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Abstract

We consider an electronic bound state of the usual, non-relativistic, molecular
Hamiltonian with Coulomb interactions, fixed nuclei, and N electrons (N > 1).
Near appropriate electronic collisions, we prove that the (N — 1)-particle electronic
reduced density matrix is not smooth.
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transform.
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1 Introduction.

The theoretical and practical studies of molecules is known to be an involved task, even
for fixed nuclei, since one does not know how to solve the Schrédinger equation for such an
electronic system. This explains why an alternative strategy has been developped, namely
the Density Functional Theory (DFT) (cf. [, LiSe¢]). To an electronic pure quantum
state of the system one attachs several electronic (reduced) density matrices and their
regularity properties are important for the DFT. Due to the Coulomb interaction between
the particles in the molecule, these regularity properties are not straightforward. In the
last two decades, several regularity results were proved on the solution of the Schrédinger
equation and on those objets: in particular, it has been shown that those electronic
density matrices are real analytic in large domains in the configuration space: see [FHHSI,
FHHS2, HS, J1, J2]. This reflects the fact that the potential in the Schrodinger equation
is also real analytic on a large domain. However, the optimality of these results is not
clear. Intuitively, we do have reasons to think that they are (almost) optimal. A result
of this kind has been proved in [FHHS4]. Another one is claimed in [C'1] but, as we shall
see, it is quite questionable. A more convincing, indirect argument is given in [C2]. In
the present paper, we mathematically prove that some particular density matrix is not
smooth in some region of the configuration space.

Let us first recall the mentioned regularity results. We consider a molecule with N moving
electrons, with N > 1, and L fixed nuclei, with L > 1 (according to Born-Oppenheimer

idealization). The L distinct vectors Ry, -+, Ry, € R? represent the positions of the nuclei.
The positions of the electrons are given by z;,---,zy € R3. The charges of the nuclei
are respectively given by the positive Zy,---, Z; and the electronic charge is set to —1.

The Hamiltonian of the electronic system is

N L
H o= Z(‘ij - ZZk|$j—Rk|_1> D T+ By (L)
j=1 k=1 1<j<j'<N
where Fy = Z ZpZyw| Ry, — Rk/|_1
1<k<k/'<L

and —A,; stands for the Laplacian in the variable z;. Here we denote by |- | the euclidian

norm on R3. Setting A := Ejvzl A;,, we define the potential V' of the system as the
multiplication operator satisfying H = —A + V. It is well-known that H is a self-adjoint
operator on the Sobolev space W22(R3Y) (cf. Section 2). Let us now fix an electronic
bound state ¢ € W*#(R3") \ {0} such that, for some real £, Hi) = E (there does exist
such a state, see Section 2).

Associated to that bound state 1, we consider the following notions of electronic density.
Let k be an integer such that 0 < k < N. Let p; : (R*)* — R be the almost everywhere
defined, L!(R3%)-function given by, for z = (x1;--- ;25) € R3*,

pe(z) = AS(N_k)\¢(£;y)\2dy- (1.2)

It is called the k-particle reduced density.
Define also 7, : (R?)%* — C as the almost everywhere defined, complex-valued function
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given by, for z = (z1;-+- ;a3) € R?* and 2/ = (2); -+ ;7)) € R3*,

(') = /R e Y(z;y) (' y) dy - (1.3)

It is called the k-particle reduced density matriz.

Thanks to Kato’s important contribution in [K], we know that the bound state 1) is in fact
a continuous function. Therefore, the above densities p, and 7, are actually everywhere
defined and continuous, and satisfy py(x) = v, (z; ), everywhere.

From a physical point of view, the previous objects differ from the true physical ones by
some prefactor (see [I2; Le, LiSe, 1.Sc]). This will not affect the issue treated here.

We need to introduce the following subsets of R3. Denoting for a positive integer p by
[1;p] the set of the integers j satisfying 1 < j < k, the closed set

Cp = {gz (zy;--- ) € R*: 3(5;5) € [[1;/<;]]2;j5£j' and z; :a:j/} (1.4)

gathers all possible collisions between the first & electrons while the closed set

Ry = {z=(y;-;2) €R™; Jj € [1;K],30 € [1; L] ; 2 = Ry} (1.5)

groups together all possible collisions of these k electrons with the nuclei. We set
U = R\ (CLURy), (1.6)

which is an open subset of R3*.

The set of all possible collisions between particles is then Cy U Ry and the potential V'
is real analytic precisely on R3V \ (Cy U Ry). Classical elliptic regularity applied to the
equation Hi = FE1) shows that 1) is also real analytic on R*V \ (Cy URy) (cf. [Ho1]). A
better regularity for ¢ is not expected (and false in some cases), therefore such a regularity
for pr and 4 is not clear. It is however granted on some appropriate region, as stated in
Theorem 1.1 below.

We also need to consider two sets of positions for the first k£ electrons and introduce the
set of all possible collisions between positions of differents sets, namely

) (z;2') € (R3*)?; o= (x5 s 2p), 2/ = (2 5 2),
e = . (1.7)

3 5') € [1; k] Tj =T

We introduce the open subset of (R**)? defined by
U @ <)\

The above mentioned, known regularity results may be summed up in the following way:

Theorem 1.1. [FIIHST, FHHS2, HS, J1, J2].
For all integer k with 0 < k < N, the k-particle reduced density py. is real analytic on Z/{,gl)
and the k-particle reduced density matriz vy is real analytic on Z/{,EQ) = (Z/l,gl) X u,ﬁ”) \C,EQ).
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A natural question is the following: is the domain of real analyticity of py (resp. i)
larger? Due to results in [I, FIITS3, FHIHS4], one can show, in the atomic case (i.e. for
L = 1), that p; is not smooth near the nuclear position (see Section 2).

What about 71?7 Such a question is considered in the papers [C'1, C2]. In [C2], it is shown
that, for two-electron systems in a S-state, v; has a “fifth order cusp” on the diagonal,
that is a limited regularity there. In [C'1], such a “fifth order cusp” on the diagonal is
claimed and derived from a special decomposition of the considered bound state near
some collisions, that was obtained in [FHHS5] (see also Theorem 3.1 in Section 3.1). This
argument is questionable since the mentioned decomposition is used in [C'1] outside the
domain of its validity, that was etablished in [FHHS5].

In the present paper, we take advantage of this special decomposition to prove that the
(N —1)-particle electronic reduced density matrix vy_; has a limited regularity at a point

on the diagonal of U ](\})_1 Precisely, we shall show the

Theorem 1.2. Consider & = (Z1;--- ;Tn-1) € LIJ(\})_l (see (1.6)). Then the (N —1)-particle
reduced density matriz yy_1 is not smooth near (Z; ).

Remark 1.3. We think that Theorem 1.2 is valid on a larger region than the diagonal of
the set U](\})_l. Indeed, we expect that the (N — 1)-particle reduced density matriz yy_1 is
not smooth near a point (1;1') € (U(lzl X U](\[lzl) N C](\?ZI (see (1.6) and (1.7)). We refer
to Remark 5.2 for an intuitive explanation.

A key feature in our proof of that theorem is the splitting of yy_1, defined in (1.3) and
restricted to a vicinity of some (z;2) € (U](\;)_l X U](\})_l) N C](\?)_l, into a appropriate, finite
sum of integrals on regions ) of R3 such that, on a neighbourhood of Z times ) and
on a neighbourhood of 2’ times ), the bound state 1) admits a special decomposition
as in [FHHSY] (see Theorem 3.1 in Section 3.1). Such a decomposition is, up to now,
only available at a two-particle collision and this restriction actually explains why our
result concerns the (N — 1)-particle reduced density matrix yy_; and no other ~; (cf.
Remark 3.7). We call such a two-particle collision a bilateral collision.

It turns out that we need a little more information on this state decomposition near a
bilateral collision compared to the one provided by [FHHS5]. This information takes place
in Proposition 3.3.

Note that there is no restriction on the chosen bound state 1 in Theorem 1.2. As the
proof below will show, it however may affect the actual regularity of y5_1. More precisely,
a connection between this regularity and some characteristic of the bound state decom-
position from [FHHS5] will be revealed (see Proposition 4.6 in Section 4 and the proof of
Theorem 1.2 in Section 5). We point out that the arguments used in our proofs are rather
elementary.

In the present paper, we did not adress the problem of the possible “fifth” order cusp of
~1, mentioned in [C2]. We refer to [He] for more information on this question. We think
that the technics from the paper [ACN] could be useful for this problem.

It is enlightening to have a look at Theorem 1.2 in the simpliest case, namely for N = 2
and L = 1. In that case, the Hamiltonian H in (1.1) reduces to the self-adjoint operator



Limited regularity, 24-03-2023 )

acting on W%%(R®) C L2(R) as

H = (_Am) + (_Ay) +

if the nucleus sits at 0 in R3. We have 24" = R3\ {0} and

u? = (R*\{0})*\ D,

where D = {(z;2') € (R®)?; 2 = 2’} is the diagonal of (R*)?. For any point # € R?\ {0},
Theorem 1.2 shows that ~; is not smooth near (Z; ). Since v, (z;z) = pi(z), for z € R3,
Theorem 1.1 tells us that 7 is smooth at (z;Z) “in the direction of the diagonal”.

If we consider two electrons but several nuclei at the positions Ry, --- , Ry with positive
charges Zy,- -+, Z, then the Hamiltonian is given by (1.8) with

Z Z
— — — — replaced by
[yl Z [o — R Rz Z ly — R Rz

(see (4.1)). In this two-electon case, studied in Section 4, Z/{11 =R3\{Ry; - ; Ry} and
U? = R\ {Ry;---; R})*\ D.

In particular, the diagonal of 2" is precisely D N U x UMy = ¢ n @™ x u).
Theorem 1.2 tells us that 7 is not smooth near a point (Z;z) on the diagonal D, where
{%ER:S\{Rl; SRR RL}

We point out that our proof of Theorem 1.2 in the general case essentially reduces to the
one in the two-electron case. In the latter case, our proof essentially gives more details
on the nonsmoothness of ~q, this supplementary information being a quite precise upper
bound on the wave front set (see [[162] for a definition) of +; above a vicinity of a point
(#;2) with & € R®\{Ry; --- ; Rr}. We refer to Proposition 4.8 for a precise statement. We
further observe, still in the two-electron case, that 7, is the kernel of a pseudo-differential
operator on R3\ {0}, the symbol of which belongs to a nice, well-known class of smooth
symbols (cf. [H03]): see Proposition 4.9. We explain in Section 5 how this two properties
extend to the general case.

