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Abstract

According to Dirac’s ideas, the vacuum consists of infinitely many vir-
tual electrons which completely fill up the negative part of the spectrum
of the free Dirac operator D°. In the presence of an external field, these
virtual particles react and the vacuum becomes polarized.

In this paper, following Chaix and Iracane (J. Phys. B, 22, 3791-3814,
1989), we consider the Bogoliubov-Dirac-Fock model, which is derived
from no-photon QED. The corresponding BDF-energy takes the polariza-
tion of the vacuum into account and is bounded from below. A BDF-stable
vacuum is defined to be a minimizer of this energy. If it exists, such a min-
imizer is solution of a self-consistent equation.

We show the existence of a unique minimizer of the BDF-energy in
the presence of an external electrostatic field, by means of a fixed-point
approach. This minimizer is interpreted as the polarized vacuum.

1 Introduction

The relativistic quantum theory of electrons and positrons is based on the free
Dirac operator, which is defined by
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We follow here mainly the notation of Thaller’s book [54]. We have chosen a
system of units such that 7 = ¢ = 1, and also such that the mass m, of the
electron is normalized to 1.

The operator D? acts on 4-spinors, i.e. functions ¢ € H := L?*(R3,C*). It
is self-adjoint on M, with domain H'(R3,C*) and form domain H'2(R3,C*).
Moreover, it is defined to ensure

(D)2 = —A +1.

The spectrum of DY is (—oo; —1] U [1;00). In what follows, the projector asso-
ciated with the negative part of the spectrum of D? will be denoted by PY:

P = X(—oo0) (D).
We then have
D°P'=P'DY = /1 - AP’ = -P'V1-A,
D°1-PHY=1-PHD'=vV1-A(1-P°)=(1-P)V1-A,

and
H="H" &H,

where H? := PO and HY := (1 — PO)H.

The fact that the spectrum of D° is not bounded from below is the source
of many difficulties in Relativistic Quantum Mechanics. To explain why a
free electron does not dissolve into the lower continuum, Dirac’s idea [13, 14]
was to postulate that in the absence of external field, the vacuum contains
infinitely many virtual electrons which completely fill up the negative part of the
spectrum of D°. This Dirac Sea should be seen as an infinite Slater determinant
QO =P A APY A where (¢9);>1 is an orthonormal basis of HY, whose
density matrix is precisely

PO =3 ) (Wll.

i>1
The projector PY is often called the bare vacuum [9].

Let us now add an external coulomb field, created for instance by a system of
smeared nuclei. The density of protons in this system is a nonnegative function?
n such that ng n = Z, the total number of protons in the nuclei. In our system
of units, the external coulomb potential felt by the electrons is —ay, where
p=n:* i| and « is a small dimensionless coupling constant, usually called the
Sommemleld fine structure constant. The Dirac operator with this external field
is

D¢ := D" — ap. (2)

Dirac postulated that the charge of the bare vacuum is not measurable. In-
deed, P° commutes with translations, so its density of charge must be constant,

"However, we shall not limit to nonnegative L' densities n in this paper, since the model
we want to study is able to describe the vacuum interacting with both matter and antimatter.



and cannot create any electric force. However, in the presence of an external
field, the virtual electrons react, by occupying the negative energy states of a
new Dirac operator which does not commute with translations: the vacuum is
polarized. This polarization of the dressed vacuum, which takes the form of a
local density of charge, is measurable in practice.

The vacuum polarization plays a minor role in the calculation of the Lamb
shift for the ordinary hydrogen atom (comparing to other electrodynamic phe-
nomena), but it is important for high-Z atoms [43] and even plays a crucial role
in muonic atoms [18, 24]. It also explains the production of electron-positron
pairs, observed experimentally in heavy ions collisions [1, 46, 37, 50, 20].

When the external field is not too strong, a good approximation (called the
Furry picture [21]) is to define the polarized vacuum as the projector

P = X(—oo;O)(Daw)'

Note that in reality, the polarized vacuum modifies the electrostatic field, and
the virtual electrons react to the corrected field. This remark naturally leads to
a self-consistent equation for the dressed vacuum, and to a fixed-point iterative
procedure for solving it. If one starts the procedure from P?, the first iteration
gives P*¥, and this explains why the Furry picture is a good approximation.
But in practice, corrections to the Furry picture are necessary for high accuracy
computations of electronic levels near heavy nuclei. These corrections can be
interpreted as the second iteration in a Banach fixed-point algorithm (see, e.g.,
[43, section 8.2]).

In physics, self-consistent equations are usually derived as Euler-Lagrange
equations of an energy functional. It is the case, for instance, in the nonrel-
ativistic Hartree-Fock model [40]. Similarly, the self-consistent equation for
the vacuum has a variational interpretation: it is satisfied by a minimizer of
the Bogoliubov-Dirac-Fock (BDF) energy functional. This functional was first
introduced by Chaix and Iracane [9], as a possible cure to the fundamental
problems associated with standard relativistic quantum chemistry calculations.

In these calculations, electrons near heavy nuclei are usually treated, in first
approximation, by the Dirac-Fock model [53], a variant of Hartree-Fock in which
the kinetic energy operator —A/2 is replaced by the free Dirac operator DY.
This approach gives results that are in excellent agreement with experimental
data [34, 26, 12, 41]. When a higher accuracy is needed, the more sophisticated
multiconfiguration Dirac-Fock-model is used to take into account correlation
effects [25], and one can even compute the small corrections predicted by QED
(vacuum polarization and radiative corrections), using perturbation methods.
However, the Dirac-Fock model suffers from an important defect: the corre-
sponding energy is not bounded from below, contrary to the nonrelativistic
Hartree-Fock case, and this leads to important computational difficulties (see
[9] for a discussion and detailed references). From the mathematical viewpoint,
one can prove that the Dirac-Fock functional has critical points which are so-
lutions of the Dirac-Fock equations [15, 44], but these critical points have an
infinite Morse index, and the rigorous definition of a ground state is delicate
[16, 17].



The second problem with Dirac-Fock is its physical derivation: one would
like to interpret this model as a variational approximation of Quantum Elec-
trodynamics (QED), which is believed to be the exact theory. An interest-
ing attempt in this direction has been made by Mittleman [42], but it is not
fully convincing. According to this author, the ground state of the Dirac-Fock
model should be obtained by means of a max-min procedure applied to the
no-photon QED Hamiltonian Hqgp. In this procedure, the reference projec-
tor for the normal ordering of Hqgp is not fixed, and the vacuum polarization
terms are neglected. Then one has to look for a projector which maximizes, in
the Hartree-Fock approximation, the ground-state energy of the normal-ordered
Hamiltonian. From a mathematical viewpoint, Mittleman’s max-min principle
has been investigated in the papers [4, 17, 7, 6]. In the case of zero or one
electron [4, 17], it works very well and one shows that the projector P*¥ of the
Furry picture is the optimal reference. But it seems, from the counterexample
given in [6], that serious problems occur when there are several electrons.

In their work [9], Chaix and Iracane derive their new mean-field model
(which they call Bogoliubov-Dirac-Fock) from the no-photon QED Hamiltonian,
normal-ordered with respect to a fixed reference: the free projector P°. They
keep the vacuum polarization terms, pointing out that they are “necessary for
the internal consistency of the relativistic mean-field theory and should therefore
be taken into account in proper self-consistent calculations, independently of
the magnitude of the physical effects” [9, page 3813]. This allows them to obtain
a bounded-below energy: the ground states are simply defined as minimizers
and no max-min procedure is needed. A minimizer without charge constraint,
if it exists, is a projector satisfying a self-consistent equation: it should be
the negative spectral projector of the mean-field Hamiltonian generated by the
nuclear charge density, corrected by a vacuum polarization effect. This self-
consistent projector is the stable dressed vacuum. Now, if one restricts the BDF
functional to the charge sector —N, and if one can find a minimizer, it will be
solution of the Dirac-Fock equations for N electrons, corrected by a vacuum
polarization term [9, section 4.2]. The Dirac-Fock model is thus interpreted
by Chaix-Iracane as a nonwvariational approximation of BDF. In other words,
the Euler-Lagrange equations only differ by small terms, but the variational
structure is completely different since the DF functional is strongly indefinite
(i.e., it is not bounded below and all its critical points have an infinite Morse
index).

As we have seen, the Chaix-Iracane model has several advantages as com-
pared to the standard Dirac-Fock model: it is more accurate (taking into ac-
count vacuum polarization effects), its physical derivation is more convincing,
and the ground state solutions have a simple definition as minimizers of the
BDF functional. The drawback is that it is not easy to give a meaning to the
quantities (energy of the vacuum, charge density of the vacuum) appearing in
the BDF model. It is well known that there are divergent quantities in QED
even after normal ordering, but Chaix and Iracane do not address this problem
in their work. The first rigorous works on the BDF model are due to Chaix-
Iracane-Lions [10] and Bach-Barbaroux-Helffer-Siedentop [4]. In particular, in
[4], the authors give a rigorous meaning to the BDF energy in the class of op-



erators with trace, and show that it is bounded below if one fixes the reference
for normal ordering. Then Bach et al. vary the reference for normal ordering
and neglect the vacuum polarization terms, which are experimentally small and
mathematically divergent. This approximation is exactly the one made by Mit-
tleman [42] in his formal derivation of the Dirac-Fock model. In the present
work, our approach is different: we keep P as reference for normal ordering, we
study the full Chaix-Iracane model of the dressed vacuum (without neglecting
any divergent term), and we control the divergences thanks to a momentum
cut-off. Nevertheless, the paper [4] has been an important source of inspiration
in our study: it contains very useful mathematical ideas and results, in partic-
ular the lower bound on the energy (see Theorem 1 in the present paper, which
is a mere rephrasing, in our framework, of this estimate).

Mathematically speaking, we shall say that a vacuum is an orthogonal pro-
jector P with the additional requirement that

Q=P - P’ cGy(H),

where G2(H) denotes the class of Hilbert-Schmidt operators on H. As explained
in the Appendix, this condition guarantees that P is the (unrenormalized) den-
sity matrix of a dressed vacuum in the electron-positron Fock space associated
with the free projector P°. This dressed vacuum may be seen (formally) as an
infinite Slater determinant € = A---A1; A--- where (¢););>1 is an orthonor-
mal basis of PH. Since the model takes the free vacuum as reference according
to Dirac’s ideas [13, 14], @ is the true (renormalized) one-body density matrix
of Q. Following [9] (with notations from [4]), the BDF energy of the dressed
vacuum can be written (formally) as follows, as a function of its renormalized
density matrix :

a x a z,y)|?
£(Q) = tr(D°Q) —a/pQ<p+2// PQ’(:E )_pzy(y)da;dy— 2// |C|21(: _’3;)” dzx dy
(3

with pg(z) = trca Q(z,x). By formal computations, Chaix and Iracane [9,
Section 4.2] show that the Euler-Lagrange equation of this functional is

[P, Dql =0, (4)

where ) o )
z,y

Dg := DY + apg * — — « )
¢ T eyl

()

Q = P—PY. For a minimizer, the second order condition implies a more precise
relation between P and Dg, which takes the form of a fized-point equation:

Q(z, y)) .

|z —y

(6)

o 1
P = X(—oo;O)(DQ) = X(—o0;0) <D 7+ apQ * ﬁ o

Remark that if ¢ = 0 (no external potential), then P? is already a solution of
this equation since () = 0 in this particular case.



