MINIMIZERS FOR THE HARTREE-FOCK-BOGOLIUBOV
THEORY OF NEUTRON STARS AND WHITE DWARFS

ENNO LENZMANN AND MATHIEU LEWIN

ABSTRACT. We prove the existence of minimizers for Hartree-Fock-Bogoliubov
(HFB) energy functionals with attractive two-body interactions given by New-
tonian gravity. This class of HFB functionals serves as model problem for self-
gravitating relativistic Fermi systems, which are found in neutron stars and
white dwarfs. Furthermore, we derive some fundamental properties of HFB
minimizers such as a decay estimate for the minimizing density.

A decisive feature of the HFB model in gravitational physics is its failure
of weak lower semicontinuity. This fact essentially complicates the analysis
compared to the well-studied Hartree-Fock theories in atomic physics.
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1. INTRODUCTION

The Hartree-Fock-Bogoliubov (HFB) theory is a widely used tool [37, [[2] for un-
derstanding many-body quantum systems where attractive two-body interactions
are dominant. In particular, HFB energy functionals incorporate the physical phe-
nomenon of “Cooper pairing” which is likely to occur whenever attractive forces
among quantum particles become significant; e.g., in nuclear and gravitational
physics as well as in superconducting materials. Despite the broad range of phys-
ical applications for HFB theory, not much has been known rigorously concerning
the existence of minimizers, let alone a proof of their fundamental properties such
as Cooper pair formation.
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2 E. LENZMANN AND M. LEWIN

As a starting point for rigorous analysis, this paper is devoted to the existence
of minimizers for HFB relativistic energy functionals with an interaction which
behaves at infinity like the (attractive) Newtonian gravity. This specific class of
functionals can be viewed as a model problem for self-gravitating relativistic Fermi
systems which are found, for example, in neutron stars and white dwarfs. Moreover,
speaking from a mathematical point of view, the corresponding variational problem
exhibits the delicate property of criticality, as we will detail below.

The most challenging main feature of the HFB variational problem in gravita-
tional physics is its lack of weak lower semicontinuity (wlsc) due to the attractive
interaction among particles. As a consequence of the absence of wlsc, the existence
proof for minimizers is much more involved than for the well-studied Hartree-Fock
(HF) models arising in atomic physics, where wlsc plays an essential role; see
B0, B6]. Another difficulty in the analysis of HFB models stems from its trans-
lational invariance and the fact that the main variables are two operators related
via a complicated constraint inequality. Finally, a further complication (although
conceptually less important) is the treatment of the pseudo-differential operator
describing the kinetic energy of relativistic fermions.

Following the general rigorous discussion of HFB energy functionals in [2], we
specifically consider the energy functional given by

(L1) &(v,a) =Tr(Ty)+ g//ﬂmm W(z —y)py(x)py(y)dz dy

K K
5[ we-hePedry [[ W ylat)Pdedy,
R3xR3 R3 xR3

which models a system of relativistic fermions subject to the interaction W. We will
assume that W (z) behaves like —1/|z| at infinity, i.e. that far away the attractive
Newtonian force is predominantﬂ. Indeed in most of the paper we will even take
for simplicity

1

||’
In ([CT)), Tr(-) denotes the trace, and the pseudo-differential operator

W(z) =

T=v-A+m2-—m

describes the kinetic energy of a fermion with mass m > 0. The coupling constant
K > 0 parametrizes the strength of the interaction among the particles. Further-
more, the variables v and « are two operators acting on L?(R3; (CQ)E The operator
v is referred to as the one-body density matriz. It is self-adjoint, nonnegative and
has a finite trace fixed to be

(1.2) Tr(y) = A,

for some given A > 0, which is a real parameter and it corresponds to the expected
value of the number of particles in the star. The density p, is the unique L'(R?)
non-negative function that satisfies Tr(yV) = [o5 py(2)V (x) dz for any bounded
function V. As « is trace-class, it has a kernel v(z, y) appearing in the second line
of (), which is a 2 x 2 hermitian matrix for almost every =,y € R3. Finally, the

1See Remark [l for precise assumptions on W.
2More generally, we shall consider L? (]RB;(C‘I) below, where ¢ > 1 denotes the internal spin
degree of freedom. The case ¢ = 2 (corresponding to spin 1/2) is physically the most relevant one.
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operator « is called the pairing density matriz. It is only assumed to be Hilbert-
Schmidt, i. e., we have Tr(a*«) < co. Its kernel is a 2 x 2 matrix which is supposed
to be antisymmetric in the following sense: a(x,y)” = —a(y,z), where T is the
usual transposition of matrices.

To formulate the HFB variational problem for the energy £(v,a), we have to
supplement the side condition [Z) by the following operator inequality relating -y
and «:

00 Y «@ 1o 2(m3. 2 2(m3. 2

. < < ; ; .

(1.3) (O O)\(a* 17)\(0 1) on L*(R?; C*) & L*(R’;C?)

This inequality guarantees that the pair (7, @) is associated to a unique quasi-free
state in Fock space [2]. The corresponding HFB minimization problem then reads

I(\) ==inf {E(y,a) :v* =7, o’ = —a such that () and ([3)}.

For the physical interpretation and some background from many-body quantum
mechanics, we refer the reader to [2, B].

Our first main result is formulated in Theorem [0 below, which shows that

‘I()\) is attained for 0 < A < AHFB(k) and x < 1/7. ‘

More precisely, we prove that all minimizing sequences (with such A and k) are
relatively compact, up to translations, in an appropriate topology for the pair of
operators (y,a). In physical terms, the finite number AHFB(x) can be interpreted
as the Chandrasekhar limiting mass for the HFB model considered here. That is,
a self-gravitating relativistic Fermi system with supercritical particle number,

A > AFB (),

can undergo “variational collapse” in the sense that £(v, «) fails to be bounded
below and hence minimizers cannot exist in this case. Regarding the relation the
functional (v, ) to semi-classical models of stars, we remark that a useful estimate
for A\HFB (k) is provided by the asymptotic estimate (when the interaction is purely
gravitational):
3/2
MFB (1) ~ (2;—63’@) / as k— 0.

Here 7. = O(1) is a numerical constant that can be calculated from the classical
Thomas-Fermi-type theory for neutron stars and white dwarfs, which was initiated
by S. Chandrasekhar in his seminal work [8]; see also [31, B2).

Apart from the existence of minimizers, we also establish some of their fundamen-
tal properties. In particular, we derive a certain decay estimate for the minimizing
density p(z), which turns out to be essential when proving the existence of mini-
mizers, as we will detail below. Here, we just point out that the fact that a decay
estimate for p, cannot be simply obtained by using the self-consistent equation for
HFB minimizers, since the minimizing one-particle matrix ~ is not known to have
a finite rank. In fact, by using results from [Il [[4], we shall see below that any
minimizer (v, «) in the spin-1/2 case exhibits an infinite rank, provided we assume
a # 0 holds. To deal with this difficulty arising from infinite-rank properties of
HFB minimizers, we devise some variational arguments combined with spherical
averaging to prove an estimate for the fall-off behavior of the minimizing density

P ().
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Concerning further fundamental properties of minimizers for £(v, o), we remark
that it is an important open question to show that minimizers actually exhibit
non-vanishing pairing o # 0, at least for a coupling constant x which is not too
small (relatively to A2/ ). On heuristic grounds, one expect such a phenome-
non of “Cooper pair formation” to be energetically favorable due to the attractive
interaction among particles. However, it seems to be a formidable task to find
mathematical proof for this claim.

Let us briefly comment on our existence proof. The relative compactness of
minimizing sequences (and, in particular, the existence of minimizers) is the con-
sequence of the validity of the binding inequality:

(1.4) IN) <IN)+I(A=2X), forall X € (0,)),

which is also referred to as strict sub-additvity condition. In fact, binding inequali-
ties like (L)) appear naturally in the analysis of compactness properties of minimiz-
ing sequences; for instance, when using the “concentration-compactness principle”
as done in [34, B5]. Moreover, binding inequalities also turn out to be useful for
linear models, in which the bottom of the essential spectrum has the form of the
minimum on the right side in ([[l), as expressed by the celebrated HVZ Theorem;
see |23 A3, B4 T3, 40, B9]. The interpretation of () is that it is not favorable for
a minimizing sequence to have a mass A — A’ escaping to infinity, while the mass \’
stays in a bounded set (up to translations).

However, there is a notable difficulty if one tries to prove (L) for the HFB model
studied in this paper. To see this, we recall that in the usual N-body Schrodinger
setting, the binding inequalities are quantized, i.e., they are of the form

ISch(N) < ISch(N - N/) + ISC},(NI), forall N'=1...N — 1.

This quantization just reflects the fact that we can restrict ourselves to states with
a definite particle number and use adapted geometrical methods [I3 B0, B9]. In
particular, an important feature of quantized binding inequalities is that they can be
proved by induction; see, e. g., [[5]. In HFB theory, by contrast, it is not expected
that ground states will have a definite particle number. Therefore, the binding
inequality () cannot be simply established by induction in this model.

To overcome this difficulty and eventually prove the binding inequality () for
the HFB model considered here, we use a different method in the spirit of a tech-
nique introduced by P.-L. Lions in [36]. More precisely, we assume the existence of
a non-relatively compact minimizing sequence with particle number A < AHFB(x),
and we describe its behavior in detail. In particular, we show its splitting into
several pieces receding from each other, where at least two parts are relatively com-
pact and carry strictly positive particle numbers ' > 0 and A? > 0, respectively.
Furthermore, we conclude that the infima I(\?) with i = 1,2 must be attained, and
we find that the ground state energy decomposes as

IN) =IOY) + IO + 10— A= )2).

On the other hand, by deriving a suitable decay estimate for any minimizer of I(\?),
we can deduce the strict inequality

IO < IOAY) +T(O%) +1() =M= )\?),
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in contradiction to the previous equality. Thus the main assumption (failure of
relative compactness of all minimizing sequences) cannot hold. This rationale es-
tablishes a posteriori the binding inequality (L) for the HFB model.

Although the aforementioned behavior of minimizing sequences appears phys-
ically quite clear, implementing the above argument mathematically is far from
being an easy task. One difficulty stems from the fact that the main variable
is a pair of two operators satisfying the complicated constraint (), whereas in
usual nonlinear PDE problems, the variable is often a single scalar or vector-valued
function. In order to deal with this issue, we use some ideas of previous works
IR, 19, [[4]. Also, we point out that the pairing term « cannot be handled by
obvious means: In contrast to the trace-class operator v, the operator a is a prior:
only Hilbert-Schmidt. Moreover, loosely speaking, the direct and exchange term
are both “subcritical” in the sense that they may be controlled by the L'?/5-norm
of \/ﬁv e H'/? (R?). By contrast, the pairing energy depending on « is “critical”
because it can only be controlled by the kinetic energy of ~ itself. A particular
illustration of this difficulty is that even ruling out the vanishing of a minimizing
sequence is quite delicate.

Organization of the Paper. The outline of this paper is as follows. Section [ is
straightforward and sets the stage for the variational calculus related to the HFB
energy (v, ) — E(v,a). Our main results are then formulated in Section Bl After
collecting some preliminary facts in Section B, the proofs of the main theorems are
presented in Sections BHY below. The appendix contains various technical results
and proofs.

Notation. We employ standard notation for L? and Sobolev spaces. For an integer
q > 1, we define the inner product (f,g) = [ps >oi; f(2)gi() dx for functions f
and g in L?(R3;C?). If M is a g x ¢ matrix, we use the notation |M|? = Tr(M*M).
In the whole paper we employ the physicists’ notation |¢)(p| for the operator
f = (o, ). Furthermore, we shall use &,, with 1 < p < oo, to denote the
Schatten class of operators A acting on L?(R%;C?) and having a finite p-trace, and

we endow it the norm [A]g = Tr(|AJP)/P < oo; see []. The space G4, denotes

the space of compact operators on L?(R3;CY), equipped with the operator norm
|- 1] Below we shall also introduce a “Sobolev-type” Schatten space X C &1 x &4
in the study of the HFB energy functional £.

