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1 Introduction

There are various highly developed methods for establishing semiclassical approxima-
tions. Probably the most refined method is based on pseudo-differential and Fourier
integral operator calculi. This extremely technical approach is well suited for getting
good or even sharp error estimates. Here, sharp refers to the optimal exponent of
the semiclassical parameter in the error term. These sharp estimates however often
require strong regularity assumptions on the operators being investigated.

A different and very simple method based on coherent states gives the leading
order semiclassical asymptotics under optimal regularity assumptions.

The method of coherent states was used by Thirring [20] and Lieb [8] to give a very
short and simple proof of the Thomas-Fermi energy asymptotics of large atoms and
molecules; see also a recent improvement by Balodis Matesanz and Solovej [16]. This
asymptotics had been first proved by Lieb and Simon in [7] using a Dirichlet-Neumann
bracketing method.

Because of the Coulomb singularity of the atomic potential the pseudo-differential
techniques are not immediately applicable to the Thomas-Fermi asymptotics.

In fact, although the Coulomb singularity does not affect the leading order
Thomas-Fermi asymptotics, in the sense that it is purely semi-classical, it does cause
the first correction to be of a non-semiclassical nature. The first correction to the
Thomas-Fermi asymptotics was predicted by Scott in [18] and was later generalized
to molecules and formulated as a clear mathematical conjecture in [8].

The first mathematical proof of the Scott correction for atoms was given by
Hughes [4] (a lower bound) and by Siedentop and Weikard [19] (both bounds) by
WKB type methods. Bach [1] proved the Scott correction for ions.

In [5], Ivrii and Sigal finally managed to apply Fourier integral operator methods to
the atomic problem and proved the Scott correction for molecules, which was recently
extended to matter by Balodis Matesanz [15].

In [3], Fefferman and Seco gave a rigorous derivation of the next correction (after
the Scott correction) in the asymptotics of the energy of atoms. This next correction
had been predicted by Dirac [2] and Schwinger [17].

As we shall explain below (see Page 12) one cannot expect to be able to derive
the Scott correction using the traditional method of coherent states.

In this paper we introduce a new semiclassical approach generalizing the method
of coherent states and show that this approach can be used to give a fairly simple
derivation of the Scott correction for molecules.

The standard coherent states method is based on representing operators on L*(R™)
as integrals of the form

dudq
11, , 1
[, atw a5t (1)
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where a(u, g) is a function (the symbol of the operator) on the classical phase space
R?" and II,, is a non-negative operator with the properties

dud
Till,, = 1, / | e |
’ RQn ’ (27Th/)n

For the classical coherent states I, , is the one-dimensional projection |u, ¢) (u, ¢|
onto the normalized function

<x|u, CI> = (Wh)7n/4ef(z*u)2/2h€iqz/h. (2)

We generalize this by representing operators in the form

dud
/ Guy Aoy oy “§ (3)

Here G, 4 is some self-adjoint operator such that its square plays the role of I, , and
A\M = Bo(u,q) + Bi(u,q) - & — ihBy(u, q) - V is a differential operator linear in & and
—ihV. (We have denoted by 2 the position operator.) We shall make an explicit choice
of G, 4 in Sect. 3. In other words, we allow the symbol in the coherent state operator
representation to be not just a real function on phase space but to take values in first
order differential operators. If we consider, for example, a Schrodinger operator of the
form —h%A 4 V(&), where a natural choice of the coherent state symbol would be
a(u,q) = ¢* + V(u), then the new idea is now to choose the linear approximation

A\w = a(u, q) + dua(u, q) (2 — u) + dya(u, q)(—ihV — q).

The representation (3) will then be a better approximation of the Schrédinger operator
than (1) (see Theorem 11 for details).

In order to explain the Scott correction we consider the non-relativistic Schrodinger
operator for a neutral molecule

Z
1
i J

=1 1<j

We have |Z| = Zj\il Zj electrons of charges e = —1 and M nuclei of charges Z;
located at the fixed positions R, ..., Ry; we use atomic units where h? = m. The
number M is an arbitrary but fixed integer throughout this paper. The potential

V(Z,R,x) = ii (4)
= v — Ryl

describes the interaction of a single electron with all the nuclei. The operator H(Z, R)
acts as an unbounded operator in the space A~ L2(R? x {—1,1}), where %1 refer to
the spin variables. We are interested in the ground state energy

E(Z,R) = inf specH (Z, R)



JPS & WLS/30-Aug-2002 4

and, in particular, in the asymptotic expansion for large charges. In defining the energy
we have ignored the nuclear repulsion. It would simply shift the energy by a constant
depending on Z and R.

The version of the Scott correction that we prove in this paper can now be stated
as follows.

Theorem 1 (Scott correction). Let Z = |Z|(z1,...,2un), where z1, ...,z > 0 and
R=|Z|7Y3(ry,...,ram), where |r; —1j| > 1o for some ro > 0. Then,
E(ZR)=E™(ZR)+1 Y ZI+0(z7%), (5)
1<j<M
as |Z| — oo, where the error term O(|Z|>71/39) besides | Z| depends only on 2, . . ., zur,

and rg.

This is established in lemmas 18 and 19. In fact, one could improve slightly on the
error estimate to the expense of limiting the range of Z and R, and vice verse.

It turns out that ET(Z, R) is of order |Z|"/® and the next term %Zlgng Z3 is
the Scott correction.

Part of our derivation of Theorem 1 is similar to the multi-scale analysis in [5]
and we adopt their notation. Our semiclassical method, however, is very different. It
does not rely on the spectral calculus, but uses only the quadratic form representa-
tion of operators. Moreover, we treat the Coulomb singularities completely differently
from [5]. In treating the singularities and the region near infinity the Lieb-Thirring
inequality plays an essential role.

Another virtue of our proof is that it gives an explicit trial state for the energy
that is correct to an order including the Scott correction. This is, in fact, how we
prove that the Scott correction is correct as an asymptotic upper bound.

This paper is organized as follows. In Sect. 2.1 we list for the convenience of the
reader the analytic tools that we shall use in a crucial way. In Sect. 2.2 we review
Thomas-Fermi theory. In Sect. 3 we introduce the new coherent states. In Sect. 4 we
apply this new tool to prove the semi-classical expansion of the sum of the negative
eigenvalues of a non-singular Schrédinger operator localized in some bounded region of
space. This is the key application of our new method. The proof for the semi-classical
expansion for the Thomas-Fermi potential is presented in Sect. 5. In Sect. 6 we finally
prove lower and upper bound for the molecular quantum ground state energy. Some
calculations concerning the new coherent states and a theorem on constructing a
particular partition of unity are put into the appendices.

2 Preliminaries

2.1 Analytic tools

In this subsection we collect the main analytic tools which we shall use throughout the
paper. We do not prove them here but give the standard references. Various constants
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are typically denoted by the same letter C', although their value might, for instance,
change from one to the next line.

Let p > 1, then a complex-valued function f (and only those will be considered
here) is said to be in LP(R™) if the norm || f||, := ([ |f(z)|P dz) Y7 is finite. For any
1 <p<t<qg<oowe have the inclusion LP N LY C L, since by Holder’s inequality
1Al < IFIIAIE with Ap~ 4 (1= A)g ™ = ¢,

We call v a density matrix on L?(R") if it is a trace class operator on L*(R™)
satisfying the operator inequality 0 < v < 1 The density of a density matrix v is the
L' function p, such that Tr(v8) = [ p,(z)f(z)dz for all § € C5°(R™) considered as
multiplication operators.

We also need an extension to many-particle states. Let ¢ € @ L*(R® x {—1,1})
be an N-body wave-function. Its one-particle density py is defined by

Z Z Z /W) T1,81 ..., 7N, SN2 0(x; — x) dy - -

=1 s1==1
The next inequality we recall is crucial to most of our estimates.

Theorem 2 (Lieb-Thirring inequality). One-body case: Let v be a density op-
erator on L*(R™), then we have the Lieb-Thirring inequality

T [4a0] 2 K, [0 (6)

with some positive constant K,. Equivalently, let V € LY*"/2(R™) and v a density
operator, then

Te[(~3A + V)] > ~L, / V|, (7)

where x_ := min{x,0}, and L, some positive constant.
Many-body case: Let 1 € A\ L*(R? x {~1,1}). Then,

N
<¢az_%Aﬂ/1> > 22/3K3/P15p/3- (8)
i=1

The original proofs of these inequalities can be found in [6].

From the min-max principle it is clear that the right side of (7) is in fact a lower
bound on the sum of the negative eigenvalues of the operator ——A + V.

We shall use the following standard notation:

D)= D(f. ) = [ [ @l = ol f0) dody.

It is not difficult to see (by Fourier transformation) that || f|| := D(f)/? is a norm.
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Theorem 3 (Hardy-Littlewood-Sobolev inequality). There exists a constant C
such that

D(f) < C 155 (9)

The sharp constant C' has been found by Lieb [11], see also [12].

In order to localize into different regions of space we shall use the standard IMS-
formula

—%QzA — %A@z = —0A0 — (V) (10)
which holds, by a straightforward calculation, for all bounded C*-functions 6 (here
considered as a multiplication operator).

Finally we state the two inequalities which we need to estimate the many-body
ground state energy F(Z, R) by an energy of an effective one-particle quantum system.
The first one is an electrostatic inequality providing us with a lower bound. This
inequality is due to Lieb [10], and was improved in [13].

Theorem 4 (Lieb-Oxford inequality). Let ¢ € L*(R3Y) be normalized, and py its
one-electron density. Then,

<1/1, > ‘xi_xj|11/}> > D(py) —C/pf/?’- (11)

1<i<j<N
The best-known numerical value is 1.68, but this does not play a role here.

An upper bound to E(Z, R) is provided by a variational principle for Fermionic
systems. This is also due to Lieb [9].

