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Abstract

We prove that a molecule with M fixed nuclei of real charges at least one and total nuclear
charge Z strictly binds at most Z + C'M electrons, where C' is universal. The result holds
for the full nonrelativistic Coulomb Hamiltonian with two spin states and arbitrary distinct
nuclear positions. For neutral atoms with integer nuclear charge Z > 1, the first ionization
energy and, for every ground state, the radius outside which one half of an electron remains
are each bounded above and below by positive universal constants.

Contents

1 Introduction 2
1.1 The model and the results . . . . . . . . . . . . . . ... 3
1.2 History and the scales of the problem . . . . . ... ... ... ... .. ...... 4
1.3 Obstacles and the common argument . . . . . . . . . . . ... ... ... ... .. )
1.4 Organization and normalization . . . . . . . . . . . .. ... ... ... 6

2 A ground state at the minimum over all sectors 6
2.1 The Coulomb form and strict binding . . . . . . ... ... ... ... ... .. 6
2.2 A coarse number bound . . . . ... L 8
2.3 Atomic sectors and neutral ground states . . . .. .. ... 9

3 Common localization and quantum comparisons 11
3.1 Coulomb energy and a kinetic bound . . . . . . . . .. ... ... ... ... 11
3.2 Cuts, conditional states, and the exact energy identity . . . . . . .. ... ... .. 13
3.3 Imsertion of trial electrons . . . . . . . . . . ..o 14
3.4 A lower comparison with the same kinetic coefficient . . . . . . ... ... ... .. 16

4 Local screening and electron counts 17
4.1 Two local geometries . . . . . . . . .. 17
4.2 A positive-field estimate . . . . .. ... 18
4.3 Comparisoninaball . . . . ... ... 21
4.4 Closing the count estimate . . . . . . . . . . .. ... 26
4.5 Source-free oscillation and atomic annuli . . . . . . . ... ... ... ... 28



5 Common observation and change-of-law estimates 29

5.1 Likelihoods and conditional versions . . . . . . ... .. ... ... ......... 29
5.2 Dimension-free energy cost . . . . . .. Lo oL 30
5.3 Transfer toa freshpatch . . . . . . . . ... o 32
5.4 Maxima before conditional averaging . . . . . . . . ... ... ... L. 35
6 Electron counts in large nuclear voids 35
7 Deterministic comparison fields 42
7.1 Global Thomas—Fermi fields . . . . . . .. .. ... ... ... .. ... 42
7.2 Fields adapted to the nuclear scale . . . . . . ... ... ... ... ... ...... 45
7.3 Averaging at a smaller radius . . . . . . .. ... Lo o 47
7.4 Barriers with a strict gap betweenscales . . . . . . . .. ... 0oL 48
8 Noisy observations and conditional screening 50
8.1 The common observation construction in molecular geometry . . .. . .. ... .. 50
8.2 Upper tails and a spatial cap . . . . . . .. ... 51
8.3 The inverse comparison and the order of constants . . . . . ... ... ....... 52
8.4 Moments for the integrated exceptional cost . . . . . . . ... ... .. ... 55
9 Outward propagation and the excess-charge bound 56
9.1 Replacing one layer of reaction by density . . . . . . ... ... ... ... ... 57
9.2 Averaging the data and summing the error . . . . . . . ... ... ... 59
9.3 The total-charge comparison . . . . . . . . . . . ... L L o 60
10 Conditional density and field comparisons 61
10.1 Nested observations and master smoothing . . . . . . . .. ... ... ... .... 61
10.2 The simultaneous inverse comparison . . . . . . . . . . . .. ..o 62
11 Outward propagation and an electron deficit 67
12 Returning to the neutral sector 72
13 A uniform positive ionization gap 76
14 The outer tail and the half-electron radius 78
15 Interfaces for atomic asymptotics 81

1 Introduction

We prove a uniform bound on the number of excess electrons that fixed Coulomb nuclei can
strictly bind. If there are M nuclei of total charge Z, that number is at most C'M, with a constant
independent of their charges and positions. For a neutral atom with integer nuclear charge, we
also prove that the cost of removing one electron and the radius containing all but one half of an
electron each stay between positive universal constants. These conclusions address the number of
bound electrons, the first ionization energy, and the location of the outer electronic mass. Their
proofs share the local screening estimates developed in this paper.



1.1 The model and the results

Fix M > 1, distinct positions Ry, ..., Ry € R3, and real charges z1,...,zy > 1. Put
M M
Z=Y %, v=) z0r, K@=[z"", V=K=xu
J=1 Jj=1

For n > 1 let H,, = A" L?(R3;C?), so that there are two electron spin states and antisymmetry
exchanges spatial and spin variables together. The Hamiltonian is the self-adjoint operator
associated with the closed, bounded-below Coulomb form on Q,, = H,, N H'((R3)"; (C?)®"):

n 1
H, = Z <2Az — V($Z)) + Z |£L’Z — ZE]'|_1. (1.1)
i=1 1<i<j<n

The nuclei are fixed; their mutual repulsion is a scalar independent of n and is omitted. Write
E, =info(H,) and Ey = 0. We say that sector n binds strictly if E,, < E,_1.

Theorem 1.1 (Uniform excess charge). There is a universal finite constant C such that every
nuclear system specified above and every integer n > 1 satisfy

E,<E,1 = n<Z+CM.

Moreover, E, = E,_1 whenever n > Z + CM. For one nucleus this gives n < Z 4+ C under
strict binding, for every real Z > 1. The same constant is independent of all charges and nuclear
positions.

The positions may be arbitrarily close or far apart. The theorem resolves positively the
excess-charge form of the ionization conjecture in this strict-binding formulation [7, 19]. Equality
of adjacent energies does not by itself exclude a ground state at threshold; such threshold states
are not needed here.

For the radius conclusion specialize to one nucleus at the origin with integer charge Z > 1.
Write H,, z and E(n,Z) when the nuclear charge needs to be displayed. If Uz is a normalized
ground state of Hyz 7, its spin-summed density is

pu, (@) =2 Y /“I’Z($70'1§$270'2§--.§$ZaaZ)’2d$2“’dl‘Zv
zZ

01;-.-,0

where the integral is absent for Z = 1. Its mass is Z. Define

1

R(Vz) = inf {'r >0: pw, (z)dx < } . (1.2)
lz|>r 2

Theorem 1.2 (Uniform outer half-electron radius). There are universal constants 0 < ¢ < C < 00

such that, for every integer Z > 1 and every normalized ground state of Hyz 7,

c<R(¥z) <C.

The existence of these ground states is included in Lemma 2.5. No uniqueness or spherical
symmetry is assumed. The exterior mass in (1.2) stays fixed as Z grows; it describes outer electrons
rather than a fixed fraction of the atom.

Corollary 1.3 (Two-sided first-ionization bound). For the full nonrelativistic Coulomb atom
specified above, with integer nuclear charge Z > 1, one-electron kinetic term —A/2, and two
electron spin states, write Ez(n) = E(n,Z). There are universal constants 0 < ¢ < C < 0o such
that the first ionization energy of the neutral atom satisfies

c<NL(Z):=Ez(Z-1)—Ez(Z)<C for every integer Z > 1.



1.2 History and the scales of the problem

Simon’s atomic formulation asks whether No(Z) — Z stays bounded, where Ny(Z) is the first sector
at which the energy equals every later sector energy [19, Problem 9]. Since the sector energies are
nonincreasing and ultimately constant, this is the largest strictly binding sector used here. The
corresponding molecular conjecture has the form N, < Z + CM [7, Section 2.1.2].

The early charge bounds already distinguished atoms from molecules. Lieb proved bounds
linear in the total nuclear charge for fixed atoms and molecules, without requiring Fermi statistics
[8]. For fermionic atoms, Lieb, Sigal, Simon and Thirring established asymptotic neutrality:
the maximal strictly bound particle number N (Z) satisfies N.(Z)/Z — 1 as Z — oo [12, 13].
Fefferman and Seco, and Seco, Sigal and Solovej, subsequently obtained quantitative sublinear
bounds [2, 18]. Ivrii obtained further semiclassical charge bounds for atoms and heavy molecules
under the hypothesis that each nuclear charge is comparable to the electron number, with improved
exponents for atoms and for suitably separated nuclei [5, Theorem 5.2.1]. For explicit finite-charge
estimates, Nam proved N.(Z) < 1.227 + 3Z'/3 [14]. More recently, Hundertmark, Pattakos and
Schulz obtained N.(Z) < 1.1185Z 447 3 for Z > 4 [4]. These estimates supply useful quantitative
control while leaving the uniform excess-charge assertion distinct.

For the full many-electron Schrodinger atom, Seco, Sigal and Solovej also obtained, for large
Z, an upper bound for the neutral first ionization energy and a lower bound for an exterior-mass
radius, both given by powers of the nuclear charge [18, Theorems 1 and 3|. Their radius leaves one
expected electron outside, whereas (1.2) leaves one half. Their energy upper bound grows with
Z, and their radius lower bound decays with Z. The upper bound in Corollary 1.3 establishes
the usual boundedness assertion for I;(Z) [22, Section 2]; the uniform positive lower bound is an
additional conclusion.

The statistical theories introduced by Thomas and Fermi [3, 23] predict a particularly rigid
exterior screening profile. Lieb and Simon established the variational theory and its leading
large-charge energy and density limits [9, 10]. Uniform ionization bounds were proved in Thomas—
Fermi—von Weizsécker theory by Benguria and Lieb [1], and in reduced and unrestricted Hartree—
Fock theory by Solovej [20, 21]. Solovej’s unrestricted Hartree—Fock analysis compares screened
potentials through successive spatial scales and also establishes uniform bounds and asymptotics for
outer-electron radii [21, Definition 1.2, Theorem 1.5, and Sections 10-13]. Those conclusions concern
their stated variational models; the states in (1.1) may have arbitrary many-body correlations.

The bulk density limit lives on the length scale Z~1/3, whereas the normalized mass outside
the radius in (1.2) is 1/(2Z). Its vanishing fraction makes bulk convergence insufficient to prove
Theorem 1.2. The fixed exterior-mass viewpoint is also central to the generalized ionization
conjecture [22, Section 3].

Companion papers use the estimates developed here, with additional arguments, to obtain
Thomas—Fermi asymptotics for full two-spin Coulomb atoms. The energy result sends the number
of removed electrons to infinity while it remains negligible relative to the nuclear charge [15,
Theorem 1.1]; the neutral-radius result first takes upper and lower large-charge limits at fixed
expected exterior electron mass, and then lets that mass tend to infinity [16, Theorem 1.1].

The analytic ingredients have separate roles. The Lieb—Thirring kinetic inequality provides
a positive coarse density bound, for which we use Rumin’s spectral-splitting argument [11, 17].
The exact Thomas—Fermi coefficient comes instead from coherent-state filling and Neumann
eigenvalue counting, with explicit remainders. These constructions have classical antecedents in
the semiclassical analysis of Lieb and Simon and in the coherent-state comparison of Solovej [10,
Theorems II1.10-1I1.13] [21, Lemma 8.2]. Spatial square partitions are the usual IMS localization;



sector-valued localization for correlated states is systematically developed by Lewin [6, Proposi-
tion 3.1 and Example 3.3]. Our conditional core construction retains the removed positions and
spins, so that the remaining correlated state can be compared with local trial electrons through its
own screened field.

1.3 Obstacles and the common argument

Fixing the total electron number obstructs a local density comparison: a ball may contain too many
or too few electrons, and its conditional core need not minimize any fixed local-particle-number
problem. We therefore first work relative to the minimum E = inf,>¢ E,, over all sectors. A coarse
binding bound guarantees that it is attained at a largest strictly bound sector. A normalized state
with form energy at most E + § will be called a §-state. Keeping § visible makes local estimates
available again after an event is imposed, after particles are deleted, and after a shell weight
changes the probability law.

Three steps are common to the molecular and atomic conclusions. First, a spatial cut records
every removed electron and leaves an antisymmetric conditional core. In the hole, arbitrary
expected trial mass is allowed because each actual trial has an integer sector with energy at least
E. The coherent upper and Neumann lower comparisons have the same kinetic coefficient. Their
comparison produces a local Thomas—Fermi minimizer p and its screened field W, related by

23/2
R
It also controls the Coulomb discrepancy from the actual fine density and the energy of that
density in the negative part of W. A bootstrap for the positive field closes a bound on the second
moment of local electron counts.

Next, smoothing and noisy observations produce a conditional density p and a screened field.
In the atomic case the field is H = V — K * u. On nucleus-free patches we transfer the local
Thomas-Fermi law to these quantities, as one-sided comparisons between g and k(H,)3/? at
positive, bounded rescaled heights. The molecular comparison retains the nearby nuclear potential
explicitly: after splitting off its singular part, we compare the continuous conditional offset through
an averaged Thomas—Fermi response.

To prove these comparisons, observe all positions with independent errors of width ¢ and forget
the particle labels. An observation event of probability p has a symmetric square-root likelihood
multiplier. Applied to a sector eigenstate, its energy cost is bounded by C¢~21log®(e/p), without
a particle-number factor. A hypothetical failure can therefore be tested by the local quantum
estimates. The original observation posterior and the fresh patch posterior are different: two
separate conditional-expectation identities compare their fields after averaging in the event law.
The negative-field penalty controls the rare configurations needed to pass a lower field estimate to
expectation.

Finally, a positive comparison field is continued outward. A local maximum chooses between a
shifted nonlinear subsolution and a shifted observed field. The inverse comparisons let us replace
the model reaction by the actual conditional density on one more layer. Conditional averaging
then forgets one observation array, with convexity preserving the nonlinear inequality. The errors
are summed through their expected integrals. At the terminal scale, comparison with a compact
source potential and its spherical mean turns the positive field into a lower bound on the nuclear
charge minus the enclosed electron mass, up to the accumulated error.

The geometry determines how this mechanism closes. For a molecule, the local length measures
nearby nuclear charge. Empty nuclear annuli must be counted without a loss for their number of

p=k(W, 2k



scales. A decomposition by nested nuclear representatives gives a total cost proportional to M it
bounds the electrons outside the terminal region and closes the excess-charge estimate.

For an atom, local balls away from the nucleus use their distance from it; this distinct scale
reaches inside the bulk length. The continuation produces an interior electron deficit for sector
ground states with n < 37 and bounded energy offset from E. We first use it at offset zero.
Deleting exterior particles then proves Ez_1 < E + C, so both neutral and singly ionized ground
states become eligible for the fixed-offset estimates. The neutral deficit gives the lower radius
bound. A spatially averaged insertion into the singly ionized state gives a uniform positive gap
Ez 1 — Ez > c. Together with the offset bound this proves Corollary 1.3, after adjusting the
constants at finitely many smaller charges. The gap also yields the expected tail bound C'/R
through a shell-weighted change of law. Here the shell weight is measurable in the revealed data,
which is why this change of law preserves the surviving conditional field.

1.4 Organization and normalization

Section 2 provides the sector facts, and Sections 3-5 prove the shared localization, screening, and
conditioning estimates. The two local geometries are specified in Section 4. From these shared
tools, Sections 6—9 prove the molecular excess-charge bound. A reader interested in the neutral
atomic results may instead proceed directly to Sections 10-14; these proofs do not use the molecular
excess-charge theorem. The atomic comparison and intermediate subsolutions come first, followed
by deletion, insertion, and the tail argument in the order described above. Section 15 collects
the precise inputs for the companion asymptotic problems, including the classical Thomas—Fermi
comparisons proved in Section 7.

All density integrals include spin summation. For a real number or function v, write vy =
max(v,0) and v— = max(—v,0). The constants C,c¢ > 0 may change from line to line and are
universal unless a dependence is stated. With the kinetic normalization in (1.1),

a2 _ 93/2

3
crr = —(372)%/3, k = (5crr/3) 37
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The coarse kinetic lower bound does not assert that its unspecified constant equals crp.

cp = 4mk. (1.3)

2 A ground state at the minimum over all sectors

The local comparisons in the proof may replace electrons in a region by a different number
of electrons. We therefore first reduce to a ground state whose energy is minimal among all
particle-number sectors. A coarse number bound makes this reduction possible; no convexity of
the sector energies is needed.

2.1 The Coulomb form and strict binding

Use the Hilbert spaces and form domains defined in the Introduction, writing n for a variable
particle number. The quadratic form associated with (1.1) is

SIVlE -3 [Vawk+ Y [ K-l 21
i=1 i=1

1<i<j<n

DN | =

dn M =

We also evaluate this expression on the ambient spin-valued H' space when a localization preserves
antisymmetry only within groups of variables. Sector-energy bounds will be applied only to the



groups that remain antisymmetric. Hardy’s inequality in three dimensions, followed by Cauchy—
Schwarz, shows that each Coulomb term is infinitesimally form bounded relative to the kinetic
energy. For a pair term, apply the same argument to the relative coordinate x; — ;. Thus, for
each fixed system and sector, the sum of the absolute Coulomb forms is bounded by

I IVl + Gl (0> 0).

Consequently (2.1) is closed and bounded below on Q,,. Its associated self-adjoint operator is the
Hamiltonian H,, in the Introduction, and

E, = inf q,[] =info(H,).
o [¢] = inf o (H,)
l]|2=1

Smooth compactly supported antisymmetric functions form a form core: approximate in H' and
apply the finite antisymmetrization projection. Set Ho = Qp = C, q¢o = 0, and Ey = 0. The
constants in these elementary domain facts may depend on the fixed system and on n.

