Commun. Math. Phys. 266, 797-818 (2006)
Digital Object Identifier (DOI) 10.1007/s00220-006-0020-6

Communicatic_ms in
Mathematical
Physics

Upper Bounds to the Ground State Energies
of the One- and Two-Component Charged Bose Gases*

dok , Kkk

Jan Philip Solovej

Institute for Mathematical Sciences, University of Copenhagen, Universitetsparken 5, 2100 Copenhagen,
Denmark. E-mail: solovej@math.ku.dk

Received: 30 September 2005 / Accepted: 2 December 2005
Published online: 5 May 2006 — © by J.P. Solovej 2006

Abstract: We prove upper bounds on the ground state energies of the one- and two-
component charged Bose gases. The upper bound for the one-component gas agrees with
the high density asymptotic formula proposed by L. Foldy in 1961. The upper bound
for the two-component gas agrees in the large particle number limit with the asymptotic
formula conjectured by F. Dyson in 1967. Matching asymptotic lower bounds for these
systems were proved in references [10] and [11]. The formulas of Foldy and Dyson
which are based on Bogolubov’s pairing theory have thus been validated.

1. Introduction and Main Results

In 1961 L. Foldy [7] used Bogolubov’s 1947 pairing theory [4] for Bose systems to give
a heuristic calculation of the ground state energy of a one-component charged Bose gas
in the high density limit. The one-component Bose gas is a system of Bose particles all
of the same charge moving in the presence of a fixed uniform background of the opposite
charge.

In 1967 F. Dyson [6] considered the two-component Bose gas with two species of
bosons with opposite charges. Motivated by Foldy’s calculation Dyson was able to prove
a rigorous upper bound on the ground state energy. A famous consequence of Dyson’s
upper bound is that charged bosonic matter is not stable, the ground state energy is super-
linear in the number of particles. Dyson, moreover, conjectured an exact asymptotic form
of the ground state energy in the limit of a large number of particles.
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In [10] it was proved that Foldy’s calculation is indeed correct as a leading asymptotic
lower bound for the ground state energy of the one-component charged Bose gas in the
high density limit.

In [11] it was similarly proved that Dyson’s conjectured expression is correct as an
asymptotic lower bound for the ground state energy of the two-component charged Bose
gas in the limit of a large number of particles.

The aim of the present paper is to prove the corresponding upper bounds thus vali-
dating both Foldy’s one-component and Dyson’s two-component formulas.

It should be mentioned that Foldy’s calculation may be viewed as a trial state calcula-
tion and may thus be turned into a rigorous upper bound. Foldy, however, uses periodic
boundary conditions, and a periodic version of the Coulomb potential. It is not known
whether this formulation has the same thermodynamic limit as the formulation given
below.

The one-component Bose gas is a system of N particles all of the same charge +1,
say, constrained to a box A = [0, L]3 C R3, in which there is a uniform background
charge of density p.

The Hamiltonian for the one-component charged Bose gas is thus

N

HY =3 (<48 -ven)+ X —xjl7t+C (M

i=1 1<i<j<N

where

2
- P _
V@)=p/Ln—ﬂ1d% Czrz// Ix — y|~! dx dy.
A AXA

We use Dirichlet boundary conditions.
It is known from the work of Lieb and Narnhofer [9] that the ground state energy

EW(N) of H}, ) has a thermodynamic limit if we restrict to a neutral system

_ g ROV
e(p) = lim 3
L3=N/p

It is however also shown in [9] that one will get the same thermodynamic energy by
minimizing over all particle numbers, i.e.,

.. EDW)
e(p):Lll)mool%f 3

Theorem 1.1 (Foldy’s formula). The ground state energy e(p) of the one-component
charged Bose gas satisfies the asymptotics

—5/4

lim p~"e(p) = —lIo, 2)
pP—>00

where

o0 1/2 44T (3/4)
_ 3/4 4 _ 2 4 _
Ip = 2/m) /0 1+x X (x + 2) dx = —57_[]/41_(5/4). 3)
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The two component Bose gas is described by the Hamiltonian

N

HY = Z_%Ai + > |xei€j

T
i=1 l<i<j<N ™ il

acting on the Hilbert space L2(R3 x {1, —1}), where the variable (x;, ¢;) € R3 x {1, —1}
gives the position and charge of particle i.

The word two component refers to the fact that the charge of each particle can be
either positive or negative. Thus the gas has a positive and a negative component. One
would not normally consider the charges as variables, but rather fix them to have given
values. If we did that, the Hamiltonian would not be fully symmetric in all N variables,
but only in the variables for the positively charged particles and negatively charged
particles separately. Clearly, the charge variables commute with the Hamiltonian and
the bottom of the spectrum (the ground state energy) E® (N) of H 12,2 ) will therefore be
achieved for a fixed combination of charges (rather than a superposition).

Theorem 1.2 (Dyson’s formula). The ground state energy E® (N) of the two-compo-
nent charged Bose gas satisfies the asymptotics

lim N"7PE®D(N) = —A,
N—oo

where A is the positive constant determined by the variational principle
—A:inf{%/ |V<I>|2—Io/ /2 05<1>,/ q>2=1] 4)
R3 R3 R3

with Iy again given by (3).

In [6] Dyson proves that £ @ (N) < —-CN 7/5 but with a constant different from A.
He conjectures that the correct value is given as above. That the exponent 7/5 is, indeed,
correct was first proved in 1988 by Conlon, Lieb, and Yau in [5], where they show a
lower bound —C N7/3, but still not with the correct constant. They also proved that 5/4 is
the correct exponent in Foldy’s formula. The asymptotic lower bounds in Theorems 1.1
and 1.2 were proved in [10] and [11] respectively. The main results of the following
paper are the asymptotic upper bounds.