The paper is organized as follows: In Section 2, we introduce some notation and recall
well-known facts on electronic bound states. In Section 3, we focus on two-particle col-
lisions. We recall in Subsection 3.1 the state decompositions obtained in [FHHS5] and
provide the previously mentioned complement on them. In Subsection 3.2, we split yy_1
into an appropriate, finite sum of localized integrals and extract from it a smooth part.
In Section 4, we focus on the two-electron case. We prove there Theorem 1.2 in this case.
We also study the wave front set of v; and the nature of the pseudodifferential operator
with ~; as kernel. In Section 5, we perform the same analysis in the general case and, in
particular, prove the main result, namely Theorem 1.2. Technical details are gathered in
an Appendix at the end of the paper.

Acknowledgments: The authors warmly thank L. Garrigue, A. Mizrahi, and R.G. Woolley
for fruitful discussions and advice.
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2 Notation and well-known facts.

We start with a general notation. We denote by R the field of real numbers and by C the
field of complex numbers.

Let p be a positive integer. Recall that, for u € RP, we write |u| for the euclidian norm
of u. Given such a vector u € RP and a nonnegative real number r, we denote by B(u;r|
(resp. B(u;r]) the open (resp. closed) ball of radius r and centre u, for the euclidian
norm | - | in RP.

In the one dimensional case, we use the following convention for (possibly empty) in-
tervals: for (a;b) € R? let [a;b] = {t € Rja < t < b}, [a;0]= {t € Rja < t < b},
la;b) ={t € R;a <t < b}, and |a;b[= {t € R;a <t < b}.

We denote by N the set of nonnegative integers and set N* = N\ {0}. If p < ¢ are
non negative integers, we set [p;q] := [p;q] NN, [p;q[ = [p; ¢[NN, ]p; ¢[ =]p; ¢[NN, and
[p;ql =]p;q] NN.

Given an open subset O of R? and n € N, we denote by W™?(O) the standard Sobolev
space of those L2-functions on O such that, for n’ € [0;n], their distributional partial
derivatives of order n’ belong to L?(0). In particular, W%?(0) = L*(O). Without ref-
erence to O, we denote by | - || (resp. (-,-)) the L?*norm (resp. the right linear scalar
product) on L%(0O).

On RP| we use a standard notation for partial derivatives. For j € [1;p], we denote by
0;j or Oy, the j'th first partial derivative operator. For o € NP and x € R?, we set DY :=
(—i0x)® 1= (—iDx, )™ - - (—10x,)*, Dx = —iVy, x* := x{" -7, || == a1 + - + ay,
al = (an!) -+ (ap)), x> =x}+ -+ 4+ xZ, and (x) := (1 + [x|*)"/2 Given (o; 8) € (NP)?,
we write v < f if, for all 7 € [1;p], a; < f;. In that case, we define the multiindex
f—a:= (B = aj)jepy € N

We choose the same notation for the length |a| of a multiindex o € NP and for the eu-
clidian norm |x| of a vector x € R? but the context should avoid any confusion.

For k € NU {oo}, we denote by C¥(O) the vector space of functions from O to C which
have continuous derivatives up to order k and by C¥(O) the intersection of C*(O) with
the set of function with compact support in O. If a function f satisfies f € C*(O) with
k € NU{oo}, we often write for this that the function f belongs to the class C* on O. In
the case k = oo, we also write that f is smooth on O if f € C*(0).

Recall that real analytic functions on O are smooth on O. We refer to [Ho4] for details
on the analyticity w.r.t. several variables.

In the appendix, we need polynomials. We denote by R[X] the vector space of the poly-
nomials in one variable with real coefficients.

Thanks to Hardy’s inequality

Je>0; VfeWH(R?), /R3\t|2\f(t)\2dt < c/Ra\Vf(t)th, (2.1)

one can show that V' is A-bounded with relative bound 0. Therefore the Hamiltonian H
is self-adjoint on the domain of the Laplacian A, namely W??(R3") (see Kato’s theorem
in [RS2], p. 166-167). In particular, for any function ¢ € W22(R3"), each term in the
expression of H, that is derived from (1.1), makes sense as a L? function on R3V.
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We point out (cf. [S, 7]) that a bound state ) exists at least for appropriate E < Ej (cf.
[F'H]) and for

L
N < 1+222k.
k=1

A priori, such a bound state 9 just belongs to W*?(R3"), a space that contains non-
continuous functions. But, as shown in [K], ¢ is actually continuous. Since the integrand
in (1.2) (resp. in (1.3)) is integrable and continuous, a standard result on the continuity
of integrals depending on parameters shows that py (resp. 7x) is everywhere defined and
continuous.

Kato’s paper [K] shows also that ¢ has some Holder continuity (roughly speaking, 1 is
almost differentiable). Furthermore, it turns out that singularities of the first derivatives
of ¢ and also the non-smoothness of p; are encoded in the so called “cusp condition”
involving some averaged density (see [I<, FTIIS3]). In [FTITS4], it is shown, in the atomic
case (i.e. for L = 1), that this averaged density is positive, implying through the cusp
condition that p; is not smooth near the nuclear position and that v is not differentiable
at such place.

This low regularity of v is due to the collisions of the particles taking place on CyUR y (see
(1.4) and (1.5)). On the complement, the potential V' is real analytic and classical elliptic
regularity applied to the equation Hiy = E1 there shows that v is also real analytic on
R\ (Cxy URy) (cf. [HO1]).

Another important consequence of the ellipticity of the Hamiltonian H is the following.
Let 6 > 0 and take Vs a neighbourhood of Cy U Ry in R3*YN such that, for z € R3" \ Vs,
the distance from x to the collisions set Cy U Ry is bigger than §. On R3N \ Vs, the
equation (H — E)¢p, for ¢ € W22(R3V\ V) is an elliptic differential equation with analytic
coefficients (see [[103] for a precise definition). Furthermore, the potential V' and its
derivatives to all orders are bounded on R3*" \ Vs (with bounds depending on 4). Starting
from ¢ € W22(R3N \ V;), (E — V)¢ also belongs to W»2(R3V \ Vs), thanks to mentioned
properties of V on R*V\ V;. From (H —E)y = 0 on R*V\ Vs, we get Ayp € W22 (R3V\ V).
This implies that ¢ € W42(R3Y \ V;) (by the lemma on page 52 in [R52]). Thanks to
the nice properties of V on R3N \ Vs again, (E — V)¢ belongs to W42(R3N \ Vs). This
shows Ay € WH2(R3M \ Vs) and, by ellipticity, v € WS?(R3N \ V;). By induction, we
get that ¢ € W2»2(R3N \ V), for all n € N. This means, in particular, that any partial
derivative D% (with a € N3) is not only real analytic on R3Y \ V5 but also belongs to
L2(R3V \ V).

Finally, we further point out that, thanks to Theorem XIII.57, p. 226 in [R54], the bound
state ¢) cannot vanish on a non-empty open subset of R3V.

We group those facts together into

Proposition 2.1. Recall that Cx (resp. Rn) is defined in (1.4) (resp. (1.5)). The bound
state 1 is a continuous function that also belongs to the Sobolev space W22(R3*N). On the
open set R3N\ (CyURN), v is a real analytic function. Take a subset & of R3N\ (CyURN)
such that its distance to the collisions set Cy URy is positive. Then any partial derivative
of 1 belongs to L2(E). For any non-empty open set O of R3N | the bound state 1) does not
vanish identically on O.
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3 Structure of the bound state near bilateral collisions.

In this section, we recall the decompostion of the considered bound state near a bilateral
collision, as obtained in [FTIHS5], and derive its regularity there. We then used such
decompositions to split the (N — 1)-particle reduced density matrix vyy_; into a sum of
localized integrals. Some of them turn out to be smooth.

3.1 Decompositions of the bound state.

Here we recall the results obtained in Theorem 1.4 in [FHHS5] on the analytic structure
of a bound state near a bilateral collision. We add some information on this structure.
This allows us to give the regularity of the bound state there.

First of all, we refer to [Ho4] for basic notions on (real) analytic functions of several
variables. With our notation, we rephrase the application of Theorem 1.4 in [FTITIS5] on
our bound state v in the following way:

Theorem 3.1. [FHHSH].
The sets Cy and Ry being defined in (1.4) and (1.5), respectively, we have the following
two statements.

1. Consider a point 2 = (%15 -+ ; 2y) € R3N \ Cx such that there exists a unique
(7:k) € [1; N] x [1; L] such that 2; = Ry,. Then there exists a neighbourhood Q of
z in RN and two real analytic functions @, and py on Q such that

V2eQ, Y() = wi(2) + |z — Ril pa(z2) - (3.1)

2. Consider a point 2 = (315 -+ ; 2n) € RN \ Ry such that there exists a unique
(j: k) € [1; N]* such that Z; = Z, and j # k. Then there exists a neighbourhood )
of 2 in R3N and two real analytic functions o, and @y on Q such that

VzeQ, ¥(z) = i) + |z — al wa(2) - (3.2)
In both cases, we wrote z = (zy; -+ ; 2n) € RV,

In this Theorem 3.1, we observe that, in both cases, a two-particle collision, or bilateral
collision, takes place at z. In the first case, it is an electron-nucleus collision and, in the
second one, an electron-electron collision. In both cases, the real analytic functions ¢, and
o a priori depend on 1 and Z. They were obtained in [F'HHS5] in a somehow abstract
way, that was based on the Kustaanheimo-Stiefel transform.

Thanks to these decompositions, one can determine the regularity of the bound state 1
near a bilateral collision, as we shall see it now.

We need to introduce an appropriate notion of valuation in both cases in Theorem 3.1.
Given a nonzero, real analytic function ¢ in several variables z = (zq; -+ ; 2y) € R3V it
is written, near any point z = (21; - -+ ; Zy) of its domain of analyticity, as the sum of a
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power serie in the variables ((z;1 — 21); - -+ ; (25 — 2n)). For j € [1; N], this sum may be
rearranged in the following form

0(2) = D 0o, ((B)rrs) (5 — )™,

Qg €eNs

for sums ¢, of appropriate power series in the variables z; with k # j. Since the function
¢ is nonzero, so is at least one function ¢,,. This means that the set {|a|; @ € N* ¢, # 0}
is a non empty subset of N. By definition, the valuation of ¢ in the variable z; at 2 is
the minimum of this set. When ¢ is identically zero, we decide to set its valuation in the
variable z; at z to —oo.

