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Abstract We study the many body Schrodinger evolution of weakly coupled fermions inter-
acting through a Coulomb potential. We are interested in a joint mean field and semiclassical
scaling, that emerges naturally for initially confined particles. For initial data describing
approximate Slater determinants, we prove convergence of the many-body evolution towards
Hartree—Fock dynamics. Our result holds under a condition on the solution of the Hartree—
Fock equation, that we can only show in a very special situation (translation invariant data,
whose Hartree—Fock evolution is trivial), but that we expect to hold more generally.

Keywords Many-body quantum dynamics - Mean field scaling - Semiclassical scaling -
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1 Introduction

The evolution of a system of N fermions in the mean field regime is described by the
Schrodinger equation

N N
. 1
ied YN, = Z [—£2 A + Veulrp] + Z Vi =xp) YN, (LD
j=1 i<j
in the limit N — oo. Here ¢ = N~1/3 and, according to fermionic statistics, Yy ; €

Lﬁ (IR3M), the subspace of L2(R3") consisting of wave functions antisymmetric with respect
to permutations of the N particles.

The Schrodinger equation (1.1) is relevant for initial N particle wave functions ¥y o €
Lg (RSN ) localized in a volume of order one; in this case, the factor &2 in front of the
kinetic energy guarantees that both terms in the Hamiltonian are of order N. We conclude
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that, for fermionic systems, the mean field regime is linked with a semiclassical limit, with
e=N"173 playing the role of Planck’s constant (notice, however, that in other situations,
different scalings may be of interest; see, in particular, [4,5,12,19]).

Physically, it makes sense to consider initial data approximating equilibria of confined
systems. At zero temperature, this leads to the study of the mean field dynamics of approx-
imate Slater determinants. In [8], it has been proven that this evolution can be described
through the Hartree—Fock equation, for regular interaction (the same conclusion was already
reached in [10], for analytic potentials and short times). The result has been extended in [9]
to the case of fermions with a pseudorelativistic dispersion relation. At positive temperature,
convergence towards Hartree—Fock dynamics for mixed quasi free initial data has been later
established in [6].

Let us focus on the zero temperature case and explain the results of [8] in more details.
Let wy be a sequence of orthogonal projections on L*(R?) with tr oy = N and such that

tr|{wy, x]| < CNe, and tr|[wy,eV]| < CNe. (1.2)

The projections wy are the one-particle reduced densities of N-particle Slater determinants.
We consider the time evolution of initial fermionic wave functions ¥y € L[% (R3N) with one-

particle reduced density ylg,l) close in the trace norm topology to wy. Denoting by ¥y ; the

solution of the Schrodinger equation (1.1) with initial data ¢ and by yjfll)t the corresponding

one-particle reduced density, it is shown in [8] that V}SII)I is close (in the Hilbert-Schmidt and

in the trace class topology) to the solution of the Hartree—Fock equation
iedon, = [ A+ (Vxp) = Xi, on,] (13)

with initial data wy 0 = wn. Here p;(x) = N’le,,(x; x) and the exchange operator X, is
defined by the integral kernel X, (x; y) = N-'vix - Y)wn . (x; y) (strictly speaking, in [8]
the convergence towards the Hartree—Fock equation has only been shown for Ve (x) = 0,
but it is easy to extend the result to non-vanishing smooth external fields).

In other words, the time-evolution of initial data close to a Slater determinant remains close
to a Slater determinant evolved with respect to the Hartree—Fock equation (1.3). This holds
provided the reduced density wy of the initial Slater determinant satisfies the commutator
bounds (1.2). These estimates play a crucial role in [8] to obtain convergence up to the correct
time scale. They reflect the semiclassical structure of wy, i.e. the fact that the integral kernel
wn (x; y) varies on the short scale of order ¢ in the x — y direction, while it varies on scales
of order one in the x + y direction. This structure is expected to arise in Slater determinants
approximating equilibrium states.

Notice that the Hartree—Fock equation (1.3) still depends on N (recall that ¢ = N —173y,
As N — o0, one expects the Wigner transform

e e .
Wy.i(x,v) = /dy ON .t (x + Ty; x — %) e'vy

of the solution of (1.3) to converge towards a probability density W ; on phase space,
solving the classical Vlasov equation

0 Woo,r +v - ViWoo: +V(V ik py) - VyWeo = 0.

Convergence of the Hartree—Fock evolution towards the Vlasov dynamics has been estab-
lished in several works, see [1,2,16,17], but only recently, in [7], some results have been
obtained for the situation we consider here, where wy ; is a projection. Remark also that
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direct convergence from the many-body quantum evolution to the Vlasov dynamics has been
shown in [18] for analytic potentials and later in [21] for C 2_interactions.

