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REAL ANALYTICITY AWAY FROM THE NUCLEUS OF PSEUDORELATIVISTIC
HARTREE-FOCK ORBITALS

ANNA DALL’ ACQUA, SOREN FOURNALIS,
THOMAS BSTERGAARD SGRENSEN AND EDGARDO STOCKMEYER

We prove that the Hartree—Fock orbitals of pseudorelativistic atoms, that is, atoms where the kinetic energy
of the electrons is given by the pseudorelativistic operator ~/—A + 1 — 1, are real analytic away from the
origin. As a consequence, the quantum mechanical ground state of such atoms is never a Hartree—Fock
state.

Our proof is inspired by the classical proof of analyticity by nested balls of Morrey and Nirenberg.
However, the technique has to be adapted to take care of the nonlocal pseudodifferential operator, the
singularity of the potential at the origin, and the nonlinear terms in the equation.

1. Introduction and results

In [Dall’ Acqua et al. 2008], three of the present authors studied the Hartree—Fock model for pseudorela-
tivistic atoms, and proved the existence of Hartree—Fock minimizers. Furthermore, they proved that the
corresponding Hartree—Fock orbitals (solutions to the associated Euler-Lagrange equation) are smooth
away from the nucleus, and that they decay exponentially. In this paper we prove that all of these orbitals
are, in fact, real analytic away from the origin. Apart from intrinsic mathematical interest, analyticity
of solutions has important consequences. For example, in the nonrelativistic case, the analyticity of the
orbitals was used in [Friesecke 2003; Lewin 2004a] to prove that the quantum mechanical ground state is
never a Hartree—Fock state (or, more generally, is never a finite linear combination of Slater determinants).
A direct consequence of our main regularity result is that this also holds in the pseudorelativistic case.

Our proof also shows that any H'/?-solution ¢ : R> — C to the nonlinear equation

Z
(J—A+1w—¢7wiowﬂ*rrvwzkw (1)

which is smooth away from x = 0, is in fact real analytic there. As will be clear from the proof, our
method yields the same result for solutions to equations of the form

(—A+m)o+Vo+lplfo =rgp, )

Dall’ Acqua, @stergaard Sgrensen, and Stockmeyer gratefully acknowledge a “Research in Pairs” (RiP) stay at the Mathematisches
Forschungsinstitut Oberwolfach, where parts of this research were carried out. Fournais was partially supported by the Lundbeck
Foundation and the European Research Council under the European Community’s Seventh Framework Programme (FP7/2007-
2013)/ERC grant agreement no. 202859. Stockmeyer was partially supported by the DFG (SFB/TR12).

MSC2010: primary 35B65, 35J10, 81Q05, 81V55; secondary 81V70, 35Q40.

Keywords: Hartree-Fock model, pseudorelativistic, regularity of wavefunctions, nonlocal operator, real analyticity.

657



658 ANNA DALL’ACQUA, SOREN FOURNAIS, THOMAS @. SORENSEN AND EDGARDO STOCKMEYER

where V has a finite number of point singularities (but is analytic elsewhere), under certain conditions
onm,s,V, and k (see Remark 1.2 below). We believe this result is of independent interest, but stick
concretely to the case of pseudorelativistic Hartree—Fock orbitals, since this was the original motivation
for the present work.

We consider a model for an atom with N electrons and nuclear charge Z (fixed at the origin), where

the kinetic energy of the electrons is described by the expression \/ (Iplc)? + (mc?)? — mc?. This model
takes into account some (kinematic) relativistic effects; in units where i = ¢ = m = 1, the Hamiltonian
becomes

I
Hr—ivp-vapl+ > Pl 3)

X — X
l<i<j<N ! il

||Mz

with T(p) = E(p) —a~ ' = {/|p?+ a2 —a~ ! and V(x) = Za/|x|. Here, a is Sommerfeld’s fine
structure constant; physically, o >~ 1/137.

The operator H acts on a dense subspace of the N-particle Hilbert space #r = /\f\’: 1L2(IR§3) of
antisymmetric functions. (We will not consider spin since it is irrelevant for our discussion.) It is bounded
from below on this subspace if and only if Za < 2/m (see [Lieb and Yau 1988]; for a number of other
works on this operator, see [Carmona et al. 1990; Daubechies and Lieb 1983; Fefferman and de la Llave
1986; Herbst 1977; Lewis et al. 1997; Nardini 1986; Weder 1975; Zhislin and Vugalter 2002]).

The (quantum) ground state energy is the infimum of the quadratic form q defined by H, over the
subset of elements of norm 1 of the corresponding form domain. Hence, it coincides with the infimum
of the spectrum of H considered as an operator acting in #r. A corresponding minimizer is called a
(quantum) ground state of H.

In the Hartree—Fock approximation, instead of minimizing the quadratic form q in the entire N-particle
space #(r, one restricts to wavefunctions W which are pure wedge products, also called Slater determinants:

W(xg, .. det(u; (xj))l =1 “4)

1
SXN) = ——
v N!
with {ui}f’: , orthonormal in L?*(R?) (called orbitals). Notice that this way, W € #p and [|W||2qsv) = 1.

The Hartree—Fock ground state energy is the infimum of the quadratic form q defined by H over such
Slater determinants:

EME(N, Z, a) := inf{ q(¥, W) | ¥ Slater determinant }. (5)
Inserting W of the form in (4) into q formally yields

My, . uy) = q(v, W)

N
=a”! Z/R% {4 G [T (=iV)uj1(x) = V(@) ()} dx

/ / 4 ()| |uf(y)|2d iyl Z / / uj(e)u; (x)u; (y)u;(y) dxdy. (6)
3 Jw3 3 JR3

lx =yl 2y x =yl

l\)l

1<i,j<N
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In fact, u; € H'?(R?), 1 <i < N, is needed for this to be well-defined (see Section 3 for a detailed
discussion), and so (5)—(6) can be written

EY(N, Z, ) =inf{ € uy, ..., un) | (uy, ..., uy) € My}, (7)
My ={ @i, ... uy) e (HPPRN| (ui,u;) =8; ). (8)

Here ( , ) denotes the scalar product in L?(R%). The existence of minimizers for the problem (7)—(8)
was proved in [Dall’ Acqua et al. 2008] when Z > N — 1 and Za < 2/m. (Note that such minimizers are

generally not unique since €HF

is not convex; see [Fournais et al. 2009]). The existence of infinitely many
distinct critical points of the functional €"¥ on .ty was proved recently (under the same conditions) in
[Enstedt and Melgaard 2009].

The Euler-Lagrange equations of the problem (7)—(8) are the Hartree—Fock equations,

P
T V) — ; +«a
[(T(—iV) — Vg ] @) E:/w - dy)e )

N
_“Z (/R3 Md}’)‘ﬂj(x) =¢ggi(x), 1<i<N. (9
j=1

lx — yl

Here the ¢; are the Lagrange multipliers of the orthonormality constraints in (8). (The naive Euler—
Lagrange equations are more complicated than (9), but can be transformed to (9); see [Fournais et al.
2009].) Note that (9) can be reformulated as

hepi =€i¢p;, 1=<i=<N, (10)
with hy, the Hartree—Fock operator associated to ¢ = {¢1, ..., ¢y}, formally given by
hou = [T (=iV) = V]u+aRyu —aKyu, (1D

where Ryu is the direct interaction, given by the multiplication operator defined by

Ry () —Z/ loi P 1)

3 |x — yl

and K, u is the exchange term, given by the integral operator

Al @i(yu(y)
(Kq:u)(x):E (/ R dy><pj(x)- (13)
j=1

RS x—yl

The equations (9) (or equivalently (10)) are called the self-consistent Hartree—Fock equations. One
has that oess(hy) = [0, 00) and that, when in addition N < Z, the operator h, has infinitely many
eigenvalues in [—a~!, 0) (see [Dall’Acqua et al. 2008, Lemma 2]; the argument given there holds for
any ¢ ={¢1,...,¢n}, @i € H'2(R3), as long as Za < 2/m). If (@1, ..., ¢n) € My is a minimizer for
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the problem (7)—(8), then the ¢; solve (10) with &) <&y <... <eyn < 0the N lowest eigenvalues of the
operator hy [Dall’ Acqua et al. 2008].

In [Dall’ Acqua et al. 2008] it was proved that solutions {¢y, ..., ¢y} to (9)— and, more generally,
all eigenfunctions of the corresponding Hartree—Fock operator i, — are smooth away from x = 0 (the
singularity of V'), and that (for the ¢; for which ¢; < 0) they decay exponentially. (The solutions studied
in [Dall’ Acqua et al. 2008] came from a minimizer of €, but the proof trivially extends to the solutions
(@, nen = {{(pi’, R <,0”1\,}}nGN to (9) found in [Enstedt and Melgaard 2009], and to all the eigenfunctions
of the corresponding Hartree—Fock operators mentioned above). The main theorem of this paper is the
following, which completely settles the question of regularity away from the origin of solutions to the
equations (9).

Theorem 1.1. Let Za < 2/m, and let N > 2 be a positive integer such that N < Z + 1. Let ¢ =
Lo on), 0 e H2(RY, i =1, ..., N, be solutions to the pseudorelativistic Hartree—Fock equations
{p N} @ p q
in (9).
Then, fori=1,..., N,
i € CO(R*\ {0}), (14)

that is, the Hartree—Fock orbitals are real analytic away from the origin in R>.

Remark 1.2. (i) The restrictions Za <2/m, N < Z+1, and N > 2 are only made to ensure existence of

172

H'/?-solutions to (9). In fact, our proof proves analyticity away from x = 0 for H'/?>-solutions to (9) for

172_solutions

any Za. For the case N =1, (9) reduces to (T — V)¢ = e¢ and our result also holds for H
to this equation (see also (iv) and (v) below about more general V for which the result also holds for
the linear equation). More interestingly, the result also holds for H'/2-solutions to (1) (which, strictly

speaking, cannot be obtained from (9) by any choice of N).
(ii) The statement also holds for any eigenfunction of the associated Hartree—Fock operator given by (11).
(iii) It is obvious from the proof that the theorem holds true if we include spin.

