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ABSTRACT. An explicit asymptotic expression for the ground-state energy of the Pekar—
Tomasevich functional for the N—polaron is found, when the repulsion parameter U of the
electrons satisfies the inequality 0 < U < 2a, where « is the coupling constant of the polaron.
If 5(]}7 denotes this ground—state energy for the case of N electrons and repulsion parameter
U, we prove that &Y /N® — —c,(U — 2a)?/4 as N — oo, where, ¢, = 0.10851 . ... Moreover,
we show that &) = —c,a?N3, for all N.

1. INTRODUCTION

The Pekar—-Tomasevich functional arises as an upper bound for the ground—state energy of
the Hamiltonian of the N—polaron. We shall begin by explaining what is understood by a
polaron: it was first considered by Frohlich [6l [7] as a model of one non-relativistic electron
interacting with the longitudinal, optical phonons in the periodic lattice of atoms of a polar
crystal (e.g. NaCl). More precisely, the polaron is the ensemble electron plus the polarization
of the lattice, created by this electron. It was later called the “large” polaron, since in the
formulation of the model, it was assumed that the distortion of the lattice, due to the electron,
comprised several lattice constants, and so the medium was treated as a continuum. For a
self-contained introduction to polarons, the reader may consult [I8]. Also, a very complete
review of what was known about it, until 1969, is in [1]. The N-polaron is the extension of
the above situation to N electrons, interacting not only with the field of phonons, but also
with each other through their mutual Coulomb repulsion.

The Hamiltonian of the polaron is given by,

H' =p*— %\/g / [a(k)e™ + a(k)Te™™] % + / a(k)ta(k) dk. (1)

As usual, whenever we omit the subscript in the integrals, integration in R?® is understood.
Here, z € R3 is the position of the electron, and p is the corresponding momentum. Moreover,
a(k) denotes the lowering operator for the harmonic oscillator corresponding to the mode
k € R3 of the field, and this operator and its adjoint satisfy the canonical commutation
relation [a(k),a(k’)1] = 6(k — k'), where ¢ is the Dirac delta. The first term corresponds to
the kinetic energy of the electron (p is given by —iV), the second one to the interaction of the
electron with the phonon field, and the last term is the energy of this field. We use units such
that h = 2m = w = 1, where m is the band mass of the electron, and w is the frequency of
the phonons. We remark the fact that the dispersion relation is indeed w = 1, that is, there
is no dependence of the frequency of the phonons upon the mode of the field; this is part of
the assumptions made for the derivation of this Hamiltonian by Frohlich. The operator H!

acts on the Hilbert space L*(R?) @ F, where F is the Fock space associated to the phonons.
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« is a positive, adimensional constant, known as the coupling constant for the polaron, and
there is an explicit expression for it; restoring units, it is given by,

9 1/2
1 1
R — ), 2)
2hw h €0 €0

where w is as before, the frequency of the phonons, e is the charge of the electron, and ¢y and
€~ are known as the static and high-frequency dielectric constants of the material, respectively.

The N—polaron Hamiltonian is simply a generalization of the previous operator, and is
obtained by including the interelectronic repulsion:

N 1 [a & dk
Hf = ZP? - ;\/;Z/ [a(k)e™™ + a(k)Te™ ] T
i=1 =1
1
Dta(B)dk +U Y ————
+ [ al®a(hy b + i

where z; and p; are the position and the momentum of the i-th particle. U is, in this units,
an adimensional parameter, and it corresponds to a positive repulsion parameter. It is given
by €?/ew, and it satisfies an important relation: note that,

e [2mw\'? 1
< — | — — 4
S Shw ( n ) oo’ 4)
and so we must have U > 2a. Nonetheless, the operator HY still makes sense when 0 < U <
20

Given N, the number of electrons, the ground-state energy of HYY (H}; being written as
H'), denoted by EfY, will be defined by,

By =inf{(y, Hy ) : v € LX(R*™) & F, [[v]| = 1} (5)

As can be seen from the definition of E}Y, we will not treat the electrons as fermions, spin will
also be discarded. Moreover, E}; will be denoted simply by E'.

When « is sufficiently large, Pekar [20, 21] suggested that the ground state of could be
approximated by a product function ¢&, where ¢ involved only the coordinates of the electron,
¢ was a state of the phonon field, and both elements of the respective Hilbert spaces were
normalized. It is clear that the expectation value of H' with such a function will overestimate
the real ground-state energy. Pekar and Tomasevich [22] extended this idea to the bipolaron
(N = 2). The case of arbitrary N has been apparently considered for the first time by Frank,
Lieb, Seiringer and Thomas [3| [4, 5]; they have only briefly sketched the derivation of the
Pekar—Tomasevich functional for N electrons, so for completeness we will give a more detailed
calculation of this functional below. However, no part of the derivation will be mentioned in
the rest of this article.