The present paper contains the first mathematical study of a fixed-point
algorithm for finding a solution of (6). Notice that the use of a fixed-point
method to solve a self-consistent equation is very common in quantum chemistry
and physics and that most of the numerical algorithms used in practice are based
on this idea. For a mathematical existence result using the Schauder fixed-
point theorem, see the resolution of the Hartree equations in [57]. See also [§],
where rigorous results are given on the convergence of standard Hartree-Fock
iteration schemes. For the determination of a projector in no-photon QED, the
fixed-point method has been used for the first time by Lieb and Siedentop [39].
Their goal was to replace P° by a new (self-consistent) projector commuting
with translations, as reference for normal ordering in the absence of external
field. We use the Banach fixed-point theorem as in [39], but our physical model
is very different, and the necessary estimates are much more delicate in our
case.

Of course, we have to make an assumption on the external potential: it
should have a certain regularity, and should not be too strong, otherwise we are
not able to prove that the iteration method converges. If one is only interested
in the existence of a minimizer, it is possible to remove the smallness assumption
on the potential, but for this purpose the constructive fixed-point approach must
be replaced by a direct — and non-constructive — minimization argument [28].
The regularity assumption cannot be dropped: this is a well known phenomenon
in QED when P is chosen as reference for normal ordering (see e.g., [35]). But
this regularity is not really a restriction from the point of view of physics:
point-like nuclei do not exist in nature.

In [4], the operator D°Q is assumed to be trace class, so that the expressions
(3) and (5) are well defined. Unfortunately, it turns out that, when ¢ is nonzero,
Q = P— PV is never trace class if P is a solution of (6). Therefore no minimizer
can exist in the trace class G1(H) in the presence of an external field. So we
must try to define the BDF energy and the self-consistent equation for operators
which are not trace class, and this leads to several difficulties.

A first problem occurs with the definition of tr(D°Q) in (3). To solve it, we
will have to extend the trace functional to a bigger class of compact operators,
namely the operators with “P°-trace” (see Section 2.1 below).

A second problem occurs with the definition of the density pg. For this rea-
son, we introduce a momentum cut-off A, which means we replace the ambient
space ‘H by

Hp = {f cH, supp(f) C B(O,A)}.

Since DY is a multiplication operator in Fourier space, Ha is invariant under PY
and we keep the notation P for the restricted operator. With the cut-off, the
integral kernel Q(z,y) of P — P* € Go(H,) becomes smooth for any dressed
vacuum P, and one can easily define pg(x) = trea Q(x, x). Notice that, even
with our ultraviolet cut-off, Q = P — PV is never trace class if P is a solution
of (6) and if an external potential is present. As we shall see it later on, our
results will be valid under a technical condition of the form av/In A < C for some
constant C. For a small o, this leads to an extremely large A, which corresponds



to scales that are far beyond the reach of experimental and theoretical physics
at the present time. But our conditions do not allow to pass to the limit of an
infinite cut-off.

Note that if one expands the right-hand side of equation (6) in powers of the
small parameter «, the first order term contains an expression which diverges
logarithmically as A goes to infinity. When the exchange term Q(z,v)/|x — y|
is neglected, a simple algebraic manipulation allows to rewrite a posteriori our
cut-off version of equation (6) in a renormalized form, with the divergent term
removed, and the “bare” constant « in front of the charge densities replaced by
a smaller, “dressed”, coupling constant

o

gy ~ ——5——
ar 1—|—§—;’r‘logA

(details will be given in a forthcoming paper [28]). The dressed constant is the
observable one. Its experimental value is aq, ~ 1/137. This kind of “charge
renormalization” associated with a momentum cut-off is standard in the physics
literature (see, e.g., [33, Equation (7.18)]). With this interpretation, the limit
case of an infinite cut-off appears as unphysical (it would correspond to ag, = 0,
which means no more electrostatic interaction).

Remark 1. In the Furry picture, that is to say when P = P“¥, it is known since
the very beginning of QED [14, 31, 23, 55, 51] that the density p®¥ associated
with Q¥ = P — PY is never well-defined if no ultraviolet cut-off is imposed.
One possible regularization procedure [19, 37, 29] is to remove the divergent
part of p®, which is (formally) proportional to the nuclear charge density n.
This gives a renormalized density pren which can be defined without the help of
a high momentum cut-off. This procedure has recently been clarified by Hainzl
and Siedentop in [29]. Some interesting features of pren, in the case of strong
external fields, were obtained by Hainzl in [27]. We do not want to give a precise
definition of pren here and we refer the reader to [29, 27].

It would be tempting, instead of using a cut-off, to renormalize pg a priori
in equation (6), as in [29]. But we do not know how to solve the resulting
renormalized equation (6) if no cut-off is made. Moreover, even if we could find
a solution without momentum cut-off, its interpretation as a minimizer of the
BDF energy would be unclear.

The paper is organized as follows. In the next section, we define the
Bogoliubov-Dirac-Fock model and state our main results. For the sake of clarity,
we have brought all the proofs together in Sections 3 and 4. In the Appendix,
we explain in our language, for the reader’s convenience, how the BDF energy
is deduced from no-photon QED by Chaix-Iracane in [9].
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ing his time as post-doc at the LMU (Munich). The authors acknowledge sup-
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2 Model and main results

In this section, we study the Bogoliubov-Dirac-Fock model introduced in [9, 11].
Our system of notation is similar to [4], with the difference that we keep all the
terms describing the vacuum polarization. This forces us to deal with operators
which are not trace class, unlike [4].

2.1 An extension of the trace functional

In order to give a meaning to the expression ”tr(DQ)” even when @ is not
trace-class, we need the notion of ” P’-trace”. In this section only, we work in
an abstract Hilbert space .

Definition 1. Let P be a projector such that P and 1 — P have infinite rank,
and A € Gy(h). We shall say that A is P-trace class if and only if Ayq =
(1-—P)A(1—=P) and A__ := PAP are trace class. Then we define the P-trace
of A by

trp(A) :==tr(Ayy) +tr(A__).

We denote by Gf(h) the space of all Hilbert-Schmidt operators which are P-
trace class.

Notice that if A is a trace class operator, then A € & (h) and tr(A4) =
trp(A) for any projector P.

Remark 2. In [54, Section 5.7.2], a similar definition in connection with su-
persymmetry is made and the name “supertrace” is used.

The following result, whose proof is given in Section 3, will be used repeat-
edly in the sequel.

Lemma 1. Let P and P' be two projectors such that P — P € Sa(h). Then
A is P-trace class if and only if it is P'-trace class, and in this case trp(A) =
tI‘p/(A).

Another useful fact is that when A is Hilbert-Schmidt and A 4+ P is a pro-
jector, then A has a P-trace, as explained below:

Lemma 2. Let P and P’ be two projectors on a Hilbert space, such that P'—P is
a Hilbert-Schmidt operator. Then P'—P is P-trace class. Moreover, trp(P'—P)
1 an integer which satisfies

trp(P' — P) = tr (P’ — P)**)
foralln > 1, and trp(P' — P) = 0 when |P' — P|g _ < 1.

In our framework, a consequence is that, for any vacuum P such that Q =
P—PY € Gy(Hnp), trpo(Q) is an integer which can be interpreted as the charge
of the dressed vacuum P (see the Appendix for comments in this direction).
When P solves the self-consistent equation (6) and ¢ is not too strong, we will
see that P is close to PP, so that its charge will be zero, according to the lemma.



2.2 The Bogoliubov-Dirac-Fock model

As in [4], we are going to extend the BDF energy to a convex set of compact
operators, which can be interpreted as one-particle density matrices of quasi-
free states. This kind of extension is standard for mean-field models depending
only on the one-body density matrix (see [38, 3, 5]).

In the whole paper, we assume that the nuclear charge density n = —Ap/47
belongs to the Hilbert space

¢ ={feL*R"R), D(f, f) < oo},
where

D)= 1e [ T,

We will choose the following Hilbert norm on € :

14 [k - 1/2
[ fle = (/ J|;€||2||f(k:)|2dk> .

The Bogoliubov-Dirac-Fock energy is defined by

(0] (0] X 2
(D) = trpo(D°T) — aD(pr, ) + S D(orpr) = 5 [ Md &y (7)

on the set
Gri={r e’ (Ha) | —P*<T <1-P°, precy. (8)

In (7),
. 1 =
pr(k) = @y /|p|<A Trea (F(p +k/2,p— k/2)>dp

is the Fourier transform of the charge density pr, which, formally, is the diagonal
of I' € G2(Hp), as explained in the Introduction. Thanks to the momentum
cut-off, pr is compactly supported, so that pr € L', hence

pr(z) = Tres (D(z, 7)) = (er)?, / /| e (Fp.0))“0~dpdg.  (9)

Clearly, the function T' € Ga(Hp) — pr € CJ N L*(R3) is continuous. Notice
that if for instance f,g € H'(R3 R), then the electrostatic energy is simply

[ @,

but for functions in €, it does not necessarily have a meaning as a Lebesgue
double integral in direct space.

Note that the set Gp is convex, and that the elements of PY + G, are not
necessarily projectors. In fact, it is an easy exercise to show that an element of
Gy is extremal if and only if it is of the form P — P°, with P a projector. It



then follows from Lemma 2 that the set of all extremal points of Gp coincides
with Qp = Pa — PY, where

Pa = {P orth. projector | Q = P — P° € G3(Hy), po € ¢}.

It will turn out that, under some assumptions on a;, A and n, the BDF functional
has a unique minimizer on Gp which is extremal. As a consequence,

inf{(P — P°), P € Pp} =inf{E(T"), T €Ga}.

In the next subsection, we give necessary and sufficient conditions satisfied
by a minimizer of £.

2.3 Study of the BDF energy

We first state the following result, which is an easy translation, in our frame-
work, of the stability estimate proved by Bach et al [4] (see also [10]):

Theorem 1. Let be n € €. Then
1. & is well-defined on Gy ;

2. if0<a< %, then
VD eGy,  ED)+ %D(n,n) >0 (10)

and therefore £ is bounded from below on Gy, independently of A;

3. if0<a< % and n =0, then £ is non-negative on Gy [4, 10/, 0 being the
unique MInIMmizer.

Remark 3. Note that the result is optimal in the sense that the functional
becomes unbounded from below when n = 0 if @ > 4/7, as shown in [10] and
[32].

Remark 4. Since aD(n,n)/2 in (10) is the electrostatic energy of the field
created by n, (10) means that the total energy of the system is nonnegative.

Proof of Theorem 1. We only explain here why £ is well defined on Gy, the rest
being identical to the proof of Theorem 1 in [4] (see [4, Eq. (18)-(19)]).
If T € 6 (Hy), then we have

P°DTP? = DYPTPY = DT, , € &1 (Hn)
since P? commutes with D? and |D%| < /1 + A2. With a similar argument for
1 — P°, we obtain that DT € &% (H,). Therefore, trpo(D°T) is well-defined

and

trpo(D°T) = tr(D°Ty ¢ ) + tr(D°T__) = tr(| DTy ) — tr(|DYT__)  (11)

10



(notice that, due to the constraint —PP<I<1-— PO, one has I'y4 > 0 and
I'__ <0). On the other hand we have by Kato’s inequality

r 2
[z =yl 2

showing that this last term is well-defined since |D| is bounded on H, and
I' € Ga2(Hyp). O

We are interested in minimizers of the BDF functional, and we expect them
to be in the class Qp = Py — PY. This leads to the following definition

Definition 2. We say that a projector P is a BDF-stable vacuum if and only
if P — PY is a minimizer of £ on Ga.

