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The mixed regularity of electronic wave functions in
fractional order and weighted Sobolev spaces

Hans-Christian Kreusler · Harry Yserentant

June 5, 2011

Abstract We continue the study of the regularity of electronic wave functions in
Hilbert spaces of mixed derivatives. It is shown that the eigenfunctions of electronic
Schrödinger operators and their exponentially weighted counterparts possess, roughly
speaking, square integrable mixed weak derivatives of fractional order ϑ for ϑ < 3/4.
The bound 3/4 is best possible and can neither be reached nor surpassed. Such re-
sults are important for the study of sparse grid-like expansions of the wave functions
and show that their asymptotic convergence rate measured in terms of the number of
ansatz functions involved does not deteriorate with the number of electrons.

Mathematics Subject Classification (2000) 35J10 · 35B65 · 41A25 · 41A63

1 Introduction

Quantum mechanics is the key to any deeper understanding of atomic and molecular
systems. The basic problem is to find the solutions of the Schrödinger equation for a
system of electrons and nuclei that interact by electrostatic attraction and repulsion
forces. Due to the high-dimensionality of the problem, approximating these solutions
is inordinately challenging and not possible with the standard methods of numerical
mathematics. A further problem is the oscillatory character of the solutions and the
many different time scales on which they vary and which can range over many orders
of magnitude. Following Born and Oppenheimer the problem is therefore usually
split into the electronic Schrödinger equation describing the motion of the electrons
in the field of given clamped nuclei, and an equation for the motion of the nuclei
in a potential field that is determined by solutions of the electronic equation. The
present article is concerned with the mixed regularity of the solutions of the electronic
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Schrödinger equation, the eigenfunctions of the electronic Hamilton operator

H = − 1
2

N

∑
i=1

∆i −
N

∑
i=1

K

∑
ν=1

Zν

|xi−aν |
+

1
2

N

∑
i, j=1
i6= j

1
|xi− x j|

. (1.1)

It extends the earlier work [14–16] of the second author. The mixed regularity of these
solutions, the electronic wave functions, and of their correspondingly exponentially
weighted counterparts can be used to expand them in sparse grid-like manner into
tensor products for example of three-dimensional eigenfunctions of Schrödinger-like
operators [16], orthogonal wavelets [18], or Gaussian frames [8]. Based on such reg-
ularity and decay properties and taking into account the partial antisymmetry of the
wave functions enforced by the Pauli principle it has been shown that the convergence
rates of such expansions measured in terms of the number of basis functions involved
surprisingly do not fall below that for systems of only two electrons [16]. The present
results can be used to improve the estimates for the convergence rates further.

The solution space of the electronic Schrödinger equation is the Hilbert space H1

that consists of the one times weakly differentiable, square integrable functions

u : (R3)N → R : (x1, . . . ,xN)→ u(x1, . . . ,xN) (1.2)

with square integrable first-order weak derivatives; the dimension of their domain in-
creases with the number N of electrons. The norm ‖ · ‖1 on H1 is composed of the
L2-norm ‖ · ‖0 induced by the L2-inner product (·, ·) and the L2-norm of the gradient.
The space H1 is the space of the wave functions for which the total position prob-
ability remains finite and the expectation value of the kinetic energy can be given a
meaning. To describe our results, we need to introduce a scale of norms that is defined
in terms of Fourier transforms. We first introduce the polynomials

Piso(ω) = 1+
N

∑
i=1

|ω i|2, Pmix(ω) =
N

∏
i=1

(
1+ |ω i|2

)
. (1.3)

The ω i ∈ R3 forming together the variable ω ∈ (R3)N can be associated with the
momentums of the electrons. The expressions |ω i| are their euclidean norms given by

|ω i|2 =
3

∑
ν=1

ω
2
i,ν . (1.4)

The norms describing the smoothness properties of the solutions are now given by

|||u|||2ϑ,m =
∫

Piso(ω)mPmix(ω)ϑ |û(ω)|2 dω. (1.5)

They are defined on the Hilbert spaces Hϑ,m
mix that consist of the square integrable func-

tions (1.2) for which these expressions remain finite. For nonnegative integer values
m and ϑ , the norms measure the L2-norm of weak partial derivatives. The spaces L2
and H1 are special cases of such spaces. The rapidly decreasing functions and even
the infinitely differentiable functions with compact support form dense subsets of all
these spaces. This can be seen first approximating the functions in these spaces by
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band-limited functions and these then, multiplying them by appropriately chosen cut-
off functions, by infinitely differentiable functions with compact support. Our main
result is that the eigenfunctions u of the electronic Schrödinger operator (1.1) are
contained in the intersection of such spaces, in

H1,0
mix ∩

⋂
ϑ<3/4

Hϑ ,1
mix . (1.6)

In the general case, the bound 3/4 can neither be completely reached nor improved
further. An exception are systems of electrons of the same spin, for which the wave
functions are completely antisymmetric under the exchange of the positions of the
electrons and vanish at the singular points of the interaction potential. It has been
shown in [14–16] that these wave functions are at least contained in the space H1,1

mix.
An alternative proof based on techniques as developed here is given in [11].

It is instructive to compare these regularity properties of multi-particle wave func-
tions to those in the single-particle case, like to those of the solutions of the equation

− 1
2

∆u − 1
|x|

u = λu (1.7)

for the hydrogen atom. In the one-particle case, the spaces Hϑ ,1
mix coincide with the

isotropic Sobolev spaces Hs, s = 1 + ϑ . The regularity of the solutions of the equa-
tion (1.7) in this scale of spaces can be calculated directly [15] and increases with
increasing angular momentum of the electron. The ground state eigenfunction

u(x) =
1√
π

e−|x|, û(ω) =
√

2
π

2
(1+ |ω|2)2 (1.8)

is that of minimum regularity. It is contained in the spaces Hs, s = 1+ϑ , for all values
ϑ < 3/2, but not for the value ϑ = 3/2 itself. This transfers to Born-Oppenheimer
atoms in which the electron-electron interaction is neglected. The eigenfunctions are
then linear combinations of tensor products of such hydrogen-like eigenfunctions.
They are contained in Hϑ ,1

mix for ϑ < 3/2 and even in Hs,0
mix for s < 5/2. The presence

of the electron-electron interaction terms thus halves the order of regularity.
Our proofs are based on a representation of the eigenfunctions u of the electronic