Definition 3.2. For the first decomposition of Theorem 3.1, we define the relevant valuation
of the decomposition (3.1) at z as the valuation of o in the variable z; at z.

Consider the second decomposition in Theorem 3.1. We introduce new variables by setting,
on Q, zp = 2z, if L g {j; k}, 2 = zj — 2, and 2, = z; + z,. Replacing each z; by 2;, we
similarly define the 2, from 2, and set 2’ = (2; - -+ ; Z). The real analytic function py on
Q may be rewritten as 2' — ¢(2'), for 2/ = (24; -+ ; Z) in some neighbourhood of 2" and
for some real analytic function @ near 2. In that case, we define the relevant valuation
of the decomposition (3.2) at z as the valuation of ¢ in the variable 2} at Z.

This relevant valuation actually governs the regularity of ) near a bilateral collision, as
shown in the

Proposition 3.3. Consider any case in Theorem 3.1 with a small enough open set . The
real analytic function @ cannot be zero identically. In particular, the relevant valuation
q of the considered decomposition is an integer. Furthermore, on €1, the bound state 1
belongs to the class C1 but does not belong to the class CTH1,

Proof: Let us consider the first case in Theorem 3.1. We may assume that, on €2, only
the collision z; = Ry occurs. Thus, on 2, we have Hvy = E1 where the potential V' is
given by Zi/|z; — Ry| plus a real analytic term.

Assume that ¢, is zero identically on 2. Inserting the decomposition of ¢ into Hy = E,
we see that z — ¢1(2)Z;/|2; — Ri| is almost everywhere equal to some real analytic
function 3 on Q. Thus, by continuity, Zyp1(2) = |2; — Ri|¢s(2) everywhere on (2.

We use the elementary

Lemma 3.4. Let W be a bounded neighbourhood of 0 in R and ¢ : W — C be a nonzero
real analytic function with valuation ¢ € N (w.r.t. its 3-dimensional variable in the above
sense). Then the function N, : W 2 x — |z|¢(x) € C belongs to the class C? but does
not belong to the class C11. Furthermore, any partial derivative of order ¢ + 1 of N, is
well-defined away from zero and bounded.

Proof: See in the Appendix. O

Suppose that @3 is not zero identically on 2. Then, there exists some

z= (255 210 B 2y 5 2n) € Q (3.3)
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such that the map
r = 803(21; s Zie T Ry ozjga ZN)

is not zero identically near 0. Applying Lemma 3.4 to this function, we get that z
¢1(2) = Z; 'z — Rilps(2) is not smooth as a function of z;. This contradicts the real
analyticity of ;. Thus, on €2, the function @3 is identically zero and so is also ;. This
implies that the bound state v is zero on some non-empty open set. This is now a
contradiction with Proposition 2.1. Therefore ¢ cannot be zero on €.

By Lemma 3.4 and the decomposition (3.1) of ¥, we immediately see that i) has the C
regularity on 2. Assume now that ¢» belongs to the class C? on Q. By the definition
of the relevant valuation of this decomposition (3.1), we can find some z as in (3.3) such
that the function

x5 ooz 2o+ Ry zjg1 -+ 2n)

is not identically zero near 0 and its valuation there is ¢. By the decomposition (3.1) and
the assumption on 1, the function

belongs to the class C?"1. This contradicts Lemma 3.4.

Let us consider the second case in Theorem 3.1. Here also, we may assume that, on €2,
only one collision occurs, say between z; and z; (with £ # j in [1; N]). This means that,
on €, the potential V' is given by 1/|z; — zj| plus a real analytic term. We can adapt the
previous arguments to show the desired result in the second case. O

Remark 3.5. Consider the second case in Theorem 3.1 for N = 2. If we take a fermionic
(resp. bosonic) bound state 1, then we can check with the help of the proof of Proposi-
tion 3.8 that the functions @1 and s are also fermionic (resp. bosonic). This implies, in
particular, that the relevant valuation is odd (resp. even).

3.2 Decomposition of the density matrix.

Making use of the decompositions in Theorem 3.1 at a bilateral collision, we extract here,
in a relevant region, a smooth contribution from the (N — 1)-particle reduced density
matrix yy_1.

Recall that we introduced the set Z/{](\}ZI in (1.6) and the set Cﬁll in (1.7). Let us take

(2:2") € MUY, <UL ) N e, As vectors in R¥N -1 we write 2 = (#1; - - ; &y_1) and
NS Y :
T = (2); ---; @%y_,). Consider the set

G = {(:j) el N-1]"; @; = @} .

Since (2;2') € C](\?)_l, G is not empty. Since Z € LIJ(\})_l and 2’ € U](\})_l, G is the graph of an
injective map ¢: D — [1; N — 1] with the domain of definition

D= {je[; N-1]; 3j € [LN-1]; (jij) G} # 0.
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Proposition 3.6. Let (2;2) € UV, x U ,) N CYL,. Then there exist a neighbourhood
V of &, a neighbourhood V' of &', a smooth function s : V x V' — C, and, for j € D,
a neighbourhood W; of &;, a function x; € C°(R* R"), and two real analytic functions
@j VX W; — Cand ¢ ;) : V' x Wy — C, such that x; = 1 near &; = &;) and the
support of x; is included in W;, and such that, for all (z;2') € (V x V'),

ol o) = s(z o) + Z/ — yl Bz y) |2l — yl el @ y)x;(v) dy . (3.4)

Proof: We observe that the points #;, for j € [1; N — 1], @), for j' € [1; N — 1]\ ¢(D),
and Ry, for k € [1; L], are pairwise distinct. Therefore, we can find a neighbourhood V
of Z, a neighbourhood V' of 2, and, on R3, a partition of unity

:T+ka+2xj+2pj > b, (3.5)

Jj€D j¢D j'éc(D)

satisfying the following properties. Let
Fi=A{ryu{n; kel LI} U {x;; j€D} U {p;; j €D} U {p); j' ¢c(D)}.
a). For any n € F\ {7}, n € C(R3), 7 is smooth, and both are nonnegative.
b). For any (n; 0) € (F\ {7})? with n # 6, n6 = 0.

c). For k € [1; L], v = 1 near Ly. For (z;2') € V x V' and y in the support of 7y,
(z;y) and (2';y) both belong to R*N \ (Cxy URy), on which ¥ is real analytic.

d). Forj € [1; N=1]\D, p; = 1 near ;. For (z;2') € Vx V' and y in the support of p;,
(x;y) belongs to a neighbourhood ;) of 2 := (2;2;), on which the decomposition
(3.2) with k = N holds true, and (2’;y) belongs to R3*V \ (Cxy URy).

e). For j' € [1; N — 1] with j* & ¢(D), pj, = 1 near &,. For (z;2') € V x V' and y
in the support of pj,, (z;y) belongs to a neighbourhood €, of 2 := (2'; @), on
which the decomposition (3.2) with j = j" and k£ = N holds true, and (z;y) belongs
to R3V \ (Cy URy).

f). For j € D, x; = 1 near z;. For (z;2") € V x V" and y in the support of x;, (z;y)
belongs to a neighbourhood €, of z := (Z;;), on which the decomposition (3.2)
for (j; N) holds true, and (z’;y) belongs to a neighbourhood €} of 2’ := (&'; &;), on
which the decomposition (3.2) for (¢(j); N) holds true.

g). We have D = [1; N — 1] if and only if ¢(D) = [1; N — 1]. In that case, the above
conditions d) and e) are empty.

Now, we insert (3.5) into the integral of (1.3) for k = N — 1. On V x V', we thus have

oz ) = Y Lz o), where T(z;2') == | Pz y) (s y) n(y)dy. (3.6)

3
neF R
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We separately study the above integrals. We start with Z.. Denoting by S the support
of 7, the distance from V x S, to the collisions set Cy U Ry is positive and so is also
the one from V' x S,. By Proposition 2.1, the derivatives 921 are continuous, L*(S;)-
valued functions. Thus, by induction and standard derivation under the integral sign, the
partial derivatives of Z, w.r.t. the variable (z; 2) all exist and are continuous, yielding
the smoothness of Z..

For functions f and g of the variable (z; '), we write f ~ ¢g when f — g is smooth. We
recall that, for n € (F \ {7}), n has a compact support denoted by S,,.

Let k € [1; L]. Using the decompositions mentioned in ¢), one can use standard derivation
under the integral sign to show that Z,, is smooth.

Let j € [1; N — 1]\ D. Making use of the decomposition mentioned in d), there exist real
analytic functions ¢; and s such that, for (z; 2’) € V x V',

Twx) = [ (o) + Flao) o = ol) 0(i0) o) dy.

Furthermore, 1 is smooth (even real analytic) on V' x S, , by Proposition 2.1.

Applying standard derivation under the integral sign, we get, for (z; ') € V x V',

Ty(wi) ~ [ ey =l Galain) v's) pi0) dy

b /R Y| B2y + ;) v(@'sy +a5) pi (v +25) dy

by a change of variables. Again, standard derivation under the integral sign shows that

Z,, is smooth.

We treat in the similar way the integrals Z, , for j* € ¢(D), by exchanging the roles of
J

the variables z and z’.

We are left with the Z,, for j € D. For such j, we use f). There exist four real analytic

functions @1, s, ¢}, and ¢}, such that, for (z; ') € V x V',

T o) = [ (Fitao)+ @tz o - o) (A5 + 65 iy~ vl) o) d
R

Using standard derivation under the integral sign, we obtain
Ty, (s 2') ~ / g =yl @Rz y) Az y) xa(y) dy
R
s [y — ol ) ) () dy
R

[ e = al el — vl EEle) i) u ) dy.
R

Making use of a change of variables as above, we see that the first two integrals on the
r.h.s. are smooth, yielding

T o) ~ [ oy = ol bl = ol Balain) i) (o) dy.

We have proved (3.4). O
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Remark 3.7. We comment on our proof of Proposition 3.6.