Theorem 5 (Lieb’s Variational Principle). Let v be a density matriz on L*(R?)
satisfying 2Try = 2 [ p(z) dx < Z (i.e., less than or equal to the number of electrons)
with the kernel p,(z) = y(z,x). Then

E(Z,R) < 2Tv| (=3A = V(Z,R,2)) 7] + D(2p,). (12)

The factors 2 above are due to the spin degeneracy.

2.2 Thomas-Fermi theory

Consider z = (z1,...,2y) € RM and r = (r,...,7y) € R*M. Let 0 < p € L3(R3) N
L*(R3) then the Thomas-Fermi (TF) energy functional, £TF, is defined as

ETF(p) = B (3n2) / o) die / V(z,r,2)p(x) dx + D(p),

where V' is as in (4).

By the Hardy-Littlewood-Sobolev inequality the Coulomb energy, D(p), is finite
for functions p € L3(R3) N L} (R3) C L5/°(R?). Therefore, the TF-energy functional
is well-defined. Here we only state the properties about TF-theory which we use
throughout the paper without proving them. The original proofs can be found in [7]
and [8].
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Theorem 6 (Thomas-Fermi minimizer). For all z = (z1,...,2y) € RY and
r = (r,...,ry) € R there erists a unique non-negative p'*(z,r,x) such that
[P (z,r,x)dx = 224:1 2 and

EM(p™) =inf {E™(p) : 0< pe LA(RY)NLY(RY)}.
We shall denote by E'¥(z,r) := ETF(p™F) the TF-energy. Moreover, let
V¥(z,v,2) = V(z,v,2) — p"" *|2| " (13)

be the TF-potential, then VY > 0 and p™ > 0, and p*™ is the unique solution in
LP3(R3) N LY (R3) to the TF-equation:

VT (g1, 2) = L3770 (2,1, ). (14)

1
2

Very crucial for a semi-classical approach is the scaling behavior of the TF-
potential. It says that for any positive parameter h

V¥ (z,r,2) = V(W32 h e, b ), (15)
pF(z,r,x) = h%p™(h3z, h v, h '2) (16)
E™(z,r) = hE™(h’z,h7'r). (17)

By h~!r we mean that each coordinate is scaled by h™!, and likewise for h3z. By the
TF-equation (14), the equations (15) and (16) are obviously equivalent. Notice that
the Coulomb-potential, V', has the claimed scaling behavior. The rest follows from the
uniqueness of the solution of the TF-energy functional.
We shall now establish the crucial estimates that we need about the TF potential.
Let
dz) =min{lz —ry| | k=1,..., M} (18)

and

f(w) = min{d(z) "2, d(z)?}. (19)
For each k = 1,..., M we define the function
Wi(z,v,2) =V (z,v,2) — 21|z — | (20)

The function Wy can be continuously extended to x = ry.
The first estimate in the next theorem is very similar to a corresponding estimate
in [5].

Theorem 7 (Estimate on V'F). Letz = (z1,...,2y) € RY andr = (rq,..., 1) €
R3M. For all multi-indices o and all x with d(z) # 0 we have

’8§VTF(Z, r,x)’ < Caf(x)zd(x)’w, (21)
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where C, > 0 1s a constant which depends on «, zq,...,zy, and M.
Moreover, for |z — ri| < Tmin/2, where Ty = ming, |ry — | we have

0 < Wi(z,r,z) < Cri +C, (22)

min
where the constants C' > 0 here depend on z1, ..., 2y, and M.

Proof. Throughout the proof we shall denote all constants that depend on «,
21,0520, M by Cp. Constants that depend on z1,..., zy; we denote by C. In this
proof we shall omit the dependence on r and z and simply write V¥ (x) and Wy (z).

We proceed by induction over |al. If @ = 0 we have the well known bound [7] that

0 <max{V,F(z) [ k=1,...,M} <V™(x ZVTF (23)

where V.7 denotes the Thomas-Fermi potential of a neutral atom with a nucleus
placed at r, € R? with nuclear charge z,. This potential satisfies the bounds [7]

C_minf{z|z — r| ™" |z — |7} < VTEF < Crmin{zg|le — |7 o — |71}, (24)

where Cy > 0 are universal constants (note that by scaling (15) it is enough to
consider the case z; = 1). We therefore get that

C_min{z,...,za, 1} f(2)? <V (2) < Oy Mmax{z, ..., 2y, 1} f(2)? (25)

This in particular gives (21) for v = 0. Assume now that (21) has been proved for all
multi-indices a with |a| < M, for some M > 0. We shall first establish an estimate
for the derivatives 9%p of the TF density p.

From the TF equation we have that p = C(V"F)3/2. Thus 0%p(x) is a sum of terms
of the form

VTF(x>3/2fkaﬁ1 VTF(.T) . aﬂkVTF(x)

where k =0,...,|a| and |81|+ ...+ |0k| = |a|. Thus by the induction hypothesis and
(25) we have for |a| < M that

6% p(x)| < Caf (x)’d(w) 1. (26)

We now turn to the potential. Given v with |«| = M. Choose some decomposition
a=[F+d, where || =1and |[o/| = M — 1.
For all y such that |y — x| < d(x)/2 we write

VT (y) = - / 0 p(u)ly — ul ™ du+ R(y),
fu—al<d(@)/

where

R(y) = 0"V (y) + / 0 plu)ly — ul " du

lu—z|<d(z)/2
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is a harmonic function of y for |y — z| < d(z)/2, since AV (y) = 4np(y) for such y.
It follows that
0°R()| < Cd(z) swp R
|§—z|=d(z)/2

This can be seen by the Poisson formula

d(z)
B \y z/?
|§—z|=d(z)/2

valid for |y — x| < d(x)/2. Here dS denotes the surface measure of {{ : | — z| =
d(z)/2}. To estimate sup|e_, _q()/2 |[R(§)| we use the induction hypothesis, i.e., (21)
and (26) for o/. Note that for | — z| < d(x)/2 we have that d(z)/2 < d( ) < 3d(x)/2
and hence also that f(£) < 4f(x). Thus, if we also use that f(z) < d(z)~? we get that

sup  |R(§)| < Cord(x) ¥ f()?
|6—al=d(z)/2

and hence that
|0°R(z)| < Cod(z)™ f(2)?.

< / 0% p(u)
lu—z|<d(z)/2

Finally we have that

'85/ 80‘,p(u)|y - u|_1du
|lu—z|<d(z)/2

The estimate (21) follows since

/|u—a:|<d(m)/2

where we have again used that f(z) < d(z)~2.
The estimate (22) follows from (23) and 24) if we note that the atomic potential
satisfies

’ ly — u\_2du

0 p(w)| 2 = | 2du < Cor f(@)*d(w) ' < Cof (2)%d() ),

0<VIF (@) =zl — | = p x2S C.

Here p?kF is the atomic density. These last estimates follow since pTTkF is non-negative
and bounded in L°/3 and in L'. O

The relation of Thomas-Fermi theory to semiclassical analysis is that the semi-
classical density of a gas of non-interacting electrons moving in the Thomas-Fermi
potential V¥ is simply the Thomas-Fermi density. More precisely, the semiclassical
approximation to the density of the projection onto the eigenspace corresponding to
negative eigenvalues of the Hamiltonian —%A — VT s

d
2/ 1—p3 = 23237 Y (VT2 (2,1, 2) = p™F (2,1, 2).
sp2=VTF(z,r,x)<0 (27T)
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Here the factor two on the very left is due to the spin degeneracy. Similarly, the
semiclassical approximation to the energy of the gas, i.e., to the sum of the negative
eigenvalues of —%A — VT s

L, TF dpdzx 4\/§ TF 5/2 TF TF
2/ (529 -V I',l'))_ (2m)3 ~ 152 V iz, r, ) Pdr = E (z,v)+D(p"").
(27)

In Section 5 we shall make the semiclassical approximation more precise.

3 The new coherent states

We shall now define the new coherent states (or better coherent operators') discussed
in the introduction. ILe., we shall define the operator G, , that is used to represent
operators in the form (3).

The classical coherent states (2) localize in both x and p on a scale of order h. We
shall choose G, , to localize on a longer scale. We define

Gu = ()™ (s ) [t e gy 3)

The new scale is 1/a > h. Note that if we let a — 1/h then G converges to the
projection II, , = |u, ¢)(u, q|. A straightforward calculation gives the following result.

Lemma 8 (Completeness of new coherent states). These new coherent operators

satisfy ; p
2 qa L 2 o g
/gu,q (27Th)n - Gb(x U), /gu,q (27Th)" Gb( ihV q)a

where & denotes the operator multiplication by the position variable x. Here Gy(v) =
(b/m)"/% exp(—bw?) with b = 2a/(1 + h%a®). Note that Gy has integral 1 and hence

dudq

2

=1.
/gu’q (2mh)"

We shall study operators that can be written in the form (3). If A\M = Bo(u,q) +
By (u,q)-t—ihBy(u, q)-V is the operator valued symbol in (3) we shall denote by A, ,
the linear function A, ,(v,p) = Bo(u,q) + Bi(u,q) - v + Ba(u, q) - p. When A, ,(v,p)
is independent of (v,p), i.e., if By = By = 0 and if a — h™! we recover the usual
coherent states representation of an operator. Thus, on the one hand we do not use
as sharp a phase space localization as the one-dimensional coherent state projection
since a < 1/h, but on the other hand, we use a better approximation than if A4, , were
just a constant.

IThis should not be confused with the quantum coherent operators introduced by Lieb and Solovej
in [14] in order to compare two quantum systems.
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More generally we shall consider operators of the form

/ Guo [ (Aus) Gugcludy, (29)

where f : R — R is any polynomially bounded real function. As we shall see in
the next theorem the integrand above is a traceclass operator for each (u,q). The
integral above is to be understood in the weak sense, i.e., as a quadratic form. We
shall consider situations where the integral defines bounded or unbounded operators.