Schrödinger operator (1.1) that has been derived in [17] and for the two-electron case
in [1]. It has been shown in [17] that the eigenfunctions can be written as products

u(x) = exp
(

∑
i< j

φ(xi− x j)
)

v(x) (1.9)

of more regular functions v ∈ H1,1
mix and a universal factor that covers their singular-

ities. The same kind of splitting has already been used in [6] and [9] to study the
Hölder regularity of the eigenfunctions. Quantum chemists denote regularizing fac-
tors as in (1.9) as Jastrow factors. There is a lot of freedom in the choice of the
function φ ; only its behavior near the origin is fixed. It needs to be of the form

φ(x) = φ̃(|x|), φ̃
′(0) =

1
2
, (1.10)
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where φ̃ : [0,∞)→R is an infinitely differentiable function behaving sufficiently well
at infinity. For the present purpose we can assume that this function vanishes for all r
greater some bound. In fact, we will generally consider functions of the form (1.9),
with v a function in H1,1

mix, not only eigenfunctions of the operator (1.1). We will
show that such functions are contained in the space (1.6) and will additionally prove
optimal estimates for certain mixed weak derivatives of these functions in weighted
L2-spaces. The regularity of the functions (1.9) is therefore determined and limited
by that of the explicitly known factor in front of their part v.

We are interested in eigenfunctions u of the Hamilton operator (1.1) for eigen-
values below the bottom of the essential spectrum, a value less than or equal to zero.
Such eigenfunctions decay exponentially in the L2-sense, as has first been shown
in [12]. That means there is a constant γ > 0 such that the functions

x → exp
(

γ

N

∑
i=1

|xi|
)

u(x), (1.11)

are square integrable. This constant γ depends on the distance of the eigenvalue under
consideration to the bottom of the essential spectrum. More details and references to
the literature can be found in [16]. It has been shown in [17] that these exponentially
weighted eigenfunctions admit the same kind of representation (1.9) as the eigen-
functions themselves. Thus they share with them the described regularity properties.
This observation is very important for the convergence analysis of sparse grid-like
expansions [16,18]. We will come back to this point at the end of the paper.

2 Characterizations of the norms and function spaces

We begin our study with a closer inspection of the norms (1.5) and of the corre-
sponding function spaces. The functions (1.2) that we examine depend on variables
x1, . . . ,xN in R3 that are associated with the positions of the electrons under con-
sideration. The components of these vectors are the real numbers xi,1, xi,2, and xi,3.
Accordingly, we label partial derivatives doubly, that is, by multi-indices

α = (α1, . . . ,αN) ∈ (Z3
≥0)

N , αi = (αi,1,αi,2,αi,3) ∈ Z3
≥0. (2.1)

The differential operator Dα of order |α|= ∑i,k αi,k is in this notation

Dα =
N

∏
i=1

3

∏
k=1

(
∂

∂xi,k

)αi,k
. (2.2)

Multivariate polynomials xα are defined correspondingly. We are particularly con-
cerned with differential operators Dα with multi-indices α in the set

A =
{
(α1, . . . ,αN)

∣∣αi ∈ Z3
≥0, αi,1 +αi,2 +αi,3 ≤ 1

}
, (2.3)

that is, that are of most first-order in each of the variables xi ∈ R3 and altogether at
most of order N. Introducing the differential operator

L = ∑
α∈A

(−1)|α|D2α =
N

∏
i=1

( I−∆i), ∆i =
∂ 2

∂x2
i,1

+
∂ 2

∂x2
i,2

+
∂ 2

∂x2
i,3

, (2.4)
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and remembering that (iω)α û(ω) is the Fourier transform of Dα u, one obtains

|||u|||21,0 = (u,L u), |||u|||21,1 = (u,( I−∆)L u) (2.5)

for rapidly decreasing functions u. Integration by parts, possible at least for infinitely
differentiable functions with compact support, yields

|||u|||21,0 = ∑
α∈A

‖Dα u‖2
0, |||u|||21,1 = ∑

α∈A

‖Dα u‖2
1. (2.6)

The representation (2.6) transfers to all functions in the spaces

X0 = H1,0
mix, X1 = H1,1

mix, (2.7)

since the infinitely differentiable functions with compact support are dense in these
spaces. This shows that these spaces consist of square integrable functions with cor-
responding square integrable weak derivatives.

For values 0 < ϑ < 1, the spaces Hϑ ,1
mix can be characterized as interpolation spaces

between H1 and X1. To show this, we need to recall the notion of the K-functional.
The K-functional of a function u ∈ H1 is in our case given by

K(t,u) = inf
v∈X1

{‖u− v‖2
1 + t2 |||v|||21,1}1/2. (2.8)

The faster K(t,u) tends to zero for t → 0+ the smoother u is. The K-functional is
needed to define the interpolation spaces

[H1, X1]ϑ , 0 < ϑ < 1, (2.9)

the spaces for which the interpolation norm defined by

‖u‖2 =
∫

∞

0
[ t−ϑ K(t,u) ]2

dt
t

(2.10)

remains finite. This is a very general, far-reaching construction. More information on
interpolation spaces can be found in [2] and [3]. In the present case, the interpola-
tion norm given by (2.10) coincides, up to a known factor, with the norm (1.5). The
interpolation spaces (2.9) are therefore the spaces Hϑ ,1

mix .

Lemma 2.1 The interpolation norm given by (2.10) of a function u ∈ H1 remains
finite if and only if u is contained in the space Hϑ ,1

mix . In this case,∫
∞

0
[ t−ϑ K(t,u) ]2

dt
t

=
∫

∞

0

t1−2ϑ

1+ t2 dt |||u|||2ϑ ,1. (2.11)

Proof For functions u ∈ H1 and v ∈ X1,

‖u− v‖2
1 + t2 |||v|||21,1 =

∫
Piso(ω)

{
|û(ω)− v̂(ω)|2 + t2Pmix(ω) |v̂(ω)|2

}
dω.

The integrand is, for û(ω) a given value, minimized by the value

v̂(ω) =
û(ω)

1+ t2Pmix(ω)
.
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This expression defines, for u ∈ H1 given, a function v ∈ X1 at which the infimum in
the definition of the K-functional is attained. Inserting this function above, we have
found a closed representation of K(t,u) in terms of the Fourier transform of u:

K(t,u)2 =
∫

Piso(ω)
t2Pmix(ω)

1+ t2Pmix(ω)
|û(ω)|2 dω.