In this proof, we crucially use the fact that each factor 1 in some integrals in (3.6) may
be decomposed as in (3.2) in Theorem 3.1. This is justified only at bilateral collisions.
If we look at vy, with k < N — 1 and a fized (z;2) (c¢f. (1.3)) then, on the domain of
integration, there is a p-particle collision with p > 3 when two different, 3-dimensional
y-variables meet some xj. Since we do not know how to handle this situation, we restrict
ourselves to the case k = N — 1.

We note that the non-smooth decomposition (3.1) produces smooth contributions to the
density yy—1 (cf. the contribution of the ).

When N > 2 and, for instance, 1 # &, we observe that the state decompositions used in
f) may be different since they take place near different points z and z'. This phenomenon
is absent if we require the equality & = 2'. Indeed, in that case, D = [1; N — 1] and c is
the identity map on D. Therefore, for all j € D, the functions gy and ¢y, appearing in
f), are equal.

4 The two-electron case.

In this section, we focus on the two-electron case. It is already an interesting case but we
also shall show below that our result in the general case essentially reduces to it.

Recall that, for N = 2, the electronic Hamiltonian is given by

H = (-4A,) + (-4,) + ‘x_y‘ Z‘x_Rk Z‘y_ Al (4.1)

for positive Zy, -+, Zy. We have C; = () thus U" = R3\ {Ry: --- ; Ry} (cf. (1.6)). The
set C? (cf. (1.7)) is precisely the diagonal of (R%)2, that is the set

D = {(z;2) € (R*)*; 2 =2"}, and U = (Z/{l(l))Z\D.

We want to consider the situation of Theorem 1.2 with N = 2. Therefore we take some
S Lll(l) and look at the regularity of 7, near (Z;z). According to Proposition 3.6, we
have (3.4) and, since N = 2, D is a singleton and c is the identity map on D. Thus, on
some neighbourhood V of #, 7, plus a smooth map is given by the function v : V? — C
defined by

i) = [ o= ol ) = ol ole'sn) x() dy. (1.2

where ¢ : V2 — C is real analytic and y € C°(R3;R") such that, y = 1 near # and its
support is contained in V. We start with a lower bound on the regularity of ~.

Proposition 4.1. Let & € U = R3\{Ry; ---; Rp}. Letn be the relevant valuation of the
the second decomposition (3.2) of Theorem 3.1 near (&;Z) in the sense of Definition 3.2.
Near such a point (2; %), the function y (see (4.2)) belongs to the class C"T.
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Proof: On the neighbourhood V? of (&; 1), we can write |z — y|@(x;y) = |x — y|@(z —
y;x +y), for some real analytic function ¢ on some neighbourhood U of (0;2z) (cf. Defi-
nition 3.2). By Lemma 3.4, for fixed y, the function z — |z — y|@(x — y; z +y) belongs to
the class C™ near 0. By standard derivation under the integral sign in (4.2), we see that
the function 7 belongs to the class C™ near (&;Z). By Lemma 3.4, any partial derivative
of order n + 1 of the function z — |z — y|@(x — y; z + y) is bounded, thus y-integrable on
the compact support of y. By Lebesgue’s derivation theorem under the integral sign, the
function « does belong to the class C"*1 near the point (#; ). U

Remark 4.2. A careful inspection of the proof of Proposition 4.1 allows us to claim that
the functions v — y(x;2) and x — ~(Z;2) belong to the class C*"*2 near . Roughly
speaking, this can be seen as follows: we derivate (n+ 1) times w.r.t. x under the integral
sign in (4.2) with ' = Z; then we make the change of variables y' =y — x; this allows us
to derivate again (n+ 1) times w.r.t. x under the integral sign.

To reveal the limited regularity of v, we use the Fourier transform of + times some cut-off
function that localizes near (Z; ) (in the spirit of the wave front set, cf. [Ho1] and (4.21)
below). This is based on the elementary

Lemma 4.3. Let d € N* and k € N. Let g : R — C be a compactly supported, continuous
function and denote by F, its Fourier transform. Given a real r, we denote by E(r) the
integer part of v, that is the biggest integer less or equal to r.

1. If the function g belongs to the class C*, then there exists C' > 0 such that, for all
¢ € RY with |¢] > 1,
[P, ©)] < Clet.

2. Assume that the function F, belongs to the class C° and satisfies, for some real
r> E(r) >0, for all € € R with || > 1,

[F(©] < Clel.
Then g belongs to the class CF().
Proof: Let £ € R? with || > 1. We have

R = [ e glayd. (43)

If g belongs to the class C*, we can integrate by parts k times in (4.3), thanks to the
identity
z% S Ve itr = gt
<l

This leads to
R = I [ e gula) da
R
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for some compactly supported, continuous function g,. Since the latter integral is bounded
w.r.t. &, we obtain point 1.

Under the assumptions of point 2, the function Fy is integrable on R?. Thus, by Fourier
inversion formula, we have, for z € R,

oa) = [ e R(e)ds. (1.4

By assumption, the partial derivatives of (x; &) — €4 F,(¢) w.r.t.  up to order E(r) are
&-integrable thus, by Lebesgue’s derivation theorem, we can continuously derivate E(r)
times under the integral sign in (4.4) yielding the C*(") regularity for g. O

Let xo € C°(R? R) such that xo = 1 near 2 and yox = Xo. For fixed y in the support
S, of x, the function

R® 3 (z;2) = xo(®) |z — y| B(z;y) xo(2') |2 — y| w(a'sy)

is continuous and compactly supported. Then, its (usual) Fourier transform is the map

R® > (& &) — F (& ¢') defined by

F,(&¢) = /RG e D yo (@) o — yl Plasy) xol@) |2 = yl pla'sy) drda’,

where -2 denotes the usual, scalar product of ¢ € R? and x € R3. By the Fubini theorem,
the map R® > (&;&') — F(&;¢), defined by

F(&¢) (4.5)

- /9 e HEeHE ) () [ — y| Blasy) xo(@) |2 — yl oz’ y) x(y) dzda’ dy
R

is the Fourier transform of the map v : RS — C defined by vo(x; 2") = v(z; 2')xo(x)x0(2'),
which is a localized version of . For fixed y, we make the change of variables T =+ — y
and ¥’ = 2’ — y in (4.5), yielding

F(&¢) (4.6)
- /R e DY X (@ 4 ) |71 BT+ y5 v) xo(@ + ) 1] (7 + 3 )
x(y) dzdz' dy .
Let € > 0. We consider (§;¢’) such that |€ +&'| > €|(¢;¢)] and |(£;¢')] > 1. Using that

et g e Cere
; |§+§|2 e e

and the fact that the integrand in (4.6) is a smooth function of y, we get by integration
by parts w.r.t. y that, for any ¢ € N, there exists C,,. > 0 such that, for all (¢;¢’) with

1€+ &' > €l(&;¢)] and [(&;E)] > 1,
|F(6¢)] < Cge

& (4.7)
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We expect that such a large [(£;¢’)| behaviour does not hold true when £ 4+ ¢ = 0. To
study this point, we take w in the unit sphere S* of R?, that is w € R? with |w| =1, and
A > 1. We rewrite (4.6) for (§;¢') = (—Aw; Aw):

F(—\w; \w)
= /Rg M xo(@ +y) |71 DT+ y; y) xo(@ +y) [7'] (T +y; ) x(y) dT di’ dy .
Using the function ¢ introduced in Definition 3.2, we rewrite this as
F(-dwi ) = [N 13| 5@ 5+ 2) |8 905 7+ 20

RO

Xo(Z +y) xo(Z +y) x(y) x(12]) x(1Z']) dzdz'dy,  (4.8)

where y € C°(R) is such that, for all z € R* and y € Sy, x(|z]) = 1 if xo(z +y) #0. We
observe that Y = 1 near 0. From Proposition 3.3, we know that the relevant valuation of
the second decomposition (3.2) of Theorem 3.1 near (Z; 2) is a integer n € N. This means
that this integer n is the valuation of ¢ w.r.t. its first 3-dimensional variable. Then n is
also the valuation of  — @(Z; T + 2y), for almost all y € S,. Let us choose an integer
m > 2(n + 4) (this requirement will be explained later). In particular, we can write, for
(Z;2';y) near (0;0; ),
P(E; E+2y) = D aaly) T+ Y @aldy) i,
n<lal<m |a|=m

where the functions ¢, are real analytic near (0;Z) and the functions a, are real analytic
near Z. By definition of n, the functions a, for |a| = n are not all zero.
We also write a Taylor formula for y at fixed y with exact rest as an integral:

~ ng)(y) =5 o~ ~5
Xol@+y) = Y 5Ot > (@ y)

|[6|<m—n |6|l=m—n

where the functions Y4 are smooth near (0;Z). Using the above formulae, we expand the
product ¢(Z; T + 2y) xo(Z + y) as

FE i+ xo@+y) = Y. daly)E+ > TalEy) i
n<|al<m m<|§|<2m—n

for some smooth functions a, and rs. We observe that, for |a| = n, a.(y) = @a(y)xo(y)-
Of course, we may replace in the above expansion the variable Z by the variable Z’. Now
we insert those expansions into the formula (4.8). We observe that, by the Fubini theorem,
the resulting terms in (4.8) contain 3-dimensional integrals of the form

/]R3 e M |z 2 x(|z]) (a(z) + r(z;y)) do, (4.9)

for some smooth functions r and a, § € N?, and @ = dw. Using the fact that z
|z| 2° ¥(|2|) belongs to the class CI°, by Lemma 3.4, and using

e = ATH@ -V, )e e (4.10)
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we see by integrations by parts that integrals of the type (4.9) are O()\*“S'), uniformly
w.r.t. y € Sy. This allows us to rearrange (4.8) as

P dw) + OO) (4.11)
= > / A 13 g g (12]) 12| () X(17]) Taly) ac(y) x(y) di di’ dy .

n<|al<m
n<|a/|<m

Let us denote by F{ the Fourier transform of the continuous, compactly supported function
f: R® — C, defined by f(z) = |z| X(|z|). The function F, is smooth. For all a € N3,
the Fourier transform F, of the continuous, compactly supported function R® > z
|z| 2% x(|z|) is actually (i0¢)*Fy (€ being the Fourier variable associated to x). Thus
(4.11) can be written as