When there is no external potential, P is the unique BDF-stable vacuum
[10, 4], which corresponds to Dirac’s ideas. But if we consider a non-vanishing
external potential ¢ = n x* ﬁ, then P° obviously cannot be BDF-stable, since

it is easy to create a state —P°? <~ <1 — P? such that £(y) < 0 = £(0). This
means that the vacuum is necessarily polarized.

More precisely, one can easily derive necessary conditions satisfied by a
BDF-stable vacuum P. To this end, a perturbation of the form Q + v =
P — PY + v, with v € &1(Hx) such that —P < v < 1 — P is considered in
Chaix-Iracane [9, formula (4.8)], and the energy £(Q + ) is expanded to get

[0 « xT 2
E(Q+7) =tr(Dgy) + 5D(py, py) = 5 // de dy+£(Q), (12)

a formula which is valid when v € &1(H,), the operator Dg being defined in

().

Remark 5. In [4, Formula (21)] and [7], the polarization potentials appearing
in Dg and the energy of the vacuum £(Q) were neglected by the authors who
used the following functional

(0% « €T 2
Ep() =t (0°9) + 5 D(prop) ~ 5 [[ D deay, 3

|
with the constraints v € &1 and —P <~y < 1— P (and even Py(1 — P) =0
in [7]). Then a procedure taking the form supp inf_p<,<i—p Ep(7), related to
Mittleman’s work [42], was considered in [4]. For the case of the vacuum (no
constraint on the trace of v), the solution is the Furry picture P = P*? with
v = 0, as shown in [4]. We refer the reader to [9, page 3809] and [17, 6, 7]
for comments and results concerning Mittleman’s max-min in the case of N
electrons (which corresponds to the additional constraint tr(y) = N).

From formula (12), it can be seen that a BDF-stable vacuum must satisfy
the fixed-point equation (6). The converse is also true under some assumptions:

11



Theorem 2 (BDF-Stability). Let be P € Py and n € €. We assume that there
exists a positive constant d such that

d|Dg| > |D°| with ad% <1, (14)

where Dg is defined in (5). Then, the following assertions are equivalent

1. P fulfills the equation

o 1 Q(z,
P = X(200:0)(DQ) = X(~00:0) <D ¥+ apq * o ‘x(_ z‘)> . (15)

2. P is the unique BDF-stable vacuum, i.e. P — P° is the unique global
minimizer of £ on Gp.

The proof of this theorem will be given in Section 3. Some arguments are
directly inspired of [4].

Remark 6. One can try to go further: if we translate the ideas of Chaix and
Iracane in our language, the ground state of a molecule consisting of nuclei with
total charge density n, surrounded by a cloud of N electrons, should solve the
following constrained minimization problem

min{E(T'), T € Gp, trpo(I') = N},

with N € N\ {0}. If this minimization problem has a solution @, it will solve
a self-consistent equation of the form

Q= X(foo;,u)(DQ) - PO:

where p € (—1;1) is a Lagrange multiplier associated with the charge constraint,
and interpreted as a chemical potential. For a not too strong external field
¢, it should be possible to prove that p € (0;1) and that the vacuum II =
X(—o00:0)(Dq) stays neutral, which means trpo(Il — P°) = 0. Therefore, we
could split P = Q + PY = x(_o)(Dg) in the form

N
P =T+ [ve) (-

k=1

The mono-electronic wave functions 1, would be solutions of the Dirac-Fock
equations (with high momentum cut-off), perturbed by vacuum polarization
terms:

Doy =eppr, 0<ep <1, 1<kE<N.

It is our goal to study this constrained variational problem in the near future.
The present work, which deals with the unconstrained case, is a first step in
this direction.
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2.4 Existence of a BDF-stable vacuum

We may now state our main Theorem. We recall that the norm on € is

k2 ~ 1/2
Ifle = ( / 1?;{,'2' |f<k>\2dk) .

Theorem 3 (Existence of a BDF-stable vacuum). Let be n € € and b € (0;1).
Then for all A and o such that

2vraln|e <b  and o < ap(A) (16)

where
C(1-0)
Viog A’

there exists a unique BDF-stable vacuum P, which is a solution of

Oéb(A) ~MA—oo

1
P = X(—o0:0) (DQ) = X(~o00;0) (DO +a(pg —n) * W — ai(ai’ z)) (17)

with Q = P — P°. Moreover, we have trpo(Q) = 0.

Remark 7. The first constraint 2\/ma|n|e < b means that the external field is
not too strong. It explains why a neutral polarized vacuum is obtained (since
trpo(Q) = 0). In our proof, this constraint on the external field is necessary for
the fixed point algorithm to converge. The second constraint o < ap(A), which
essentially reduces to ay/log A < C(1 — b), is a technical condition due to our
choice of norms, but we were unable to drop it. It disappears if the exchange
term § [ %dm dy is neglected in the energy, as can be seen from the proof.
A precise definition of the constant C' appearing in this result is given in the
proof.

Remark 8. There is an interesting symmetry property of the solutions of (17)
when n is replaced by —n. Namely, if P is a solution of (17) with external
density n, then P’ = Q" + P is a solution of (17) with external density —n,
where Q' = —CQC~!, C being the charge conjugation operator [54, page 14].
The two dressed vacua P and P’ have the same BDF energies and satisfy
pQr = —pq, as suggested by the intuition. For this symmetry between matter
and antimatter to be true, it is essential to have the Fermi level at 0 and not
at —1 (see, e.g., the comments of [49, page 197] about this fact).

2.5 Idea of the proof of Theorem 3: the fixed-point algorithm

We end this section with a brief description of our fixed-point algorithm, used in
the proof of Theorem 3, and which could be useful for practical computations.

A natural scheme for solving (17) would be to construct a sequence (Q;);>0 C
Ga by taking Qg = 0 and

Qj(z,y)
[z — Yy

1
Qj+1 = X(—00:0) <D0 + alpg, —n) * e > - P (18)

13



Expanding this expression in powers of «, and considering the total density
A
pQ] T pQ] - n?
one can write the following recursion formula in Fourier space:

P, 1 (k) = (k) — aBu(R), () +apro@) (k) + 3 " pa@rorf,) (k) . (19)

n=2

The notations Bp, p1,o and p,, are defined precisely in Section 4.1 (see the
subsections 4.1.3 and 4.1.4). The important point is that By (k) is a positive
function which diverges logarithmically as A — oo for any fixed k, whereas the
other terms stay bounded. From (19) we thus see that the scheme (18) would
converge under a condition of the form alog A < C.

To improve this condition, we use a better algorithm in our proof. Our
modified scheme consists in defining a sequence of pairs (Q;, p;)jz() C Gy x€
such that (Qo, pj) = (0,—n) and

1 .
Qj+1 = X(=o0:0) <D0 + apl; * T a%‘(f’;)) - p°
/

Pip1 = Lla, Npg,,, + (1= L(e, A)) )

(20)

where ,o’Qj () := Po, (x) —n(x) = trca Qj(x,x) —n(x), and L(c, A) is the linear
operator which, in the Fourier domain, is just the multiplication by the function
(1+aBy(k))~!. The second equation in the iteration scheme (20) can be written
in the form

—

Py (k) = (14 aBa (k)" [—7(k) + o pro@)(k) + > " pna,. (k)] (21)
n=2

The divergent term now only appears in the denominator. So one expects a
much better convergence. In the proof of Theorem 3, we show the convergence
of the algorithm (20) under the conditions (16) but we believe that it converges
independently of the cut-off A.

It can be seen from our proof that this holds when the exchange term
a% is neglected in (20). In this case, the algorithm converges independently
of A to the solution of a reduced fixed-point problem (without exchange term),

which is the unique minimizer on G, of the convex functional

(6]
&red(T) = trpo(DT) — aD(pr,n) + 5D(pr,pr) -

3 Proof of Theorem 2

In this section, we prove Theorem 2. To this end, we first need to prove Lemmas
1 and 2.

14



3.1 Proof of Lemmas 1 and 2

Proof of Lemma 1. Let be P and P’ two projectors such that P' — P € S4(h),
and a Hilbert-Schmidt operator A which is P-trace class. This means that
PAP and (1 — P)A(1 — P) are trace class.

Let us first show that P’ AP’ is trace class. To this end, we write

P'AP" = (P'— P+ P)A(P'—P+P)
= (P'=P)A(P'— P)+ (P'— P)AP + PA(P' — P) + PAP. (22)

This shows that P’ AP’ is trace class since the last term is in &1 by assumption,
P’ — P and A are in &5, and P is bounded. The same computation shows that
(1—P)A(1 — P’) is trace class.

We now compute

tr[P’AP'] = tr[(P'— P)A(P' — P)] + tr[(P' — P)AP] + tr[PA(P' — P)] + tr[PAP]
tr[A ((P' = P)(P' = P) + P(P' — P) + (P' — P)P)] + tr[PAP]
= tr[A(P' — P)] + tr[PAP],

where we have used the formula tr(AB) = tr(BA), valid for A, B € &3. The
same computation gives

tr[P} AP}] = tr[A(P, — P,)] + tr[Py APy ] = — t[A(P' — P)] + tr[P; AP, ],

where we have used the notation P =1 — P and P, =1 — P’. Summing this
two results, we obtain the formula trp[A] = trp/[A]. O

Proof of Lemma 2. We introduce B = P’ — P. We have B> = P'— P'P— PP+
P =(1-P)B(1—-P)— PBP. This implies that (1 — P)B(1 — P) and —PBP
are non-negative trace class operators. We now use the proof of [2, Theorem
4.1]. Since B € G2, we infer B3 € &1 and so (P, P) is a Fredholm pair, in the
language of [2]. Therefore, tr(B?3) is an integer and satisfies tr(B3) = tr(B?"*1)
for all n > 1. Now we have

B* = B?P' — B*P = P'BP' + PBP.
Applying this result to 1 — P’ and 1 — P, we find
B*=(1-P)B(1-P)+(1-P)B(1-P).
Summing this two identities, we obtain by Lemma 1
2tr(B%) = trp/(B) + trp(B) = 2trp(B).
This shows that trp(B) indeed equals the index of the pair of projectors (P’, P)
defined in [2], an integer which vanishes when |P’ — P|g < 1 by the results

of [2]. O
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3.2 Preliminaries
To prove Theorem 2, we also need the following

Lemma 3. Assume that p = p * ﬁ for some p € €. Then

IVl = 4xlpole,  plre < Codnlple, el < Codnlple

where Cyo 1= 27%/2 and Cg is the Sobolev constant for the inequality |u o (gs) <
Co [Vl 12gs)-

Proof. We have

1+ |k|?
/R el

21+ KPRk dh,

and so

el < by 1l < b ([ )

o < ——no — _— T .
A= e = @)\ ps RP(T+ [RP) ol
The rest is easily obtained by the Sobolev inequalities. O
Lemma 4. Let P be a projector in Py and Q@ = P — P°. Then D¢ is bounded.