Lemma 2.1 (Monotonicity and strict-binding compactness). For every fized nuclear system,
Ent1 <E, forn>0, and By <0. If E, < E,_1, there is a normalized ¥ € Q,, with q,[V] = E,,.

Proof. Approximate an n-electron trial state by one with compact support. Wedge it with a
normalized spin orbital in a disjoint distant ball. Dilate the orbital to make its kinetic energy small
and separate the supports far enough to make the added repulsion small. Disjoint spatial supports
make the energy of the normalized wedge the sum of the group energies and their direct cross
repulsion. Dropping the added nuclear attraction proves F, 1 < E,. A normalized orbital dilated
about one nucleus has kinetic energy O(s~2) and attraction at most —cz,,s~!, proving E; < 0.

Suppose A = E,_1 — E, > 0, and take a normalized minimizing sequence ;. The form bound
above gives a uniform H' bound. Choose nonnegative Lipschitz functions gg, hg with

g5 +h% =1, gs=1onB(0,5), gs=0outside B(0,25), [Vgs|+|Vhs| <C/S.

They may be constructed as the cosine and sine of a cutoff angle. For each subset I of the particle
labels, multiply ¢; by [1;e; gs(2i) [1;¢1 hs(xi). The squared norms of these localized states sum
to one. The product partition identity for the kinetic energy adds at most Cn/S? to the sum of
their forms.

The all-gs component has energy at least F, times its squared norm. If k < n coordinates
carry gg, slice in the remaining coordinates. Antisymmetry in the k retained coordinates gives
their energy lower bound Ejy > F,,_1. Drop the other kinetic terms and all pair terms involving an
hs coordinate. For S > 2max,, |R,,|, their total nuclear attraction is bounded below by —2Zn/S
times the component’s squared norm. If p;(S) is the total squared mass of components other than
all-gg, it follows that

(A —22Zn/S)p;(S) < qultj] — En + Cn/S>.

The probability that any |z;| > 2S5 is at most p;(S), because the all-gg product vanishes there.
Taking first j — oo, then S — 0o, proves tightness.

Local Rellich compactness and tightness give, along a subsequence, strong L? convergence to
a normalized antisymmetric ¥, weak H' convergence, and almost-everywhere convergence. The
attraction converges: the infinitesimal form bound applied to ; — ¥, with its relative-bound
parameter subsequently tending to zero, gives

Z/V(xi)wj — 0> 0.

7



Cauchy—Schwarz with this weight handles the difference of the attractive expectations. The kinetic
energy is weakly lower semicontinuous, and the nonnegative repulsion is lower semicontinuous by
Fatou’s lemma. Hence ¥ minimizes. Variation in the form domain gives the weak eigen-equation
at F,. O

2.2 A coarse number bound

The following reciprocal-potential test is a weighted-electron argument of the type used in charge-
linear ionization bounds [8]. We include the calculation, including the regularization needed for
the form domain.

Lemma 2.2 (Reciprocal-potential bound). If E,, < E,_1 and every z, > 1, then n < 3Z.
Proof. Let ¥ be the minimizer from Lemma 2.1. For [, > 0 put

x):sz(|ac—Rm|2+l2)*1/2, U=V +e¢, w=U""

For these fixed parameters, w and its first derivatives are bounded. Test the weak eigen-equation
with (3, w(x;))¥ and take real parts. This summed multiplier is symmetric; after taking this
admissible test we may expand its individual summands in the ambient form.

In the ¢th summand, the Hamiltonian on the other n—1 coordinates, minus E,, has nonnegative
pairing after weighting by w(x;). This follows by slicing in x; and its spin and using E,,—; > E,.
The remaining kinetic pairing is also nonnegative. Indeed, with ¢ = w(z;)¥,

Re [ Viw Tl ®) = [U@)IVioP - 5 [(av@lof 20,
AV (z ——312sz |z — Rp)? 4+ 12)7%/2 <.

The integration by parts is justified by large-radius cutoffs and H' approximation; all displayed
coefficients and their needed derivatives are bounded for fixed [,e. We obtain

(z5) + w(xy)
Ey ) ———— <Ey 2.2
; i — | Z (22)

Let [ | 0 at fixed e. Dominated convergence applies, using V/e for attraction and 2K /e for
a pair. These functions have finite expectations on the form domain. Hence (2.2) holds with
= (V +¢)71, and its right side is at most n.
For a configuration outside the null set of nuclear collisions, set

w(i)zm (xz)
- Ljom E = —7 <1
Qim = |xZ _ Rm|7 dim ) e =

The triangle inequality gives

In fact, multiplying the right side by |z; — «;| bounds it above by w(x;)w(x;)(V (z;) + V(x;)) <
w(x;) + w(x;). Weighted Cauchy-Schwarz and 2, > 1 now imply

Z Z sz%m % Z (Zz Qim)2 - Zz qi2m

i<j m m Zm
S (Zis)? n
- 27 2



Here 3,62, /2m < S @2, < 5?2 < 1. Ase | 0, each s; tends to one almost surely, and the
squared sum is bounded by n?. Taking expectations in the last inequality and using (2.2) gives

n>n%/(2Z) —n/2, as asserted. O

Lemma 2.3 (Reduction to a global sector minimum). For every fized nuclear system there is a
largest integer N such that En < En_1. It satisfies N < 3Z, has a normalized minimizer ¥, and

E:=FEyN= 71;;% E,. (2.3)

Any bound on this N bounds every strictly bound sector of the same system.

Proof. The set of strict sectors is nonempty since F; < 0, and finite by Lemma 2.2. After its
largest member there are no strict drops. Monotonicity therefore gives F,, = Eyx for n > N,
whereas F,, > Ey for n < N. Existence of ¥ follows from Lemma 2.1. Every other strict sector
has particle number at most N. O

For each fixed nuclear system put E = inf, >0 E,. A §-state is any normalized ¢ € Q,, in a
finite sector n with ¢,[¢)] < E + 4§, where 6 > 0. Expectation in the squared law of a state includes
the spin sum; when only positions are observed, particle labels are retained unless an unordered
observation is explicitly specified.

Lemma 2.4 (Energy cost of a multiplier). Let ¥ € Q,, be a normalized eigenstate with eigenvalue
ey. If F' is a bounded real Lipschitz function of the spatial configuration, invariant under particle
permutations, then

1
@u[FY] — eq||[FU|5 = iqu’VFIZ- (2.4)
Here ¥V denotes the full spatial gradient in R3™.

Proof. Both F¥ and F?V belong to Q,,. Test the weak eigen-equation with F2¥ and expand the
gradients. Subtraction from g, [F'¥] cancels all multiplication potentials and mixed-gradient terms,
leaving (2.4). O

2.3 Atomic sectors and neutral ground states

In the atomic specialization M = 1, Ry =0, and z; = Z, we write E,, = E(n, Z). The compactness
proof of Lemma 2.1 applies to every normalized minimizing sequence, so the set of normalized
ground states of a strictly bound sector is compact in L2.

This is Zhislin’s atomic binding condition n < Z 4 1 [24, 25|, specialized to integer Z. We give
the proof needed here.

Lemma 2.5 (Atomic binding). For integer Z > 1, E,, < E,_1 for 1 <n < Z. Fach of these
sectors has a ground state, and every normalized minimizing sequence has an L? convergent
subsequence with normalized ground-state limit. The multiplier identity of Lemma 2.4 holds for
every such ground state with ey = Ey,.

Proof. Strict binding follows inductively beginning with the vacuum. Suppose @ is a ground state
in sector n — 1. With the radial core cutoff gg used in the compactness proof, put Fs = [T, gs(x;).
Its norm tends to one, and the multiplier identity gives normalized energy E,,_1+Oz(S~?). Wedge



this state with a normalized radial spatial orbital of fixed spin, supported in 35 < |z| < 45, with
kinetic energy O(S~2). The supports are separated. Newton’s spherical mean identity is

1 1 1
— - dw = ————. 2.
47 /Sz [sw — & dw max(s, |z|) (2:5)

It follows directly by integrating (s + |z|? — 2s|z[t)~1/2/2 over —1 < t < 1. Every core radius is at
most 25, so the added electron’s attraction plus direct repulsion is at most —(Z —n+1)/(4S). For
n < Z this strictly dominates the kinetic and cutoff errors when S is large. Lemma 2.1 supplies
the next ground state. Its tightness argument gives the asserted compactness for every minimizing
sequence, completing the induction. ]

Lemma 2.6 (A minimum over all sectors). Every strict sector, namely every n with E, < E,_1,
satisfies n < 2Z + 1. There is consequently a largest strict index N, and

Z<N.<2Z+1<3Z,  E:=iufE, =En. (2.6)
nz

The infimum E is attained by a normalized ground state in sector N,.

Proof. Let ® be a ground state in a strict sector, supplied by Lemma 2.1. For [, > 0 set
U) = (a2 +12) V2 +e,  wla)=Ulx)™"

For fixed parameters w and its first derivatives are bounded. Test the weak eigen-equation by
(3>, w(x;))® and take real parts. This is a symmetric admissible multiplier. In its ith summand,
the form on the other n — 1 coordinates is at least E,,_1Egw(z;), by slicing in z; and its spin.
The selected-coordinate kinetic pairing is nonnegative. Indeed, writing ¢ = w(x;)® and hence
® = U(x;)¢, integration by parts gives

Re [ Vi Tilu@)®) = [UG)|Viol? - 5 [ AUl 20,
AU(x) = =312(|z|*> + 12)~%/2 < 0.

The identity follows first for smooth compactly supported functions; the bounded coefficients
for fixed [, ¢, approximation in H', and large-radius cutoffs give it in the present domain. Since
FE,_1 — E, >0, discarding that additional nonnegative term leaves
w(z;) +w(x; Z
i

= lwi— |

Let [ | 0 at fixed e. Domination by 2K (x; — x;)/e for pairs and V(z;)/e for attraction, which
are integrable on the form domain, justifies the limit. Then w(z) = |z|/(1 + €|z|). As e | 0,
both sides increase and the right side tends to nZ. The left side tends to the expectation of
>icj(mi| +|z;])/|z; — 2|, which is at least n(n —1)/2 by the triangle inequality. Thus n <27 +1.

The strict indices form a nonempty finite set by Lemma 2.5. After its largest element N, there
can be no further strict drop; monotonicity implies F,, = Ey, for every n > N,. For n < N,
monotonicity gives E, > Ey,. This proves (2.6), without any assumption on possible plateaus
before N,. Attainment follows once more from Lemma 2.1. O

10



3 Common localization and quantum comparisons

We next isolate the local variational tools. A spatial cut records the electrons removed from a
region and leaves an antisymmetric conditional state for the others. Its conditional electrostatic
field enters an exact energy identity. The state may belong to any finite particle-number sector.
Because E is the minimum over all sectors, we may insert a variable number of trial electrons into
the resulting hole. Upper and lower semiclassical comparisons will have the same kinetic coefficient

3
CTF = E(37T2)2/3'

An additional kinetic bound, whose coefficient need not be sharp, controls localization errors.

3.1 Coulomb energy and a kinetic bound

Write H'(R?) for the completion of C2°(R3) in the gradient norm, represented in LO(R3) by
Sobolev’s inequality. For a compactly supported real f € L53(R3), put

1
D(f) = [ 1< D)
This definition allows signed f.

Lemma 3.1 (Coulomb duality and radial smearing). For compactly supported real f € L3(R3),
its Coulomb potential is continuous and belongs to H', and

D) = IV < NIB. | [ o] < D@Vl e ). (1)

The potential and energy assertions also hold for a nonnegative f € L3 whose distribution belongs
to (Hl)*, with K = f defined by its nonnegative convolution. Its dual pairing with any v € H' is
the absolutely convergent integral [ fuv.

If n is a radial nonnegative probability density supported in B(0,b), then K xn < K, with
equalit@; outside that ball. In particular, D(n+*p) < D(p) for every nonnegative compactly supported
p € L53.

Proof. For compactly supported f € L% we also have f € L%°. Riesz representation on H' gives
a unique solution v of —Awu = 47 f. The convolution K * f is continuous: near the singularity use
K e Lfo/f and continuity of translations in that space; away from it use dominated convergence.
It is bounded locally and decays like O(]x|~!) at infinity, hence belongs to L°. It has the same
distributional Laplacian as u. A harmonic L® function is zero, by mollification and the mean-value
property on arbitrarily large balls. Thus v = K * f. Testing its weak equation with u gives the
first identity in (3.1); testing with v and using Cauchy—Schwarz gives the second.

For the noncompact nonnegative case, positivity first gives

[ 11l < Wl 190l (o € €.

To obtain this estimate, approximate the absolute value by smooth convex truncations with
derivative bounded by one. Completion and an almost-everywhere convergent subsequence extend
the estimate to H' and identify its dual pairing with actual integration. Let u be the Riesz
solution, and let u; = K * (1o ;) f). Testing the difference equation with (u; —u)4 gives u; < u.
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These positive-part tests belong to H': an L function with gradient in L? is in the completion
by large-radius cutoff and mollification. For the cutoff error, Holder’s inequality bounds the
gradient of the cutoff times the function by its L% norm on the escaping annulus. Now u; T K * f
and u; < u € L%, so dominated convergence in L°, the distributional equation, and harmonic
uniqueness give K *x f = u. Its energy identity follows by testing with u. The convolution is
continuous also in this case. Choose a point xg where its value is finite. On any fixed bounded
set of evaluation points, the sufficiently distant kernel tails are dominated by a constant times
K (xo—-)f, which is integrable. Dominated convergence handles that tail, and the local L3/3-15/2
argument handles the remaining compact part.

The spherical average of K at distance d from a sphere of radius s is 1/ max(d, s), by direct
angular integration. Decomposing a radial probability into spherical averages proves the smearing
assertion. The difference of two independent radial displacements is again radial; applying the
same assertion to its distribution and integrating against p(z)p(y) proves the energy inequality. [

For a positive trace-class operator v on L?(R3;C?), write p~ for its spatial density, with
spins summed. Its kinetic energy is Tr(—A/2)~, defined by the nonnegative form. We use the
Lieb—Thirring kinetic inequality [11] in the following non-sharp form. The short proof by spectral
projections also follows the distribution-energy approach of Rumin [17].

Lemma 3.2 (Occupation and kinetic energy). If 0 <y < 1 has finite trace, then

TH(-8/2)y > ¢ [ 2 (3.2)

for a universal ¢ > 0. The one-body density matrix of an antisymmetric k-particle vector f is
bounded above by || f||3 times the identity. The same bound holds after integration in auziliary
variables, and such matrices may be summed whenever the corresponding squared norms sum to
one.

Proof. For a unit spin orbital v, the number operator 3%, [v)(v|; is a projection on the antisym-
metric space: in a Slater basis containing v, its eigenvalue is zero or one. Its expectation is at
most || f||3. This proves the occupation assertion and its versions with auxiliary integration and
mixtures.

For the kinetic bound, take an eigen-expansion v = Y, Aa|tqa){uq|, and let Py be Fourier
projection onto |p|?/2 < s. The density of its low-frequency parts is at most C's3/2: Bessel’s
inequality bounds each spin evaluation against the corresponding Fourier vector, and there are
two spins. The triangle inequality in the weighted orbital-index and spin norm gives, almost
everywhere,

> Xal((1 = Pua)(@,0)2 > (/s () — Cs¥4)7.

Integrating the left side in x and then in s > 0 gives the kinetic trace by Plancherel and the
layer-cake formula. The integral of the right side in s is a positive constant times pv(ac)E’/ 3,
Truncation proves the assertion also when the kinetic trace is infinite. O

Lemma 3.3 (Global atomic density at an energy offset). For one nucleus of charge Z > 1, every
d-state in a sector n < 3Z satisfies

/ AR VAL ) (3.3)
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Proof. Drop the nonnegative pair repulsion, use E < 0, and split attraction at R = Z~/3. Outside
that ball it is at most Zn/R < 3Z /3. Inside, Young’s inequality gives

A
/| /p5/3+c/ (Z/]a)7/2 < g/pj/3+cz7/3,

/<R |90!p¢ ~2

where c is the constant in Lemma 3.2. Combine this with that kinetic lower bound and the energy
bound g, [¢)] < E 46 < 4. O

3.2 Cuts, conditional states, and the exact energy identity

The underlying tools are the IMS formula [21, Lemma 2.4] and localization into correlated particle-
number sectors [6, Proposition 3.1 and Example 3.3]. Here we retain the removed coordinates as
data, so that their conditional core field remains available in the exact energy identity.

Consider a finite sequence of deterministic nonnegative Lipschitz functions (s, c;) on R3, with
S%L + C%, = 1. At stage h the factor s, removes particles from what remains of the core. Define the
first-out factors and the final core factor by

1/2
prn=-sn]]a, c=1]en 0= (ZP%) : (3.4)
I<h h T

Thus 0? + ¢? = 1. For a normalized ¥ € Q,, and I C {1,...,n}, put

vr = [Jozi) [T e(wi)v

iel igT

Under the squared laws of these functions, whose total mass is one, record I and the positions and
spins of its out particles. Decorate each such particle with stage h with probabilities p,% /0% at its
position. Denote the resulting data by X.

Given X, normalize the slice in the remaining core variables. It is an antisymmetric form-domain
state almost surely. Write ex for its energy, pS for its one-body density, and

Oy =V — K xp%.
For the vacuum slice set ex = 0 and p§ = 0.