F(=\w; \w)
= Y FR(-w) Fa/(Aw)/ ao(y) aw(y) x(y)dy + O(A™™)

RS

n<|a|<m
n<la/|<m

= Y R0W Ae0w) [ @) ar) x@dy + O (1)

RS

n<|a|<m
n<la/|<m

To extract from (4.12) the large A asymptotics, we use the elementary

Lemma 4.4. Let f : R® > z +— |z| - 7(|z|) where T € C°(R) such that T = 1 near 0. Then,
its Fourier transform Fy is a smooth function on R®, which is given, for € # 0, by

A
€]

It has the following behaviour at infinity:

o - 5 | () o sin(rle]) dr (4.13)

VaeN*, 3C, >0; V¢Ee R {0},

Fi(e)] < Colel ™. (414)

Furthermore, there exists a smooth function G : R®\ {0} — R such that, for & # 0,
Fr (&) = =8¢~ + G(§) and such that

VaeN*, 3C, >0; VEe R\ {0}, [0°G(&)] < Ca g7, (4.15)
Proof: See the Appendix. O

By Lemma 4.4 with 7 = x and the fact that m > 2n + 9, we derive from (4.12) the
estimates F'(—\w; Aw) = O(A™2""®) and

F(=w; dw) = > Fa(hw) FaI(M)/ aa(y) au(y) xg(y)dy + O(XN2"7%), (4.16)
lal=n R3
la’|=n

— /R3 s NP X2y dy + O(A 279, (4.17)
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where

FogiA) = Y FalDw) daly) = ) daly) ((i06)*Fo) .y, -

|lal=n |lal=n

Using the decomposition of Fy, (4.14), and (4.15) in Lemma 4.4 with 7 = x and the

homogeneity of the partial derivatives of the function | - |74, we get the expansion
F(=\w; \w)
2
= [ 13 @) (@001 | iy + O()
la]=n

Y aay) (017" | Xow)dy + O(N7). (4.18)

|lal=n

_ )\—Qn—S /
R3

Now, (4.18) is really the large A asymptotics of F/(—Aw; Aw) if the integral in (4.18) is
nonzero, and this is true if and only if the the integral in (4.17) is nonzero. This is at
least the case for some w € S?, as shown in

Lemma 4.5. Let & € U = R3\ {Ry; -+ ; R.}. For any w € S?, the leading term in
(4.17) is nonzero if and only if the leading term in (4.18) is nonzero. Furthermore, there
exists w € S* such that the leading term in (4.17) is nonzero.

Proof: We already proved the first statement.
Assume that the integral in (4.18) is zero for any w € S?. Since it is homogeneous as a
function of w, it is actually zero for any w € R3\ {0}. By the properties of y, and the
continuity of the map
~ . a —4
Yy = Z aa(y) ((Zaf) | ’ | )‘gzw )

laf=n

the latter function is identically zero on the support of xo, for any fixed w € R?\ {0}.
Since the functions a, are continuous on the support of xq, they all are bounded there.
By Lemma 4.4, we can find some C' > 0 such that, for all w € S?, for all A > 1, and for
all y in the support of o,

[alys V] = 1D aaly) (0" F) o_y| < CAT (4.19)

|a)=n

Let us fix y in the support of yg. Recall that Fj is the Fourier transform of the function
f:x = |z x(|z|). The term f,(y; ), the norm of which is estimated in (4.19), is the
Fourier transform of the function h, : R* — C given by h,(x) = |z| ¢,(z) x(|2|), where
¢, is the real analytic function defined by

R*>z — o,(r) = Z aa (y) 2.
|a|=n

By (4.19) and Lemma 4.3 (with p = 3 and r €]1+n;2+n/), h, belongs to the class C"**.
This is also true on a small ball B that is centered at 0, is independent with y, and on
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which x¥ = 1. By Lemma 3.4, the valuation of ¢, has to be larger than n, unless ¢, is
identically zero. By the definition of ¢,, however, the valuation of ¢, is less or equal to
n, thus ¢, is identically zero on B.

Therefore, for (z;y) € B x Sy, ¢y(r) = 0 and, in particular, for |[a| = n and y € S,,,
o (y) = 0. This contradicts the fact that n is the relevant valuation of the second decom-
position (3.2) of Theorem 3.1.

Therefore, we have proven that, for some w € S?, (4.17) and (4.18) are true expansions in
the sense that the integrals taking place there are both nonzero. O

Proposition 4.6. Let & € U = R3*\{Ry; ---; Rp}. Letn be the relevant valuation of the
the second decomposition (3.2) of Theorem 3.1 near (&;Z) in the sense of Definition 3.2.

In a vicinity of such a point (&; %), the function v (see (4.2)) does not belong to the class
Cpn+9'

Proof: Assume that the function v belongs to the class C?*"*9 near (#;2). In particular,
for some neighbourhood V, of Z such that x = 1 on V, the restriction of v to VZ belongs
to the class C*"™. Let xo € C*(R?* R) such that xo = 1 near Z and the support S,,
of xo is included in V,. For such a cut-off g, 7o belongs to the class C?*"*%. Thus, by
Lemma 4.3, we have a bound

30 >0; V(& €) eRON{(0;0)}, [F(&E)] < C(€;€)]

But, at the same time, for such a cut-off xq, we know from the above computation that
there exists some w € S? such that, for A > 1, F((=\w; \w) is exactly of order A™2""® (in
the sense that (4.17) and (4.18) are true expansions for large A). This contradicts (4.20).
Therefore, v cannot belong to the class C*"* near (Z; 7). O

—2n—9

(4.20)

To describe a little bit more how 7, is not smooth, we try to compute its wave front set
“above a vicinity” of (Z;Z) (& being as in Proposition 4.6). We recall first the definition
of the wave front set (see [H02], p. 254).

The wave front set WF(y;) of 7; is a (possibly empty) subset of R® x (R \ {(0;0)}), that
is conical in the second variable. A point (z;2';&;¢') € (R xR®\ {(0;0)}) does not belong
to the wave front set of v, if there exists some 7 € C°(RS; C) such that 7(z;2’) # 0 and

a conical neighbourhood I' of (&;¢’) such that the Fourier transform £y, of 77, satisfies

VpEN,3C, > 0; V) € DALO:0), [Froy )| < Gy (14 [min)]) (420

where | - | denotes the euclidian norm on R®. Let P be the projection
(RS x RO\ {(0;0)}) 2 (;2;6¢) = (1;2).

It is well-known that P(WF(~;)) is precisely the singular support of 7, that is the com-
plement of the largest open set in R® on which ~; is smooth (see [H52], p. 254). By
Theorem 1.1, we know that the singular support of v, must be a subset of the diagonal
D of RS. Proposition 4.6 tells us that each (Z; ), with & & {Ry; -+ ; Rp}, belongs to the
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singular support of ;. Since the singular support is always closed, the singular support
of v, is D.

Given w € §?%, it seems intuitively that (4.21) for (&;¢') = (—w;w) contradicts the asymp-
totics (4.17) when the leading term is nonzero. This is not obvious since 7 may be different
from the cut-off function 7y : RS > (z;2") = xo(x)xo(2") used in (4.5), but it is true as
shown in

Lemma 4.7. Let & € U =R3\ {Ry; -+ ; R.}. Let w € S? such that the leading term in
(4.17) is nonzero. Then (I;&; —w;w) € WF(;).
Proof: See the Appendix. O

We are able to give the following information on the wave front set of ;.

Proposition 4.8. Let 29 € U") = R3\ {Ry: ---; R.}. Let Vy be a neighbourhood of &,
such that Vy C Ul(l).

1. The wave front set WF(y1) of y1 above V2 is included in the “conormal set of the
diagonal” above Vi, that is

WF() N (VEx (RO\{(0:00)) € {(@385-€:€): & € W, € € (R\{0})}. (4.22)

2. Let A be the subset of S? Jormed by the w € S? for which the leading term in (4.18)
is nonzero. We denote by A the smallest closed subset of S* that contains A. Then

0 # {(&;% —dw; w); € Vy, A€ |0;400[,w e A} C WF(m). (4.23)
Proof: First, we point out that a wave front set is always closed (cf. [[162], p. 254).

1. Let (2;3;&; &) with & € Z/ll(l) and & + &, # 0. In a small enough, closed, conical
neighbourhood I' of (&y; &), on which £ +¢" # 0, we get the bound (4.7). This yields
(4.21) and shows that (z;2;&y; &) &€ W EF(71). This proves (4.22)

2. By Lemma 4.5 and Lemma 4.7,
0 # {(&3—ww); £€Vy,we A} C WF(m).
Since a wave front set is always closed,
{(a?;a?; —wiw); TE€EVy,wE Z} C WF(m).
Since WF(77) is conical in the last two variables, we obtain (4.23). O

The property (4.22) is true if v, is the kernel of a pseudodifferential operator, the symbol
of which belongs to a certain class of smooth symbols, see Theorem 18.1.16 in [H53]
p. 80. Furthermore, (a localized version of) +; can always be seen as the kernel of a
pseudodifferential operator (cf. [[163] p. 69). A natural question arises: does the symbol
of the pseudodifferential operator associated to (a localized version of) 41 belong to a class
of smooth symbols? We gives below a positive answer to this question for the localized
version o of ;.
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Proposition 4.9. Let & € U = R3\{Ry; ---; Rp}. Letn be the relevant valuation of the
the second decomposition (3.2) of Theorem 3.1 near (&;Z) in the sense of Definition 3.2.
Let xo € CX(R3;R) such that xo = 1 near & and xox = Xo. Let a : RS — C be defined
by, for (z; §) € R,

a(z; €) = / e (v — t/2; x +1/2) dt |
R3
Then, the function a is smooth. Moreover

V(a;B) € (N3)2 , sup (1 + |§|)n+|5\ )(8?8?@)(90; f)) < 400. (4.24)

(3 §)ER3 xR3
Proof: We first show that the function a is smooth. Let (z; ) € R®. Using (4.2), the
change of variables 3 = x — y, and the function ¢ from Definition 3.2, we have
a(z: &) = /R I e = 12—yl Ble—t/2y) o+ /2 — gl (et t/2y)
Xo(z —/2) xo(x + t/2) x(y) dy dt
= /6 ey =2 |y + /2| B —t/2i2 —y) ez +t/22—y)
: Xo(z —t/2) xo(z + t/2) x(z — y') dy' dt
= [ ety =2 By -z - g2 - )
) '+ /2] @y + /2,2 4+ t/2 - )
Xo(z —t/2) xo(z +t/2) x(x — y') dy' dt . (4.25)

Now, we can use standard derivations under the integral sign in both z and &, yielding
the smoothness of a, since the cut-off functions y and y, are smooth and compactly
supported.