When a function of the form ¥ = ¢, where this time ¢ € H'(R3*Y), and ||¢|| = 1, is used
as a trial function to estimate the ground-state energy of , (\Il, HY \If) may be calculated
as <§ K@/} {H[]JV‘ ¢>‘ §> <¢ |H[]JV‘ ¢> can then be written, after completing the square, as,

TV + /c(k)%(k) -5 / bilk)b; (k) (6)

(3)
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where T is the kinetic energy of the electrons, V' is their repulsive energy, and b;(k) and c(k)
are defined as,

bi(k) = / e [ dX, (7)
(k) = alk) = /2" b|§j) (®)

The last term of @ is equal to,

—a//%dwdy, (9)

N —
—Z/’w<x1,...,$,...,$N)|2 dﬂ?i, (10)
=1

which is the single particle density, except that there is no multiplication by the charge of the

electron. dx; denotes integration in every particle coordinate, except the i-th.
On the other hand,

with p being defined as,

/ (Ele(k) e(k)[€) dk > 0, (11)

and equality is attained, provided £ is a state such that, for each k, is given by the coherent

state |B(k)) satisfying,
“ \[ Z i 12

(see, e.g., Lemma A.2 in [I0], and (A.8) in [4]) and since the mode k = 0 can be omitted in
the integration, any state can be chosen for that vector, for instance |0) (the first eigenvector
of the harmonic oscillator). Thus, the following functional of 9 is found,

/|V¢| dX+UZ/|xZ_x]| —a//%dxdy, (13)

1<)

which will be called the Pekar—Tomasevich functional. Its ground—state energy, the infimum
of the set of all numbers P} (), with ¢ in H'(R3") and [|1]| = 1 will be denoted by &5. We
will also write Pj as P, and £} = £.

The case for N =1,
:/|V¢|2d / [z ‘J_‘(ﬁ dz dy, (14)

which we shall refer to as the Pekar functional, was studied by Lieb [12]. He found that
there exists a unique normalized minimizer (up to translations and a phase). By scaling, that
is, writing ¢ as A%2f(A\z), it is seen that its ground-state energy is —cp,a?, with ¢, being a
constant. It has been found numerically that, to five decimals of precision, ¢, = 0.10851 [§].
This ground—state energy is asymptotically exact as o — 0o, in the sense that,
1
lim E (o) = —p, (15)

a—oo 2
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a result that was proved by Donsker and Varadhan [2]; it was then rederived by Lieb and
Thomas [16]. A similar result has been shown to hold by Miyao and Spohn for the bipolaron
[19],
2
lim EU(za)
a—00 o
When U > 2a, Frank et al. [4] have proved that &Y > —C(U)N, where C(U) is a positive
function that depends on U, but not on N. They have also shown a similar result for the
Frohlich Hamiltonian, thus settling stability of the second kind (boundedness from below
of the energy divided by the number of particles) in this region; it also proves that N is the
correct asymptotic behavior, because a general result known as the subadditivity of the energy
[9, 10, [15],

=2c, — EF(a = 1). (16)

Ej < By + B, (17)
where . = N+ M, holds. It is also valid for the ground—state energy of the Pekar—Tomasevich
functional. These results not only show what the correct asymptotic behavior is, but also prove
the existence of the thermodynamic limit,

AN (18)
which follows from the fact that E{Y /N is a bounded and monotone sequence of real numbers.
The case 0 < U < 2« for the Frohlich Hamiltonian has been studied by Griesemer and
Moller [10], at least when the electrons are treated as fermions. They have investigated Ejy
and have obtained upper and lower bounds of the form —A(U)N7/?, where A is some function
of U, thus establishing the correct asymptotic behavior when antisymmetric functions are used;
however their bounds do not allow the obtention of an exact expression for limy ., Efy /N7/3.
We have found that when 0 < U < 2a, the ground-state energy of the Pekar-Tomasevich
functional, divided by N3, has a limit, given by,

. 5(]JV (o) Cp 2
i S5 = 020 09
which may be used as an approximation formula for large enough N. For U = 0, we also
prove the stronger result that £ = —c,a®N?, for all N. The situation U = 2« is still an

open question, a discussion of this case is given below.

Though the result is not directly applicable to the N—polaron model (due to the re-
lationship between U and «), there may be other situations in which the Pekar—Tomasevich
functional arises, and the condition U > 2« is no longer necessary. In fact, the Pekar func-
tional appears also in another context, namely as the variational principle for the Choquard
nonlinear equation [I2], which arises as an approximation to the Hartree-Fock theory of a
plasma.

2. MAIN RESULTS

In this section we prove our main result concerning the exact asymptotic behavior of the

Pekar-Tomasevich functional. We begin with the following theorem concerning the properties
of &Y.

