =3 ,e En is the partition function, |n ) and E, S(g,0)= 3 [{nlpgl0)[*8(w—wy) , (2.9)
are eigenstates and eigenvalues of the Hamiltonian of the "
system, and p;= 3 ; @y 4@y is the usual density operator. where w,,=E, —E and hence
The spectral function is related to the retarded Green’s _ _ 2
function through the well-known dispersion relation: m,(q)= fo @’S(g0)do= ? hol nlpgl0}]* . (2.10)

R — + o A(x)
GRgo)=[ "S 2.2)

On the other hand the dynamic structure function
S (q,), measured in inelastic neutron scattering, is relat-
ed to the spectral function through the equation

A+ (q,0)

——l—pi——ﬁT . (2.3)
—e

S(q,0)=

By using Eq. (2.3) and the completeness relationship

3, |n){n]|=1 one can easily find compact expressions for
the moments

m,(g)= [ o*S(g,0)dw 2.4)
of S(q,w) that can be consequently calculated, avoiding
the much more difficult problem of evaluating the com-
plete @ dependence of the dynamic structure function.
One finds

A (ge)do=(plp,), (2.5

m(@)=4[ "0, (q.0do=K[p}[Hp,]) , 26

m(q)= f_lw#iﬁwApf’p(q,w)dw
=([pl HI[H,py]) , 2.7
m3(q)=%f_+:w3Apf’p(q,a))da)
=X([[[pl, HI,H,[H,pg]]) . (2.8)
Note that at T =0 one can write
]

p(Z)(rl,rz;r'l,ré)=N(N—l)f\ll*(rl,rz,r3,. .

(T}, Ty .

In principle, the moments m, can be determined experi-
mentally by explicit integration of the dynamic structure
function S (q,w), measured via inelastic neutron scatter-
ing.!” In practice, the inaccuracy of experimental data at
high ® makes the determination of the high-frequency
moments difficult. Contrariwise, the occurrence of the
collective phonon-maxon-roton branch, typical of
superfluid “He, makes the low-frequency region much
easier to control.

By explicitly carrying out the commutators entering

Egs. (2.5)—(2.8) with the general Hamiltonian (=1),
H= 2 -—p, '+ 3V
l<]
_z—kzakak+lkz Vigaligal_qa,a,, (.11
P.q

where V(q)=(1/V)fdre'q 'V (r), one can find explicit
expressions for the moments m,. The main results are
here briefly summarized.

The my moment is proportional to the static structure
function

m0=(p2pq)=NS(q) ,

which is related to the pair-correlation function g (r),

p*

(2.12)

p%g (Ir;— 1, )=pP(r,,1p1,,1,) (2.13)
through the equation
S(@—1=[[g(r—1]e97dr . 2.14)
The two-body density of Eq. (2.14) is defined by
.)dl'3"'dl'N . (2.15)

The comparison between theory and experiments has been extensively carried out at the level of the sum rule (2.12)

(see for example Ref. 18 and references therein).

In fact, on the one hand, neutron and x-ray scattering experiments

provide a good determination of S(g). On the other hand, the pair-correlation functions g (r) is available with high ac-
curacy starting from microscopic calculations of the ground-state wave function.'®
The energy-weighted moment is fixed by the model independent f-sum rule:?°

2
m,(q) %<[pq’[Hpq]]> N—

(2.16)

Result (2.16) simply follows from the velocity independence of the interatomic potential (2.11), which commutes with

the density operator [V,p,]=0
The m, moment is given by the sum rule
2

[2—S(q)]+

6,15

my(q)={[pl, H[H,p 1) =N

9
2m

where

1
Dig=+ [ drdrycos[q(z,—z,)1V;V50"

q—zD(q) ,
m

(1), 1p10, 1)

(2.17)

(2.18)
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is the kinetic structure function. Here and in the follow-
ing the wave vector q will be taken along the z direction.
Differently from the static structure function S(q), the
determination of D(g) requires the knowledge of off-
diagonal components of the two-body density (2.15). Few
microscopic calculations®?! are at present available for
the function D (q).

The cubic moment m can also be easily calculated in

terms of commutators. One finds the following result:*?

my(q)=2{[[[p}, H],H,[H,py]])
q2 3 q4
4 +?<EK>

=N
2m

q2
oo [ ds(1—cosgz)g (5)V2V (s) | ,

(2.19)

where (Eg) is the kinetic energy of the system. This
sum rule has been extensively employed to investigate the
role of multiparticle excitations®® in superfluid *He and
has also been used in the study of Fermi liquids [electrons
(Refs. 24 and 25) and *He (Refs. 26 and 27)].