For later convenience, we introduce two smooth cutoff functions xr and (i that
are defined as follows. Let 0 < x < 1 be a fixed smooth function on R? such that
x = 1for |z| < 1and x =0 for |z| > 2. For any R > 0, we then define the functions

(1.5) Xr(r) = x(z/R) and (g(z)=+/1- xr(7)%

Throughout this paper, we use the cutoff functions xr and (g freely. Furthermore,
we denote by 7, : L?(R3;C%) — L?(R3;CY) the unitary operator that is defined by

(1.6) (ryf) = f(- =),

for given y € R3. We will also use the notation U(y,a)U* := (UyU*,UaU*) for
any unitary operator U acting on L?(R?;C9); e.g., for the translation operator
U=m,.

For the physically inclined reader, we remark that we work in units such that
Planck’s constant & and the speed of light ¢ satisfy h = ¢ = 1.
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2. Basic PROPERTIES OF HFB ENERGY

To prepare the statement of our main results, we first provide the adequate
setting for the Hartree-Fock-Bogoliubov (HFB) variational problem, and we collect
some basic properties needed for the rest of this paper.

2.1. HFB States With Finite Kinetic Energy. To set up the variational calcu-
lus, we define a class of HFB states having finite pseudo-relativistic kinetic energy.
Therefore we introduce the following (real) Banach space of density matrices

21)  X={(10)€61x6z : v =7, a’ = —a, |(y,0)[lx < oo},
equipped with the norm
22)  l(na)lla = [[(1=A) V41 = A) 4o, + (1= A)al|g, .

We remind the reader that &, and G5 denote the space of trace-class and Hilbert-
Schmidt operators on L?(R3; CY), respectively. The universally fixed integer ¢ > 1
takes into account the internal spin degrees of freedom of the model. In what
follows, we shall omit the dependence on ¢ whenever it is of no importance.
Furthermore, we define the following subsets of density matrices in X':

ey x={owers (5 o)< (%)< (s )}

and, for A > 0 given, we set

e ={eaer (§ )< (2 %)< (5 ) m=af.

Here 7 is defined by complex conjugation of the kernel y(z,y). Note that both
K and Ky are closed and convex sets in X, and that we have 0 < v < 1 for all
(7,a) € K. In the following, we shall use the notation:

(2.5) Te(T9) = Tr (=4 +m?)Ay(—A + m?) /) — mT(y),

for T = vV—A+m?2 —m. Also, we sometimes allow the case of vanishing mass
m = 0. But we remind the reader that strict positivity of m > 0 is an essential
assumption in all the main theorems stated below.

As a first simple fact, we obtain the following Sobolev estimate for the square
root of the density function p,.

Lemma 2.1. For any (v,a) € K, the density function p~ satisfies
<\/ﬁ77 vV-=A ‘/ﬁv> < Tr(V—A~).

Moreover, the map (7, @) — \/ﬁv is continuous from K to LP(R3) for all 1 < p < 3.
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Proof of Lemma[Zdl. Writing v =", An|en){(@n| with 0 < A, <1, we find
(2.6) Tr(V=A9) =Y Alen, V=2 0p,).

Furthermore, we recall that, for any ¢, € H'/2(R3),

(2.7) (VIeP + PR, V=2AV]ol +[¥]?) < (o, V=D ¢) + (¥, V=A1).

This follows from [29, Theorem 7.13] and (|¢|, v—A|p]) < (¢, vV—Ap). These two
estimates are easily seen to imply the inequality in Lemma BZJl The rest simply
follows from Sobolev’s embedding. O

2.2. Boundedness From Below of HFB Energy. We define the (purely gravi-
tational) HFB energy as

K o\xr
28) E(a) == Tr(T2) = ED(pp) + 5Ex) - 5 [ 120t lo@ )Py, 4,
R3xR3 [T — y|

where we now use the shorthand notations

which we refer to as the direct term and exchange term, respectively. The last term
on the right side of &) is called the pairing term.

For (v,a) € K, we deduce from Lemma Bl and the Hardy-Littlewood-Sobolev
inequality that

(2.10) D(py, py) < CH\/ﬁ»ijém/s < 0.

Thus the direct term D(p., p4) is well-defined. Next, we recall the pointwise esti-
mate

(2.11) (@) < py(@)py (), for ace. (w,y) € R® x B,

which is obtained by writing the spectral decomposition of v and using the Cauchy-
Schwarz inequality for sequences. This yields

(2.12) // (=, 9)l dac dy < D(py, py) < 00
R3 xR3

x — vyl

showing that the exchange term is also a well-defined quantity when (v, a) € K.
To deal with the pairing term in £(v, «), we recall the Hardy-Kato inequality

™
2.13 — < ZV-A,

(2.13) ERE

see [24, 22). Applying @I3) in the variable x with y fixed, we obtain

(2.14) //]R3><]R3 |x— d dy <3 Tr(V-Aaa®) < oo,

for any (v, ) € K. Next, we introduce the 2 x 2-matrix

_ (7 o
o= (& 1%5)
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which defines an operator acting on L?(R3;CY) & L?(R3;CY). Following the con-
vention in [2], we refer to any such I" satisfying the constraint (C3) as an admis-
sible 1-particle density matriz (1-pdm). In particular, we immediately obtain from
0 < T <1 that I'? <T, and this leads to the operator inequality

(2.15) v 4+ o < 7,

as already observed in [2]. This fact combined with I yields

(2.16) // [l y @, )f 4 4, < (V=AY
R3 xR3 Tr — 2

Hence the pairing term is controlled by the kinetic energy.

Remark 1. Because of @), we will often assume that 0 < k < 4/ in the
following. In fact, we shall further introduce the stronger condition k < 1/ below.
However, with regard to its physical application to stars, such a smallness condition
for k is harmless, since we have kK = Gm? ~ 10738, when G is Newton’s gravita-
tional constant and m the neutron mass. Moreover, it is also natural to consider
the HFB model in the limiting regime when k < 1 with k\2/® being fized (i. e., the
semi-classical regime for relativistic fermions).

Remark 2. The arguments presented above can be easily adapted to prove that
€ : K — R is continuous with respect to the norm || - || x.

All this proves that the HFB energy functional (v,a) — &(v,a) with mass
parameter m and coupling constant x is a well-defined functional on . Hence it
makes sense to consider the following minimization problem

(2.17) I\) =inf {€(7,a) : (v,0) € Kx}

with A > 0 given. Note we have I(0) = 0 with unique minimizer (y, &) = (0,0).

Before stating our main results on the variational problem (ZI7), we need to
define the largest possible number A of particles of the system for which the energy
is bounded below. We have the following statement.

Proposition 2.1. (Chandrasekhar Limit). Let m > 0 and 0 < k < 4/7 be
given. Then there exists a unique number \UFB (k) > 0, which is independent of m,
such that the following holds.

(i) For 0 < A < AHFB(k), we have I()\) > —cc.

(i) For A > A¥B(k) we have I(\) = —oc.
Furthermore, the function N\P¥B (k) is nonincreasing and continuous with respect
to k. It satisfies the asymptotic estimate

\3/2
(2.18) AHFB(H)N(E) Y2 as k-0,
K

for some universal constant 7, ~ 2.677.

The proof of Proposition 1] is given in Appendix [Bl below. The constant 7
was already defined in [32], where it appears from a Thomas-Fermi-type energy
obtained in the semi-classical limit £ — 0 with kKA?/3 = O(1).

Remark 3. It will be a consequence of our proof that I(A\) = —oo for all A > 0
and all m > 0 when k > 4/7; see Remark [I7 below. Saying differently, we have
ANIFB(15) = 0 when k > 4/7.
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Remark 4. One simplified model consists in restricting the variational set to HFB
states without pairing, i. e., states of the form (v,0) with 0 < v < 1 and Tr(y) = A.
A further simplification consists in restricting the energy to projectors only, i.e.,
v2 = v, when A\ = N is an integer (this is the usual Hartree-Fock model). The
so-obtained functionals satisfy similar properties as E(v,a) on the corresponding
variational sets, except that the assumption k < 4/7 can be removed.

Remark 5. It can be easily seen from our proof provided in Appendiz[B, that for
every 0 < 7 < 7

I(\
lim 7() =1
m<\27aoir Icn (A R)

where Icy(\, k) is the Chandrasekhar ground state energy as defined in |31}, B32].

3. MAIN RESULTS

In this section, we state our main results for the HFB variational problem defined
in (&TID). First, we establish the existence of minimizers in Theorem [[I Essential
properties of minimizers will then be formulated in Theorem B for the general case,
and in Theorem Bl for the physically relevant ¢ = 2 case. Furthermore, we study
the simplified Hartree-Fock model and derive an existence result of minimizers; see
Theorem H below. Finally, we briefly discuss the time-dependent HFB theory.

3.1. Existence of Minimizers in HFB Theory. We first formulate the existence
result of minimizers with particle numbers below the critical threshold. Since the
functional £ is translation invariant, we have to take into account the unitary action
7, on L?(R3) given by the group of translations in R?; see Equation ([CH) above for
the definition of 7. The precise existence result now reads as follows.

Theorem 1. (Existence of Minimizers). Fiz the integer ¢ > 1 describing the
internal spin degrees of freedom. Furthermore, suppose that m > 0 and 0 < Kk <
1/7. Then, for all 0 < X\ < NHFB(k), the following properties hold.
(1) Every minimizing sequence {(Yn, an)}nen for I(X) is relatively compact in
X up to translations. That is, there is a sequence {yn}nen C R3 such that,
after passing to a suitable subsequence, we have

T (Yns Q) Ty, — (7, @) strongly in X as n — oo,

where (v,a) € Ky is a minimizer for I(X). In particular, there exists a
minimizer (7, a) for I(X).
(i4) The following binding inequality holds for all 0 < X < A:

IN) <IZ=X)+1I(\),
Let us make some remarks.

Remark 6. As can be checked from our proof, Theorem O also holds true when
the purely gravitational interaction —1/|x — y| is replaced by a general potential
Wz —y) satisfying the following assumptions

1
m for all z € R?, and W(z) < —ﬁ for |z| = Ro.

Of course the largest particle number \'FB (k) has to be defined accordingly.

(3.1)  |[W(z| <
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Remark 7. In fact, Properties (i) and (ii) are found to be equivalent, as it is
well-known in the general framework of concentration-compactness method [34] for
variational problems with translation invariance.

Remark 8. Note that we impose k < 1/ instead of the more “natural” condition
K < 4/7rﬂ Fortunately, our restriction on k is practically of no effect, since as
we have already mentioned k = Gm? ~ 10738 if the particles have the mass of a
proton. Nevertheless, it is an interesting open mathematically question to extend
the existence result up to the optimal threshold k < 4 /7.

Remark 9. Remark that we could not prove the existence of minimizers for A =
NIFB (), for which the energy is nevertheless bounded from below. The reason
is that there seems to be a lack of coercivity in this case (see Lemma |- below).
Furthermore, if m > 0 holds, we do no expect minimizers to exist with critical mass
A = MIFB(g). See also [B2] for a related nonexistence result for a scalar Hartree
equation describing boson stars.

Remark 10. It is essential to assume that m > 0 holds, which is also the phys-
ically relevant scenario. In the case of vanishing mass m = 0, a further loss of
compactness (besides the one induced by translation invariance) arises from scal-
ing. Therefore minimizers are expected to exist when m = 0 for the specific choice
A = MIFB(g) only, and not for a whole range as above.

3.2. Properties of HFB Minimizers.

3.2.1. Nonlinear Equation and Decay Estimate. Let us now describe some proper-
ties of HFB minimizers (7, &) obtained in Theorem [l As before, we denote

(:2) r=( %)

and we introduce the following HFB mean-field operator

H, 7HM
._ o
(33) FF = 7na*(z,y) 7H_y
lz—yl ¥
acting on L2(R3;C?) @ L2(R3;C?). Here
1
(3.4) H, =T — r(p, * W)(x) T Hrm(liz;)l

is the usual mean-field operator of Hartree-Fock theory [30l B6, [2]. Moreover, it
turns to be convenient to define

(3.5) N= (é 01>.

Note that I' commutes with N if and only if @ = 0, i.e., if and only if the corre-
sponding quasi-free state in the Fock space also commutes with the number operator
N see, e.g., [2] for the Fock space formalism in HFB theory.

We can now state some fundamental properties of the minimizers for the HFB
model considered in this paper.

"We only use the condition k < 1/7 in our proof of Theorem B stated below. This result is
itself used in the proof of Theorem [



MINIMIZERS FOR HFB THEORY OF NEUTRON STARS 11

Theorem 2. (Properties of Minimizers). Let ¢ > 1 be given and suppose
m>0and 0 < k < 1/m. Assume that (7y,a) € Ky is a minimizer for I(X\) for some
A > 0. Then there exists a negative real number p < 0 such that T' = T'(~y, ) solves
the following nonlinear equation

(3.6) [' = X(~00,0) (FT — pN) + D,

where D s a finite rank operator of the same matriz form as I' and satisfies
ran(D) C ker(Fr — uN).