The convergence towards the Hartree—Fock equation has been established in [8] for regular
interaction potentials satisfying

/dl)l‘?(p)l(1+p2) <00. (1.4)

This assumption excludes the case of a Coulomb interaction V (x) = 1/|x|. The Schrodinger
equation (1.1) for a Coulomb potential is very interesting from the point of view of physics.
It arises naturally when considering the dynamics of large atoms and molecules. In fact the
Hamilton operator for an electrically neutral atom with N electrons and a nucleus fixed at
the origin is given by

N N

HﬁOm:Z[—AM—%}JFZ# (1.5)

=1 J i<j i = x|

and acts on the Hilbert space L2(R*") of the N electrons. Thomas—Fermi theory suggests
that electrons are localized at distances of order N ~!/3 from the nucleus (see, for example,
the review article [14]). It is therefore convenient to introduce new variables X ; = N 173 x -
Expressed in terms of the new variables, the atomic Hamiltonian (1.5) takes the form

) B N 23 N4/3 1/3 N 1
Hyom =y [—N / Ax; — W] +NY i< 1Xi—=X;1

_ N43 [N 2 | | X
= NY {Zj:l [—8 ij—m]—i—ﬁzkjm} (1.6)

with e = N~1/3. Choosing the correct time scale, we arrive exactly at the Schrodinger
equation (1.1) with Vex(x) = —1/|x| and interaction V (x) = 1/|x|. Remark that Hartree—
Fock theory is known to provide a good approximation to the ground state energy of (1.6).
While the classical Thomas—Fermi theory only captures the leading order of the ground state
energy, which is of order N 7/3 (see [14,15]), Hartree—Fock theory was proven in [3,13] to
provide a much more accurate approximation, with an error of order smaller than N°/3.

The goal of our paper is to extend the convergence of the many-body dynamics towards the
time-dependent Hartree—Fock equation to the case of a Coulomb interaction. Our results are
still not completely satisfactory, in the sense that they make use of a property of the solution
of the time-dependent Hartree—Fock equation (1.3) which we can only show to hold true for
very special choices of the initial data. Nevertheless, we believe our results to be of some
interest, since they reduce the problem of the derivation of the Hartree—Fock equation for
Coulomb systems from the analysis of the many-body Schrodinger equation (1.1) to the study
of the properties of the simpler Hartree—Fock equation (1.3). Notice that the time evolution
of fermions interacting through a Coulomb potential has been recently considered in [4]. In
this work, however, a different scaling was considered, with the N particles occupying a large
volume of order N. After rescaling lengths, this choice leads to the Schrodinger equation
(1.1), with short times ¢ of order ¢ = N~1/3.

Let us now illustrate our results in a precise form. For a wave function ¢y € Lﬁ R3M)
we define the one-particle reduced density y;,l) as the non-negative trace class operator with
integral kernel given by

ya (i) = N/dxz e dAN YN X2 T D). (1)
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Notice here that we use the standard normalization tr y 1&,1) = N. A simple computation shows

that the reduced density of the Slater determinant

1
Yslater (X1, ..., XN) = idet (fi(xj))i,ij s

VN!

where { f j}7:1 is an orthonormal system on LZ(R?), is given by the orthogonal projection

N
on = Y1)l (1.8)

j=1

on the N dimensional linear space spanned by the orbitals { j}?’:l.
We consider a sequence of initial data y¥ry € Lg (R3N), which we assume close to a
Slater determinant in the sense that the one-particle reduced density yli,l) associated with ¢y

satisfies ||y/£,1) — wp |l < C, uniformly in N, for a sequence wy of orthogonal projections
of rank N (wy is the one-particle reduced density of a Slater determinant).

Under this condition, we consider the evolution ¥y ; = e~iHnt/e Y of the initial data
¥, generated by the Coulombic Hamiltonian

1
Hy =3 —&*Ag+ 3 . (1.9)

To simplify the notation we assumed here that the external potential vanishes (but it is easy
to extend our results to the case Vey # 0).

We compare ¥y ; with the Slater determinant with reduced density wy ; given by the
solution of the time-dependent Hartree—Fock equation

1
ied oy, = |:—82A + e X, wN,,] (1.10)
with the position-space density p;(x) = N ’la)N,t(x; x) and where X, is the exchange
operator, with the integral kernel X;(x; y) = N iy —yI7L.

As in [8], a crucial role in our analysis is played by the operator |[x, wy ;]|. Let us define
its density

Plx.on11(X) = [[x, on (1] (x; x) .
An important ingredient in [8] was the estimate
Ioix.wn 11 = tr[lx, on ] < CeXVINE (1.11)

valid for all + € R. For interaction potentials satisfying (1.4), (1.11) was proven in [8]
propagating the commutator bounds (1.2) along the solution of the Hartree—Fock equation.
Here, to deal with the Coulomb singularity of the interaction, we need additional information
on the operator |[x, wy ;]|; in particular, we need a bound (again of the order N¢) on the
L? norm of p|[x,wy 1> for a p > 5. Unfortunately, we do not know what assumptions on
the initial data wy imply the validity of these bounds for the solution of the Hartree—Fock
equation (1.10). Our main result is therefore a conditional statement; it gives convergence
of the many-body evolution with Coulomb interaction towards the Hartree—-Fock equation
on the time interval [0; 7] provided the L' and the L? norm of pj[y 4, ) are of order Ne,
uniformly in ¢ € [0; T] (fora p > 5).
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Theorem 1.1 Let wy be a sequence of orthogonal projections on L3(R3), withtroy = N
and such that tr (—e*A) wy < CN, for a constant C > 0 independent of N. Let wp ; denote
the solution of the Hartree—Fock equation (1.10) with initial data oy o = wy. We assume
that there exists a time T > 0, a p > 5 and a constant C > 0 such that

3

sup Y [t .on il + 1oi.onllp] < CNe. (1.12)
tel0:T] 5

Let Yy € Lg (R3N) be such that its one-particle reduced density matrix y;,l) satisfies
r ‘y(l) ‘ <CN® (1.13)

for a constant C > 0 and an exponent 0 < a < 1.