Theorem 9 (Trace identity). Let f : R — R and V : R" — R be polynomially
bounded, real measurable functions and

A = By + B1# — ihByV

a first order self-adjoint differential operator®* with By € R,Byo € R". Then
Guq [(A)GuqV(2) is a trace class operator (when extended from C§°(R™)) and

TGun S(A) G V@) = [ 1(Bo-+ Brv+ Bap) Gulo = w)Gala —
X Gn2y-1(2)V (v + h*ab(u — v) + 2)dvdpdz.
In particular, Tr [gg,q} =1.

The proof is given in Appendix A. We shall need the following extension of this
theorem, where we however only give an estimate on the trace. The proof is again
deferred to Appendix A.

Theorem 10 (Trace estimates). Let f, A be as in the previous theorem. Let more-
over ¢ € C"™(R™) be a bounded, real function with all derivatives up to order n + 4
bounded and V, F € C*(R") be real functions with bounded second derivatives. Then,
forh <1,1<a<1/h and b = 2a/(1+ h*a®) we have with o(u,q) = F(q) + V(u)
that®

Tv[Gu g f(A) Gug (&) (F(=ihV) + V (2)) 6(2)]
/ F(Bo + By + Bap) Go(v — w)Gi(q — )
x [(qﬁ('z} + R2ab(u — v))? + B (u, 'U))a('u + h2ab(u — v), p + h2ab(q — p))
+ By(u, v3q, p)] dvdp,

with || E1 ||, || B2lleo < Ch*b where C' depends only on
sup [0l 5 [0°V |, and sup [0 F.

v|<n+4 v|=2 vl=

(Note that the assumption 1 < a < 1/h implies 1 <b < 1/h.)

2The operator A is essentially self-adjoint on Schwartz functions on R".
3The operator G, 4 f(A) Guq #(2) (F(—ihV) + V(2)) ¢(2) is originally defined on, say C§°(R™),
but it is part of the claim of the theorem that it extends to a traceclass operator on all of L*(R™).
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The above theorem shall be used to prove an upper bound on the sum of eigen-
values of the operator F/(—ihV) + V(Z), in the case when F(p) = p?. This is done in
Lemma 14 by constructing a trial density matrix in the form (29).

To prove a lower bound on the sum of the negative eigenvalues one approximates
the Hamiltonian F'(—ihV) + V(Z) by an operator represented in the form (3). This
approximation which we now formulate is also proved in Appendix A.

Theorem 11 (Coherent states representation). Consider functions F,V €
C3(R™), for which all second and third derivatives are bounded. Let o(u,q) = F(q) +
V(u), then we have for a < 1/h and b = 2a/(1 + h*a*) the representation

dud
F(—ihV) + V(& /guq Hoy oG “?

(as quadratic forms on C3°(R™) ), with the operator-valued symbol

~ 1

H,,=0(u,q) + 4—bAa(u, q) + 0yo(u,q)(Z —u) + 0yo(u, q)(—ithV — q). (30)
The error term, E is a bounded operator with

B < Cb=2 Y [|0%0 ]l + OB Y [[0%0 -

|or|=3 |or|=2

4 Semi-classical estimate of Tr|¢(—h*A +V)¢|

In this Section we study the sum of the negative eigenvalues of Schrodinger operators
with regular potentials localized in a bounded region by a localization function ¢.
This will turn out to be the key theorem in this paper. Let us recall our convention
that z_ = (z)_ = min{x,0}. For convenience we consider balls, and we start with the
unit ball.

Theorem 12 (Local semiclassics). Let n > 3 and ¢ € CIt4Y(R™), be supported in
a ball B C R™ of radius 1 and V € C3(B) be a real function. Let H = —h?A +V,
h >0 and o(u,q) = ¢* + V(u). Then,

Tr[pH¢|_ — (27h)~ / ¢*(u)o(u, q)_dudq| < Ch~"6/5,
The constant C > 0 here depends only on n,||¢||cn+s and ||V || cs. [Here ||V|cs =

SUP|q|<3 109V |-/

With the classical coherent states the estimate one would normally prove would
be that the right side above is Ch™""!. We find it instructive to sketch the proof of
this here in order to make the comparison with the new method clearer.
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We may assume that V is defined on all of R" with bounded second and third
order derivatives. We shall here assume that h < 1. From Theorem 11 with a = 1/h
we have

H=—a v = [l Vi )l e

with ||E|| < Ch. The constant depends on the second and third order derivatives of
V', which are bounded. We have here used that for a = b = 1/h the first order terms
in & and V do not contribute (see (99) below). Moreover, the term Ao is of order h
since V' has bounded second order derivatives. The error term E can be controlled
using the Lieb-Thirring inequality as in (31) below.

Then from Theorem 10 we have

Ch_n+1

TrpHd. > / @+ V(w)]- T [$lu, q) (u, glo| %4

Crhy
= [l Vi) gt - one

where C' now also depends on the derivatives of ¢.
For an upper bound we set

dudq

V= /X<oo,0}[q2 VIl @), gl o

where X (0,0 denotes the characteristic function of the interval (—oo,0]. It is clear
that 0 < 7 < 1. When calculating Tr[y¢pH¢] we may again refer to the general
theorem 10 with a = b = 1/h. We obtain

dudq
(2mh)

oo = [ Xwold + V) Tl ) aloo

< / [* + V(u)]- ¢*(u) (;i:Z;]n + Ch™,

As mentioned in the Introduction it is important that we obtain errors bounded
by Ch™""1*¢ for some € > 0 as in Theorem 12. We shall prove Theorem 12 by again
proving upper and lower bounds on Tr[¢pH¢]_.

Lemma 13 (Lower bound on Tr(¢H¢)_). Letn >3, ¢ € Cat(R™) be supported
in a ball B of radius 1 and assume that V € C*(B). Let H = —h*A+V, h > 0. Then,

Tr[pH¢|- > (2mh)~ / ¢*(u)o(u, q)_dudq — Ch™"+%/5,

The constant C' > 0 here depends only on n, ||¢||cn+s and ||V||cs.

Proof. Since ¢ has support in the ball B we may without loss of generality assume
that V € C3(R?®) with the support in a ball B, of radius 2 and that the norm ||V]|¢s
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refers to the supremum over all of R". We shall not explicitly follow how the error
terms depend on ||¢[|cs and ||V||cs. All constants denoted by C' depend on n, ||¢||cs,
IVlies.

First note that by the Lieb-Thirring inequality we have that

dud
Tordl > Cloli. [ otno oo

Consider some fixed 0 < 7 < 1 (independent of h). If h > 7 then

dudq /5, —
H —C /Sh n+6/5.
Toto). > [ 6 uo(uq) gt~ Cr

> —-Ch™.

We are therefore left with considering h < 7. Of course one should really try to find
the optimal value of 7 (depending on ¢, and V') we shall however not do that. In
studying the case h < 7 it will be necessary to assume that the choice of 7 is small
enough. We therefore now assume that h < 7 and that 7 is small.

From Theorem 11 we have that

TroHd. > [ / 6 G quuqcp(d“d?

+Tr [¢ (—eh®A — C(b%2 + h%D)) ¢] (31)

where 0 < e < 1/2 and
ﬁu’ o(u,q) + 4bAa(u q) + 0,0 (u,q)(Z —u)+ 0,0(u, q)(—ihV — q)

with o(u,q) = (1 — €)¢* + V(u). We shall choose a depending on h satisfying 77! <
a < h™! and hence 77! < b < h™L. Tt is clear (e.g. from the Lieb-Thirring inequality)
that the second trace above is estimated below by —Ch™"c="/2(b=3/2  h2b)1*7/2 We
shall choose € = 1(b=%2 + h?b); note that & < 1/2. Thus we find that the second trace
is estimated by —Ch~"(b=%/2 4- h?b). From the variational principle we have

dud
TelpHg). > / Tr [¢ Gug | Hug) gu,q¢] (QZh;]n _Chr YR 4 B2).

We first consider the integral over u outside the ball By of radius 2, where V' = 0.
Using Theorem 9 (with V' replaced by ¢?) and [ ¢* < C, we get that this part of the
integral is

[ Ja-ads -0 420 -200- 0] Glp- )Giu )
u¢éBa -

dudq
(2mh)"

dpd
> C/(l —8)[p* - (p—q)?*-Gu(p—q) (27];3” > _Ch /2

X Gn2y-1(2)p(v + h*ab(u — v) + z)*dvdpdz
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which for all dimensions n is bounded below by —Cb~3/2h~". Actually it is not difficult
to see that we could have inserted a factor e~“® on the right of this estimate since
u ¢ By and ¢ is supported in By, but we do not need this here.

For the integral over u € By we use Theorem 10 with F'= 0 and V =1 to obtain

Tr[pH$] - > / . ((b (’U + hab(u — ’11))2 + Cth) Gy(u —v)Gyp(q — p)

dudq
(2mh)™

X [Hug(v,p)] dpdv — Ch™" (b7 + h%),  (32)

where
~ 1 - - ~
Hu,q(vap) = O'(u, q) + ZbAU(ua Q) + auO'(U, q)(U - u) + aqa(u, Q) (p - Q)

The rest of the proof is simply an estimate of the integral in (32). Note that by Taylor’s
formula for ¢ we have

Hu,q(vap) Z 5(7}’1)) + g}(u —U,q _p) - C|U - U|(b_1 + |u - U|2)’ (33)
where

~ 1 _
§ulu,q) = - AF(0,0) = (1 - )g Zaav V) U,

We have here used that Ag (v, p) is independent of p and that |Ac(v,0) — Ac(u,0)| <
Cl|u —wv|. Since ||V ||cs < co and thus, in particular, (v, p) > (1 — &)p* — C we easily
get that

/ Gl — 0)Go(q — p) [Hug(v,p)]_ dpdgdo > —C (34)

and hence from (32) that

Tr[pH ) > / . ¢ (v + h2ab(u — v))* Gy(u — v)Gy(q — p)

dudq
(2mh)™

X [Huy,g(v,p)] dpdv — C’h*"(b*3/2 + h2b).