Moreover, the following decay estimate for the density function holds: for all
R > 0 sufficiently large, we have

C
r)dr < =,
/m}va( ) R?

where C' > 0 is some constant independent of R.

Remark 11. Again the same result holds true when the purely attractive Newtonian
interaction is replaced by a potential W satisfying Assumptions B1I).

Remark 12. It is an interesting open question whether the HFB-minimizers (v, ) €
K (or less ambitiously) the density p are unique for given Tr(y) = A, modulo sym-
metries of the HFB energy functional.

The decay estimate for p, (x) and a slightly refined version (see LemmaB2 below)
will play an important role in the proof of Theorem [l Let us note that if v were
a finite-rank operator, the self-consistent equation (written in the same form as in
[26]) would show immediately that the associated density is indeed exponentially
decaying. However, we believe that - is in general not a finite-rank operator for
any q > 1. We shall justify this claim for the physically relevant case ¢ = 2 below,
provided we assume that o # 0 holds.

3.2.2. The spin-1/2 case (¢ = 2). Let us now consider the specific case when the
number of internal spin degrees of freedom is ¢ = 2, which corresponds to the
physically relevant case of spin-1/2 fermions such as neutrons. In this case, it is
shown by Bach-Frohlich-Jonsson in [1], based on a concavity result in Lieb [2§],
that the following equality holds:

‘ I(X\) = J()) for ¢ = 2 spin degrees of freedom. ‘

Here
(3.7) JQA) =inf {27 () : 7€ B(L*R%C)), r=71"=7, Tr(r) = \/2},

and the reduced (no-spin) energy is defined as

(88) F(r) :=Te(T7) — kD(py. pr)

dx dy.

g5 [[ ‘ (1|z )y(| .

Furthermore, all the minimizers for £(v, «) and F(7), respectively, satisfy

(3.9) 7:T®((1) ‘1)) and o=+ 7(1_7)®(01 (1))



12 E. LENZMANN AND M. LEWIN

We note that F(7) has a form similar to the Miiller functional which was studied
n [[4]. Indeed, a straightforward adaptation of an argument given in [I4] combined
with () leads to the following statement (its proof is outlined in Section H).

Theorem 3. (Infinite Rank of Minimizers if « # 0). Assume that (v, ) is
a minimizers for I(\) with 0 < K < 4/m and X > 0. Then, if a # 0 holds, the
operators vy and « both have infinite rank.

Remark 13. Since it is expected that oo # 0 holds in general, this result justifies
the variational arguments developed below to prove a decay estimate for p.,.

3.3. Minimizers for Simplified HF Model. As we have mentioned above, a
rough approximation consists in neglecting the pairing term, i.e., by restricting to
density matrices having & = 0. A result similar to Theorem [0 holds true for an
adequately defined critical mass A*=° (k) and without the assumption that x < 4/7.
Minimizers then satisfy the following equation v = X(_oo,u)(Hy) + 0. The proof is
indeed much simpler, as can be seen from the proof of Theorem [

In the Hartree-Fock (HF) model, one restricts the search of a minimum to the
variational set to density matrices v that are projectors of rank N, i.e. v =
SN li) (pi], with some L2-orthonormal functions {¢;}Y . For any integer N > 1,
it is convenient to define the set

(3.10) Py ={(1,0) € : v* =1},
and accordingly the HF minimization is given by
(3.11) IMF(N) :=inf {€(7,0) : (v,0) € Pn}.

In analogy to the HFB model discussed above, we denote by NHF (k) the largest
integer for which I'™F(N) > —oo holds. We now have the following result about
the HF' minimization problem.

Theorem 4. (Existence of Minimizers for HF-Model). Letm > 0 and x > 0.
First, there is no minimizer for I"F (1). Then for every integer N such that
1< N < N9¥(g),

the following holds.
(i) Bvery minimizing sequence {(vn,0)}nen for I'F(N) is relatively compact in X
up to translations. In particular, there is a minimizer (v,0) € Py for IF(N).
(i) The following binding inequality holds:

I'"Y(NY < TTF(N — k) 4+ T (),
for all integers 1 <k < N —1.
(i41) Any minimizer (,0) € Py for I'F(N) can be written as y = 2521 lon){eonl,
where the functions ¢, € HY?(R3) satisfy
(3.12) Hypn = Anipn,
with A\ < -+ < Ay < 0 being N negative eigenvalues of the the mean-field operator

H, defined in BZ).

Since the HF model introduced above is an N-body theory, one can prove, by
using the geometrical methods of [T3), B, B9], that every minimizing sequence is
compact (up to translation) if and only if the quantized binding inequality in (i%)
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holds true. This was done for the first time by Friesecke in [I5] in the context
of the usual atomic Hartree-Fock and MCSCF theories. The proof of Theorem H
relies on Friesecke’s method, together with some ideas of the proof of Theorem [l
In some sense it is much easier than for Theorem [I, since it is possible to prove
the quantized binding inequalities by induction on N. We briefly explain this in
Section { below.

3.4. Time-Dependent Theory. We now make a brief digression into the related
time-dependent HFB theory. As it is well-known from nonlinear Schrédinger equa-
tions, a detailed understanding of the variational calculus for the time-independent
theory turns out to be of great use when addressing dynamical questions; e. g., the
stability of solitary waves and blowup analysis. Here, however, we shall mostly limit
ourselves to the dynamical (orbital) stability of solutions generated by minimizers
(which essentially follows from Theorem [l as a by-product). As a concluding out-
look, we briefly comment on the finite-time blowup for the time-dependent HFB
equations, corresponding to the onset of the dynamical collapse of a neutron star.
For the reader’s orientation, we recall that the time-dependent HFB equations
generated by the functional £(7, @) can be written in commutator form as

(3.13) io,T = [Fp,T7.

Here and as usual, I' = I'(v, a) denotes the admissible 1-pdm defined in [BZ) and
Fr is the HFB mean-field operator introduced in B3). Clearly, the equation EI3)
is a nonlinear evolution equation. With regard to the wellposedness of its initial-

value problem, we note that a straightforward adaptation of [7, |6, B [T7, 20, 25]
yields the following results.

Local Wellposedness. For each initial datum (o, ag) € K and T > 0 sufficiently
small, there exists a unique solution (7, a) € C°([0,7); X) solving ([BI3) such that
I'(0) = I' (90, ). Moreover, we have conservation of energy and expected number
of particles, i.e.,

Vo<t < T, E((@),at)) =E(,a0) and Tr(y(t)) = Tr(yo).

Global Wellposedness. If the initial datum (9, ) € K satisfies the smallness
condition Tr(vyp) < A'FB(k), then we have the a priori bound

sup [[(v(t), a(t)x < C
o<t<T

and the solution I'(t) = T'(y(¢), a(t)) extends to all times 0 < t < co.

Next, we consider the behavior of minimizers for the HFB energy £(v, ) with
respect to the evolution equation ([BI3)). To this end, let us assume that the initial
condition (7o, ) is a minimizer for I(A) as given by TheoremBPl With this choice of
initial conditions and using equation BH) above, an elementary calculation shows
that the corresponding solution I'(t) = T'(v(t), a(t)) of BI3) is given by

3.14 )= and at)=e Mg,
( Y(t) = ,
or equivalently in a 2 X 2 matrix form

(3.15) [(t) = e NI girNE

with o < 0 taken from Theorem Pl and N defined in &3)). Hence HFB minimizers
give rise to stationary solutions of [BIJ), as one naturally expects. Moreover, by
adapting a well-known general argument in [5], the relative compactness result of
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Theorem [l and the conservation laws imply orbital stability of minimizers. The
precise statement can be formulated as follows. Let us define the set of minimizers

My ={(v.a) € Kx:E(v,a) = IV},

and introduce the distance function on IC

dist g, (Y0,0) = inf [[(70, @0) = (v, )| x-
(7,0) EM

Theorem 5. (Stability of Minimizers under HFB Time Evolution). Un-
der the assumptions of Theorem [, the set of minimizers My for I(\) with 0 <
A < AHFB() s orbitally stable in the following sense: for every e > 0, there is
d > 0 such that if the initial condition satisfies distaq, (0, 0) < 0, then the corre-
sponding solution T'(t) = (y(t), a(t)) of (ZI3) exists for all timest > 0 and obeys
sup; o dist g, (7(1), a(t)) <e.

Finally, we briefly comment on finite-time blowup for the time-dependent HFB
equation. Indeed, recent work by Hainzl and Schlein [21] (which extends previous
results in [I7, [[6]) addresses blowup for the Hartree-Fock (HF) approximation.
Since, in particular, the HFB time evolution (B3] preserves HF states, we can
immediately infer from [21} [[]] the following result.

Finite-Time Blowup for HF States. Let the initial datum (vy9,0) € Pn be a
Hartree-Fock state; see (BI0). Furthermore, assume that 7o € C§°(R? x R3) and
that we have radially symmetry in the sense that vo(x,y) = ~o(Rz, Ry) for all
R € SO(3). Then, the energy condition

E(Y0,0) < —mN

implies that the corresponding solution I'(t) = I'(v(¢), 0) of (BXI3)) blows up in finite
time, i.e., we have

i, Tr(vV=Avy(t)) = +oo,

for some 0 < T < co. Furthermore, the solution exhibits minimal mass concentra-
tion at the origin in the sense that, for every R > 0,

lim inf dz > N (k),
t/T /|93|<Rp7(t) ( )

where NHF (k) > 0 is the same constant as in Theorem Bl above.

Remark 14. In order for £(v0,0) < —mN to hold, we must have large initial data
in the sense that Tr(yo) = N > NU¥ (k) holds (which implies that I"F(N) = —o0
for such large N ); cf. Section [T for the definition of N'IF.

Remark 15. It is of considerable interest to extend the above blowup result to
HFB states with non-vanishing pairing « # 0; or, even more ambitious, to relax
the radiality assumptions on the initial data.

Remark 16. The variational calculus for E(vy, «) developed in this paper provides
the right tools to study mass concentration for non-radial blowup solutions. Since,
however, the existence of non-radial blowup solutions (even when restricting to HF
states) is an open question, we have refrained from purswing this question in more
detail here.
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4. PRELIMINARIES

In this section we collect some preliminary results that are needed to set up the
variational calculus for the proof of the main theorems.

4.1. Weak-+ Topology on X. Recall that we assume that ¢ > 1 (describing the
spin degrees of freedom) is a fixed integer and that &, with 1 < p < oo denote
the Schatten spaces of bounded operator acting on L?(R3;C?). It is well-known
that &,, are reflexive when 1 < p < oo, the dual being &, where p1 —i—p’_1 = 1.
Furthermore, it is a classical fact that &1 is the dual of the space of compact
operators S..; see [AI]. This induces naturally a weak-+ topology on X for which
the unit ball is compact, by the Banach-Alaoglu theorem. More precisely, we say
that (v, an) = (7, @) weakly-* in X if

(A1) Te((1 = A) iy (1= A)VEK) = Te((1 = A)y(1 = 4)2K),

(4.2) Tr((1 - A)YV*a,Ky) — Tr((1 - A)Y*aKy),

for all K € 6 and all Ks € G5. Note that the convex set of fermionic density
matrices L C X is both closed in the strong topology of X and in the weak-*
topology. However, the set ICy is not closed in the weak-* topology. That is,
we can have (v, an) — (v,a) weakly-x in X with ~, € Ky such that Tr(y) <
lim inf Tr(7y,,). Put differently, the continuous linear functional (v, «) — Tr(y) on
X is not weakly-* continuous.

Throughout this paper, we shall make use of the following important fact that
helps conclude strong convergence a posteriori: Suppose (Yn, an) — (7, @) weakly-x
in X and moreover assume that

(4.3) Tr((1 — A)Y4, (1 — A)Y4) — Tr((1 — AV (1 — A/,
and
(4.4) Tr((1— A4 ak o, (1 — A)Y4) — Tr((1 — A)Y4a a(l — A)V4).

Then we have (7, a,) — (7, a) strongly in X. This follows from E1, Thm A.6].

4.2. Some Basic Properties of HFB Energy. We have already seen that the
energy &£ is well-defined on K. Next, we collect some basic facts.