The proposition follows from this representation with Fubini’s theorem. ut

The factor relating the two norms differs at most by the factor two from

1
2ϑ(1−ϑ)

, (2.12)

as can be seen replacing the denominator 1 + t2 of the integrand on the right hand
side of (2.11) by 1 for t ≤ 1 and t2 for t > 1. It tends to infinity when ϑ approaches
the values 0 or 1 but remains uniformly bounded and uniformly bounded away from
zero on every closed subinterval of the open interval 0 < ϑ < 1.

The mapping u → K(t,u) has, for t > 0 given, all properties of a norm. It defines
a norm on H1 that is equivalent to the original H1-norm and satisfies the estimate

t√
1+ t2

‖u‖1 ≤ K(t,u) ≤ ‖u‖1. (2.13)

This follows from the representation of the K-functional from the proof of the lemma
and from Pmix(ω) ≥ 1. The mapping is thus in particular continuous with respect
to the H1-norm. The mixed regularity of a function u ∈ H1 is conversely almost
characterized by the behavior of its K-functional K(t,u) in the limit t → 0+:

Lemma 2.2 If u is contained in the space Hϑ ,1
mix for a ϑ between 0 and 1,

K(t,u) ≤ tϑ |||u|||ϑ ,1. (2.14)

If conversely K(t,u) = O(tδ ) in the limit t → 0+ for a given positive δ ≤ 1, the
function u ∈ H1 is contained in the spaces Hϑ ,1

mix for ϑ < δ .

Proof The first part follows from the representation of the K-functional from the
proof of Lemma 2.1 and the observation that for 0 ≤ ϑ ≤ 1(

t2Pmix(ω)
1+ t2Pmix(ω)

)1−ϑ (
t2Pmix(ω)

1+ t2Pmix(ω)

)ϑ

≤ t2ϑ Pmix(ω)ϑ .

The other direction follows from K(t,u)≤ ‖u‖1, the finiteness of the integrals

∫ 1

0

t2δ

t2ϑ+1 dt,
∫

∞

1

1
t2ϑ+1 dt

for the values 0 < ϑ < δ , and the representation (2.11) of the norm on Hϑ ,1
mix . ut
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3 Hardy inequalities in three space dimensions

Hardy inequalities play a very important role in our argumentation. An detailed analy-
sis of Hardy inequalities is given in [13]. We prove in this section the Hardy inequality
on which everything is based and derive some corollaries from it. Starting point is:

Lemma 3.1 For all exponents s in the semi-infinite interval s < 3/2 and all infinitely
differentiable functions v : R3 → R that have a compact support,∫ 1

|x|2s v2 dx ≤
( 2

3−2s

)2 ∫ 1
|x|2s−2 |∇v|2 dx. (3.1)

Proof Let d(x) = |x| for abbreviation. To avoid any difficulty, we assume at first that
the function v vanishes on a neighborhood of the origin. If s 6= 1/2,

1
d 2s = − 1

2s−1
∇

( 1
d 2s−1

)
·∇d.

Integration by parts then yields∫ 1
d 2s v2 dx =

1
2s−1

∫ 1
d 2s−1 ∇ · (v2

∇d)dx

or, using ∆d = 2/d and resolving for the left-hand side, the representation∫ 1
d 2s v2 dx = − 2

3−2s

∫ 1
d 2s−1 v∇d ·∇v dx

of the integral to be estimated. This relation holds for all exponents s 6= 3/2, also for
the first excluded exponent s = 1/2 as can be shown letting s tend to 1/2 on both
sides of the equation. The Cauchy-Schwarz inequality yields∫ 1

d 2s v2 dx ≤ 2
|3−2s|

(∫ 1
d 2s v2 dx

)1/2(∫ 1
d 2s−2 |∇d ·∇v|2 dx

)1/2

or, using |∇d| = 1, the estimate (3.1) for functions v vanishing near the origin and
even all s 6= 3/2. To complete the proof, let χ : R3 → [0,1] be an infinitely differen-
tiable function with χ(x) = 0 for |x| ≤ 1/2 and with χ(x) = 1 for |x| ≥ 1. Let v now
be an arbitrary infinitely differentiable function with compact support and set

vk(x) = χ(kx)v(x).

The estimate (3.1) then holds for the functions vk as just proved. Using

|χ(kx)| ≤ 1, |k (∇χ)(kx)| ≤ c
|x|

with a constant c independent of k and the local integrability of

x → 1
|x|2s , s < 3/2,

(3.1) follows from the dominated convergence theorem letting k go to infinity. ut
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An estimate of this kind cannot hold for exponents s ≥ 3/2 as the singular part of
the integrand on the left hand side of the inequality is not locally integrable for these
values of s. The constant thus needs to tend to infinity as s goes to 3/2. It cannot be
improved as the following example shows. Let v : R3 → R be an infinitely differen-
tiable functions that takes the values v(x) = r3/2−s for r ≥ 1, where r = |x| has been
set. Let χ : [0,∞) → R be an infinitely differentiable function with values χ(r) = 1
for r ≤ 1 and χ(r) = 0 for r ≥ 2. The functions

vR(x) = χ
( r

R

)
v(x), R > 1, (3.2)

are then infinitely differentiable and vanish outside the balls of radius 2R around the
origin. The quotient of the integrals on the left and the right side of (3.1) tends in this
case to the constant in (3.1) as R goes to infinity, which is therefore optimal.

The estimate from Lemma 3.1 will later be applied for exponents in the half-open
interval 1 ≤ s < 3/2. A special case of the estimate is the classical Hardy inequality∫ 1

|x|2
v2 dx ≤ 4

∫
|∇v|2 dx (3.3)

for the infinitely differentiable functions v : R3 → R with compact support or more
generally the functions v ∈ H1. This inequality plays a central role in the derivation
of the results from [17] on which this paper is based.

To get rid of singular terms as on the right hand side of (3.1), we need the estimate∫ 1
|x|2s−2 v2 dx ≤

∫
v2 dx + 4

∫
|∇v|2 dx. (3.4)

that holds for the functions v ∈ H1 and all exponents 1 ≤ s ≤ 2. It follows from the
trivial inequality 1/r2s−2 ≤ 1 + 1/r2 and the Hardy inequality (3.3). The inequality
(3.4) is adapted to our needs but obviously no longer invariant under a rescaling of
the variables. To remove this deficiency, one can estimate the integral by a fractional
order norm of the function v expressed in terms of its Fourier transform [11].