(iv) As will also be clear from the proof, the statement of Theorem 1.1 (appropriately modified) also
holds for molecules. More explicitly, for a molecule with K nuclei of charges Zi, ..., Zg, fixed at
Ri,...,Rx € R, replace V in (9) by Zle Vi with Vi (x) = Zra/|1x — Ri|, Zra < 2/m. Then, for
N <1+ Zle Zy, Hartree—Fock minimizers exist (see [Dall’ Acqua et al. 2008, Remark 1(viii)]), and the
corresponding Hartree—Fock orbitals are real analytic away from the positions of the nuclei, i.e., belong
to C*(R*\{Ry, ..., Rg}).

(v) Another approximation to the full quantum mechanical problem is the multiconfiguration self-consistent
field method (MC-SCF). Here one minimizes the quadratic form g defined by the operator H given in (3)
(or, more generally, with V from (iv)) over the set of finite sums of Slater determinants instead of only on
single Slater determinants as in Hartree—Fock theory. If minimizers exist they satisfy what is called the
multiconfiguration equations (MC equations). For more details, see [Fournais et al. 2009; Friesecke 2003;
Lewin 2004b]. As will be clear from the proof, the statement of Theorem 1.1 also holds for solutions to
these equations.
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(vi) In fact, for V we only need the analyticity of V away from finitely many points in R?, and certain
integrability properties of V¢; in the vicinity of each of these points, and at infinity; for more details, see
Remark 4.1.

(vii) As will be clear from the proof, the statement of Theorem 1.1 also holds for other nonlinearities than
the Hartree—Fock term in (9), namely |go|k<p as in (2) (for k even; for k odd, one needs to take (pk+1). The
LP-space in which one needs to study the problem (see Proposition 2.1 and the description of the proof
below for details) needs to be chosen depending on k in this case (the larger the k, the larger the p).

(viii) Also, as will be clear from the proof, the result holds if T(—iV) = |V| (i.e., T(p) = |p]) in (9).
In (35) below, E(p)~! should then be replaced by (|p| + 1)~! (and 1 added to ="' + ¢;). The only
properties of E( p)~! used are in Lemmas C.1 and C.2, which follow also for (| p| 4+ 1)~! from the same
methods with minor modifications. Similarly, one can replace 7' (p) with (—A + a )%, s e[1/2,1].

(ix) The result of Theorem 1.1 in the nonrelativistic case (7' (—iV) replaced by —a A in (3)) was proved
in [Friesecke 2003; Lewin 2004a]; see also the discussion below. In this case, it is furthermore known
[Fournais et al. 2009] that, for x € B, (0) for some r > 0, ¢; (x) = (pi(l)(x) + |x|gol.(2) (x) with <pl.(1), <pl.(2) €

C”(B(0)).

Combining the argument in [Friesecke 2003; Lewin 2004a] with the analyticity away from the position
of the nucleus of solutions to the MC equations (see Remark 1.2(v)) we readily obtain the following
result.

Theorem 1.3. Let V be a (quantum) ground state of the operator H given in (3). Then W is not a finite
linear combination of Slater determinants.

Remark 1.4. The same holds with V as in Remark 1.2(iv).

Description of the proof of Theorem 1.1. The proof of Theorem 1.1 is inspired by the standard Morrey—
Nirenberg proof of analyticity of solutions to general (linear) elliptic partial differential equations with
real analytic coefficients by “nested balls” [Morrey and Nirenberg 1957]. A good presentation of this
technique can be found in [Hormander 1969]. (Other proofs using a complexification of the coordinates
also exist and have been applied to both linear and nonlinear equations; see [Morrey 2008] and references
therein.)

In [Hormander 1969] one proves L?-bounds on derivatives of order k of the solution in a ball B, (of
some radius r) around a given point. These bounds should behave suitably in k in order to make the
Taylor series of the solution converge locally, thereby proving analyticity.

The proof of these bounds is inductive. In fact, for some ball Bg with R > r, one proves the bounds
on all balls B, with r < p < R, with the appropriate (with respect to k) behavior in R — p. The base
of induction is provided by standard elliptic estimates. In the induction step, one has to bound k + 1
derivatives of the solution in the ball B,. To do so, one divides the difference B\ B, into k+ 1 nested balls
using k + 1 localization functions with successively larger supports. Commuting m of the k derivatives
(in the case of an operator of order m) with these localization functions produces (local) differential
operators of order m — 1, with support in a larger ball. These local commutator terms are controlled by
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the induction hypothesis, since they contain one derivative less. For the last term — the term where no
commutators occur — one then uses the equation.

This approach poses new technical difficulties in our case, due to the nonlocality of the kinetic energy
T(p) =+~—A+a=2—a~! and the nonlinearity of the terms Ry and Ky ;.

The nonlocality of the operator ~/—A + a2 implies that, as opposed to the case of a differential
operator, the commutator of the kinetic energy with a localization function is not localized in the support
of the localization function. That is, when resorting to proving analyticity by differentiating the equation,
the localization argument described above introduces commutators which are (nonlocal) pseudodifferential
operators. Now the induction hypothesis does not provide control of these terms. Furthermore, it is
far from obvious that the singularity of the potential V outside Br does not influence the regularity in
By, of the solution through these operators (or rather, through the nonlocality of +/—A +«a~2). Loosely
speaking, the singularity of the nuclear potential can be felt everywhere. (Note that if we would not have
a (singular) potential V one could proceed as in [Frank and Lenzmann 2010] and prove global analyticity
by showing exponential decay of the solutions in Fourier space.)

We overcome this problem by a new localization argument which enable us to capture in more detail the
action of high order derivatives on nested balls (manifested in Lemma B.1 in the appendix). This, together
with very explicit bounds on the (smoothing) operators ¢ E(p)~' D? x for x and ¢ with disjoint supports
(see Lemma C.2), are the main ingredients in solving the problem of nonlocality. The estimates are on
PE(p)~'DPx (not ¢ E(p)DPy), since we invert E(p) (turning the equation into an integral operator
equation, see (35)). Our method of proof would also work in the nonrelativistic case, since the integral
operators (—A 4+ 1)~! and E(p)~! enjoy similar properties.

The second major obstacle is the (morally cubic) nonlinearity of the terms Ry¢; and Ky ¢;.

To illustrate the problem, we discuss proving analyticity by the above method (local L2-estimates) for
solutions u to the equation Au = u>. When differentiating this equation (and therefore 1), the application
of Leibniz’s rule introduces a sum of terms. After using Holder’s inequality on each term (the product
of three factors, each a number of derivatives on u), one needs to use a Sobolev inequality to “get back
down to L?” in order to use the induction hypothesis. Summing the many terms, the needed estimate
does not come out (in fact, some Gevrey-regularity would follow, but not analyticity).

In the quadratic case this can be done (that is, for the equation Au = u? this problem does not occur),
but in the cubic case, one looses too many derivatives.

The second insight of our proof is that this problem of loss of derivatives may be overcome by
characterizing analyticity by growth of derivatives in some L” with p > 2. When working in L? for p > 2,
the loss of derivatives in the Sobolev inequality mentioned above is less (as seen in Theorem D.1). Choosing
p sufficiently large allows us to prove the needed estimate. The operator estimates on ¢ E(p)~' DP x
mentioned above therefore have to be L?-estimates. In fact, using L? — L9 estimates, one can also deal
with the problem that the singularity of the nuclear potential V can be felt everywhere.

Note that taking p = oo would avoid using a Sobolev inequality altogether (L being an algebra), but
the needed estimates on ¢ E (p)~! D x cannot hold in this case. For local equations an approach to handle
the loss of derivatives (due to Sobolev inequalities) exists. This was carried out in [Friedman 1958],
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where analyticity of solutions to elliptic partial differential equations with general analytic nonlinearities
was proved. Friedman works in spaces of continuous functions. In this approach, one needs to have a
sufficiently high degree of regularity of the solution beforehand (it is not proved along the way). Also,
since the elliptic regularity in spaces of continuous functions have an inherent loss of derivative, one
needs to work on a sufficiently small domain in order for the method to work. We prefer to work in
Sobolev spaces since this is the natural setting for our equation and since the needed estimates on the
resolvent are readily obtained in these spaces.

For an alternative method of proof (one fixed localization function, to the power k, and estimating in a
higher order Sobolev space (instead of in L?) which is also an algebra), see [Kato 1996] (for the equation
Au = u?) and [Hashimoto 2006] (for general second order nonlinear analytic PDEs).

Additional technical difficulties occur due to the fact that the cubic terms, Ry¢; and K, ¢;, are actually
nonlocal.

Note that in the proof that nonrelativistic Hartree—Fock orbitals are analytic away from the positions of
the nuclei (see [Friesecke 2003; Lewin 2004b]), the nonlinearities are dealt with by cleverly rewriting the
Hartree—Fock equations as a system. One introduces new functions ¢; ; = [¢; @] * | - |~!, which satisfy
—A¢; j =4mg;¢;. This eliminates the terms Ry¢;, Ky¢;, turning these into quadratic products in the
functions ¢;, ¢; j, hence one obtains a (quadratic and local) nonlinear system of elliptic second order
equations with coefficients analytic away from the positions of the nuclei. The result now follows from
the results cited above [Kato 1996; Morrey 2008]. (In fact, this argument extends to solutions of the more
general multiconfiguration self-consistent field equations, see [Friesecke 2003; Lewin 2004b].)

This idea cannot readily be extended to our case. The operator E(p) is a pseudodifferential operator
of first order, so when rewriting the Hartree—Fock equations as described above, one obtains a system
of pseudodifferential equations. This system is, as before, of second (differential) order in the auxiliary
functions ¢; ;, but only of first (pseudodifferential) order in the original functions ¢;. Hence, the leading
(second) order matrix is singular elliptic. Hence (even if we ignore the fact that the square root is nonlocal)
the above argument does not apply.

To summarize, our approach is as follows. We invert the kinetic energy in the equation for the orbitals
thereby obtaining an integral equation to which we apply successive differentiations. The localization
argument of Lemma B.1 together with the smoothing estimates on ¢ E (p)~' D? x handle the nonlocality
of this equation. By working in L? for suitably large p one can afford the necessary loss of derivatives
from using Sobolev inequalities when treating the nonlinear terms.