In Sect. 2 we give a general construction of bosonic trial states on the bosonic Fock
space over a general Hilbert space. The trial states will be built from coherent states and
squeezed states. The trial states are essentially the ones dictated by Bogolubov theory.
These trial states are the bosonic equivalent of the fermionic states in Hartree-Fock theory
or rather to their extension including the Bardeen-Cooper-Schrieffer states (see [1]).

In the same way as fermionic systems may be approximated by the semi-classical
Thomas-Fermi theory we will also use a semi-classical type approximation to the
Bogolubov trial states.

In Sect. 3 we use the general trial state method to give an upper bound on the ground
state energy for the two-component gas, but in a grand canonical setting where we do
not fix the total number of particles.

In Sect 3.1 we show how to get an upper bound for fixed particle number and thus
prove Theorem 1.2.

In Sect. 4 we use the general trial state method to give an upper bound on the ground
state energy for the one-component gas and prove Theorem 1.1.
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A key ingredient in the proofs is a semiclassical construction where we represent
operators as phase-space integrals with coherent states symbols and use the Berezin-
Lieb inequalities. We need an operator version of the inequality. This is discussed in
Appendix A.

2. The Abstract Trial State Construction

Our goal in this section is to construct trial states on the bosonic Fock space F =

F(Hy) = @N _o Hn, over some Hilbert Space M, i.e., Hy = ®s m Hiand Hy = C.

We will be using the language of bosonic creation and annlhllatlon operators as a con-
venient tool for the book keeping. We denote by |0) the vacuum vector in F. If T is an
operator on H and W is an operator H; ® H 1, which is symmetric under interchange of
the tensor factors, we may lift (also referred to as second quantize) these operators to F as

oo N 0o
@ZTI and @ z Wij.
N=1i=1 N=21<i<j<N

Here T} refers to the operator T acting on the i™ factor in the tensor product and Wi
refers to W acting on the i™ and i™ factors. If uy, @ = 1, ... is an orthonormal basis for
‘H1 we can express these operators using creation and annihilation operators as

oo N
P D7 =D (e, Tupa(ue)*a(up) (5)

N=1i=1 o,pB
and
o0
l k *k
D 2 Wi=5 2 e ®up Wy ® m)ale) alup) ay)aluy). ()
N=01<i<j<N af v

Of special interest is the number operator (the second quantization of the identity)

N=Epn.
N=0

If ¢ € H; is a not necessarily normalized vector we define the corresponding coherent
state as the normalized vector in Fock space

lp)c = exp(—lI¢lI*/2 +a($)*)|0)
= Ze*”‘l’“z/z—("(ﬁ o), (7)

and for a normalized ¥ € H; we define the squeezed state depending on A € C with
Al <1,

Ih s = (1 —[afH* exp(—(x/2>a(w*a(w*)|0>
— Al )‘/“Z @y, ®)
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It is straightforward to check that these states are normalized. Up to an overall phase
|¢)c and |A; v)s are characterized by

(@(@) = lpIM)I¢)c =0 and (a(y) +ra()*)|r; ¥)s = 0. ©)
We immediately see that
clel@@)) " a(@) p)c = ], (10)
For the squeezed state we get
s(h; w(a(w)*)f'a(l/f)f”"m- ¥)s

2n + 2k
— A )1/22 ((n++k)‘§ Cn—j+D2n—j+2)---(2n)

x(m+k)n+k—1)---(n+ D(r/2)7 (=1 /2)F

. d’ d
— (1 — Y2100 (=K 1 2\—1/2
(I = A1) 77 (=A) KNG (|)¥| d|)~|) (I =1x19) . (11)

Moreover, the expectation in the state |A; ¥r)s of a product of an odd number of the
operators a()* or a(y) vanishes.
For the expectation of the particle number we find

A

L=

clla@/llg)*a@/IpDIp)c = Ipl° and s(i; ¥la() a@)|r; ¥)s =

We point out that the variation in the particle number is very different in the coherent
state and in the squeezed state

cll@@/llgl)*a@/1610)1p)c — cipla@/lgl) a@/IgDIp)e = ol (12)

2|02
s W@ a@)? | ¥)s — s Yla()*a(W)lr; ¥)i = #

13)

Thus in the coherent state the standard deviation of the particle number is the square
root of the expectation itself, whereas for the squeezed state the standard deviation of
the particle number is, in fact, greater than the expectation itself. For this reason the
squeezed states are not appropriate for describing Bose condensates with a macroscopic
and sharply defined occupation number in a specific one-particle state. To describe con-
densates we will use coherent states.

We will here define a variational principle corresponding to the Bogolubov theory of
Bose gases. We shall do this by characterizing the set of variational trial states (see also
Robinson [12]).

The Bogolubov variational theory is very similar to the Hartree-Fock theory for Fermi
gases. More precisely, it is similar to the generalized Hartree-Fock theory which includes
the Bardeen-Cooper-Schrieffer (BCS) trial states. In generalized Hartree-Fock theory
(see [1]) the class of trial states is defined to be the quasi-free states on a fermionic Fock
space. For the ground state (zero temperature) theory we may restrict to pure quasi-free
states.
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To describe the variational states of Bogolubov theory we will again start from (nor-
malized) quasi-free pure states. Such a state may be characterized as follows. If ¥ €
F(H1) is a normalized quasi-free pure state there exists an orthonormal family v, ...

of H and a sequence of numbers 0 < Ay, ... < 1 with ZEO: 1 )»g < o0 such that
1 A
v=1] [(1 —A2)Fexp (—T“a(wa)*a(wa)*)} 10). (14)
a=1

A straightforward but lengthy calculation from (11) shows that the quasi-free state sat-
isfies

(\IJ, aluagagaiq/) = (\P,a?ag\ll) (\IJ, agaﬁ\l—’) + (\P,a?ag\ll) (\IJ, aéag\ll)
+(v.dldiv) (v dbaiv) (15)
and from the definition of the state we have for all integers m > 1,

(v di, W) =0. (16)

In (15) and (16), a?, Jj = 1,2... refer to any creation or annihilation operators. The
relation (15) is the case m = 2 of the more general rule

# # 8t t n
(‘I&al"'azm‘l’): Z (\Il’an(l)an(Z)\P>'”(\Ij’an(2m—l)an(2m)ql)’ a7)

wePy,
where Py, is the set of pairing permutations

P ={m€Som |nQ2j—1) <7@j+1), j=1,....m—1
72 —1) <7@j), j=1,....,m}. (18)

We shall here use this only in the case (15) when m = 2.