Lemma 3.4 (Conditional localization identity). With the preceding definitions, set

ZZHV brll3.

I el

There is a nonnegative localization error satisfying

1
IMS < 5Ev SN (1Vsh? + [Ven?) (@) (3.5)
i h
such that
] +IMS =Eex + T, —E > ®x(z:)+E Y K(z;— ;). (3.6)
i out 1<j out

The out kinetic energy satisfies

T,> ¢ [ (o)
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where py is the raw one-body density. Conditional quantities have versions jointly measurable in
the data and the field evaluation point. Appending deterministic cuts admits a coupling in which
these decorated data are nested, and hence conditional expectations of raw quantities satisfy the
tower property.

Proof. Successive squared-gradient splitting gives

SV + Ve =3 (TT ) (IVsnl + [Vel?):

h h I<h

The norm-map inequality bounds |Vo|? by 3, |Vps|?. Expanding the product partition in the
kinetic form, the mixed derivatives cancel because oVo + ¢Ve = 0. This proves the stated IMS
bound. Multiplication potentials split exactly by the squared partition.

Fix the recorded subset I, and write u for its out positions and spins and & for the remaining
positions and spins. Put

rr(u) = / Wr(u, )P A, xx(§) = Yr8)  hen k(u) > 0,

kr(u)

where the integral includes the core spin sum. Thus yx is the normalized core vector, with its
phase retained. The stage decoration depends only on u and does not change this normalized
slice. Fubini gives its H' regularity almost surely; permutations of core variables preserve the
multiplying factors and therefore its antisymmetry. The conditional core—out repulsion is exactly

Z /K(.’L‘Z — 2)p% (z) dz.

i out

Grouping the core form, out kinetic form, and the remaining multiplication potentials proves
(3.6). All absolute Coulomb terms and kinetic terms are integrable in this calculation by the form
bounds and the finite partition. The slice ratios and their integrals give the stated measurable
versions; assign arbitrary values on null slices.

For each I, apply the occupation assertion of Lemma 3.2 to the out group, integrating the
other variables. Its one-body matrix 7¢ obeys ¢ < [|[¢r]|3. Thus v, = 3°;7¢ < 1, even though the
out particle number varies with I. Its kinetic trace is 7}, and its density is 02,01/,, by summing the
squared partition with one label required to be out. Equation (3.2) proves the kinetic assertion.

Finally, the entire construction has a single sampling description. Conditional on the raw
configuration, independently label each coordinate by its first-out stage or by final core, with
probabilities p,% and ¢®. An appended cut only splits the previous core probability. Forgetting its
new-stage labels and their variables recovers the old observation. This is the required nesting and
proves the tower assertion. O

3.3 Insertion of trial electrons

We use the coherent-packet construction [21, Lemma 8.2]. The next lemma turns a nonnegative
density into a genuine fermionic trial state. Its particle number is random, with integer values; the
global sector minimum in (2.3) is what makes this permissible.

Fix once and for all a real smooth radial g supported in the unit ball, with [ ¢? = 1, and set

gpl@) = 0*2g(x/b).
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Lemma 3.5 (Trial particles in a hole). Fiz a conditional core slice with finite energy ex and
field ®x as above. Let p > 0 belong to L5/3 and have compact support. Suppose its packet region
supp p + B(0,b) has positive distance from the spatial support allowed to the core particles. Then

E < eX—i-cTF/pE’/B—i—Cb*Q/p—/@X(gg*p)—i—D(p). (3.7)

The constant depends only on the fized function g. The vacuum trial also gives E < ex.

Proof. For each center y, momentum p, and spin o, use the orbital
Vy o (2,7) = gola = y)eP Ly

Integrate its projector over both spins and |p| < (372p(y))*/? with measure dy dp/(27)3, obtaining
an operator . The unrestricted packet resolution is the identity: apply Plancherel in p and then
integrate gg in y. Restriction therefore gives 0 <~ < 1. Momentum-ball integration gives

Tr’yz/p, Py = Gi *
1 _
Te(-8/2)y = cre [ P+ SIValBr [ (3.8)

The reality of g eliminates the kinetic cross term. These traces are finite. Every positive-eigenvalue
orbital of v belongs to H' and is supported in the packet region.

Take a finite eigen-truncation of v. Occupy each retained orbital independently with Bernoulli
probability equal to its eigenvalue. Each realization is a normalized Slater determinant, including
the possible vacuum. The average one-body energy is the trace energy. Its average repulsion is the
direct energy of the truncated density minus

1
53 [ K@= phtw.osy. )P dray,

where here v denotes the finite truncation. In particular the average repulsion is at most the
direct energy. Equal-orbital direct and exchange contributions cancel, as required by the Bernoulli
occupation rule.

Wedge each realization with the normalized core slice. Because their spatial supports are
separated, the terms assigning the two groups to different sets of particle labels have disjoint
supports. Normalized antisymmetrization consequently preserves the sum of the group energies and
adds exactly their direct cross repulsion. Each resulting vector belongs to its own antisymmetric
particle-number sector and has energy at least F. Averaging gives the desired inequality with the
finite-truncation density and kinetic energy.

For completeness, passage to the full operator needs no selection of infinite Slater states. The
truncated densities increase almost everywhere to gg * p, and their kinetic energies increase to
(3.8). The full density is bounded and compactly supported, so nuclear integrals converge. The
core potential is bounded on the packet region by support separation, so its integrals converge as
well. Direct energies converge monotonically. Lemma 3.1 gives D(g} * p) < D(p), proving (3.7).
The same argument with no inserted orbitals proves F < ex. O

The inequality is pointwise for every admissible core slice outside a null set. Later we choose p
as a measurable function of its conditional field. Only the displayed functional is then averaged;
no measurable choice of Slater determinants is necessary.
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3.4 A lower comparison with the same kinetic coefficient

An arbitrary out configuration also determines a bounded density, obtained by spreading each
retained particle over a small radial kernel. To retain the coefficient cpp in the lower bound,
use Neumann eigenvalues in cubes and then average the grid. This is the Neumann-bracketing
approach to the semiclassical kinetic coefficient [10, Theorems I11.10-I11.13]; the retained subset
and its radial fine density are specified below.

For b > 0, define the radial probability kernel

3
= —6 — x)q .
() = /so(3)b jIZ[I (b—1(Qx);), dQ. (3.9)

where Haar measure has mass one. It is bounded by Cb~3 and supported in B(0, v/3b).

Lemma 3.6 (Fine density and lower energy bounds). In the setting of Lemma 3.4, let n, be the
out particle count. Choose, measurably, any subset of the out particles and set

o(x) = Z Ip(x — x4).

i retained
Then
T,>E |:CTF / 0?3 — b (43 +ny) |, (3.10)
Z K(z; —x;) > D(0) — Cny/b almost surely. (3.11)

1<j out

Proof. On a cube of side b, the spin-two Neumann eigenvalues are m2|m|?/(2b%), for m € N3, each
with two spin states. The number of lattice points of radius at most s, with this multiplicity, is
bounded by

§(S +3)3:

attach a disjoint unit cube to each octant lattice point and enclose their union in the octant ball of
radius s + v/3. Thus the jth ordered radius is at least ((3j/7)"/3 —/3),. Summing their squared
radii and using 37, -, 323 > (3/5)n%/3 gives the lower bound

b2 (crpn®® — C(n*3 4 n)) (3.12)

for the sum of the first n eigenvalues. The leading coefficient is exactly cr.

Partition the out coordinates into assignments to the cubes of a grid. Restriction to a cube
is admissible for its Neumann form; no zero extension across its boundary is involved. Within
each cube the corresponding variables remain antisymmetric. The occupation bound, now in the
Neumann basis, gives (3.12) after slicing all auxiliary variables. If nc denotes the out count in a

cube, the leading term is
5/3
n
cTF/ (Z bglc(w)> dz.

C

The error is at most Cb‘g(n§/3 + n,), since Y~ né/3 < ng/?’.

Average the grid over a uniform translation in a fundamental cube and over rotations. At a fixed
out configuration, its averaged cell density is >, .+ Us(x — ;). Before rotation, the probability
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that two points are in the same translated cube gives precisely the triangular product in (3.9).
Jensen’s inequality bounds the power integral from below by the power of this averaged density.
Dropping any chosen particles can only decrease that density and its nonnegative power. This
proves (3.10).

For the pair bound, first discard all pairs not both retained. Smearing each retained point by ¥,
decreases every distinct pair interaction by Lemma 3.1, because the difference of two independent
radial displacements is radial. Each self energy is bounded by C'/b, using the kernel’s support and
L*> bound. Subtracting these self energies from D(o) proves (3.11). O

We now have both sides of the local comparison. The upper trial uses an arbitrary nonnegative
density in a hole; the lower bound uses the fine density of the electrons actually removed. Their
matching crp [ p°/3 terms will identify the same convex Thomas-Fermi functional, while Lemma 3.1
measures the difference of the two densities.

4 Local screening and electron counts

We now compare the quantum state in a ball with an unconstrained Thomas—Fermi minimizer in
the same ball. The comparison has two outputs: a uniform second-moment bound for the number
of nearby electrons, and a quantitative Coulomb-distance estimate for a finer local density. Both
estimates hold for every d-state. This stability under a small increase of energy will be essential
when we later condition on observations. Throughout this section, v is a normalized d-state in
any finite sector n: ¢,[)] < E + 0, where E = infy Ej. No eigenstate assumption or bound on n is
used here. Expectations refer to its position and spin law, together with any localization labels
that are specified.

4.1 Two local geometries

Fix A = 40. We use either of the following scale geometries; the choice is kept fixed throughout
each application of this section. All balls in these definitions are open.

nuclear scale: L=105 Y =R3,
a, = sup{s > 0: v(B(y, Ls)) < s 3};
v { ( ) } (@.1)

atomic distance scale: L=10° wv=Zé,

Y=R\{0}, ay=lyl/L.

Put B, = B(y,ay) and dy, = min,, |y — Ry, |; in the atomic geometry d,, = |y|. The nuclear scale is
used for molecular estimates, including balls containing nuclei. The atomic distance scale gives
nucleus-free patches at every positive distance from the origin, also below Z~1/3. These scales are
distinct: for a single nucleus the first is max(Z~1/3, |y|/10%).

Lemma 4.1 (Properties of the nuclear scale). In the nuclear-scale geometry, a : R® — (0, 00) is
L='-Lipschitz and satisfies

Z7Y3 <ay < oo, v(B(y,Lay)) <a,®, v(Bly,2Lay)) > (2a,)°%, d, < Lay. (4.2)

Ifdy/L > 1, then ay, = dy/L. For every fired c < L/2, B(y, cay) is covered by a bounded number
of balls B, with a, < a,. The covering bound depends only on c and L.
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Proof. The set of admissible s in (4.1) is downward closed. It contains Z~'/3 and is bounded above,

since every sufficiently large ball contains all nuclei. Increasing open balls show that the condition
also holds at the supremum. The radius 2a, is not admissible, proving the third inequality in
(4.2).

If s =a; — |z —y|/L > 0, then B(y, Ls) C B(z, La,), and hence v(B(y, Ls)) < a;® < s73.
Thus a, > s. Interchanging x and y proves the Lipschitz bound. If d, > La,, a slightly larger ball
in the defining family would still contain no nucleus, a contradiction. If d,,/L > 1, every radius
below d,, /L is admissible, whereas every strictly larger radius contains a charge at least one and
has s~3 < 1. This proves the asserted equality. Finally, the Lipschitz bound makes all scales in
B(y, ca,) comparable to a,; a mesh of spacing a sufficiently small multiple of a, gives the stated
cover. O

In the atomic geometry the scale is also L~!-Lipschitz, and B(y, La,) contains no nucleus.
Thus in both geometries
v(B(y, Lay)) < agjg‘

For every fixed ¢ < L/2, the ball B(y, ca,) stays in the target domain ) and has a bounded cover
by cells B, of scales comparable to a,. In the atomic case this follows from |y| = La, and the
same mesh argument. The proofs below use these common local properties. The lower scale bound
ay > 2 —1/3 is not assumed in the atomic case.

For the present d-state define

2
m
ny = #{i:x; € By}, moy = max(a;s, 1), my =moy + 1/0ay, e, = ay7
Yy
En2 (4.3)
P = max (1, sup 2y> .
yey my

Initially P is merely finite, since n, < n and m, > 1. We shall prove that it is bounded by a
universal constant. Notice that

my > 1, aymy > 1, aym?/3 >1, ey < max(a;7,a;1,5). (4.4)

These facts hold also when a, > 1. Define the raw far field

B dv(v) 1
J, = /| 3 . (4.5)

v=ylzAay ly —vl Oy @il

The exclusion removes its singularities and, for each fixed system, |Jy| < (Z +n)/(Aay). In the
atomic geometry the nuclear term is exactly V(y) = Z/|y|, since A < L.

4.2 A positive-field estimate

A deterministic cut and its recorded out data X have the meaning of Lemma 3.4. The next
estimate permits a finite initial sequence of cuts; the proof appends further deterministic cuts only
to rule out a large positive field.

Lemma 4.2 (Conditional positive fields). Fiz Cy > 1. Suppose the initial sequence is absent, or
its total out support is covered by at most Cy balls B, and the sum of its cuts’ squared gradients is

bounded by

My

D2
S D2a;’1p,, < COyVP.
z
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If X denotes its data (trivial for an absent sequence), and e, is the maximum of e, and the energies
e, of these covering cells, then

Iy | X))+, < C(Co)y | . (4.6)

ay

Proof. We first give the upper trial at a target y. Append a cut that is full out on B(y, Aay),
supported in B(y, 2Aa,), and has gradients bounded by C/a,. Write X’ for the enlarged data,
a = ay, and h = E[J, | X']. The sliced core vanishes on B(y, Aa). Take uniform packet centers
of total mass My, > 0 in B(y, a), with packet width a. The packet support lies in B(y, 2a) and
is separated from the core. The radial mean of the core field and of each far nuclear field is its
value at y. Near nuclei contribute positively, and J, subtracts far out electrons as well as the core.
Therefore Lemma 3.5 gives

(4.7)

5/3 2
M, My M,
EgeX/Mtrh+C< o Ty “).

a? a? a
Here M, is the expected occupation of the packet trial; it need not be an integer. This use of an
arbitrary trial mass is justified by E = infy F.
For ah > Cymyg,, choose My, = Aah. The three positive terms in (4.7), divided by M;.h, are at
most
CN2/3 C

A
a(ah)/3’ a(ah)’ ¢

The inequalities aml/ 3 > 1 and amg, > 1 allow us to choose A > 0 small and then C large so
0,y Y

that their sum is less than a fixed number below one. In the other case use the vacuum trial. For

all data this proves
2

m
E <ex —cah? + c—2Y, (4.8)
a

The insertion estimate makes a large positive field expensive. We bound the energy of the
removed electrons in terms of positive fields at nearby centers. If the present field exceeded a
universal multiple of its proposed bound, this comparison would force a larger normalized field after
one further deterministic cut. Repetition gives doubly exponential growth, whereas the elementary
nuclear bound and the Lipschitz scale permit only exponential growth. We now quantify this
argument, retaining the original e, throughout.

Start with target v9p = y and the given data Xy = X. At stage j, append the cut just
constructed at the current deterministic target v;; denote the enlarged data by X, 1. The upper
estimate (4.8) applies with y = v; and X’ = X, ;. Cover the supports of all cuts, including this
new cut, by at most C(j + 1) local cells, and let U; be the union of their doubled balls 2B,. These
are the possible next targets: we estimate the removed energy using their fields under the enlarged
data, writing X’ = X1 in this calculation. Each newly added scale is comparable to a preceding
covering scale by the common local scale properties above; the original target and initial covering
scales need not be comparable to one another. Let ayi, > 0 be the minimum scale of the original
target and initial covering cells. The Lipschitz property and the bounded local meshes give, for
every later target or covering cell at iteration j,

ay > C’_(j—i_l)amina ey < Cj+1€*- (49)
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Indeed each new scale is comparable to a preceding scale; the quantities m(a) = max(a=3,1) ++/éa
and e(a) = m(a)?/a change by a bounded factor when a does, uniformly in §. The total out count

obeys
Inollz < > nzlla < VP m.. (4.10)
z

covering cells z

The localization error is at most C71t1 Pe,: for an initial cell this follows from

D%a;%En, < f

e, < C0P€z7

Z
and for a later cell it follows from a,m, > 1 and En, < v/Pm.,.
For a covering cell B, let V, be the potential of nuclei in B(z,4a,). Let h,(v) be the conditional
raw signed field, given the present X', of all sources at distance at least 4a, from z. It has a jointly
measurable harmonic version on 3B,: all sources are separated from compact subballs, so their

kernel derivatives are bounded for the fixed system and may be integrated against the conditional
law. On B, the field of the conditional core satisfies

® s <V, + h, + the far out-electron potential. (4.11)

For v € 2B,, the exclusion in J, contains B(z,4a,), since A = 40 and nearby scales are comparable.
Extra electrons in h, can only lower the field. Extra nuclei have total charge at most a; % and
distance at least 2a, from v. Hence

h.(v) <E[J, | X'] + Ca*. (4.12)

Set
Gv, X') = %:\;(MJU | X)) ],

Positive parts of harmonic functions are subharmonic. Their ball submean inequality, a fixed
covering of B, and Minkowski’s inequality give

sup(ha)+| < Caz® [ (ha(0)- ] dv (1.13)
B, 9 2B,
< oIt /a <1—|—squ(v X ))
—4

where the supremum is over v € ;. The term a;* was absorbed using a;7 < e, < C7*le,

The out addback in (4.11) is at most
2 waxar )

Indeed the far exclusion gives distance at least 3a.; if a; > a,, Lipschitzness of the scale forces
every point of B; to be a distance at least a fixed multiple of a; from B,. Using ||n]|2 < v/ Pejqy
and /a;/ max(a;, a.) < az'/* bounds this addback in L2 by Ci+1\/Pe,/a,.