Proof. Due to the cut-off in Fourier space, D is bounded on Ha. On the other
hand, if p = px* ﬁ for some p € €, then ¢ € L™ by Lemma 3 and so this is also

a bounded operator. Let us now denote R(x,y) = Clg(‘r’yﬁ We then have

o = (LS o) < (L)

and since, by Kato’s inequality,

2 7T
[0y < Seripi)
R

3 I$*y|

T
da;dy < — tr(|D° Q* 23
i (101 Q) (23)
this shows that R < C'|D°/'/? and so R is bounded. O

Qz,y)fy) ,

R3 |l‘—y|

|Rf(2)” =

Lemma 5. Let P be a projector in Py and Q = P—P°. Then DT € G10(H,)
for all T' € Gp and we have

trpo(DT) + aD(pg — n, pr) — atr (Ti(ai’ z?I‘) = trpo(Dgl).
Proof. Remark that RI' = Q@Y P s trace class, since 2EY_ and L@V a0
lz—y| |z—y[1/2 lz—y[1/2
in G2 by (23). Let us now define D = D —alpe=m*ir — po + a(pg — n) * W

and P" = X(_o0;0)(D). By the result of Klaus-Scharf [36] (see also [30] and the
proof of Theorem 3), it is known that P’ — P* € Ga(Hy). Thus P'DI'P =
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DP'TP' € &1(Hy) since T € 61 = & by Lemma 1, and D is bounded by
the proof of Lemma 4. Therefore, DgoI' = DI" 4 RI is in Gfo.
To show the expected equality, we prove

trpo (D) + aD(pfy, pr) = trpo(DT) (24)

where p’Q = pg —n € €. This will end the proof since the other term is trace
class. The general idea of the proof is to approximate I' by a trace class operator
for which this equality is true, and to pass to the limit. However, the behaviour
of the associated density in the space € is not obvious and to overcome this
difficulty, we shall also approximate the density p’Q to obtain a potential in
L?(R3). We thus start by choosing a sequence p; which converges as j — +oo
to pf in €, such that ¢; = p; * ﬁ is in L?(R3). We can choose for instance

p;(k) = po (k)X (x51/;)- We now show

tepo(D°T) [ prps = trp(Dy1) (25)
RS

for all I' € G, and where D; = DY — ay;. To this end, we may find a sequence
I _ of finite rank operator which converges to 'y~ = (1— P?)['P? in &5. Then

P L
=y v
converges to I' in &,. Since I'" € &, for all n > 0, we have
trpo(D°T™) + « / prop; = trpo(D;T™). (26)
R3

By (9), the function Q € Ga(Hp) — pgo € L*(R?) is continuous. Therefore,
pr» — pr in L*(R3). Since ¢; € L*(R3), we may now pass to the limit in (26)
and obtain

lim <trpo(D0F")+a/ ppngpj> :trpo(DOF)—i-a/ Pres,
R3 R3

n—oo
where we have used that
trpo(DOT™) = tr(DT7, ) +tr(DT™ _) = tr(DT 44 )+tr(DT__) = trpo(DT).

Let us now pass to the limit in the right hand side. Indeed, we can write, by
Lemma 1,

trpo(D;I™) = trp (D;T") = tr(D; PiT" P;) + tr(D;(1 — P))T™(1 — P}))

where P} = X(_o0;0)(D;) and since P} — PY € &, by [36]. Now, using (22), it is
easily seen that P/I"™ P — PI'P; and (1 — P))I"™(1 — P}) — (1 — P)I'(1 - P))
in &1 as n — o0, since this terms can be expanded as a sum of trace class
operators and products of at least two Hilbert-Schmidt operators converging
strongly in &2. Since D; is bounded by the proof of Lemma 4, we obtain that
trP;(DjF”) —n—o0 trP]{(DjF) = trpo(D;I") by Lemma 1.
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As a conclusion, we have proved (25) for all I' € G5. To finish the proof, it
remains to pass to the limit as j — +o00. Since

/ pre; = D(pr, pj)
RS

and pr € € (recall that I' € Ga), pj — pg strongly in € as j — oo, we may pass
to the limit in the left hand side of (25). To pass to the limit in the right hand
side, we use again the fact that

trpo(D;T) = trp/(D;T) = tr(D; PTP}) + tr(D;(1 — P))T(1 = Pj)).
J

By the results of Klaus-Scharf [36] (see also the proof of Theorem 3), it is known
that P/ — P’ — 0 in &g, since p; — py, in €. Using again (22), it is then easily
seen that P/I'P/ — P'T'P" and (1 — P))I'(1 - P}) — (1 = P)I'(1 = P') in &; as
Jj — 00. Since D; — D in & by Lemma 4, we may thus pass to the limit and
obtain the desired equality (24). O

3.3 End of the proof of Theorem 2

We start by proving 1) = 2). We thus consider a projector P that satisfies
the assumption of the Theorem, and is also a solution to the equation P =
X(—o0:0)(Dg@). We fix some I' € G5 and show that £(I') > £(Q). To this end,
we write £(I') = £(Q +T’) where I =T — Q =T + P’ — P. By assumption,
I fulfills —P° <T < 1— P° and so I' fulfills —P < I' < 1 — P. Using Lemma
5, we may expand £(Q + I"”) and obtain

E(Q+1") = trpo (DQF)+ S D(prv. prv) —//‘ﬂ;_)|

Using now Lemma 1, we see that it is thus sufficient to prove that

T (2, )|
|z — |

dz dy + £(Q).

a a
trp (DQF,) + ED([)FH PF’) - 2/ dx dy > 0,
for any T € &F(H,) such that I" # 0, pr» € € and —P < I < 1 — P, which is
an easy adaptation of the proof of [4, Theorem 2].

We now show 2) = 1). Let be P which satisfies the assumption of the
Theorem, and such that Q = P — P° is a minimizer of £ in By. We therefore
have, by formula (12),

2
o o z,
tx (Dg) + 5 D(pr.pr) = 5 [T dway = 0 1)

vl
for all v € &1(Hp) such that —P < v < 1— P. The proof of Theorem 4 by Bach
et al. [4] now implies that P = X (_s.0)(Dgq). Their proof is done with D*?
instead of D¢ but they also mention that it can be extended to a more general
case, provided 0 ¢ o(Dg) and P, 1— P leave the domain of D¢ invariant, which
is the case here. O
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4 Proof of Theorem 3

In this section, we prove Theorem 3 by using a Banach fixed-point method.

4.1 Preliminaries

We start by defining the norms and spaces that will be used to apply this well
known result. In fact, one of the main difficulties we faced in this work consisted
in finding suitable Banach spaces.

4.1.1 Norms and spaces

We choose the following norms

Qe = (// E(p— q)*E(p + 9)|lQ(p, q)? dpdq>1/2 :

E(p 1/2
R|r = // Rp,q)|?d d) ,
iR = ([ 22 R dp

1/2
o= ([ B poopar)

el = ( [ k2B >|2dk:)1/2,

E(k) = /1+ k]2

and denote by Q, R, € and ) the associated Hilbert spaces. The dual space ¢’
of € will be also useful and we introduce

2 1/2
||<||@:=( 'f’) ik >\2dk) |

where

Q(z,y)
z—y|
in our estimates and a relation with |Q]g will then be needed. To this end,

we first need the following well known Lemma, which will be useful throughout
the rest of the proof.

In the following, it will be easier to use the norm |R|g where R = Ty

Lemma 6. For all € and n in R, we have

Vs >0, B(¢)° < 2°C)(B(¢—n)* + E(n)*) (28)
Vs € R, E(€)* < 2¥E(E —n)*E@m)", (29)
with
o-fin § 25
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Remark 9. A trivial consequence of (28) is the following inequality

1 . 1 1
B+ Blg =™ <E<p T B q>> ' (30)

We shall also need the following

Lemma 7. We have

E(p+q)
sup <2 31
pgers E(0)2E(p — q)? (1)

Proof. Let us introduce the function f(p,q) = E(p + q)E(p)_QE(p _ q)_Q for
(p,q) € R3 x R3. We have

0< f(p,q) =

E2Zp—(p—q) _2E2p)E(p—q) _ 4
E(p)?’E(p—q)* ~ E(p)?E(p—q)* ~ E(p)E(p —q)

by Lemma 6. Therefore lim, .o f(p,q) = 0 and f attains its maximum
on R3 x R3. Computing Vqf(p,q), we see that at a critical point of f, p
and ¢ are always parallel. It therefore suffices to study the function g(z,y) =
E(z +y)E(x)2E(z — y)~2 for (z,y) € R x R. It is then easy to see that

maxg2 ¢ < 2 (the bound (31) is indeed not optimal). O
Now we can give a connection between |R|z and |Q]o when R = Cﬁéf;’l)

(we also recall the easy relation between |p|e¢ and |¢|y when ¢ = p * ﬁ)

Lemma 8. Ifp € € and Q € Q, then we have ¢ = p*ﬁ €)Y and R(z,y) =

% € R and more precisely
lely = 4nlple,
|Rl= < Crl@le, (32)
|R1Do| | s, < V2IRIR, (33)
with
On= 52, iy 2, (P00 [ o ap)- 00
Proof. We have
R(p,q) = # g Qe-te-l _ll’;q D
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so we obtain, for some fixed 0 € (0;2)

E(p
R|% = // Zdpd
| RI% p+q ,q)|" dpdq
E(2v)
= 8// v) \R(u+v,u—v)|2dudv

E l—l—vl—v) QU +v,I' —v)

du dv

E(2 l+vl—v) (2l)2Q(l’+vl’ v) ,
- dl di
21’ \l —u| [l —ul E20) 2 |l — u| |l — u|

E(20)* B2 Q1+ v,1—v)|? ,
27T //// EQUYT |1 — w2l — uf? du dv dl dl

8/ B(20) E(2l)|Q(l+v,l—v)|2K9(l)dvdl

IN

IN

where

Ko(l) := dudl.
27T2 //E2u B2l 1+9|z a2l —uz ™

Now, let us introduce

du
= E(2z)° .
Ce 52@( (22) /R E<2u>1+9|u—x|2>

Remark that

/ du < 1 / du
rs EQu)0)u— 22 = 21H0|2]0 Jos [u[H0]u — e, |2

where e, := x/]x\, showing that Cp < oo when 0 € (0;2). Now we have

J— 1 0 1 !
Boll) = 2712 M @) — (E(Qu) /E(Zl’)1+9|l’—u|2dl)

(20)° 1 Coy
< [ =2
27?2) “E (2u)1 0|1 — ul? xCo < 272

IN

and so

||RHR<8(09) J[ BevrEE@+ v - P v < (5 )u@ng

which ends the proof of (32).
To prove (33), we remark that we have, by (31),

IRp, !2 E(p—q)*|R(p,q)?
| R [Do|~ 1H6 / dpdq < 2 Eota) dpdq =2|R|%. O
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4.1.2 An estimate from below for Dg

We now state a Lemma in which we give a lower estimate for the operator

1 Q(z,y)
Do, =D"+aux ——a ’
o ] eyl

by DY, in terms of the spaces introduced above.
For our result, we are interested in Do = Dq ,,—n but this definition with
an arbitrary density p will be useful later on.