Consider the evolution Yy ; = e~tHnt/e Y, with the Hamilton operator (1.9) and let

V}S/I); be the corresponding one-particle reduced density. Then for every § > 0 there exists

C > 0 such that

sup HVN, — N H <C [N"/z + N5/‘2+5] (1.14)
1e[0:T] HS

and

@ _
sup tr VN1~ @ON.t
t€[0;T]

< C[N* 4 N'/12H0] (1.15)

Recall that ||oy ¢ |lus = NY2 and tr wpy,; = N; this implies that the bounds (1.14) and
(1.15) are non-trivial. They really show that the Hartree—Fock equation is a good approxima-
tion for the many-body evolution with a Coulomb interaction. Remark here that the exponent
0 < o < 1 measures the number of particles that, at time ¢ = 0, are not in the Slater determi-
nant (the initial number of excitations). It turns out, moreover, that the trace-norm condition
(1.13) can be replaced by the bound ||y’ — wy lus < CN®/? for the Hilbert-Schmidt norm;
in this case, however, the term N*/% on the r.h.s. of (1.14) should be replaced by the larger
error NU+)/4,

As pointed out in the introduction, the Hartree—Fock equation (1.10) still depends on N.
As N — oo, the Wigner transform of the solution of (1.10) is expected to converge to a
solution of the Vlasov equation. However, this result is still open. In fact, the result of [16],
which applies to the case of a Coulomb interaction, does not allow wy ; to be a projection.

Despite the fact that we do not know how to prove the bounds (1.12) for the solution of the
Hartree—Fock equation, they are consistent with the idea that wy ; varies on a length scale
of order ¢ in the (x — y) direction, while it is regular and it varies on scales of order one in
the (x + y) direction.

There is in fact one special situation, in which the required bounds can be easily shown to
hold true. Consider namely an N-fermion system described on a finite box A with volume of
order one and periodic boundary conditions. In this case, we can consider translation invariant
Slater determinants, whose reduced densities have integral kernels wy (x; y) depending only
on (x — y). Also the commutator [x, @y ] and its absolute value |[x, @y ]| are then translation
invariant, and therefore pj[,, | 1S a constant, which we can reasonably assume to be of order
Ne (meaning that wy is a function of (x — y) decaying at distances [x — y| > ¢ from the
diagonal). Then, we trivially have || ojjx,wy)illp < CNe forall 1 < p < co. Furthermore, it
is easy to check that the Hartree—Fock evolution does not change translation invariant initial
data, i.e. in this case we have wy ; = wy forall ¢ € R. This means that || o|(x,0y,j/llp < CNe
forall 1 < p < oo and also for all # € R. So, for translation invariant Slater determinants
describing N fermions in a box with volume of order one with periodic boundary conditions,
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Theorem 1.1 shows (in this case, with no further assumptions), that the many body evolution
generated by (1.9) can be approximated by the Hartree—Fock equation, which means, in other
words, that it leaves the state of the system approximately invariant (we stated Theorem 1.1
for systems defined on R3, but the result and its proof can be easily extended to systems
defined on a box with volume of order one and with periodic boundary conditions).

Let us remark that Theorem 1.1 can be extended by including an external potential in the
Hamilton operator (1.9) [and in the Hartree—Fock equation (1.10)]. Of course, in presence of
an external potential it may be more difficult to justify the assumption (1.12), especially if the
external potential is singular, as it is in (1.6). Similarly, let us stress the fact that Theorem 1.1
remains true if in (1.9) and in (1.10) we replace the repulsive Coulomb potential V (x) = 1/|x|
with the attractive interaction V (x) = —1/|x|. Also here, however, it may be more difficult
to justify (1.12) in the attractive case.

Finally, let us add a remark concerning the convergence of the higher order reduced
densities. Theorem 1.1 only establishes the convergence of the one-particle reduced density.
It turns out that our method can be extended to show the convergence of the k-particle reduced
density, for any fixed k € N, but only when tested against observables that are diagonal in a
basis of L2(R3) consisting of factorized functions.

2 Fock Space Representation

To prove Theorem 1.1 we switch to a Fock space representation of the fermionic system. The
fermionic Fock space over L2 (]R3) is defined as the direct sum

F=PL;®").
n>0

where L2 (R¥) is the antisymmetric subspace of L? (R*").

The number of particle operator on F is the closure of the symmetric operator defined by
WD = py™ forall W = {w(”)}nzo e F with ¢ = 0 for all n large enough.

On F, it is useful to introduce creation and annihilation operators. For f € L? (R3), we
define the creation operator a*(f) and the annihilation operator a( f) through

1 < 4
(@O @1, x) == Y (=D )
Jﬁ; !

-1
YD, X X e X))

@(HW™ (x1, ..., x,) = \/n—l—l/dx FO Y™, x1, .. x),

forall U = {™},>0 € F with ¢/ = 0 for all n large enough. Creation and annihilation
operators satisfy canonical anticommutation relations

la(H).a @) = (f.8), {a(f),al@)}={a"(f),a"(®)} =0 2.0

forall f,g € L? (R3). Using the anticommutation relations it is easy to see that a(f) and
a*(f) extend to bounded operators on F, with [la(f)|| = lla*(f)I = || fll2, and that a*(f)
is the adjoint of a( f).

It is also convenient to define operator valued distributions a*, a, for x € R?, such that

a*(f) = / dx foat, alf) = f dx F()ay -
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In terms of the distributions a}, a,, we find
N = / dx ajay .