We point out that equations (2.12)-(2.19) rigorously
hold for any value of ¢ and that their determination re-
quires only the knowledge of the two-body density matrix
relative to the ground state. In particular only the struc-
ture functions S (q) and D (q) (in addition to the kinetic
energy { Ex )) are needed for their explicit evaluation.

In the last part of the section we use the sum rules m,,
m,, m,, and m; in order to get a rigorous constraint on
the inverse-energy-weighted moment

m_(q)= f wlS(q,w)dw (2.20)

0 @

at zero temperature. As previously anticipated the oc-
currence of a discretized collective branch in Bose sys-
tems makes the experimental determination of this mo-
ment, through the explicit integration of the dynamic
structure function, considerably more precise than that of
any positive moment due to the 1/w factor that
suppresses the contributions arising from the high-
frequency region. The experimental analysis of m _,(q)
in superfluid “He was discussed by Cowley and Woods'’
who pointed out the occurrence of an important struc-
ture in the roton region (see Fig. 1). The m _ sum rule is
also known as the compressibility sum rule and in the
long-wavelength limit reduces to

N
2mc?

lim m_,(q)= , (2.21)
q—0

where ¢ is the usual sound velocity. The interest in a
better knowledge of m _,(q) is also related to its crucial
role in the density-functional theory of inhomogeneous
quantum systems (see, for example, Ref. 28 and refer-
ences therein).

The m _; moment is related to the static response to an
external field coupled to the system through the density
operator:
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FIG. 1. Polarizability sum rule m _, as a function of q. The
solid line gives the experimental results from Ref. 17. The
dashed line gives the Feynman lower bound (2.27).

H\=H +Ap] . (2.22)

The density fluctuations induced by the external field A
then provide the static polarizability and hence the m _;
moment:

.1 _

klxirﬁulpqm_—zm_,(q) , (2.23)
where [A) is the ground state of H(A). Any restricted
variational determination of the state |A) starting from
Hamiltonian (2.22) then provides a lower bound for the
moment m _ ;. The simplest basis to carry out such a cal-
culation is given by the choice

[A)=10) +ap,l0) (2.24)

accounting for the coupling between the ground state and
the Feynman state

1

|F>:W—Tq)pq[0> . (2.25)
The variational calculation yields the result'*
m_,(g)>m% (g (2.26)
with the Feynman lower bound given by
(=0 s g 2m (2.27)
m, (q) q2

This calculation is equivalent to assuming that the
strength of the density operator is concentrated in a sin-
gle collective mode exhausting the sum rules m _;, mg,
and m,. It is exact only in the low-g limit where
S(g)—q /2mc, and one finds

1
2mc

m_,(g=0)=mf (g=0)=N o (2.28)
As discussed in Ref. 14, the Feynman approximation
significantly underestimates the experimental value of

m _, in the maxon-roton region (see Fig. 1), since it does
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not provide any decoupling between its collective and
multiparticle components. For the same reason the ener-
gy of the Feynman state (2.25),

my, 2mS(q)’ (2.29)

€
provides only a poor estimate of the energy of the collec-
tive state except in the low-g limit.
A natural improvement of the Feynman ansatz is given
by the choice®

[A)=10)+apy|0) +B(|[H,pq]—rpy)I0) ,  (2.30)

where a and f3 are parameters to be fixed in the variation-
al calculation of the static polarizability. The combina-
tion of the operators entering the term in [ ensures its
orthogonality to the Feynman state py|0). With respect
to the Feynman ansatz (2.25), choice (2.30) enlarges the
basis of the variational calculation and consequently
yields a higher lower bound for m _; (a similar ansatz
was employed in Ref. 6 to lower the Feynman upper
bound for the excitation energy). A straightforward cal-
culation yields

Flg
m_,(q)> m_,\q

T 1—-A(g)/gy(q) ] @31

A1 (g,0)= [dte ™~ ([al(1),aq(t)])

1 ~BE,
=— 3 "
Z m,n

—e PPry(m IaZ;In Y(nlay|lm)8(o—E,+E,),
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where
_ (blH|b)
=" pp)
2
m m m
!_s+ _ly _,m
m, my my
= s (2.32)
m2 m,
my Mg ]

is the energy of the state |b)=([H,pq]—efp,)0) and
the (positive) variance A(q) is defined by

mz(q) . ml(q)
ml(q)

mo(q) (2.33)
The explicit evaluation of the new lower bound re-
quires the knowledge of the sum rules m,, m,, m,, and
m5. At small g the ratio A(g)/e,(q) behaves like g2 and
the lower bound (2.31) approaches the exact g =0 result
(2.28). At higher momenta one expects a significant im-
provement with respect to the Feynman lower bound.