We observe also that the integration in (4.25) takes place in the z-dependent, compactly
supported region

Re = {(ty) €R®; (w2 —1/2) € Sy, (x+1/2) € Sy, (x —y') € Sy},

that is sent to a z-independent, compact subset K of S,, x S, by the z-dependent maps
(t;y)— (Y —t/2;20 —t/2/ —y') and (t;¢) — (v +t/2;20+t/2/ —y'). By Lemma 3.4,
we know that the function g : Sy, x Sy 3 (z;y) — |z|@(x;y) belongs to the class C™.
This implies that the integrand in (4.25) belongs also, for fixed ¢/, to the class C™ in the
variable t. Using, for nonzero &,

NS —iet —iét
1— - Ve = e
€[?

and integrations by parts in (4.25), we get, for |{| > 1,

a(z; ) = \&\"/ e gty s €/1E]) dt dy
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for some continuous function g, satisfying the following property: there exists C' > 0,
depending on a finite number of partial derivatives of the functions xq, x, and ¢ and on
the compact K, such that, for x € R? and £ € R®\ {0},

/ |gn (8952, €/1€])| < C
Ra

This yields the inequality in (4.24) when o = 5 = 0. In a similar way, we obtain also this
inequality when § = 0. Observe that (0? a)(x; &) is just given by (4.25) with the integrand
replaced by its 6? -partial derivative. Precisely,

(OFa)(z; &) = (—i) /RG e |y — )2 By — t/2:20 — t/2 — )
Iy + t/2| ¢(y +t/2;20 +t/2 —y)
Xo(z —t/2) xo(z +/2) x(x —y') dy dt . (4.26)

Writing t = (t/2—y') + (t/2+y'), we see that the valuation of the integrand as a function
of y' —t/2 (resp. y' +1t/2) is now n + ||, at least. By the above argument, we obtain the
inequality in (4.24) when a = 0. Repeating those arguments with a replaced by (0%a),
we complete the proof of (4.24). O

Remark 4.10. We provide here several remarks on the previous results.

1. Propositions 3.6 and 4.6 give Theorem 1.2 in the two-electron case.

2. The proof of Proposition 4.6 gives a rather crude estimation of the reqularity of
~v. This is due to the fact that, in general, bounds on the Fourier transform of a
function (distribution) are not a precise tool to determine the exact reqularity of that
function.

3. In Proposition 4.9, the function a is the symbol of the Weyl pseudodifferential oper-
ator associated to vy (see the Weyl calculus in [H53] p. 150). The property (4.24)
means that the function a belongs to the class S™™ on R®, in the sense of Definition
18.1.1 p. 65n [Ho3)].

4. We refer to [Ho3], p. 80, for the notion of “conormal set of the diagonal”. Proposi-
tion 4.9 together with Theorem 18.1.16 on p. 80 in [Hi3] imply (4.22).

5. In Propostion 4.8, we believe that A = S*. In that case, the wave front set of
above Vy would be precisely the conormal of the diagonal above Vy, that is, (4.22)
would be an equality.

6. It is quite remarkable that a localized version of v, defines a pseudodifferential op-
erator, the (Weyl) symbol of which belongs to a standard class of smooth symbols.
This means that one can more or less include v, into some quite reqular pseudodif-
ferential calculus. More precisely, the density matriz v, is the kernel of a pseudodif-
ferential operator on the open set R3\ {0}, the symbol of which belongs to the class

S=m(R3\ {0} x R3) (cf. [H03), p. 83).



Limited regularity, 24-03-2023 23

5 The general case.

In this section, we perform the same tasks as in Section 4 in the general case. We shall
see that we can follow the arguments of Section 4 with minor changes. We consider the
Hamiltonian (1.1) with arbitrary N > 2 and L > 1.

We consider a point (2;2') € UV, x UL,) N CE) |, where the sets U\ | and C{) | are
given by (1.6) and (1.7), respectively. Like in Section 4, the starting point of our analysis
is formula (3.4) in Proposition 3.6. For j € D and (z;2') € V x V', we set

Wtz o) = [ oy = Bz e - vl @by (5D

We observe that 71(311 has the same structure as v in (4.2): the variable (z;;z7 ;) plays
the role of the variable (x;2’) in 4. The first one varies in a vicinity of (Z;; x]) (since
:i"’c(j) = ;) and the second one stays in a neighbourhood of (2;Z). We possibly have
additional  and 2’ variables since z = (zj; (zi)iz;) and 2’ = ()5 (2} )kze(s)). The
function ¢; plays the role of the real analytic function ¢, of the decomposition (3.2)
with k = N near 2 := (2;2;), while the function ¢.(;, plays the role of the real analytic
function ¢y of the decomposition (3.2) with k = N near 2 := (2/; ;) (cf. the proof of

Proposition 3.6). Let n; be the relevant valuation associated to the decomposition (3.2)

near Z := (Z;2;) and let n} be the relevant valuation associated to the decomposition
(3.2) near 2 := (2; Ty)) = (2'; 2;). We immediately see that we can follow the arguments

of the proof of Proposition 4.1 to get

Proposition 5.1. Let (2;2) € U, xUP ) N CC . Let j € D. Then the function 7\,
(see (5.1)) belongs to the class C™ near (i;Z'), where n; = min(n;;n}). In particular,
the function yy_1 belongs to the class C"™! near (2;2'), where n = mm{n],j € D}.

Proof: Similar to the proof of Proposition 4.1. O

Now, we try to show that the density yny_; has a limited regularity near such a point

(2:2") € UYL, x U ) n e . This question actually reduces to the same question
for the terms 7](3 1» defined in (5.1) for j € D. Indeed, for such a j, the term 7%) | has
illimited regularity w.r.t. to z for k # j and to ) for k # ¢(j). Thus the other terms

7](\, 3 for 7/ € D\ {j}, cannot cancel the nonsmoothness of 7(] )

(j; @ (;)), if such nonsmoothness is true.

w.r.t. the variables

Let 7 € D. We introduce a localized version of ny , and consider its Fourier transform.
Denoting by F this Fourier transform, we essentially have the formula (4.5): to be precise,
the first function yq is replaced by an appropriate cut-off function in the variable z, the
second one is replaced by an appropriate cut-off function in the variable 2/, the integration
takes place on (R*™=1)2 the Fourier variables

§ = (&; -5 &v-1) and §/ = (fi; ER §§v71)

belong to R3*M=1 and, more importantly, the first function ¢ and the second one are
replaced by the functions ¢; and ¢/, ) respectively, that appear in (5.1). A careful
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inspection of the arguments developped in Section 4 shows that we can follow them with
~ replaced by 7](3,)_1 and get, instead of (4.16), a similar expansion for F(&;¢'), where
A>1LweS &=0ifk#j, & =0ifk # c(j), and § = dw = —&;). We do
not see why this formula should be a true large \ asymptotics, except when we require
that # = 7’. Indeed, in this case, the real analytic functions ¢; and ¢ are equal (cf.
Remark 1.3) and we can use some nonnegativity as in the proof of Lemma 4.5 to get the
result.

We expect that this is also true for many (2;2'), but that, for some others, the first term
of the expansion is zero but not the following one. Because of the real analyticity involved
in the problem, we believe that, in general, F(£;¢) is of some finite order in A above or
equal to n; + nj. o

Remark 5.2. Let (3;2) € (Z/{](\} | X Z/IA}) )N CN - The above exploration encourages us to

believe that each fy](\],;l does have a limited regularity near (;2'), and so does the density
Yn—_1. Only in the “diagonal” case & = %', we see how to get an upper bound on those
reqularities.

Now, we prove Theorem 1.2 in its full generality.

Proof of of Theorem 1.2: Let us take z € Z/{](\} - By Proposition 3.6 and Remark 3.7,

there is a neighbourhood V of 2 such that, on V? :=V x V, yy_1 = 5 + Z] 1 7]3,) , and,
for (z; 2/) € V* and j € [1; N — 1],

W () = /RS lz; — yl D5z ) |2 — yloiasy)x;(y) dy . (5.2)

Let j € [1; N — 1] and denote by ¢; the real analytic function defined in the second case
of Definition 3.2 with £k = N, when ¢, is replaced by ¢;. Recall that n; is the valuation
of ¢; w.r.t. its jth variable.

We first show that y(j) does not belong to the class C*" near (; ).
By definition of n;, we can write on V x S

X3
oi(x; y) = @j(xn; @m0 T — Y5 Tjgrs -3 N1 T +Y)
. . . . . . a.
- E 800{]' (x17 e 7'1‘]'717 xj+17“' 3 TN-1; 'T_] +y) (x] - y) ! )
CMJ'GNS

for some real analytic functions ¢,; with a; € N3. Since the functions Pa, With a; € N3
and || = n; are not all zero, there exists

0. 0 .0 .0 3(N-2)
('rlv 7'1,]'717 ijrlv"' ) fol) e R

and a neighbourhood V; of Z; such that, for z; € V; and y € Sy,
(13 - @y 253 Ty ano y) €V

and such that one of the functions

’ 0. .0 L0 0
Yy ngaj(xla 73:]'717 ijrla"' P TN_13 y)7
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for a; € N? with || = n;, is nonzero. In particular, for y € Sy, and T near zero in R3,

G2 e s T afs - Ao T 2y)
S W+ Y W6
|oe|=mn; |a|>n;

where one of the real analytic functions ay ), for « € N* with |a| = n;, is nonzero, and

the functions @Y’ are real analytic near (0;25).
Now, we observe that the map

oot () 0. 00 .00 L0, 00 . 0
(5 ') = ’7]\#1(3717 i1y Ty Tyt TNy Tyt o1 TS Tyttt xN—l) )
defined near (Z;;2;), has exactly the same structure as v in (4.2). The proof of Proposi-

tion 4.6 shows that this function cannot belong the class C*"*9 near (#;; ;). Therefore,

the full function 7(3 )| cannot belong the class C*" ™ near (2;2).
Let k € [I; N —1] \ {j} By standard derivation w.r.t. z; under the integral sign, we see
that the map

o (k) (0. . .0 0 .00 L0, .0 0 . .0
(xvx)HVN—l(xlﬂ & Ty Tyttt TN Ty 5 X lvx x]+17"'7xN71)

is actually smooth near (z;;Z;). Using (3.4), we conclude that the

R 0. 0 0 .50 . 0. . .0 0 . .0
(l‘, x)’_)’YN—l(xla T Ty Tigqy sy IN—1 Ly 5 Lo ' NS R fol)

cannot belong the class C*" ™ near (i;;#;). In particular, the full density yy_; cannot
belong the class C?" ™ near (2 2). O

We end this section with some words on the extension to the general case of the other
results in Section 4, namely Propositions 4.8 and 4.9. We use the decomposition (3.4)
of vy_1 obtained in Proposition 3.6. Let j € D. Using integration by parts, we see as
in the proof of point 1 in Proposition 4.8 that the wave front set of 7%)_1 above a point

(@:2) e U, xu ) nc? s included in

{(;2:6€) e RV ¢, 4 ¢ = 0} .