Here we have of course used the fact that the u-integration is over a bounded region.
From now on we may however ignore the restriction on the u-integration. Using (33)
we find after the simple change of variables u — u 4+ v and ¢ — ¢ + p that

Te[pH ) / 6 (v + h2abu)® Gy(u)Gy(g)

dudq
- (2mh)"

X [3(0.p) + &) = Clul (6 + ful?)

—Ch™™(b73/2 + hb).

dpdv
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We now perform the p-integration explicitly. Recall that o(v,p) = (1 — &)p* + V(v)

and that [(p* + s)_dp = —%Hwn|s_|("/2)+1, where w, is the volume of the unit ball
in R". We get
QCL)n _n 2 2
Tr[pH¢|- > - 2(1 —e)72 [ ¢ (v+ hPabu)” Gy(u)Gy(q)
~ B 4 9 3+l dudg
x|V + & o) — Clulet + )] |7 G
—Ch™™(b=32 + nb). (35)

By expanding we find that

2]

V) + &lwa) = Clul(6™ + uf?)] |7
< V- = (F+1) IVE)-[FEwq)
o, )| + Clul (0 + [ul?) "+ Clul 67"+ [ul).

+c (

We have here used that since n > 3, the function R 3 x + |z_|27! is C2. Hence

TrlpHo > —HQi"Q(l o)t / 6 (v + Wabu)® Gy(w)Ga(q)
(V- = (5 +1) V)3 0.0)) oo

—Ch™™(b32 + nb).
We now expand ¢?
)¢ (v + h2abu)? — ¢(v)? — h2abu - V (¢?) ('U)’ < Cha2b?|uf? < Ch2B*|ul?,
and use the crucial identities

/gv(u,q)Gb(u)Gb(q)dudq =0 and /uGb(u)du = 0.

We thus arrive at

(2mh)"Tr[pHQ| . > —

The lemma follows if we choose a = max{h~%° 77!} and € = 1(b%/% 4 h?). Recall
that a < b < 2a. Thus b=3/2 < ¢=3/2 < h8/5 and h2b < 2h2a < 27~ Y5h0/5,
U
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In order to prove an upper bound on Tr(¢H¢)_ we shall use that for any density
matrix v (i.e., a traceclass operator with 0 < v < 1) we have from the variational
principle that Tr(¢pH¢)_ < Tr(¢pH¢y). Hence the upper bound needed to prove The-
orem 12 is a consequence of the following lemma.

Lemma 14 (Construction of trial density matrix). Let n > 3, ¢ € CrtHR")
be supported in a ball B of radius 1, and V € C*(B). Let H = —h*A+V, h > 0 and
o(u,q) = ¢* + V(u). Then there exists a density matriz v on L*(R"™) such that

dudq
(2mh)™

TioHo) < [ 6 (wolu.q) gt + Ch " (36)

Moreover, the density of v satisfies

po(2) = (27h) "wy, |V (z)_|"?] < R0, (37)

for (almost) all x € B and

’/gb )2py(z)dex — (2mh)~ /gb 2|V (z)_|""? dx

where w, s the volume of the unit ball in R™. The constants C' > 0 in the above
estimates depend only on n,||@||gn+s, and ||V ||cs.

< Ch™"P(38)

Proof. As in the lower bound we choose some fixed 0 < 7 < 1. We have for h > 7
that for some C' > 0

/¢2 (duZ§1 L OS5 >
7T

and
](27rh)*nwnv(x)7’n/2 < Cr/5 ]/,

If h > 7 we may therefore choose v = 0. We may therefore now assume that h < 7
and if necessary that 7 is small enough depending only on ¢, and V. Also as in the
lower bound we may assume that V' € C§(R") with support in the ball Bs /2 concentric
with B and of radius 3/2.

In analogy to the previous proof for the lower bound we now for each (u, q) define
an operator izw by

T o(u,q) + 5 Ac(u, q) + 8uo(u, q) (& — u) + 940 (u, q)(—ihV — q) ,if u € By
u,q — 0 ,lf u g BQ '

The corresponding function is

h (U ) — U(ua Q) + ﬁAO‘(U, q) + 8u0(u, q)(U - U) + aqa(u, Q)(p - Q) alf u < BQ
wa\Vs P 0 ifudg B,
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Recall that b = 2a/(1 + h%a?) (i.e., in particular a < b < 2a) and as in the lower
bound we shall choose a = max{h~%/> 771}
Similar to (33) we have for u € B, that

g (0,p) = 0 (v,p) = Eou —v,q = p)| < Clu—v|(b7" +|u—v]?), (39)

where

Eo(u,q) = @AU’UO —¢* - Z@@V v)uu;.

We have here used that Ao (v, p) is independent of p.
If we let x = X(—o0,0] be the characteristic function of (—oo, 0] we now define

dud
/gqu u,q guq( “ ;] (40)

Since 0 < X[iLu,q] < 1 it is obvious that 0 < v < 1. Moreover, by Theorem 9 and (39),
v is easily seen to be a traceclass operator with density

dudq
(2mh)™

py(x) = /X (hug(v,p)) Go(u — v)Gy(p — @) Gnzy-1 (x — v — h*ab(u — v))dvdp

If we change variables u — u + v, ¢ — ¢ + p and perform the p-integration we find
that

- dud
py(x) = wn/ E(v, u, ¢)Gp(u)Go(q)Gpn2y-1 (¥ — v — h*abu)dv qn
u€B2—v (27Th)
= w, / E(v — h*abu, u, 9)Gy(w)Gy(q) G pn2y-1 (x — v)dv (ZZZ?” (41)

(1—h2ab)u€eBa—v

where Z(v,u, q) = w, ' [ X(Rutv,gp) (v, p)) dp > 0. From equation (39) we have

=(0,u, 07" = |(V0) +&(w,0) || < Clulo™ + [uf?), (42)
for all v,q € R™ and u € By — v. Since

|§v(u7 Q) - §v7h2abu(u7 q)| S Ch2ab|u|(b_1 + |U|2)

we therefore also have

=(v — h2abu, u, g — | (V(0) + (o, q>)_\' < CW'a*Buf?
+C(1+ h%ab)[ul (b7 + [uf?),

where

m(u, q) = &u(u, q) — h*abV'V (v) - u
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Hence from (41)

p@i = (o [ (V@) + 00 | GGG+ =)o

(1—h2ab)u€Ba—v

dudq ) .
(2mh)"

< Ch72(h4a/2b+ b73/2) < Ch72+6/5,(43)

where C' may depend on 7.
We now use that for all x,y € R and all n > 3 we have

n n n_ C|:v—y|% n=3
T_|2 —|y_|2 +ﬂy_ 71 T — < { n_ WSl 44
o=l F 4 PP S ogap2 s g 2o =y, > O

where C' depends on n. This gives for n = 3 (it is left to the reader to write down the
estimates for n > 4)

“ V) + nu(u q)) —|V(v)_|2 + g\V(v)lim(u,q)’ < Clny(u,q)2. (45)

It is now again crucial that [ 7,(u,q)Gy(u)Gs(q)dudg = 0 and hence for v €
supp(V') C B3

[ aoGGadud| < Ce < Cn, (46)

(1—h2ab)ue Ba—v

Combining (43), (45), (46), and |n,(u, q)] < C(b~'+ |u|*+ |q|* + h%ablu|) we obtain

prl) — (2h) s [ V(o) Gy 1 (o = o)
< Ch73(€fb/5 + h3a3/263/4 + b73/2 + h6/5) < Ch*3+6/5’ (47)

where we have again removed the condition (1 — h%ab)u € By — v paying a price of
Ch=3e7b/5,
A simple Taylor expansion of ¢? gives

'¢(x)2 - /¢(v)2G(bh2)_1(x —v)dv| < Cbh? < Ch%/°,

where we have again used that [ vG pp2)-1(v)dv = 0. This immediately gives (38).
Finally, using again (44) we get

IV +v) 2= V(@) 2+ V(@) BVV(@) o < Ol + o),
and hence from (47)

() — (27h) Pw, |V (z)_|*?| < Ch3(RS/5 4 (bh?)*/*) < Ch=3+9/10,
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We must now calculate Tr(y¢pH¢) = Tr(vp(—h?A)¢) + Tr(y¢pV¢) for n > 3. From
the argument leading to (38) we have

2T Tr(10V6) < i [ o(aV(a)-|Fda + O, (18)
From Theorem 10 we have
@A T (0(—1P8)8) = [ Xlhualv.9)) Galu — 0)Gola — ) [Ex +
(6(v + h2ab(u — v))? + E1)(p + h2ab(q — p))ﬂ dudgdvdp,

where Fy, Ey are functions such that || Ey||s, || E2|lee < Ch?D. Since

[ X0 9)) Gala = v)Gala = )1+ ) dudgdudp < .
o ) = )
(note that it is important here that h, ,(v,p) = 0 unless u € By) we get

(27h)" Tr(yp(—h*A)¢)
< / V(g (v,9)) Gl — v) Gl — p)o(v + h2ab(u — v))?
x (p + h*ab(q — p))*dudqdvdp + Cbh*.

From (39) we may now conclude that
2rh)"Te(vd(=h*A)¢) < / X(0(v,p) + &, q) = Clu| (07" + [ul*)) Go(u)Gy(q)
x ¢(v + h*abu)?(p + h*abq)*dudgdvdp + Cbh>. (49)

We now perform the p-integration in (49) and arrive at

2y

e To(-18)0) < e [ |(VE) + &una) — Clul™+ i)

x Gy(u)Gy(q) (v + h*abu)*dudgdv + Cbh?, (50)

where we have used that the integral over the term containing ¢ - p vanishes and the
integral over the term containing (h?abg)? is bounded by h*a?b < h2b.