More generally, for an operator J on L2(R3) we define its second quantization dI"(J) so that
its restriction to the n-particle sector has the form

n
dr(Dlz, =) IV
j=1

where JU) = 190=1) @ J @ 12U =D acts non-trivially only on the j-th particle. If J has the
integral kernel J (x; y), we can write dI"(J) in terms of the distributions a}, a, as

dT(J) = /dxdy J(x; y)aiay .
For example, dT"(1) = N In the next lemma we collect some bounds for the second quan-
tization of one-particle operators. Its proof can be found in [8, Lemma 3.1]
Lemma 2.1 For every bounded operator J on L? (R3), we have

(W, dT(N)Y) < ITI{Y, NW),

[dT Ol < IV IV
for every W € F. If J is a Hilbert-Schmidt operator, we also have the bounds
ALYl < 1 llus [N |

H [axay s ranacy] < 1us 312w

H/dx dy J(x;x’)a;a:/l//’ < | llus [|NV2@|

for every W € F. Finally, if J is a trace class operator, we obtain

[AECON < 211l

H/dx dy J(x; xDazay | <21 |l

H/ dx dy J(x; xNaial | <2101l

where ||J || = tr|J| = tr/ J*J indicates the trace norm of J.

For a Fock space vector W € F, we can define the one-particle reduced density as the
non-negative trace class operator on L2(R3) with integral kernel

vy (6 y) = (W, ala, W) . 22)

For a N particle state W = {0,0, ..., ¥y, ...} € F, itis easy to check that this definition
coincides with (1.7). In fact

(W, aya, V) = (ayV, a, W)
= (@, (@)™

= N/dxl cedXN YN X XN DY N (L X XN
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Furthermore, for a one-particle observable J on L2(R3), we find that the expectation of the
second quantization of J in the Fock state W is given by

(W, dT(J)W) = / dxdy J(x; y) (¥, ata,¥) = tr Ty .
This motivates the Definition (2.2). Notice in particular, that with this definition

rys = (U, VW)

is the expected number of particles in V.
Next, we introduce the Hamilton operator 7y on the fermionic Fock space F. Formally,
we define Hy in terms of the distributions af, a, as

1
Hy = &2 / dx Vyia;Vyay + N / dxdyV(x — y)aja;k,ayax . (2.3)

More precisely, Hy is the self-adjoint operator whose restriction on the n-particle sector of
F is given by

n

] n
Hylr, = Y —e Ay, + NZV()@ —xj).

j=1 i<j

In particular, when restricted on Fy, the Hamilton operator H y coincide with the mean field
Hamilton operator (1.9) defined in the previous section (and thus, for initial data in F with
exactly N particles, the dynamics generated by Hy coincides exactly with the evolution
introduced in the previous section).

Let{f j}'/.V:] be an orthonormal system in L2(R3). On F, we consider the Slater determi-
nant

1
a*(f1)...a"(f;n)Q = {0,...,0, ﬁdet(ﬁ(xj))i,jEN,O,...} ,

where the only non-trivial entry is in the N-particle sector. As stated in (1.8), the one-particle
reduced density associated to this Slater determinant is given by the orthogonal projection

N
oy =Y )il

j=1

An important observation is the fact that there exists a unitary operator, that we will denote
by Ry, : F — F with the following two properties:

Ry Q =a*(f1)...a"(fn)Q

and
R}, a(8)Ryy = aluyg) +a*(Ung) 24

whereuy = 1 —wy and vy = 27: 1 |f ;){f;]. In other words, if we complete the orthonor-
mal system {f]~}§.\'=1 to an orthonormal basis { f;};>1 of L%(R3), we find

Ry a(fi)Rwy = a(f;), and R; a*(fj)Ruy =a*(f})
if j > N, while

R}, a(f)Rwy =a*(f;), and R} a*(fi)Ruy =a(f;)
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if j < N. The map R, is known as a particle-hole transformation. It let us switch to a
new representation of the system; the new vacuum describes the Slater determinant with
reduced density wy . The new creation operators create excitations of the Slater determinant,
i.e. either particles outside the determinant or holes in it. The proof of the existence of the
unitary operator R, with the properties listed above can be found, for example, in [20].

Theorem 1.1 is a consequence of the following theorem for the evolution of approximate
Slater determinants in the Fock space F.

Theorem 2.2 Let wy be a sequence of orthogonal projections on L*>(R3), with tr oy = N
and tr (—2A)wy < CN. Let wp,; denote the solution of the Hartree—Fock equation (1.10)
with initial data wy 0 = wy. We assume that there exists T > 0, p > 5 and C > 0 such that

3
,:[SPT]; (o1t 0w 1111 + 110xs.x 1 llp] < CNe. 2.5)
Let &y € F be a sequence with
(v, Nén) < CN*
for an exponent o, with 0 < a < 1. We consider the evolution
Wy, = e TR N

and denote by y,i,l)t the one-particle reduced density of Vy 1, as defined in (2.2). Then for all
8 > 0 there is a constant C > 0 such that

sup ] ”V;/l)z ] P C [Na/z n N5/12+5]

te[0;T

and

1
‘V}E/); — WN 1

sup tr <C [N“ + N11/12+5] .

t€l0;T]

Let us show how Theorem 2.2 implies the statement of Theorem 1.1, where we consider
the evolution of N-particle states.