4 Estimates of mixed derivatives

We are now in the position to prove that a good deal of the smoothness of the regular
part v of the wave functions (1.9) transfers to the wave functions themselves. The
arguments are rather general and do not utilize that the functions under consideration
solve the Schrödinger equation. We only assume that they are of the form

u(x) =
{

∏
i< j

F(xi− x j)
}

v(x), (4.1)

where v : (R3)N → R is a function in one of the spaces (2.7), i.e., possessing square
integrable weak derivatives Dα v, α ∈A , in L2 respectively H1. The product in front
of v takes the role of the singular part of the wave function (1.9). We assume that

F : R3 → R : x → f (r), r = |x|, (4.2)



The mixed regularity of electronic wave functions 9

is rotationally symmetric and takes the value F(x) = 1 for all x outside some ball
around the origin and f : [0,∞)→ R is infinitely differentiable.

Denoting by x1, x2, and x3 for a moment the components of x ∈ R3, the first and
second order partial derivatives of the function F are, for x 6= 0,

∂

∂xk
F(x) =

xk

r
f ′(r),

∂ 2

∂xk∂x`
F(x) =

xk

r
x`

r
f ′′(r) +

(
δk`−

xk

r
x`

r

)1
r

f ′(r) (4.3)

and its third order partial derivatives can outside the origin be written as

∂ 3

∂xk∂x`∂xm
F(x) =

xk

r
x`

r
xm

r
f ′′′(r) + ak`m(x)

(1
r

f ′′(r)− 1
r2 f ′(r)

)
, (4.4)

where we have utilized the abbreviation

ak`m(x) = δ`m
xk

r
+δkm

x`

r
+δk`

xm

r
− 3

xk

r
x`

r
xm

r
. (4.5)

Since the derivatives of r → f (r) are bounded for r ≥ 0 and vanish for all r greater
than some r0 > 0, we can deduce from that that their derivatives can be bounded via∣∣∣ ∂

∂xk
F(x)

∣∣∣ . 1,
∣∣∣ ∂ 2

∂xk∂x`
F(x)

∣∣∣ .
1
r
,

∣∣∣ ∂ 3

∂xk∂x`∂xm
F(x)

∣∣∣ .
1
r2 (4.6)

and vanish outside the given ball. Here we have used the notation “a . b”, which
means that a can be estimated by b up to a positive constant that is independent of
the parameters under consideration.

We will also need a regularized, smooth counterpart of the product function in
front of v in (4.1). For this purpose, let x → B(r), B(r) > 0, be an infinitely differen-
tiable, radially symmetric function. Assume that B(r) = r for r > 1 and set, for ε > 0,

Fε(x) = f (Bε(r)), Bε(r) = ε B
( r

ε

)
. (4.7)

The infinitely differentiable function Fε coincides outside the ball of radius ε around
the origin with the function F . Inside this ball, its derivatives can be estimated as∣∣∣ ∂

∂xk
Fε(x)

∣∣∣ . 1,
∣∣∣ ∂ 2

∂xk∂x`
Fε(x)

∣∣∣ .
1
ε
,

∣∣∣ ∂ 3

∂xk∂x`∂xm
Fε(x)

∣∣∣ .
1
ε2 , (4.8)

with constants that are independent of the smoothing parameter ε > 0. These esti-
mates follow from (4.3) and (4.4) replacing the function f by its smoothed counter-
parts r → f (Bε(r)) and using that B ′(0) = 0. As follows from (4.6) and (4.8),∣∣∣ ∂ 3

∂xk∂x`∂xm
Fε(x)

∣∣∣ . ε
s−2 1

r s (4.9)

for all values 0 < s < 2 and all x 6= 0, with a constant independent of ε . This estimate
will later play a decisive role. Finally for all x ∈ R3,

|F(x)−Fε(x)| . ε (4.10)

so that the functions Fε tend uniformly to F as ε goes to zero.
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Theorem 4.1 Let v : (R3)N → R be a function that possesses weak derivatives Dα v
in L2 for all multi-indices α in the set A from (2.3). The function (4.1) then possesses
weak derivatives Dα u, u ∈A , in L2 as well, which can be estimated as

|||u|||1,0 . |||v|||1,0 (4.11)

by the corresponding derivatives of the function v.

Proof We first assume that v is an infinitely differentiable function with compact
support and consider the regularized, themselves infinitely differentiable functions

uε(x) =
{

∏
i< j

Fε(xi− x j)
}

v(x). (4.12)

Their partial derivatives Dα uε , α ∈A , consist of sums of products of partial deriva-
tives of the factors Fε(xi−x j) with respect to the components of xi and x j of orders up
to two and of partial derivatives of v. According to (4.6) and (4.8), the partial deriva-
tives of these factors of orders up to one are uniformly bounded in ε > 0 and thus do
not require special attention. Their second order derivatives can be bounded via∣∣∣ ∂ 2

∂xi,k∂x j,`
Fε(xi− x j)

∣∣∣ .
1

|xi− x j|
(4.13)

uniformly in ε . If such a second order derivative appears neither xi nor x j can appear
in another such factor. Letting ε tend to zero, one therefore recognizes, with help of
the dominated convergence theorem and the definition of weak derivatives, that the
weak derivatives Dα u, u∈A , exist and can formally be obtained by the product rule.
The derivatives of the factors F(xi−x j) have here to be interpreted pointwise outside
the singular set and the derivatives of v still classically.