The one-particle density matrix of the quasi-free state W is the operator y; defined
on the one-body space Hi by (g, y1/)n, = (W, a(f)*a(g)¥V)r, where f, g € H;.
From (11)

o0 )»2
n=2 T e (Yl (19)
a=1 L

Note, in particular, that the one-particle density matrix is a positive semi-definite trace
class operator with

00 2
Try = (W,NV¥) = Z 1 _“AZ < oo0.
a=1 «

Connected to the quasi-free pure state W we also have the symmetric bilinear form &
on H; given by &1(f, g) = (¥, a(f)*a(g)*¥)r. We find, again from (11), that

o0

ha
E(£.8) =2 755 War W, 2). (20)

a=1
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We may identify &; with a linear map &; : H; — H7, from the one-body space H
to its dual space H}. We then have the relations

EE =i+ 1), &y =nél, 21

where we have also identified y; in the natural way with a map from H] to itself. If we
introduce the operator I' : H; & ’HT - H1 & HT defined using matrix notation as

_(n &1
F_(i"]* 1+V1)’

we may rewrite the condition (21) as

-1 0
F(O I)F:F'

We may refer to an operator satisfying this condition as a symplectic projection. In the
fermionic case the corresponding operator is simply a projection. Note that the operator
I" may also be described by

(10 ® (&1, T1f2) ® (gaDpere = (¥ (a()* +a(g2) (a(f1) +a@)") ¥) £y -

where we have used the Dirac bra and ket notation to denote elements of 1 and 7
respectively.

Given a positive definite trace class operator y; and a symmetric bilinear form &
satisfying (21) we may find a unique quasi-free pure state W such that y; is the corre-
sponding one-particle density matrix and &; the corresponding bilinear form. To see this
one simply has to show that there exists an orthonormal family 1, ... and a sequence
of positive numbers A1, ... such that (19) and (20) hold. This is a fairly simple exercise
in linear algebra.

The choice of &; is equivalent to a particular choice of eigenbasis for y;. If y; has
real eigenfunctions (in some representation) there is a particular &1 corresponding to this
choice of basis. We shall use this in our construction of states in the next sections.

Consider as an example y; being a real translation invariant operator on the Hilbert
space L%(R" /2 Z") of square integrable functions on the torus. The real eigenfunctions
come in degenerate pairs of the form cos(px) and sin(px), p € Z". The associated
quasi-free state will in the exponent have terms of the form

a(cos(px))*a(cos(px))* +a(sin(px))*a(sin(px))* = a(e’P*)*a(e™"P¥)*.

This corresponds to a pairing of states with opposite momenta, as is the usual case in
the Bogolubov pair theory.

The Bogolubov variational states are not just quasi-free states as defined above. In
fact, quasi-free states being built out of squeezed states are not well suited for describ-
ing condensates (see the discussion after (12) and (13). We introduce condensates by
appropriate unitary transformations of quasi-free states as we shall now describe.

Given ¢ € H; we have a unitary map Uy on the Fock space F () which satisfies

Usa(f)Up = a(f) + (f. ®).

This unitary is unique up to an overall complex phase, which we may fix by noting that
we can add the requirement that the unitary maps the vacuum state to a coherent state

Usl0) = |)c -
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From the first identity in (9) it is clear that Uy satisfies this up to a phase.

The Bogolubov variational states are constructed from a quasi-free state W and a
vector ¢ € Hj as Wy = Uy V. From the above discussion we see that a Bogolubov state
may be described as follows.

Definition 2.1 (Bogolubov variational states). A Bogolubov state on the bosonic Fock
space F(Hy) is given by

2.1 )‘Ol * *
Ys.y.6 = H [(1 — Ag)* exp (—j(a(%) — (@, Yu))a(Wa)™ — (&, 1//01))):| lP)c

a=1

(22)

where ¢ € Hi and Y1, Yo ... is an orthonormal family in Hy and 0 < A1, A2, ... < 1
satisfy > o2, Ag = 1. We call ¢ the condensate vector and \ry, V¥, . . . the pair states.

There is a one-to-one correspondence between Bogolubov states and triples (¢, y1, &1)
consisting of a vector ¢ € H; a positive trace class operator y; on H; and a bilinear
form &) on H; x H; satisfying (21). The correspondence is given by (19) and (20).

We find for the one-particle density matrix of the Bogolubov state Wy ,, ¢, that

(Wpm.60- a(”)*a(v)wtﬁ,ylfl)]—‘(Hl)
= (W06, (@@)* + (¢, w)(a(v) + (v, ¢))‘1’0,y1,§1)}-m1)
=, y1u) + (v, $) (P, u) (23)

and likewise for the two-particle density matrix using (15),

(W16, a(u) a(2) a(v2)a) ¥,y 6) £y,
= (v1, $)(v2, P) (P, u1)(@, u2)
+&1(uy, u2)(vr, @) (v2, @) + &1 (v1, V2)(P, u) (P, u2)
+(v2, yiur) (vi, §)(@, uz) + (vi, yiuz)(v2, ) (¢, ur)
+(v2, yiu2)(v1, @) (@, ui) + (vi, yiur)(v2, ) (P, uz)
+(vi, yiu)(v2, yiua) + (v, yiuz) (2, yiur) + &1 (v, v2)§1(u, uz).  (24)

The above trial states are motivated by the Bogolubov approximation for Bose con-
densed systems. The states ¢ represent the condensate, whereas the states Y, ¢ = 1, ...
represent the pair states. A key ingredient in the Bogolubov approximation is the c-num-
ber substitution, i.e., the replacement of the operator a(¢) by the number ll¢|I%. This
replacement will give the correct value for expectations of normal ordered products in
the Bogolubov states if we have the additional assumption that y1¢ = 0 (see (10). In
Sect. 3 we will choose a Bogolubov state satisfying this assumption, but in Sect. 4 the
Bogolubov state that we choose will not satisfy the assumption.