Lemma 9. Assume that (Q, ) € Q X € are such that

o (2valule + VECHIQlQ) < 1 (35)

Then Dg,,, is a bounded operator which satisfies

Dol = (1= o (2vlle + V2CrIQle) ) 1D (36)

Proof. We have, with ¢’ = p * ﬁ,

le"ull 2 < &' e lul 2 < 272 sl 1 Do - ul 2
by Lemma 3, and

| Rul 2 = | RIDo| ™ | Dolul > < ||RIDo| ™|, I Dolul > < V2CRIQle I Do] - ul 2

by (33). This shows that |¢' — R| < (27'/2|u|e + V2Cr|Q|o)| D], the square
root being monotone. This proves that Dg , is bounded since Dy is bounded
on Hp, and gives the expected inequality. O

Remark that Lemma 9 will be useful when we shall apply Theorem 2 (see
the condition (14) in the statement). It also implies 0 ¢ o(Dg ), a fact that
will be used to compute the projection X (_o:0)(Dq.u)-

4.1.3 Expansion by Cauchy’s formula

We want to solve the equation

Q= X (—00;0) (DO + Oé(PQ - TL) * i aQ(‘T7y)

o) e @)= A@)

If o (2y/7|pg — nfle + V2CR|Q|g) < 1, then 0 ¢ o(Dg) by Lemma 9. We
may thus use the method of [29] and expand F; by Cauchy’s formula

o0

1 [t 1 1
F = —— _ — n n
Q) =5 /_OO a <DQ+m D0+m> nzo‘ @

=1

where oo N
1 1 1
- —— dn———— ((Rg — @) =
@n="5 /_oo DO +in <( Q “’Q)D0+m>
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1
po=pQ—n, ¥o=rpg*i, Rolz,y)

r|’
We shall write
Qn=Y. Qi
kl/ k+l=n
(_1)H—1 400 1 n 1
Qr = Z A5 H Rjr5
21 Ty, ) DY +1in e DY+

=k, |J|=l

where Rj = Rg if j € I and R; = gpb if j € J (Qg, is the sum of all the terms
containing k Rg’s and [ cp’Q’s). We also denote pg; = pq,,-
Hence our equation can be written

Q=> a"Qu(Q,rp)
nd (37)

oo
pQ =Y a"pn(Q, ply),
n=1

where we recall that @), and p,, depend on both @) and p’Q = pg —n. In order to
have a better condition on « and A, we shall now change the second equation

for the density, by taking into account the special form of the first order term
p1. To this end, we need to compute this term explicitely.

4.1.4 The first order density

Recall that
1 1

/
+Z'r]<'0QD0 +1n

1 [t
= — d
Qo1 o /_OO 77D0

so that
~ 5/2 oo 1 o 1
q) = (2m) e — —q)—.
We now introduce
1 [t 1 1
M(p, = — d — -
#,q) W/_oo na~p+5+m a-q+p+in

1/+“d a-ptB—in a-qg+B—in
) TRATERE @ E

_ 1 (a-p+p)(a-qg+P) >

o Ew R Y

Hence
_ 1 —~
QU,l(pv Q) = 25/271'3/2 SO/Q(p - Q)M(p) Q)
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This enables us to compute

_ 1 ~—
poi(k) = W/IISA Trca <Q0,1(l+k/2,l—k:/2))dl
1
= — k T M+ k/2,1 —Kk/2))dl
s Pal®) [ Tre (M4 /21— k/2)
L = 2
= B
AN
= —ply(k)Ba(k) (39)
where
Ba(k) = 1 / (l—i—k:/2)-(l—k/2)—|—1—E(l—|—/~c/2)E(l—k/2)dl
A w2k Jy<a EA+E/2)E1 - k/2)(E(+ k/2) + E(L— k/2))
(40)
This function is computed in [45]
A
1 [Em 22 —24/3 dz
Ba(k) = / 2/ 2 2
T Jo 1—22 14 |k]?(1—22)/4
and it is logarithmically divergent since
A
1 [Em 22— 24/3 5 2
== = —71 A)— —+ —log2 1/A?).
Bal0) =+ [ SR b = L oslh) - -+ - log2+ 0(1/A%)

4.1.5 Equation

We are now able to introduce the function on which we shall apply the fixed-
point theorem. According to what we said above, the equation in pg can be
written

pQ =Y a"pn(Q, pp) (41)

n=1

or equivalently (we forget the dependence in @ and pg, for simplicity)

pe(k) = —aBa(k)pg (k) + apro(k) + Za pn(k

o (. 1 R
po(k) = —m"(k) + T aBalh) (apl,o(k?) + T;Oé Pn(@) , (42)

which is more adapted to a fixed-point argument, since the divergent term
B (k) appears now in the denominator.

Notice that we now study an equation for the full density p’Q = pg —n and
not for pg as previously. We therefore introduce the following space:

X=0x¢€
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consisting of all the pairs (@, p’) such that Q@ € Q and p’ € €. Notice that in
this space, p’ can be different from pg —n. However, we shall find a solution of
the equations in this space, which satisfies p’ = pg — n. We also introduce on
X the norm

[(@. 2] = CrV2IQlo +2v/7p e,

where we recall that Cp is defined in Lemma 8. In the following, we shall keep
the notation p’ to remind the reader that the equation indeed concerns pf, and

not pg.
We now introduce the function F': X — X defined by

FQ.p) = <FQ(Q70/) : Fp(Q,p’)>

where -
/ 0 n /
FQ(Q:p') = X(—oes0) (Do) = P =D a"Qn(Q, ) (43)
n=1
F,@’) S S F— ap1o(Q,p) + i a"pn(Q,0) |, (44)
14+ aBj 1+ aBj ’ o

Qn(Q, ') and pn(Q, p') being defined in (37) (replace pfy by p'). Remark that
pn = pg, for all n > 2. In the proof of Theorem 3, we solve the fixed-point
equation in X

F(Q.,p") = (Q.p).

4.2 Existence of a fixed-point of F

To prove our main Theorem, we need the following estimates
Proposition 10. Assume that (Q,p") € X is such that 0 ¢ o(Dq ). Then we

have

+o0
|F(Q, )| < 2vAlnle + mi(W)a (@, )] + D ra (a]|(@.0)])"  (45)

n=2

+o0
1F'(Q, )| < s1(M)a+a Y ne, (a(Q,0)])" (46)
n=2

where

Crv?2 Viog A Crv2
A) = CRVZ Jlog A, VaCs + Y088 | CRVE 0o
K1(A) maX( Vo , V2CR + STEN At Vs

and (kp)n>2 15 a sequence of positive numbers independent of A and which
satisfies kn ~p—oo K+/n for some constant K.

To prove this proposition, we have to do some tedious estimates. Before
starting this proof, let us show that Theorem 3 follows from Proposition 10.
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Proof of Theorem 3. We introduce the function f(z) = > 7, k,x™, which is a
power series with a radius of convergence equal to 1. The estimates (45) and
(46) can be written

IF@, )| < 2vrlnle + si(N)e | (@, )] + f (e (@, 0)]) (47)

[F(Q, )| < m1(M)a+af («](@.0)])-

To apply the Banach fixed-point theorem, we now have to find a ball B(0, R) C
X which is invariant under the function F' and on which F' is a contraction. Let
R > 0 be some fixed radius. We have

sup ||F'(Q,0)| < ki(A)a+ af (aR) = p.
(Q.)EB(0.R)

Moreover, we also have

IF(@. 0] < [F(Q,p") = F(0,0)] +F(0,0)] < o [(Q. p)] + 1F(0,0)].

Therefore a condition for the ball B(0, R) to be invariant under the action of
F is |F(0,0)] < (1 — u)R. Notice that since F'(0,0) # (0,0), this inequality
also contains the contraction condition p < 1. Additionally due to Lemma 9
we assume a2 < 1 as well as

AT o
41 —-aR) = 7

due to Theorem 2 and Lemma 9 which is equivalent to

1
< — .
“=>%/4+R

As a conclusion, if (o, R) fulfills

2v7|n|e + aRk1(A) + aRf' (aR) < R
S (48)
~7w/44+ R’

then we are able to apply the Banach Fixed-Point Theorem on B(0, R). Remark
that these inequalities also contain the conditions p < 1 and aR < 1. Notice
also that if (a, R) is a solution to (48), then (o, R) is a solution to (48) for all
o/ < a, since the function which appears on the left of (48) is increasing in a.
Now, if we assume that 2\/7a|n|e < b, we obtain that if («, R) fulfills

Y} aRmi(A) + aRf'(aR) < R
o (49)

[ —
“= w/4+ R’

then it also fulfills (48). The first inequation of (49) is simpler when it is written
in terms of the variables a and x := aR. It becomes

b

o +r1(A)x+2f(z) < (50)

Rl&w

26



which implies € [b;1). Now, given b, A and x let us call aj 5 (x) the maximal
value of a such that (50) holds, i.e.

r—20b
k1(N)z + xf'(x)’

apA(x) = (51)
which is defined for x in [b;1). Since limy—1apa(z) = apa(b) = 0, we may
denote by zp € (b;1) the largest maximizer of the function ap  in the interval
[b;1).

We now define Ry(A) := zp/apa(xp) and

ap(A) := min <ab,A(xA), 77/4—1-1Rb(A)) .

As a conclusion, for all 0 < a < ay(A), (o, Rp(A)) is a solution of (48). This
means that F' is a contraction on B(0, Ry(A)), on which we can apply Banach
Theorem. This gives a unique solution to the equation F(Q,p') = (Q,p) in
B(0, Ry(A)) C X.

Let us now show that P is indeed a solution to (6). In fact p’ is a solution
to (42) and so p = p’ + n is a solution to (41). On the other hand, we have
Q = X(=o0;0)(Dq,pr) — PP and (41) means exactly that p = pg. Hence, P is a
solution to P = X(_s00) (Dg). Thanks to the proof, we know that P satisfies
the assumptions of Theorem 2, and so P is the unique BDF-stable vacuum (i.e.
P — PY is the unique global minimizer of the BDF energy).

To end the proof, let us study the behaviour of ap(A) as A — co. Computing
dap A (z)/dz, we find that x, must satisfy the equation

xp(zpa —b)

1(A) + f/ay) = A

f”(xA)-
Since k1(A) diverges as A — oo, we see that f”(xp) — oo and therefore z, —

1 as A — oo. Now, since f'(z) = o0y—1 (f"(x)), we obtain that f'(z)) =
OA—oo(k1(A)). Thus

ap A(TA) ~A—oo (A and Ry(A) ~p oo ——

As a conclusion,

1-b Val—b)  C1-b)
r(A) AT CpvaVlog A ViogA

; _ /T
WlthC—ﬁCR. O

p (A) ~A—oo

4.3 Proof of Proposition 10: estimates

In this section, we prove the claimed estimates of Proposition 10. We will have
to introduce many constants. For the sake of clarity, a guide is provided to the
reader at the very end of the proof, section 4.3.5.
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Remark first that we have

1
— <1
1+ aBp(k) —

for all k € R3. Therefore, to estimate the norm |F,(Q,p')|e, it suffices to
estimate the norms of p1 (@, p") and p,(Q, p'), due to (44).

For (@, p') € X, we introduce the notation R = % y‘) €R,and ¢ = p'x | L
We then remark that

|2(Q, )| < 2vFlnle + @ (@1, p10)l + D @™ [(@ns pa)]

n>2

and estimate each term separately. A similar argument can be done for F'(Q, p’).