Lemma 4.1. (Basic Properties of I(\)). Let m >0 and 0 < k < 4/m. Then

the following holds.

(i) For all 0 < A < M¥B(k), we have —o0o < I(\) < 0 and, for all 0 < X < A,
I <IN =XN)+I(\).

Moreover, if equality holds for some X\ and X', then there exists a minimizing se-

quence for I(X) that is not relatively compact in X up to translations.

(i) The function A +— I(\) is continuous and decreasing.

(#i7) The functional £ is not weakly-+ lower semicontinuous on Ky.

Proof. The proof of the subadditivity inequality in Part (i) follows from classical

arguments: we take two states (y,a) € Ky_x and (7/,a’) € Ky that are almost
minimizers of I(A — A') and I()\), respectively. By a density argument, we can
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assume that (v, «) and (7', @’) are both finite-rank operators with compact support.
Next, we define the sequence of states

(4.5) (s @n) = (v, ) + T (Vs & )Tne,  withn=1,2,3,...

where e € R3 is some fixed unit vector and 7, f = f(- — ne). Note that (7, ) and
7 (7, 7" )Tne commute for n large enough, and we easily verify that (3, ay,) € Kx
when n is sufficiently large. By taking the limit n — oo, it is straightforward to
conclude the subadditivity inequality. If moreover equality holds for some X', then
(Yn, &) furnishes a minimizing sequence that fails to be relatively compact in X
up to translations.

To see that I(A) < 0 holds, we choose a fixed state (y,0) € Ky with v smooth
and finite-rank and such that D(p,, p,) — Ex(y) > 0 holds. (The later condition is
indeed equivalent to saying that rank () > 2.) Next, we consider the energy of the
rescaled state s := UsyU; where (Usf)(x) = 673/ f(2/5). Note that (ys,0) € Ky
for all 6 > 0, as one easily verifies. Using now the operator inequality T < fﬁA,
we deduce that

1

1 K
< — _ _ _
E(15,0) < 55 Tr(= 5.~ A7) = 5<(Dlpy: p7) — Ex(7)) <0,

provided that § > 0 is chosen sufficiently large. This establishes Part (7).

To show Part (i7), we note that the strict monotonicity of I(-) is an obvious
consequence of the subadditivity inequality and the strict negativity of I(-). The
continuity of I(-) follows readily from using trial states. This proves Part (7).

To prove Part (iii), we fix some 0 < A! < X and consider a state (y!,0) €
KCx1 with compact support (meaning that its density p,1 has a compact support).
Furthermore, let (72,0) € Ky_1 be with compact support and such that £(v2,0) <
0, which is possible because of I,(A — Al) < 0. Define then v, := ! + 7,727,
with 7,. as above. For n large enough, the terms in ~,, have disjoint supports and
we obtain that (vy,,0) € . Next, a computation shows that

lim 8('77170) = 5(7150) + 5(7270) < 5(7170)'

Since v, — ! weakly-+ in X, this strict inequality shows that £(v, ) is not weakly-
* lower semicontinuous on X. O

Lemma 4.2. (Coercivity of £). Let m > 0 and 0 < K < 4/7m. For 0 < A <
NIEB (o) the energy & is coercive on Ky, i. e., we have

E(v,a) m oo as (v, a@)]x — oo

In particular, all minimizing sequences for € on Ky with 0 < A < AHFB(k) are
bounded in || - || x-norm.

Proof. For any (v,a) € Ky and 1 > € > 0, we have
(4.6) E(v,a) Z €Tr(Ty) + (1 — €)1 y(1—6)(N),

where I,;/(1_¢)()) is the ground state energy of £ on K\ with x replaced by /(1 —¢).
By continuity of AH¥B (k) and since 0 < A < AHFB(k), we can choose € > 0 small
such that A < A#FB(£-) and hence I,,;1_¢)(A) > —oo. Using that a*a < v (see
ZI3)) and the strict positivity of m > 0, we see that ||(y, a)||x — oo implies that
Tr(T~) — oo. This fact, by @), implies that £(vy, @) — oo as well. O
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4.3. Study of an Auxillary Functional. The HFB energy contains two non-
convex terms: the direct and pairing term. It turns out to be expedient to introduce
the following energy functional

for (v, @) € K, where we set

(4.8) K :=+v—-A+m?2

Recall estimate (ZI6) which tells us that the pairing term is controlled by the
kinetic energy. Hence we have the lower bound

(4.9) G(v,a) =20,

when 0 < k < 4/7. We start by stating a result similar to [I9, Theorem 1].
Proposition 4.1. Letm > 0 and 0 < k < 4/mw. Then G is weakly-+ lower semicon-

tinuous on K. This means if {(n,an)} C K satisfies (yn, o) — (77, @) weakly-+ in
X, then

(4.10) liminf G(vn, an) = G(vy, @).

Additionally, equality holds if and only if the convergence is strong in X.

Proof. Consider a sequence in K such that (v,,a,) — (v,a) weakly-* in X. By
Lemma EZT] VP, is bounded in H 1/2(R3). Thanks to a Rellich-type theorem for

H'/?(R3) and extracting a subsequence if necessary, we can assume that Pryn = Py
weakly in LP(R3) for 1 < p < 3/2 and strongly in LP (R3) for 1 < p < 3/2. As for
the sequence a,(x,y), we notice that

Tr((1— A anal (1 — AV = <(\/1 Ao+ /1= By)n, 0n) o s s

Thus a,(x,y) is a bounded sequence in H'/2(R? x R?), and we may assume that
an(x,y) converges strongly in L2 _(R3 x R3), by a Rellich-type theorem again.

Next, we recall the definition of the cutoff functions xr and (g in [CH). We then
find the estimate

2
R3 xR3 |$ - y|
2 2 2
R3xR3 |3U - | R3 xR3 |z —yl

2 2 a2
Te(K CrvnCr) // 2 xar@®?len@ W ) lonls,
R3 xR3 |z —yl R

In the last line we have used the Hardy-Kato inequality [I3) and the inequality
CranalCr < CrYnCr thanks to ZIH). Because (v, a,) is bounded in X, the last
term in the above estimate is O(R™1).

Now we localize the kinetic energy. LemmalAJltells us that the nonlocal operator
K satisfies

1 > 1
KX+ (K Cr < K + & / L (Vs + IV
0 5+K

(4.11) < K+ C/R?,

loc

Vs ds

+K2
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using [Vx gl e + V<] 7 < C/R2. Since Tr(y,) is uniformly bounded, this gives
us Tr(Kv,) = Tr(KXrYnXR) + Tr(KC(rYnCr) — C/R?. Thus we obtain

(4.12)  G(vn, o) = Tr(K (XRVnXRE — XROnX3rYMXR)) + Tr(KXROWX3ROSXR)

K Xr(@)*x3r(Y)? o (2, y) 2
. //RW e dody + (1 = £/ Te(K CrvnCr) = 5.
2

Since o, converges strongly to o in Li . (R? x R3), we have that XRannga’;XR —
XROX3RQ YR strongly in &;. Hence we deduce that

XR¥nXR — XROnX3ROMXR = XRYXR — XROX3RO"XR
weakly in &;. Notice also that, by ZIH),
XROnX3ROBXR < XROnORXR < XRYnXR
Therefore we may use Fatou’s Lemma to infer that
lim inf Tr (K (XpYn X R — XROnX3R0%XR)) = Tr(K(XRYXR — XROX5RO XR))-
Next, we introduce the following sequence of functions on R?xR? given by aff(z, y) :=

Xr(T)x3r () (z,y), which converges weakly in HY?(R3 x R?) to aff(z,y) =
Xr(z)xsr(y)a(z,y). We can write

2. 2 2
Te(K xromCraxr) — f// XR(2)*x3R(Y)?|on (2, y)| dz dy
2 JJrs xmr3 lz -yl

K
~{(x. - 7> aR,aR> .
<< 2|z —y| e L2(R3xR3)

Using that £ < 4/x, the Hardy-Kato inequality yields
K, —

K
—— > (1 —kr/4)K; > (1 — kr/4)m > 0.
o) > (1= Fm/ K > (1= sm/4)

Thus we may use Fatou’s Lemma one more time to obtain
.. K R R

(4.13) hrnmf<<Kz - 7> an,an>
nee 2|z —y| L2(R3XxR3)

()
2|z —y| L2(R3xR3)

In summary, we have derived the following inequality

2. . 2 2
lim inf G, @) = Te(K XRYXR) — o // xr(e) xon(y) otz o) 4, dy — ¢
n—oo 2 R3 xR3 |$ - yl R

By taking the limit R — oo, we obtain the desired result

lim inf G (v, an) = G(7, ).
n—oo

It remains to show the claim about strong convergence and equality. First, we
note that if equality holds in (@I0), then by EI2), @IH) and x < 4/,

(4.14) lim limsup Tr(K¢rvnCr) = lim limsup Tr(K(rana) (r) = 0.
R—o0 pnooco R—oo poo

On the other hand, the lower bound {ZI3) implies that in case of equality, for any
fixed R, we have af — o strongly in H'/?(R? xR?). We easily deduce from (@14
that a,, — «a strongly in H'/? (R? x R3). By this strong convergence, we can now
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pass to the limit in the pairing term and we conclude lim,, o, Tr(K~,) = Tr(K7),
which itself eventually implies that (v, an) — (7, @) strongly in X'. The proof of
Proposition Bl is now complete. O

A simple but important consequence of Proposition ]l is the following fact.

Corollary 4.1. (Conservation of Mass implies Compactness). Let m > 0
and 0 < k < 4/7. Consider a minimizing sequence {(yn, o) tnen for I(X) with A <
NIFB(5) and such that (v, an) — (7, @) weakly-+ in X. Then (Yn,an) — (7, )
strongly in X if and only if Tr(y) = A.

Proof. Clearly, if 4, — ~ strongly in X, then Tr(y) = A. To show that Tr(y) =
A is also sufficient for strong convergence, we argue as follows. Recall that any
minimizing sequence (v, a,) with A < AHFB(k) is bounded in X, by Lemma
Then Lemma Tl implies that \/ﬁ% is bounded in H'/2(R3). Thus we may assume
that \/ﬁ% — \/ﬁv weakly in H/? (R?) and Py, — P~ Pointwise almost everywhere.
Using this pointwise convergence and that ng P < C, we deduce from the Brezis-
Lieb refinement of Fatou’s lemma (see, e.g., [29, Theorem 1.9]) that

/Rg P (@) d = /]R p~(z) dx + /]R |p(2) = psy, ()| dz 4 o(1),

where o(1) — 0 as n — oco. Therefore Tr(y) = [ p, = X implies that p,, — ps
strongly in L!(R?). Furthermore, by interpolation and the fact that ||p, | » < C
for 1 < p < 3/2, we deduce that

(4.15) pPr, — Py strongly in LP(R?) for 1 < p < 3/2.

Thus the Hardy-Littlewood-Sobolev inequality shows that D(p-,, , p~,.) — D(py, pv)-
The exchange term is found to be weakly-* lower semicontinuous by Fatou’s lemma:

(4.16) liminf Ex(7,,) > Ex(y).

By Proposition B, we have that the kinetic energy plus the pairing term form a
wlsc-* functional on K. Hence, we conclude
(4.17) lminf E(vy,) = E(y) = I(N).

n—oo

As by assumption £(v,) — I()), this proves a posteriori that v is a minimizer for
I()\) and that

(4.18) nlgrolo G(Yns an) = G(v, ).
By Proposition Bl again, this shows that (v, a,) — (7, @) strongly in X. O

Next, we study the minimization of the functional G in more detail. This will be
useful for the study of a minimizing sequence for I(\) when ruling out vanishing;
see Section [l We start by introducing the following variational problem:

(4.19) |G\ =nf{G(y,0) : (v,0) € Kr}.]

Indeed, we can derive the following formula for this infimum.

Proposition 4.2. (Value of G(\) and upper bound on I()\)). Let m > 0 and
0 <k <4/m. Then for 0 < X\ < MFB(k), we have the equality

(4.20) G(A) = BA,
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where > m(1 — kw/4) is given by
inf v HE) ifg=1,
8= welidd(R3),llwllL2:1< )
in ,H if g > 2.
w€L2(R3),|lwllL2=1<w v) I
Here the integer ¢ > 1 denotes the spin degrees of freedom, and H = /—A + m?2 —
ﬁ is defined in the sense of quadratic forms on L*(R®) with form domain HY/?(R?).
Moreover, we have the strict inequality, for all 0 < X\ < \HFB(g),

(4.21) IO < G(A) — mA.