For completeness, the nuclear singularities have the required energy scale. If @, =
v(B(z,4a,)) < a;3, weighted convexity gives

max(ag, az)

/ VAP < QY / [v = Ry % dv < CQY2aY/? < Ca”. (4.14)
B. po B.
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In the sum over cells, the power of the number of cells arising from convexity is bounded by CJ+1,
Lemma 3.2 and Young’s inequality therefore absorb this attraction at cost C/*le,. Multiplying
the other bounds by ||n.|2 < v/Pe,a, and summing cells, the conditional localization identity,
with out-pair repulsion dropped, yields

@[] + IMS > Eexr — CiTle, (P + VPsup G(U,X')) . (4.15)

This calculation used the actual list of cuts; it did not assume the conclusion of the lemma for
that list.

Combine (4.8) and (4.15), use 0 < e,, and apply conditional Jensen from the enlarged data
back to the preceding data. With G(v;, X;) defined by the same normalization,

G(vj, X;)* < C7H1 <P + VP sup G(v, Xj+1)> . (4.16)

UEU]'
Write g; = G(vj, X;)/v/P. Whenever g]2 > 207+ the last inequality permits a deterministic next
target vj41 € U; with

2
9 .
git1 > Wjﬂ, log gj+1 > 2logg; — (j +1)log C — log 4.

The series .
S=3"27"1(j +1)log C + log 4)
Jj=0

converges. Choose My > 0 so that exp(2/t1My) > 2C7*1 for every j. If log go > S+ My, induction
gives log g; > 2J My; thus the condition for selecting each next target always holds. All supremums
here are of numerical norms for deterministic cuts; choosing a target close to one of them never
chooses a target from sampled data. On the other hand, J, < Z/(Aa,) pointwise, and (4.9) gives
& Z g L

ex Aay, — Ay/exlmin

For the fixed system and initial cuts the last factor is finite. Its logarithm grows at most linearly in
j, contradicting the positive multiple of 2/ forced above. This argument works in both geometries
and requires no global lower bound on the scale. It proves (4.6). O

Gv,X') <

4.3 Comparison in a ball

We now use the positive-field estimate to control the full local quantum energy. Besides bounding
counts, the comparison retains its Coulomb error and the cost of placing electrons where the
comparison field is negative. We use the constants

—3/2
p= ;, k= <20TF) , cp = 4nk.

Lemma 4.3 (Conditional comparison in an interior ball). Fiz y € ), write a = a,, m = my,
e = ey, and choose 0 < 3 < 1/100 such that

a;j <VP. (4.17)
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Set b = fa. There is a deterministic ty € [5a,6a] and a cut full out on B(y,to), supported in
B(y,to+b), with gradients at most C/b. Let X be its out data, p% the conditional core density,
Oy =V — K xpS, and Q = B(y,to — 4b). There is a unique minimizer p = px > 0, extended by
zero outside €2, of

T(p) = e [ 772 = [ ®xp+ Do) (4.18)
It is measurable in X and, with W = ®&x — K * p, satisfies

p=kW? inQ. (4.19)

Retain the out particles with |z; —y| < to — Tb and put 0 = >, Lctained V(- — i), using the radial
fine kernel from Lemma 3.6. Write

5
L= CTF/ (05/3 —p°3 = gpz/?’(o = p)) . (4.20)
For every sufficiently small € > 0,
E {D(a 4L /Wa} (4.21)

<C [5 + (e4+ VB)Pe+ 3282477 4 b~/ Pm + b2 (]32/37714/3 + \/Igm)} .

Moreover, Efcr5/3 is bounded by CPe plus a constant times this right-hand side, and the out
kinetic energy obeys
T, < C (Pe+b72VPm). (4.22)

Finally, independently of the data,

W < Viee + Ca™*  on B(y, 3a), / p < Ca™3, (4.23)
B(y,2a)

where Vioe 1s the potential of nuclei in B(y,20a). If this local nuclear measure is zero, as it always
is in the atomic distance geometry, the same construction has the sharper bound

E|D(oc—p)+ L+ /WU] <C [5 +V/BPe+b"VPm + b2 (P2/3m4/3 + \/ﬁmﬂ , (4.24)

and its interior bounds include

W < Ca™?, p<Ca® on B(y,3a), / p < Ca™3. (4.25)
B(y,2a)

The Coulomb error D(o — p) controls smooth tests of ¢ — p in mean, leaving exceptional cut
data possible. The penalty [ W_o integrates the negative field against the fine density of retained
electrons. Together with the later oscillation estimates and a lower bound on this density’s local
mass, it provides the additional control needed to pass a lower field estimate to expectation.

Proof. We divide the proof into the choice of cut, the two energy comparisons, and the deterministic
interior bound.
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Figure 1: Radial supports in the interior comparison (schematic, not to scale). Fine smears of
retained particles lie inside the TF domain, and the upper packets remain at distance at least 3b
from the conditional core. This particle-support geometry is common to both applications. The
atomic distance scale makes B(y, 20a) free of nuclei; the molecular scale may leave nuclei there,
and their packet loss is retained in (4.21).

Choice of cut and the conditional field. For a candidate ¢ € [5a, 6a], let the cut transition in
a shell of width b, using sine and cosine of an angle. Let nge count the out particles not retained.
Such a particle lies in t — 7b < |z — y| < t + b. For each raw pair of particles the set of ¢ for which
both lie in this shell has length at most 8b. Averaging over ¢ therefore bounds its expected squared
count by C3Pm?, since B(y,7a) has a bounded comparable-scale cover. The same averaging,
applied to the nuclear integral, uses (4.14) to give a bound CBa~". Averaging the sum of the two
normalized nonnegative quantities selects one ¢y for which both bounds hold:

Enjq < CBPm?,  En) <CPm®,  IMS<Cb>VPm,
4.2
/ Vol < Cpa. (4.26)
{to—7b<|z—y|<to+b}
The full out-count and IMS bounds in the same display follow from the comparable-scale cover
and Enz < \/ijz

On the cut support and on €2 we have

Sy <Vie+ F, F>0, |F|l.<C (4.27)

vV Pm

Pt
To see this, the raw sources outside B(y,20a) give a harmonic conditional field on B(y, 10a); these
electrons are all core particles. Its value at v € B(y, 10a) is at most E[J, | X] + Ca™*, by the
same exclusion comparison as (4.12). Take F' to be the positive supremum on B(y, 7a). Harmonic
means and Lemma 4.2 prove (4.27). The cells of this initial cut have scale comparable to a and
D, < CB7Y, so (4.17) verifies that lemma’s hypothesis.

The unconstrained minimizer. The core is at distance at least 4b from €2, so its potential is
bounded and smooth there. Hence ®x € L?(Q2). Young’s inequality makes (4.18) coercive in
L%/3. The positive Coulomb form is weakly lower semicontinuous: by Lemma 3.1 it is a squared
Hilbert norm, or one may express it as the supremum of its affine dual forms. The direct method on
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the closed positive cone gives a minimizer, and strict convexity of the kinetic term gives uniqueness.
Nonnegative variations, followed by signed compact multiplicative variations, give

gCTFPQ/s_(I)X-f—K*PZOa <gCTFP2/3_(I)X+K*P>p:07
which is (4.19).

This minimizer depends continuously in L%/3 on its field in L5/2. Indeed convergent fields give
uniformly bounded minimizers; weak lower semicontinuity and comparison with the limit minimizer
identify each weak limit and give convergence of the minimum values. Lower semicontinuity of D
then forces convergence of the kinetic norms. Uniform convexity of L?/3 gives strong convergence.
The conditional field, being jointly measurable and taking values in the separable space L5/ 2(),
is measurable as a function with values in that space. The continuity just proved establishes the
stated measurability of p.

The diameter of €2 is at most 12a, so D(p) > ([ p)?/(24a). The minimum is nonpositive
because zero is admissible. Absorbing Vi, with Young’s inequality in (4.27) gives

(ICZ)Q <Ca " +F/p.

It follows that
/p < C(aF +a™?), /p5/3 <C(aF*+a™7). (4.28)

When Vi, = 0, the same nonpositive-minimum argument uses only ® x < F' and gives the sharper
estimates

/p < CaF, /p5/3 < CaF?. (4.29)

In particular all trial errors below are integrable in X.

Upper quantum comparison. The centers p lie in Q = B(y, to — 4b); packets of width b remain
at distance at least 3b from the core. Thus Lemma 3.5 applies, and radial smearing leaves the core
potential unchanged. The nuclear loss is bounded at centers by

0ss Zm
V@)= o= Ry e Bmls20}-
Rm€B(y,20a) m

Weighted convexity, the total local charge bound, and integration of |z|~%/2 over a ball of radius
2b give

/(‘/2}088)5/2 < Cﬂl/2a_7.

Nuclei not in the indicated local ball are harmonic on all packets. Young’s inequality now gives,
pathwise,

E <ex+ Tx(p)+Cb2 /p + Ce/p5/3 + Ce 32812077, (4.30)

Lower quantum comparison. Reserve a fraction €T, of the out kinetic energy. The coarse
kinetic inequality absorbs both VbloSS and the nuclear attraction of deleted particles, at cost
Ce=3/281/24=7 using (4.26). The deleted F contribution costs at most

|1 F'll2][mdel]]2 < Cv/BPe.
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The retained fine density o is supported in {2, because its centers have radius less than tg — 7b and
its kernel radius is v/3b. The core potential is harmonic on these kernels, and the loss of nuclear
attraction is again covered by V}}OSS at the actual particle positions. Applying the remaining
fraction of Lemma 3.6 and its pair-repulsion bound in the localization identity gives

¢n[Y] +IMS > E |ex + Tx (o) — eCTF/of’/ﬂ — COR, (4.31)

R = 673/251/20,77 + /BPe + b Pm + b2 (1’32/37714/3 + ﬁm) .

Here Eni/® < (En2)?/3; no higher out-count moment is required.
The Euler equation gives the exact expansion

Tx(0) = Tx(p) = D(o — p) + L.+ / W_o. (4.32)

Besides being nonnegative, the convex remainder satisfies

526/05/3_0/[)5/3,

by Young’s inequality applied to the tangent term. For small € this absorbs ecrp [ o°/3 into half
of £, with error Ce [ p°/3. Average (4.30), compare it with (4.31), and use (4.28), (4.27), and the
IMS bound. The terms € [ p°/3 cost C'ePe; the packet kinetic term costs Cb~2(v/Pm 4 a3) <
Cb=2y/Pm. This proves (4.21), after multiplying its constant to restore the full nonnegative
remainder, and also the asserted bound for E [ ¢%/3.

The source-free improvement. If v(B(y,20a)) = 0, every nucleus and the conditional core
are outside the packet supports. The field ®x is harmonic on those supports, so radial averaging
is exact and the upper comparison is

E<ex+Tx(p)+Cb~? /,0. (4.33)

For the lower comparison, use all the out kinetic energy. Harmonicity and the deleted-count bound
give
> ox(x) = /‘I’Xm E(Fnge) < Cy/BPe.
7 retained

The full sharp kinetic and pair bounds of Lemma 3.6 therefore give
qn[t] + IMS > Elex + Tx (0)] — C [\/BPe + b Pm 4+ b72(P2PmA 4 \/ﬁm)] . (434)

Subtract the average upper inequality and use the exact expansion (4.32), the mass estimate
(4.29), and the IMS bound. This proves (4.24), including its full convex remainder, without the
nuclear loss or an € error.

There is a useful separate kinetic bound. In the localization identity use only ex > FE, drop
pair repulsion, and use (4.27). Half the coarse kinetic inequality absorbs V. at cost Ca™"; also
E(Fn,) < CPe. The result is (4.22).

25



Interior field bound. The core vanishes in B(y,4a) and this ball lies in Q. There
AW = —47v + CFW_?_/2.

Put s = 4a and
Ost

(s =z —yl?)*

The Laplacian of the bump is at most 80Cs%/(s? — |z — y|?)®. For a sufficiently large universal
C this is at most cp times its 3/2 power. Thus U is a supersolution for the displayed equation.
The difference W — Vi, is bounded above: the far nuclear field is bounded on this ball, the core
potential is nonnegative, and K x p > 0. Consequently (W — U); has compact support inside the
ball. Nuclear singularities cancel in W — U, which is locally H!; testing the difference inequality
by its positive part yields

U(z) = Viee(z) +

- / V(W —U)4 P > CF/ Wi — UMW -U) > 0.
{wW>U}

The test is valid by compact H'! approximation: the densities are locally in L5/3 and the nuclear
point terms have already canceled. Hence W < U. On B(y, 3a) the bump is Ca™*, proving the
first part of (4.23). If Vi, = 0, this yields W < Ca™*; the Euler equation then gives p < Ca~°
and proves (4.25). In this source-free case,

AW = CFI/V_i/2 =4mp on B(y,4a). (4.35)

Finally, weighted powers and v(B(y,20a)) < a3 give

/ p<C (Vk?;é2 +a7% < Ca?? + a3 < Ca®.
B(y,2a) B(y,2a)

4.4 Closing the count estimate

The comparison in a hole bounds its electron count through a smooth Coulomb test. The resulting
inequality improves any sufficiently large value of the provisional constant P, and therefore makes
that constant universal.

Lemma 4.4 (Local second moments). For every normalized §-state in any finite sector and every
yel,
Eni <C (max(agjﬁ, 1)+ 5ay) . (4.36)

In particular the number P in (4.3) is at most a universal constant.

Proof. Fix small € > 0 and 0 < 5 < 1/100, to be chosen in that order. We need only consider
P > 374 since 8 will be fixed universally. Then 372/(am) < /P at every target, and the patch
of Lemma 4.3 is available. Every raw particle in B, is retained, and its fine smear is contained in
B(y,1.1a) because f < 1/100. Choose a nonnegative smooth y, equal to one there, supported in
B(y,2a), with ||Vx|l2 < Cv/a. Lemma 3.1 and (4.23) give

nyg/XJSC’a_S—I—C\/aD(U—p), EniﬁCa_(ijLCaED(a—p).

26



Divide by Pm? and use (4.21). Since da < m?, the result is at most

73/2/81/2 671
ClP ' +et+VB+°© +
eV e

B2 B2
P/3am?2/3 * VPam]

In the atomic distance geometry, using (4.24) instead gives the sharper intermediate inequality

(4.37)

—+

En? ﬁ*l 572 5—2
L <o |P'+B+ + + . 4.38
Pm% - l VB \/TDmy pl/:%aymz/3 \/ﬁaymy ( )

For the common bound it suffices to use (4.37) in both geometries. First choose € small, then j
small, and finally a universal threshold Py large. The inequalities (4.4) show that the expression is
at most 1/2 whenever P > Py. Enlarge Py so that Py > ~%; this verifies (4.17) at every target.
If P > Py, we would obtain Eng / mg < P/2 for every y, contradicting the definition of P. Thus
P < Py. Since m? < 2max(a, %, 1) + 20a,, this proves (4.36). O

Proposition 4.5 (Uniform local counts and conditional fields). In either geometry, every normal-
ized §-state in a finite sector satisfies P < C. Fix y € Y. Suppose the initial finite sequence of
cuts has total out support covered by at most Cy cells B, with 00—1 <a;/ay < Cy, and satisfies
the gradient hypothesis of Lemma 4.2. The absent-cut case is allowed. Then

P<c,  |EL, | XD, < C’(CO)%. (4.39)

Neither constant depends on the nuclear system, particle number, state, target, or 6.

Proof. The count assertion is Lemma 4.4. Comparable scales have comparable m and e = m?/a,
uniformly in §, so e, < C(Cp)ey in Lemma 4.2. Substitute P < C into that lemma to obtain the
field assertion. O

Lemma 4.6 (Fine comparison and local density). There is a universal ag > 0 with the following
property. If a = ay, < ag and ¢ is a 6-state with § < a~ 092 choose the patch of Lemma 4.3 with
b=a'T02. Its densities obey

E |D(oc—p)+ L —i—/W_U} < Ca~ 7002, E/05/3 < Ca™". (4.40)
The raw one-body density satisfies
/ PP < ca . (4.41)
B(y,4da)
In particular, the two estimates needed in the atomic application are

E {D(O‘ —p)+ / WU] < Ca™ ™02 / pz/g <Ca™". (4.42)
B(y,4a)

Proof. Take 3 = a®? and € = a"%2. The energy assumption gives m < Ca~3, while 372/(am) <
a9, so the patch hypothesis holds for small a. By Lemma 4.4, P < C. The terms on the right of
(4.21) are bounded respectively by constant multiples of

a—6.987 a—6.98 +a—6.9’ a—6.93, a—4.2, a—6.4 +a—5.4'

All are at most Ca™"7092 for a < 1, proving (4.40). Equation (4.22) gives T, < Ca™". Since the
cut is full out on B(y, 4a), the out density equals py there. Applying Lemma 3.2 proves (4.41). O

27



Corollary 4.7 (Raw near-Coulomb bound). Under the hypotheses of Lemma 4.6, for 0 < u < 4a,

E D

e at<u |7

< Ca*(u/a)'®. (4.43)

y\_

Proof. The expectation is |, Blyu) |z — y| "' py(z) dz. Holder’s inequality, the raw density bound,
and direct radial integration give

() 3/5 2/5
/ Pol) 4 o (/ pz)/:%) </ |2 ~5/2 dz) < Ca21/51/5,
B(y,u) |$ - y| B(y,4a) |z|<u

This is the stated bound in either geometry. O

4.5 Source-free oscillation and atomic annuli

The next estimate controls also a very negative field. It applies when the patch contains no local
nuclear source; molecular patches containing nuclei instead use the offset oscillation estimate
proved with the nuclear splitting below.