Proof of Theorem 1.1. Set Wy ={0,...,0,v¥y,0,...} and &y = R(’;N\PN € F. Then we
have Wy = Ry, &y, and

(6n, NEn) = (R, VN, NR; W¥n)

=/dx (W, (@ () + a(@y)) (aluy) +a* (@) W) -

Using the anticommutation relations we find a (vy )a™ (vy) = —a™(vy)a(vy )+ (U, Uy ). Since
uy = 1 — wy is orthogonal to wy, we conclude that

(En. N&n) = (W, [dT (uy) —dl' (wy) + N1 Wy)
=20y (1 —oy) =20 — o)1 —oy).

This implies that

(6n, NEn) <2tr ’yﬁ,l) —wzv’ <CN“
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for an exponent 0 < o < 1, from the assumption (1.13). Hence, we can apply Theorem 2.2
and we obtain that

sup HVN, — WN ¢t <C [Na/Z + N5/12+s]

1e[0;T]
and that
sup tr ‘yli,ly)t —wny| < C [N“‘ + N11/12+5]
1e[0:T]
for any § > 0. .

In order to prove Theorem 2.2, we define the fluctuation dynamics
Uy(t) = R}, e TVER,, (2.6)
and we observe that
Wy, = e TR, Ey = Ry Uy (1)EN .

The vector Uy (t)&n describes the excitations at time ¢. The key step in the proof of Theorem
2.2 is the following bound on the expectation of the operator AV in the state Uy (¢)&y. This is
a bound on the expected number of excitations of the Slater determinant in the state Wy ;.

Proposition 2.3 Let wy be a sequence of orthogonal projections on L*(R?), withtr oy = N
and tr (—*A) wy < CN. Suppose that there exists T > 0, p > 5 and C > 0 such that

3

sup > (101011 + o1 wx1llp] < CNe. @7
tel0; T]l 1

Let Uy (t) be the fluctuation dynamics defined in (2.6) and £y € F. Then, for every § > 0
small enough, there exists a constant C > 0 such that

sup (U (DEn, NUy()én) < C [(gN, NEN) + N5/6+a] ,
tel0;T)

forall§y € Fwith ||Ex] = 1.

Remark that the proof of this proposition, which will be given in the next section, can be
extended to show a similar bound for higher moments of the number of particles operator
(these estimates are needed to establish the convergence of higher order reduced densities,
as stated after Theorem 1.1). Let us now show how Proposition 2.3 can be used to establish
Theorem 2.2.

Proof of Theorem 2.2. We follow here the same argument used in [8]. From (2.2), we obtain
V;izl),(x; y) = <‘1’N,r, a;ax‘I’N,z>
= (w0, Ry, ajac Ry Untn).
Equation (2.4) implies that

YA @ y) = Uy 0y, (a* (ury) +a (5ry)) (@ (urx) +a* (Trr)) Un (15 0)&)
= Uy 6006w, [a* (ur,y) a (urx) — a* (Urx) @ (Br,y) + (0r,y, Br.x)
+a* (ur,y) a* (vr.x) +a (0r,y) a (urx) | Un 5 0) En), (2.8)
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where we introduced the short-hand notation u; x(z) = uy ;(x; z) and v,y (2) = VN, (y; 2)

for the kernels of uy ; = 1 — wy; and vy, = Y0 [F ) (] if one = 00, 1) (f1-
Notice that then

(01, Vrx) = /dz U (25 ) O (25 X) = (unaDng) (03 X) = on g (X3 )

This leads to

Vﬁ,), (x;y) —on,; (x5 ) (2.9)
= Uy (1:0) én. [a" (ury) a (urx) —a* (vrx) a (D)
+a* (ury) a* (0rx) +a (r.y) a (ur) | Un (13 0) En). (2.10)

Let J be a Hilbert-Schmidt operator on L? (R3 ) Integrating its kernel against the difference
(2.10), we find

trJ ()/,i,ly)t — a)N,,>
= (&, Uy (150" (AT (un, Jun,) —dT (Dn. T *on () Uy (13 0) En)
+ 2Re(gn, Uy (1; 0)* (/drldrz (vw.eJun.i) (r1,r2) ar ar Uy (t;0) Ey). (2.11)
Using Lemma 2.1 and |luy (|| = [[lvy |l = 1, we find

[ir I (v = on)|

< (lun Junillus + 105, T5 v llus) |V + D2 Uy (2;0) En ||
+2 lowsJunllus [NV + D2 Uy (1:0) én |

< ClJ s [V + D2y (1:0)&n ] -

By duality, this implies that

s — onillas < C [V + D2 Uy (1:0) x| -

With Proposition 2.3 we conclude that

1
sup [lyA'} — onllns = € [ N2 4 N/1245]
tel0;T]

for any § > 0.
Finally, we prove the trace class bound (1.15). Starting from (2.11) we find, for any
compact operator J on L?(R3),
i 7 (v —on.)|
< (lunaJunl + 108 T5on D) (En. Un (15 0)* Ny (1 0) §n)
+2 llow e Jun s |V + D2 Uy @00 &x ]| lEwll
2T + Dty 1:0) &x |
+2 llow e Jun s |V + D2 Uy @00 x| lgwll
<2JI NV + D2 Uy 1:0) Ew |
+2 11 o ells [V + D2 Uy @0 x| 15w
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. 1 . .
From Proposition 2.3 and [Jvy ¢ |lus < N2, we obtain that, for every § > 0 there exists C > 0
such that

tr ‘va”, — o, | < C[N* + NW/12H] (2.12)