The estimate (4.11) follows from Fubini’s theorem and the Hardy inequality (3.3),
where one has to take into account that with the appearance of a second order deriva-
tive as in (4.13) the function v is not differentiated with respect to the components
of xi and x j, and again that neither xi nor x j can appear in another such singular fac-
tor. With that we have proven the proposition for infinitely differentiable functions v
with compact support. The rest follows from the density of these functions in X0. Let
v1,v2,v3, . . . be such functions tending to v in X0. The assigned un form then a Cauchy
sequence in X0 and tend with that to a limit functions u both in X0 and L2. This limit
function then necessarily coincides with the corresponding function (4.1) which is
therefore itself contained in X0 and satisfies the estimate (4.11). ut

The theorem particularly implies that, for every function v with the given properties,
the assigned function u = Fv from (4.1) is contained in H1. We keep in mind that its
weak gradient and with that its first order weak derivatives are given by

∇u = F∇v+ v∇F, (4.14)

where the gradient of v is understood in the weak sense and that of F pointwise.
If the weak derivatives Dα v, α ∈A , of the regular part of the function (4.1) are

in H1, the corresponding derivatives of the function (4.1) itself, however, do not need
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to be located in H1 as the singularities arising in front of the derivatives of v are
too strong. To cover the behavior of these derivatives of the wave functions near the
singular set where two or more electrons meet, we introduce the weight function

Ω(x) = min
{

min
i< j

|xi− x j|, 1
}
. (4.15)

Theorem 4.2 Let v : (R3)N →R be a square integrable function that possesses weak
derivatives Dα v in H1 for all multi-indices α in the set A from (2.3). The weak
derivatives Dα u, α ∈A , of the function (4.1) are then themselves one times weakly
differentiable outside the singular set Γ where two or more components xi coincide.
Their first order weak derivatives defined outside this singular set satisfy an estimate

‖Ω
µ

∇Dα u‖0 .
1

2µ −1
|||v|||1,1 (4.16)

for all exponents 1/2 < µ ≤ 1, with a constant that is independent of µ .

Proof The arguments are similar to that in the proof of the previous theorem and
are based on the estimates (4.6) for the first, second, and third-order derivatives of
the function F . The corresponding weak derivatives of u on the complement of the
singular set Γ can be formally calculated with help of the product rule and consist of
sums of products of partial derivatives of the factors F(xi− x j) up to order three and
the corresponding weak derivatives of v.

The first order derivatives of the factors F(xi−x j) are bounded and do not require
special attention. The situation is different with the second and third-order derivatives
of these factors that behave, according to (4.6), on the neighborhood of Γ like

.
1

|xi− x j|
, .

1
|xi− x j|2

.

In any of the products of which the components of ∇Dα u, α ∈A , are composed, a
variable xi can only appear in one of these singular terms. In this case, v is not differ-
entiated with respect to a component of xi. The pairs xi, x j for which the derivatives
of the factors behaves like ∼ 1/|xi − x j| can therefore be treated with the classical
Hardy inequality (3.3). A factor involving a third-order derivative of the function F
can appear at most once in each of these products and is therefore to a sufficient
extent compensated by the weight function. Since, with 1 ≤ s = 2−µ < 3/2,

Ω(x)2µ 1
|xi− x j|4

≤ 1
|xi− x j|2s ,

(4.16) follows with help of Fubini’s theorem from the Hardy inequality (3.1) in com-
bination with the estimate (3.4) and the classical Hardy inequality (3.3). ut

An estimate like (4.16) cannot hold for exponents µ ≤ 1/2. This follows from the
fact that the function x → 1/r4−2µ is locally integrable in three space dimensions if
and only if µ > 1/2. The lower bound µ > 1/2 can therefore not be improved further.
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The results of this section can be summarized in the estimate

∑
α∈A

{
‖Dα u‖2

0 + ‖Ω
µ

∇Dα u‖2
0

}
.

( 1
2µ −1

)2
∑

α∈A

‖Dα v‖2
1 (4.17)

that holds for 1/2 < µ < 1 with a constant independent of µ and reflects the behavior
of the mixed derivatives of the function (4.1) in the neighborhood of the singular
set. The eigenfunctions u of the electronic Schrödinger operator (1.1) for eigenvalues
below the bottom of the essential spectrum possess therefore square integrable weak
derivatives Dα u for all multi-indices α ∈ A , that is, are contained in H1,0

mix. Their
weighted weak derivatives Ω µ ∇Dα u, α ∈ A , exist outside the singular set where
two ore more electrons meet and are square integrable for all exponents µ > 1/2.

5 The K-functional and estimates in fractional order spaces

The next theorem shows, in combination with the results from [17], that the solutions
of the electronic Schrödinger equation are contained in the spaces Hϑ ,1

mix for all ϑ

below 3/4. It is based on an estimate of the K-functional (2.8) of the function under
consideration, from the perspective of approximation theory the decisive quantity.

Theorem 5.1 Let v : (R3)N →R be a square integrable function that possesses weak
derivatives Dα v in H1 for all multi-indices α in the set A from (2.3). The function
(4.1) is then contained in the spaces Hϑ ,1

mix for all values ϑ < 3/4. Moreover,

K(t,u) . − ln(t) t3/4 |||v|||1,1, t → 0+, (5.1)

which means that K(t,u) tends faster to zero in t than any power tϑ , ϑ < 3/4.

Proof We assume first that the given function v is an infinitely differentiable function
with compact support. The idea is to estimate the K-functional by the expression

K(t,u) ≤ {‖u−uε‖2
1 + t2 |||uε |||21,1}1/2,

where ε > 0 will later be coupled to t and uε = Fε v is the smoothed variant (4.12)
in the space X1 of the function u = Fv from (4.1) in the space H1. We recall that the
weak gradient of u can be formally calculated with help of the product rule (4.14).

The function u−uε vanishes outside the union of the sets Γi j that consist of those x
for which |xi− x j| ≤ ε . The H1-distance of u and uε over Γi j can be estimated as

‖u−uε‖1,Γi j ≤ ‖(F−Fε)∇v‖0,Γi j + ‖(∇F−∇Fε)v‖0,Γi j + ‖(F−Fε)v‖0,Γi j .

As |(F−Fε)(x)| . ε and |(∇F−∇Fε)(x)| . 1, the squares of the first two terms on
the right hand side can, for arbitrary s in the interval 1 ≤ s < 3/2, be estimated by

ε
2s

∫
Γi j

1
|xi− x j|2s−2 |∇v|2 dx, ε

2s
∫

Γi j

1
|xi− x j|2s v2 dx,
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and the square of the last term correspondingly by the expression

ε
2s

∫
Γi j

1
|xi− x j|2s−2 v2 dx.