III. SUM RULES FOR THE PARTICLE OPERATOR

The particle spectral function is defined, analogously to
the density spectral function (2.1), by the equation

(3.1)

where E,, , E, are eigenvalues of the grand canonical Hamiltonian

H'=H—puN .

(3.2)

The spectral function (3.1) is related to the particle Green’s function through the general relation (2.2).
Several sum rules can be derived for the particle spectral function. Using the completeness relation for the eigen-
states of the Hamiltonian one finds the following results for a system of interacting bosons:

S "4, qwdo=(la},a])=—1, (3.3)
+ 1

I T At (eldo=(aja ) =n(g) (3.4)
© 2

J To4, q0do=([a},[H'\a,]1= 2 —u+NV(©O)+ 3 n(lp+al)V(p) , (3.5)

P

e o P N _

f_w P Aaf’a(q,w)dw (aq[H,aq]> U o n(q) ?n(q,p)V(p). (3.6)

In the above equations ¥ (p) is the Fourier transform of the interaction potential [see Eq. (2.11)], n(q)= (az;aq) is the

momentum distribution of the system and

n(q,p)={pyal_,a.)—n(g

(3.7)

is the two-body momentum distribution recently investigated in Ref. 29. In terms of the off-diagonal two-body density

(2.15) one can write

1 ' ,
n(q,p)= v fdrldrzdrlp‘z’(rl,rz;rl,rz)e

—iq-(rj—r,) —ip-(r,—r,)
1 le 1 2 .

(3.8)

Results (3.3)-(3.5) are well known in the literature (see for example Ref. 30). In particular result (3.3) follows from the
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Bose commutation rule, while result (3.4) defines the momentum distribution of the system. Result (3.5) was first dis-
cussed by Wagner.’! Conversely result (3.6) has never been discussed, to our knowledge, in the context of Bose

superfluids.

The sum rules (3.4) and (3.6) have a particularly clear interpretation in the 7 =0 limit where the left-hand side can be

written in the following way

f +ocAhl—%Aaif.a(q’w)d(o: f0+

- l—e

fj:ﬁ[;;Aaf‘a(q,w)dw= f;wa)AaJr’a(q,w)dw: %w,,oHnia__qIO)l2 .

Equations (3.9) and (3.10) have a structure similar to
the moments of the dynamic structure function [see Eq.
(2.9)] with the particle operator a _ replacing the density
operator pg. In particular, the ratio

S w,0l{nla_gl0)]?

eplg)= (3.11)

Slnla_,l0)

provides the energy e, ={P|H'|P)/{P|P) of the parti-
cle state [see Eq. (1.2)]
1
|P) Vnia

We refer to |P) as to the particle state to distinguish it
from the density state |F) given by the Feynman ansatz
(2.25). It is obtained by removing a particle with momen-
tum —q from the ground state |0). It is worth noting
that, in general, neither |P ) nor |F) are exact eigenstates
of the system.

Using Egs. (3.4), (3.6), and (3.11), one finds the follow-
ing expression for the energy of the particle state:

_qi W(q)

a_glo) . (3.12)

where
Wi(q)= 3 n(q,p)V(p)
p

= [drdrip?(r, 055,000 T V() (B14)

and p'¥(r,,1,;1},1,) is defined in Eq. (3.8). It is interest-
ing to compare the energies € and €. In fact, in a Bose
superfluid, due to the occurrence of the Bose condensate,
the states |F) and |P) are not orthogonal and are both
expected to have a significant overlap with the exact ex-
cited state of the system. The two states coincide with
the exact solution only in the case of a weakly interacting
Bose gas (Bogoliubov limit!%). In a strongly interacting
Bose liquid both Egs. (2.29) and (3.13) provide rigorous
upper bounds for the energy of the phonon-maxon-roton
state. The interest in the comparison between €, and €,
is also motivated by the recent debate’”33 about the mi-
croscopic nature of the roton excitation following the
availability of accurate experimental data from inelastic
neutron scattering.>* In fact, according to the sugges-
tions of Ref. 33, the physical picture of the roton should
be more particlelike than densitylike, the two descrip-

wAuT,a(q,w)dm= > |(n|a_q|0)|2 ,

(3.9)

(3.10)

tions being, however, coupled due to the presence of the
Bose condensate. One then might expect €p to be smaller
than € in the roton region.