2. Proof of analyticity

In order to prove that the ¢; are real analytic in R? \ {0} it is sufficient, by [Krantz and Parks 2002,
Proposition 2.2.10], to prove that for every xo € R*\ {0} there exists an open set U € R?\ {0} containing
X(, and constants €, R > 0, such that (with Ny := N U {0})

|
18P0 (x)| <€ % for all x € U and all B € Nj. (15)
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Let xo € R\ {0}, and let w be the ball Bg(xg) with center xo and radius R := min{l, |xo|/4}. For
8 > 0 we denote by w; the set of points in w at distance larger than § from dw, i.e.,

ws = {x cw|d(x, dw) > 8). (16)

By our choice of w we have ws = Br_s(xg). Therefore ws = & for § > R. In particular, by our choice of
R,

ws=2 for §>1. (17

For 2 CR" and p > 1 we let L”(£2) denote the usual L”-space withnorm || f || .r(@) = (fQ | f(x)|? dx)l/p.
We write || fll, = | f | Lrw3)- In the following we equip the Sobolev space W™:7(€2), 2 C R", m € N
and p €[1, 0co), with the norm

lullwnriy ==Y 1DullLr()- (18)

lo|<m
Theorem 1.1 follows from the following proposition.

Proposition 2.1. Let Za < 2/w, and let N > 2 be a positive integer such that N < Z + 1. Let ¢ =
{o1,..., 0N}, @i € HI/Z(IR3), i=1,..., N, be solutions to the pseudorelativistic Hartree—Fock equations
in (9). Let xo € R?\ {0}, R = min{1, |xo|/4}, and @ = Bg(xg). Define ws = Br_s(xq) for 5 > 0.

Then for all p > 5 there exist constants C, B > 1 such that for all j € N, for all € > 0 such that
€j <R/2,and foralli € {l,..., N} we have

e?'DP il Lo,y < CBYPY forall p e N with |B] < j. (19)

Given Proposition 2.1, the proof that the ¢; are real analytic is standard, using Sobolev embedding. We
give the argument here for completeness. We then give the proof of Proposition 2.1 in the next section.

Let U = Bg/2(x0) = wg/2 € w. Using Theorem D.5 and (19) we have ¢; € C(U). Therefore it suffices
to prove (15) for |8] > 1. Fixi € {1, ..., N} and consider § € Ng \ {0} an arbitrary multiindex. Setting
j = 18] and € = (R/2)/j it follows from Proposition 2.1 (since €j = R/2) that there exist constants
C, B > 1 such that

B\ 8l 2B\ 8l
IDPgilrwn =C(2) =C(52) 1817, (20)

with C, B independent of the choice of 8. By Theorem D.5 (see also Remark D.6) there exists a constant
K4 = K4(p, xo) such that, for all g’ € N3 \ {0},
lo|+18]

lol+18']
2BY o1 +181)

sup | DF 0 (0)] = Ko Y 10" ¥ gilluniue < Ke Y C(5

xeU o<1 lo|<1

using (20). Using that R <1 < B, that #{o € Ng | |o| = 1} = 3, and that, from (A.7),

1+p’ c !
(1+181)""! < 2F B!,

V2
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this implies that for all 8’ € N} \ {0},

DF 01 ()] < (SeK4CB)(2ezB>ﬁ’I|IB,|' o
su (X L.
xeg vi TN V27 R R

Since |o|! < 39lo! for all o € N (see (A.4) in the appendix), this implies that

4|

sup | D? ¢ (x)] <€ (22)

el RlIs1’

for some €, % > 0. This proves (15). Hence ¢; is real analytic in R\ {0}. This finishes the proof of
Theorem 1.1.
It therefore remains to prove Proposition 2.1.

Remark 2.2. We here give explicit choices for the constants C and B in Proposition 2.1.

Let
L= max H / lpa(Y)en(¥)] (J’)(Pb(.)’)| H . (23)
1<a,b<N Il Jp3 | —y| 0
Note that by (29) below, this is finite since ¢; € H'/?(R?),i=1,..., N
Furthermore, let A = A(xg) > 1 be such that, for all o € N2,
sup |D°V (x)| < Al°H o1 (24)

Xew
The existence of A follows from the real analyticity in @ = Bg(xp) (recall that R = min{1, |xg|/4}) of
V = Za|-|7! (see e.g. [Krantz and Parks 2002, Proposition 2.2.10]). Assume without restriction that
A> o~ +maxi<i<p |8l
Let K1 = K (p), K» = K»>(p), and K3 = K3(p) be the constants in Lemma C.1, Corollary D.2, and
Corollary D.4, respectively (see Appendices C and D below). Then let

C> = max {K1, 256v/2/7}, (25)
C3 =max {47 (1 +2C1/R*) K3, 1607 K5 K3} (26)
Choose
C> max 11, 10illwirwys 19l L35 )),@|xo|3(2—1’>/<21’>||<pi||2,
e{l,...N} @ 2RX0))

[48\/_ N 1536V2

A+ 48\/_C1—+n—]||¢i||3}~ 27)

2| x0

That C < oo follows from the smoothness away from x =0 of the ¢; [Dall’ Acqua et al. 2008, Theorem 1(ii)]
and the fact that, since ¢; € HI/Z(R3), 1 <i<N,wehave ¢; € L3([R3), 1 <i <N, by Sobolev’s inequality.
Then choose

B > max {48AC2, C*, 4c2, (160C2K>C3)2, (24N C2/Z)2, 16K3} (28)

where C, is the constant (related to a smooth partition of unity) introduced in (B.3). In particular, B > 48.
We will prove Proposition 2.1 with these choices of C and B.
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3. Proof of the main estimate

We first make (6) more precise, thereby also explaining the choice of Jly in (8). By Kato’s inequality
[Kato 1995, (5.33) p. 307],

2
/ TO e < %/ plIf(P)Pdp  for feH2@®) 29)
R R

x|

(where f (p) = 2m)3/? fR3 e *P f(x) dx denotes the Fourier transform of f), and the KLMN theorem
[Reed and Simon 1975, Theorem X.17] the operator hg given as

ho=T(=iV)—-V (30)
is well-defined on H'/?(R?) (and bounded below by — o~ 1) as a form sum when Za < 2/7, that is,
(u, hov) = (E(p)"*u, E(p)"*v) —a ' (u, v) — (VY?u, VV2v)  for u,ve H'/?(R?). (31)

By abuse of notation, we write E(p) for the (strictly positive) operator E(—iV) = +/—A +a~2. For
(@1, ..., 9nN) € My, the function R, given in (12) belongs to L>(R?) (using Kato’s inequality above),
and the operator K, given in (13) is Hilbert-Schmidt (see [Dall’ Acqua et al. 2008, Lemma 2]). As
a consequence, when Za < 2/m, the operator hy, in (11) is a well-defined self-adjoint operator with
quadratic form domain H 1/2(R3) such that

(u, hpv) = (u, hov) +a(u, Ryv) —a(u, K,v) for u,ve H'*(R?). (32)
Since (u, Ryu) — (u, Kyu) > 0 for any u € L?*(R3), also hg is bounded from below by — a L.
Then, for (u1, ..., uy) € My, the precise version of (6) becomes

N
€ (uy, ... um—Za—l(uj,hou,-)

1 )Pl F 1
2 Z /R%fw lx =yl 2

1<i,j<N

//uj(x)ui(x)ui(y)”/(y)dxdy (33)
R3

1<”<N lx — y|

The considerations on R, and K, above imply that also the nonlinear terms in (33) are finite for
u;e H2(R?*,1<i <N.

If (@1, ..., @n) €My is a critical point of €HF in (33), then ¢ = {1, . .., @y} satisfies the self-consistent
HF-equations (10) with the operator 4, defined above.

Note that E(p) is a bounded operator from H 172(R3) to H~!/2(R?), and recall that (29) shows that
V also defines a bounded operator from H 12(R3) to H'2(R3) (for any Za). As noted above, both
Ry and K, are bounded operators on L?(R?) when (o1, ..., 9n) € My. In particular, this shows that if
(@1, ..., 0n) € My solves (10), then

E(p)pi —a 'oi — Vo +aRpp; —aKpp = gip;, 1<i<N, (34)
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hold as equations in H™2(RY). Using that E(p)~! is a bounded operator from H™ V2R3 to H'2(R3),
this implies that, as equalities in H'/2(R?) (and therefore, in particular, in L?(R3)),

¢i=E(P)"'Voi —aE(p)" ' Ropi +@E(p) ' Kypi + (@ ' +e)E(P)'pi, 1<i<N. (35
Proof of Proposition 2.1. The proof is by induction on j € Ny. More precisely:

Definition 3.1. For p > 1 and j € Ny, let ?(p, j) be the statement:
Forall e > 0 withej < R/2,and alli € {1,..., N} we have

P DPgill Lo,y < CBY! forall B eNg with |B] < j, (36)
where C, B > 1 are the constants in Remark 2.2.

Then Proposition 2.1 is equivalent to the statement: For all p > 5, #(p, j) holds for all j € Ny. This
is the statement we will prove by induction on j € Nj.

Base of induction. For convenience, we prove P(p, j) for both j = 0 and j = 1. Note that #(p, 0)
trivially holds since (see Remark 2.2)

C=C(p)> max ||¢;llLr(w)- (37)
1<i<N
Also ?(p, 1) holds by the choice of C, since

C=C(p)> max [DugillLrcw)- (38)
vel(l,2,3}

Namely, since we € w, (36) holds for || = 0 (and all € > 0) using (37). For § € Ny with || =1=
(i.e., B=¢, forsome v e{l,2,3}),andalle >0 withe =¢j < R/2 < 1,

PNDPgillLr(w,) = €l Dvill Lo < IDv@illLr@w) < C < CB = CBPl, (39)

Here we again used that w. C w, (38), and that B > 1 (see Remark 2.2).