Lemma 4.8 (Interior oscillation). For every patch in Lemma 4.3 with v(B(y,20a)) = 0, and
every 0 < s’ < a/2, almost surely in its data,

sup [ W(z) = Wy < C2 (™ +W(p)-). (1.4
z€B(y,s’) a

Proof. By (4.35) and (4.25), 0 < AW < Ca~® on B(y,2a). Write

Q(z) = 1/( AW(E)

A7 JB(y2q) |T — 2|

For x € B(y, 2a), direct integration of |x — 2|~ and |z — 2| =2 gives
0<Qx) <Ca™,  |VQ(x)| < Ca™®.

Since AQ = —AW inside that ball, H = W + @ is harmonic there. By (4.25), H < Cia~%. Choose
Co > O} universally and put h = Coa™* — H, a positive harmonic function on B(y,2a). The
Poisson formula on a sphere of radius 3a/2 gives

sup |Vh| < Ca'h(y).
B(y.a)

Indeed the differentiated Poisson kernel on B(y,a) is bounded by C/a times its value at the
center; integrating the nonnegative boundary values gives precisely this inequality. Also h(y) <
Ca=* +W(y)_, since Q(y) > 0. Integrate the gradient along segments in B(y,s’), and add the
bound for VQ. This proves (4.44). O

Corollary 4.9 (Annular counts). In the atomic distance geometry, for every 0 < A < A < oo and
u > 0, every normalized §-state of finite particle number satisfies

[#{i - M < |z5] < Au}]y < Oy (max(u™2,1) + Vou). (4.45)

All constants are independent of Z and of the particle number.
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Proof. The compact annulus {\ < |z| < A} has a finite cover by cells B, whose radii are comparable
to one, with constants allowed to depend on A, A, L. Dilate this cover by u. Because a,, = ua,,
the dilated balls are again cells, now with radii comparable to u. The annular count is bounded by
their sum of counts. Minkowski’s inequality and (4.39) bound its L? norm by C'Y", m,, which
is the right side of (4.45). Boundary spheres carry zero raw probability, since the one-electron
density is absolutely continuous. Thus the same estimate holds with any choice of open or closed
endpoints. ]

5 Common observation and change-of-law estimates

The two geometries use different master widths and nuclear fields, but share the observation
likelihood, the cost of imposing an event, and the transfer from the observed field to a fresh patch
field. We prove these statements here. In particular, the last transfer compares expectations under
a specified law; it does not identify the two conditional fields on individual configurations.

5.1 Likelihoods and conditional versions

Let ¥ be a normalized antisymmetric state in a finite n-electron sector. Under a probability law
P, raw positions and spins (z, o) have density |¥|?. Fix finitely many widths £, ..., ¢y,_1 > 0.
Independently of the raw data, take independent scalar noises Uj; ;, with density

1
2

() = ccexp( 13 ) Loy )

At scale j, form the labeled observations }Afji,b =z, + £;Uj; , and then forget the particle labels
separately in each array. Represent the result by its lexicographically sorted tuple Y; in the strict
sorted chamber C C (R3)™. Ties have probability zero. Set

Fi=0 ..., Ym1), Fm ={2,0}.

Thus the sigma-fields decrease as j increases.

Let t, be a deterministic measurable width with t, > t,,;, > 0 for the fixed system, and use
the smooth radial packet of Section 3 to define K, (y) = g;. (y — 2)2. Write V = V; + V., where Vj
is the deterministic nuclear potential retained in the observed field. In the molecular application it
is the smoothed nuclear potential. In the atomic application Vi, =V and V., = 0. Where relevant
put v = —(47) LAV, distributionally; it is the smoothed nuclear measure in the first case and
the original point measure in the second.

Lemma 5.1 (Conditional densities and fields). There are jointly Borel versions of

1i(y) =Ep lf: Kz (y) | fj] ; H;(y) = Vs(y) — (K * u;)(y),
=1

with the following properties. At every positive-density data tuple, p1; > 0, [p; =n, and p; is
smooth in its spatial variable. Every spatial derivative has a deterministic bound for the fired
system. The potential K * p; is C', with bounded value and gradient, and

AHj; = —4nvg + 4y (5.1)
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in distributions. In particular, the always valid regularity statement is that H; — Vs is C! and
bounded with bounded gradient. If Vs and its gradient are bounded and continuous, these conclusions
hold for H; itself. Conditional averaging satisfies

Ep[u;(y) | Fjal = piv1(y), Ep[H;(y) | Fj+1] = Hjt1(y) (5.2)

where Vi(y) is finite. The same towers hold for nonnegative spatial integrals, and for integrable
signed observables. These statements include the trivial data at j = m. None of the fized-system
reqularity bounds is asserted to be uniform in the nuclear system or in tmin.

Proof. On C the exact likelihood of an array is

-y HHf 1@“(]”(“’). (5.3)

TeES, i=1b=1

Set it equal to zero outside the chamber. Integration of the permutation sum over C equals
integration of the labeled product over all arrays, and is therefore one. Define

m—1

Asi@ ) = [T 2w i), pes ) = 2 [ 19, 0)PAs (@) o
h=j o

with the empty product and p>,, both equal to one. At a tuple with p>; > 0, use the probability
density |¥|?A> j/p>j as the conditional raw law. Equivalently, the conditional mean of a nonnegative
Borel raw observable G is the ratio

Z/G(a:,a)|\11(x,a')\2AZj(x,Y) dz
p>;(Y)

On zero-density tuples use the unconditional raw law. All these versions are jointly Borel, including
their dependence on an additional spatial variable. At every parent tuple with p>;+1 > 0, the
conditional density of the next array is p>;/p>j11. Tonelli’s theorem and [ L;dY; = 1 show that
it integrates to one. Substitution of the ratios gives the tower property, also after nonnegative
spatial integration; positive and negative parts give the integrable signed case.

For each multi-index «, [0y, (y)| < C’at;i: o uniformly in z,y. Differentiation under the
conditional integral therefore gives all claimed derivatives and bounds. Tonelli gives the mass n.
For the potential and its gradient, split the kernels |u|~! and |u|~2 at unit distance. The near
parts are integrable and are controlled by ||1]|oc; the far parts are controlled by n. Splitting again
at a small radius, then using dominated convergence on its complement, proves continuity of the
potential and gradient. Finally —AK = 47y gives (5.1). In the atomic case this argument does
not remove the nuclear singularity of V. O

5.2 Dimension-free energy cost

Lemma 5.2 (Energy cost of a data event). Suppose U is an eigenstate of its sector Hamiltonian
with energy ey, where 0 < ey — E < Dy. In particular, ey = E, for a sector ground state. Suppose
further that

m—1
62 <Cot;?
h=j
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with a fized numerical Cy. This holds for the dyadic scales £, = 7‘,11‘01, The1 = 2rp, with Cp =
(1—2720H=1 If A € F; has probability p = P(A) > 0, put pa(x) = P(A | z) and

Wa=1/pa(z)/pV¥.

Then W 4 is a normalized antisymmetric form-domain vector, its raw position-and-spin law is the
raw marginal of P conditioned on A, and

an|Va] < ey + C’E;Q log®(e/p) < E + Dg + C€;2 log®(e/p). (5.4)

The constant depends only on Cy and the chosen noise law, not on n, the number of arrays, or the
nuclear system. The same assertion holds for an event of one unordered observation at any width
¢, using £ in place of £;. No upper bound on the particle number in terms of the nuclear charge is
needed.

Proof. In labeled observation coordinates place the sorting map inside the indicator of A. The
translated product density is continuously differentiable in L', since ¢ is smooth and compactly
supported. Hence p4 is continuously differentiable even for a Borel event. The scalar translation
score is () 5
u U
S(u) =— = , lu| < 1.
Clu)  (L—u?)?

Its law is symmetric and centered. It satisfies ||S(U)||, < Cq? for ¢ > 2: indeed, T' = (1 — U?)~!
has a finite exponential moment of every order less than one, so integration of its exponential tail
gives ||T|l, < Cq, while |S(U)| < 272

For a unit vector v € R?" the directional derivative of the likelihood pairs the event indicator
with

n 3
Qu=>_> > 0, 0ip5Unip)-

Multiplication by independent random signs preserves the joint law of the independent symmetric
scores. For deterministic coefficients,

Hcosh 5Cq) <exp< Zc)

/2

gives the Gaussian tail estimate and consequently || 3", eacallq < C\/a(3 4 ) Conditioning

on the scores and then using the triangle inequality in L2 yields

1/2
1Qully < Cq*? (Z ﬁﬁv%b) < Ot

hyib

The identity 3, ; vzb = 1 and the geometric square-sum bound are precisely what avoid factors
depending on dimension or on the number of observations.

Holder’s inequality at fixed x gives |Dypa(x)| < Cq5/2€;1pA(:L‘)1_1/q. For pa(z) > 0 choose
g = max{2,log(e/pa(x))} and then take the supremum over unit vectors. At a zero the gradient
of the nonnegative differentiable function p4 vanishes. Therefore

[Vpal < CC; ' palog®?(e/pa), (5.5)
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with right side zero at p4 = 0.

Regularize the square root by /pa+ 7. Since yulog”?(e/u) is bounded on [0,1], these
functions have a common Lipschitz bound. Their uniform limit |/pa is Lipschitz. Its gradient
vanishes almost everywhere on its zero set, and the ordinary chain rule applies elsewhere. Thus

2
'V\/pA/p’ §C€;2%log5(e/p,4).

The permutation sum in (5.3) shows that p4 is invariant under raw particle permutations and is
spin independent. The bounded Lipschitz multiplier therefore preserves antisymmetry and the
form domain. Its squared norm and its raw law are as claimed by the definition of p4.

Lemma 2.4, applied with eigenvalue ey, now gives

(V4] — g < CL;*Epllog’(e/pa(x)) | Al.
Under this conditional law,
Plpa() < ™| A} = p ' Eplpalyy,con] <min{le™"/p}  (u>0).

Integration of this tail, split at log(e/p), bounds the fifth moment by Clog®(e/p) and proves (5.4).
The proof for a single array is identical with the square-sum constant equal to one. O

5.3 Transfer to a fresh patch

The following quantitative formulation isolates exactly the local screening estimates needed by both
applications. It allows either a patch containing singular nuclei or a patch containing none. The
fine density below is the actual sum of packets around retained raw particles, not its conditional
average.

Lemma 5.3 (Averaged field transfer). Fiz a point y where Vi(y) is finite and a length a > 0. Let
A € Fj have positive P-probability, and let QQ be P conditioned on A, extended by fresh localization
labels. Its raw marginal is the law of V4 from Lemma 5.2. Let X denote the fresh patch data, and
let p& be the conditional density of core particles under this tilted localization law. Partition the
remaining raw particles into retained and deleted particles. Let

o= Z (- — x4), hx =V, — K % p§ — K * px, Wx =V, + hx,

i retained

where Oy, is the radial probability kernel of Lemma 3.6, supported in B(0,v/3b), and px > 0
is a measurably chosen patch comparison density. Assume px and o belong to L5 and have
compact support for almost every patch datum. Putt =t,, 7 =t/a, and f = b/a, and suppose
0 <t b<a/l0. Assume the following estimates, with fized constants:

1. The master width z — t, is Lipschitz with constant at most 1/2. The raw one-particle density
pw, satisfies
5/3 -7
< Ca".
/B(y,4a> P

2. Deleted particles have |z; — y| > ca, and their count obeys Egngel < Ca=3\/B.

3. For some e, > 0,
EQD(pX — U) < CCL_7€2.

a
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4. On B(y,t) either the source-free bound px < Ca=% holds, or

pPx = k(Wx)iﬂ, WX § Vioc + CCL—4, Vioc(z) = Z ’z_qiaR‘y an S Ca_g’

with g, > 0. The latter alternative permits arbitrary locations of the local nuclei.

Then the two expectation towers are

EQ(K * pj)(y) = EQP™(y),  Eq(K *pX)(y) = EqP(y), (5.6)

where P™® is the potential of the raw master packets and P€ is the raw core potential. Moreover,

IEQ(H; — hx)(y)| < Ca™*[7Y% 4+ Y5 4 /B + egr~1/2

+R(7) + (1 + V38)'/?], o7

where R(T) = 7% in the source-free alternative and R(t) = 72 + 7%/ in the nuclear alternative.
Thus the common upper bound R(1) < C7Y2 is always available. All constants are independent of
the number of particles; they depend only on the constants in the displayed hypotheses.

Proof. Write

Py =Y K(y—a),  P() = (K +Ka)y), P = Po g Pty Pl

7

The first identity in (5.6) follows by multiplying the original P-conditional expectation defining p;
by 14, using A € Fj, and dividing by P(A). The fresh labels do not alter this expectation. For
the second identity, condition the raw-plus-label marginal of @) on X. That marginal is exactly
the localization law of W 4; the original observations can be integrated out. Tonelli justifies both
identities initially for nonnegative potentials. In particular the first tower is under the original
observation law, while the second uses the fresh tilted patch law.

Subtracting the definitions of H; and hx, and then using these towers, gives the exact algebraic
identity

Eq(H; — hx)(y) = Eq[(P™ — P™%) — pel

. (5.8)
— (P —K=xo0)+ K *(px — 0)](y).

The estimates below also establish finiteness of all terms, so this subtraction involves no difference
of infinite expectations.
For 0 < u < 4a, the local density bound and Hélder’s inequality give

3/5 2/5
5/3 _
Eo Y K(y—)< (/B(Ma) p%> </z|<u|z’ 5/2dz> 659)

|z —yl<u

< Ca *u/a)'/®.

The complementary raw potential is bounded by n/(4a). By radial smearing, P™% — P™ >0
and only centers with |z; — y| < t;, can contribute. Lipschitz continuity of the width implies
|z; —y| <ty + |z; — y|/2, hence these centers lie in B(y, 2t). Equation (5.9) bounds its mean by
Ca~*7r'/>. The same Newton comparison for each fine packet gives

0 <Eg(P™ — K x0)(y) < Ca=*p'/5.

33



The distance and count assumptions for the deleted particles give Eq P (y) < Ca=4\/B.
For the signed density difference take v;(2) = min{|y — z|7!,#7!}. This is in H' and

o0
[Voe|3 = 47?/ r=2dr = 4n/t.
t
Lemma 3.1 and Cauchy—Schwarz in probability give

< Ctil/Q\/EQD(pX —0) < Ca e V2,

It remains to control the two nonnegative remainders of the truncation inside B(y,t). In the
source-free case,

Eq ’/Ut(PX —0)

/ K(y — 2)px(2)dz < Ca=%? = Ca™472.
B(yt)
For the nuclear alternative, weighted convexity gives, with Qioc = >, ¢a>

V13/2< 1/2an|z_Ra‘—3/2'

oc — ¥loc

The assertion is read as zero if Qo = 0. Uniformly in R € R3,

dz
< OtY/2,
-/B(y,t) ly — 2| |z — R|3/2 ~

For completeness, apply Holder to the second factor with any exponent g € (3/2,2) and to the first
with conjugate exponent ¢’ € (2,3). Integrals of these radial decreasing powers over a ball are no

larger than their centered-ball integrals; the powers of ¢ combine to t/2. Since px < C(a=6+ Vlgéz),
its remainder is at most

3/2751/2) < C’a‘4(72 +7_1/2)'

loc

C(a_6t2 +Q

This proves the asserted nuclear bound even when a nucleus lies at y; only Vi(y), not the
unsmoothed V' (y), was required finite.

For o, only packets centered within ¢ 4+ v/3b of y meet the truncation ball. Extend each such
packet’s kernel integral to all space and use radial smearing to bound it by its raw point potential.
Equation (5.9) bounds the mean remainder by Ca=*(7 4+ v/38)'/°. The truncated ¢ potential is
integrable, being at most n/t. Together with Coulomb duality and the just obtained remainder
bound, this also proves integrability of the full px potential. The raw and core potentials were
already integrable by (5.9). Hence all the preceding subtractions are valid. Adding the four
estimates in (5.8) proves (5.7). O

In both later applications the screening estimates supply €, = %! and 3 = a2. The master
geometry supplies 7 > ca®, with w = 107°, and an upper bound on 7 tending to zero with the
outer small parameter. Consequently

a2 < 0q01-w/2, 01 —w/2 = .009995 > 0,

and every term in the bracket in (5.7) tends to zero uniformly in the participating bands. Thus
the transfer is o(a=*). The specific lower probability thresholds for the events are used in those
applications to verify the screening hypotheses through (5.4); no probability threshold is needed
for the transfer identity itself.
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5.4 Maxima before conditional averaging

The next local rule joins fields on actual open neighborhoods. It will be used in both propagation
arguments after their common singularities have been canceled.