Differently from the Feynman energy (whose evalua-
tion requires only the knowledge of the static structure
function) the explicit calculation of the particle energy is
more difficult and requires the knowledge of the two-
body off-diagonal density entering the integral of Eq.
(3.14). First microscopic results for this density are now
becoming available.?3%36

A useful comparison between the Feynman and parti-
cle energies nevertheless can be made avoiding the expli-
cit calculation of p'?. To this purpose it is convenient to
define the average particle energy in momentum space ac-
cording to

> n(qleplq)
q

> niq)

q

Ep (3.15)

This average is sensitive to the values of €p(g) in the in-
terval of momenta, where the quantity g’n(q) has a
significant weight. This corresponds to the range
qg=1-3 A including the maxon and roton region. The
average (3.15) can be explicitly calculated using the exact
relations

> n(g)=N,
! (3.16)
S nlq,p)V(p)=2(V),
p’q
or, equivalently, the operator identity>’
(3.17)

— S allHa,]=Ex+2V,
p

where E; and V are the kinetic- and potential-energy
operators respectively. One finds

Ep=pu—(Eg)—2(V), (3.18)
where (Eg ) and (V') are the kinetic energy and the po-
tential energy per particle relative to the ground state of
the system. Result (3.18) was applied in a similar form by
Koltun3® to the study of nuclear knock-out reactions. At
zero pressure, where u=(Eg)+(V), Eq. (3.18) yields
€p=—(V)=21-22 K in superfluid *He. It is instruc-
tive to compare the above value with the corresponding
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Feynman average energy:

> nlqlep(q)

o=t —————— 3.19
Er S i) (3.19)
q

Using microscopic estimates for S(g) and n(q) we find
€r=24-25 K a value slightly higher than €p.

A more direct comparison between the Feynman and
particle states can be made in the low-g limit, where the
Feynman energy (2.29) is known to reproduce rigorously
the correct phonon dispersion law w=cq. Contrariwise,
the low-g limit of Eq. (3.13) is less trivial. In Sec. V we
discuss in a systematic way the phonon and multiparticle
contributions to the various sum rules in the g —0 limit.
The main results concerning the sum rules (3.9) and (3.10)
are as follows.

(i) The non-energy-weighted sum rule (3.9) entering the
denominator of Eq. (3.11) is dominated by the phonon

contribution and diverges'>3® as 1 /g,
nome
n(q)= (3.20)
2q

(ii) The energy-weighted sum rule (3.10) approaches a
constant value and takes a contribution both from one-
phonon and multiparticle excitations. Two important
consequences follow from the above results.

(a) At g =0 the energy €p of the particle state must
vanish. This implies [see Eq. (3.13)] the nontrivial rela-
tionship for the chemical potential

= lim 2
¢—0 n(q)

(3.21)

By introducing the function F; characterizing the long-
range order of the two-body half-diagonal density (3.8)
through the relation?

lim p®(r;, 11, 1,)=np*[1+F,(Ir;—1,])] (3.22)

’
rl—>00

where ny=(1/N){a}a,) is the condensate fractlon, re-
sult (3.21) can be rewritten in the following way:*

p=p [dr[1+F(nV(r) . (3.23)
Equation (3.23) represents a nontrivial result holding for
any Bose system exhibiting Bose-Einstein condensation
and interacting with central potentials. It is instructive
to point out an analogy between Eq. (3.23) and the
Hugenholtz and Pines'? relation for the chemical poten-
tial. Both results turn out in fact to be connected with
the absence of a gap in the excitation spectrum.

(b) A second important consequence of the above dis-
cussion is that the dispersion of €, is linear in g, with a
slope larger than the velocity of sound ¢, due to the con-
tribution arising from multiparticle excitations in the
energy-weighted sum rule (3.10). An explicit result for

_

4,.(q,0)= fdt elott =) [pq(t),aq(t’)])

=—é—m2n(e_BE’"—e_

PEn) mlpgln ) (nlaglm Y8(w—E, +E,,)
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the slope can be obtained exploiting the low-g behavior of
Eq. (3.6). Using result (3.21) for the chemical potential
we find

: T —
;Eﬂ)(aq[H’aq])"'b

with

b=— fdrldr’l[p‘z’(rl,o;r'l,O)

—pp V(D +F (r )}V (ry) (3.24)
from which one gets
2gb

= 25

SP(q)q_,o ngme @3 )

with 2b/ngmc >c. Clearly the occurrence in €p of a
slope larger than the sound velocity, together with the
fact that the average value of the particle energy €p is
smaller than €, is compatible with a particle energy €,
significantly lower than € in the roton region.