The proof of Proposition EE2 is given in Appendix It is partly inspired of the
discussion of the Miiller energy functional in [T4].

Remark 17. Adapting the proof of Proposition [f.3 given in Appendiz[d, one can
show that G(A\) = I(\) = —o0 if & > 4/7. Indeed, in this case the one-body operator
H is not bounded below anymore; see [22].

5. PROOF OF THEOREM

In this section we prove Theorem B which establishes key properties of any
minimizer (v, «) of the HFB energy functional £. In fact, we shall need some of these
properties (more precisely, a certain decay estimate) in the proof by contradiction
of Theorem [ that establishes the existence of minimizers; see Section [ below.

For the reader’s orientation, we recall that Theorem [ imposes the smallness
condition

o

which we will assume from now on. As already explained in Remark [l above, this
further restriction is practically harmless, since we have k < 1 for neutron stars.

5.1. Mean-Field Equations and Strict Negativity of u. Let (v,a) € K be a
minimizer for I(A). To derive the equation satisfied by (7, «), we can follow a general
argument given in [Z]. That is, by writing that £((1—t)(y,a)+t(y/, /) = E(v, a)
for all (7/,a’) € Ky, we see that (y,«) is a solution of the following linearized
variational problem

1
5.2 KA == inf T Fr (T —P°)},
52) W=§ i T (R (- )
Tr(v')=X
where Tr po (-) denotes the P°-trace as defined in [I8] (it coincides with the so-called

super-trace defined for instance in [A2, Chap. 5]). Here we use the definition of
Fr and T introduced in B3) and [B32), respectively. Furthermore, we employ the
notation

(5.3) P = (8 (1)) I = <(O:7,/) 10‘/7).

Note that

(5.4) Tr(y') = 5 Tepo {N(I — P},
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and that the function A — K () defined in (B2 is easily seen to be convex. Hence
K (\) satisfies
(5.5) KO) = KO) +p(N = X), forall ¥ >0,

whenever p € [K' (X), K/, (\)], where K’ ()\) and K’ (\) denote the left and right
derivatives of K (\), respectively. (Note that K’ (\) indeed exist, since A — K(X)
is convex.) Following the proof of Lemma ] we find that K () is non-increasing,
and thus g < 0 holds. Moreover, by using (BH), we deduce that (v, ) is also a
minimizer for the following problem without constraint on the trace:

(5.6) inf  Trpo {(Fr — uN) (I = P%)},
(vhaf)ek e

where N is defined in (BH). This observation allows us to deduce (like in [I8]) that
T" solves the equation

(5.7) I'= X(~00,0) (FT — uN) + D,

where D is a finite rank operator of the same matrix form as I' and satisfies ran(D) C
ker(FT — uN). As an important next step in our analysis, we now prove the strict
negativity of the chemical potential.

Lemma 5.1. (Strict Negativity of u). For p as above, we always have p < 0.

Remark 18. As I' does not necessarily commute with the operator N, there is a
priori no link between the Lagrange multiplier p and the ([A] + 1)th eigenvalue of
the mean-field operator, as this is the case in usual Hartree-Fock theory [B0, B6)|.
For this reason, we will estimate p directly, by using that it is bounded above by the
right derivative K' (X). To show that indeed K' (X) < 0 holds, we use the idea of
spherical averaging which goes back to an argument of Friesecke in [15].

Proof. For (v/,a’) € K, we introduce the following linear functional

1
L(’}/,Oél):§TrPE {Fr (I" = P%)} = Tr(H\Y 7@}%//]1@3@@3 |x— (| )d:cdy

Next, we recall the definition of the cutoff ¢ from () and we introduce a smooth
radial and real-valued function ¢ such that [ ¢?=1and ¢ =0 for |z| > 1. Let
R > 0 be a constant specified below. For any w € R? with |w| € 4R — r, 4R + 7]
and 0 < r < R, we define the functions

(5.8) Cor(@) = C(Tﬁl(m - W))a Pu,r(T) = 7’73/250(7’71(93 - W))
Correspondingly, we introduce the following test state:
(59) Yw,r = Cw,'r"YCw,r + |§0w,7‘><90w,7'|; Ay = Cw,'r‘agw,r-

Since (. and ¢, have disjoint support, we easily verify that (7, r, @, ) belongs
to K. Next, we compute

(5'10) L(’Yw,m O‘wﬂ") = L(Cw,r’YCw,ra Cw,ragw,r) + <H'y90w,r; Spw,r>-

We begin by estimating the second term as follows. Using T < —ﬁA, we see that
its kinetic energy satisfies

C
(5.11) Tpurspu) <C [ [VpusPda< 5.
RE}
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Next, recalling that » < R holds, the direct term is found to satisfy

1 1 1
612 (et )z [ @)@z [,
|- B(0,R) |- B(0,R)

r

\%

as can be seen from Newton’s theorem and the radiality of ¢, , with respect to w.
Regarding the exchange term, we observe that, by the Cauchy-Schwarz inequality,

‘// v(z,y (pwr(y)@w,r(x)dmdy‘
R3 xR3 |CU - y|

Puw, Spw )2 Yz
||1Bw7")'YILBwT)H62 (// 7|£L'7 |27( dmdy) .

In summary, we have found that, for r < R,
C & Ck
(5.13) (Hyuwrs Pur) < 5 — = Py + — -
e ' r” R B(0,R) K T JB(w,r) ’

As for the first term in ([E2I0), we claim that

C
(510)  L(CorrCor CoraCon) < L(v0) + S + O / o,
r B(w,107)

To show (BI)), we first notice that, by Lemma [A]] the kinetic energy obeys

C
Tr(TCw,T’wa,T) < TI‘(T’)/) - Tr(T<£,7-’Y<£,7-) + ﬁ)

defining ¢S, = (1 — gfm)l/Q and using that |V, |2 + HVC&TH%W < C/r?. To
estimate the direct term, we assume r < R/20 and we split p, = 15(w,10m 0y +
1 B(w,10r)cp- Next, we note that supp ¢S, C B(w, 10r) and we find

e ﬁ;’“ . 2 gy~ [ 1B<w,10r>(x)f;(fvlﬁi,r(y)%(y) iy
+// Lp(w,10m: (@) (2)C5 ()P (y)

|z —yl

A
<C (— + ||p|L3/2(B(w,10r))) / Py
r B(w,107)

where for the second term we use the Hardy-Littlewood-Sobolev and Holder in-
equalities. Regarding the exchange term, we simply notice as usual

Coor (@) Cor (W) |7 (0, 1) |2 Iv(z,y)?
dedy < || 22220 00 gy,
/ |z — | xy<// o —y] Y

Finally, we estimate the pairing term as follows. Using the identity 1 = (, () w (y)+
(1= Cur(@) + Cor(x)(1 = Cuwr(y)) and the inequality Cf” < Cu.r, we infer that

dx dy

c 2 c 2 2
/ Ia e ay < / (G (2) G () + €& ()2 + €S ()2 |, ) dndy
|z —yl
2
/ er er )|Ot(1',y)| dmdy‘i‘TFT‘I'(TCZ T’)/CZ T),
|x7y| ) )

where in the last step we used the Hardy-Kato inequality and (f ,aa”(S, <
< 7G5 - thanks to [ZTIH). Putting all these estimates together and recalling that
k < 1/m, we conclude that (&Id) holds.
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We are now in the position to estimate p in terms of the right derivative K ()
from above. Using that K(\) = L(v,a) and K(Tr(Yw,r)) < L(Yw,r, 0w,r) and the
convexity of K (), we find that

+C / "
— +Ck Py — = p
2 Bwior) | RJsor’

(5.15) n< KL () <
1= (4= @) do

Now we average (like in [I5]) the numerator of the right-hand side over all positions
of w in the shell {w : |w| € 4R —r,4R+r]}. We find that it is bounded above by

g Ckr? K

2 2 Py— 5 y
r R 4R—12r<|z|<4R+12r R B(0,R)

(5.16)

Next, we choose

—1/4
(5.17) r= RY/? (/ py1 () d:c) .
R<|2|<5R

Since limp o0 | B(O,R) PY = A > 0, one checks that this choice for r yields
1 KA

m:o(ﬁ)ff as R — oo.

Hence there is R > 0 sufficiently large as well as some w € R?® with |w| € [4R —
r,4R + r] such that the right side of ([BIH) is strictly negative. This completes the
proof of Lemma BTl O

5.2. Decay estimate. The next step consists in proving the following decay result
for the density function of minimizers.

Lemma 5.2. For all R > 0 sufficiently large, we have
C

T(TGriCe) + [ Chlalp (@) do < 1.

where (g is the cutoff function defined in (LX) and C > 0 denotes some constant
independent of R. In particular, we have the decay estimate

C
p~(x)dr < =,
/|1|>R ’Y( ) R2
for all R > 0 sufficiently large.

Remark 19. A refinement of the proof of Lemma i given below actually shows
that |x|?>=¢p € LY(R3) for any € € (0,2).

Proof. For (7/,a’) € K and u chosen as above, we define the functional

(5.18) Lu(v', ') = Tr((H, *“%//RJX]RJ Ix—(I )ddy

Note that g < 0 holds by Lemma Bl Furthermore, we recall that (v, ) minimizes
the unrestricted linearized variational problem (&), and hence (v, ) minimizes
L,(v,a') on K. We shall now use this fact to prove the claimed decay estimate for
p~(z) as follows. Given the minimizer (v, ), we introduce

(5.19) YR = XRYXRs QR = XROXR;
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where xg is the cutoff defined in ([CH). We claim that
(5-20) L;t(’YR; OéR) L;t(’Ya ) (1 - ’QT‘-)TI‘(TCR’YCR)

4 (ot o(Dnm) [ Glaloy @)+ 1.

On the other hand, we have that L,(vr,ar) = Lu(vy, ), since (7, ) minimizes

L, (v,a). Thus we deduce from this and the facts that 4 < 0 and k < 1/7 the
following estimate

(5.21) Te(T¢rYCR) + /C%(I)p,y(x) dr < %, for R > Ry,

with some sufficiently large constant Ry > 0.
Hence it remains to prove (20). Using as usual the localization Lemma [A]]
we readily find for the kinetic energy

(5.22) Te(Tv) = Te(Tygr) + Tr(T¢rYCR) — C/R2.

As for the direct term, we argue as in the proof of Lemmab.], split p, = (XR/4)2P7+
(Cr /4)2p7 and we estimate as follows:

X 2 x 2
D(py.p,) // Py (@ |$_y| P2 (y) dxdy+// Pr )XR/[;(_)ZT(Z/)m(y) ddy
()G 4 (2)CR ()04 (y)
Jr// dx dy

|z —yl
6:23) < D(prpne) + (5 + 1(Ggan) <ol ) ([ lwdon ) ).
Furthermore, by the Kato-Hardy inequality, we deduce that
1(Gyapn) * 2l < (x/2IVT(CravB, I
< (1/2) (IIVT Cryal VB, I3 + Gy TV, 32) < 5 +0(1),

where we use that || VP, [l 7172 < oo (by LemmaZdl) combined with the commutator

estimate ||[VT, Cr/a)llz2— 12 = O(R™!) and the monotone convergence theorem.
The pairing term is estimated in the same way as in the proof of Lemma Bl
That is, by Kato’s inequality and (Raa*(R < CRfy(R and ([ZTH), we obtain

2 2
(5.24) // o,y | dx dy // Xa( y)le(z,y)| dx dy + 7 Tr(T¢rYCR),

Iﬂf —
Estimating the exchange term as usual and collecting the estimates (B2Z2)—(E24l),
we obtain (2. The proof of Lemma is now complete. O
This completes the proof of Theorem |

6. PROOF OF THEOREM

First, we recall the equality (Bd) and we note that, by assumption, we have
that y/7(1 —7) # 0 holds. To show that 7 must have an infinite rank, we note
the similarity between F(7) and the Miller functional studied in [T4]. Indeed, by
following an argument in [T4], we can prove that 7 has infinite rank as follows. For
the reader’s convenience, we provide the details of the adaptation.
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We argue by contradiction and assume that 7 is finite rank. Hence we can write

us K
T:Zni|¢i><¢i|; 0<n; <1, ZniZA/Q
i=1 v

with @; = ¢; normalized in L*(R?,R). Moreover, we can assume 0 < nj; < 1
without loss of generality since o # 0 by assumption.