It is not the aim here to study the general properties of the Bogolubov variational
problem, i.e., the minimization of the expectation of many-body Hamiltonians restricted
to Bogolubov states. We will instead proceed to the specific examples of the one-com-
ponent and two-component charged Bose gas. Here we shall not characterize the exact
Bogolubov minimizer, but instead give the semiclassical approximations to these states
which give the leading order asymptotics in Theorems 1.1 and 1.2.

The Hamiltonians that we are interested in are particle number conserving, i.e., com-
mute with particle number and the reader may wonder why we do not define a class
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of particle conserving, i.e., canonical trial states rather than the grand canonical states
above. As in the fermionic BCS theory it is very complicated to write a canonical trial
state. The calculations are greatly simplified in the grand canonical setting. Simple
minded trial states with a fixed number of particles in the condensate will not give the
correct approximation, since the important virtual pair creation will be lost.

3. The Two-Component Charged Bose Gas

We consider the two component Bose gas described by the Hamiltonian

N

o
1 P
HO — NGEOHQ)’ HY = Z_EAi . _ Gl

i=1 l<i<j<N Ixi = x|

acting on the Fock space F(L*(R3 x {1, —1}), where the variable (x;, ¢;) € R3x {1, —1}
gives the position and charge of particle i.
Our goal here is first to construct a grand canonical normalized trial function

U e FIL*(R? x {1, —1})

with particle numbers concentrated sharply around the average value (N) = (¥, N'¥)
and such that

(H?) = (W, HOW) < —AN)5 +o(N)7) (25)

for large (N). We have denoted the expectation in the state W by (A) = (¥, AV).
From this the proof of Dyson’s formula Theorem 1.2 (i.e., the fact that we can achieve
this estimate with a trial function of fixed particle number) will follow fairly easily (see
Sect. 3.1).

To construct the trial state ¥ we use the method from the previous section. We begin
with a normalized minimizer ® for the variational problem (4). Using spherically sym-
metric decreasing rearrangements it is not difficult to see that a minimizer exists and that
it may be chosen positive and spherically symmetric decreasing. Moreover, from the
Euler-Lagrange equation it is exponentially decreasing and smooth. It is, however, not
essential that we can find an exact minimizer with these properties. As we shall see, we
could as well have chosen an approximate minimizer, which is smooth and compactly
supported.

Let n > 0 and define the normalized function

do(x) =10 ' x). (26)

We define a normalized state W,, € F as in (22) with the condensate vector on L%(R3 x

{—1, 1}) given by
¢(x,e) = \/§¢O(X)

and the operator y; on L>(R? x {—1, 1}) defined by the integral kernel

1
ri(x, e,y €)= Ey(x, yee',
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where y is a positive semi-definite trace class operator having real eigenfunctions. We
shall make an explicit choice for y below (see 39). We write the spectral decomposition
of y as

o0 2

A
Y= V) (Yal, 27)
1 —AZ
a=1
where Yy, @ = 1, ...isareal orthonormal basisand0 < A, < 1fora =1, .... Observe

that on the space L>(R3 x {1, —1}) we have ||¢||> = n and y;¢ = 0. Denoting
Yot (x,€) =Yg (X)dt1,e, a=1,...

we may write the trial state W,, as

oo
n A
W, =[] =2 exp —§+a*(¢)— > Efee’a;ea;g, 10), (28)

a=1 e,e'=ta=I

where ay , = a(Yge)*, fora =1, ...

As discussed in the previous section choosing n and any y with real eigenfunc-
tions uniquely specifies a state W,, of the form above (possible degenerate eigenvalues
will not cause ambiguities). Instead of specifying the individual eigenfunctions v, and
parameters Ay, @ = 1, ... we will simply choose the operator y.

The state W,, should be compared to Dyson’s trial state in [6]. The main difference
is that whereas we use a coherent state construction for the condensate, Dyson used
squeezed states for this as well. Put differently, Dyson’s trial state corresponds to an
exponential of a purely quadratic expression in creation operators without any linear
terms. As we explained in the previous section the consequence of using the linear term
in the exponent is that the variation in the number of particles occupying the state ¢y is
much smaller than for a quadratic term.