To conclude this section we note that, in contrast with
what happens in a dilute Bose gas where the operators a4
and a (as well as the density operator p;) have an
equivalent role in generating the elementary excitations
of the system, because higher-energy excitations have a
minor importance, in a strongly interacting system the
role of such operators is highly asymmetric. In particu-
lar the state a|0) provides a much worse description of
the elementary mode compared to the state a |0) since
adding a particle with momentum q to the system yields
a violation of the core condition imposed by the repulsive
component of the interatomic potential on the two-body
density matrix. This is responsible for the occurrence of
important high-energy components in the state a |0) as
results from the explicit calculation of its average energy

(agHal) _(lag,[H,a}]1)—(al[H,a,])
(agal) 1+n(q) ‘

The quantities at the numerator of Eq. (3.26) correspond
to the energy weighted sum rules (3.5) and (3.6). Howev-
er, while the second term, characterizing the energy of
the state a qIO), is also well behaved in strongly interact-
ing systems, the first term [see Eq. (3.5)] is dramatically
affected by the short-range components of the potential.?’
This indicates that in liquid *He the Wagner sum rule
(3.5) is not particularly useful in the study of the elemen-
tary excitations being dominated by multiparticle effects.

(3.26)

IV. SUM RULES FOR THE PARTICLE-DENSITY
SPECTRAL FUNCTION

As anticipated in Sec. III, particle and density excita-
tions are not decoupled in superfluid “He due to the ex-
istence of the Bose condensate. This property is explicit-
ly revealed by the fact that the particle-density spectral
function

4.1)
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does not vanish in Bose superfluids. Many important properties of this function have already been investigated in the
framework of the dielectric formalism (see, for example, Ref. 41). Similarly to the density and particle case (Secs. II and
III, respectively) also for this spectral function one can derive useful sum rules:

f e A4,.q,0)do= ( [pga,]) = —4v/Nny(T) ,

+ 1 _ B
f_m mAp,a(Qyw)dw—<pqaq)_

1
V/Nny(T)
2

+ @ , _
f_w mAp,a(q)w)dwz([pq’H ]aq)_ -

where ny(T)=N,/N is the condensate fraction. In the
above equations n (q,p) and n(k,p,q) are the generalized
momentum distribution functions defined by Eq. (3.7) and

n(k,p,q)=Caj qaya) qa,) —n(p) (4.6)
and we have used the Bogoliubov prescription

al0)=a,l0)=1"Nny|0). Result (4.2) was employed
by Hohenberg*’ to demonstrate that Bose-Einstein con-
densation cannot occur in one and fwo-dimensional sys-
tems at finite temperature and more recently by Pi-
taevskii and Stringari*’ to demonstrate the same result in
one-dimensional systems at zero temperature. Results
(4.3) and (4.5) depend explicitly on the two-body momen-
tum distribution (3.8). In particular, the relevant matrix
element of Eq. (4.3) can be written in the form (for ¢#0)

n(q,q)=NnyF(q) , 4.7)

where F,(q)=p fdreiq"Fl(r) is the Fourier transform of
the function F(r) defined in Eq. (3.23) (see also Ref. 29).
In the macroscopic limit ¢g—0 the function F,(q) ap-
proaches® the value —1. Result (4.4), which together
with result (4.2) is implicitly contained in the high-
frequency limit of the particle-density Green’s function,*!
has recently been discussed in Ref. 44. Its validity is en-
sured by the velocity independence of the interaction po-
tential, which commutes with the density operator pg.
The same property yields the most famous f-sum rule
(2.16).