Lemma 6.1. We have p; € H*(R3,R) for all i = 1..K and all s > 0

Proof of Lemmal6dl Note that 1, ..., px solve the following minimization problem

2 N ()2
m_lm{EzmT%¢%ﬁ// z1nﬂz))@;4m%@)lm@

lz -yl

// ) < (L vaT=me@ewm)

lz —yl Ix—m

(901, -~'a50K) € H1/2(R37R)a <50i790]'> - 51]}

Hence they must solve the following nonlinear equation,

(6.2) m( —%<§)%% *i>+KZLﬂ%%@MMw

|| |z — v

T~y nka—nk)sok(x)wk(y)) N
© kzz:l kP

[z |z — v

where the \;; are Lagrange multipliers associated with the constraints (p;, ¢;) =
dij. The result is then proved using n; > 0 and a simple bootstrap argument. U

Next, let € > 0 be small enough and consider a real function ¢ € span(p;, ¢ =
1..K)+. We introduce the following test state

K
Te = (1 — ler) (el + Y milgi) (il + ) (¥

1=2

and compute

(63)  F(r)=F(r)- “\[//Rwa Ao VDY) 4, g, 1 0e),

W*I

where a 1= /7(1 —7) # 0 is a (real) finite rank symmetric operator acting on
L?(R?). Hence we will get a contradiction once we can prove the following:

Lemma 6.2. There exists 1 € span(yp;, i = 1..K)=*, o =1, such that

//]R@"X]Rif wdxdy*%rz\/i/ VE ‘2dk>0.

|z —yl
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Proof. Assume on the contrary that

e

for all ¢ € span(yp;, i = 1..K)*. This means that the (real) symmetric Hilbert-
Schmidt operator R with kernel a(x,y)|r — y|~! vanishes when it is restricted to
span(p;, i = 1..K)*. As R > 0, this implies that we must have

Z aijpi(T)p;(y)

7,7=1

(6.4)
Iw - yl
where (a;;) is a real non-negative symmetric matrix. Multipliying @Zl) by |z — y|
and taking = y we deduce that a(z,z) = Zfil ni(1 —n;)pi(x)? = 0 for every
x € R3. This implies a = \/7(1 — 7) = 0 which is a contradiction with 72 # 7. O

The proof of Theorem Blis now complete. |

7. PrRoOOF or THEOREM [

In this section, we present the proof of Theorem [ By Lemma Bl we note
that Part (ii) will be an immediate consequence of Part (i). Hence it suffices to
prove Part (i), where we argue by contradiction as follows. We suppose that 0 <
A < AHFB() and we assume throughout the proof that there exists a minimizing
sequence {(vn,an)tnen C Ky for I(A) that is not relatively compact in X up to
translations. We divide our proof into several subsections as follows.

Step 1: No Vanishing. We begin by ruling out vanishing of the sequence {7, } nen-
By vanishing, we mean that the associated sequence of densities {p~, }nen satisfies

(7.1) lim sup sup/ Py (x)dz | =0,
n—oo \yeR? Jjz—y|<R

for all R > 0. For each density matrix ,, we define the following concentration
function [34]

(7.2) QR =swp [ p ()i,
yeR3 J|z—y|<R
Furthermore, we introduce the number

(7.3) AL = hm hmsupQ (R),

R—oo n—oo
Indeed, we shall rule out that A\; = 0 holds. This implies that the sequence {v,}
cannot vanish in the sense defined above.
Lemma 7.1. (No Vanishing). We have \! > 0.

To prepare the proof of Lemma [Tl we first establish the following fact, which is
an adaptation of a similar result in [34 Lemma I.1] to the fractional Sobolev space
H'/2(R3). An essential ingredient will be the localization formula in Lemma A1

Lemma 7.2. Let {f,} be a bounded sequence in HY?(R*) and suppose {|f.|*}
vanishes in the sense that

lim sup <sup / | f ()2 d:c) =0, forallR>D0.
lz—y|<R

n—oo yER3
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Then || fullr — 0 for 2 < p < 3.

Proof. We consider a smooth partition of unity {x}rezs with >, ;s X% =1 such
that x; = 1 on Cy and supp xj C C}, with the half-open cubes Cj, = [k, k+1)3 and
Cy. = [k—1,k+2)3 where k € Z3. Furthermore, we assume that supyczs |Vxg ()| <
C. Next, we estimate as follows.

z)[3% dx = 2)2| fn(2) 33 dx
L@ de= 3 [ u@rif@red

kez3

=% [ e @@ P o) folo) do
kez3 R?

1/3 2

< Z ||]lC,’€|fn|2||L1(]R3)HkanHL3(R3)

kez3
(74) <C sup H]IC,’C|fn|2H2/13(]R3) Z <fnanKkan>'
keZ3

kez3

We have used the Sobolev-type inequality ||f||%3(R3) < C(f,Kf). By Lemma [A]]
the nonlocal operator K satisfies

1 [ 1 1
(7.5) ZXkKinKJr;/O (Z |VXk|2> Vsds < K + C,

s+ K2 s+ K2
kez3 + keZ3 +

since the integral expression on the right side in the first inequality is a bounded
self-adjoint operator due to the fact that >, ;s [Vxx(2)[* € L*°(R?) by our choice
of the partition {x}rezz. Therefore, we conclude

(7.6) D P X Exfn) < Cll fall i es):
keZ3

Since, by assumption, we have|| f,|| z1/2rsy < C independent of n, estimate ()
leads to
1/3
(17) [ a3 o< € sup ey 2, — 0
R3 kez? * (&)

using that {|f,|?}nen vanishes. This shows that f, — 0 in L%3(R?), whence it
converges to 0 strongly in LP(R?) for all 2 < p < 3, by interpolation and the fact
that {f}nen is a bounded sequence in L?(R3)N L3(R3) due to Sobolev embedding.
This completes the proof of Lemma O

We are now ready to prove Lemma [l

Proof of Lemma[7d} By the coercivity of £ stated in Lemma B4 we know that
our minimizing sequence (7, &) is bounded in X'. Hence we deduce from Lemma
1 that VP, i bounded in H'Y?(R?). Applying Lemma to the sequence

fn = ‘/ﬁv , we obtain that p,, — 0 strongly in LP(R?) for 1 < p < 3/2. By the
Hardy-Littlewood-Sobolev inequality and (ZII]), this implies

(7.8) D(p~,py,) = 0 and  Ex(yn) — 0.
Therefore, we conclude

(7.9) E(ny an) = G(Yn, an) —mA+0(1) = G(A) — mA + o(1)
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where we recall that G and G were defined in Section L3 But we have £(vy,, ay,) —
I(A) and I(A\) < G(A\) — mA, by Proposition L2 Thus [Z3) yields a contradiction
and we must have A\l > 0. O

Step 2: Dichotomy and Local Compactness. We already know that our min-
imizing sequence {(vn,@n)}nen with Tr(y,) = X does not vanish and we have
assumed that it is not relatively compact in X up to translations. By Corollary
BTl this means that we must have 0 < A < A. We will now use the following
adaptation of a the classical dichotomy result [34] to our operator setting. The
precise statement reads as follows.

Lemma 7.3. (Strong Local Convergence). Up to extraction of a subsequence,
there exists a density matriz v* € K with Tr(y') = A\, sequences {Ry}nen C Ry
with Ry, — 00 and {yn}nen C R3, such that

(7.10) VEX(R, (- = yn)) mx (R (- — yn))VE = VEY'VE
weakly-+ in &1, where K =/ —A +m?2, and

(7.11) X(RMC = yn)) X (Bt (- = yn)) — o

strongly in &1. Here 0 < x < 1 is the smooth cutoff function introduced in (H).
Moreover, we have

(7.12)
lim p (x)dx = lim Py, () dz = 0.
TP J Rz —yn|<2Rn VEmVE " JRu K|z —yn|<2Rn !

Proof. We will not detail the proof which is an adaptation of ideas of Lions [34].
One introduces a second concentration function

(7.13) Q*(R) = sup/ PyRr, vE(T) da.
y€ER3? J]z—y|<R

The first step is to show that p VR E Cannot vanish. Indeed, let us assume for a
while that a® := limg_.o limsup,, ., Q2(R) = 0. For any fixed y € R?, we find

/Rz Py (2) LBy, Ry (z) dz < Tr (vxr) = Tr (\/?%\/?X%K‘l)
+Tr (\/E’yn[xﬁ’%,\/E]K_l)

where x%(z) = x((z — y)/R) with the cutoff function y introduced in ([CF). Next,
we use the integral representation ([(AJ) to infer

1 [/ 1 1
VE 4] = = K, x4 ———/5 ds.
[ X&) 7r/0 s—l—K[ ’XR]S—i—K\/g 5

By [I9, Lemma 1], we have ||[K,x%]|| < CR™!, which then yields ||[VK,x%]|| <
CR™'. Therefore a' = 0 implies that p,, vanishes also, which contradicts Lemma
[C1 Hence we must have a' > 0.

The rest of the proof follows well-known ideas of Lions [34] coupled with the fact
that our minimizing sequence {7,} is bounded in X', hence (up to a subsequence)
converges strongly locally in the trace class. We refer for instance to [I5] where a
similar argument has been detailed for functions. The proof is the same in X'. [
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As we have already mentioned, our model given by £(v,«) is invariant under
spatial translations. Thus we may assume that (in Lemma [[3) the sequence of
translations is given by

‘yn:O, foralln}l‘

which we shall do for all the rest of the proof.

Step 3: Splitting of the Energy. The next step shows that we must have
(7.14) IN) =TI\ +I(A—A") and I(A\') has a minimizer.
To streamline our notation with Lemma [[3 we introduce a new radial cut-off
function 0 < ¥ < 1 such that x =1 for |z| < 7/5 and x = 0 for |z| > 8/5. Given
the sequence {R,} from Lemma [[33 we define the functions x, = x(-/R,) and
= /1 — x2. Likewise, we define {(7},al)}nen and {(72,a2)}nen by
(Vs @) = Xn (Vs an)xn  and (77, 0%) 1= Ca(n, @) Cn-

Note that, since (’yn,an) € IC, one easily verifies that (v5,al) € K for i = 1,2.
Furthermore, we have fy — 7! in &y, by Lemma [[Z3, which in particular implies
that Tr(7}) = [ py,. (2)X2 (z) dz — AL

Next, we shall prove that

(7.15) (s an) = E(m, ) + E(v, ) + o(1).
To deal with the kinetic energy, we use Lemma [AJl and Tr(v,) = A to find that
(7.16) Te(T,) = Tr(TH)) + Tr(TH2) — CAR,>.

The next step in the proof of ([LIH) is to separate the direct term, which can be
done as follows:

P (2)paz (y)
D(p~,., py.) :D(pv,ﬁvpvi)""D(pvﬁ’pﬁ)+2// . |xf;|

Here, we note that

Ix - yl
_ / / X0 (@)%, @6 )2 (0) 4 g
(2| <6Rn /5 J |y TR /5 [z —yl

2 2
6R.,, /5<|z|<8Rn/5 J|y|>9R, /5 |z -y

dx dy.

2 2
6 R /5<|2|<8Rn /5 J TR /5<|y|<OR /5 |z =yl
Therefore,
Xn ()2 0y, (2)Cn (¥)* pr., (1) 10)? 2
// : Ix—yl Hdwdy < R, + Clovlosmo9r, 50\B06R./5) -

Furthermore, by (CI2), we have that p,, 1p(0.2r,.)\B(0,r,) — 0 in L'(R?). Since
this is also a bounded sequence in LP(B(0,2R,) \ B(0,R,)) for all 1 < p < 3/2,
we infer by interpolation that it also tends to 0 in LP(B(0,2R,) \ B(0, R,)) for
1 < p < 3/2. Hence, by the Hardy-Littlewood-Sobolev inequality, we conclude

D(p')’n’p')’n) = D(pv,ﬁapv,ﬁ) + D(pv,%apv,%) + 0(1)'
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As usual, the exchange term Ex(7) is easily estimated by noticing that Ex(v,) >
Ex(v})+ EX(%%)- The pairing term is treated similarly as done before several times

Xn (T |O‘n(x y)| 5

(7.17) // drdy < =—Tr(a oy
|x m A (anam)
+/ / Xn(x)2Cn(y)2|an(xay)|2dx dy.
6Rn /5<|7|<8Rn /5 J TR, /5<|y|<9Rn /5 |z =yl
Note that
(7.18) // lon (2, y) [Pdz dy = Tr(anal) < Tr(y,) = A,
R3 xRR3

by &IH). Define n, = n(-/R,,) for some smooth function 7 such that n =1 on the
annulus {6/5 < |z| < 9/5} and 17 = 0 outside the annulus {1 < |z| < 2}. The last
term of (ZIM) can be bounded above by

Xn (%) Cn (y)?an (2, y)I?