Lemma 5.4 (Maximum of weak subsolutions). Let O C R? be open, let g be locally bounded, and
let F(y,t) be measurable in y, continuous in t, and bounded on compact spatial sets and bounded
ranges of t. If finitely many functions v; € C(O) N HL (O) satisfy

Av; > g+ F(y,v;)

in distributions, their maximum satisfies the same inequality with its own value in the reaction
term. The assertion also holds for functions v; = V 4 a; with continuous locally H' offsets a;, when
all inequalities have the common singular term —4wv and the reaction vanishes in a neighborhood
of supp v.

Proof. 1t suffices to consider two functions. For a nonnegative compactly supported smooth test
¢, choose an increasing Lipschitz function 6, that is zero on (—oo,0] and one on [n,c0). Test
the first inequality with 6,(v1 — v2)y and the second with (1 — 6, (v1 — v2))¢. These nonnegative
compactly supported H' tests are legitimate by mollification, since the right sides are bounded on
their support. The sum of the left sides is

_ /[0,7(1}1 )1 + (1 — By (vr — 02)) Vo] - Vo

- /92(01 — )|V (v1 = v2)[?p.

The second term is nonpositive. Deleting it and letting 7 | 0 gives the gradient of max(vy,v2) by
the Sobolev positive-part formula. Dominated convergence gives the reaction at the maximum;
the reactions agree at ties. Induction proves the finite version.

For the last assertion subtract V in each inequality. The singular measures cancel, and the
reaction for the offsets becomes F(y, V(y) + a;(y)). It is locally bounded: it vanishes near every
nuclear point, and V' is smooth off suppv. Apply the first assertion to the offsets and then add V
back. O

6 Electron counts in large nuclear voids

The local count bound of Lemma 4.4 controls the electrons in each annulus whose radius is
comparable to its distance from the nuclei. Summing that bound over arbitrarily many annuli
would lose a factor equal to the number of scales. We first remove this loss in a nuclear void. A
geometric decomposition will then reduce the exterior region of an arbitrary molecule to only
O(M) such voids.

Throughout this section ¥ is the normalized eigenstate in the largest strictly bound sector,
and I = En = inf;>0 I}, as in Lemma 2.3. Expectations without an additional subscript refer to
its position law, with spins summed. Constants may depend on the fixed numbers A = 40 and
L =105, but on no feature of the molecule.

Lemma 6.1 (A large nuclear void). There are universal constants ty, C' > 0 with the following
property. Let O € R?, t >ty and T = 27t, where J > 1 is an integer. Suppose that at least one
nucleus lies in B(O,t/100) and that every nucleus satisfies

IRy —O| <t/100  or  |Ry — O] > 100T.
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Then
[#4i + £ < J2i — O] < THla(e) < C. (6.1)

Proof. Translate O to the origin. Put u; = |z;], s, = 2¥t and

J—1
ng = #{’L s Sy < 25k}, Lonn = Z ng.
k=0

For si/4 < |v| < 8sy, the nuclear assumptions give cs; < d(v) < Csy, where d(v) is the distance
to the nearest nucleus. Indeed, the inner nucleus supplies the upper bound; the inner and outer
alternatives supply the lower bound. Choose ¢y so large that d(v)/L > 1 on all these annuli.
Lemma 4.1 then gives a, = d(v)/L =< si/L.

Each enlarged annulus is covered by a universally bounded number of local balls B(v, a,) with
comparable scales. For example, take a maximal set of centers in the annulus separated by csy/L,
with ¢ small; the disjoint balls of half that radius give the bound on their number. Lemma 4.4,
applied to any J-state w in the fixed sector IV, consequently yields

||nkHL2(w) + ||nneigh,k||L2(w) < C(l + vV (5Sk), Npeigh,k = #{’L : Sk/2 <u; < 4Sk}. (62)

This proves the result when J is bounded. We may therefore assume that J exceeds a fixed
sufficiently large integer.

A weighted eigenstate inequality. Choose 0 < x < 1 supported in (32¢,7/32), equal to one
on [64t,T/64], and satisfying |x'(u)| < C/u, |x"(u)| < C/u?. Such a function is obtained by
multiplying a fixed cutoff at scale ¢ by a fixed cutoff at scale T'. Set w(u) = uy(u)?. It is a bounded
smooth multiplier that vanishes near the origin. For each weighted index, integration by parts
gives

Re(w(u)¥, —1A,0) = %/w(ui)lvi\PP - i/Aiw(ui)|\P|2

lricu<m)
U; '

> —CE

These identities hold first after form-domain approximation and then by continuity, since w and
its derivatives are bounded for fixed ¢,7". Summing the last bound costs at most C'>,. s,;lEnk <
C/t < C by (6.2) with 6 = 0. After fixing x; and its spin, the remaining Hamiltonian has energy
at least Fy_1 > E. Its contribution against the nonnegative weight w(w;) is therefore nonnegative.
Testing the eigen-equation with Y, w(u;)¥ shows that weighted repulsion minus attraction is at
most C.

For an electron in a shell meeting the support of y, keep only its repulsion against electrons at
radius < t, at radius > T', and in shells | < k — 5. Dropping the other repulsions preserves the
upper bound. Write

Pe= > m,  q=v(B0,1)—#{i:u <t}
0<i<J
I<k—-5
and define the exterior signed potential at the origin by

_/ dv(R) Z 1
IR|>100T | R Ui
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For each such k, use a cut that is full out on [s;/2, 4s], supported in [s;/4, 8si], and has gradients
bounded by C/si. Let X}, be its out data as in Lemma 3.4; a bar will mean conditional expectation
given X in this paragraph and below. Set

p)=V() - Z 1 Z I Yr(v) = ¢(v) — Z Z |

= v — il 1<k—5 il Y

1

Every supported shell satisfies 32t < s, < T'/64. All sources defining v, are outside {si/4 < |v| <
8si }: prefix electrons have radius < si/16, inner electrons have radius < ¢ < s;/32, and exterior
electrons have radius > T > 64s;. Thus ¥ has a continuous harmonic version on this annulus.
Newton’s sphere-average formula gives

q— by
u

<wk>u = + B7 Sk/4 <u< 8Sk7 (63)

where (F), = (4mu?)~! Jiojzu F(v) dS(v). The shell-k positions are all recorded in X;. We may
therefore condition the selected interaction terms while retaining their weights. The preceding
eigenstate inequality becomes

—E> Y wix (i) vr(xi) < C, (6.4)

k i€k

where k ranges over the supported shells. Conditional harmonic versions and sphere averages are
justified directly by the positive distance to these sources and their fixed finite total masses.

A size-biased law for one shell. Fix a supported k. Choose a smooth function by, equal to one on
[sk, 2sk], supported in (sj/2,4sy), with 0 < by, < 1 and |b}| < C/sj. Put

Sk = Zbk(ui)Q, myg = ESk

Then ny < Sk < Npeigh k- If mp = 0, every shell-k contribution vanishes and can be omitted.

Otherwise define
Uy =/ Sk/my ¥,

and denote its expectation and L? norm by Ej, and || - ||2x. The square root of a sum of squares is
Lipschitz, and, off its zero set,

V52 = >3 bi(ui)? | Vb ()|

2
—2 —2
Sk S Cski 1{nneigh,k>0} S Csk’ nneighvk'

Its gradient is zero almost everywhere on its zero set. The multiplier identity in Lemma 2.4 shows

that Wy is a d,.-state, with

CEnneigh,k

5 < (6.5)

simk
The random variable Sy is Xg-measurable, because its support is inside the full-cut zone. The
joint position and cut-label law changes by the factor Sy/myg. Its conditional position law given
X, is therefore unchanged on S; > 0. In particular all the barred fields and counts above have the
same conditional versions under this new law. This permits us to use the local estimates for W,
without changing the fields in (6.4).
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A positive bound and a signed harmonic comparison. On the broad annulus of harmonicity, the
base and prefix sources lie outside the exclusion defining J,,. Its radius Aa, is a fixed small fraction
of |v|, since A/L is small. The additional electrons subtracted by .J,, give the upper bound

Ye(v) < Ty +C Y

[>k—4

(6.6)

max(s;, sk)

For comparable shells the exclusion supplies the denominator csy; for sufficiently larger shells
radial separation supplies c¢s;. These are precisely the electrons absent from the definition of .

The cut defining X}, is covered by a universally bounded number of cells at scales comparable to
si/L. Its gradients are C'/sy and a, > 1 there, so it meets the initial-cut hypothesis of Lemma 4.2.
For targets in the same broad annulus, that lemma and (6.2), now applied under Wy, give

C(l + \V 5k3k) '

Sk

[ (r(v) 2 <

Conditional Jensen’s inequality bounds ||n;||2x by |nll2,5. Thus the added count terms are
bounded by the convergent series

o Z 14+ /s < C’(l—l-\/(sksk).

S - Sk

I>k—4

Positive parts of harmonic functions are subharmonic. Covering the compact annulus {s;/2 <
|v| < 3si} by a fixed number of interior balls in the broad annulus, and using the ball submean
inequality and Minkowski’s inequality, consequently gives

Al = s, sup (wk(v))+, HAngJg < C(l + vV 5k3k) (6.7)

sk/2<|v|<3sp,

The function Ag/sg — 1% is nonnegative and harmonic in the interior of this latter annulus. Its
value at any point of a sphere s, < u < 2s;, is at least ¢ times its sphere mean, for one universal
¢ > 0. Indeed, after scaling, a bounded chain of interior balls joins any two points of these spheres;
on a ball, this comparison follows by comparing its Poisson kernels on a smaller concentric ball.
Applying this comparison and (6.3) gives

uhp(v) < CAg + c(q +uB — Py), lv| = u € [sg, 25k]. (6.8)

The negative prefix term retains a fixed positive coefficient.

The endpoint fields. Put s_ = 2t and s = T'/2. For a supported shell and u € [sg, 2sg],

_ _ _ U— S_
g+uB=(1-9w)(q+s-B)+9(u)(q+s+B), J(u)= P 0 < 9(u) < Csi/T.
+ - —
At either endpoint all base sources are outside the J, exclusion. Sphere averaging ¢ and adding
back the annular electrons therefore yields

iy
max(s;, s)’

G+ 5B < s((T))s +CsY
l

s€{s_,s+}. (6.9)

Indeed, the omitted contribution of an annular electron is nonnegative and at most its full Coulomb
kernel. The latter has sphere average 1/ max(s,u;) < 1/ max(s, s;) for an electron in shell [. For
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these targets a, < s/L. The initial cut is still at scale si/L, so the energy parameter in Lemma 4.2
satisfies e, < C(min(s, s;)~! + 6;). The precise consequence is

s
< _ . .
2k C\/min(s, Sk) ks (6.10)

At s = s_ this is at most C(1 + /0xsk). At s = s the interpolation weight gives instead

T
ok +6kT§C< Sk—l-\/&gsk\/g) < C(1+ Vksk)-
T\ s VT T

The inner endpoint count term in (6.9) has norm at most

[E(eaNE

CY 2711+ 4/0,2) < C(1+ V/0yt).
l

For the outer endpoint, s,/ max(s;,s;) < 1; we retain its contribution as C(sg/T)Lann. Thus
(6.8) supplies a nonnegative, Xj-measurable random variable Dy, the same for every electron in
shell k, such that

S — —
umk(:cz) < Dy + C%Lann —chPy, HDkHQ,k < C(l =+ v/ 5k3k) (6.11)

Summation over shells. Changing to the size-biased law and using (6.5), s, > 1, and my, < Enpeigh k,
gives

E[ngDi) < mpEx Dy < Cmy(1 + v/0xsk)

<C (mk + 4/ mkEnneigh7k/5k) < C'I[Enmeigh,k:- (6'12)

The neighbor annuli for supported k lie inside {¢ < || < T'} and have bounded overlap, so these
costs sum to CEL,,,. For the outer term, n is Xg-measurable and the tower property gives

S = S
zk: %E[nkLann] = zk: %E[nkl’ann]
S
< ||Lann”2 Z ?k||nk||2 < CHLannHQ-
k

Here the unconditioned norms use (6.2) with 6 = 0, and Y, sx/7 < 1. Insert (6.11) into (6.4).
The weights Wj, = > .y x(u;)? are Xj-measurable and satisfy 0 < W}, < n;. Removing the bar
on P, by the tower property, we obtain

E> WiPy < C(1+ || Lana|l2)- (6.13)

k
Let Iniq consist of the shells entirely contained in [64¢,7/64], and set Liia = Y ey, ., 7k On
these shells Wy = ng. The sum on the left of (6.13) therefore includes all products ngn; with

k,l € Imiq and [ < k — 5. For every omitted close pair |k — | < 5, including k = [, use the tilt at k
and (6.2) to obtain

Engng < myEgng < Cmy(1+ V/6psi) < CEnpeigh k-
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The last step uses s; < s; and the same calculation as (6.12). Each k has only a bounded number
of such neighbors. Thus the close-pair costs sum to C'EL,uy, rather than a cost proportional to J.
Expanding L?nid now gives

ELiﬁd < C(l + HLannHZ)-

Only a fixed number of endpoint shells were omitted, so || Lann — Lmid|l2 < C by (6.2). Consequently
X = || Lann||2 satisfies X2 < C(1 + X), proving the lemma. O

Lemma 6.2 (Exterior count). There is a universal constant C such that, for 0 < s <1,
E#{i:ay, > s} <CMs™3, (6.14)
The constant is independent of the charges and the distances between nuclei.

Proof. Write R = {R1,..., Ry} and d(x) = dist(z, R). We use d(z) < La, from Lemma 4.1. For
a Borel set B, write n(B) = #{i : ©; € B}. The local count bound (4.36), applied with § = 0,
gives

En(B(y, ay)) < Cmax{a;?’, 1}. (6.15)

We first prove that
En({d>U}) <CM (6.16)

for a sufficiently large universal constant U. A direct summation of local bounds over all large
distance scales would give an infinite series. We instead group scales into a bounded number of
annuli to which Lemma 6.1 applies.

Nested sets of nuclear representatives. Fix

h =12, 5:21*’1:@, Dy = 1000, q = 10.

Thus
€< — Dy — £ > 400, Dy > 3¢, 29 > Dy.

Choose an integer jo such that 270/L > 1 and 270! exceeds the lower threshold for the inner
radius in Lemma 6.1. Set U = 270, Since the nuclei are distinct, there is an integer Iy < jo — h
such that R is 2/0-separated. Put P, =R. For each | > Iy, choose a maximal 2l_separated subset
P, € P,_1, where separated means that distinct points have distance at least 2L

For each p € P;_1 choose a parent m;(p) € P, keeping m;(p) = p for p € P;. Maximality permits
this choice with |p — m;(p)| < 2! whenever p is removed. Composing these maps gives an ancestor
a;(R) € P, for every original nucleus R, and

IR — ay(R)| < 211, (6.17)

Indeed, the accumulated displacement is less than Zi:lo 11 2k < 21 at | =y it is zero. Every
representative is an original nucleus, and a removed nucleus never reappears in the nested sets.

For j > jo, put u; = 2J. Choose a nearest nucleus R(x) measurably, breaking ties by the least
index. Assign a point of the dyad u; < d(x) < 2uj to ¢ = aj_p(R(x)) € Pj_p, and denote its
assigned set by A;.. These are Borel sets, disjoint at each scale, and

|R(x) — c| < euy, Aj. C Ble, (2 +e)uy). (6.18)
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Only finitely many crowded pairs. Call (j,c) crowded if there is a distinct w € Pj_j, with
|w — ¢| < Douj; otherwise call it isolated. We claim that the number of crowded pairs is at most
CM. For each crowded pair choose one witness w. The points ¢ and w cannot both survive to
Pj 4, since that set is 2/t4_geparated and 2779 > Dou;. Let r be the first level at which either
endpoint is removed, and charge (j, ¢) to one such removal event (r, p), where p € P,_; \ P,. Then

j—h<r<j+gq, or equivalently r—q<j<r+h-—1. (6.19)

A fixed removal event can therefore receive charges from at most ¢ + h levels j. At any one
of these levels, a center ¢ charging (r,p) is either p itself or has p as its witness. In either case,
ce Py N B(p, Douj). Such centers are 27~h_separated. The disjoint balls of radius 2/~*~! around
them lie in the ball of radius Dou; + 29=h=1 around p, so their number is at most (1 + 2Dy2")3.
This is a fixed constant. There are at most M — 1 removal events, since the nested sets eventually
contain one nucleus. Consequently

#{(j,c) : j > jo, (4, c) is crowded} < CM. (6.20)

Simultaneous removals cause no difficulty: the charge uses just one of the two removed endpoints.

Each crowded assigned set has bounded expected particle count. To see this, choose a maximal
u;/(2L)-separated subset of A;.. By (6.18), a volume comparison bounds its cardinality by CL3.
Its balls of radius u;/(2L) cover A; .. At every center y we have a, > d(y)/L > uj/L > 1, so these
covering balls are contained in B(y, a,). Equation (6.15) therefore gives

En(Aj,) < C. (6.21)

Together, (6.20) and (6.21) show that all crowded assigned sets cost at most C'M expected particles.

Isolated runs give empty annuli. For a fixed nucleus ¢, the levels j > jo at which c € Pj_j
form an initial integer interval, possibly empty or infinite. Removing its crowded levels leaves
consecutive runs of isolated levels. The number of these runs is at most one plus the number of
crowded levels for ¢. Summing over ¢ and using (6.20), the total number of isolated runs is at
most CM.