Let us now discuss some interesting consequences of
these particle-density sum rules. Result (4.3) permits us
to calculate the overlap between the Feynman and the
particle states discussed in Secs. IT and III. In fact, using
the definition of such states [Eqgs. (2.25) and (3.12)] one
can write

1 T
FP _—— _
) = S tam(a) P —a’
1/2
=" | F(g 4.8)
S(g)n(g) e’ :

It is worth noting that the overlap is complete when
qg—0 [in fact, in this limit one has S(q)=gq/2mc,
n(q)=ngomc/2q, and F (0)=—1]. This shows that the

n(q,q) ,

+ _ , _ — q
[ T04,4q,0d0=lpgH'Lag]) =V Nno(D2—,

9
m\/ Nno(T)

(4.2)

(4.3)

(4.4)

> (k*+1g*)n(k,q,q), (4.5)
k

two states coincide in the ¢—0 limit. Result (4.3) has
also recently been used to provide an estimate of the resi-
due

Z,: (@)=|{(qla_gl0}|? 4.9)
of the particle-particle Green’s function in the collective
(phonon-maxon-roton) branch of superfluid “He. In fact,
assuming that the sum rule (4.3) is exhausted by the col-
lective state, hereafter called |q) (Feynman-type ansatz),
one finds the following result:*

1/2
tioy= |0
Calaglo)= |55 | D+Fia,
12 (4.10)
(qla_glo)=|—>| Fi(g)
qa*q S(q) 1'q)
and hence
Z i (@)= Filgr 4.11)
aT’a q nO S(q) :

In deriving Egs. (4.10) and (4.11) we have assumed the
density matrix element (qlquO) to be real and positive.
Estimate (4.11) for the residue Z + (q) becomes rigorous

in the ¢—0 limit, where it reproduces the Gavoret-
Nozieres result'?
mc

Z; (g—0)=ny—— .

4.12
2 ( )

Furthermore (see Sec. 5), the next correction to the ex-
pansion (4.12) [term constant in g in Z 1 (g)] is also

correctly given by Eq. (4.11). Even if at higher momenta
result (4.11) is not rigorous because of the non-negligible
role of multiparticle excitations, it can serve as a first
description for the spectral function in the maxon-roton
region. In particular, the bump predicted by Eq. (4.11)
(see Fig. 2) in the roton region provides a suggestive ex-
planation of the shoulder recently found in microscopic
calculations of the momentum distribution in the same
range of momenta (see Fig. 2 and Refs. 45-47). At T =0
the momentum distribution can, in fact, be written as
n(g)=3,{(n la_ql0) |2, and hence the residue (4.9) cor-
responds to the “collective” contribution to n (q).

Let us conclude our discussion of the sum rules
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FIG. 2. Residue Z ,(q) of the particle-particle Green’s
function in the collective branch of superfluid *He. The residue

was calculated using the estimate (4.11) with the values of F,(q)
and S (q) taken from Ref. 29.

(4.2)-(4.5) by noting that Eq. (4.5) plays a crucial role in
the study of the coupling between the Feynman and par-
ticle states (2.25) and (3.12). In fact, if one optimizes the
wave function for the excited state looking for a linear
combination of the form

lq)=alF)+BIP), (4.13)
one explicitly needs the crossed term
1
(FIH'|P)=————{[p,,H']a,) . (4.14)
I VNS (g)n(q) lpqH'lag

The determination of the matrix element (4.14) requires,
as shown by Eq. (4.5) the knowledge of the two-body off-
diagonal density.

V. PHONON AND MULTIPARTICLE CONTRIBUTIONS
AT LOW MOMENTUM

Because of the discretization of the collective phonon-
maxon roton branch, it is interesting to distinguish be-
tween the contribution to the different sum rules dis-
cussed in this work arising from the collective and mul-
tiparticle states. This separation becomes explicit in the
calculation of the sum rules at low g and zero tempera-
ture. Similar analysis have already been carried out for
the density response of superfluid *He (Ref. 16) as well as
for the density and spin-density response of normal *He
(Refs. 16, 26, 27, and 48). The main results are listed in
Table I, where we report the leading contributions to the
matrix elements

(Pg)o={nlpyl0) ,
(aq),,05<n Iaq|0> ,
(az;)noz(n |a;|0),

coming from one-phonon and multiparticle excitations.
Some comment are in order here.
(a) The phase of the phonon states have been always
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chosen in order to have real and positive density matrix
elements
172

Ng_ [1+0(g?)] .

(pq)n0=(pq)0n= ‘ 2me 5.1

(b) The particle matrix elements relative to the phonon
state have been parametrized in the following way:

(aq)n0=(al)on

n 172
omc a )
=— 1+ —q+0 ,
2q mcq (¢")
(a)n0=(ag)on (5.2)
172
nomc
=|— 1—-2g+0(g" | .
2q mc

The opposite signs in the leading terms in 1/Vq of Eq.
(5.2) are essential in order to satisfy the sum rule (4.2) [see
also Eq. (5.11) below]. For the same reason the next
corrections in Egs. (5.2) have the same sign in order to
ensure the exact cancellation of the term linear in g in the
same sum rule (note that multiparticle states contribute
to this sum rule only with terms in ¢?).