We deduce from the decomposition (3.4) of the density yy_; that its wave front set above
such a point (z;2') is included in

(@26 e RO VjeD, 46 =0},

For such a point (A 2') € (Z/{ ) XUN )N CN 1» we also get an extension of Proposition 4.9

on each term 7N 1, for j €D.
Let j € D. We take a cut-off function yo € CX(R3¥=Y) (resp. xj € C*(R3W-Y)) that
localizes near 2 (resp. 2'). Similar to the function a in Proposition 4.9, we introduce

a9 (z; ) = /RB(N ) e yo(z t/g)ny Wz —t/2; z+1/2) xp(2' + ¢/2) dt
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Using the arguments of the proof of Proposition 4.9, we see that this function a¥) is
smooth and that

V(a: 8) € (WMD) sup (1+ 1) (@000 (@ ©)] < +oo.

(3 g)eRS(N—l) xR3(N—1)

This means that a/) belongs to the symbol class S~ on R3WV=D x R3 V=1 (¢f. Definition
18.1.1 p. 65 in [Ho3]). A careful inspection even shows that one has the property:

VmeN,V(x; 5) € (N?’(N_l))2 ,

N\ mA+| B ni+18;
sup (1 + |§(J)‘) \ I(1 n |£j‘) S+18;]
(z; £)ER3(N—1) x R3(N—1)

(8§8§a(j))(g; §)‘ < +o00,

where we have used § = (é(j); ¢;) and 3 = (BY; ;). Roughly speaking, we have a illimited

“decay” w.r.t. the variable é(j) and a limited one w.r.t. the variable &;.

Appendix.

For completeness, we provide in this appendix a proof for the more or less known results
stated in the Lemmata 3.4, 4.4, and 4.7.

First of all, we need to recall a basic property of the differential calculus. Let O be an
open set of R?, p € N*, let f, g : O — C be two functions in the class C¥, for some k € N.
Then, for any o € N? with |a| < k, we have, on O,

*(fg)(x) = > b2 (07f)(2) (0°g)(x) = > b2 (7 f)(x) (g)(x). (A3)

~YENP YENP
<o <a

where the binomial coefficients b are given by

o!
by = ((a _7)!) : (7!) ) (A.4)

For the proof of Lemma 3.4, we need some basic facts. Let w € R? with |w| = 1. Notice
that (w-V,)(w-z) = 1, on R3. We consider Py € R[X]and P, € R[X] the polynomials with
real coefficients given by Py(X) =1 and P;(X) = X. Setting % := z/|z|, for x € R*\ {0},
we observe that, on R*\{0}, (w-V,)(|z|) = w-2 = |z|°Py(w-7), (w-V,)(|z|) = |z|Py(w-7),
and

(@ Va)llel ™) = =T
Still on R3\ {0},
0 VR (lal) = (Vo) w-d) = - @B L gy

|| |z [? |z]

where P(X) =1 — X?. By a straightforward induction, we show that, for any integer k
with & > 2, (w- V) (|z|) = |z|'* *P(w - 2) on R?\ {0}, where P, € R[X] satisfies the
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following properties: the degree of Py is k, the polynom P, is a divisor of Py, and the

dominant coefficient of P, is
k—1

(0 [T @i-1.
j=1
Let p € N. For a € N3 with |a] = p, let H, : S? 5 w — w® € R. We show that the maps
H,, for a € N3 with |a| = p, are linearly independent.
Assume that there are complex numbers c,, a € N with |a| = p, such that the map

Z Co H, is zero identically. Then, for all z € R?\ {0},

la|=p

0= c (%)a — o Y caae

|lal=p |lal=p

This shows that the continuous map R® 5 z Z co x is zero identically. It is well
la|=p

known that the homogeneous polynomials R® 3 z +— 2%, for a € N? with |a| = p, are

linearly independent. Thus, ¢, = 0 for each «. This proves that the H,, for o € N* with

|a| = p, are linearly independent.

We split the proof of Lemma 3.4 in two steps.

Proof of Lemma 3.4, special case: For o € N?, let N, : R® — R be the function defined
by N, (z) = |z|z®. Here we show that the function N, does not belong to the class Cl*I+1,
that is a part of the statement of Lemma 3.4 for a particular case.

By induction, we first show that, for o € N3 and k¥ € N, we have, on R3,

al _
(CL) . Vx)k(l’a) = E W w? T
A=K

Let a € N® and m € N. Making use of the previous facts and of (A.3), we can compute,
on R3\ {0}, (w-V,)™(N,). In particular, we get, for m = |a| + 1 and z € R*\ {0},

(w+ V)" No)(x) = ol (la| +1) Py(w- ) s
al ) ) i )
> (a—7)! b Plajsiopy(w - &) w? 277 [z 11!

(cf. (A.4) with p = 1) and observe that it is a function of & = x/|z| only. For e € {—1;1},
we compute its values at & = ew. Since w - & = € and P, is a divisor of Py (for k > 2), we
get from (A.5) that

((w- V)" Ny) = ol (lo]+1)w*e + 0.

|Z=€w

In particular, this yields the existence and the value of the following

lim ((w- V)" Na)

t>0

= ol (Jof + 1) we.

|x=tew
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If the function N, would belong to the class C™ (with m = |a| + 1), then we should have
the equalities

ol (laf + 1) w® = lim ((w- V)™N,

t—0 )|m tw
t>0

= lim ( w-V)"N, )
0 ( 2)" Na |=—tw
t>0

= —al(la]+1)w

This would imply w® = 0, for all w € S%. Contradiction. Therefore, the function N, does
not belong to the class Clol+1, O

We turn now to the proof of Lemma 3.4 in its full generality.

Proof of Lemma 3.4: Recall that W is a bounded neighbourhood of 0 and N, : W — C
is defined by N,(z) = |z|p(x). The function N, is smooth on W\ {0}, as the product of
smooth functions on this region. If @ € N* with |a| = ¢ + 1, then, on W\ {0}, using the
formula (A.3),

(BN,) (@) = > b5(2(12])) (@) (92 79) (@) |

<«

where 09 7y is identically zero or has valuation ¢ — || + |y|. Since, for all multiindex
v with v < a, the functions W\ {0} 3 = — [z|"1=1(87(|z|))(z) are bounded, so is also
02N, on W\ {0}.
We prove by induction on ¢ € N the property: if ¢ is larger or equal to the valuation of a
real analytic function ¢ on a neighbourhood W; of 0 then the function IV, belongs to the
class C? on W, and all the partial derivatives up to the order g of IV, vanish at zero.
Since the euclidian norm | - | is continuous and vanishes at zero, the property is valid
for ¢ = 0. Assume that it is true for some ¢ € N. Let ¢ + 1 be larger or equal to the
valuation of some real analytic function ¢ on W,. We can find real analytic functions
w;: Wy — C, for j € [1;3], such that, for x € W,

pla) = X w; - oila).

For j € [1;3], ¢, is either zero identically or its valuation is at least ¢. By the induction
hypothesis, the functions N, : Wy > 2+ |z|¢;(x) belong to the class C? and their partial
derivatives up to order ¢ all vanish at zero. Furthermore, all the partial derivative of order
q+ 1 of N, are bounded near 0.

Let a € N3 with |a| = ¢. We can write, for x € W), using (A.3),

(02N, ( Z > 62 (07(x)) (x) (927N, () - (A.6)

71=1 v<a

We observe that, for z € R®, (9)(x;))(z) = 0if |y| > 1 or if |[y| = 1 and 7; = 0. Thus,
the sum in (A.6) simplifies to

(92N, () = Z > b(98TN,, + Zx] (92N,,) () . (A.7)

y<a
[vI=1=";
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Thanks to the properties of the ¢;, we see that (95N,,)(0) = 0.
Denote by (ey; e; e3) the canonical basis of R3. For ¢ € R* small enough and k € {1;2; 3},
we consider

t ((3§‘N¢)(tek) o (3‘;‘]\7@)(0)) =t (3§‘N¢)(tek), (A.8)

insert into (A.8) the formula (A.7). By the induction hypothesis, we see that (A.8) tends
to zero, as t — 0. This shows that the partial first derivative w.r.t. ; at zero of 95N,
exists and is zero. Away from zero, this partial derivative is, thanks to (A.7), given by

0w ((0N)) (@) = (NG ) (@) + D 5 (9, 0N, ) (a) (A.9)

Jj=1

+Z Y b5 (00,08 N, ) (@) -

Using again the induction hypothesis and the fact that any partial derivative of N, of
order ¢ + 1 is bounded near 0, for all j € {1;2;3}, we see that (A.9) tends also to zero as
2 — 0. This shows that function N, belongs to the class C?*! and its partial derivatives
up to order ¢ 4+ 1 all vanish at zero. This proves the claim by induction.
Let g be fixed and take a real analytic function ¢ : W — C with valuation ¢. Assume
now that N, belongs to the class C?*!. Shrinking possibly W, we may assume that, for
reWw,

ple) = Y aea® + (x),

el =q

where the a,, are complex constants and where the function ¢ is either zero identically or a
real analytic function with valuation > ¢+ 1. In particular, the function W 3 = — |z|@(x)
does belong to the class C4L. Therefore, so does also the map

g: Wz — |z Z (o, T .
|lal=q

Using the above study of the functions N, : z — |z|z® with a € N® and |a| = ¢, we get,
for all w € S? and € € {—1;1}, that (w- V)" g only depends on & = x/|z|, that

((w- Vx)qﬂg)m:ew = Z ag ! (Ja] + 1) w®e,

lal=g

and, by continuity at 0,
Z ao ! (o] +1)w® = 0.
lal=q

Since the maps S? > w +— w?®, for |a| = ¢, are linearly independent, it follows that the a,
are all zero. This contradicts the fact that ¢ is the valuation of ¢. This proves that N,
does not belong to the class C¢t. O
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Proof of Lemma 4.4: Let £ € R?. By definition,

P = [ el r(lal) do

and, since f is radial, F is invariant by rotations centered at 0. Thus F(£) only depends
on A := [£|. Let v be the vector in R?® such that its coordinates in the canonical basis
of R?® are (0;0;1). In particular, F;(¢) = Fy(A\v) and, changing variables into spherical
coordinates, we get

FiO) = [ el () do

_ / ( / dé / ~irxcos(0 s1n(0)d0)d
—27r/0 7(r)r’ (/1 —Mds) dr .