These expressions can be further estimated with help of (3.1) and (3.4). This yields

‖u−uε‖1 .
1

3−2s
ε

s |||v|||1,1,

with a constant that depends neither on ε nor on the choice of s.
Estimating the norm |||uε |||1,1 means estimating partial derivatives of uε . These

partial derivatives split again into sums of products of partial derivatives of the factors
Fε(xi − x j) with respect to the components of xi and x j of orders up to three and of
partial derivatives of v. One proceeds as in the proof of Theorem 4.2, where the
estimate (4.9) for the third order derivatives of Fε enters into the estimates of the
terms involving a third order derivative of one of the factors Fε(xi−x j). One obtains,
with help of Fubini’s theorem and the estimates from Sect. 3, the estimate

|||uε |||1,1 .
1

3−2s
ε

s−2 |||v|||1,1,

where the constant depends as before neither on 1 ≤ s < 3/2 nor on ε .
The estimates for the two single parts can now be combined to an estimate for the

K-functional. Choosing for both the same s and setting ε =
√

t, one obtains

K(t,u) .
1

3−2s
t s/2 |||v|||1,1,

with a constant independent of 1≤ s < 3/2. The estimate (5.1) now follows choosing

s =
3
2

+
2

ln t
;

for t ≤ e−4 this s is located in the admissible interval and minimizes the right hand
side of the inequality above. That the estimate (5.1) holds for all functions v∈ X1, not
only for the infinitely differentiable functions v with compact support as just proved,
follows from the density of these functions in X1, the continuity of the mapping v→ u
as a mapping from X1 to H1, and the continuity of the mapping u→ K(t,u) from H1

to the real numbers. The rest of the proposition follows from Lemma 2.2. ut

The estimate (5.1) for the K-functional implies the norm estimate

|||u|||ϑ ,1 .
( 1

3−4ϑ

)3/2
|||v|||1,1 (5.2)

for the function (4.1) that holds for 0 ≤ ϑ < 3/4, with a constant independent of ϑ .
It suffices to prove the estimate for ϑ ≥ 1/2 as the norm on the left hand side of the
equation increases with ϑ . This can be done using the representation (2.11) of this
norm in terms of the K-functional and an argument as in the proof of Lemma 2.2.
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6 A counterexample

The upper bound ϑ < 3/4 from Theorem 5.1 is optimal and can never be reached nor
surpassed. This can be seen by the example of the function

u(x) =
(

1 +
1
2
|x1− x2|

)
exp

(
− 1

4
|x1|2−

1
4
|x2|2

)
(6.1)

that falls into the considered category but is not contained in Hϑ ,1
mix for ϑ ≥ 3/4. This

function often serves as a model for electronic wave functions. Its singular behavior at
the diagonal x1 = x2 is the same as that of the solutions of the electronic Schrödinger
equation at the positions where two electrons of distinct spin meet [7]. The function
represents at the same time the ground state of the so-called hookium or harmonium
atom [10], an artificial two-electron system with the Hamiltonian

− 1
2

∆ +
1
8
|x |2 +

1
|x1− x2|

(6.2)

in which the potential of the nucleus is replaced by that of a harmonic oscillator.
To show that the function (6.1) cannot be contained in Hϑ ,1

mix for ϑ ≥ 3/4, we first
rotate the coordinate system by the matrix

Q =
1√
2

(
I −I
I I

)
(6.3)

built up from the (3×3)-identity matrix and write u in the form u(x) = w(Qx), where

w(x) =
(

1 +
1√
2
|x1|

)
exp

(
− 1

4
|x1|2−

1
4
|x2|2

)
. (6.4)

As Q is orthogonal the Fourier transform of u is then û(ω) = ŵ(Qω). Therefore∫
P(ω)|û(ω)|2 dω =

∫
P(QT

ω)|ŵ(ω)|2 dω (6.5)

for every symbol P(ω). Since |QT ω|= |ω| thus we have to show that the function

ω → (1+ |ω|2)Pmix(QT
ω)ϑ |ŵ(ω)|2 (6.6)

cannot be integrable for exponents ϑ ≥ 3/4, where

Pmix(QT
ω) =

(
1+

1
2
|ω1−ω2|2

)(
1+

1
2
|ω1 +ω2|2

)
. (6.7)

To proceed, we need to know the asymptotic behavior of the Fourier transform of
the function w. We rewrite w first in the form

w(x) = φ(x1)e−|x2|2/4 = φ̃(|x1|)e−|x2|2/4 (6.8)

with the univariate function

φ̃(r) =
(

1+
1√
2

r
)

e−r2/4. (6.9)
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The Fourier transform of w is in this notation

ŵ(ω) = φ̂(ω1)(
√

2)3 e−|ω2|2 . (6.10)

The asymptotic behavior of the Fourier transform of φ is given by the following
lemma that is of general nature and into which only the decay properties of φ̃ enter.

Lemma 6.1 The Fourier transform of φ behaves for |ω| tending to infinity like

φ̂(ω) = −2

√
2
π

φ̃ ′(0)
|ω|4

+ O
( 1
|ω|6

)
. (6.11)

Proof As φ is a rotationally symmetric function, φ̂(ω) = φ̂(Qω) for all orthogonal
(3×3)-matrices Q. Particularly φ̂(ω) = φ̂(|ω|e3). Therefore

φ̂(ω) =
( 1√

2π

)3∫
φ̃(|x|)e−i |ω|x3 dx.

Transforming the integral to polar coordinates, the representation

φ̂(ω) =

√
2
π

1
|ω|

∫
∞

0
r φ̃(r)sin(|ω|r)dr

of the Fourier transform of a rotationally symmetric function φ(x) = φ̃(|x|) in three
space dimensions follows. If r → a(r) is an infinitely differentiable function with
integrable derivatives tending to zero as r goes to infinity, integration by parts yields∫

∞

0
a(r)sin(|ω|r)dr =

1
|ω|

a(0) − 1
|ω|2

∫
∞

0
a ′′(r)sin(|ω|r)dr.