The following conclusions can be drawn on the basis of
the results of Table I.

(a) Regarding density-density sum rules, as already dis-
cussed in the literature,!® the moments m _1»mgy, my, and
m, are dominated, at low g, by the phonon contribution.
On the other hand, the m; moment is affected, to the
leading order in ¢*, also by multiparticle effects.

(b) Regarding particle-particle sum rules, the polariza-
bility sum rule

fﬂiAata(q,sz[I(aq)no|2+Ital})nolz]/wno

(5.3)

is dominated, at low g, by the phonon contribution and
exhibits the well known 1/¢? divergent behavior predict-
ed by the Bogoliubov’s inequality*® (see also Ref. 31).

It is worth noting that the multiparticle contribution to
this sum rule is not constant, as one would naively con-
clude by looking at the g dependence of the matrix ele-
ments and energies reported on the table. In fact, one
can show that the energy integration of such contribu-
tions, limited at low w by the phonon dispersion w=cg,
gives rise to a divergent logarithmic contribution,*®™>!
arising from two-phonon excitations.

(c) The momentum distribution sum rule (3.9)

n(g)=3 l(ag)yol? (5.4)

is dominated by the 1/q phonon contribution [see Eq.
(3.20)]. In the table we have explicitly also taken into ac-
count the constant term proportional to a arising from
the phonon contribution. This term can be determined
through the study of another sum rule [see Eq. (5.9)
below and Ref. 40].

(d) The Bose commutation sum rule (3.3)
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(lal,a )= 3 [l(ag)uol?—l(a}),0l21=—1

n

(5.5)

receives a contribution from both the phonon and mul-
tiparticle states. As we shall see, the multiparticle contri-
bution plays a crucial rule in exhausting this sum rule.

(e) The energy-weighted sum rules (3.5), (3.6),

<[aj;;’[H,’aq]]>:2[|(aq)n0|2+ |(az)n0|2]wn() > (5~6)
n

and

(a;[H’,aq]>=2|(aq),,o|2co,,0 (5.7)

n
receive a contribution from both phonon and multiparti-
cle excitations. In particular, the multiparticle contribu-
tion to the sum rule (5.6) is expected to be very large in
the presence of strongly repulsive potentials (see discus-
sion at the end of Sec. III and Ref. 31).
(f) Regarding particle-density sum rules, in addition to

the various sum rules discussed in Sec. IV it is interesting
to discuss the static polarizability

+ow 1
[ RO TS (AR ER

e >
(@) nolpglno] /@no - (5.8)

At low ¢ this sum rule gives the fluctuations of the parti-
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cle number in the condensate induced by changes of the

total number of particles and can be consequently written

in the following way:

. +o 1 —

lim f — A4, ,(g,0)dwo=1/Nn,
©

g—0Y —

1 A(ngyp)
i -

9p

,a
L 2mngc

(5.9

As emerges from the table the sum rule (5.8) is dom-
inated by the phonon contribution at low q. However,
the divergent terms characterizing the particle matrix
elements on the phonon state [see Egs. (5.2)] cancel out in
this sum rule which then turns out to be proportional to
the next term in @. Comparison with Eq. (5.9) yields*

1 O(ngp)

= —— . .1
a 2y 3p (5.10)

(g) The Bogoliubov-Wagner-Hohenberg sum rule (4.2)
([pgaq1>= 3 [(Paol@q)no— (@ ol Pg)no]

——‘—\/Nno

plays a crucial role in establishing the divergent behavior
of the particle matrix elements (5.2) and fix, in particular,
their relative signs. At low g it is exhausted by the pho-
non contribution.

(5.11)

TABLE 1. Matrix elements, excitation energies and sum rule contributions from one-phonon and

multiparticle excitations at 7=0.