From (23) we find for the expected number of particles in the state V,,,

Ny = <Z > a;;eaae> =n+Try, (29)

a=1e=%

and for the kinetic energy expectation

oo N
(‘I’m @Z—%Ai%)= §/|V¢O|Z+Tr(—%Ay)

N=0i=1
n’ 2 1
= T/ VO |~ +Tr (—QA)/). (30)
From (6) we get that
3 ejej >
\Il"’ @ — .|ly” :% Z Z ee,wﬂtﬁ”#(a;eaze/aue/ave>’

o, B, 1, v=1 ee’==+
(€2
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where
Wapvu = / Y () Ys(Ix — ¥~ Y ()Y, (v) dx dy. (32)

(Since the Coulomb energy is an unbounded operator one may worry about the conver-

gence of the expansion in (31). This problem is easily circumvented by introducing a

convergence factor into |x| !, e.g., |x| =1 (1 —exp(—r|x|)). The expectation on the left of

(31) converges as t — oo by the Monotone Convergence Theorem, since for fixed val-

ues of the charges each term is monotone in . We may do all calculations and estimates

for finite # and at the end let t — co. We will here ignore this slight complication.)
Using the notation of Sect. 2 we have

Y ee’ Ay

1

“ —_—
“ghe B0k =TT

ee

(wﬂe’v V1 wae) = 7

Sap s (33)
and thus from (24),
<aataﬂe’a ve>

= %(d’o, V) (G0, U)W 0) (Yo d0)

ee

—n— (504/3 1— 2 (1//;u $0) Yy, do) + (S,uv

1 5 (¢0, Vo) (0, Tlfﬂ))

l—k

ee

/ )\,2 )\‘/23
- Sap—75 -2 (¢0, ¥p) (v, o) + 3,91;1 5 (@0, Vo) (W, d0)

2 2

A
_—ﬁ)%(dx), V) (V. 90) + 8 257 @0 U)W o)

1—A

2 2
80“;8'3“ )\.2 )"/3 + 80[”,6/31) )\.g[ )"ﬂ
4 1-221-22 4 1-331-23

) (34)
4 1-221-22

‘We therefore arrive at

eje ad )»3 Ao
n,@ > —jx| " =Zwaw(wv,¢o><w,¢o>n(l_kg—l_kg),

N= 01<1</<N a=1

where we have used that ¢g and v, @ = 1, ... are real. From the expression for wyq v
we see that we may write this as

EB > e_efx =nTe (K (v =Vyr+D)). 39
N= Ol<z<]<N i jl

where KC is the operator on L?(R?) with integral kernel

K(x, y) = go(x)lx — I~ do(y). (36)
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Putting together (30) and (35) we arrive at

@y, _ " 2 T (L _
(H®) = == [ IVOP+Tr ( 2Ay)+nTr(lC(y \/y(y+l))). (37)

Our next goal is to construct the operator y . Here we shall use the method of coherent
states symbols. Let X (x) = x 32 exp(—xz) such that f X(x)2dx=1.Let0 < ¢ bea

parameter which we shall specify below as a function of n such thatn=2/> <« £ <« n=1/3.
Denote X ¢(x) = £3/?x(x /) and let

Ou,p(x) = exp(ipx) X¢(x — u). (38)

We then define y to be the operator

y = m) / /R o S D6 ] dudp, (39)

where

f(u,p)=g(+), where g(p = L(— 2L ),
(8o (u)»)!/4 2\ p2 (p4+2)1/2

(40)
We see that f(u, p) > 0 and hence y is a positive semi-definite operator and since
f(u, p) = f(u, —p) all eigenfunctions of y may be chosen real. That this is an appro-

priate choice for the function f will be seen at the end of our calculation (see (48)).
Moreover,

Ty =0 [[rapacap =2 (3" [ @[ ewrap
R3 R3

2
— 2=3/4=9/4,3/5 /

S )Y du / ¢(p) dp. @1)
R3 R3

Thus y is a trace class operator. Hence we have all the requirements needed in order for
y to define a state W,,. Moreover, we see from (29) that for large n,

NY =n+0m). (42)
We turn now to the calculation of the expectation of the kinetic energy,
Te-ay) = @0 [[ [ 196, £ py duap
=(@n)7° / / P> f . p) dudp+@2m)~> / (Ve / fu, p)dudp
< @n)~ / / PP f . p) dudp+C@w*0)"2n""

_ 23/471*7/4;17/5/

[ ow ™ au [ peyaprcotPora, @

where in the second to last inequality we have used the definition (26) of ¢y.
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The next step in calculating the energy expectation in the state W, is to calculate (or
rather estimate) Tr((4/y (y + 1) — y)). In order to do this we shall use the operator
version of the Berezin-Lieb inequality given in (76) in Theorem A.1 in Appendix A. We
will use it for the operator concave function £(¢) = /(¢ + 1) — ¢ (see the discussion at
the end of Appendix A) and the map w > |w) being (u, p) +> 16, ,). We have

Qmn)~3 / 16, p) (Ou, p| du dp = I.

Since /C is a positive operator we conclude from Theorem A.1 that

Te(KG/y (v +1) = )
=) [ [ (VFG T D= £, ) G K6 s dp. 44)

Since |x — y|~! is a positive definite kernel we have for 0 < &',

(O, pIK1Ou, p) = // P xe(x —w)go () |x — y1 7 e TP X (y — w)go(y) dx dy

> (- ca’)¢o(u)2// P (6 — w)lx — Y7 X (y — ) dx dy
_C(S/—l(n2/5E)4n—3/5

> do(u)? / / P X () |x — y| e TP X (y) dx dy—C8' (n*20)*n =10
—C8’*1(n2/5£)4n’3/5

> ¢o(u)* / je(q) dg — C(n* ey’ n=21, (45)

lp —ql?
where ji(q) = Qn) 3| Xe(g)|? = Br3e—204 (with the convention f(p) = feipx

f (x) dx for the Fourier transform). In the last inequality we have chosen 8’ = (n2Pen=13
and in the first inequality we have used that |¢o(x) — ¢o(u)| < Cn'/?|x — u| and hence

// Kol — )ldo(x) — dolllx — ¥1~ X e(y — w)lgo(y) — do()] dx dy
< C5ey*n=305.