/ / dx dy
6R,,/5<|z|<8Rn/5 J TR, /5<|y|<9R, /5 lz -yl
T . T
< §Tr(Knnannian77n)) < §TF(K77n’Yn77n)-

Finally, the last term tends to zero by (ZIZ) and thanks to the estimate ||[v/K,7,]| <
CR;;'. In summary, we have derived the estimate ([ZIH), as desired.

Next, we notice (v}, al) > I(Tr(y})) and £(72,a2) = I(Tr(42)). On the other
hand, by Lemma ET]

I(N) < I(Tr(y,)) + I1(Tx(yz)) + o(1),

using that Tr(7y,,) — X and Tr(v,,) = Tr(v})+Tr(v2), which follows from x2+¢2 = 1
and the cyclicity of the trace. Because of limy,_, oo &(Yn, an) = I(X), we deduce

(7.19) lim E(vL al)y=TI(\') and lim ENVE an) =T\ =\,

where we use that Tr(v;) = [ x2p,, — A!, by Lemma [ and the the continuity
of A — I(N).

Therefore equation [ZI9) shows that both {(y},al)} and {(42,,a2)} are min-
imizing sequences for I(A!) and I(A — \!), respectively. Since we already know
that Tr(yl) — A, we conclude that (v},al) — (v}, a!) in X from Corollary Bl
By continuity of £, we also have lim, . E(7}, al) = E(v1,al) = I(A!), so that
(71, at) is indeed a minimizer for I(A!). This completes our proof of ([ZI4).

Step 4: Binding Inequality and Conclusion. At this stage, we have proven
that the energy of our minimizing sequence behaves like

IN) =TI\ +I(A =AY

and we have seen that there exists a minimizer (y!, a') for I(\!). Note that (y%, at)
is the weak limit of (v, a,,) and the strong limit of (v., ak) = Xn(Vn, @n)xn in X.
On the other hand, the sequence {(72,a2)} is a minimizing sequence for I(A — A%).
Hence one of the two following situations must occur:

e either {(72,a2)} is relatively compact up to translations. In this case it
converges (up to a subsequence) to a minimizer (v2,a?) for I(A — A!);
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e or {(72,02)} is not relatively compact up to translations. We may then
apply the whole process again and we deduce that we have

I =AY =102 + I\ = A1 = \?),
for some A\? > 0 and that there exists a minimizer (v%,a?) € Kz for I(\?).
We can summarize both cases by saying that
(7.20) IN) =IO + IO + 1\ — A= )\?),
for some A, A2 > 0 such that A' + A\? < X and that I(\*) possess a minimizer
(7*,a*) for k = 1,2. Next, we claim the following result.

Lemma 7.4. (Binding Inequality). Assume that \' and \? are as above. Then
one has

(7.21) T4+ 22) < IO +1(0?).

Using [ZZI)) and Lemma BTl we deduce the strict inequality

(7.22) T\ ST+ X)) +TA = A =22 < T+ IO + T\ — AP = \?),
which contradicts equation ([Z20). Hence the proof of Theorem [ will be finished

after we have proven Lemma [4

Remark 20. The proof of Lemma[74) is the only place where we use Theorem [3,
hence the assumption k < 1/m.

Proof of Lemma[7Z Consider two minimizers (y!,a!) and (72, a?) for I(\!) and
I(\?), respectively. We claim that

C )
(7.23) E(xry"xr Xra'xR) S IN) + 25, fori=1,2,
for all R > 0 sufficiently large and some constant C' > 0, where we recall the
definition of the cutoff functions xr and (g from (H).

It suffices to show ([L23) for ¢ = 1, since the proof for ¢ = 2 is analogous. As
for the kinetic energy, the localization formula in Lemma [AJ] yields Tr(Tv') >
Tr(Txry'xr) — C/R?. Next, we estimate the direct term as follows (using the
symmetry in z and y):

‘D(pvl’/’vl) D(pxrrixns Pxrrt XR)|
// (L= XR@XRW)Py @py () d
R3 xR3

|z -y

P (@)py1 (y) C
§2// Adzdng pr(2) de < =,
(el=Rryxrs |z =Yl wl>R (=) R?

for R > 0 sufficiently large. Here we used the Kato-Hardy inequality to conclude
that [[|z|~! % py1||re < C||\/pyillz1/2 as well as the decay estimate from Lemma
Finally, we estimate the pairing term as follows:

_ 2 )2
// (1= xr(@)*xr@)?)a (z,y)] dmdyq// @)
R3 xR3 lz —yl {|z|>R}xR3 |=’E*y|

C «
// R/2 | ( )| dxdy < WTI(TCR/Q’YICR/Q)-
R3xR3 |z =y

/A
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Here the first inequality follows from the symmetry |a!(z,y)| = |a!(y, )| and
the support properties of xg. In the last step, we used Kato’s inequality and
(al)*al < ~1. Putting all estimates together and using Lemma again, we
conclude that ([[CZ23)) holds.

Next, we prove ([L2]]). To this end, we consider the trial state

(7.24) (v, ar) == U(XRrY Xr: XRO'XR)U™ + Tsr0V (XBY’ X Ry XROPXR)V * TR0

for some unit vector v and some rotations U,V € SO(3). As xr and T5r,Xr have
disjoint supports, it is easily seen that the above operator belongs to K. Moreover,
the number of particles of this trial state satisfies

(7.25) Tr(yr) = Tr(xry'Xr) + Tr(xrY xR) < A+ X%

Note the invariance by rotation and translation £(7,U (v, a)U*Ty) = E(v, a) for all
v €R3 and all U € SO(3). Since A — I()) is decreasing by Lemma EZIl we have

o < [ / E(vm, ar) dU dV
50(3) J50(3)

= E(xrY' xR, xrRO'XR) + E(XRY? XRaXRa XR)

— H// 5Rv)dx dy
R3 xR3 |93* yl

C kA2
<7 I(\2 —_ - —
) + 1) + 5 — 2,

which follows from Newton’s theorem and ([ZZ3)), where we have defined

@) = [ xn@Poa U0 U g)= [ xnl)e(V ) av.
SO(3) SO(3)
This last estimate yields the desired result by taking R > 0 sufficiently large. 0O

The proof of Theorem [ is now complete. |

8. PrROOF OF THEOREM M

The proof of Theorem Hl is a combination of ideas from the proof of Theorem
[ and of the usual geometrical methods for N-body systems as was developed in
23, 13, @4, 13, @0, B9). To our knowledge, they were applied for the first time
to nonlinear models approximating the N-body case (including the Hartree-Fock
approximation) by Friesecke in [T5]. We shall only sketch the proof of Theorem El
In our opinion, it is much easier than the proof of Theorem [

Step 1: First properties of HF energy. The first step consists in showing that

(8.1) "1y=o0, I1(N)<o0forall N >2
and that
(8.2) I"Y(N) < T'F(N — K) + I'"F(K) for all K = 1..N — 1.

The value of I"F(1) is obvious as for density matrices of rank one, the exchange
and direct terms cancel. The rest is proved similarly as in Lemma ET1

The main part of the proof consists in showing that if

(8.3) I"Y(N) < min(I"(N - K) + I"(K), K =1.N —1).
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holds true, then all minimizing sequences are compact and thus one gets the ex-
istence of a minimizer for I"¥(N). In the following we fix some N > 2, assume
that (B3 holds, and consider a minimizing sequence {~v,} for I"¥(N). Similarly
to Lemma L2 we obtain that {(y,,0)} is bounded in X.

Step 2: No Vanishing. We claim that our sequence {~,} cannot vanish, similarly
to Lemma [[Il Indeed if {v,} would vanish, applying Lemma we get that
D(p~,.,p~,) — 0, hence we would obtain I"F(N) > 0 which contradicts (&II).
Therefore we may assume (translating v, if necessary), that v, — v with A\! :=
Tr(y) > 0. Also we have similarly to Lemmathat we can find a cut-off function
on a ball of size R, such that VK x(R; ' )ymx(R,*)VK — VEKyVK strongly.
Also, similarly to Corollary EEIl one Shows that {’yn} is compact when Tr(y) = N,
hence it suffices to prove that \! = N.

Step 3: N-body Geometrical Methods. The next step is an easy adaptation of
5], i.e. it consists in using a cluster decomposition like in the usual HVZ Theorem,
based on the fact that 7, arises from an N-body wavefunction which is a Slater
determinant. Indeed following [T5], one arrives at an estimate of the form (up to
extraction of a subsequence):

(8.4) z_:l {(IHF(N) ~I"Y(N - K) - IHF(K)} lim 2% > 0.

n— 00
K=1

The nonnegative numbers 2} are defined by

Z?{ ( )/ /HC" xl H Xn xz |\I/ (1’1,...,:L'N)|2d;cl...de’

i=K+1

where ¥, is the Slater determinant associated with v, and x, = x(R,!-) as in-
troduced before, ¢, = /1 — x2, see [I5]. Note that 2} may be interpreted as the
norm of the wavefunction associated with all the clusters for which K particles are
sent to infinity while NV — K particles stay close to zero. Note one has

N N
(8.5) Z zg =1 and lim Z (N — K)zi = AL
K=0 " K=o

The strict inequality (B3] and &) imply that we must have
lim zx =0 for K =1.N —1.

n—oo

This implies that we have

nhjgo/"'/gn(Il)QXn($2)2|‘I/n($17---,JUN)|2d301"'dJCN =0,

lim H\I/n — UL

n—00

=0

n
lim ||’)/\p — 2y Yor = 2NV || g
n— 00 " 1

Jim [y yes o,
where U} and U2 are Hartree-Fock states defined as
ol XN, , _ GV,

S R N [
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Using that the operators vy, , yy1 and g2 are projectors, we obtain

2
2o vy + z2yvez +o(l) = vy, = (V\Ifn) = (23)27@,{ + (21731)2%113 + o(1).

Taking the trace of the previous equality, we infer
lim (2 — (2§)?) = lm (2} — (2})?) = 0.
n—oo n—oo

By [EH), we have lim, . Nz§ = A! > 0, therefore we arrive at the following
conclusion:
lim 25 =1 and lim 2% =0 for K =1.N

n—oo n—oo

hence A! = N. This proves that {(v,,0)} is indeed compact in X.

Step 4: Proof of the binding inequality ([83). We have seen that minimizing
sequences are all compact when ([3) hold. It remains to prove ([83). This is done
like in [I5] by induction on N > 2. As I"F(1) = 0 and I"F(2) < 0 = 271"F(1),
we deduce that I'F(2) possesses a minimizer. Next the strict inequality I (3) <
TH¥(2) + 19¥(1) = 1"F(2) is proved as in [T5, Thm. 3], using that I™F(2) possesses
a minimizer. The rest follows by induction, as soon of course as the energy stays
bounded from below and coercive, i.e. when N < NH¥ (k) holds.

This completes our sketch of the proof of Theorem Hl |

APPENDIX A. LOCALIZATION OF KINETIC ENERGY

In the section we collect some localization estimates for the pseudo-relativistic
kinetic energy operator v—A + m?2. In fact, similar localization estimates — often
referred to as IMS-type localization formulas — can be found, for instance, in the
stability analysis of relativistic matter [83]. However, the following IMS-type esti-
mates for v —A + m?2 turn out to be suitable when studying lack of compactness
of minimizing sequences.

|
—

Lemma A.l. Let {x;}icr be a smooth partition of unity with Y., xi(x)? =
such that each Vy; € LP(R?) with p € (2d,00]. Then

1 [ 1 1
. ;2 7 [ D) 7 2 )
I I 1 =1 oL P

el i€l

where K = v/ —A + m?2 with m > 0.
The proof of Lemma [A-J] readily follows from the next result.