We now expand the integrand in (50) in the same way as we did the integrand in
(35). We finally obtain

(27h)"Tr(yh(—h*A)p) < —wn/ |V (v) d(v)2dv + ChY/5,

which together with (48) gives (36). O



JPS & WLS/30-Aug-2002 21

We shall need the generalization of Theorem 12 and Lemma 14 to a ball of arbitrary
radius. We also require to know how the error term depends more explicitly on the
potential.

Corollary 15 (Rescaled semi-classics). Letn > 3, ¢ € CIHY(R™) be supported in
a ball By of radius £ > 0. Let V € C3(By) be a real potential. Let H = —h?A +V,
h >0 and o(u,q) = ¢* +V(u). Then for all h > 0 and f > 0 we have

Tr[pH¢]- — (2mh)~ / b(u dudq' < Ch7HO/5 /5 n=6/5 (51)
where the constant C' depends only on
sup [|010°¢||oc,  and  sup || f720V | (52)
|| <n+4 la<3

Moreover, there exists a density matrix v such that
Tr[pH¢y] < (2mh)™" / ¢(w)?0 (u, q)— dudg + Ch™"¥0/5 fra/sn=o/5—(53)
and such that its density p,(z) satisfies

Py(l“) . (27rh)’”wn \V(x),\”ﬂ < Chfn+9/10fn79/10679/107 (54)

for (almost) all x € B, and

’/qﬁ 2p (x)dx — (2mh)~ /¢ 2|V (z)_|""? da

where the constants C' > 0 in the above estimates again depend only on the parameters

in (52).

< Chfn+6/5fnf6/5€n76/5’ (55)

Proof. This is a simple rescaling argument. Introducing the unitary operator
(U)(x) = 0720 z) we see that ¢H ¢ is unitarily equivalent to the operator

U pHQU = f2¢o(=h* [0 A+ Vig) o,
where ¢y(z) = ¢(¢x), and Vyo(z) = f~2V (z). Thus
Te[opHo|- = f2Trlge(—n* 2D+ Vig) b -
Note that ¢, and V;, are defined in a ball of radius 1 and that for all o
10%lloc = €100 ]|, and  [[0*Vyelloo = [1f 2040V o0
It follows from Theorem 12 that

Tr[pHgl — (2rhf~7") /aﬁg FPori(u, q)— dudg| < CfA(hf= ety 4655,
(56)
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where o (u,q) = ¢* — V;4(u) and where the constant C' only depends on the param-
eters in (52). A simple change of variables gives

(2rhf 1) /¢g f2ore(u,q)_ dudg = (2wh)~ /(b u, q)_ dudg.

Thus (51) follows.

To find the appropriate density matrix v. We begin with the corresponding density
matrix vy for ¢o(—h%f2072A + V} )¢y, i.e. the density matrix, which according to
Lemma 14 satisfies the three estimates

Tr [go(—R*f 202 A+ Vi) drvre] < (27Thf_1€_1)_”/ﬁ(u)afz(U,Q)dudq
C(hf—lg—l)—n+6/57

|9y, () — (2R f 1Y) W, |V () [M2] < O(hf=1e )0

’/@Pw (rhfte /¢fz HWVie(a)-|"2dx| < C(RfHT) TP,
The density matrix v = U~y U* whose density is p,(z) = £"p,,,(x/f) then satisfies
the properties (53-55). O

5 Semiclassics for the Thomas-Fermi potential

We shall consider the semiclassical approximation for a Schrodinger operator with
the Thomas-Fermi potential V¥ (z,r, z), i.e., —h?A — VT, We shall throughout this
section simply write V¥ (z) instead of V¥ (z, r, x). Recall that V¥ (z) > 0.

The main result we shall prove here is the Scott correction to the semiclassical
expansion for this potential.

Theorem 16 (Scott corrected semiclassics). For allh > 0 and allry, ..., ry € R3
with Mingzy, |7 — rK| > 10 > 0 we have

M
_ 1 o1
Tr[—h*A — V] — (2wh) ™2 /(p2 — V™ (u))_ dudp — 2 Z 22| < Ch 21,
k=1
(57)
where C > 0 depends only on z1, ..., 2y, M, and ro. Moreover, we can find a density
matrix vy such that
Tr [(—h?A = V)] < Tr [-R2A = VTF] 4 Op72H/10, (58)

and such that

1 _
D (pw T 6m2h3 (VTF)3/2) < Ch=>HP (59)
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and )
(=0 AR CR e (60)
T

with C' depending on the same parameters as before.

Note that if we choose h = 272 we have from (14) that (672h%)~1(VTF)3/2 =
pt¥ /2. The factor 1/2 on the right is due to the fact that we have not included spin
degeneracy in Theorem 16.

In order to prove this theorem we shall compare with semiclassics for hydrogen
like atoms.

Lemma 17 (Hydrogen comparison). For all h > 0 and all vy, ...,ry € R® with
MiNg £y, |7 — 75| > 70 > 0 we have

Tr [-°A =V (&)] - (27h)™? / (p* = V'™ (w)) _ dudp

< Rk - Rk
—Z (Tr[—h2A o + 1}_ — (27h) 3/<p2 T + 1>_dudp)‘

k=1
S Oh_2+1/10, (61)

where C' > 0 depends only on z1,..., 2y, M and rg.

The first estimate in Theorem 16 follows from Lemma 17 combined with the exact
calculations for hydrogen

([N [ . S s S U
TR 4h? 1203 T 8h?
1<n<zy/(2h)
and
32m2z3 T(7/2)(1/2) 2
2mh) (2— 1) dudp = — k - Gk
(2mh) / G T ) _dudp 15(27h)*  T(4) 1213

Before giving the proof of Lemma 17 we introduce the function

l(x) = %(1 + iﬂx —re)? + 63)*1/2> -1 (62)

where 0 < £y < 1 is a parameter that we shall choose explicitly in (76) below. Note
that ¢ is a smooth function with
0</{(x)<1l, and |[Vl(z)]. <1L.

Note also that in terms of the function d(z) from (18) we have

LA+ M) < A+ M(d(2)? + 63)72) 7 < l(z) < L(d(x)* + )2 (63)
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Note in particular that we have

{(z) > L1+ M) ' min{d(z), 1}. (64)

1
2

We fix a localization function ¢ € C§°(R?) with support in {|z|] < 1} and such
that [ ¢(x)*dz = 1. According to Theorem 22 we can find a corresponding family of
functions ¢, € C5°(R?), u € R?, where ¢, is supported in the ball {|z — u| < £(u)}
with the properties that

/ bu(@)2(u)2du=1 and [|0%,||e < CL)) (65)

for all multi-indices a;, where C' > 0 depends only on « and ¢.
Moreover, from (21) in Theorem 7 we know that for all u € R™ with d(u) > 24,
the TF-potential V'Y satisfies

sup [0V (2)] < O f (w)*0(u) ™, (66)

|z—u|<l(w)

where C' > 0 depends only on «, 21, ..., 2y, and M. We have here used the fact that
if d(u) > 20y then ¢(u) < v/5d(u)/4 and hence for all 2 with |z — u| < £(u) we have
(note that d(u) < d(z) + |z —u| and v/5/4 < 1)

lu) < Cd(z) and f(z) < Cf(u).

Proof of Lemma 17. We note first that we may if necessary assume that h is smaller
than some constant depending only on the parameters 21, ..., zp;, M, ro. This follows
from the Lieb-Thirring inequality (7) and the estimate on V¥ given in (21) for a = 0.

In order to control the region far away from all the nuclei we introduce localization
functions 6_, 6, € C*°(R) such that

L 0% +67 =1,
2.0_(t)=1ift<land@_(t)=0ift > 2.

Let
R=h"'? (67)

and define ¢, (z) = 04 (d(z)/R). Then 2 + &3 = 1. Denote Z = (VP_)? + (V)2
Then Z is supported on a set whose volume is bounded by C'R* (where as before C
depends on M) and

Il < CR™2.
Using the IMS-formula (10) we find that

—hA -V =0 (—h?A -V —R*T)®_ 4+ & (—h*A -V — R’ T)d,
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From the Lieb-Thirring inequality the estimates on Z and the bound V'™ (2) <
Cd(z)~* (see (21) with o = 0) we find

Tr[-h*A — VIF]_ > Tr[®@_(—h?A - VTF —R*T)0_ ] — C(h*R™" + h*R7?).

On the support of ®_ we now use the localization functions ¢,. Again using the IMS
formula (10) we obtain from (65) that

O (—R°A -V —R’T) D
> [0 (HA = VT O 4 R) 6,0 t(0) S

We have here used that if the supports of ¢, and ¢, overlap then |u—u'| < £(u)+£4(u)
and thus

() < ') + [ Voo (£(u) + £(u)).
Therefore, since ||V{||« < 1, we have that ¢(u) < C¢(u’) and thus £(u/)~2 < Cl(u) ™2

From the variational principle we now get
Tr[—-h*A — V] (68)
> [ Tl (A VT CR)) 6)t)
(u)<2R+1
—~C(h°R™"+ h*R™?),

where we have restricted the integral according to the support of ®_ and ¢, and used
that, since we may assume that h is so small that R > C, then ¢(u)™2 > CR™2. Note
that there is no need to write ®_ on the right, since in general Tr(®_AP_)_ > TrA_
for any selfadjoint operator A.

In a very similar manner we get corresponding estimates for the hydrogenic oper-
ators. In particular, if we choose h so small that R > max;{z;} then on the support
of @, we have —z;|r — ri|™' +1 > 0. Thus we have

Tr|—h%A — 1
r[ h |x—7"k|+ }7 (69)
> Tr|é, (—h2A — —F 41— Ch2e . 3y
N /d(u)<2R+1 [(b < |$ - T’k;| ( ) >¢ ] ( )
—Ch’R~2.