4.3.1 First order terms

Lemma 11. We have the following estimates:

log A
jQoate < ENE 1, — 2105 4) 21
Cr(log A
Iorole < CR0EN R 11
Therefore
1(Q1, p1,0)| < K1(A
where
Crv?2 Viog A
ml(A):max< NG Vg A, \@C’R+23/2ﬁ . (52)
Proof. Recall that
_ 1 -~
Qoa(p,q) = WW(? —q)M(p,q), (53)

where the matrix M (p, q) is defined in (38), and whose properties are summa-
rized in the following

Lemma 12. Let AT (p) = %&?(m and A~ (p) = %%E(p) be the pro-

jections matrices in C* onto the eigenspaces of D° in Fourier space. We then

have
1

Tecs (M(p.0)) = ~4 g Tres (A (0)A™(0)
M (p.0) = Tres (M. 0)M (.0)") = 8 s Tres (M)A (@)
Tres (A*(p)A(g)) = Tres (A~ (p)A*(q)) = 1 — ;:@;;;(;)
Moreover, we have
Vpq €BS, Tres (A (p)A~(g)) < min <2E('g;‘+qq';/2) 2). e

28



Proof of Lemma 12. We only prove (54). We have Trca (AT (p)A~(q)) <

—ql? . .
IAT(p)||A~(q)| = 2, so when t := m > 1, there is nothing to prove.
Now we have
. 2 _ 2 _
popeatl oy PERAL o PRd o P
E(p)E(q) E(l+k)E(l—-E) 2 2
L 1t
(141t)%2 — 4zt
I-k)2
where t = |k|?/E(1)? and 2z = W(Q(%p) € [0;1). When ¢ € [0;1) and z € [0;1),
the expression above is decreasing in z and so we obtain
: 1 1—1¢ 2t
_patl _ 2y,
E(p)E(q) (1+t)2 1+t
which ends the proof. O

e Let us now treat Qo 1. From (53), we obtain

. 1 -
1Qo1(p,q)|* = 2577r3|90’|2(p —q)|M(p,q)|*

and so

// E(p— a)*E(p + 9)|Qo. (p. q) Pdp dg

1

~ o5 [ A auBEEQOIZEWNul < DM+ /20— /2P

< gea ([ dIRPE®?IFP) ( I E@u;E(u)>

by Lemma 12. Now we have

du 1 1 V3A
——————— = 4n | —argsh(2A) + —argth | ——— < 2mlogA
[ n FEIT (2 RN ( " m))

(55)
for A > 3. So we obtain

(log A)!

/2
|Qoalo < 22— 1¢'ly = 2(1og )2l

e p1p and Q1. We have

1 [t 1 1
Q10 = / d R

or | o “"DO+in DO +an
so that
o 1 +oo 1 . 1
, = —(27)" dn———  R(p,q) ———
@uo(p, q) (2m) /_OO Ta p+p+in (p Q)a-Q-i-ﬂ—i-m




and
1 ~ 1
Ew + By 0

Quo(p, @) < >2|§(p, QP

E(p+q

showing that
|Qiole < |R|r < Cr|Qo-

Now, we have

— 1 — k k
pro(k) = (277)3/2/]R3 Trea <Q1,o (l + §,l — 2>>dl
1 ~ k k k k
= —_— _ _ v v <
95/2,:3/2 /}RSTI"(C4 <R <l+2;l 2>M<l+2,l 2>>X(|l|_A)dl

so we obtain

_ 1 A , \ 2
[p1o(k)| < W( . EQ) MR+ k/2,1— k/2)| dl> X

1/2
X <J/ <E(2lﬂﬂ4(l+—k/2,l—-k/2)Fcﬂ>
R3
and finally

E(k)? 9 1 log A
T PO < SRl [ o < i IR

by (55) which implies

. < Cr (logA)

IQle- T

4.3.2 Second order terms

To simplify the presentation, we introduce the following notation:

1
du \» 1 [T d
Spq = (4m)(2m) </R3 E(u)q> o Spi= Sy Ky o )

E(n)»
(56)
Let us recall the following inequality [48, Theorem 4.1]
1£(@)g(=iV)lls, < @0) 7P fl 1oy 9] o) - (57)
which implies
Sp,ap
P REE=L
On the other hand, we shall often use the following trick
(B +1*)(B(@)?+17°) = (E®E@)* + (Ep)® +E@*)r +1'
1 1
> JE(p+a)*+5E@p+a)n’
1
> 1E@+9)’E®)
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by Lemma 6. This implies

1 2
JEGE E P JEQ i - B+ )E®)

(58)

Recall now that we have Q2 = Q2,0 + Q1,1 + Qo2 with

Qo = 1 +°°d L S
207 Tor | Do+ in DO+in DO+ in
1 [T 1 1 1
= — d R !
@1 21 J_ oo Do in DY+ mcp DY +in
Foo 1 1 1
+— d —¢' —R .
27?/—00 77D0—|—Z77%0D0+’L7] DO +in

1 [t 1 1 1

Qo2 = ! !

- d .
21 J_o nDO—i—z'n(’O D0+in<p DO +in
We shall now treat each term separately.

Lemma 13. We have pp2 = 0 and the following estimates:
[Q20l0 < 27/ K30(Cr)*IQIG,  1Quile < 4S6CsKs32CRIQll e,

|Qoz2llo < 2V10865CnCs| |3

SeCs(C S65CCsC
M SR el @l o

1QIS,
and so )
H(QQ:pQ)H < K2 H(Q?pl)H )
with
Ko = C,CrV2 + 2¢/7C,,,
S6C6K3/2  /5S65CnmCh
Vor ™2

Cg, = max <23/2K3/2 ,

O max S6Cs  S65CnCs
P2 2r T 13/24/2

where Cpy is a constant defined in Lemma 14.

Proof. Step 1 : Estimates on the exchange term Q.
e ()20. To estimate @2, we write

+OO R 9 ﬁ ,q 1
|Q20 p,q)| < — / / ’ pp1)| |R(p1,4q)] : _
R? 2+ 12 EP)2+nm2E@)?+n

and so by (58)

— 23/2 dn [R(p,p1)]  |R(p1,q)]
‘QQ,U(Z% )’ < 3/2 1/2 1/2 1/2
m Em)32E(+q)'? Jgs E(p+p1)'/2 E(p1 +q)
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which implies

p—p1)|R(p, )]
E(p+p1)1/2
E(p1 — q)|R(p1, q)|
X
E(p: +Q)1/2

— E
Bp— ) B+ ) Qao(pr0)] < 27y, [ 2

dpy

and finally
|Q20ll0 < 272 K35 RI% < 25/2K35(Cr)?|Q[%.

e ()1,1. We treat for instance

0 ,_1/+°°d LN SN
LT ome2 | YTD0 i DO+ DO + i

and use the same method to obtain

. 4 oo dp
Ep =0 Er+9)"* 100l < G5 /_oo B

E(p—p1) 5 Ep — 9)
y /R3 B 1+ )2 F P G e ) A (B ()2 )

2 (p1 — q)| dpy.

This means that

, : /+Oo dn H / : :
< — R
IQuile =5z | B | (Do + 2y (Do + 7

Sa
where we have introduced R’ and f defined by
i Ep—q) 5 7 -
R(p,q) = —L"D 1R q), Fk) = EF)QE).
(p:q) E(p+q)1/2| (o)l f(k) (k)¢ (k)]
But now
1 1 1 1
‘R/ el 2 | 2)% < R, s ot 2 4 p2)1
(IDol* +n%)3 " (IDol* +7°)4 ||, (IDol* +m%)3 " (IDol* + )7 ||,
1 1
< |Rl= T/ o
(IDol* +m?)1 " (|Dol* +m%)1 ||,

If we now use inequality (57), we obtain

2
1

1
(1Dol? +n?)3

f Tiks

1 1
” 2 2y = H 2 2\1
(|Dol? +n?)1 S (|Dol* +n?)* Sia

o I 1/6

< - =

< ([ rrneas) M
Se

B2 1126 -
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Finally since
1fls < Cs [V £z = Col&'ly, (59)

and |¢']y = (47)|¢/[le, we obtain

4S6Cs [T dn ,
o | i lwlile

|@11le <

and
1Q1.1lo < 8S6CsK3/2CrIQ)alp e

e (Qo2. Unfortunately, the method used above cannot be applied to Qp2. In
this case, we have to calculate this term explicitely. We can write

Qo= 3 Qpge

€1,62,e3€{%}

where for instance (by a residuum formula)

e

Qi3 ' (pq) = Quz (pg) =0,

T = (2= [ dpy MR = pIA (p) (1 — A (9)
o =an [ a0

T o= (2= [ dpy M = pIA” (p) (1 — A (9)
ST = [ S R

—_—
€1€2€3

. We now treat for instance Qar 5

—

and similar formulas for the other Q
Using (30), we may obtain

— _ E(p—p1)
Elp—q)F 1210+ < 2(2 3/ dpr ———
(b= a)Blp+a) @0z 7| < 22m)77 | dppe PN
_ E(p1 — 9)l¢'(p1 — q)|
+
’A (p pl)A (pl)‘ X E(p1)1/3E(q)1/2 d
So, we may write
1 1 1 1
T o <2(|M <2|M
HQO,2 ”Q — H f‘DO‘1/3f|DO|1/2 &, = H f||62 |D0|1/3f‘D0‘1/2 o )
where
— AT (p)A~(g)]
M ’ = 3/2f(p Q)| ] 60
f(p,q) == (2m)~ Ept a2 (60)

Lemma 14. When My is defined by formula (60), then

C 1/2
Itile, < 2 ([ 17w Rar)

2 dt 1/2
where CM =2 (fo W) ~ 2.1589.
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Proof. We have |AT(p)A~(q)|> = Trea (AT (p)A~(g)) and so, by (54),

- 2
// dpdq|My(p.q)* < (2m)” //dp £+Zi/|2€(2];(pqzt|q)4/3

< / KPP / QE(%)‘i%E( E
2

Finally, since by (59)

1
‘D0‘1/2

1

565
<
. =z ml,

= 4r
Se

f

|1 zs

H |Do|'/3

we obtain
1Q%2 o < 2565CCelp'&-

This result is immediately extended to the others terms and since we can prove
QP =" + QT P+ T +Q TP HIQT PR

we arrive at

|Qo2lo < 2v10865CCsl o3

Step 2 : Estimates on the density ps. Let us now treat the density ps.
The general idea of the proof is to estimate (p2,() in terms of the norm |(|e
by using

(P, Q) = 1Tr (QQ)| = |1 (QC)| =

[ tre (@) | < [ @l

This can be done if we know that Q¢ € &;. But we have

10Cl, = HQ|DO|2 ¢

< |QIDoP[g,
(G

=156
|D0|2 Sy

E(A)?[Qls,

| Dol?
S2.4
47

showing that Q¢ € &; when ¢ € L2. So, in what follows, we shall assume that
¢ € ¢ N L? and prove a bound depending only on |(|e. By the density of
¢’ N L? in ¢, this will give us a bound on |p|e¢-

Let us remark first that pg 2 vanishes. Indeed we have

_ 1 —
po2(k) = (2n)2 /p|<A Trea (Q0,2(p +k/2,p— k/2))dp

34



and

+oo

Trea (Qo 2(p, q) dn

d Tr
D1 C4<D0 +l77

1
XD<p1>+m*"(pl‘q) Dolq) + )
dps P'(p—p)e(p1 —q) "
w o E@)? P2 VEp)? + 02 VE@)? +

X Tres [wo(p) — in))(Do(p1) — in)(Dolg) — in)|

“+oo
dn

Now the terms linear in the Dirac matrices are traceless and the remaining
terms are odd in 7 and vanish after integration. This can be easily generalized

to poor for all k, and is known as Furry’s Theorem in the physics literature
[22].