Induction hypothesis:
Let p>5and j € Ny, j > 1. Then P(p, j) holds for all j < j. (40)

We now prove that P(p, j+1) holds. Note that to prove this, it suffices to study 8 € Ng with |B|=j+1.
Namely, assume € > O is such that e(j +1) < R/2 and let § € Ng with |8] < j+ 1. Then |B8] < j and
€j < R/2 so, by the definition of w; and the induction hypothesis,

PNDP il oy < € IDP@illLrwy) < CBYP. (41)
It therefore remains to prove that

€PIDP il Lo (o1 <C BPY forall € >0 with €(j+1) <R/2 and all 8 € Nj with |8 = j+1. (42)
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Remark 3.2. To use the induction hypothesis in its full strength, it is convenient to write, for £ > 0, € > 0
such thatel < R/2,and o € Ng with 0 < |o]| < J,

U 2
ID?¢illLr ey = 1D @illLr(w,;) With €= oy /=t

so that, by the induction hypothesis (applied on the term with € and 7) we get that

1D gillriwn <€(2) " = c (D)7 (B)" @3)

Compare this with (36). With the convention that 0% = 1, (43) also holds for |o| = 0.
We choose a function ¢ (depending on j) satisfying
(ONS Cgo(we(j+3/4)), 0<d <, with ® =1 on We(j+1)- (44)

Then
IDP @i ll L weijny) < IPDP @il . (45)

The estimate (42) —and hence, by induction, the proof of Proposition 2.1 —now follows from the
equations (35) for the ¢;, (45) and the following two lemmas.

Lemma 3.3. Assume the induction hypothesis (40) holds. Let ® be as in (44). Then foralli € {1, ..., N},
alle > Owithe(j+1) < R/2, and all B € N with |B| = j+1, both ®DPE(p)~'V¢; and PDPE(p)~'¢;
belong to L?(R?), and

: C(B\¥
oD’ E@) Vel < 7(2) (46)

_ _ C /B\ Al
I +e) @D Em el = 2(2) 7)

where C, B > 1 are the constants in (36) (see also Remark 2.2).

Lemma 3.4. Assume the induction hypothesis (40) holds. Let ® be as in (44). Then for all i €
{1,....N}alle >0withe(j+1) < R/2, and all B € N} with |B| = j + 1, both ®DPE(p)~'R,¢; and
<I>D/3E(p)_1K,,,(p,~ belong to L?(R?), and

B\ Bl

o)

- B\ Bl
le ®DPEp) " Kpoilly = ()

a

le ®DE(p) ™ Ryl =

[@ T

where C, B > 1 are the constants in (36) (see also Remark 2.2).

Remark 3.5. Fora, b e{l,..., N}, let U, ; denote the function
Uy p(x) =f PaNOW) ) RS, (48)
RS |x —
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In particular, ||U, pllec < Cj foralla, b e {1, ..., N} (see (23)). Using (12) and (13), we can write

N N
Rogi=> Urepi. Kopi=Y Uirpr. (49)
=1 =1

Hence Lemma 3.4 follows from the following lemma and the fact that Za <2/ < 1.

Lemma 3.6. Assume the induction hypothesis (40) holds. Let ® be as in (44). Fora,b e {1, ..., N}, let
U,.p be given by (48). Then for alla,b,i € {1,..., N}, alle > 0withe(j+1) < R/2,and all B € NS
with |8l = j + 1, ®DPE(p)~'U, p¢;: belong to LP(R?), and

: cz (B\F
10D Ep) Uaseilly = S (2) (50)

where C, B > 1 are the constants in (36) (see also Remark 2.2).

It therefore remains to prove Lemmas 3.3 and 3.6. This will be done in the two following sections. [

4. Proof of Lemma 3.3

We prove Lemma 3.3 by proving (46) and (47) separately.

Proof of (46). Let o € N3 and v € {1, 2, 3} be such that 8 = o +¢,, so that D = D, D’. Notice that
|o| = j. Choose localization functions { Xk}k _o and {nk}k _o as in Appendix B. Since Vg; € H™!/2(R?),
and E(p)~' maps H*(R?) to H*t(R3) for all s € R, Lemma B.1 (with £ = Jj) implies that

j—1
®DPE(p)~'[Veil _qu E(p)"'DPy D~ P[Vi] + > @D, E(p)~' D [ni, DD+ [V ]
k=0 k=0

+®D,E(p)”"'D°[n;Veil, (51)

as an identity in H~#I¥1/2(R3) (we have also used that E(p)~' commutes with derivatives on any
H*(R%)). Here, [ -, -] denotes the commutator. Also, |B¢| =k, |ux|l = 1, and 0 < g, xx < 1. (For the
support properties of ng, xx, see Appendix B.) We will prove that each term on the right side of (51)
belong to L”(R3), and bound their norms. The proof of (46) will follow by summing these bounds.

The first sum in (51). Let 6; be the characteristic function of the support of y; (which is contained in
w). Since V is smooth on the closure of w it follows from the induction hypothesis that the Do hx [Vei]
belong to L? () for any o’ € w. Also, the operator @DUE(p)*lDﬁk X« is bounded on L?(R?) (as we
will observe below). Therefore we can estimate, for k € {0, ..., j},
I®D,E(p)~' DP i D7 P [Villl, = I(PE(p) ™' D, D 3106 D” P4 [V illl,
<IPE(p)~' DD xillm, 164 D [Villl,.  (52)
Here, || - [, is the operator norm on &, := B(L” (R3)), the bounded operators on L” (R3).

For k = 0, the first factor on the right side of (52) can be estimated using Lemma C.1 (since |8y| = 0).
This way, since || xolloo = [®llcc = 1,

IPE(p)~ ' Duxolla, < K1, (53)



670 ANNA DALL’ACQUA, SOREN FOURNAIS, THOMAS @. SORENSEN AND EDGARDO STOCKMEYER

with K| = K{(p) the constant in (C.1).
For k > 0, the first factor on the right side of (52) can be estimated using (C.4) in Lemma C.2 (with
t=1,q"=p = p). Since
dist(supp xx,supp @) > ek —1+1/4)

and ||k lloo = | Pllo = 1, this gives (since (Bx +e,)! < (|Bx] + 1)! = (k + 1)!) that

_ 324/2 (k + 1)! 8 k25632 /8\k
®E(p)~' D, D < < ). 54
I2E(P) tilla, = == (e(k—1+1/4)) ==-0) 64
It follows from (53) and (54) that, for all k € {0, ..., j}, v € {1, 2, 3},
_ 8\
I9EP) ™ DD il < () (55)

with C; as defined in (25).
It remains to estimate the second factor in (52). Recall the definition of the constant A in (24). It
follows from (24) and (17) that, for all € > 0, £ € Ny, and o € NS,

€l sup |D7V(x)| < Al g1 g1l (56)

XEwWey

with wey € w as in defined in (16).
For k = j, since B; = o, we find, by (56) and the choice of C (see Remark 2.2), that

10;Voillp < 1VIiLew)llgillLrw) < CA. (57)
The estimate for k € {0, ..., j — 1} is a bit more involved. We get, by Leibniz’s rule, that
10 D° PVl < > (“;ﬁ")nekmvnoo 164 D7 i . (58)
u=<o—Ppx

Now, supp 6k = supp xx € we(j—k+1/4), $0 by (56), for all u < o — By,

166D Vloo < sup  |D*V(x)| <e AW 1 (G —k)~IH, (59)

X EWe(j—k+1/4)
By the induction hypothesis (in the form discussed in Remark 3.2),
= 60
P (60)

o — B — ul\" M By lo—pinl
( € ) '
It follows from (58), (59), and (60) that (using that |o'| = j, |Bx| = k, and (A.6), summing over m = |u|)

16 D P il < 1D P il Lo (o) < c(

j—k—m

. J—k .
o—pi ' B j—k j—k\m!(j —k—m) A"
16D Vel < CA(2) m§< w ) e (5) (61)
Note that, by (A.7), for 0 <m < j —k,
(j—k>m!(j—k—m)j_k_m< RVi—k 62)
m G-kyi* = Jj—k—mem
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To see the last inequality, look at the cases 0 <m < (j —k)/2 and j —k > m > (j — k) /2 separately.
Hence (since B > 2A, see Remark 2.2), for any k € {0, ..., j — 1},

. Jj—k .
6:0° vl < ca(£) ‘S ()" =2ca(2y ‘ (63)
m=0
Note that, by (57), the same estimate holds true if k = j.
So, from (52), (55), (63), the fact that € < 1 (since €(j + 1) < R/2 < 1/2), and the choice of B (in
particular, B > 16; see Remark 2.2), it follows that

zJ:cDD E(p)~'DP D PVl <2caC (E)jzjj (ﬁ)k
P v D Xk Qi p_ 2 c P B
canes(®) =517

The second sum in (51). Note first that [n;, D**] = —(D"*n;) (recall that |ug| = 1; see Lemma B.1).

Comparing the second sum in (51) with the first sum in (51), one sees that the second sum is
the first one with j replaced by j — 1 and y; replaced by — D" n;. Having now a derivative on the
localization functions we have one derivative less falling on the term V ¢;. More precisely, the operator
DB+t contains |0 — Bryi| = j — (k+ 1) = (j — 1) — k derivatives instead of |0 — x| = j — k
in D°~Px. Then, to control D°P+1[V ;] (with the same method used above for D° A [V¢;]) we
need that supp D*ny, is contained in w¢((j—1)—k+1/4)- Indeed we have much more: as for x; we have
supp D" ny C we(j—k41/4) € Oe((j—1)—k+1/4)- Finally, || D*n; |l < Cy/€, with Cy > 0 the constant in
(B.3) in the appendix.

It follows that the second sum in (51) can be estimated as the first one, up to one extra factor of C, /e
and up to replacing j by j — 1 in the estimate (64). Hence, using that € < 1, and the choice of B (see
Remark 2.2), we get that

= C B\/-!
> @DEP) T DA, DD Ve | = SEc@ac)()
=0 » € €
Jj Jj+1
scarc(8)Y =S(B)7. )
€ 12\ €
The last term in (51). It remains to study
®DPE(p)~'[n;Veil. (66)

We split V in two parts, one supported around x = 0, and one supported away from x = 0, and study the
two terms separately. We will prove below that this way, n; V ¢; is actually a function in L' (R¥) 4+ L3(RY).
Upon using suitable operator bounds on ® D? E(p)~!x (for some suitable smooth x’s), combined with
bounds on the norms of the two parts of n;V ¢;, we will finish the proof.