Phonon Multiparticle
(P0)ao=(Pa)no VNg/2me 7
(aq)no —V'nome /2q (1+aq /mc) const
(ad)no +v'nome /2q (1—agq/mc) const
Wno cq const
S [(pg)nol*/@n0 N/2mc? q*
é|(pq),.o|2 Nq/2mc qt
ﬁ [(pg)nol*@no Ng*/2m g
é [(pg)nol*@ho Ngc/2m q*
é [(pg)nol* @0 Ng®c*/2m q*
3 [l(ag)nol>+1(a})nol?1/@00 nom/q? Ing
}n: [(@ag)nol® nome /2q +noa const
é[\(aq)ndz—\(a;),,o]z] ny2a const
i [\(aq),,012+(az),,0|2]w,10 nome? const
2”‘, [(ag)ol’w,0 nome?/2 const
3 e olag)uot(@g)uolpg)nol /@0 —v/Nnya/mc? q°
3 Lo ol@q)so— (@} nolpluo] — /N g
é (Pl @g)no —%\/N_no(l—i—aq/mc) q*
é [ nol@q)not(@d)nolpg)nol@no —V/'Nnoagq®/m q°
S (ol g noono — 1/ Nrgeq 2
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(h) The sum rule (4.3), (4.7),

(paaq) = 3 [(phnolag)nol =V NnoF(q) ,  (5.12)

is exhausted, up to terms linear in g, by the phonon con-
tribution. This result permits to relate the low-g behavior
of F,(q) to the parameter a. One finds for ¢ —0,

a
2mc

F1<q)+%=— q. (5.13)

Results (5.9) and (5.13) are interesting because they link
the slope of the function F,(q) at small g with the ther-
modynamic quantity d(nyp)/dp:

1 d(ngp)
4nogmec  dp

lim - [F1(g)+1] (5.14)

Note the analogy between result (5.12) and the relation-
ship between the slope in the static structure function
S(g) and the velocity of sound. The slope (5.12) is ex-
pected to be negative in superfluid “He because of the
rather strong dependence of the condensate fraction n,
on the density. A rough estimate based on theoreti-
cal*>* and experimental®? results yields d(nqp)/dp
=—0.3-0.2 at low pressure. The negativity of the slope
is clearly confirmed by recent microscopic calculations of
F,(q). The fact that the slope is negative, and hence the
coefficient a is positive, makes liquid “He very different
from a weakly interacting Bose gas where ny=1 and
hence a= —1. In particular, in a weakly interacting gas
the sum rule (5.5) is entirely dominated by the phonon
state. On the other hand, in liquid *He the phonon con-
tribution to this model-independent sum rule (see the
table) is of opposite sign, revealing the crucial role played
by multiparticle excitations in exhausting the Bose com-
mutation sum rule.

The results for the sum rule (5.11), compared with the
expansion given in the table, permits us to write the ex-
pansion

1 9(npp)
VA =, mc_1
aT,a(q) no 2q 2 ap

(5.15)

for the residue of the particle Green’s function in the col-
lective phonon branch by generalizing the Gavoret-
Nozieres result (4.12).
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VI. CONCLUSIONS

In this paper we have investigated in a systematic way
different sum rules for the density and particle operators
in Bose superfluids. Some of the new results are summa-
rized here.

(1) An exact lower bound [Eq. (2.31)] for the compres-
sibility sum rule has been derived improving the Feyn-
man lower bound (2.27). The explicit determination of
the improved lower bound requires the knowledge of the
sum rules mg,, m,, m,, and m;.

(2) In Sec. III we have introduced the particle state
[Eq. (3.12)] and derived an expression for its energy. The
comparison between this energy and the energy of the
density state given by the Feynman ansatz (2.25) is ex-
pected to provide interesting insight on the particle and
density nature of the elementary excitations of superfluid
“He especially in the roton region. An explicit formula
for the average of the particle energy in momentum space
has been obtained in terms of the chemical potential and
kinetic and potential energy. We have, furthermore, in-
vestigated the energy of the particle state in the low-g re-
gion and shown that the absence of the gap at ¢ =0 im-
plies a nontrivial relationship for the chemical potential.

(3) In Sec. IV we have calculated the overlap between
the particle and Feynman states in terms of the function
F, characterizing the long-range order in the two-body
off diagonal density.

(4) In Sec. V we have provided a systematic investiga-
tion of the g dependence of the relevant sum rules dis-
cussed in the work by explicitly distinguishing between
one-phonon and multiparticle contributions.

Many of the formulas given in this work could become
the starting point for a quantitative and systematic
description of the dynamics of superfluid *He based on
the sum-rule approach. In particular, the required mi-
croscopic ingredients are limited to the two-body density
(diagonal and nondiagonal terms) of the ground state.
Accurate and systematic calculations of this quantity are
consequently expected to be quite useful for a more mi-
croscopic understanding of the density and particle nature
of the elementary excitations in Bose superfluids.
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