This completes the proof of Theorem 2.2. O

3 Control of the Fluctuations

The goal of this section is to show Proposition 2.3. To reach this goal, we derive a differential
inequality for the expectation (Uy (1)én, NUy (t)én) and we apply Gronwall’s lemma. We
have

d
iea (UNn (t;0)En, NUn (15 0) En)

4i 1
= —Im/dx dy
N |x — yl
x { (U (12 0) Exvva* (x) @ (ry) @ (1ry) @ (tr.0) U (15 0) E)
+ <uN (1:0)én, a* (”t,y) a* (ﬁt,y) a* (l_)t.x) a (l_)t,x) Uy (15 0) $N>

Uy (0 Enea (Br) @ (Bry) (1) @ (r.) Uy (22 0) Ex) } G.1)

where, as in the last section, we use the short-hand notation u; (z) = uy ((x; z), v x(z) =
vy (x5 z), with the operators uy ; = 1 — wn ; and vy ; as defined after (2.8). The proof of
(3.1) is alengthy but straightforward computation that can be found in [8, Proof of Proposition
3.3].

Next, we estimate the three contribution on the r.h.s. of (3.1) separately. We start with the
term

1 1
I= N f dxdy =yl Un(t; 00N, a™(ur x)a(r y)aluy, y)a(u, ) Un (t; 0)En) . (3.2)

To bound this contribution (and later also to control the other two terms on the r.h.s of (3.1)),
we use a smooth version of the Fefferman-de la Llave representation of the Coulomb potential
[11], given by

1 4 [>®dr
rey ~ 22 )y ) Freaxea ) (3.3)

where we introduced the notation x. ;) (x) = e~ =2/ The proof of (3.3) is a simple
computation with Gaussian integrals which we leave to the reader (the fact that the result
of the integral is proportional to |x — y|~!, which is the only property we are going to use,
follows by simple scaling). Inserting (3.3) into (3.2) we find

C  dr
I = N/dxdy /0 ﬁ/dz Xr.2) ) X2 (V)

XUy (t;0)En, a* (”t,x) a (ﬁt,y) a (ut,y) a (”t,x)uN (#;0)&n)

C [*°dr
= v A Py dz dx x(7)(x)

X (Un (t:0)én, a* (usx) Brza (urx) Un (5 0) En), (3.4
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where we defined the operator

B, ;= / dy a (Vr,y) Xnoy()a (ur,y) = / ds1dsy (VN X () UN, ) (815 $2)ag A, . (3.5)
Lemma 2.1 implies that

1Byl < 2||5N,tX(r,z)“N,t”tr <2 H [X(r,z)a Q)N,t] ”Lr . (3.6)

To bound the r.h.s., we use the next lemma, whose proof is deferred to the end of the section.

Lemma 3.1 Let .., (x) = exp(—(x —z)2/r?). Then, forall 0 < § < 1/2 there exists C > 0
such that the pointwise bound

3 5
3 tye 579
[0 onalll = €737 Y oo il ™ (Pl 1) (3.7)
i=1
holds true. Here Ql*[xi’ on I denotes the Hardy-Littlewood maximal function defined by
N 1
Pitsion @) = SUP 1 | A% Pllspon (%) (3.8)

with the supremum taken over all balls B € R3 such that 7 € B.

Applying (3.7) to the r.h.s. of (3.6) and using the assumption (2.7), we conclude from
(3.4) that, for all § > 0 there exists C > 0 such that

(Ne)l/6+8 3. oo gy . 3-8
I <C—=r—— / 243 /dXdZ X, () (Q\[xzwwzv.rll(z))
X lla (ur,x) Uy (£ 0) En 12

3
(N8)1/6+5 B [e%9) dr
< CTZ/O 7 /dxg,-,r(m la (ur,x) Un (15 0) En1I?
1

i=

0

where we defined
. 5/6—8
8ir () = [ dzx(.(x) (Qw[x,v,wN,,n(Z)) : (39)

We find

|1|<c(N«9)”6+‘S : /‘” dr

. 77/2+38
i=1

XUy (t50)En, dT (un . gir (X)un. ) Un (t50)EN)
where uy ;g; r(x)uy ; is the operator with the integral kernel
(un,18i,r(Xun,1)(s15 52) = f dx un,i(s1; X)8i,r (X)un,1 (x5 52) .
Applying again Lemma 2.1 and using the fact that [luy /|| < 1, we obtain

3
(N8)1/6+8 : © gy
N=c—y—> /O 773 18ir ooV PUn (50 ENI7. (3.10)

i=1
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We have, using the Hardy-Littlewood maximal inequality,
5/6-8 5/6-8
Igi.rlloo < PP 10l o Issesssg < CrY/P el will e 3.11)

forany (5/6 —8)~! < g < ooand p suchthat p~' +¢~! = 1. To bound the rh.s. of (3.10),
we divide the r-integral into two parts and then we apply (3.11) with two different choices
of p, q. From the assumption (2.7) we can find g; > 6 and g2 < 6 and § > O sufficiently
small such that

sup llpux, onllgi5/6-8) + 1 Pixi,on 11 lg25/6-8) = CNe .
tel0; T

With this choice of g;, g2, we have p; < 6/5 and p, > 6/5 which implies (possibly after
reducing again the value of § > 0) that r~7/273%+3/P1 is integrable close to zero and that
r~7/2=3843/p2 5 integrable at infinity. We conclude that

1| < Ce [IN' Uy (1;0) En 1> = Ce (U (1;0) Ex, NUy (25 0) En) (3.12)
forallz € [0; T].