Let p = |xol/4, and let 6, and 6,/ be the characteristic functions of the balls B,(0) and B, >(0),
respectively. Choose ¥, € C5°(R*) with supp X, € B,(0), 0 < ¥, < 1, and X, = 1 on B,,2(0). Note that
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then

dist(supp . supp %) = "' = 2p, (67)

by the choice of w = Bg(xo), R = min{l, |xo|/4}, since supp ® € w¢(j+1) S .
Now,

®DPE(p)~'[njVeil= ®DPE(p) '[n; VX0l + ®DPE(p) ' In; V(A - %,)eil- (68)

For the first term in (68), we use Lemma C.2, withp=1,q=p/(p—1), and t= p. Then p, t € [1, 00)
and q > 1, and q~' + p~! = 1. We get that (recall (67) and that ¥,6, = X,),

I®DPE(p)~"' n;VHpo0illl, < I®DPEP) ' Fplla, I VOpeill:

1B —r
s%ﬁﬂ!<%> @0 (e(1B1+2 =3) " IVepilh. (69)

Here we used that || ® oo = [|¥,llec = 1 and that n; = 1 where 6, # 0. Note that j + 1 < e~! (since, by
assumption, €(j + 1) < R/2 < 1/2). Therefore,

Br<IBll=(+ D=+ <e VD=L (70)

Note furthermore that since |f|=j+1>2and t> 1,

1/t

(t(B1+2)=3) " =1, (71)
independently of 8. It follows that
B ~ 4ﬁ |xo| (B=2p)/p 16/|x0| 18I
I®DPE(p)~" [n;V Xpillly < —(— V6,0l : (72)
T 2 €
Using Schwarz’s inequality and that Zo < 2/,
2
1VO,pilli < IVO,ll2ll@illz = Zav/|xolm | @ill2 < ﬁ\/ lxolllgi |2 (73)
(Note that ||V6,]|; < oo &t < 3.) It follows from (72), (73), and the choice of B and C (see Remark 2.2)
that
1B ;
—1 ~ 32 32-p)/2 16/|x0| C /B j+1
[@D"E) ™" ;v Zpeill, < - leol P p)||¢i||2< =) =5(5) -

We now consider the second term in (68). Recall that & is supported in w,(;j+1) and
dist(supp @, suppn;) > €(j + 1/4). (75)
Again, we use Lemma C.2, this time withp =3, q=p/(p—1),and t =3p/(2p + 3). Then
p ' g+ t=2, pell,00), q>1, rell,3/2)

1

(since p > 3),and q~' + p~! = 1. This gives
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|®DPEP) ;v = X0,
<|®D’E(p)~'n; ||9733P [V =%,

42 8 Bl 3/t-2 1/t ~
< B! (e(j n 1/4)) (e(j+1/4)) (UB1+2)=3) IV = X)) o llgill3.

As before, we used that || @[ = [[7;]lec = 1. Note that

T

1Bl :
181! G+ D!
ﬂ!(j+1/4> = lﬂlmz32|ﬂlmf32m

Since €(j + 1) < R/2 < 1 and v < 3/2 it follows that (e(j + 1/4))3/“_2 < 1. Also, by the choice of p,
the definition of V, and since Za < 2/7,

(76)

(1=, V()| < 2% < 10
lxo| — m|xo]

It follows from (77) (and that 0 < 1 — X, < 1 —6,,2), (71), (76), and the choice of C and B (see
Remark 2.2), that foralli =1, ..., N (recall that |8| = j + 1)

eR’. (77)

~ 442 16 32\B  C /B\I*!
B =l _ . . e ~ (2
| @07 B ;v (1 =Tl < == el () = 55(0) (78)
It follows from (68), (74), and (78) that
BE(-11n Vo C (B!
lep?Em ' ivell, < 5(5) - (79)
The estimate (46) now follows from (51) and the estimates (64), (65), and (79). Il

Proof of (47). The constant functions W; (x) = a~! 4 &; trivially satisfy the conditions on V (= Z«| - )
needed in the proof above. In fact, having assumed A > ol +max;<;<n |&;| (see Remark 2.2), (24) (and
therefore (56)) trivially holds for W;. Also, for the term ODPE( p)_1 [, Wig;] we proceed directly as
for the term ®DPE(p)~'[n iV (1 —X,)eil above (but without any splitting in X, and 1 — X,), using that
|W;(x)| < A, x € R3. The proof of (47) therefore follows from the proof of (46) above, by the choice of
C and B (see Remark 2.2).

This finishes the proof of Lemma 3.3. U

Remark 4.1. In fact, with a simple modification the arguments above (the local L?”-bound on the two
terms in (68)) can be made to work just assuming that, for all s > 0,

Voi € L'(By(0)), Vg e L*(R*\ B,(0)). (80)

5. Proof of Lemma 3.6

Proof of (50). Similarly to the case of the term with V in Lemma 3.3, we here use the localization
functions introduced in Appendix B. With the notation as in the previous section (in particular, 8 =0 +e,
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with |o| = j), Lemma B.1 (with £ = j) implies that

®DPE(p)~ [Uapi]
J Jj—1
=Y ®D,E(p)"' D* 3y D" P [Usppil + Y ®DyE(p)~' DP[ne, DM 1D P41 [Uy 5]
k=0 k=0
+®D,E(p) ' D7 Uapeil,  (81)
as an identity in H —IBI(R3). As in the proof of Lemma 3.3, [ -, - ] denotes the commutator, |B;| = &,
il =1, and O < g, xx < 1. (For the support properties of 1, xx, see Appendix B.) As in the previous
section, we will prove that each term on the right side of (81) belong to L”(R?), and bound their norms.
The claim of the lemma will follow by summing these bounds.

The first sum in (81). We first proceed like for the similar sum in the proof of Lemma 3.3 (see (52), and
after). Let 0; be the characteristic function of the support of xi. It follows from the induction hypothesis,
using that — AU, , = 47w ¢,¢p, and Theorems D.5 and D.3, that the D"_ﬁk[Ua,bga,-] belong to L?(w') for
any o’ € w. As before, the operator ®D, E(p)~ ' DP x; is bounded on L?(R?). Then, for k € {0, ..., j},

|®DuE(p)™ D i D7 Pi{Uupiil |, = | (@E(p) ™' Dy D 306 D* P [Ua il

< |®E(p)~" D, D xilla, 10 D P [Uapi]| (82)

.
The first factor on the right side of (82) was estimated in the proof of Lemma 3.3 (see (55)): For all
kef0,...,j},ve{l,2,3},

_ 8\F
I9E®) ™ DD il < () (83)

with C; the constant in (25).
It remains to estimate the second factor in (82). For k = j, since B; = o, we find that, by (23) and the
choice of C and B (see Remark 2.2),

B\ /2
10;Uap@ill p < NUapllocll@illLr <C1C=C{=]) . (84)
€
In the last inequality we also used that € <1 (since e(j + 1) < R/2 < 1).
The estimate for k € {0, ..., j — 1} is more involved. We get, by Leibniz’s rule, that
1607 P Wasill, = Y2 (7)o" Uaiy 07 H g, (85)
n=o—pk

We estimate separately each term on the right side of (85).
We separate into two cases.
If + = 0 then, using the induction hypothesis (i.e., P(p, j —k); recall that supp 6k C we(j—k)) and (23),

j—k j—k+1/2
600D Pl < ci0(£) T < 5(2) (36)

= 2\e

In the last inequality we used the choice of B (see Remark 2.2) and that € < 1.



ANALYTICITY OF PSEUDORELATIVISTIC HARTREE-FOCK ORBITALS 675

If 0 < & < 0 — Bk, then (since supp xi S we(j—k+1/4)) Holder’s inequality (with 1/p=1/(3p)+2/(3p))
and Corollary D.2 give

16k (D U, p)(D° P 1))l
<16 D" Uy pll3ps2 10 D” i |13

—Be— )
= K2”DMUa’bI|L3”/2(ws(j—k+1/4>) | D7~ Pty

DO Bk
||Wl’p(we(j—k+l/4)) 1D

bi ”Ll’(we(, k+1/4)) " (87)

Here, K3 is the constant in Corollary D.2, and & = 2/p < 1. Note that we(j_r+1/4) = Br(xo) with
re[R/2,1],since e(j + 1) < R/2 and R = min{1, |xg|/4}

We will use Lemma 5.3 below to bound the first factor in (87). The last two factors we now bound
using the induction hypothesis.

If u e NS is such that 0 < u < o — f, then the induction hypothesis (in the form discussed in
Remark 3.2) gives (recall here (18) and that |o| = j, | Bx| = k) that for the last two factors in (87) we have

=k — |l N T gy gkt
o—Br—u J— =
| D7 ”LP(wE(, ki) = [C(] —k+ 1/4) (5 ) ®

and (using that B > 1 (see Remark 2.2) and e(j —k+1/4) <e(j+1)<R/2<1)

o=Br—H . 110
”D (pl ”Wl’p(we(_j—k+l/4))

N~k lul e .o j—k—lul+1 PR
<[c ] k—|ul (E)] |M|+3C ].k [l +1 (E)J i+
j—k+1/4 € j—k+1/4 €

j—k— (A RS N e e
< 4o (=i lmltd (%) . (89)
j—k+1/4 ¢
It follows from (88) and (89) that for all u € Ng with 0 < u <o — B,
J—k—|u|+6
1D g, 1D <car(ByTT (I |
AW (@c(j—kr1/a) ' L”<we<f ker1/4) — € J—k+1/4

(90)
From (87), Lemma 5.3, and (90) (using (A.6) in the appendix, summing over m = |u|), it follows that

> (Yoo v 0P|,

O<p=<o—px

Jkr0 38 ik (G —k—m A )T (g 1 4y
<C3C%K2( ) g <J ) (j— k+1/4)J —k+6

1\ B(m+1/4) \*72
X[(ﬁ) +ﬂ(€(j_k+1/4)) ] oD

Here, C; is the constant from (26). Recall also that 6 =2/ p.
We prove that form € {1, ..., j — k},

92)

4o () I\ (G —k—m+ 1)Jk=mt0 gy 41 /4)m <1061/ L 1
<m ) _ j—k+6 )
(J—k+1/4) m
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Note first that, since e (j —k+1/4) <e(j+1) <1,
(j—k+1/4)11270 < —1/240 (93)

This shows that the inequality in (92) is true form = j —k > 0, since 8 < 1. For m < j —k, we use (A.8)
in the appendix, and (93), to get that (since (1 4+ 1/n)" <e)