Lemma A.2. Suppose x € C®(R?) such that Vx € LP(RY) with p € (2d, 00|, and
let K =+v—A+m?2 with m > 0. Then the following formula holds:

1 1/ 1
A2 —(Kx? QK:Kf—/ Vx|?
(A.2) 2(><+><)><><WO,SJFKQIXISJFK2
where L, is a nonnegative bounded operator. Moreover, we have

© 1
v 2 |
(A-3) L srre Ve Vs

Vsds + Ly,

< OV Lo (gays

Sp/2(L?(RY))

(A.4) 1Lyl ety < CIVXIZ e,
for some constant C independent of x (but depending on m, p and d).
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Proof. By functional calculus, we have the representation formula

1 (> K? ds
(8.5) K*;/O YR
which leads to
(A.6) K B]:l/m;[KQ B—— /s ds.
’ )y s+K27 7T s+ K2

Using ([AH), a calculation shows
1

1
2(Kx2 +x°K) = xKx + = [[K, x], X]

2

1 [*7 1 1
— EKx+ — K%y —— d
X X+2w/0 L+K2[ X geex| Vads

1 o0 1 1
X x+2ﬂ/0 5+K2“ 7X]7X]S+K2\/§ s+ Ly,
with
1 [ 1 1 1
AT L, =— K2 K27 is.
( ) X ,/T/O S+K2[ 7X]S+K2[X’ ]5+K2\/g5

Since [[K?, x], x] = —2|Vx/?, this yields ([(A2). Furthermore, we note that

(A.S) LX _ l /Ooo A(s)*A(s)\/gdS, A(S) = (S +I1{2)1/2 [X;KQ]S +1K25

™

which shows that L, is nonnegative.

We now show that all the above commutators are bounded (which will also
validate our somewhat formal calculation). Recall the Kato-Seiler-Simon inequality
(see BY] and E1, Thm 4.1])

(A9) £ (=iVa)9(@)ls, z2may < 1) YPIf | omay 19l oay»  for p € [2,00].
This yields, choosing some d/(2p) < g < 1, the following bound. For all s > 0,

(A.10) Vx|?

H 1 | 1
sHE2 T s+ K2 s, L rore)

C
7o |

Furthermore, a scaling argument shows that
(s + 52)_QHL§(R¢) = s¥P70 (1 4 52)_‘1“@(11@) :

Hence we obtain

< 1
/ x|? Vsds
0

—all2 2
(5 €7 gy 19Xy -

S

A1l
a7 e e

Sp/2(L?(R)

gl/2+d/p—2q

<C|V 2p —————ds,
” X"L (]Rd)/O (m2+s)2_2q s

where the last integral is convergent under our assumptions on d and p. The

argument is exactly the same for L,, noting that [K?,x] = —i(P - Vx + Vx - P)
with P = —iV and using that |P(s +m? + |P|?)~'/?|| < 1. O
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APPENDIX B. PROOF OF PROPOSITION 211

We consider the following minimization problem

(B1) Tox(N) = _inf {T(V=A%) = £ D(py.py)

(v,a)eRN
K K oz, y)|?
—E [ — — 77 dxd .
FaEx0) 2// EET

By rescaling 7(z,) — #%(8z, By) and a(z,y) — B¥2a(Bz, By) with § > 0, we
deduce that either Iy ,(A) = 0 or —oo. Following the proof of Lemma Bl one also
sees that I, is non-increasing. Hence there is a uniquely defined A™FB (k) such
that Iy ,.(\) = 0 if and only if A < AFB(k). Next, we notice that

V-A-m<V-A+m?2-—m<V-A
hence Io ,;(A) —mA < I(A) < Ip . (A). This shows that I(\) is bounded below if and
only if A < AHFB(k). Furthermore, it is clear that AFFB(.) is nonincreasing, since

for all (v, ) € K,
—D(py, py) + Ex(y // |amy ———dxdy <0

by ([ZII). The continuity of AHFB(k) is easy to verlfy.

Next, we prove that AFB(k) > 0 and we derive the asymptotic behavior of
AFB () as k — 0 stated in Proposition 1 To this end, we introduce another
homogeneous minimization problem
(B2) L) = inf {T(V=B9) = £D(py, o) }

(7,0)EKXA
which, of course, yields a corresponding A*¢(k). We claim that A8 (k) ~, o
Ared (). Indeed, by the nonnegativity of the exchange term and ([Z10),

KT\ .
(B.3) To.n(\) > (1 - I) L. ().
Hence
BA HFB () > yred K .
(B.4) AT (R) 2 A 1 poyy
Now we recall that )\’ed( "} > 0 for every ' > 0. Indeed we have
P (v) 2/3 4/3
®3)  f[ By < o I < O EY)
X

where we have used the Hardy-Littlewood-Sobolev inequality and the well-known
[TT] semi-classical estimate Tr(v/—A7v) > K HP’vHi/f/s for fermionic density matrices

0 < v < 1. This shows that A™d(x/) > (2/(0/{’))3/2 > 0. Hence we deduce from
B3 and 0 < k < 4/7 that AHFB (k) > 0.
Next we derive an upper bound for A"FB (k). We have for any (v,0) € Ky,

K K
(B.6) Lo.n(A) < €(7,0) = Te(V=Ay) = 5 D(py, py) + SEx(7).
Now we have similarly to (B]Zi)

(B.7) // h” y D@l g < Tr(V=2Ar?) < Tr(\/Ify).
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Hence we obtain

red
(B.8) Io,x(N) < (1 + T) Iy, ey (),
and we thus get the upper bound
B.9 ABFB (o) < yred (5 )
(B.9) () R

The last step consists in showing that A\"4(x) behaves as stated when x — 0,
which will imply the result for \P¥B () by (B3) and ([B3). This was indeed essen-
tially done by Lieb and Yau, see Corollary 1 in [32]. [ ]

APPENDIX C. PROOF OF PROPOSITION

We want to prove that G(\) = B\, where 3 is the first eigenvalue of the operator
—r/2|z| acting on L24(R3) when ¢ = 1 and L?*(R?) when ¢ > 2. For the reader’s
convenience, we recall that K = v—A + m?2.
We start by deriving a lower bound. Using ZTI3), we infer Tr(Kv) > Tr(Kaa™)
and thus

(C.1) G(A) > inf {Tr (Kaa™) — = // d dy}
aT=—a, R3xR3 |$ - y|

Tr(a™a)<A

The right-hand side of the previous inequality can also be written, using the anti-
symmetry of a, as follows.

K, + K
(C.2) inf << 2ty K ) oz,oz>.
a(@y) =—a(zy), 2 2|z -y

Ha"Lz(Rs XRs)gk

This quantity is just A times the lowest eigenvalue of the two-body operator
K, + K, K
22—yl

when it is restricted to the fermionic space L?(R3,C%) A L?(R3,CY). If ¢ = 1,
its lowest eigenvalue equals the first eigenvalue of the same operator acting on
L*(R3,R) A L*(R3,R) (triplet state), whereas when ¢ > 2, it coincides with the
first eigenvalue of the same operator acting on L?(R3 R) ®, L*(R3?,R) (singlet
state). Removing the center of mass as explained in [27], one sees that this lowest

eigenvalue is given by
1 0 1 0
f inf —1/ |-tV - 24 —[|=iVy — =
s 9 2\/‘ Nutg| +m +2\/‘ Ty

where u = z — y and £ is the Fourier variable associated with the space variable

v = (z +y)/2. We have to take § = L2 ,(R®) when ¢ = 1 and § = L?(R?) when
> 2. The infimum above is attained for £ = 0, and hence we obtain the desired

1ower bound:

(C4) G(A) = Minfog <\/ —Ay +m? — m) = B

Note that we can in fact deduce that the infimum on the right side is attained.

This follows from the min-max principle and the operator inequality v —A + m?2 —

(C.3)

2

K
2
o )
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ﬁ < —ﬁA +m — ﬁ, where the right side is the Schrédinger operator for the
nonrelativistic hyrdogen atom.

Next, we prove the upper bound in a similar way as done for the Miiller functional
n [T4]. Since K —k/2|x| is a real operator, there is a real-valued eigenfunction f €

such that

K
(05) <\/ —-A + m2 — m) f = ﬂf
Using the method in [I0], one can show that f € C*°(R?\ {0}) and that it decays
exponentially at infinity when 0 < k < 4/m. Note that f € D(\/fAer2 —
r/(2lz])) € HY2(R®) but this domain is only known to be H*(R3) when x < 1.
(We will address this regularity issue below again).

Next, we fix a nonnegative function y € C§°(R?) such that J x* = )\, and we
denote xr.(z) = L~3/*x(x/L) for L > 0 given. We define

(C.6) ar(z,y) = xo(x)f(z —y)xe)%,
where ¥ =1 if ¢ = 1 and, when ¢ > 2,

0 1

-1 0

0

As ar € L2(R? x R3,C? x C?), we may denote by ar, the Hilbert-Schmidt operator
whose kernel is oy, (z,y). Then af = —ay, by the choice of f. Note that

(C.7) larl < C Ul Ixelie = O(L7%?),

and hence o, — 0 in the operator norm. Next, we define v, as the unique nonneg-
ative trace-class operator solving the following equation for L > 0 large enough:

(C.8) (1l —71) = aray,.

Note that v, < 2apaj if L > 0 is sufficiently large. In particular, we have |v.| =
O(L™3). In analogy to [T4], it can be checked using [x* = X that Tr(ara}) =
A+ O(L™2). Therefore, we have Tr(yz) = A+ O(L™2), by [CH), and the fact that
Te(12) = O(L9).

Next, we show that (yr,ar) € K. To see this, we recall from [9] and [26, Prop.
2] that there exists an orthonormal basis (p;) of L?(R3,CY) such that

(C.9) aL =Y ci 21 Ao
i>1

On the other hand, the operator a7} is just 1/2 times the one-body density matrix
of the two-body wavefunction oy, so that

(C.10) arag, = 3 Y (i) (lpaim)paia| + oai) (oai)
(C.11) YL = Z%‘ (lp2i—1)(P2i—1| + [02:) (p2il) ,

i>1
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where for all i > 1, v;(1 — ;) = (ci)?/2. Next, we have to verify that

YL ar
C.12 0TIy = » < 1.
( ) L (OtL ]."}/L)

As appai_1 = 7%@21' and arp; = %cpgi,l with respect to the basis (p;), this
amounts to studying the following matrix

Vi 0 0 ci/V2

0 Vi —ci/V2 0

0 —ci/V2 11— 0 ’
ci/V?2 0 0 11—
which is easily shown to satisfy 0 < M < 1 (it is indeed a projection). Thus we
have proven that (yr,ar) € K for L > 0 sufficiently large Next, we estimate

(C.13) M=

(C.14) G(vp,ar) = Tr(Kara}) — /|aL d:cderTr(Kfy)

We start by discussing the kinetic energy. Using (IU), we obtain

Tr(Kapay) < (2m)%/2Tx (X%Koo)f(p)x% fv))
(2m)3/2 f(p) . J)
/ \/_dsTr< K2 S|VXL| K(p)2+sXL)

Since the eigenfunction f satisfies (CJ), we obtain

- ~ ~ K ar
1 (G KO0 w) = 5 [ EED s dy 4 pasar),
Notice the above expressions are well-defined even when f only belongs to H'/2 (R3).
When 4/7 > k > 1, they can be justified by approximating the eigenfunction f in
H'/? (R?) by smooth functions and passing to the limit. On the other hand, we
have

TW) o e f) 0 2 o),
v < ||l==2—|V e
It et I VR I e
S, [SP (SPY
2 2 _
o Wl IVxelza 1 fleeIxelzs . CL § .
m+s m+ s = (m+s)?
Moreover, for L > 0 sufficiently large,
(C.15) Tr(K73) < 2Tr (K (apa})?) < 2]ap|’ Tr(Kapaj) = O(L72).

In summary, this shows G(vr,ar) < B\ + O(L™2). Passing to the limit L — oo,
we get the upper bound G(A) < SA. Combined with the lower bound, this finally
yields the desired equality G(A\) = SA.

The estimate for I(\) is obtained using the same state (vyr,ar). We have

YL,y -

I D@ 4, 4y < Trein) = 0(12).
R3xR [T — Y]

which we proved above in ((CI3). Moreover note that p,, > pa,a: by (C3), and

this is seen to imply

1 _
D(P'yva’yL) > D(paLazvpaLaZ) = ED(X47X4) +0(L 1)
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as can be deduced from [I4, p. 052517]. Therefore, by choosing L > 0 sufficiently
large, we obtain

I <G\ —m — %D(X“, YN+ o(L7Y) < G(A) —m,

as desired. ]
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