The second term on the L.h.s. of (3.1) can be estimated similarly. Recalling the definition
(3.5) of the operator B, ;, we can write

C
= N/dXdy (UN (t:0) &N, a™ 0y, )a™ (uyr,y)a™ (Vr,y)a W, OUN (t50) En)

—/dxdy/ /dZsz(x)sz()’)

x(Un (1 0) EN,a @Wr)a™ (ur,y)a* r,y)a @, Uy (t; 0)EN)

= / dx f / A2z ()

x Uy (t;0)én, a*(Vr,x) B a0, )UN (13 0) én)

which implies, with (3.6), (3.7), the assumptions (2.7) and (3.9) that, for § > 0 small enough,

3
C(Ne)l/otd 2 oo gy 5/6-8
I < N ;/0 m/dxdz Xr.z (X) (P\Tx,-,wn(z))
x |la(@, oty (6500 &n |

C(Ne)V/OHs O\ gr
= N /0 772438

XUy (t; 0)En, dT (N 1 &ir (X)ON )UN (25 0) En)
3
C(Ng)!/6+ © dr 2
= N Z/ m”gi,r“oo ||N]/2UN ;0 x|
i=170
Then we conclude as we did for (3.10) that
[ < Ce Uy (t;0) En, NUn (25 0) én) (3.13)

forallz € [0; T].
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Finally, we consider the third term on the r.h.s. of (3.1). Again we use the Fefferman-de
la Llave formula (3.3) for the Coulomb potential. We obtain

C  dr
m = N dx dy o ] dz X(r,2) () X(r,2) (V)

XUy (15 0)én, a (0r.0) a (Vry) a (ur,y) a (urx) Un (50 EN)

We divide the r-intergral into two parts, setting III = III; + IIl,, with

C “dr
I = f/dx dy / 7/(12 X(r.2) ) X (r,2) ()

XUy (t;0)én, a (Utx) (vt)) (“t y) (”tx)uN 0)én),

L = m /dx dy / /dz X(r,2) X)) X(r,2) (¥)
x{Un (t;0) &N, a (vt,x) (Ur,y) @ (us,y) a (usx) Uy (15 0) EN) . (3.14)

We start estimating I1I;. Here, we start by integrating over z. Since
/dZ X(r,z)(x)X(r,z)(y) = V3X<\/§,,x)(Y)

we obtain, with (3.5),
C [(“dr
N ) riz dxdy X(ﬁr,x)()’)
x(Un (1:0)En, a (0r,x) a (Vr,y) a (ur,y) a (urx) Un (13 0) En)

C (“dr -
=% /0 ) / dx Uy (t;0)én, B g5, a(Ur)a(u, Uy (1;0) én) .

10T

Since [V |I> = @ (x; X) = py.((x), we find

I, |

IA

C “dr 1/2

¥ | [ oifie et oty 0y gni

B Y L0 3.15
<y | 7 [ AoV ioiix gz on a0t @ 0 xl - 315

Using the pointwise bound (3.7) and the assumption (2.7), we obtain that, for all § > 0
sufficiently small, there exists a constant C > 0 such that

1 3 5

C(Ng)st? © o dr 12 sos

I} = N Z/o 172435 /dxp i) ['OI [xi, wzv,]\(x)]
i=1

xlla(u U (5 0) Enl - (3.16)

Applying Holder’s inequality, we conclude that

C(N8)6+6 1/2-36
Iy | <#Zlupmn5/3np”x, wN,HHZS s
14

1/2
x [ / dx llaue ) Uy (t; 0) anz} : (3.17)
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By the Hardy-Littlewood maximal inequality and the assumption (2.7), we have

107t on 1125 55 = o100 ill 2 _s5 < CNe .

Furthermore, we have

/dx lla(ue Uy (23 0) EnlI* = Uy (t50) &, dT (. Uy (t; 0) En)

< (Un (1;0) Ex, NUy (15 0) En)
= N2y (1 0) En |1

(3.18)

(3.19)

On the other hand, to bound the norm || pn /[|5/3 we use the Lieb-Thirring inequality, which

implies
5/3 _
o133 < tr (—~Mon., < e 2Enr(wy.0)
with the Hartree—Fock energy

Eur(on,) = tr (—2 Aoy,

1 1
+ﬁ/ [On,i(x: X)ow (73 ¥) — oy, (x5 y)|*] dxdy.

lx — yl

By energy conservation, we have

5/3 —
lon.c1353 < e 2Eur(on) .-

(3.20)

Next, we remark that the potential part of Egr(wx) can be bounded by its kinetic energy.
In fact, applying the Hardy-Littlewood-Sobolev inequality and interpolation and using the

normalization ||py |1 = N for py (x) = wy (x; x), we find
I ! c .,
N/ E _y|,0N(x),0N(Y)dXdy < N”PN”WS
< w17 Non 123
= N llpwlY)3
< CN+CN " onl3,

by Young’s inequality. From the Lieb—Thirring, we find

1 1
f/ pn () pn (y)dxdy < CN + Ctr (—e* Aoy
N J |x =yl

and hence

Enr(wy) < CN + Ctr (—e*A)wy < CN

from the assumption tr (—e2A)wy < CN on the initial sequence of orthogonal projection
wy . From (3.20), we conclude that || oy ([ls/3 < N.Combining this estimate with (3.18) and

(3.19), we obtain

I | < CV/Nex P3N 2y (1500 en || < elNV2Uy (150) En |12 + CNex =0

forallz € [0; T].
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Next, we estimate the second term in (3.14). With the definition (3.5), we have

| < gfood—r/dz IB, . |I> < g/md—rfolz 1xer2)> @n 112
= N . r5 V4 —N B r5 s s tr

With the bound (3.7) and the assumption (2.7), we obtain

Ne)? [ d
|1112|§C(N8)/ L CNg216
K

72465
Hence,
I < e|NY2Uy (1 0) EnII? + CNex =0 4 CNe2c™1—60
Minimizing over x we find k = £!/? and we conclude
1| < e N2y (1:0) x| + CNe¥27%.