<J~_k) (j—k—m~+1)J=k=m+6 (g -1 /4)™m - e/12 (j—k—m—l—l)ee_l/zwi o4)
m (j—k+1/4)i—k+6 = V2 (j—k—m)1/2 Jm'
Since 8 < 1/2 and m < j —k — 1, we have that

(j—k—m+1)¢

i ==V 99

The estimate (92) for m € {1, ..., j —k — 1} now follows from (94)—(95) (since 4%¢>/12/ /7 < 10).
Inserting (92) in (91) (and using again €(j —k +1/4) <1 and 20 — 2 < 0) we find that

Z (Oﬁﬂk) |6k (D" Uy p) (D~ P14y Hp

O<p<o—pk
3 B\/ _"+‘9 —1/246 1 1
=10C C3K2(?> Z Bz—ze m2—26

m=1

< 1oc3c31<2(l:) /2%(2%) (96)

where we used that & <2/5, B > 4 (see Remark 2.2), and Z m=%° <1 +/ —6/5 dx = 6 to estimate

JB) — VB BXY ot m>2 = /B’

m=1

This is the very essential reason for needing p > 5.
By the choice of B (see Remark 2.2) it follows that

o B\ J—k+1/2
> (oo v e, <5 () ©98)
O<p=<o—px
From (85), (86), and (98) it follows that for all k € {0, ..., j — 1},
o B\ J—k+1/2
100" Wapeilll, <C( ) (99)

Using (82), (83), (84), and (99) it follows for the first sum in (81) that
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J
Y ®DE(p) Dy DO (U i)
k=0

J
<Gy ) 8 D7 U bl
p k=0

J

<ac(BY (Y. (100)

Since B > 16 (see Remark 2.2) the last sum is less than 2 and so for the first term in (81) we finally get,
by the choice of B (see Remark 2.2) that

< 2Czc(§)
€

p

j+1/2 j+1
j+1/ - Ccz (B)] '

—_— 101
=N (101)

J
Y ODE(p)' Dy DT Uy ppi])
k=0

€

The second sum in (81). By the same arguments as for the second sum in (51) (see after (64)), it follows
that the second sum in (81) can be estimated as the first one, up to one extra factor of C, /e (with C, > 0
the constant in (B.3) in the appendix) and up to replacing j by j — 1 in the estimate (101). Hence, by the
choice of B (see Remark 2.2)

j—1

Y ®D,E(p)~' D¥[ni, DD P [U, o]
k=0

j j+1
5% Ccz (E)J < Ccz (E)J ' (102)
€ 12N \ € 12N \ €

The last term in (81). Since o + e, = B, the last term in (81) equals
®DPE(p)~' njUaseil.

We proceed exactly as for the term ®DPE(p)~![n V(1 —X,)ei]in (68) (but without any splitting in ),
and 1 — X,), except that the estimate in (77) is replaced by || Uy plloo < C (see (23)). It follows, from the
choice of B and C (see Remark 2.2) that (recall that |8|=j + 1)

1D E(p)~"[n;Uap@illl, < 1®DPE(P) "'njllas, 1Uapeills

42 30N\IBl  CZ /B\I+!
—ZCillgillz (2= —(Z) . 1
=—=cilleils(=)" = 55(2) (103)
The estimate (50) now follows from (81) and the estimates (101), (102), and (103).
This finishes the proof of Lemma 3.6. (|

It remains to prove Lemma 5.3 below (L3?/?-bound on derivatives of the Newton potential U, ; of
products of orbitals, ¢, p).

In the next lemma we first give an L3P/?-estimate on the derivatives of the product of the orbitals ¢;,
needed for the proof of the bound in Lemma 5.3 below.

Lemma 5.1. Assume the induction hypothesis (40) holds. Then, foralla,b € {1,..., N}, all B € NS with
Bl <j—1,and all € > O withe(|B|+ 1) < R/2,

__ B\ 181+260
|02 @) 3019 = 10KIC2A+VIBD(Z) (104)

with Ky from Corollary D.2, C from Remark 2.2, and 6 = 6(p) =2/p.
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Proof. By Leibniz’s rule and Schwarz’s inequality we get

1DP (@) 12020y 1) < Z(ﬁ)||D'*<pa||Lsp(wem+l)>||Dﬂ—“¢b||m<wew).
w=p

We use Corollary D.2 (with we(gj+1) = B/ (x0), r = R — €(|8| + 1); note that r € [R/2, 1], since
€(]Bl+1) < R/2 and R = min{l, |xg|/4}). This gives, with K, from Corollary D.2 and 6 =2/ p,

B, 2 B\inw.. 1é W 1=
1D (@a@o) | L3v2 w1101 = K3 Z(M)”D Pallrr gy 1P all Loy
n=p

— 0 — 1-6
<N DP 05 1%y 12700l Ly (105)

We now use the induction hypothesis (in the form discussed in Remark 3.2) on each of the four factors in
the sum on the right side of (105). Note that, by assumption, e(|8| +1) <e€j < R/2 and |u| < |u|+1 <
|8l + 1 < j (similarly, |8 — u| < |B — |+ 1 < j). Recalling (18), we therefore get, for all u € Ng such
that © < B,

w0 W 1-0
||D (pa||W1.p(w€(‘m+]))||D goa”Lh(we(lﬂlJrl))

et NN T L sl gy el + 1\ gyt
<le(arn) O] (o) @ we(G) (]
< pc(B)" Gl DI

€ (18] + Dlrl+o ’
since (recall that e(|8|+1) < R/2<1and B > 1)

|M||m
(el + DI

Proceeding similarly for the other two factors in (105), we get (using (A.6) in the appendix and summing

e(IBl+1HB ' < 1.

over m = |uu|) that

Z (ﬁ) “ Du(pa ||L3p(wg(|5|+1)) “ D'B_M(/)b ||L3p(a)g(|5|+1))
n<p Bl

0 1-6
sk (BY S BN [n D" LB =m D P | (-]
<16°(CK) (?) Z(m) (18] +1)IBI+20 :

(106)

m=0
We simplify the sum in m. Note that for m = 0 and m = |§|, the summand is bounded by 1. Therefore,
for || < 1 the estimate (104) follows from (106), since 2 - 16Y < 7. It remains to consider | 8| > 2. For
m > 1, m < |B|, we can use (A.8) in the appendix to get (since (1 +1/n)" <e) that

Z (ﬁ) || DM(Pa “L}/’(a)é(‘ﬁHl)) || Dﬂ_ﬂ(ﬂb ||L31’(a)5(w+1))

O=p<p 1/12

e 1g11A+12 - B [on g 1y (1B1—m+1)]

(BI+ VP L o JBT=m

=

(CK2)2 (1662 (?)er

&‘

21
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Since the function

f)y=@+D(Bl—x+1D, xell,[Bl—-1],
has its maximum (which is (|8]/2 + 1)?) at x = |8|/2, and since

1B1—1

1 1B 1
B v e vy =

m=1

we get
_ B\ IBI+20
Y (VD 0l IDP 0100,y < 12<16e2>9\/§(61<2>2 Bi(T) - aom
O<u<p
The estimate (104) now follows from (105), (106), and (107), since 61/12(1662)0«/7[/2 <10and2-167 <7
(recall that p > 5). This finishes the proof of Lemma 5.1. O

The next two lemmas, used in the proof above of Lemma 3.6, control the L3P2_norm of derivatives of
Uyp.

Lemma 5.2. Define U, , by (48). Then foralla,be{l,..., N}, andall n € NS with || <2,
1D Ul 3020y < 47 K3(C*+2C1/R?), (108)
with K3 from Corollary D.4, C from Remark 2.2, Cy from (23), and R = min{1, |x¢|/4}.

Proof. Recall that w = Br(xg), R =min{l1, |x¢|/4}. Using (18), and Corollary D.4, we get, for all i € NS
with |u| <2,

1
D" Ul L3rr@wy < NWUapllw2rr ey < K31 AUabllL302(Bop o)) + 53 1Uab | L302(Bypixoyy - (109)
R
By the definition of U, ; (see (48)) we have
—AUup(x) =4m @, (x)pp(x) for x € IR3, (110)

and ||U, plloo < C1 (see (23)). Hence, from (109), Holder’s inequality, and the choice of C (see Remark 2.2;
recall also that p > 5)

1
ID*Uapll L3020y < 47 K3 { %all 230 (Bag xo)) 190 1 L3P (B (xo)) T+ ﬁlan,b||oo|BzR(x0)|2/3p}
<4mwK3(C*42C(/R?). O

Lemma 5.3. Assume the induction hypothesis (40) holds, and define U, , by (48). Then for all a, b €
{1,...,N},allk € {0,...,j—1},allp,eN(3)with | < j—k,andalle >0 withe(j+1) < R/2,

”DMUa,bI|L31’/2(w6(_/_1<+1/4))
B\ (Il 1A N L o o B0 (14 N
=6A(Y2) (SE) +actiu(2) Rl na . (11
<GC; <€ S rr1a +C3 [l < P kr1/4 (111)
with 8 =0(p) =2/p, C and B from Remark 2.2, and Cs the constant in (26).
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Proof. It m:=|u| <2, (111) follows from Lemma 5.2 and the definition of C3 in (26), since e (j —k+1/4) <
€(j+1)<R/2<1,and C, B > 1 (see Remark 2.2).

If m :=|u| > 3 then we write & = p,y—2 +e,, +ey, withv; € {1,2,3},i =1, 2, |pm—2| =m —2. Then
by the definition of the W23P/2_porm (recall (18)) we find that

” DMUa,b ||L3l’/2(w5(j D¥m=2 Ua,b ” W2’31’/2(a)5(j

—k+1/4)) =| —k+1/4))
= 1 D" 2Uq b llw2302(wz, 11110 (112)
with €; such that
Exm—14+1/4)=€e(j—k+1/4). (113)

To estimate the norm in (112) we will again use that U, , satisfies (110). Applying D*»-2 to (110) and
using the elliptic a priori estimate in Corollary D.4 (withr =rj=R—€;(m—14+1/4) and 6 =8, =€, /4;
recall that w, = Br_,(xp)) we get

_ 6K3
”DMUCI,}?||L3P/2(we(j_k+1/4)) S 47-[K3”Dﬂm72 (wa(ph)||L3P/2(a)gl(,,,,1))+?”Dum72 Ua,h||L3p/2(wgl(m,1))’ (114)

with K3 = K3(p) the constant in (D.9). Notice that for this estimate we needed to enlarge the domain,
taking the ball with a radius €; /4 larger.