® p20. We use here a method similar to what we have done above. We estimate
for some ¢ € ¢’ NL? and Q¢ := Q2,0¢

Depp)| < (2m) 5/2/ // |R(p,p1)| | R(p1, p2)| S (p2 — p)| dp1 dps
- p)? + *VEp)? + 0’V E(p2)* +

s [T d — p)|R(p,p1)| E(pr — p2) | R(p1, p2)|
) 5/2 _an (p—p1
< 4 /_oo E(n) /A/dpldm E(p+p1)'?E(p1 + p2)'/? "
y I¢(p2 — p)|
E(pz—p)(E( )2+ n2)VA(E(p2)? + n?) /4
\-5/ p,pl)R’(p1,p2)C’(p2 —p)
< 4(2m) 52/ //dp dp )1/4( (p ) +77)1/4

where ﬁ(p, q) = %{W and CA’(/C) = E(k')_lg(k:) This means that

4 [tee dn 1 , 1
2n |D0|2+772)1/4 (IDol? + 7)1/t

[(p2,0.Q) <

&1

4S5 [ _d n2 oy - S6Cs(Cr)’K
m /_ ) WM\RH; ¢, < 2OCTE 12

by (59), showing that

S6Cs(CR)?
v

¢ < K3/2|Q%-

e p1,1. Unfortunately, as for Qo 2, we have to calculate p; ; explicitely. Let us
start for instance with pf;~, the density associated with one of the two terms

of Q11 ~
)-3/2 At (p)R(p —p1)A~(p )90( —q)A " (q)
2 | o Ew) + EQ)E®) + E@)
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We use the same method as above and estimate for some ¢ € ¢’ N L? the term

(P R(p.p)A (p)¢' (1 — p2)A"(p2)~,
r) ™ [ )

Qc DD

by

o~

~ AT (p)R(p,p)A" (p1)] |/ (p1 — p2)]
\Qg(p,p)l = // p+p1 1/2 E(p1)1/2E(p2)1/3

L =l < A A O,

E(p + p2)?/?

2(27) 3/2/ E(p — p1)|A*(p)R(p, p)A ™ (p1)|
E(p+p1)'/?

IN

X

Fp1 —p2)
(P1)1/2E(p2)

with F(k) = E(k)|@ (k)| and O(k) := |C(k)|/E(k). Now

1/3 MC' (p27 )dpl dp27

@t < 20202 [ [ Batpon) L ST ) i

E(Pl)l/QE(m)
with R
= E(p — p1)|AT(p)R(p, p1)A (p
i) o= Z0 = POIA RN )]
E(p+p1)
We thus have
1 1
- < 2|R M,
\<P1,1 Ol < H 1|D0|1/2f]D0]1/3 4’61
1 1
< TRA™ /
< 2JATRAT R [ M| g, 01/2f|D0|1/3 o
< 2JAYRA|r | M L 1
S (s, |Do|1/3 | &
S6,5C1Cs
< 27||A+RA I=ICle 1A e
and finally
__ SG,SCMOG —
los e < 22200 AT RA e

We now treat pfﬁ and estimate

Qilp,p) = (2m) // dp, dp2 p)R(fapl) “(p1)¢'(m p2)A+(p2)Z(p2 _ ),

by
E(p — p1)|AT(p)R(p,p1) A~ (p1)]
Qctpp)| <207 ] 9
Fp1 — p2)| A~ (p1)AT (p2)| ' (p2 — p)
B By
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Using the same argument as above, we arrive at

S6,5C1Cs
27

lofs e < [ATRA™ IRl

To treat p{ | ~, we remark that

1 1

(E(p) + E(p2))(E(p1) + E(p2)) = (E(p) + E(p1))(E(p1) + E(p2))
1

(E(p) + E(p1))(E(p) + E(p2))

_l’_

and use the same estimates as above to get

S6,5C1Ce
T

lof i e < [ATRA™ IR e

Finally, since >0 | . cryy [A?RA® |% = |R|%, we end up with

S6.5CnCl
™

6 S6,5CrCeCR
lorale <2 S G CoCr

IPle| DY [ATRA%|R | <4 lo'lel@le-

61,626{ﬂ:}
4.3.3 The general n'" order case

Now that we have explained how the proof works for the second order, let us
estimate the general n'* order term.

Lemma 15. We have the following estimates

n . S6Cs )
>3,  |Qulo <nK=Cq|(Q,0)|", with OQ=ﬂ<2ﬁ> ,
n : S6Cs (S6Cs\°
> < n ! =
s e <nkop @A it €= % (FTE)
4 . K2S5Cs (S6Cs "
Ioile < Cou Q| with €= T2 (5550
Therefore,
>4, (Qunpn)l < ra |[(@Q 00"
with

ks = ACRK>CQV2 + 2V/TCpy; #in = nCrK2CQV2 + 20K Cpi/m.

Remark that it can be proved that K, ~n—co %, which gives the claimed
behaviour for k,, as n — oo.
Proof. Step 1 : Estimates on the exchange term Q),.
o Qg withk>1 and k+1=n > 3. Recall that

3 /Wd #ﬁ 1
’71)0+mj:1 DOt n )’

[UJ={1,.n}, [I|=k, |J]=17 =

(-

Q1 =
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where R; = Rif j € I and R; = ¢’ if j € J. For the sake of simplicity, we treat

only
1 [t 1 1 k 1 !
: = -— d R ! M
@ 27r/_0o nD0+z‘n( D0+z‘n> (‘p D0+i77>

We have

Tl 0) < +3,/+Oodn// Rl

X

1 1
(E(p1)? +n?)1/4 ]1;[1 ((E(pj) +n? )1/4|R(p]’pj+1)’(E(pj+1)2 +772)1/4> .

1

n—2 1
gl (o ? 0~ 59 g )
1 ~ 1

X Fon 2 P ¢ (Pn—1 — q) COETOLE dpy - - dpn_1

so by (58),

— 25 E(p— q) |R(p,p1))|
B 1/2yy e O
E(p—q)E(p+q) "7|Qy,(p, q)| < i+ / k+1 / E(p+p1) 1/2

k-1
|R p]vp]+l < >
X X
jHl E(p; +pj+1)'/? H +77 )1/4“0( pﬁl)‘(E(ij) + )/

1 1
X "(pn—1 — dor - dp. 1.
(E(Pn—1)2+772)1/4|90(p" L O gy P o
Now if we use the easy generalization of (28),
E(p—q)<E(—p)+E{p —p2)+- -+ Epn-2—pn-1)+ E(pn1—q),

we obtain by a similar argument as before

E+1

272 e dn
k(Cr)*(4mCo)! / —— T
—o0 E(n)"" 2
o k 4nC l*lS C > dT/ kol
+U(Cr)"(4mCo) ™ 56Cs — 7 || QI e
—oo ()2
To obtain this result, we have estimated each term containing a ¢ by using
1 ; 1

IN

(IDol2 + E(m)2) /4% (|Do]? +EMm?2)/| o Ef |l < E( )Ilso ly

and when E(p; — p;j+1) appears in front of a ¢ (pj — pj+1) (i.e. when j > k),
by using
H 1 I 1
(IDof? + E(m)*)V/4" (| Dol? + E(n)?)"/*

Soo
1 1

Se
: H (DoP + B2 ([Do + E()2)1/A

< 172
&6 E(n)Y/24x

11 zs -
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So we have

k+1

[Qkile < 275 |K(CR)*(47Co) K ) 1a +l(CR)k(47TCoo)l_15606Kz+g] [QISIA e

o541 SeC
R Co) Koy mox (1, 550 ) Q511

IN

which implies

n o L SeC
|Quile < (£)27% n(Cr)" (4nCoc)' ). 5 max <1 e ) Q1G] T

e Qo with n > 3. Recall that

Ty .
- d
Qo o J_. "0 in \¥ DO 1

so that
— E(p— oo g
B0 B+ Qon(v.)] < 2D [T g dpax
2n)*F S B

" &' (p— p1)] «
(E(p)2 +n2) VA E(p1)? + 0?4

— 1
1:[ ( Jrn )1/4|90( pj+1)|(E(pj+1)2+772)1/4> X
1 - 1
X Bonr w7 e = gy

We now use (59) to bound for some f1, fo and f3

3 1 .
H <(D02 +n2)1/4fj(|D0|2 +772)1/4) 3/2 3 H ”f]HLG (61)
&2

j=1

to obtain

\@ ~ d?’] 3 n=3 /|n
—”bw<[mE@pHna)@¢®<MCm> o'l

or

|Qonllo < nKn-1v2(SsCs)*(4mCoo)" ' &.
Finally, we can write for instance (recall that C, = 1/(2+/7))

|Qullo < nkCa (CrVIQle + 2Vl ) (62)

where

B S6Cs [ SsCs \*\  =(S6C6)?
Cg = V2max (1’ A7Cs’ <47TCOO> ) = V2 8m3/2
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and since K,/ > K1 when n > 2.

Step 2 : Estimates on the density p,.

o pir; with k > 2 and n > 3. As before we treat for instance the density pj |
of the Q;C,l where the &k R’s are on the left and the [ ¢"’s are on the right. For
some fixed ¢ € ¢’ N L?, we introduce Q¢ := QZJC . We thus estimate

—~ +oo
|Qc(p,p)| < 1+3(z+1) / dn/ / 1/4‘R(p,p1)’

1
“Ee7 ) 1/4H< >1/4'R(p”pf“)’<E<pj+1>2+n2>1/4>X

n—

1 ) 1
X g ((E( i) + 1 )1/4|s0( pj+1)|(E(Pj+1)2+n2)1/4> «
! i 1
X (E(pn)2 + 772)1/4 ’C(pn —p)] (E(p)2 n 772)1/4 dpi - - - dpp.

We now use as before

~ C(pn — D)
B3Pn TP By — py) + E(py —pa) + - + E(pn1 — pn

[q:% )’_E(pn—p)( (p—p1)+ E(p1 —p2) + - + E(pn—1 — pn))

to obtain
Qk/QS(;CG 1 & dn
/ k l
(P15 Q) SnT(CR) (47Cx) %/MW 1QIE 2 |%1¢ e
and so S
Iowdle < n () 5 (Cpva)y (anCo) I s QIS e

e p1,; with [ > 2. We may treat for instance with the same notation as before

e / | G e

1
G H ( S )1/4’([)( pj+1)|(E(pj+1)2+?72)1/4> )
1 C 1
“En)? + )/ [¢(Pn —p)| COETELE dpy - - dpy.

We now use (61) and obtain

21/2(86Cs)* Lo 1 [ dp
S ontncn) = 5 [ | IQloli e

21/2(55C6)* K,
47

[(ph 0, ) <

and so

lovale <n (it) Cr(4mCo)*[QlallP I
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e po,; with I > 5. We want to estimate

—~ +oo
&l < 1+3<n+1> | / | Gl =l

1
( S H < T )1/4|‘P( pj+1)|(E(pj+1)2 +?72)1/4> .
! cl 1
X (E(pn)Q 4 772)1/4 ’C<pn _p)’ (E(p)2 n 772)1/4 dp1 - - - dpy,.