Combining this bound with (3.12) and (3.13), we obtain from (3.1) that, for every § > 0
small enough, there is a constant C > 0 such that

d
—(UN (6 0) En, NU (15.0) En)| < C Uy (3 0) En, NU (150) En) + CNg!'/?7

for all t € [0; T']. Gronwall’s lemma implies that there exists a constant C > 0 such that

sgp (Un (15 0) Ex, NUy (1:0)En) < C [(En, NEN) + N2
te[0;T]

This concludes the proof of Proposition 2.3. We still have to show Lemma 3.1.
Proof of Lemma 3.1. The integral kernel of the commutator [x( ;), wn /] is
[X(r,z)7 wN,t](x§ y) = (X(r,z) (x) — X(r.2) (Y)) oy (x;y)

Id _e=2? a=?

=z N C i Y iyS

:/ ds —e 2 SwN,t(x;y)e 719
0 ds

1 _(X—z)z X —Z 2 _(yfz)2 _
0 r

Hence

[X(r,2)» ©n 1]

_ 1 d (x —z2)?
==, S X(r)f5.2) X) T ONa | Xy l—S,z)(x)
3 1
= —Z/ ds X(r/«/gyz)(x)
k=170
5 ((x ;2z>k [ one] + [ o] 06;722>k> Ko i=5.0) )
3
= Zlk + 11, (3.21)
k=1

where, with an abuse of notation, we use x(_)(x) to denote both the function of x and the
corresponding multiplication operator.
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We focus on the first term on the r.h.s. of (3.21), for example fixing k = 1. The other
components of the first term, and the three components of the second term can then be
treated similarly. We use the spectral decomposition of the commutator [x 1, ON, ,] (which,
by assumption, is trace class for all ¢ € [0; T']), given by

[x1,on/ =i Z)»jle)(sﬂjl

J

for asequence of eigenvalues A ; € R and an orthonormal system ¢ in L%(R?) (weintroduced
i = +/—1 on the r.h.s., because the commutator is anti self-adjoint). We find

I

1 —
/0 ds X(r/\/E,z)(x)(xrizZ)l[xlva,t]X(r/ —5.0) (Y

i I ds (x —2)1
= r;)\jfo NG X(r/ﬁ,z)(x)W%XX(r/ =5,2) 1)®;

and therefore, since |||@) (¥l = ll@llI¥ 1,

1 U ds lx —z|
fpeyie E;X/:Mﬂ A x X(r/ﬁ,z)(x)mﬁﬂj HX(’/va)(x)(ij

1 2\ /?

1 ds x — z|

< ;/0 7 Xj:l)nﬂ ‘X(r/ﬁ,z)(x)wg‘ﬂj
1/2
2

< | 1 |xo o @e| ] (3.22)

J
We compute

2 (]2 /2
Z |)”j| HX(r/x/l—s,Z)(x)(pj ” = /dxe (=)= /r pllxlwa,;Jl(x)
J

3

= Cm PiLer,on. 1) (3.23)

where pl*[ 1wy ) 18 the Hardy-Littlewood maximal function associated with pj(x;,wy,1|- To
prove (3.23), we write

1
2= (x—2)*/r? =/ x(t < e 20=9)G=22/ry gy
0
1 2
r=log(l/t
— / X |X — Z| < gi(/)
0 2(1—)

— —s -2)%/r?
/dxe 2(0=9)(x=2)*/r Pl w11 (X)

! [r2log(1/1)
:/0 dt/dxx lx —z| < m Plixr.oy..11 ()

and, using Fubini, we find
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3

<c—" €] f 1<log<1/z>)3/2
= 0 =532 Ilx1,0n ]l 0

73

= C(l _ s)3/2 ’OlTxl,wNJ]\(Z)
which shows (3.23). Similarly to (3.23), we also find

-z | ’
A1) x (xX)——F—=
Z J (r//s.2)\X r/ f ®j
Combining this bound with the simpler estimate

> 1yl

7

*
= Cs3/2 Pilxy, w11 (2 -

x—z |2
‘wa 2@ ——=0;| =CY Al = lom.onall
/f 7

we obtain
2 1-
r3 ”p\[xl,wN,:Jl “1 *

|x —z| o
=C $3/2 <'OI*[X| N ]| (Z))

0 )
X/ 5,0 (X /f‘/’f

for any 0 < o < 1. Inserting the last bound and (3.23) on the r.h.s. of (3.22) we conclude

”IIHtI < Cr(l+30l)/2 (1_0‘)/2< *

(14+a)/2
I o1xr w1l P10y 411 Z))

1
1
X/O dssl/2+3a/4(1 B
Hence, for all § > 0 we find (putting @ = 2/3 — 26)

5/6—8
_ 1/6+6
Il = €2 e a1 (P 1D

which concludes the proof of Eq. (3.7), and of Lemma 3.1. O
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