We shall now get upper bounds similar to (68) and (69). If we again denote by x
the characteristic function of the interval (—oo, 0] we see from (65) that

Y= / ¢ux (¢u(_h2A - VTF)¢U) gbug(u)_gdu
d(u)<2R+1
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defines a density matrix. If we use it as a trial density matrix to get an upper bound
we obtain

Tr[—h*A — VL < Tr[(—h?A — V)]
_ / Tr[dy (—h2A — VTF) $]_L(u)*du.  (70)

d(u)<2R+1
Similarly,
Te|-n2A - —2* +1} < / Tr[qﬁu(—hQA— h +1>¢u] () 3du(71)
|Z — 7y - |Z — 7y
d(u)<2R+1

We now introduce the quantities

Di(u) = Tr[p, (—h*A— VT —Ch%(u)™?) ¢
_;Tr[qﬁu(—h%— |xirk‘ ou] -

D_(u) = kiTr[%(—hQA—uimle—ChQ (u)” )qﬁu]

—Tr [¢u ( VTF)¢U]

and

Dsolu) = (7)™ [ oulafy? — VI (w)-dpdo

M o
-3 2 2
—(27h) Ek:; / bu() <p T + 1>7dpdx.

Then from (68), (69),(70), and (71) we have

M
Te[-1?A - VT =% Tr[—th -

|T — rg

] > / D, (u)l(u)~3du
- d(u)<2R+1

—~C(R*R?+hR7") (72)

Y [ [N — +1} ~Tr[-RA - VTP > / D_(u)f(u)"3du
|$ - Tk;| d(u)<2R+1

—Ch*R ™2, (73)
and from (65)

(2mh)~ / (p? — VT (2))_dpdz — (2rh) > ﬁ: / <p2 - \xiikm + 1>_dpdx
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The same estimates which led to (68) and (69) give

’ / Dgc(u)l(u)*du — / Dsc(u)l(u)®du| < Ch>R™". (75)
(u)<2R+1

We shall prove the lemma by establishing lower bounds on D (u) — Dsc(u) and
D_ (u) + Dsc(u).
We consider first v with d(u) < 2¢y, where {; is the parameter that occurs in the
definition (62) of £. We choose
ly = h, (76)

where we assume that A is small enough to ensure that ¢y < 1. In fact, we may also
assume that ¢y < ro/8. If k is such that d(u) = |u — 7| we get from (63) that

lu— 7] + £(u) = d(u) + £(u) < d(u) + L(d(u)? + Y2 < 4ly < 7)2.

Thus for all x with |z — u| < £(u), i.e., for all z in the support of ¢, we must have
that |z —ry| < r9/2 and hence |z —r;| > r9/2. Thus d(z) = |z — | and of the nuclear
positions ry, ...,y only 7 may be contained in the support of ¢,. Since the function
Wi(z) = VT (x) — 2x|x — r| 7! satisfies the estimate (22) on the support of ¢, we
have for 0 < ¢ < 1/2 that

Tr [gbu( ~R2A —VTF Ch%(u)*?)qsu}

> Trlgu( — (1= A= (1-2) =+ (1-2))6u|

|& — 7]
2
T (=2 = Wide) = CR(w) )]
2k
2 Tefou(- 1A - o]
—Ch73[el(w)? + ™ 20(u)> (1 + 75 °%) + e ™20(u) 2],

2k

—|—Tr[gbu< _eh2A —

where in the last line we have used the Lieb-Thirring inequality (7) and the fact that
Tr[...]- <0. We therefore have that

Dy (u) > —Ch=3[el(u)"? + 7320(u)® + hPe=3/20(u) 2. (77)
The quantity D_(u) is estimated in essentially the same way. We get
T —h*A — 1—Ch%
]
> Trlou(—(1— A= (1 =)V o]
z
C (L= W - CR() o]

2L

T [gbu (—gh2A .

|i’—7’k|

v

Tr [%(-h% _ VTF)%] )
—Ch™*[el(u)"/? + 722 0(u)® + hPe~*0(u) 7],
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and again by the Lieb-Thirring inequality
Y Tr [qau (—hQA oGk
ik &=
Therefore D_(u) satisfies an estimate similar to (77). Since d(u) < 2{ and ¢y < 1 we
have that C~1¢y < ¢(u) < Cly. Hence we can replace £(u) by £y in the above estimates

if we change the constant C. If we now choose ¢ = £;'h? (with the choice (76) we
may assume that A is so small that, indeed, ¢ < 1/2) we get

+1— Ch2(u)” )@] > —Ch=*[0(u)® + h0(u) 7).

Dy (u), D_(u) > —Ch 3[h2; "> + k=367, (78)

By an identical argument using (x +y)_ > x_ +y_ we get that for u with d(u) < 24,
we have

|Dsc(u)| < Ch3[Rh%05 % + h36)). (79)

We next consider u such that 26y < d(u) < 2R + 1. We choose again 0 < ¢ < 1/2
(not necessarily the same as before) and use the Lieb-Thirring inequality to arrive at

Di(u) > Tr[g, (—(1—e)h?A =V g,]_

_ i Te[oy(~h2A = == 1)6,] —C=n2(w) 2 (30)

|Z — 7

Since VTF satisfies the estimate (66) on the ball {z | |z — u| < ¢(u)} and ¢, satisfies
(65) we may use Corollary 15 to conclude that

Te[p, (—(1 = e)?A = V') ¢,) — (2n(1 —)"/*h) 7 / (@) (p* = V' (2))-dudp
< CB-ROP f(u) */o0(u)"P,
where C' depends only on 21, ..., 2y and M. Hence again using (66) we obtain
Trig (<1 A= V™) o) = (2 [G@)0F -V (a) dedp  (51)
—Ch™3(ef(u)>0(u)’ + W% f ()5 0(u) ).
If d(u) > maxg{z;} + 1 then we have that for all k =1,..., M that

Tr [qsu( WA — +1)¢u] —0 and /(bu +1) dpdz = 0.
|$ - Tk;| |9€ — 7]

On the other hand, if 2y < d(u) < maxg{z;} + 1 then for all £ = 1,..., M the

potential zz|x — rx|™! — 1 satisfies a bound similar to (66) and we may again use

Corollary 15 to conclude that for all u with d(u) > 2, we have

(w)
Tr [¢u<—h2A S 1)%} - (27rh)3/¢i(x) <p2 - LA 1)7dxdp’

|T — rg x — 1y

< Ch3R8/5 £ ()95 0(u)?/5 (82)
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Hence from (80), (81), and (82) we have for all u with 2¢y < d(u) < 2R + 1 that

Di(u) - Dso(u) > —Ch (e h0(u) > + e f (w)0(w)® + b/ f (u)'*/50(u)"/%)

= —Ch3(h2f(u)30(u) + B f(u) 20 (u)/?), (83)

where we have chosen e = ch?((u)~2f(u)~2. Note that from the property (64) of £ and
the definition (19) of f we have

e < cCh*max{d(uv) ™", d(u)*} < cCh?max{l;*, (2R + 1)*}.

We see that with the choice of R in (67) and of ¢y in (76) we may assume that h and
c are chosen small enough so that ¢ < 1/2.
In a completely similar way we get for all v with 2¢y < d(u) < 2R + 1 that

D_(u) + Dgc(u) > —Ch73(h2f(u)30(u) 4+ hS f(u)*/20(u)*/®). (84)

If we now combine (78),(79), (83), and (84) we obtain

/ [D(u) F Dsc(u)]l(w) 3du

d(u)<2R+1
> —Ch 32y + h 3
O [ R+ S ) e, (55)
200 <d(u)<2R+1

where we have used that the volume of the set of u for which d(u) < 2/, is bounded
by Cf3 and that from (63), £(u) > C~1{,. Using again the property (64) of ¢ and the
definition (19) of f we see that the last integral in (85) is bounded by

Ch™3 / A2 min{d(u)~"2, d(u)~°} + h%> min{d(u) 3/, d(u)~**°}du
200 <d(u)<2R+1
< Ch™ / A2 min{|u|~72, |u| =6} + A%® min{|u| 7310, |u| 7/ Ydu
200 <|ul

< Ch™Yy " 4 Cn=2Pg .

Thus if we combine (72), (73), (74) ,(75), and (85) we see that the left side of the
main inequality (61) is bounded by

C(h 05" 4+ 50,10 4 h=569/% + 2R~ + Ch=* R
< C(h*3/2 4+ R0 o p32 3 h1/2) < O} ~2+1/10

Note that the choice of £y, has not been optimized. O
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Proof of Theorem 16. As mentioned just after the statement of Lemma 17 the first
estimate in the theorem is a consequence of the lemma. It remains to prove the
existence of a density matrix v with the stated properties.

We note first that we may as before, if necessary, assume that h is smaller than
some constant depending only on the parameters zq, ..., zy, M, and rg. Otherwise
we simply choose v = 0. That this is an acceptable choice follows from the Lieb-
Thirring inequality (7) and the fact that the estimate (21) for @ = 0 implies that

D((v)*) <c.
To construct v we shall again use the localization family ¢, with the properties
given in (65). As in the previous lemma we shall choose R = h™'/2 and ¢, = h

(although it is not a requirement that they should be as before). We shall choose 7 of
the form

Y- / burvatul ()P, (6)
d(u)<R

where ~, is a family of density matrices which we shall now choose. Note that the
first condition in (65) implies that «y is then a density matrix.
If 24y < d(u) it follows from (65), (66), and Corollary 15 that we may choose 7,
such that (53), (54), and (55) hold when V = V¥ ¢ = ¢,, ¢ = {(u) and f = f(u).
If d(u) < 20y we simply choose

Yo =X (¢u (-P*A=VTT) ¢,),

where y is again the characteristic function of the interval (—oo,0]. Le., 7, is the
projection onto the non-positive spectrum of ¢, (—h*A — V') ¢,,. Here we are con-
sidering ¢, as a multiplication operator.