We now iterate the procedure (on the second term on the right side of (114)), with €; (i =2, ..., L%J)
such that
Em—=2i+14+1/4)=¢€_1(m—=210—-1)+1), (115)

and withr =r; = R—¢€;(m —2i + 14 1/4) and § = §; = €; /4. Note that (113) and (115) imply that

—k+1/4
G>E > > =ed ST 1/ fori=2,...,LﬂJ (116)
m—1+1/4 2
and
€Em—=2i4+1)<é&_1m—-20—-D+1)=<...<€m—1)<e(j—k+1/4). 117

We get (with [])_, =1 and |1, _2;| = m — 2i),

L7]
o 16K
ID" Ua bl 13072, Hl,4))_4n1<32 1D 2 (0a @) | L3072 WH

i=1 ) =1 643
2
16K3 m
+( )HD/‘vm 251 Ua b“L3P/2(w€ =) i J+1)) (118)
é2
=1 ¢
Using (116), and Lemma 5.1 foreachi =1, ..., L%J fixed (note that €;(m —2i + 1) < R/2 by (117)

since €(j + 1) < R/2) we get that

16K3 B\Mmt20-2(m—1+1/4 m+20-2 16K53 i—1
I‘Lln 1) 2 2 — D
1D (@) |12 gy -1 }_[1 & = 20K2€ m( € ) < j—k+1/4 B2 ’

(119)
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with K2 from Corollary D.2, and @ = 6(p) = 2/p. Here we also used that 1 + «/m —2i < 2./m. Note
that Z, ] (16K /B?)I7! < 2 since B? > 32K3 (see Remark 2.2). It follows that

A 161<3
4 K3 Y (1092 (@) | 02 wl_[ =

i=1 4

< 16071K22K3C2«/m(§> mrl/a . (120)
c J—ktl/a

We now estimate the last term in (118). Let § =m — 2[5 ] € {0, 1} (depending on whether m is even
or odd). Then, using (116) and Lemma 5.2, we get that

L7]
16K3 Hon—
(1_[ )||D 25 U, b||L3P/2(w m =214 J+1)

=1 Eﬁ
s (L5 (2L (s
- : € j—k+1/4) \ m—1+1/4
2 2 ﬁ m m+1/4 m

Here we also used that m > 3 and K3 > 1 (see Corollary D.4), that C > 1 and B > 16K3 (see Remark 2.2),
and thate(j —k+1/4) <1.

Combining (118), (120), and (121) finishes the proof of (111) in the case m = |u| > 3.

This finishes the proof of Lemma 5.3. (|

Appendix A: Multiindices and Stirling’s formula

For o = (01, 02, 03) € Ng we let |o| ;== 01 + 07 + 03, and

0
D° :=D{'Dy’D3’, D,:= —i = —ia,, v=1273. (A.])
0x,
This way,
glol glol
97 = = = ol pe,
ax° " ox]'x3x3 =D

We let 0! := 0! 03! 03!, and, for n € Ny,

(”) o (A2)

o o! o1l oy! 03!
With this notation we have the multinomial formula, for x = (x1, x2, x3) € R? and n € Ny,
X1+ x+x3)" = (n)x“. A3
(rtxt+x)" = () (A3)

neN}
lul=n
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Here, x# := x| x5?x}". It follows that

lo|t <3lg! forall o €N, (A.4)

since, using (A.2), that (1, 1, )* =1 forall u € N2, and (A.3),

@:(|U|)S Z <|Z|)(1’1’1)M:(1+1+1)|U|:3|6|'

o! o
MENS
|ul=lo|
We also define
o o!
( ) -7 (A.5)
2 u! (o —p)!

foro, u e Ng with u < o, thatis, u, <o,,v=1, 2, 3. Note that for all o € NS and k € Ny (see [Kato

1996, Proposition 2.1]),
> =) (*0

n=o,|ul=k

Finally, by [Abramowitz and Stegun 1992, 6.1.38], we have the following generalization of Stirling’s
formula: For m € N,

m! = 2rm"+3 exp(—m n %) for some & = 9 (m) € (0, 1), (A7)
andsoforn,me N, m <n,
(n)_ 1 n"t1/2 o d(n) O@m) Y —m)
m) = Jag m 2 (n—my =12 CP\ 120 T Tom T 1200 —m)

e1/12 nn—|—1/2

= \/E mm-‘rl/Z(n _m)n—m+1/2'

(A.8)

Appendix B: Choice of the localization

Recall that, for xo € R?\ {0} and R = min{1, |xo|/4}, we have defined w = Br(xp), ws = Bgr—_s(x0),
and that € > 0 is such that €(j 4+ 1) < R/2. Also, recall (see (44)) that we have chosen a function ®
(depending on j) satisfying

(ONS Cgo(a)e(j+3/4)), 0<d <1, with ® =1 on We(j+1)- B.1)

For j € N we choose functions { Xk}i:Ov and {nk}izo (all depending on j) with the following properties
(for an illustration, see Figures 1 and 2). The functions { Xk}zjc:o are such that

X0 € Cgo(we(j+1/4)) with xo=1 on We(j+1/2),
and, fork=1,..., ],

Xk=1 on @ej—k+1/2) \ Oe(j—k+1+1/4)s

Xk € C3°(We(j—k+1/4)) With {
0 WHel=hrl/d Xk =0 on R\ (@c(jok+1/4) \ Oe(j—k+1+1/2))-
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@ = Bg(xo) Wek = Br_er(x9) € @ do
Xo R/2 €(j+1) - 2 e
Figure 1. The geometry of w = Bg(xg) and the wc;r = Br_ex (X0).
@ Xj
e 1 1 1
e(j+1) €j € dw
no N nj-1 nj
- 1 T 1 1
e(j+1) €j e(j—1) € dw
Figure 2. The localization functions.
Finally, the functions {n }izo are such that for k =0, ..., j,
. =1 R3 i ,
77k c COO(R?)) Wlth { 77k on \a)é(] k+1/4)
=0 on we;—kt1/2)-
Moreover we ask that
xo+mo=1 on R3,
Xe+tm =1 on R\ weij—kr141/4) for k=1,..., ], (B.2)

Nk = Xke1+ kg1 on R for k=0,...,j—1.

Furthermore, we choose these localization functions such that, for a constant C, > 0 (independent of
€, k,j,B)and forall g € Ng with |8| = 1, we have that

C C
|D? xi(x))| 5?* and |DPni(x)| 5?*, (B.3)

fork=0,...,j,and all x € R’
The next lemma shows how to use these localization functions.
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Lemma B.1. For j € N fixed, choose functions {Xk}izo, and {’)k}/{:() as above, and let o € Ng with
lo| = j. For £ e Nwith £ < j, choose multiindices {,Bk}ﬁzo such that

\Bel =k fork=0,...,€6, Pe_i <P fork=1,...,¢, and B <o.

Then for all g € ¥ (R?),

L -1
D°g = Z Dy D" Prg + Z DP [y, DD Prig 4 Py, D7 Prg, (B.4)
k=0 k=0

with py = Br+1 — Pr fork =0, ..., £ —1 (hence, |ux| = 1).

Proof. We use induction on £ from £ = 1 to £ = j. We start by proving the claim for £ = 1. By using
property (B.2) of the localization functions and that 8; = By + (o = o (since By = 0) we find that

D°g = xoD’g+noD’g = xoD° g +noD’ P HHog. (B.5)

The first term on the right side of (B.5) is the term corresponding to £ = 0 in the first sum in (B.4). In the
second term in (B.5), commuting the derivative through 7g, we find that

oD’ ~FHiog = DHono D7 Frg 4 [ng, D*1D" P1g.
Since ng = x1 + 11 by property (B.2), this implies that
noDﬁ—ﬂl-Hcog — DﬂlxlDU—ﬂlg + DﬂlmDU—ﬂlg + [0, DMO]DU—}glg. (B.6)

The identity (B.4) for £ = 1 follows from (B.5) and (B.6).
We now assume that (B.4) holds for £ — 1 for some £ > 2, i.e.,

-1 =2
D°g = Z DPr XkDU_ﬂkg + Z DPr [k, DMk]DU—ﬁng + DPe- Ne—1 DU—ﬂzflg’ (B.7)
k=0 k=0
and prove it then holds for £. Since B,_; = B¢ — n¢—1 we can rewrite the last term on the right side of

(B.7) as
DB 77[71Dg_ﬂ(_1g — DB ﬂgleG_ﬂ(—HM_'g.
Again, commuting the w,_;-derivative through n,_; this implies that
DBt ne_1DJ_ﬁz71g — DBe-1tie m_lDa—ﬁzg + pPe- (o1, Duzfl]DG—ﬂzg

=D (ne+ x) D P g+ DP ey, DM 1D g, (B.8)

using (B.2). Collecting together (B.7) and (B.8) proves that (B.4) holds for £.
The claim of the lemma then follows by induction. O
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Appendix C: Norms of some operators on L? (R?)

In this section we prove two lemmas on bounds on certain operators involving the operator E(p) =

NV—=A+a2.
Lemma C.1. Let the operators S, = E(p)~'D,, v € {1, 2, 3}, be defined for f € $(R?) by

s.H@ =0 [ P EE b fdp.

with f(p) = (27)3/? fR3 e %P f(x) dx the Fourier transform of f. (Here, p = (p1, p2, p3).)
Then, for all p € (1, 00), the S, extend to bounded operators, S, : LP(R3) — LP(R%), v € {1, 2, 3}.
Clearly. S, lla, = 1S lla, . v # 1. We let

Ky =Ki(p) :=Stlla,- (C.1)

Proof. This follows from [Sogge 1993, Theorem 0.2.6] and the Remarks right after it. In fact, since (by
induction),

DY (puE(p)™") =P, (pE(P) ',y eN,

for some polynomials P, , of degree |y|+ 1, the functions m, (p) = p, E( p)~! are smooth and satisfy
the estimates

|Dym, (p)| < Cyolpl™, v eNg,
for some constants C, , > 0, which is what is needed in the reference above. U
For p, q € [1, o0], denote by | - |5, ] the operator norm on bounded operators from LP(R3) to LY9(R%).