At an isolated level j for ¢, every original nucleus R satisfies one of the two alternatives

|R — | < eu; or |R —c| > (Do — €)u;. (6.22)

Indeed, if aj_j(R) = ¢, the first alternative follows from (6.17). Otherwise isolation gives
laj—n(R) — ¢| > Douj, and the ancestor offset gives the second alternative.

The alternative for a fixed nucleus cannot change between consecutive isolated levels j and j+1
for the same center c. A nucleus near ¢ at level j remains too close to satisfy the far alternative at
j + 1. Conversely, a nucleus far at j could be near at j + 1 only if its fixed distance from c were
both greater than (Do — €)u; and less than 2eu;, which is impossible because Dy > 3e. Thus the
set of near nuclei is constant throughout each isolated run. This argument permits ancestor maps
to change and uses only the gap in (6.22).

Consider first a finite run j = a,...,b and put

O=c, t=uq/2, T = 4uy,.

The near nuclei have distance less than eu, < t/100 from c. All other nuclei have distance greater
than (Dg — €)up > 100T. There is a nucleus at ¢, and T/t = 2°79%3 is a power of two. By the
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choice of jo, Lemma 6.1 applies. Every assigned point from this run belongs to its annulus, since ¢
is itself a nucleus and
t<ug<dz)<|zr—c|<24+e)uy<T.

It follows that the union of the assigned sets over this run has expected particle count at most C,
independently of its length. For an infinite run, apply the same argument to each finite initial
segment and then use monotone convergence for their increasing assigned unions. There are at
most C'M runs, so the total contribution of all isolated assigned sets is at most C'M. Combined
with the crowded sets, this proves (6.16).

The remaining distances. It remains to count particles with a, > s and d(x) < U. For the
part with d(x) < s, choose a maximal s/2-separated subset of {d < s, a > s}. Its centers lie
in UM_, B(R, s). Disjoint balls of radius s/4 around them show, by volume comparison, that
there are at most CM centers. Their balls of radius s/2 cover the set and are contained in the
corresponding local balls B(y, a,), since a, > s. Equation (6.15) bounds this contribution by
CMs=3.

For a distance dyad v < d(x) < 2u, choose a maximal u/(2L)-separated subset. Its centers lie
in \U,,, B(Ry,2u), so there are at most CL3>M of them. Their local balls cover the dyad, because
ay > d(y)/L > u/L. Thus (6.15) bounds its expected count by

CM max{(u/L)™3 1}.

Take u = 2Fs for 0 < k< K , where K is the least nonnegative integer such that 2Kg¢ > U. These
dyads cover s < d(x) < U. The sum of the inverse-cube terms is bounded by Cs~3. For the
constant terms with v < 1, use 1 < u™3; the number of remaining dyads, with 1 < v < 2U, is

bounded by a universal constant. Their total contribution is therefore at most CMs~3. Adding
(6.16) proves (6.14). O

7 Deterministic comparison fields

We now construct positive fields that can be compared across all the local scales. The construction
uses only the nuclear measure. Its output is a family of continuous offsets satisfying a nonlinear
subsolution inequality, together with a strictly positive gap when the scale doubles. The gap will
allow the quantum field to replace a comparison field in the next stage of the proof.

Fix a nuclear system and a small parameter r, > 0. Its value in terms of the excess charge,
together with the dyadic scales used for the observations, will be chosen in Section 8. Every
smallness threshold for r, in the present deterministic construction is universal and independent
of the nuclear system.

Throughout this section, p = 3/2, k = ((5/3)crr)~%/?, and cp = 47k. Recall that K (z) = |z| !
and that a, is the nuclear scale of Lemma 4.1. All constants in this section are independent of the
nuclear configuration and charges. They may depend on the fixed localization constants and the
smooth radial function g used for wave packets.

7.1 Global Thomas—Fermi fields

The variational and comparison framework for point and smoothed sources is classical [10, Theo-
rems I1.14, I1.17-11.18, and IV.7-IV.10]. We give a proof on the Coulomb-space cone used here,
including the decay needed for comparison on an unbounded domain. If { is a finite sum of positive
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point charges and nonnegative smooth compactly supported radial charges, write Vo = K * (. A
radial charge is specified by its center, profile, and total mass. Set

Xp=1{p>0:pe LR N (H' R}

By Lemma 3.1, the Coulomb energy of an element of this cone is the squared norm D(p) =
IVE =+ pl|3/(87).

Lemma 7.1 (Global comparison problem). Let ¢ be as above, with total mass @ > 0. The
functional

Te(p) ZCTF/p5/3—/‘Qp+D(p), peXy,

has a unique minimizer. Its field W = V; — K * p satisfies
p— kWP, AW = —dn( + WP, W >0, /png. (7.1)

The screening potential K * p is continuous and tends to zero at infinity. Consequently W tends to
zero at infinity and is continuous away from point charges.

Proof. Smear the point charges at any ﬁxed‘positive widths and leave the smooth charges unchanged.
This decomposes Ve = Vs + V. with Vs € H 1 and compactly supported V. € L%2. Thus

[V <CIValDG). | [ Vo

For the fixed source and smearing widths, both displayed potential norms are finite. Young’s

inequality proves coercivity in both spaces defining ;. A bounded minimizing sequence has

weakly convergent subsequences in these two reflexive spaces. Their limits agree as distributions,

since both converge against compact smooth tests; nonnegativity passes to this limit. The two

linear terms are weakly continuous in their respective spaces, and both positive terms are weakly

lower semicontinuous. This proves existence. The strictly convex kinetic term proves uniqueness.
Nonnegative smooth compact variations give

< |[Vells2llplls/3-

d:= %chpz/?’ —Ve+ K*p>0 almost everywhere.

For bounded smooth compactly supported ¢, the variations (1 +ty)p are admissible for sufficiently
small positive and negative t. Indeed |pp| < ||¢|loop, and positivity of the Coulomb kernel
bounds its Coulomb energy. The nonnegative pairing property in Lemma 3.1 therefore justifies
differentiating these variations and gives [ dyp = 0. Hence dp = 0, proving the Euler equation in
(7.1) and its distributional Laplacian.

To establish finite mass without assuming it, let the source components have centers R,, and
masses Q.,, and put

Ux) = L w(z) =Ulx)" L
@ =Y o v =UE)
Newton’s theorem gives Vi < U. Where p > 0, the Euler equation gives K * p < V¢. For any

ball B, multiply this inequality by 1gpwp and restrict the screening integral below to B. Write
gm () = w(x)Qm/|x — Rm|, so that Y, ¢n = 1. The triangle inequality gives

w(z) + w(y) 4m(2)gm (y)

43



The resulting symmetrization and Cauchy-Schwarz yield, with mp = [ p,

o Qm T 2Q
All integrals in this calculation are local and finite; in particular w is bounded on B, and the local
Coulomb energy is finite. Increasing B proves [ p < 2Q.

For completeness, L' N L5/3 implies continuity and decay of the screening potential. The kernel
restricted to a fixed ball belongs to L5/2, so its pairing with translates of p is continuous. The
complementary kernel contributes at most ||p|1/R when the cutoff radius is R. For fixed R, the
local L%% norm of p on a ball whose center tends to infinity tends to zero. First letting the center
tend to infinity and then R — oo proves decay.

Finally, (W + ¢)_ is compactly supported away from point charges for every € > 0: W — 0 at
infinity, and its positive Coulomb singularities dominate the continuous screening potential. On
the support of this test p = 0, and hence AW < 0. Testing the equation gives [ |V(W +¢)_|? <0.
The test is justified by compact H' approximation away from the singularities. Letting ¢ | 0
proves W > 0. 0

1 Z (fB QmP)Q > sz

mBZ§

Lemma 7.2 (Point fields and mixtures). For one point charge Q > 0 at R, the field in Lemma 7.1
satisfies

W(x) > c¢min ( |z — R|_4> . (7.2)

_Q
|z — R
For a single point charge or radial smooth charge of mass Q, its screening potential is bounded by
cQYs.

More generally, select source components of masses Q;, truncate them to masses ¢; < Q;, and

put ¢ =2 ;q > 0. Let W; be the single-source field of mass q at the ith center with that source’s
normalized profile. If W is the full-source field, then

Z%mgw (7.3)

Proof. For a single source, Newton’s theorem and the Euler equation give p(z) < k(Q/|z — R|)*/2.
For every x, R and s > 0,

dz 1/2
/B(x,s) |33' — Z‘ |Z — R|3/2 = Cs ' (74)
To see the uniformity in R, apply Holder with exponent ¢; € (3/2,2) to the second factor and its
conjugate ¢; € (2,3) to the first. The integrals of both radial powers over B(z, s) are bounded by
their integrals over centered balls of the same radius. Their powers of s combine to s*/2. Split
K  p(z) at s = Q~/3. The near part is at most CQ%2s'/2 by (7.4), and the far part at most
2Q/s by Lemma 7.1. Both are CQ*/3.
For a point charge this gives W > Q/(2d) for d = |z — R| < ¢Q~/3. Outside that sphere set
v = Ad~?. For sufficiently small universal A > 0,

Av =12\d" 0 > cpo’/?,

and its boundary value is below the preceding lower bound. On the exterior domain, testing the
equation for v — W with (v — W — g) gives a nonpositive gradient square bounded below by zero.
This test has compact support since both fields decay. Thus v < W. Together with the inner
estimate this proves (7.2).
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For the mixture F' = Y,(¢;/q)W;, convexity gives
AF > —47 Ciruncated + cpFP > —4n(¢ + crFP.

Compare with the equation for W and test with (F' — W — ¢),. The support is compact. Near a
point charge whose mass was strictly decreased, F' — W tends to —oo, so the test vanishes there.
If the masses agree, the singular terms cancel and the difference is locally H'. The remaining
density terms are locally in L%/3, so compact H' approximation is valid. Monotonicity of the
power gives F' < W. 0

7.2 Fields adapted to the nuclear scale

Fix a sufficiently small constant ¢; € (0,1/100). Smear the mth nucleus with the radial probability

ggl ap,. and denote the resulting density by vs. Put

Vi=Kxvs,, Vo=V -V,>0. (7.5)

The subscript ¢ records the part confined near the nuclei. A nucleus contributing to V.(z) lies
within 2cja, of x. Its scale is comparable to a,, and the total contributing charge is at most a 3.
Therefore

vs(z) < Caz% Ve LY*(R3). (7.6)

The smooth potentials of nuclei within any of the fixed local multiples of a, used below sum to at
most Ca, 4. Indeed each such width is comparable to a,, each unit-mass smooth potential is at
most C/a,, and the total local charge is at most a, 3.

Let Wy, po be the field and density for the original nuclear measure v. Its continuous offset is

h(]:W()—Vc:V;—K*po.
For a fixed positive 6, to be chosen below, let W be the field for the smooth source Ov;.

Lemma 7.3 (Two reference fields). There are fixed constants co >0, 0 >0, cg > 0, and C < o0
such that, off the nuclet,
Wo(z) > coa®,  |ho(z)| < Caz*, (7.7)

and everywhere
coa;t < Wy(x) < Cazt, VW, (2)| < Ca,”, We(z) < 1.01Wo(x). (7.8)
Here hq is continuous, and W, is locally C*. Both fields decay at infinity.

Proof. By the scale definition, v(B(z,2La,)) > (2a,)~3. Truncate charges in this ball to total
q = (2a;)~2 and apply Lemma 7.2. Their distances from z are at most 2La,, so (7.2) gives the
first bound in (7.7) with a fixed ¢o > 0.

If some charges contribute to V.(z), denote their total by ¢ < a;3. The screening estimate for
each single field of charge ¢, followed by the mixture comparison, gives

Zm _
Wo(z) > Y W—Cq4/32%($)—cax4-

contributors

If there are no contributors, the same conclusion follows from Wy > 0.
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For the upper bound, set a = a,, s = 4a, and let Vj,. be the potential of nuclei within 20a of

z. On B(x, s) the function

Cs*
(2 = |z —2[*)*
is a supersolution of the field equation when C is large: the Laplacian of the second term is at most
80C's5 /(s> — |z — x|)8, whereas its pth power has the same spatial dependence and coefficient C%/2.
The boundary blowup dominates Wy — Vio.. The positive-difference test is legitimate because
the point singularities cancel. Thus Wy(z) < Viee(x) + Ca~%. Subtracting V.(x) and using the
smooth local potential bound proves the upper offset estimate. The expression defining hy proves
its continuity.

For Wy, the same bump without Vi, is a supersolution after its coefficient is enlarged to absorb
the locally bounded source 4wfvs. This proves W, < Ca*. Tts Laplacian is bounded by Ca~% on
a local ball. Subtract the Newton potential of this source restricted to that ball. Its gradient is
bounded by Ca~?, since the integral of |z|~2 on a ball of radius a is Ca. The remaining harmonic
function is bounded by Ca~* on a smaller ball; its interior gradient bound proves the stated
estimate and local C'! regularity.

For the lower bound, select and truncate the same charges as in the first paragraph, before
multiplying them by 0. Their smearing widths are at most 3cja, because their centers are within
2La. A single such blob of charge §(2a)~3 has bare potential at = at least cpfa—*: every source
point is within (2L + 3¢p)a of x. Its screening potential is at most C6*3q=*. Choose 0 sufficiently
small and apply the mixture comparison to obtain W, > cga™%.

Decrease 6 further if necessary. The source bound and the lower bound for Wy imply

Vioe(2) +

Anbu, < ep(1.013/2 — 1.01) W2,
Consequently 1.01W is a supersolution for the field of fv,; its extra negative point sources have
the required sign. The positive-difference test for Wy — 1.01Wj, supported away from those point
singularities, proves the final comparison. Decay follows from Lemma 7.1. O

The reference fields now have positive lower bounds at every scale. To compare them with
the local quantum constructions, we also need to control variation over a much smaller ball. The
offset is the right quantity for this purpose: subtracting V. removes every nuclear singularity from
the function being compared.

Lemma 7.4 (Oscillation of offsets). Fiz y and write a = a,. Let h = hg, or let h =W —V, for
an interior Thomas—Fermi patch centered at y satisfying the hypotheses of Lemma 4.3. Then h
has a continuous representative. For 0 < s < a/10 and |z — y| < s,

[h(2) = h(y)| < Ca~*(s/a)"/* + C(s/a)h(y)-. (7.9)
For h = hg the final term can be omitted.

Proof. In either case the local upper field estimate in (4.23) or Lemma 7.3 gives h < Ca™* on a
fixed ball about y. The patch core is absent there. The Euler equation, the bound on v, and the
weighted power inequality give

|Ah(2)| < Ca*6+Ca*3/22zm\z—Rm\*3/2. (7.10)

loc

Here all centers in the sum belong to one fixed local ball and their total charge is at most a 3.

The same estimate holds for hg by Lemma 7.3.
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Take the Newton particular solution for this Laplacian restricted to a ball of radius a. Equa-
tion (7.4) bounds it by Ca=* on a smaller ball. Its variation over distance s is at most Ca=*(s/a)/?2.
In detail, the part within distance C's of either evaluation point is at most

C'(cfﬁs2 + a79/281/2).

On a dyadic ring of radius [ > C's, the difference of the two Coulomb kernels is at most Cs/I?,
and the source mass in that ring is at most C(a %13 + a*9/2l3/2). Summing the rings up to radius
a gives the asserted variation.

The harmonic remainder is bounded above by Ca~*. Harnack’s inequality and the harmonic
gradient estimate, applied to this upper constant minus the remainder, bound its variation by
C(s/a)(a=*+h(y)_). Combining the estimates gives (7.9), as well as continuity. For hg, Lemma 7.3
bounds its negative part by Ca~*, which is absorbed by the first term. O

7.3 Averaging at a smaller radius

Fix w = 107°, and use the small parameter r, fixed above. Define the smearing widths, center
kernels, and averaging operator by

t. = cia.min(az,m)",  Koy)=gr.(y—2), Rf(y) = /’Cz(y)f(z) dz, 1y =ty/ay.
(7.11)
Thus R smooths a mass at its own center-dependent width. It preserves total mass, although it
need not preserve the constant function exactly.

Lemma 7.5 (Kernel and potential estimates). Uniformly as r. | 0, a center contributing to Rf(y)
satisfies |z —y| < 2t, and t,/t, =14 O(rY). Moreover,

Rl(y) =1+ 0(Y), VK)o <Ct%  [V.Ko(y)]2 < O, (7.12)

The norms in these gradient estimates are taken in the center variable z. The operator R is
bounded on L°/3 and preserves integrals. The correction

qo = K * (po — Rpo) (7.13)

is nonnegative, continuous, belongs to H', and tends to zero at infinity. It satisfies
0 < qoly) < Cay*r)/ (7.14)

Proof. The scale function is 1/L-Lipschitz. The function a + cjamin(a,r,)” has Lipschitz
constant O(ry). Thus |t, —t,| < O(r¥)|z —y|. If |z —y| < t., this proves the support and
comparability assertions. Replacing ¢, by t, changes the kernel by at most Cr{t, 3 on a ball of
radius 2t,, giving the first assertion of (7.12). The chain rule for a Lipschitz width gives the
gradient bounds, first pointwise almost everywhere and then in L? by the support bound. Since
J K.(y) dy = 1, Fubini proves preservation of integrals. Weighted Jensen followed by Fubini, using
the bound on R1, proves the L%/3 estimate.
Newton’s theorem gives the nonnegative representation

w(®) = [ Ky~ 2) — (4 g2 )y~ 2)] d=
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Only |z — y| < 2t,, contributes. The local field bound gives

po(z) < Ca;ﬁ + C’ay_3/2 Z Zm|z — Rm| %2

loc

Equation (7.4) therefore bounds the displayed integral by C(a, 6t§ + ay o/ ztll/ 2), proving (7.14).