Applying this relation a second and third time, one obtains∫
∞

0
a(r)sin(|ω|r)dr =

1
|ω|

a(0) − 1
|ω|3

a ′′(0) + O
( 1
|ω|5

)
as |ω| goes to infinity and therefore, inserting a(r) = r φ̃(r), the proposition. ut

We can now complete the proof and are ready to to show that the function (6.6)
cannot be integrable for ϑ ≥ 3/4. For that it suffices to show that it cannot be inte-
grable over the cylinder |ω2| ≤ 1 for these values of ϑ . For |ω2| ≤ 1,(

1+
1
2
|ω1−ω2|2

)(
1+

1
2
|ω1 +ω2|2

)
≥ 1+

1
4
|ω1|4. (6.12)

In our case φ̃ ′(0) 6= 0. With help of Lemma 6.1 one gets therefore, for ω in the given
cylinder and sufficiently large |ω1|, the desired lower bound

&
( 1
|ω1|

)6−4ϑ

(6.13)
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for the function (6.6). If ϑ ≥ 3/4, the function (6.6) thus cannot be integrable over the
cylinder |ω2| ≤ 1 and even less over the full space. This proves that the function (6.1)
is indeed contained in none of the spaces Hϑ ,1

mix for ϑ ≥ 3/4. Moreover, for this u,

K(t,u) & t3/4, (6.14)

as can be shown in the same way, with help of the representation of the K-functional
from the proof of Lemma 2.1 and the asymptotic behavior of the Fourier transform
of the function w on the cylinder |ω2| ≤ 1. This demonstrates that the estimate (5.1)
from Theorem 5.1 is almost optimal and that at most the logarithm got lost there.

7 Exponential decay, approximability, and approximation order

We mentioned in the introduction that the eigenfunctions u of the operator (1.1) decay
exponentially in the L2-sense, which means that the functions (1.11) here denoted as

x → eψ(x)u(x), ψ(x) = γ

N

∑
i=1

|xi|, (7.1)

are square integrable for values γ > 0 below some bound that depends on the distance
of the eigenvalue under consideration to the bottom of the essential spectrum. It has
been shown in [17] that these exponentially weighted eigenfunctions admit the same
kind of representation (1.9) as the eigenfunctions themselves. They are therefore like
these contained in the spaces Hϑ ,1

mix for ϑ < 3/4. We outline in this section how this
can be used to study the convergence behavior of approximation processes.

Lemma 7.1 For all functions v for which eψ v is located in H1,1
mix, that is, in X1,

|||eψ v|||21,1 . ∑
α∈A

‖eψ Dα v‖2
1 . |||eψ v|||21,1, (7.2)

with constants that depend on the decay rate γ .

Proof This follows from the observation that for all multi-indices α ∈A

Dα(eψ v) = ∑
β≤α

γ
|β |aβ eψ Dα−β v,

where the bounded coefficient functions aβ are given by

aβ (x) =
N

∏
i=1

( xi

|xi|

)βi

and the relation β ≤ α has to be understood componentwise. The reason is that the
function eψ v is differentiated only once with respect to the components of every sin-
gle xi. Formally, the relation is obtained from the product rule, which can be justified
in the sense of globally defined weak derivatives with an approximation argument as
in the proof of Theorem 4.1. Differentiating the relation above once more, the propo-
sition follows with help of the Hardy inequality (3.3), taking into account that aβ = 1
for β = 0, ∇iaβ = 0 if βi = 0, and |∇iaβ | ≤ 1/|xi| otherwise. ut
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A similar argument shows that the H1-norm of the function eψ u can be estimated
by the L2-norms of eψ u and eψ ∇u and vice versa. The norm |||eψ v|||1,1 measures
therefore the exponentially weighted L2-norms of the involved derivatives of v.

It is therefore reasonable to start from a sequence Tn : H1 → H1, n = 1,2, . . . , of
linear approximation operators that are uniformly H1-bounded and to require that

‖v−Tnv‖1 . n−q |||eψ v|||1,1 (7.3)

for all functions v ∈ H1 for which eψ v ∈ H1,1
mix. The constant q > 0 is an unspecified

convergence rate also depending on what n means. These assumptions form a proper
framework for sparse grid-like approximation methods, for example for the wavelet
approximations studied in [18] or expansions into tensor products of Gaussians or
other eigenfunctions of three-dimensional Schrödinger-like operators [16]. Another
example is the expansion into tensor products of three-dimensional functions with
given angular parts [16]. The range of the Tn is in this case infinite dimensional. The
exponential factor is the tribute paid to the infinite extension of the domain.

Our assumptions imply the following error estimate for functions of reduced
smoothness and in particular for the eigenfunctions of the operator (1.1).

Theorem 7.1 For all functions u ∈ H1 for which eψ u ∈ Hϑ ,1
mix for some 0 < ϑ < 1,

‖u−Tnu‖1 . n−ϑq |||eψ u|||ϑ ,1. (7.4)

Proof We use that ‖u‖1 . ‖eψ u‖1 for functions u for which eψ u ∈ H1. The linearity
of the Tn, their uniform boundedness, and (7.3) imply therefore the estimate

‖u−Tnu‖1 . ‖u− e−ψ v‖1 +‖e−ψ v−Tn(e−ψ v)‖1 . ‖eψ u− v‖1 + n−q |||v|||1,1

for arbitrary such u and all v ∈ X1. With that we can bound the approximation error

‖u−Tnu‖1 . K(n−q,eψ u)

in terms of the K-functional of eψ u. The proposition thus follows from (2.14). ut

The scheme thus exploits the smoothness of the functions even if the convergence rate
decreases unsurprisingly with decreasing smoothness. In the case of the solutions u of
the electronic Schrödinger equation studied in this paper, we can apply the estimate
for the K-functional of eψ u from Theorem 5.1 directly. It leads to an estimate

‖u−Tnu‖1 . ln(n)n−3/4q (7.5)

for the approximation error: the convergence rate comes arbitrarily close to 3/4q.
Essentially only the factor 3/4 gets lost compared to the case of full mixed regularity.
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8 From approximation order back to regularity

Under some additional assumptions one can show that this convergence order cannot
be improved further. We start from an orthogonal or biorthogonal expansion

v = ∑λ
(v,φ ′

λ
)φλ (8.1)

of the square integrable functions into a series of functions φλ ∈ H1, where λ runs
over a countable set of indices. The example that we have in mind is the expansion
into wavelets from [18]. We introduce a new scale of discrete norms given by

‖[v ]‖2
ϑ ,m = ∑λ

κ0(λ )m
κ(λ )ϑ (v,φ ′

λ
)2, (8.2)

where κ0(λ ) and κ(λ ) are weight factors. The first one basically serves to measure
the first order derivatives. The second one splits in Zeiser’s construction into a part
that is associated with the mixed derivatives and another one that is position depen-
dent and associated with the decay of the functions under consideration. We assume
in the sequel that, for the functions v for which eψ v is contained in the space H1,1

mix,

|||v|||1,1 . ‖[v ]‖1,1 . |||eψ v|||1,1, (8.3)

and that for ϑ = 0 and m = 1 the new norm is equivalent to the H1-norm, that is, that