We have that [ j¢(q) dg = 1. We will use the estimate

19172 = jex1p1 72|

o . lq| g [ lq|
<Ipl 2/Je(q) dg +1pl 1/Jz(q)—2
lp —ql lp —ql

< sup (je@lal"”?) Qpr2 Jiarip-qr™ dq+|p|—1(/ lg17*2Ip—q |2 dq))

= Clpl ™ sup (je@lal?) (46)

dg
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For our explicit choice of j, we get ||p|’2 — Jox |p|’2| < ¢712|p|73/2, From (44),
(45) and estimate (41) we find that

TrKWy(r+1D =)
= 20 [ [ (VA Tl 41 = Flw ) oo+ 1917 du dp

—Cm5e3nlls
> 0 VA =T/4y2/5 // (\/g(p)(g(p) +1) — g(p)) ®w)*?|p|? dudp
_C(n2/5z)—1/2n2/5 _ C(n2/58)3n1/5, (47)

where we have also used that [ (v/f(u, p)(f(u, p) + 1) — f(u, p)) du dp < Cn/3
(as in (41)).
If we now insert the above estimate and (43) into (37) we arrive at

(H®y <P (%/ IV (u)|? du
RS

+2_1/4n_7/4/ ®(u)>? du
R3

X/ p*e(p) —Ipl? (\/g(p)(g(p)+1 —g(p)) dp)
]R3

+CnT3 (250305 & (n?/50)112). (48)

The function g in (40) was chosen precisely so as to optimize the above expression. If we
insert the expression for g it is easily seen that the term in the large parenthesis above is

%/ VO ()| du — 10/ @ (u)>? du.
R3 R3

If we choose @ to be an exact minimizer then this expression is —A (recall that A and
Iy were defined in Theorem 1.2). From the estimate in (48) we see that if we choose ¢
as a function of n such that £n%/> = n2/33 then

(H®y < —An" (1 = cn™V/3). (49)

Because of the estimate (42) this means that we have found a state satisfying (25).

We could instead have chosen ® to be a smooth compactly supported approximate
minimizer to the variational problem (4). We would then for any ¢ > 0 have proved that
limy— oo n~ P (H®) < —A + ¢, which of course implies (25).

3.1. An upper bound for fixed particle number. In this section we shall prove the upper
bound in Theorem 1.2 on the energy E® (N) corresponding to a fixed particle number N.
Let W, , for n, ¢ > 0 denote the state constructed in the previous section, but with
the function g in (40) replaced by the function g., which is equal to g for |p| > & and
is zero otherwise. We will again denote the expectation of any operator A in the state

W, ,, by (A). It then follows from the construction in the previous section that
lim n7S(H®) < —A,, (50)

n—o00

where A, —> Aase — 0.
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Let lllén,? denote the projection of the state W, , onto the subspace corresponding to

particle number m = 0, 1, .... We then have
o 0 2
W) =" m? || = <( > as.a, ) >
m=0 e=*t g=1
Hence from (29) and (34),
W Z Z Auely ey ey, o )= (a;eaa,eﬂaae/aa e 2
a=lee'=

=n+2Tr )/6()/(s +1),

where y; is given as in (39), but with f replaced by f, which is expressed in terms of
ge instead of g. Thus using (75) in Theorem A.1 (or (76) for that matter) in the convex
case, we see that

N — (M) <n+202m)73 / fel, p)(felu, p)+ 1) dudp < n+Cen®/>.

Here C, > 0 is a constant depending on € and such that C, — oo as ¢ — 0. It is at this
point that it is necessary to replace g with g., since otherwise the above integral is not
convergent.

For any M > 0 we have

2 o0
z m/5 ” ‘Pé,",? ” < M35 Z mS\m — (NP3 H
m—(N)>M m=0

< CgM_3/5n17/10. (51)
Given a positive integer N, we choose n = N — CoN>/>. Then if Cq > 0 is cho-

sen appropriately we have according to (29) and (42) that the expected particle number
satisfies

N - CN¥5 < (N) < N — N3/,

for some Cy, C > 0.

Since M +— E(M) is a non-increasing and non-positive function (adding particles
will always lower the energy, since one may construct a trial state with the extra particles
placed arbitrarily far away from the original particles) we have that

2
EON) < 3 EPm |wm)|
m<N

o0 2 2
=D EQm | - X EPm e
m=0 m>(N)+C,N3/5
2
<H+ > omh H wm H
m>{(N)+C,N3/5
< (H®) + C,N7/573/5,
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where we have used the lower bound E® (m) > —Cm’/3 (see [5] or[11]) and the
estimate (51). Thus we finally get the upper bound in Theorem 1.2,

limsup N~/ E@(N) < lim lim supn~7/3 ((H<2>> + C8N7/5’3/50) — _A,

N—00 e=>0 posoo

according to (50).

4. The One-Component Charged Bose Gas

Since the thermodynamic ground state energy e(p) of the one-component charged Bose
gas may be calculated by minimizing over all particle numbers we may again consider
the grand canonical ensemble. Thus we are looking for an upper bound to the ground
state energy of the Hamiltonian 1) = Dy H 1(\,1 ) acting on the Bosonic Fock space
F(LA(N)).

To construct a grand canonical trial function we begin by choosing a real normalized
function ¢g € L?>(A).Letn € C 5 (0, L) be anon-negative function compactly supported
in (0, L) and such that fooo n(t)2 dt = 1. Moreover, assume that 7(¢) is a constant for
t € [r, L —r]forsome0 < r < L/4tobe chosen below. We will write this constant as
(o/n)'/, for some n > 0. In fact, we shall choose r independently of L (for large L).
We also assume that 7(z) < (p/n)'/®. We then define

do(x, y,z2) = n)n(yIn(z). (52)

Thus ¢g is equal to a constant 4/p/n on the cube [r, L — r1?and 0 < do(x) < /p/n
for all x € A. Since 7 is normalized so is ¢ and p(L — 2r)® < n < pL>. Thus the
constant n is almost the number of particles required to have a neutral system. We have

In()] < CL™'* and |¢o(x)| < CL™/? (53)
and we may assume that the derivatives satisfy
17’ (®)] < Cr~'L™Y2 and hence |V¢o(x)| < Cr~'L73/2. (54)