We shall first prove that for d(u) < 2¢y we have

[ @) < e (87)

From the Lieb-Thirring inequality (7) and the estimate (21) with a = 0, we conclude
that

0> Tr (6, (—h%A = VIF) ¢,7,) > LTr (—h?A(¢urudn)) — Ch307,

where we have used that d(u) < 2¢, implies that {(u) < C¥ly. The density of the
operator ¢, v, ¢y is ¢2p., . Thus, using the Lieb-Thirring inequality in the formulation
(6) we arrive at (87).

Using (87), Holder’s inequality, the support property for ¢,, (63), and the second

property in (65) we arrive at the estimates
19207l < Ch720(w)*? and (|62 ps,lless < Ch™>0(w), (88)
for u with d(u) < 2€y. For these u we also have

lon(V)> 2 < € and |93Vl < Clo, (89)
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where we have used that from (21) with a = 0, V¥ (z) < Cd(z)™*
We are now ready to prove that the density matrix v has the stated properties.
We begin with proving (60). The density of v is

o) = | O )

From (55) we see that for d( ) > 2{y we have
/ () (2)de < s [ 0@V @) O (o6
and from (88) and (89) we get for d( ) < 2{, that
/ () )dn < s [ Gu(0PV I (@) e O,

Hence using the first property of ¢, in (65) we obtain

1
/ T / VTF (29324 4 Ch~ / El20(w)Pdu
™ d(u)<20

—I—C/ h_2+1/5f(u)9/5€(u)_6/5du
20p<d(u)<R

1 —3,3/2
< o / VT (2)3%dx + Ch30
OB / min{d(u)~219, d(u) "%/} du
20p<d(u)<R
1 .
= G / VTF (@) da 4+ Ch 7,

where we have inserted the choice ¢, = h, used that h is small, and controlled the
integral over the region 2{y < d(u) < R in a way similar to the integral in (85), using
the properties (19) and (64) of f and /.

We now come to the proof of (59). If we use the Hardy-Littlewood-Sobolev in-
equality (9) we see that it is enough to estimate the 6/5 norm

1 TF\3/2 2 1 TF\3/2 -3
Py — (V) < D | Py — V) ((u)""du
1
+/ —(VTF)3/292 {(u)>du.
d(u)>R 6m2h? 6/5

If we use (88) and (89) when w with d(u) < 20y, (54) when 2¢y < d(u) < R, and (66)
when d(u) > R we obtain

1 (VTF)3/2

. 2h3 S Oh—3€0+0h—21/10 / f(u>21/10£(lb)_7/5du
T

20p<d(u)<R

+Ch™3 / F(w)?0(u)"2du.
d(u)

Py —

6/5
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Using as before the properties (19) and (64) we see that the first integral above is
bounded by a constant and the second integral (since we may assume that R > 1) is
bounded by R™3. Thus using the Hardy-Littlewood-Sobolev inequality (9) we obtain

2

1 (VTF)3/2

_ < h—5+4/5 BL-6R6)
=y < C( +h°R™°)

6/5

1 TF\3/2
D(p7_6ﬂ_2h3(v )/ <C Py
Finally we turn to proving (58). From the definition of 7, (51) and (53) we obtain
Tr [(-h*A=VT)y] = / Tr [¢uyudu (—R°A = V)] L(u)Pdu
d(u)<R
< / Tr [pu (—R*A = V) 6] L(u) " du
d(u)<R

4+ R / F)50w)du. (90)

20p<d(u)<R

On the other hand, from (68) (used with 2R + 1 replaced by R) we get

T-RA-VIL = [ o, (HA - VI - CR) ) 6,)-u)
d(u)<R
~C(M*R2*+h*R7). (91)
Appealing to the Lieb-Thirring inequality (7) we see that for all 0 < € < 1 we have

e, (—h*A = VT — CR0(u) ™) ¢l > (1—e)Tr[gu (—h2A = V™) ¢,
— Ce?h(u)?

—C’eh_3/ (V¥ (2))>?dz.
|z—u|<(u)
Using (21) and (66) both with o = 0 we find that

1/2 .
TF(,25/20,, « ) Clo ™ 1fd(u)§2£0.
/”d( V) dx_{Cf(U)"’ﬁ(U)g, i d(u) > 20,

If d(u) < 26y we choose ¢ = cfy'h? (as we did just before (78)) and we get

Trpy (—h*A =V = Ch?(u)?) ¢u]- > Tr[py (=h*A =V ¢, ]
—Ch i (92)

If d(u) > 20y we choose € = h?0(u) "2 f(u)~2 (as we did just after (83)) and we get

[gbu ( VTF ChQE(u)iz) ¢u]— Z Tr[¢u (_hQA - VTF) ¢u]—
— Ch™" f(u)’6(u) (93)
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Thus from (90), (91), (92), and (93) we get
Tr [(=h?A = VT)] < Te[-h?A = VTF_ 4 C(h 1 + B*R2 + h 3R
+C / h2H5 £ ()P 0(u) =% 4 AL f (u)30(u) "2 du.
d(u)<R

The estimate (58) now follows from a calculation almost identical to the one given
right after (85).
O

6 Proof of the Scott correction for the molecular
ground state energy

The proof of the Scott correction Theorem 1 is now a fairly standard application of the
results in the previous sections. We begin with giving the proof of the lower bound.

Lemma 18 (Lower bound). Let R and Z be as in the statement of Theorem 1.
Then, the ground state energy for a neutral molecule satisfies

E(Z,R) > E"(Z,R)+ 1> Z; + O(|Z7/™).
J

Proof. The starting point is the Lieb-Oxford inequality (11), from which we conclude
that if ¢ is a Z-particle (N = Z) wave function we have

(. H(ZR)) 2 Y ([~ 40— V(Z Ras)lu) + Do) — € [ ol

In order to bound the last term we use the many-body version of the Lieb-Thirring
inequality (8). For all 0 < ¢ < 1/2 we have

Z
(veyo-sawy—c [of = = [ -c [
i=1

1/2 1/2
= e far-e(far) (f#)

> —alC/pw =-Ce'Z

Here we have used Holder’s inequality for the p*3 integral and used that 1 is a
Z-particle state. Thus

Z

W, H(Z, R > <1/1, S(-1 - - V(Z,R, xi))w> + D(py) — Ce'Z

i=1
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> <¢a Z(_(l - 5)%Az - VTF(Z’ R, l’l))@/)> + D(p - pTF(Zv R, ))

=1
_D(pTF(Za R7 )) - CE?lZ
> 2Tr[— 11 -e)A-V™(Z,R,")]_—D(p""(Z,R,-)) — Ce™' Z.

Here we have applied (13), the fact that the Coulomb kernel is positive definite such
that D(p — p™™) > 0, and the Fermionic property of the wave function.
If we now use the scaling property (15) we find that

Tr[— (1 - e)A - V™(Z R, )] =|Z"*Ta] - (1 — )| Z|*PA = V™ (z,1, )],

where z = (2z1,...,2m) and v = (ry,...,ry). Using now (57) (with h =
V(1 —¢)/2|1Z|71/3) and (27) we see that
2Tr[— (1 —e)A =V (Z, R, ). = (1- 3/2|Z|7/3( (z,r) + D(p"" (z,r,"))

2

M
Z ‘Z‘Q 1/30)
k=

= (1—¢g) 32 (E F(Z R)+ D(p""(Z,R,"))

% 1—6 Z ‘Z‘Q 1/30)

We have here used the TF scaling E™Y(Z, R) = | Z|"*E™(z,r) and D(p™ (Z, R, ") =
|Z|"3D (p™ (z,r,-)). Choosing € = |Z|~%/3 completes the proof of the lemma. O

Lemma 19 (Upper bound). Let R and Z satisfy the conditions from Theorem 1.
Then, the ground state energy for a neutral molecule satisfies

E(Z,R) < E™(Z R)+1> Z7+0(Z]>7™).
J

Proof. The starting point now is Lieb’s variational principle, Theorem 5. By a simple
rescaling the variational principle states that for any density matrix v on L*(R?) with
2Try < Z we have

E(Z,R) < |Z|" 2T [(-31Z|7*3A = V(z,1,2)) 7] + |Z|D(2|1Z] " p,)) -
As for the lower bound we bring the TF-potential into play

Z|7PE(Z,R) < 2Tr [(=31Z]7*PA = V(z,r,2)) ] + |Z|D(2|1Z] " p,)
= 2Tr [(—%|Z|_2/3A —V™(z,r,2)) 7]
_HZ‘D (Q‘Z‘ilp’y - pTF(Za r, )) - ‘Z‘D(pTF(Za r, )) (94)
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We now choose a density matrix 5 according to Theorem 16 with h = 1/1/2|Z|~'/3.
Note that with this choice of A we have that

(67213 VT (2,1, )% = | Z|p™ (2,1, x) /2.

Since [ p™(z,r,z) = Zj\il z; = 1 we see from (60) that
2T < | 7] + |22V = | 7|(1 + C| 7] V3155,
Thus if we define v = (1 + C|Z|~'/371/1%)715 we see that the condition 2Try < |Z] is
satisfied.
Using (59) we see that

2D (2121 ps — 9 (5., ) < C|ZPSA,

and thus

|Z|D (2|Z|_1p’y - pTF(Za r, ))
< C)1Z|(1+ C|Z|71/3*1/15)*2D (Q\Z\*lp:y — pTF(z, r, ))
+C|Z|1/3_2/15D (pTF(Z, r, )) S C|Z|2/3_4/15, (95)

where we have used the triangle inequality for v'D, and that D (p™¥(z,r,-)) < C.
Finally, if we use (57), (58), and (27) we arrive at

2Tr [(—%|Z|72/3A — Vg, x)) 'ﬂ < |7 (ETF(Z, r) 4+ D(p " (z,r, ))

2]~ 2/3-1/30
+T22k+0(|Z| ).
k=1

Since E™(z,r) < C and D (p™ (z,r,-)) < C we see that the same estimate holds for
v replaced by . If we insert this estimate together with (95) into (94) and use again
that E™F(Z, R) = |Z|"3E"" (z,r) we arrive at the upper bound in the lemma. O

A Appendix: Results on the new coherent states

Before we prove the trace formula (10) and the representation (11) we need some
simple lemmas. The proof of the first one is a straightforward calculation which it is
left to the reader to check.