Since there are at least 6 functions, we may use (61) twice and obtain

h2:6)1 <0 aroyis ([ O 1teicle

and so

lpoalle < n

S5C6) . .
e L 11

Now since Kp,—2 < K(;,11)/2 when n > 5, we obtain

lonle < nk s Cp (CrV2IQl0 + 2V 0 ) (63)

S6C CsS6\> [CsSs\°\ S6Cs (CsS6\°
C, = max | 1, , =
47 2/m 2/ A\ 2¢/7
For p4, we notice that pp4 = 0 for the same reason as pp 2, and that Ko >
K5 /5. Therefore we obtain

with

4
loslle < Cp, (CrV2IQlo + 270 le) (64)

o . AK38Cs [ (CoSo *\ _ SeCeka (CoSe\*
P 4y "\ 2yT o 27 )

4.3.4 The third order density p;3

with

Lemma 16. We have

3
lpsle < Cp (CrV2IQl0 + 2V 0 )

and therefore ;
1(Q3, 3)] < 3 [ (Q, )|
with
15Ch1S6(56,4)%(Ce)*

K3 = 30RK3/20Q\/§+ 2ﬁ0937 Cos = 7T(47TCOO)3
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Proof. Notice that thanks to the previous proof, we already have some estimates
on p3g, p2,1 and pio. It remains to study pos. As before and as in [29], we
have to compute pg 3 explicitely by a residuum formula. We thus write

_ €1€2€3€4
£0,3 = E Po,3
61,...,646{:|:}

with an obvious definition.

e Let us treat first par 3. We thus fix some ¢ € ¢'N L? and estimate the term

o~

— M ' _ _
Qeto) = )™ [ oy dpoap, 2B 0)

#'(p1 — p2) A~ (p2) ' (P2 — p3) A~ (p3) ~ -
(E(p) + E(p2))(E(p) + E(p3)) ¢(p3 —p),

by
i [ (NN )
X
@) < 0 [ [ dprdpaan——
¢ (p1 —p2)‘ ¢ (p2 —p3)‘ ‘E( )
-
E(p1)'3E(p2) E(p)
So if we follow the method used above, we obtain
. 3CnS6(S6,4)%(Ce)*
log5~ le < 1 101
T
Now, it is easily seen that p(;;J“Jr, p(I;*Jr, ,O(J{’;J{Jr*, ,057;77, P({??JFJF’ P(I;)TJF*

and pg’ ;)F*Jr can be treated by exactly the same method.

e Let us now treat for instance paL;__. Thanks to the residuum formula, we
have to study

Qe(pp) = (2m)°° / / / dpy dps dpsA* (9) ' (p — pr) A (1) (b1 — p2)A™ (p2)
1
(<E<p> Ep)) (E@n) + Ew)(EGn) + E@a)

~ ~

¢ (p2—p3)A™ (p3)¢(p3—p) X

1
(E(p) + E(p2))(E(p) + E(p3))(E(p1) + E(ps))> '

If we now use the same method as above for each of the two terms of this sum,
we arrive at

. 3C1186(S6.4)2(Co )
I~ e < 220 S lBoa (Go)7)

47 ¢
This is easily generalized to the study of p&§++, p6f§+_, pgg_ﬂ par’3——+ and
Po3 -
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Constant defined in

Cs, Cxo Lemma 3
Cr Equation (34) in Lemma 8
k1(A) Equation (52) in Proposition 10

Sp.q> Sps K | Equation (56)
k2, CQy, Cp, | Lemma 13

Cy Lemma 14
Cq, Cy, C), | Lemma 15
Kn, N >4 Lemma 15
Chpys K3 Lemma 16

Table 1: Constants used in the proof of Theorem 3

Summing now all these terms, we obtain

3C1S6(S6.4)%(Cs)* S = 15C1S6(S6.4)?(Co)* 12

[posle <20 ym 102 Pl
and 5
Islle < Cpy (CrV2IQlo + 2vle le) - (65)
with
S6Cs S6Cs \ > 20C3/(S6.4)%(Cs)?
Cp3 = 3 47 max <K3+1/27 K37 K2 (47TCOO> ) (47_[_000)3
 15C0S6(S6.4)%(Ce)*
T(4nCs)3 '

4.3.5 List of constants

We have used many constants in this proof. A summary which should help the
reader to follow our arguments is provided in Table 1.

Appendix: Derivation of the BDF energy

In this section, we recall some basics about the second-quantization in no-
photon QED and explain how the BDF energy £ is derived from this theory,
as a mean-field approximation. We mainly follow the method of Chaix-Iracane
[9, 11], but with the notation of [54, 4, 30]. See also [29] for more details
concerning the polarization of the vacuum. To simplify the presentation, we
introduce P? := PY and Pﬂ =1- P9

Free particles, Fock space, free vacuum

We first introduce .7-](3) = PEHA and _7-"9) := C'P°H, which are called respec-
tively the free electron and the free positron state subspace. C'is the charge-
conjugation operator defined by Cv¢ = iBas1. We define fio) -rO ¢

43



electrons and m free positrons is then defined by F(m) = ]:in) ®.7:£m) and the
associated Fock space is

and ]:J(r") = Ny fg), Fm = AV FY for n,m > 1. The space of n free

F= é Flnm), (66)

n,m=0

For any f € Hj, the free electron (resp. positron) annihilation and creation
operators ao(f) and aj(f) (resp. bo(f) and bi(f)) are defined as usually [54].
They fulfill the Canonical Anti-commutation Relations

{ao(f),a0(9)} = {ao(f),bo(g)} = {bo(f),bo(g9)} = 0, (67)
{ao(f),a5(9)} = (f, Plg), {b6(f),bo(9)} = (f, Pg), (68)

where (-,-) denotes the usual scalar product of L?(R3,C%).
The free vacuum state Qo, a unit vector spanning F(*0 = C, is uniquely
characterized up to a phase factor by the properties

1Q0[7=1, ao(f)Q2 =0 and bo(f) =0, (69)
for all f € Hp.
The field operator VU(f) is defined on the Fock space F by
(f) = ao(f) + bo(f)-
In terms of U(f), the CAR become, for all (f,g) € H3,

{\Il(f)7\Ij(g)} = {\Ij*(f)7\ll*(g)} =0, {\IJ(f)j\Il*(g)} = <f7g>17

Dressed particles and vacuum

In this description, the free electrons and positrons are defined with respect to
the projector PY, or equivalently the splitting Ha = H® @ ’H9r. We want now
to change this definition and introduce the dressed electrons and positrons. To

this end, we fix a new projector P on Hy, use again the notation P_ := P and
P, :=1— P, and introduce the dressed particle annihilation operators
ap(f) = W(PLf),  bp(f) = U (P_f). (70)

Similar formula can be given for the dressed particle creation operators ap and
bp. These dressed operators satisfy the same CAR as for the free operators (67)
(68). We also introduce the dressed electrons and positrons state subspaces

HY = (1 - P)Hy,  HE = PH,.

Now, the main question is to know if there exists a dressed vacuum Qp in
the Fock space F. This state has to be a solution to the analogue of (69)

HQP”]—‘ = 1, ap(f)Qp =0 and bp(f)Qp =0 (71)

for all f € Hx. The answer is given by the celebrated
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Theorem 4 (Shale-Stinespring Theorem [52]). There exists a dressed vacuum
Qp in the Fock space F satisfying (71) if and only if P— P is a Hilbert-Schmidt
operator. In this case, Qp is unique up to a phase factor.

There are many proofs of this Theorem in the literature, see, e.g., [54, 36, 47]
and the references in [20]. This result explains why we assumed in the previous
section that P — P? € Sa(Ha). Notice that Qp can be expressed as a rotation
of the bare vacuum in the Fock space, Qp = Uy, U being called a Bogoliubov
transformation. An explicit formula for Qp can be found in a lot of papers
[54, 36, 47, 49, 50, 20].

The charge of the dressed vacuum 2p can be easily computed?

(Qp, Q0p) = tr[PY(P — P°)PY] + tx[PY (P — P°)P°] = trpo(P — PY),

justifying our study of Section 2.1. Here Q is the charge operator defined on F
by [54, Formula (10.52)]

Q= Z {aé(fz’)ao(fi) — bo(fi)bo(fi) } Zao fi)ao(fi) — Z bo(fi)bo(fi)

ieZ\{0} i>1 i<—1

where (f;)i>1 is an orthonormal basis of HE)L and (f;)i<—1 is an orthonormal
basis of HY .

Second-quantized Hamiltonian

In the physics literature, the creation and annihilation operators are defined
differently. For instance, instead of aj(f) which creates an electron in the state
PE f, the operator af(x) which creates an electron at x is formally used, where
af(z) = 322, ab(fi) fi(x), (fi)i>1 being an orthonormal basis of HY. The op-
erators ap(z) and bp(z) are defined similarly. We shall now use this formalism
which is also the one of [29]. Formally, the CAR (67, 68) are equivalent to

{ao(x),a0(y)} = {ao(x),bo(y)} = {ag(x), bo(y)} = {bo(x),bo(y)} =0, (72)
{ao(x),ai(y)} = PL(x,y),  {b5(2),bo(y)} = P(z,y). (73)

We now start with writing down the formal unregularized no-photon Hamil-
tonian

o = [dew@D*u@) + 5 [ao [ay* DY) gy

\X—y!

which acts on the Fock space F. As explained for instance in [54], the free vac-
uum may not belong to the domain of this formally defined operator. Therefore,
the expression (74) is renormalized by using a procedure which is called “normal
ordering”, denoted by double dots : — :po. In each product of annihilation and

2Notice that the charge of the dressed vacuum can also be easily obtained by using the
explicit formula of Qp, which immediately shows that it is an integer [54, 37, 50, 49].
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creation operators, the a; and b are moved to the left as if they anticommute
with the ag and by. For instance

P @)U(y) o = ag(@)ao(y) + ap(y)bo(x) + bo(x)ao(y) — bo(y)bo(x)
= V(2)¥(y) - P(z,y). (75)

As a first step we thus regularize Hy, as done in Chaix and Iracane [9,
Sections 3.5 and 4.1], namely we normal order with respect to the free projector
PO,

H = /dx LU (2) DU () 1o + /dx/dy (@) ()W (y) ipo

|X -l

(76)
This kind of regularization, which follows ideas of Dirac [13, 14], is standard
in QED. It corresponds to the subtraction of the energy of the free Dirac sea,
and the interaction energy with the free Dirac sea. A physical justification
is given in [29, Section 3|, on the basis of two guiding principles formulated
by Weisskopf in [56]. The same choice is made in other studies dealing with
vacuum polarization, for instance [9, 11, 36, 37, 49, 50, 20, 1]. However, a better
choice might be possible (see the paper [39] by Lieb and Siedentop, who propose
another translation-invariant reference for normal ordering, in the absence of
external field).

Now we can express H in terms of : — :p for some other P. Using (75) we
obtain the reordering relations
DU (@) U(y) cpo=: U (2)U(y) :p +Q(x,y) (77)
and

() W)V ()W) o = 2 V() V@)Y ()T () P
+2:U(2)¥(x) :p Trea (Q(y,y)) —2: U (2)U(y) :p Qx,y)
+ Trea (Q(,2)) Tres (Q(y, y)) — |Q(x, )

where Q = P — P°. Therefore we can rewrite H with respect to an arbitrary
dressed vacuum P [9, formula (4.3)],

H = / 2) DU (z) 1p do + = // V()P (@) (y )\Ij(y):Pd:z:dy

| - |
] it //
e (DPQ)1 // Trea (Q(x, EE )_T;(|c4 (Qy:y)) // IQ _y| d dy.

(78)

The last line represents the energy of the dressed vacuum P measured with
respect to P, whereas in the second line the vacuum polarization potentials
appear.
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Restriction to Bogoliubov-Dirac-Fock states

We now follow [9] and restrict ourselves to Bogoliubov-Dirac-Fock type states.
In this approximation method, a dressed vacuum P is first chosen such that
P — P% € G3(H). Then a BDF state is simply a Slater determinant made
with n electrons and m positrons defined with respect to the dressed vacuum
P (n,m > 0 are not fixed in this theory). This is a state of F which takes the
form

¢ =ap(fr)---ap(fn) bp(g1) -+ bp(gm) Q2p,

where (f1,..., f») € (HY)™ and (g1, ..., gm) € (HE)™ are such that (f;, f;) = i},
(9i» gj) = 0ij, and Qp is the dressed vacuum in F obtained by Theorem 4. Since
it is easily seen that ¢ = Qpr where

P'=P+y, =Y 1ffil =Y lgigl;
i=1 j=1

we obtain immediately from (78)
(W|H[Y) = (Qp [H|Qp) = E(P' — P°) = E(P — P° + ).

In [9, formula (4.8)], this formula is expanded like in (12) in terms of the vacuum
density matrix Q = P — PY and the density 7 of the dressed particles.
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