In particular, we have

/ |Vepo(x)|* dx < C(rL)~". (55)
A
Observe that we also have that

/ (ndo(x)* — p)lx — y1~ (ngo(y)? — p) dx dy < Cp* L. (56)

We choose our grand canonical trial function W,, as in (22). The condensate vector is

¢ = 200, (57)

where the parameter zo > 0 will be chosen below. The operator y; = y (we omit the
subscript 1 because we shall use a subscript ¢ below with a different meaning) will
be chosen to be a positive semi-definite trace class operator with real eigenfunctions.
The eigenfunctions (corresponding to non-zero eigenvalues) should satisfy Dirichlet
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boundary conditions on the boundary of A. Let ¥4, « = 1, ... be an orthonormal basis
of real eigenfunctions for y. We use the notation a} = a* ().

As usual we denote the expectation of an operator A in the state W, by (A). As in
(30) we see from (5) and (23),

oo N 2
(wn,@Z—%Aiq}n)z %0/|V¢0|2+Tr(—%Ay)

N=0i=1

A

CrL) ' +Tr(=1Ay), (58)

where in the last inequality we have used (55). We likewise get

c© N
(\l',,,@ZV(xi)\lJn)z/V(x)¢(x)2 dx+/V(x),0y(x) dx

N=0i=1
// 250 () + py () dx dy (59)
AXA |x — ¥ ’

where p, (x) = y(x, x) is the density of the operator y.
From (6) we have (as in 31) with wgg,,, given exactly as in (32)

o0
@ X o) =t Y v

N=01<i<j<N o,B,u,v=1

We then obtain from (24) that

e ¢} 4
_ Z _
0B X o) =2 [ g0 -y ardy
2 JJaxa

N=0l<i<j<N

42T (K (v = 7+ D)) 433 / $0(0)2Ix — ¥ py (x) dx dy
2 2
+%// P g // W(yﬂ)(x,yn o 4y
AXA AXA

x—yl |x — yl
+%// py ()1x — ¥ p, () dx dy, (60)
AxA

where the operator /C is given as in (36). Putting together (58),(59), and (60) we arrive at

2 2
(HD)y < c20L) " + / ly@ i dy+ 1 / IVy oy + Dix, y)l dr dy
=l v =yl
| 5 . ,
+5 // (p — py () =250 (x) )Ix—yl (p — Py () —25¢0(y) ) dx dy

AxA
+Tr (—1Ay) +2Tr (ic (y —\/y(y+1))). 61)

‘We now choose

- p
y=ve=0Qm~ /R & (W) 10p)(6,1 dp, (62)
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where the function g.(p) = O for |p| < ¢ and g.(p) = g(p) for |p| > ¢, where g is
defined in (40), and

0p(x) = vnp~ ' exp(ipx)do(x). (63)

Recall that n,o_1¢>()(x)2 < I and is equal to 1 on most of A.
We see that the map p — [0),) satisfies the requirements of the map @ — |w) in

Theorem A.1 with measure du(w) = (27)~3 dp.

That y, satisfies the necessary requirements follows as before. It is clear that the
eigenfunctions of y, with non-zero eigenvalues have compact support in (0, L)3.

We calculate the density of y,

pyg<x)=(2n>—3/R_ ((8 p)1/4)|9p(x>2|dp

= Q) "np” ¢o(x) /]R3 8e ((87‘[,0)1/4) dp
= np~ 4273 gy (x)? / g(p) dp. (64)

We finally choose zg > 0

Z=n (1 — 27T Ao / g(p) dp) (65)
(for p large enough). Then
2000(0)* + py, (x) = ngpo (x)°.
It follows from (56) and the fact that ¢o(x)> < p/n that
] (0= o000 = 0002 1x 5171 (0= . 3) = Bn37?) i dy
AXA
< L. (66)

To estimate the second term in (61) we will use Hardy’s inequality f |Vu(x)|* dx >
i % dx as follows:

2 1/2 2 172
B ([ )" 222 )
12 12
52(/ m(x,ynzdxdy) (/ |vxyg(x,y>|2dxdy)

Nz S\ 172
=2(Tr )/8) (Tr(—Aye ))

Since x > x~ is operator convex we may estimate these terms using the Berezin-Lieb
inequality (76) in the convex case, but we may alternatively simply use the norm bound
[[yell < Ce~2. Hence

2 172
/ —"'Sx_’yy)" dxdnye_z(/pyg(x)) (Tr(~Ay) P <Ce™2pL3,  (67)

2
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where we have used (64), n < pL> and the fact which we shall prove below in (68), that
Tr(—Ay,) < Cp>/*L3 (recall that we will choose r independently of L). The third term
in (61) which compared to the second term has y, replaced by «/y: (y. + 1) is estimated
in exactly the same way and with the same bound as the second term.

We are now left with calculating the last two terms in (61). For the kinetic energy of
¥e we have as in (43),

Tr(—Ay,) < (Zn)‘**%/w g (W) (p2+/|V¢o(x)|2 dx) dp

< 2L /R P8 (p) dp+ Co LT (68)

where we have used (55) and n < pL3.
For the last term in (61) we again, as in (44), appeal to the operator version (76) of
the Berezin-Lieb inequalities. We arrive at

T (K (v = Vv (e + 1))
<@n)”? /R (£ = VEGE@ D) ©,1K16,) dp.  (©69)

where f.(p) = g¢ (p(8np)‘1/4). We have as in (45)
(6,1K16,) = 4 J * |p|~2, (70)
where J(p) = 27) 3np~! |¢Ag( p)|2. The special form (52) implies that
J(p1. p2, p3) = j(p1)Jj(p2)j(p3),

where j(tr) = (2m)"'n'3p=13152(0)|2. Since [i@dr = n'Bp=13 [nn)* dr,
f n?> =1,and 0 < n(r) < n~3p'/3 and equal to this constant on [r, L — r] we have
that 1 —2r/L < f j(r) dr < 1. This implies in particular that