Lemma C.2. Forall p,t € [1,00), g € (1,00), withp~' +q7 ' +v71 =2, all @ > 0, all B € N} (with
1Bl > 1ift=1),and all &, xy € C*(R>) N L>®(R3) with

dist(supp(x), supp(®)) > d, (C.2)
the operator ®E(p)~'DP x is bounded from LP(R?) to (LY(R3)) = LY (R3) (withq~ ' +q* ' = 1), and
_ 42 Bl o, .
IPE(P) " D xllm, . < ——B! ( ) 2 (e (181 +2) = 3) " 1@l l oo (C3)
In particular, (Whent =1, i.e., q* = p),
_ 3272 Bl /g\IBI-1
19ER) D xllg, = == (5) T Il (€4

forall B € N} with |B] > 1.
Proof. We use duality. Let f, g € #(R?). Note that, since ®f, D?(xg) € L?(R?), the spectral theorem,

and the formula

1 1/00 1 dt 0 (C.5)

—_— = —, x>0, .
ﬁ T Jo X+l‘\/2
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imply that
“1np 1 [ dt ) 8
(L PEMP) 'DPxe)== [ — (£ ®(=A+a?+0)"'DPyp).
mJo i

By using the formula for the kernel of the operator (—A + a2 4+1)~! [Reed and Simon 1975, (IX.30)],
and integrating by parts, we get

e~ Vot x—y| dt
(f, DE(p) ' DPyg) = / f FOo @) / S DMl dxdy
R3 lx — NG

SOl ) ﬂe‘m'ﬂ' axdy &
=, /0 R3f(x)<l>(x)/R3(Dym)x(y)g(y) x y\—/;.

Notice that the integrand is different from zero only for |[x — y| > d, due to the assumption (C.2). Hence,

by Fubini’s theorem,

(roE@ D0 = [ [ FeoHe-yGmdxdy, 6

with F(x) = f(x)®(x), G(y) = x(y)g(y), and

(_1)\ﬂ| 00 ﬂe—\/T-lel dt
H(2) = Hapa(@) =1 12)(2) /0 (Dz Tm)ﬁ'

Now, by (C.8) in Lemma C.3 below, uniformly for o > 0,

V2 B! PLpoo oy dt V2 Bl 7
|H(2)| 51{|‘|Zd}(z)4n2 ] (|z|> /O e Vi \/Zﬁ :]l{|‘|zd}(Z) 2 |Z|2(|Z|) )

and so, forall @ > 0, t € [1, 00), and all B € Ng (with |B] > 1ifr=1),

o) 1/¢
IH|. < <4n>”t£ﬂ!8'f"( /d (|z|—'ﬂ‘2)’|z|2d|z|>
V2

= (4m) /P27 e
T

o] _
pr(5) 2 (eapl+2)-3)

From this, (C.6), and Young’s inequality [Lieb and Loss 2001, Theorem 4.2] (notice that Cy < 1), follows
that, with p, g, t € [1,00), p~ ' +q '+ =2,

[(f, ®PE(p) "' DPx )| < I Fllal HIeI Gl

2 1Bl e
s(4n)”t£ﬂ!(§) 2 (c(1B1+2)=3) I F 4l Gl

4 18I i
_iﬁ'( ) a2 (218142~ 3) I leel o gl

Since ¥(R?) is dense in both LP(R?) and L% (R?), this finishes the proof of the lemma. O
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Lemma C.3. Foralls >0, x € R? \ {0}, and B € N3,

1| 2B/ 8\l
p 1 S
"l = T <|x|> ’ €7
—s|x|
it ﬁﬁ’(i)'ﬂ'e—ﬂxv; s
x| lx| x|

Proof. We will use the Cauchy inequalities [Hérmander 1973, Theorem 2.2.7]. To avoid confusion with
the Euclidean norm | - | (in R? or in C?), we denote by | - |c the absolute value in C.
Let, for w = (w;, wa, w3) € C3 and r > 0,

Pw)={zeC||zy—wylc <7, v=1,2,3} (C.9)

be the polydisc with polyradius r = (r, r, r). The Cauchy inequalities then state that if u is analytic in
P3(w) and if SUP, ¢ p3(w) [U(2)|c = M, then

195u(w)|c < MB!r~P1 forall B eNg. (C.10)

We take w = x € R*\ {0} € C? and choose r = |x|/8. We prove below that then we have (with
22:=Y3_2€0)
Re(z?) > 1|x|* for z € P} (x). (C.11)

It follows that /72 := exp(%Log z?) is well-defined and analytic on P?(x) with Log being the principal
branch of the logarithm.
We will also argue below that

Re(vz2) > Lix| for z € P (x). (C.12)
Then (by (C.11)) for all z € P3(x),
Vz2le = Vi22le = VIRe 22| > |x|/V2. (C.13)
and (by (C.12)), for all s >0 and all z € Pf(x),

|exp(—sv/22)| ¢ = exp(—s Re(v/22)) < exp(—sx|/2). (C.14)

Therefore, (C.7) and (C.8) follow from (C.10), (C.13), and (C.14).
It remains to prove (C.11) and (C.12).
For z € P,3(x), write z = x +a +ib with a, b € R? satisfying |z, —xvlé = af + b% < (|x|/8)2. Then

2Z2=|x+al®—|b*+2i(x +a)-b,
so, with e = 1/8,

Re(z?) = |x|* + |a]* +2x -a— ||

> (1 —olx*+2—e Dlal* — (al* + b = Z|x|* > x>
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This establishes (C.11) .
It follows from (C.11) that, with Arg the principal branch of the argument,

LA lArg(zz) <2 for ze P3(x). (C.15)
4 72 — 4 !
Furthermore (still for z € Pr3 (x)), because of (C.15),
Re(v/z2) = |22]1/* cos(L Arg(z?)) = [2%1/%//2. (C.16)
Combining with (C.11) we get (C.12).
This finishes the proof of the lemma. U

Appendix D: Needed results

In this section we gather some results from the literature which are needed in our proofs.

Theorem D.1 [Adams and Fournier 2003, Theorem 5.8]. Let Q2 be a domain in R" satisfying the cone
condition. Let m e N, p € (1,00). If mp > n,letp <q<oo;ifmp=n,letp <q<oo;ifmp <n, let
p <q<p*=np/(n—mp). Then there exists a constant K depending on m, n, p, q and the dimensions of
the cone C providing the cone condition for Q, such that for all u € W™ (Q),

lullzacgy < K ety gy Nl 0o (D.1)
where 6 = (n/mp) — (n/mq).

We write K = K (m, n, p, q, ). We always use Theorem D.1 withn =3, m =1, and p = p, q =3p for
some p > 3. Hence mp > n, p <q<o0,and 6 =60(p) =2/p < 1. Moreover, we always use it with Q2
being a ball, whose radius in all cases is bounded from above by 1 and from below by R/2 for some
R > 0 fixed.

Let Ko = Ko(p) = K(1, 3, p, 3p, B1(0)) with B;(0) € R? the unit ball (which does satisfy the cone
condition). Note that then, by scaling, (D.1) implies that for all r < 1 and all x¢ € R3,

0
|

— 0 1-6
il 308, e < Kor =1l oo 1811705, (D22)

with 0 =2/p.
To summarize, we therefore have:

Corollary D.2. Let p > 3 and R € (0, 1]. Then there exists a constant K,, depending only on p and R,
such that for allr € [R/2, 1], xo € R, and all u € WP (B, (xy)),

[ 1-6
||u||L3P(B,(xO)) = KZ””HWl,p(Br(xO))”””Lp(Br(xO))» (D.3)

with6 =2/p.

Here,
K> = Ka(p, R) = 2/R)*?Ko(p), (D.4)

where Ko(p) = K(1, 3, p, 3p, B1(0)) in Theorem D.1 above.
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Theorem D.3 [Chen and Wu 1998, Theorem 4.2]. Let Q2 be a bounded domain in R" and let a'/ € C(R),
bl,ce L®(Q) i, je(l,...,n},withx, A > 0 such that

n

Za"fgigjzusﬂ forall x e Q, & e R, (D.5)
i,j=1

n n

Y la @ + Y 16 e + llel@) < A. (D.6)

i,j=1 i=l

Suppose u € WIZO’CP(Q) satisfies

n n
Lu = Z —aijDiDju+ZbiDiu+cu:f. (D.7)

i,j=1 i=1
Then for any Q' € L,
1
lelwer @y = {51 s @+ Il vy | (D3)

where C depends only on n, p, A/A, dist{Q', 0Q}, and the modulus of continuity of the a'’s.

We use Theorem D.3 in the case where ' and €2 are concentric balls (and with n =3, p = 3p/2,
a'l = §; s b’ = ¢ = 0; hence A = A = 1). Reading the proof of the theorem above with this case in
mind (see [Chen and Wu 1998, Lemma 4.1] in particular), one can make the dependence on dist{$2’, 92}
explicit. More precisely:

Corollary D.4. Forall p > 1 there exists a constant K3 = K3(p) > 1 such that

lullw2sor2s, o < K3{ I Aull 302, s cxon + 8Nl o2, s o0 |- D.9)
for all u € W?3P/2(B, 1s(x)) (with xg € R, r, 8 > 0).

Theorem D.5 [Evans 1998, Theorem 5, Section 5.6.2 (Morrey’s inequality)]. Let 2 be a bounded, open
subset in R", n > 2, and suppose 02 is Cl. Assume n < p<oo,andu € Wl’p(Q). Then u has a version
u* € COY(Q), for y = 1 —n/p, with the estimate

[Nl co @) < Kallullwrr - (D.10)
The constant K4 depends only on p, n, and €.

Here, u* is a version of the given u if u = u™ a.e. Above,

lu(x) —u(y)|
Il oy gy := sup lu(x)| 4+ sup ————. (D.11)
e xeQ x,yeQ lx — yl¥
xF£y

Of course, sup,cq [u(x)| < llull cor -

Remark D.6. In [Evans 1998, p. 245] a definition of the W™ P-norm is used which is slightly different
from ours (see (18)), but which is an equivalent norm by the equivalence of norms in finite-dimensional
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vector spaces. Therefore, (D.10) holds with our definition of the norm, though the constant K4 is not the
same as the one in [Evans 1998, Theorem 5, Section 5.6.2].
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