Assuming A := |£| > 0, we continue the computation in the following way:

2’ +oo 1 )
Fr(&) = % i 7(r)r? (/1 (—ir\) e rAs ds) dr
2. oo - s=
= % i 7(r) r? [e*”’)‘s}s:il dr
2w [T
= % 7(r)r® (—2i) sin(rA) dr
0
4 toe
= ; 7(r)r® sin(rA) dr, (A.10)
0

yielding (4.13). Using integration by parts, we can write
4 [T 5 1
Fe (&) = , T(r)r X Oy (— cos(rA)) dr
4 2 =00 e 2
=3 [—7(r)r cos(r)\)} — Tt / cos(rA) O, (7(r) r?) dr
0
Jr

—(
:”;_7;/0“’  (sin(r2)) 0, (7)) dr
o ([sm(m) 0, ((r )}’" o () @ (7)) dr)

0
_ +00
— 47T ! 8T —co ) > (r(r) r?) dr

0

OJ

(r(r
[— cos(rA) 92 (t(r )] o + cos(rA) 92 (r(r)r?) dr)

4 +oo
_ Af ( |
- _)iﬂ (27’(0) + /0+°° %& (sin('r’)\)) 92 (r(r)r?) d'r’)
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Setting
4 [T 1 9
G(§) = 5% sin(rA) 9, (7(r)r?) dr,
0
we have F;(§) = G(§) — 8rA~*. By standard derivation under the integral sign, the func-
tion G is smooth on R3\ {0}. Now, it is straightforward to prove (4.14) and (4.15) by

induction. O

Proof of Lemma 4.7: Let us assume that there exists some cut-off function 7 and an open
cone I' about (—w;w) such that (4.21) holds true. Let 7o : R 3 (z;2") — xo(x)x0(2) be
the cut-off function used in the definition of F' (cf. (4.5)). Since the functions 7 and 75 do
not vanish near (#;), we can write 79y, = 71(7y1) for some 7, € C°(R%). The Fourier
transform F’ ., of 77y, is thus given by the convolution F}, * F.,, of the Fourier transform
F. of 7y with the Fourier transform F.,, of 7,. For Y ¢ RS, we have

Fron(Y) = / F(Y = Z)F.,(Z)dZ . (A.11)
R6
Since 71 € C°(R®), we have
VpeN, sup (1 + |Y])"|F, (V)] < . (A.12)
Y RS
By Paley-Wiener-Schwartz theorem (cf. [[162], p. 181), there exists m € N such that
sup (1 + [Y])™"|Fry (V)| < 0. (A.13)
Y eR6

We split the domain of integration in (A.11) into two disjoints regions:
R = {ZeR" (1/2)|Z] < Y| <2|Z|, |[Y —Z|<¢€lZ]} and R°\R,
where € €]0; 1] is so small that, for Y € R(—w;w) (the line generated by (—w;w)), the set
{ZeR%;(1)2)|Z| < |Y|<2|Z|, |Y-Z|<€lZ|} CT.
We observe that, there exists § > 0 such that, for [Y| > 1, for Z € (R®\ R),
Y —Z| > (Y] + |2]) . (A.14)
Let g e N, |Y| > 1, and Y/|Y| = (—w;w). There exists D > 0 such that, for Z € R,
Y17 [ (Y = 2) B () < D (14 121) 7

thanks to (4.21) and (A.12) for p = 0. Using (A.14), (A.13), and (A.12) for p = g+m+7,
we can find D’ > 0 such that, for Z € (R \ R),

Y| |F (Y = 2) Py (2)| < D' (1 + [Y = 2])
Using these bounds in (A.11), we get that, for all ¢ € N,

sup A\? ’an (—Aw; )\w)’ < 400,
A>1

that is a contradiction to (4.17) because of the choice of w. Therefore, we have (Z; &; —w;w) €



Limited regularity, 24-03-2023 32

References

[ACN] B. Ammann, C. Carvalho, V. Nistor: Regularity for eigenfunctions of Schridinger
operators. Lett. Math. Phys. 101, (2012), no. 1, 49-84.

[C1] J. Cioslowski: Off-diagonal derivative discontinuities in the reduced density matrices
of electronic systems. J. Chem. Phys. 153, 154108 (2020); doi: 10.1063/5.0023955 .

[C2] J. Cioslowski: Reverse engineering in quantum chemistry: how to reveal the fifth-
order off-diagonal cusp in the one-electron reduced density matriz without actually
calculating it. Int. J. Quantum Chem. 2022; 122:e26651 .

[E] H. Eschrig: The fundamentals of density functional theory. B.G. Teubner Verlagsge-
sellschaft Stuttgart-Leipzig 1996.

[FHHS1]| S. Fournais, M. Hoffmann-Ostenhof, T. Hoffmann-Ostenhof, T. Ostergaard
Sgrensen: The electron density is smooth away from the nuclei. Comm. Math. Phys.
228, no. 3 (2002), 401-415.

[FHHS2| S. Fournais, M. Hoffmann-Ostenhof, T. Hoffmann-Ostenhof, T. Ostergaard
Sgrensen: Analyticity of the density of electronic wave functions. Ark. Mat. 42, no. 1
(2004), 87-106.

[FHHS3| S. Fournais, M. Hoffmann-Ostenhof, T. Hoffmann-Ostenhof, T. (stergaard
Sgrensen: Non-isotropic cusp conditions and reqularity of the electron density of
molecules at the nuclei. Ann. Henri Poincaré 8 (2007), 731-748.

[FHHS4] S. Fournais, M. Hoffmann-Ostenhof, T. Hoffmann-Ostenhof, T. Ostergaard
Sgrensen: Positivity of the spherically averaged atomic one-electron density. Math.
Z. (2008) 259:123-130 DOT 10.1007/s00209-007-0215-3 .

[FHHS5] S. Fournais, M. Hoffmann-Ostenhof, T. Hoffmann-Ostenhof, T. Ostergaard
Sgrensen: Analytic structure of many-body coulombic wave functions. Comm. Math.
Phys. 289, (2009), 291-310.

[FH] R.G. Froese, 1. Herbst: Exponential bounds and absence of positive eigenvalues for
N-body Schradinger operators. Comm. Math. Phys. 87, no. 3, 429-447 (1982).

[He] P. Hearnshaw: Boundedness of the fifth off-diagonal derivative of the one-particle
coulombic density matriz. ArXiv: “ https://arxiv.org/abs/2301.02848 .

[HS] P. Hearnshaw, A.V. Sobolev: Analyticity of the one-particle density matriz. Ann.
Henri Poincaré 23, 707-738 (2022). https://doi.org/10.1007/s00023-021-01120-6 .

[Ho1] L. Hormander: Linear partial differential operators. Fourth printing Springer Ver-
lag, 1976.

[H62] L. Hormander: The analysis of linear partial differential operators I. Springer Ver-
lag, 1983.



Limited regularity, 24-03-2023 33

[H63] L. Hormander: The analysis of linear partial differential operators III. Springer
Verlag, 1985.

[Ho4] L. Hormander: An introduction to complex analysis in several variables. Elsevier
science publishers B.V., 1990.

[J1] Th. Jecko: A new proof of the analyticity of the electronic density of molecules. Lett.
Math. Phys. 93, pp. 73-83, (2010).

[J2] Th. Jecko: On the analyticity of electronic reduced density matrices for molecules. J.
Math. Phys. 63, 013509 (2022); “https://doi.org/10.1063/5.0056488 ”
See also: “ https://arxiv.org/abs/2104.14181 7 .

[K] T. Kato: On the eigenfunctions of many-particle systems in Quantum Mechanics.
Comm. Pure Appl. Maths, vol. 10, 151-177, (1957).

[Le] M. Lewin: Geometric methods for non-linear many-body quantum systems. J. Funct.
Ana. 260, pp. 3535-3595, (2011).

[LSc|] E.H. Lieb, R. Schrader: Current Densities in Density Functional Theory. Physical
Review A, 88, 10.1103/PhysRevA.88.032516, (2013).

[LiSe|] E.H. Lieb, R. Seiringer: The stability of matter in quantum mechanics. Cambridge
university press (2010).

[RS2] M. Reed, B. Simon: Methods of Modern Mathematical Physics, Vol. II : Fourier
Analysis, Self-adjointness. Academic Press, 1979.

[RS4] M. Reed, B. Simon: Methods of Modern Mathematical Physics, Vol. IV : Analysis
of operators. Academic Press, 1979.

[S] B. Simon: On the infinitude vs. finitness of the number of bound states of a N-body
quantum system, 1. Helv. Phys. Acta 43, pp. 607-630, (1970).

[Z] G. M. Zhislin: Discreteness of the spectrum of the Schrddinger operator for systems
of many particles. Trudy Moskov. Mat. Obsv 9, pp. 81-128, (1960).



	Introduction.
	Notation and well-known facts.
	Structure of the bound state near bilateral collisions.
	Decompositions of the bound state.
	Decomposition of the density matrix.

	The two-electron case.
	The general case.