(1—2r/L) < /J(p) dp < 1. a1

By (53) and (54) and the support property of n” we have |172(t)| < |1'|_1 f |(n2)’(t)| dt
< C(Jr|L)~". Thus j(r) < CL(|t|L)~%. Hence

/ J(g) dg = 3/ j(mydr <cL™'2 (72)
lg|>L—1/2 lr|>@3L)~1/2

For |p| > €(8mp)'/* and |g| < L~'/2 we have |p — q| < (1 + Cp~ /4~ 1L=1/2)|p|
and hence from (71) and (72),

Jrlpl 2= +Cp—1/4e—1L—”2>—2|p|—2/ J(@) dg
lg|<L—1/2

> 1+ Co Ve IL V)72 (1 —2r L7 — L7V p| 2
> —Cp Ve L7 V2 4, L7 4 L7121 p| 72 (73)
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Inserting this into (70) and then into (69) we arrive at

Tr (K (3~ Vvt + D))
<2 VaplAg T4 / (8:(p) — V/8:(p)(ge(p) + D) |p| > dp

+C (8_1L_1/2+p1/4rL_1 +p1/4L—1/2). (74)

If we now insert the above estimate, (65), (66), (67), (68), and the same estimate for y,
replaced by +/y:(y: + 1)) into (61) we see that

fim sup L-=3(HD) < pS/Ag—1/47=1/4 / 1pPe(p) + ge (P pl 2

L—o0
—Vg:(p)(ge(p) + DIp| > dp

+Cp(1 + pr2 +e7?2).
Here we may actually let » — O (which really means that we could have chosen r as a
negative power of L). If we recall the behavior of g(p) for small |p| from (40) we find
that the error in replacing g, by g is of order p>/*¢. Thus by choosing ¢ = p~1/12 we
obtain the final result

e(p) < limsup L (H) < —Iop™*(1 — Cp~'/12).

L—o0

A. The Berezin-Lieb Inequality
In this appendix we shall prove variants of the Berezin-Lieb inequalities [2, 8].

Theorem A.1 (Berezin-Lieb inequalities). Let H be a Hilbert space and Q2 a measure
space with a (positive) measure |1 such that there exists a map

Qoo |w)eH,
satisfying fla))(a)|d,u(a)) < I as operators. Assume & : Ry U {0} — R is a con-

cave function with §(0) > 0. Then for any non-negative function f on 2 satisfying
| f(w)(wlo)du(w) < 0o we have the Berezin-Lieb inequality

Try (é (/ f(w)|w><wldu(w))> > /E(f(w))(wlw)du(w)- (75)

If moreover & is operator concave (still satisfying £(0) > 0) the inequality holds as an
operator inequality

é(/ f(w)lw)<w|du(w)) Z/E(f(w))lw)(wldu(w). (76)
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Proof. We first note that f f(w)|w)(w|du(w) is a positive semi-definite trace class
operator. Let uy, us, . .. be an orthonormal basis of eigenvectors for this operator. Then

Try, (s ( / f(w)|w><wldu(w)))

- Zs (f r@tomiane)

00 -1
Z / I(wlui)lzdu(a})é(( / |<w|ui>|2du(w>) / f(w)|<w|ui>|2du(w)),

where we have used that f |{w|u;)|*di(w) < 1and thatsince £ is concave with £(0) > 0
we have &£(at) > a&(t) forallt > 0 and 0 < a < 1. If we now use Jensen’s inequality
we arrive at

Try (s ( / f(w)lw><w|du(w))) >> / E(f (@) {olu;) Pdp(w)
i=1

= /é(f(w))(wlw)du(w)-

We turn to the case when & is operator concave. Define the operator U : 'H —
L*(Q,dp) by (U)(w) = (w|¢). Then

U*h =/h(a))|a))du(w).

Thus if B is the multiplication operator on L*(Q,d w) givenby Bh(w) = f(w)h(w) we
have

U*BU = / F(@)]o) (@ldu().

In particular, we have the operator inequalities 0 < U*U < [. Using that (1 —
UUHY2U = U —-U*U)Y?itis straightforward to check that the following operators
onH @ L*(Q,d @) (written in matrix notation) are unitary:

y— (d4-vwmz U o (U-Ut? U*
B U a—uvustz) = U —(I—UUH'? )

Moreover we have that

Lo (00Y, 1.,(00Y, (UBU 0
U (OB)“+§V (OB)V—( 0 (1—UU*)1/2B(1—UU*)1/2)'

Since & is operator concave and I/ and V are unitary we find that

E(U*BU) 0
0 E(1 —UU'Y2B(1 —UU"Y?)

1 00 1..(0 0
P (05(3))“5” (oaB))V
*S(B)U 0
—UUnH'EBY(1 -UUHY )

v
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In particular, this gives &(U*BU) > U*&(B)U, which is precisely the operator
Berezin-Lieb inequality (76). O

In order to determine whether a given function is operator concave we may use
Nevanlinna’s Theorem (see [3] Theorems V.4.11 and V.4.14 and Eq. (V.49)). According
to this a real function & defined on the positive real axis with an analytic extension to
C\ {x € R | x < 0}, which maps the upper half plane into itself has a representation of
the form

e A 1
S(t):()l+,3t+/0 (m—m)d\)(}n),

where f > 0 and where v is a positive measure satisfying fooo 1+17d V(L) < oo. Since
> —@+A)"Lis operator concave the same is true for functions with the above integral
representation.

As a special case we see that the function £(¢) = +/f(¢ + 1), which is analytic away

from the segment [—1, 0] is operator concave.
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