Lemma 20. Let G, , be defined as in (28), then its integral kernel is

Guglir,y) = () "2 o5 —0) el = (96)
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Lemma 21. Let By € R, B € R" and A= By + B1z — ihBsV be a linear combina-
tion of the identity, multiplication and momentum operator. Let f be a polynomially
bounded, measurable function on R™ with values in R. Then,

; d
J(Bo + Bidt — ih B,V )(,y) = / f(Bo+ By (3Y) + sz>ezp<“y>/hﬁ

as a distributional kernel.

Proof. First assume that B; and Bg are not orthogonal. By applying the unitary
transformation (U+)(z) = exp [~gpp5; (B17)?¢)(2) and the Spectral Theorem we
get U™! f(By + B1& — ihByV) U = f(By — ihByV). Hence,

f(Bo+ Bz —ihByV)(x,y)

. _ . _ dp
— B, B g5y (B12)’—(B1y)?)+ip(z—y)/h
/f( 0 2p)€ o (271']1)”
dp
= (By+ B Bop) ePe—u)/h
/f o+ D1 ( ) + zp) (27Th)"
The case By - By = 0 follows then, say by continuity. O

Proof of Theorem 9. The proof is actually a fairly standard exercise in calculations
with Fourier integrals, but we shall do it here carefully.

Let us for simplicity call G = G, 4. Since f is polynomially bounded we have that
(1+ AQN)*lf(/Al) extends to a bounded operator when N is a large enough integer.
From the explicit expression (96) for the integral kernel of G we immediately see that
(14+AM)G(z,y) | is in L?(R" x R™). Thus, the operator (1 +A2N)Q is Hilbert-Schmidt.
It follows that f(A)G is Hilbert-Schmidt. Likewise (1 + |z|)~*V (z) is bounded for M
large enough. and thus GV () extends to a Hilbert-Schmidt operator. Moreover if we
define

2

fe(s) = f(s)e’es2 and V.(x) = V(z)e =,
we have
lim, Tr [g fE(A)gVE] — Ty [g f(A)gV} .
The trace on the left can be immediately calculated from Lemmas 20 and 21. O

Proof of Theorem 10. We proceed as in the previous proof. We consider first the
case V = 0. We have that (1 — h?A)"'F(—ihV) is a bounded operator and thus
¢F(—ihV)¢G is a Hilbert-Schmidt operator. It follows moreover that if we define

fo(s) = f(s)e™*" and F.(p) = F(p)e ",

then the operators

f-(A)G and ¢F.(—ihV)¢G
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converge in Hilbert-Schmidt norm as ¢ — 0. We therefore have
Tr[G f(A) G 9F (—ihV)¢] = lim lim Te[G f3(A) G F-(~ihV)g).
The trace on the right can be written as an absolutely convergent integral
(2mh)" Tx(G f5(A) G ¢F=(~ihV)g]
= / fo(Bo + Byt + Bap)e e IEG, (y, 2)G g (')
X ¢(2)p(2')F.(n) dndzdydzdz'dp

We now perform the integration in the variable x — y and we rename the integration
variable (x+v)/2 as v. We subsequently change variables so that (z, 2/, n) are replaced
by (2 + h?ab(u — v) + v, 2’ + h2ab(u — v) + v,n + p + h*(ab)(q — p)). This eventually
gives

(2mh)?"(x /4b)"*Tx[G f5(A) G ¢F.(—ihV)g]
B / f5(Bo + Byv + Bap) Fx(1 + w(p, q))e w0 blu=v)? (97)

’
z—z

X ¢z +w(v,u))p(z" + w(v, u))ein(z—z/)/hefb( ) ) dzdz'dndvdp,

where to avoid lengthy expressions we have introduced the function w(s,t) = s +
h%ab(t — s) for s,t € R™. We now expand F(w(p,q) +n) around w(p, q). Le., we write

Fo(w(p,q) +n) = |[F(w(p,q) + - VF(w(p, q)) + Re(w(p,q),m)|e 00",

where according to the assumption that all second derivatives of F' are bounded we
have that the remainder term satisfies | Rr(p+h%ab(q —p),n)| < Cn?, with a constant
depending on the bound on the second derivatives of F'. We shall estimate the error
coming from the remainder term below, but we first consider the contribution from
the two main terms. If we insert the two main terms in the expansion into the integral
(97) above we see that they give integrals in which the 1 integration can be performed
explicitly. After letting d,e — 0 we obtain for these leading terms

(2mh)" / f(Bo + B1v + Bop)F(w(p, q))e b0 ~blu—v)? (98)
o(z + w(v, u))26_ﬁ22 dzdvdp.

Here we may now expand the function ¢?
6= + w(v,w))? = Gw(v, u)? + = - Vo(w(v, ) + Ryw(v,u), 2),

where |Ry(h?ab(u — v) + v, 2)| < C2* with a constant that depends on the bound on
¢, and its first and second derivatives. Hence the integral in (98) may be written as

(2mh)" (b/4m)"/? / f(Bo + Bo + Byp)e =" P w(p, g))
x [¢(w(v,u))? + E1(u,v)] dvdp,
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where |E; (u,v)| < Ch?b.
We now return to estimating the contribution from the remainder term Rp. Note
that for all integers 1 < k < (n/2) + 2 we have

(1+n*/(bh?))*

/(b(z +w(v,u))Y(z +w(v, u))em(zfz/)/he_b(Z_TZ/>2 d(z —2")

IN

¢ [la=tan ¥ (66 + wlopol + ute)e ™)) e - 2)
< COb 2,

where we have used that b > 1. Here the constant depends on the bound on ¢, and
its first n 4 4 derivatives. Thus the relevant contribution to the integral (97) coming
from the error term Ry can be estimated by

'/ Rp(p+ hablq = p), ) (= + w(v, )6 (2 + w(v, u) e/

/N 2

w et (557) —Tm D gan

< Cb /2 / (14 72/ (bh2))*e 7™ dzdy < CBY/2h*bh?,

where we have chosen k so as to make the integral finite. We can always do this
without violating 1 < k < (n/2) + 2. Thus after taking the limit § — 0 we obtain the
statement of the theorem.

The case when F' = 0 and V' # 0 is similar but much simpler since we may start
with Theorem 9 and expand V. U

Proof of theorem 11. Since o is a sum of a function of ¢ and a function of w it is
enough to consider only one of the terms, say, V. Let as before Gy(z) = (b/m)™/2e~b*".
It follows immediately from (96) that

/guq == Gb(i—u),

27h)"
[ Guai =G = (= Wb - wGala =0 (99)
As a consequence we have
" dud,
/guq )+ HAV (u) + VV (1) - (& — u))guq@:h‘)]

_ / Goli — ) (V&) — (V) + 5AV(w)
+ (1= R2ab)VV (u) - (& — u)))du.
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Using Taylors’ formula we have

V(z)=V(u)+VV(u)- (z —u) Z 0;0;V(z)(x; —w)(xj; —uj) — Ri(z,u)

/Z@@@k (u+t(x —u)) (v, — wi)(z; — uy)(z — ug) (1 — (1 —t)*)dt.

4,5,k
Since [ z;x;Gy(z)dr = L(Sij we have

dudq
(2wh)n

_ / Gy — u) (4 (AV(2) = AV(w)) + WbV (u) - (& — ) = Ry (&, u) ) du

= /Gb(@ —u) (£ (AV(2) — AV (u)) — $h*aAV (u) — Ri(2,u)) du

V(i) /guq )+ LAV(u) + YV (W) - (& — 1)) Gug

where the last identity follows by integration by parts. The theorem now follows easily
since a < b and

AV (z) — AV (u) / Za AV (u+ t(z —u))(z; — ug)dt.

B Appendix: A localization theorem

Theorem 22. Consider ¢ € C3°(R™) with support in the ball {|x| < 1} and satisfying
[ ¢*(x)dx = 1. Assume that £ : R™ — R is a C* map satisfying 0 < (u) < 1 and

|V{||oo < 1. Let J(x,u) be the Jacobian of the map u Ty e

det [("Ei _2@? i) | 54

J(x,u) = L(u)™"

ij
We set ¢, (z) := <£—>\/ x,u)l(w)"?. Then, for all x € R"
2 (x)0(u) " du =1 (100)
]Rn

and for all multi-indices o we have

10% |00 < €(u)~1¥C, max 10°)| oo, (101)

where C,, depends only on a.
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Proof. In order to prove (100) it is of course enough to consider the case x = 0.
The identity follows from the change of variables formula if we can show that the
map F : R" — R" given by F(u) = —u/l(u) is a bijection of F~1 ({|z| < 1}) onto
ol < 1},

The map is, in fact, onto R” since F(0) = 0 and |F'(u)| > |u|. Hence for all u € R™
there exists t € R with —1 <t < 0 such that F(tu) = u.

That the map is also injective on F~! ({]z| < 1}) follows since for u # 0 we may
write F'(tu) = —g(t)u and the map g : R — R is monotone increasing for all ¢ for
which |g(t)||u| < 1. In fact, g(t) = t/¢(tu) and thus

g@t) = Ltu)™h —tl(tu) 2 VL(tu) - u = L(tu) 1 — t(tu) "IV L(tu) - U
> () 1= [Vl g(®)]]ul] > 0.

Note that ¢, (z) = ¢y <%>, where

Bu(2) = o(a) |det [z:0;6(u) + 05|

The estimates (101) follow since [|0%¢y [|o < C maxyg)<|a| [|0° 9| co- O
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