‖v‖1 . ‖[v ]‖0,1 . ‖v‖1 (8.4)

holds for all functions v∈H1. The wavelet expansions from [18] fulfill these assump-
tions. Our approximation operators Tn are now defined by

Tnv = ∑
′
λ
(v,φ ′

λ
)φλ , (8.5)

where the dash indicates that the sum runs here only over the indices λ for which
κ(λ ) is less than a bound that is monotonely increasing with n and tending to infinity
as n goes to infinity, say less than n2q to adapt the notation to that in the previous
section. The Tn are then bounded as operators from H1 to H1. Furthermore,

‖v−Tnv‖1 . n−q |||eψ v|||1,1 (8.6)

for the functions v for which eψ v is contained in H1,1
mix. The operators thus fit into the

framework considered before; in particular the error estimates (7.4) and (7.5) hold.
The rest follows with help of a standard argument [3] from approximation theory:

Lemma 8.1 Let u be a function in H1 for which the error behaves like

‖u−Tnu‖1 = O(n−δq) (8.7)

for n tending to infinity, where 0 < δ < 1. Then u ∈ Hϑ ,1
mix for ϑ < δ .
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Proof Let T̃` = T2` for abbreviation. Then

‖[ T̃nu ]‖ϑ ,1 ≤ ‖[ T̃1u ]‖ϑ ,1 +
n−1

∑
`=1

(2`+1)ϑq ‖[ T̃`+1u− T̃`u ]‖0,1,

as follows from the triangle inequality and the inverse inequality

‖[v ]‖ϑ ,1 ≤ (2`+1)ϑq‖[v ]‖0,1

for the functions v in the range of T̃`+1. By the given assumptions,

‖[ T̃`+1u− T̃`u ]‖0,1 . ‖T̃`+1−u‖1 + ‖u− T̃`u‖1 . (2`+1)−δq.

That means that the discrete norm

‖[u ]‖ϑ ,1 = lim
n→∞

‖[ T̃nu ]‖ϑ ,1

of u remains finite for 0 < ϑ < δ . This implies u ∈ Hϑ ,1
mix since

|||v|||ϑ ,1 . ‖[v ]‖ϑ ,1,

which follows by means of interpolation from (8.3) and (8.4), expressing both norms
as in Lemma 2.1 in terms of the corresponding K-functionals. ut

We conclude that for the functions considered in the previous sections, and in par-
ticular for electronic wave functions, a convergence rate ϑq, ϑ > 3/4, is in general
not possible. The estimate (7.5) is thus optimal, at least up to the logarithmic factor.
Nonlinear, adaptive methods might shift this bound but also encounter hard limits due
to the location of the singularities on the diagonals [4,5].
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2. Bergh, J., Löfström, J.: Interpolation Spaces, Die Grundlehren der mathematischen Wissenschaften in
Einzeldarstellungen, vol. 223. Springer, Berlin Heidelberg New York (1976)

3. Butzer, P.L., Scherer, K.: Approximationsprozesse und Interpolationsmethoden, B.I.-Hochschulta-
schenbücher, vol. 826/826a. Bibliographisches Institut, Mannheim (1968)

4. Flad, H.J., Hackbusch, W., Schneider, R.: Best N-term approximation in electronic structure calcula-
tions. I. One-electron reduced density matrix. M2AN 40, 49–61 (2006)

5. Flad, H.J., Hackbusch, W., Schneider, R.: Best N-term approximation in electronic structure calcula-
tions. II. Jastrow factors. M2AN 41, 261–279 (2007)

6. Fournais, S., Hoffmann-Ostenhof, M., Hoffmann-Ostenhof, T., Østergard Sørensen, T.: Sharp regu-
larity estimates for Coulombic many-electron wave functions. Commun. Math. Phys. 255, 183–227
(2005)

7. Fournais, S., Hoffmann-Ostenhof, M., Hoffmann-Ostenhof, T., Østergard Sørensen, T.: Analytic
structure of many-body Coulombic wave functions. Commun. Math. Phys. 289, 291–310 (2009)

8. Hamaekers, J.: Tensor Product Multiscale Many-Particle Spaces with Finite-Order Weights for the
Electronic Schrödinger Equation. Doctoral thesis, Universität Bonn (2009)

9. Hoffmann-Ostenhof, M., Hoffmann-Ostenhof, T., Østergard Sørensen, T.: Electron wavefunctions and
densities for atoms. Ann. Henri Poincaré 2, 77–100 (2001)
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[68] A. Hinrichs, E. Novak, and H. Woźniakowski. The Curse of Dimensionality for
Monotone and Convex Functions of Many Variables. Preprint 68, DFG-SPP 1324,
November 2010.

[69] G. Kutyniok and W.-Q Lim. Image Separation Using Shearlets. Preprint 69, DFG-
SPP 1324, November 2010.

[70] B. Jin and P. Maass. An Analysis of Electrical Impedance Tomography with Ap-
plications to Tikhonov Regularization. Preprint 70, DFG-SPP 1324, December
2010.

[71] S. Holtz, T. Rohwedder, and R. Schneider. The Alternating Linear Scheme for
Tensor Optimisation in the TT Format. Preprint 71, DFG-SPP 1324, December
2010.

[72] T. Müller-Gronbach and K. Ritter. A Local Refinement Strategy for Constructive
Quantization of Scalar SDEs. Preprint 72, DFG-SPP 1324, December 2010.

[73] T. Rohwedder and R. Schneider. An Analysis for the DIIS Acceleration Method
used in Quantum Chemistry Calculations. Preprint 73, DFG-SPP 1324, December
2010.

[74] C. Bender and J. Steiner. Least-Squares Monte Carlo for Backward SDEs.
Preprint 74, DFG-SPP 1324, December 2010.

[75] C. Bender. Primal and Dual Pricing of Multiple Exercise Options in Continuous
Time. Preprint 75, DFG-SPP 1324, December 2010.

[76] H. Harbrecht, M. Peters, and R. Schneider. On the Low-rank Approximation by the
Pivoted Cholesky Decomposition. Preprint 76, DFG-SPP 1324, December 2010.
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