Theorem 2.1 (Properties of &).
(1) For all N, &) = —c,a®>N?3.
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(2) &Y is monotone non—decreasing as a function of U, N being fized, and thus EY is
finite for U > 0.
(3) &Y is concave for U > 0, N being fived, and thus it is a continuous function on (0, 00).

Proof. (i) Using the Hoffmann-Ostenhof bound [11],

N
3 / Vol de > / VAP da, (20)
=1

one may then utilize directly the described properties of : in fact, writing ¢ = /p/N,
and noting that ||¢|ls = 1, we have that,

PN () >N{/|V¢| dr — aN//¢|$_y| dz dy (21)

but this is precisely N times the Pekar functional (N = 1) with parameter a/N, for which
a minimizer exists, thus showing that &) > —c,a 2N 3. To obtain the corresponding upper
bound, a product function can be used in ,

[T o). (22)

and then by choosing ¢ as the minimizer of the Pekar functional with parameter aN, the
result is obtained.

(ii) This follows by noting that If V' > U, Py (v)) > Py ().

(iii) Since P (¢), given by is linear in U, the concavity of &) follows at once from its
definition as a minimization principle. Also, the continuity follows from the concavity. O

Theorem 2.2. [f0 < U < 2a,
lim -2 = —2(U — 2a)*. (23)

Proof. Here, we proceed as in the proof of Proposition 1, Section 5, of [4]. As in the previous
theorem, in order to get an upper bound for £ /N3, consider as a trial function the product,

o = ch(:cz-), (24)

where ¢ is, for now, an arbitrary function such that [ |¢(z)> dz = 1. Tt follows that P} (¢)

is given by,
{/|V¢| dx — {Na—— - }/ [$la |x’—’(?/| d:de}. (25)

Since we are assuming U < 2q, the expression in square brackets is positive for all NV, and
then this upper bound is optimized when ¢ is precisely the function that minimizes the Pekar
functional when the parameter « is replaced by [Nao— (U/2)(N —1)]. Thus, recalling that the

ground-state energy of the Pekar functional with parameter « is given by —c,a?, we obtain,

(N) & U ?
P 3
&y 1 <U — 20 — —N) N7, (26)
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which is an upper bound of the required form, except for a term, —U/N, that vanishes as
N — oo.
For a lower bound, we Will first use the Lieb-Oxford inequality [14],

Z/ |x,—x]|dX2 %//%dxdy—l.68/p4/3dx, (27)

1<)

together with the Hoffmann-Ostenhof inequality, and, as in the previous theorem, setting
= \/p/N, so as to have f ¢? dx = 1, we obtain as a lower bound for P,(JN),

/|V¢\ d;z:— //gb‘x_y‘ dy—1.68UN1/3/¢8/3dx]. (28)

Next, let A € (0,1), and write the previous expression as,

N{A [iwof ar - N2 [0 )
e [ [1vort o= p - LU o dx] } (29)

Again, the first expression in brackets is minimized provided ¢ is the minimizer of the Pekar
functional with parameter N(2a — U)/2X. As for the second term, we first use Sobolev
inequality [13], and then find that the minimum of the functional,

1/3 /
/3 (/¢6 dx) 1. 68UN1 3 /¢8/3 dl’ (30)

subject to the restriction [ ¢?dx =1 is given by,

~(0.84)°U2N?3 2\ (31)
3(1—A)? T '
Thus,
P(N)(¢) B Cp (2 U)2 n (0.84)2(]2 2 4/3 (32>
— —(2a — — | — :
4N 3(1—=ANNV3 \ 7
Putting A =1 — 1/N®, with 0 < e < 4/3 (N > 2), it is found that,
. N
[engr e 2 0 (2]
4 Ne—1 JN4/3—< \ - N3
c U\?
< P — %20 — —
<=7 <U a N) ) (33)
(here the right side is just the upper bound obtained in the equation above) and taking
the limit N — oo, we conclude the proof of the theorem. O

Corollary 2.3.
i) For all N,

1.68)2a2 /2\Y?
- % (—) N*3 < €N < ¢ a®N. (34)
Vs
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i1) In particular Theorem 2.2 holds at the points 0 and 2a.

Proof. The first assertion follows from the continuity of &) and the fact that the inequality
holds for all A in (0,1). The last one is a consequence of the first and Theorem 2.1. O

Remark: The bound is obviously unsatisfactory; it is still open the question about what
the correct asymptotic behavior is in this case. However, if the electrons are treated as
fermions, the Lieb—Thirring inequality for the kinetic energy [17] may be used, which yields
a lower bound proportional to N. This has been done by Griesemer and Mgller [10], a proof
also appears in [4].
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