Both py and Rpgy belong to L' N L5/3 hence also to LY. Their potentials are continuous and

decay by the proof ‘of Lemma 7.1; the Sobolev inequality and the Coulomb energy identity put
their difference in H'. O

Define the nonlinearity acting on an offset h € R by

Fy(h) = cr / K- (y) (Vel(z) + h)E, do. (7.15)

For each y, this is finite, convex, continuous, and nondecreasing in h. These properties follow from
those of the positive power and the local integrability of V. We will use this averaged law in
place of the unsmeared Thomas—Fermi equation.

7.4 Barriers with a strict gap between scales

We have established the reference fields and the averaging estimates. The remaining task is to
lower the reference field just enough that its averaged density pays for the Laplacian of the lowering
term. The strict inequality between the coefficients below leaves room for all errors from averaging.

Lemma 7.6 (Comparison barriers). There are fized positive constants «, €g, Cl, cp, ¢ with the
following properties for all sufficiently small r. > 0. For 0 <r < r, define

I, = W, + Chriowite, B, =Wy+qo—T), b, = B, —V,, hy = ho — cpa™ 2. (7.16)

The offsets b, are continuous and locally H* and decay at infinity. On {a > r} their Laplacian
densities satisfy

Ab, > —drv, + f,(by). (7.17)

More precisely, this inequality holds almost everywhere there between the locally integrable densities
representing the two sides; on every open set contained in this region it is also a distributional
inequality. On the same region,

B, > 0.9W, > 0, hy +ca=t < b, < Ca™. (7.18)
For every contributing center z in (7.15),

Ve(2) + he(y) > ca;4 almost everywhere in z. (7.19)
All these constants are independent of r,ry« and the nuclear system.

Proof. First fix € as in Lemma 7.3. That lemma implies

' VW ()]

with a fixed universal bound. Since AW, < CFVVS3 / 2, the chain rule gives

A(WH) < (14 a)(cr +aD )W,
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Choose a > 0 so small that (1 + «)(1 + aD./cp) < 1.1. Consequently
AT, < 1.1epy/W, T (7.20)

All chain rules are local: W, is positive and locally C! with locally bounded Laplacian, so
multiplication in the weak equation justifies them.

Choose ¢, > 0 smaller than a sufficiently small fixed fraction of cg. On a > r, r*®We < C°.
We may therefore choose positive €, C) so small that, throughout this region, I, is a tiny fixed
fraction of Wy, is at most 0.1cpa™%, and is at most (cp/2)a*. At the same time,

T, > egcoa™ . (7.21)

These choices precede every smallness requirement on 7.
The equations for hg and gy give the exact cancellation

A(ho + qo) = —4nvs + cr R(W). (7.22)
Fix y with ay, > r. For a contributing center z, the offset oscillation estimate and (7.14) imply

Ve(2) +br(y) = Wo(2) + holy) — ho(2) + qo(y) — T+ (y)
< Wo(z) = Tr(y) + Cay 7,2
By (7.21), the final error is o(I';(y)) uniformly as r. — 0. Furthermore,

W(2) - 1—o0(1)
1.01 — 1.01

WO(Z) 2 Ws(y)a
using the gradient and lower bounds for W and |z — y| < 2t,. The chosen small ratio I', /W, and
the derivative of the power therefore give

Wo(2)P = (Ve(2) + br(y))} = 1354/ Ws(y) Tr(y)

for sufficiently small damping fractions and then sufficiently small .. Indeed the limiting coefficient
is p/+v/1.01 > 1.49. After integration in z, the factor R1(y) = 1 + o(1) leaves the lower bound
1.3y/Ws(y)I'(y). Combine this with (7.22) and (7.20) to prove (7.17). All terms represent locally
integrable densities, so the assertion includes points of a level set of a up to a Lebesgue-null set;
no regularity of those level sets is required.

Because ¢y > 0 and I';, < 0.1Wj, we have B, > 0.9W,. The upper offset bound follows from
b, < ho + qo- Also

by —hy=qo— Ty +cpa™t > (¢/2)a™4,

so one may take ¢ = ¢;/2. On the kernel support,

Vo(2) + hy(y) = Wo(2) + ho(y) — ho(2) — coa,® > cay*,

by the lower bound for Wy, scale comparability, and the offset oscillation estimate, after decreasing
s further. This proves (7.19).

Finally, ho, qo are continuous and locally H', and the same is true of I',. Their decay proves
the remaining assertions. O
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Lemma 7.7 (Gap under doubling). Fiz k € (0,1/10). The barriers in Lemma 7.6 have a fived
constant v > 0 such that, whenever Ry = 2r <y,

by —bp, >vRy*  on{Ri<a<(1+k)R:}. (7.23)
Proof. The difference is exactly
by —bp, = CH(1 — 274 RiOW e,
The lower bound for Wy gives the assertion with
v =Co(1 =27 eyt (1 + k) ~HH) > 0,
O]

The lower margin in (7.19) also controls inversion of the averaged law. If 9 > 0 is a sufficiently
small fixed constant, differentiation under the integral gives
d fy(h) o o
- >
dh ar =
Indeed (V.(2) + h)ﬁ_l > ca,? on the kernel support, and R1(y) is bounded below. This derivative

bound and the gap (7.23) are the two margins used in the conditional field comparisons and the
subsequent passage from 7 to 2r.

for h > hy(y) — 50%74. (7.24)

8 Noisy observations and conditional screening

We compare the conditional electron density with the nonlinear reaction law of Section 7. The
observation noise makes a rare data event inexpensive to impose on the eigenstate. A local quantum
comparison in the resulting state will then rule out each failure of the desired inverse relation.
We use the master kernels and deterministic barriers of Section 7, with the small parameter now
chosen from the proposed excess charge.

Suppose, towards a contradiction, that the asserted uniform excess-charge bound fails. By
Lemma 2.3, choose systems at their largest strictly bound sectors such that

Kexye =N —-2Z >0, Kexe/M — 0.
Fix a universal constant By > 2, to be enlarged in the final argument, and define
e = (BOM/Kex)'® — 0,  rg=2""r., r;=2ry (0<j<n), (8.1)
where the finite integer n > 1 is chosen so that rg < Z=1/3. The crude bound N < 3Z and M > 1
imply r. > Z —1/3_ All subsequent smallness assertions concern this sequence of systems; their
thresholds will be universal and independent of n.

8.1 The common observation construction in molecular geometry

Set {; = rjl-'m for j < n. Use the unordered arrays and likelihood versions of Section 5, with NV
particles, indices j,...,n — 1, and F,, trivial. The master kernels are those of (7.11). Define

N
pi(y) =E [ani(y) | fj} : H; =V, — K * ;.
i=1
Lemma 5.1 gives the joint versions, fixed-system regularity, Poisson equation, and the tower

property. Here the ground state attains F, so Lemma 5.2 gives offset CEJ-_Q log5(e/ P,) for every
event of probability P4 > 0.
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8.2 Upper tails and a spatial cap

The observations have two uses. First, their conditional electron density is a continuous field
to which elliptic comparisons apply. Second, an event of these observations can be imposed at
the small energy cost in Lemma 5.2. We first use that cost to exclude large positive fields and
excessive local observed counts.

For this subsection fix a numerical constant L; > 1. Its value will be chosen after the universal
field caps have been obtained. At scale r = r;, put R, = 2r. Constants in estimates of small
probabilities may depend on Li; the field thresholds below do not.

Lemma 8.1 (Positive conditional-field tail). If r/2 < a, < 5L;r, then, for a universal C' and
every s > C,
P{H;(y) > sa;4} < eexp{—cr,(s— C)Q/5a;1+'004}. (8.2)

All estimates hold for sufficiently small r., uniformly in j <n.

Proof. Write a = a, and tilt the event in question, if it has positive probability P4. By the tower
property, its average of K * u; is the tilted raw average of the potential of the master smears.
Nuclei within a fixed multiple of a contribute at most Ca=* to V. More distant electron smears
have exactly their bare potential at y: a contributing smear near y has center within 2¢, < a.
Dropping the remaining negative electron terms therefore gives

E[H;(y) | A] < Ca™* +Ey, J,.

Lemmas 4.2 and 4.4, with no initial cut, bound the last expression by Ca=* + C\/d/a. Indeed, for
small a, their scale quantity is bounded by C(a™" + §). Lemma 5.2 and ¢; > cz,a*%" imply

s —C < Ca™?(; 10g??(e/Pa) < Cp,a***log™?(e/Pa).

Solving for P4 proves the assertion. The deterministic threshold comes solely from the universal
local field estimates. O

Call {r < a < 2L;R;} the participating band. Use a grid of closed cubes @ of side /100
meeting this band. Let @’ be concentric enlargements, chosen with bounded overlap to contain
every ball of radius r centered in (), with an additional margin. The Lipschitz bound for a ensures
that aq := infgr a > r/2 and that all points in @’ fall in the range of Lemma 8.1. Choose smooth
0 < xg <1 equal to one on Q, supported in @', with |[Axg| < Cr~2.

Lemma 8.2 (Spatial cap and its exceptional cost). There are universal thresholds C.,

Cap,Ccap with
the following properties. Define

Q is bad <= supH; > C| aé4,
Q

cap

Bg = 1(Q taay SuP(H;)+, II= ZBQXQa &= U Q'
Q Q Q bad

Then H; —1I < Ccapa_4 on the participating band. For each fized m > 1 and A’ > 0,
P(Q bad) + a"EBY < Cry ™. (8.3)

At each deterministic point, P(y € £) has the same arbitrarily high polynomial bound. The cube
families are finite, and

Z |Q/| < CLIMT3‘ (84)
Q
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All these random objects are jointly measurable in the data and the spatial variable. For the fixed
system and scale, their sizes and supports have deterministic bounds.

Proof. Since AH; > —C'agfs on @', adding a quadratic and applying the ball submean inequality
gives, for any fixed large C’ and a universal C”,

sup H; < C”'aé4 + C’r_g/ (H; — C"aé4)+.
Q

Q/
The same inequality follows for distributional Laplacians by mollification. Choose C’ above the
threshold in Lemma 8.1. Because a./ag is bounded and a, < 5L;r on @', integration of that tail
yields
_ _ A’
E(H;(z) — C"aQ4)T < CaQ4mr

for arbitrary fixed m, A’. Jensen’s inequality for the spatial average gives the same bound for the
integral term. Taking C¢,, > C” + 1, Markov’s inequality gives the bad-cube probability. On a
bad cube its supremum is bounded by the integral term plus C” %34; the probability just proved
controls the latter contribution to every moment. This proves (8.3).

If a point lies in a bad cube, the corresponding term of IT dominates (H;)4 there. Otherwise the
good-cube bound gives the asserted cap, since ag and the local scale are comparable by a universal
factor. At a fixed point only a bounded number of enlarged cubes occur, proving the estimate for
&. Every participating or enlarged cube lies within distance C,,r of some nucleus, by d, < La,.
Counting grid cubes in this union proves finiteness and (8.4). Cube suprema are measurable
through a countable dense subset, because H; is continuous. The bounds from Lemma 5.1 also
give the last assertion. O

8.3 The inverse comparison and the order of constants

We now fix the constants needed for propagation. Choose Ciy, larger than the barrier upper bound
in ¢~ units and than Ceap. Choose Ciop > Ciyy sufficiently large and put hiop(y) = Ctopay, 4. this
also exceeds h; with a fixed margin. If « is the constant in Lemma 7.7, choose 0 < Ao < A1 < /4.
Choose L; sufficiently large that, when a > LR, subtracting A2R14 from either upper cap
places it strictly below bg, . This is possible since |bg, | < Ca~* there. The preceding probability
estimates now apply with this fixed L.

Choose a safety constant ey > 0 so small that n = eoRjr4 is smaller than the barrier margin
above hy throughout Ry < a < 2L1 R, and than the shift gap. Finally choose dp > 0 small
compared with that margin, Ae, and A\; — A, so that

160g + 2e9 < A1 — Ag, 0o < Ao, 2e9 < C/(2L1)74. (85)

These choices precede the final smallness requirement on 7.
Define

1) ho(y),  m < Ty(he(y)),
Ty(h) = Zﬁ? Iy(m) = { T,/ '(m), Ty(h(y)) <m < Ty(hiop(y)),
htop(y), m > Ty(hmp(y))'

The positivity on the master kernel established with the barriers implies

T,(h) > ca;2 (h > hy(y) — 50(1;4). (8.6)
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Indeed, differentiating the power 3/2 leaves a positive square root bounded below by cay 2ona

kernel of integral 1+ o(1). Thus the inverse on the indicated interval exists and is continuous. The
clipped inverse satisfies
m > Ty(hy) = T,(Iy(m))

m < Ty(htop) = Ty(Iy(m)) > m. (8.7)

AVARVAY

Lemma 8.3 (One-sided inverse comparisons). Fiz j < n, and put r =r; and Ry = 2r. For each

deterministic y with r < a, < 2L1 R, the failure probability of each implication below is less than
40
r*:

wi(y) = Ty(ho(y) = Hjly) = Iy(pi(y)) — doay ™,
115 (y) < Tylheop(y)) = H;(y) < I,(1;(y)) + doay ™.

The constants and the smallness threshold for r. are independent of the system and the number of
scales.

(8.8)

Proof. The argument has three steps. Observation matching first relates the conditional density
to the particles retained by a fresh patch. The patch comparison then determines the local offset
except for a small event, whose negative-field cost must also be controlled. Finally, two separate
tower identities transfer the offset comparison back to the master field.

A count-good event and the fresh patch. Write ¢ = ay, t = t,, 7 = t/a. Recall that
Rf(y) = [ K.(y)f(z)dz: the averaging and the kernel gradient estimates below concern the center
variable z. There is a universal K such that

P{#{i: Y} € B(y,3a)} > Koa >} < r2. (8.9)

Otherwise tilt this event. Lemma 5.2 gives § < Cr=2021og®(e/r*?) < a= ™92 for small r,. The
last inequality is uniform: after multiplication by aS® its left side is at most C,r*% log®(e/r2).
Every compatible raw configuration has the same excessive count in B(y, 4a), because v/3(; = o(a).
A fixed cell cover and Lemma 4.4 contradict this for large enough Kj.

Call the complement of this excessive-count event count-good. On such an observation path,
match its entries to any compatible raw configuration. The kernel Lipschitz bound gives

D Kai(y) = D Kyuw)| < Ca™?0t 7" (8.10)

Only observations in B(y, 3a) can contribute to this difference. The conditional ratios in Lemma 5.1
are supported on compatible configurations. Averaging (8.10) therefore gives the same bound with
i (y) replacing the raw sum.

If an implication in (8.8) fails with probability at least 7%, intersect its failure event with
count-good data and call the result A. Then P4 := P(A) > r4! for small . Write P for the
original joint law of raw variables and all noisy arrays, and @Q = P(- | A). Its raw marginal is the
law of 14 = /pa/Pa¥, with 6 < a~ "2, Apply Lemma 4.3 to this state, choosing b = a'*? and
B =b/a = a?. Once selected by shell averaging, the patch radius is deterministic. Extend Q by
sampling the fresh cut labels conditionally on the raw variables with the cut’s squared partition
probabilities. The raw-label marginal is exactly the patch construction for ¥ 4. Write X for its cut
data, p% for its conditional core density, p for its local Thomas-Fermi minimizer, and o for its
retained fine density. These are conditional objects under this tilted patch law. In contrast, u;
remains the conditional density defined under P.
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Law Construction and conditional quantities

P=P The raw state ¥ with independent noisy arrays. The fields y;, H; retain their definitions
using F; under this law.
Q P(- | A), extended by the fresh cut labels. The quantities p%, p, o use its raw-label

marginal and the cut data X.

The fine smearing moves retained centers by at most v/3b. Every particle relevant to the master
kernel is in the retained central region. Thus (8.10) implies, @Q-almost surely,

|Ro(y) — p;(y)| < Ca™3(¢; + bt = o(a™®). (8.11)

Let G = {D(0 — p) < a "0}, Lemma 4.6 gives
Eg [D(o* - p) +/WO’] < Ca= ™02 EQ/U5/3 <Ca™". (8.12)

In particular Q(G¢) < Ca®'. On G, Lemma 3.1 gives
|Rp(y) — Ro(y)| < Ct~5/2a735H0% = (a~0).
For clarity, after division by a~% these two errors are bounded by
C{a®' ™ 4 a2 + a0%%775/2) = o(1). (8.13)
The lower bound 7 > cr,a”, w = 107°, makes every power positive.

The local inverse comparison and rare negative fields. Put hx =W — V.. On G, in the
high-density case one must have

hx () > I, (s () — Sdoa™ (8.14)

Indeed, the opposite inequality and Lemma 7.4 imply on the master kernel hx(z) < I (1;(y)) —
Soa~*/8. To cover arbitrarily negative hx(y), note that h — h + C7h_ is increasing for small
7: evaluate it at the proposed upper threshold, which is bounded in a~* units. The oscillation
error there is o(a™%). The Thomas—Fermi equation, (8.6), and the first part of (8.7) then yield
Rp(y) < pj(y) —cdpa™, contradicting (8.13). In the low-density case the lower oscillation estimate
and the increasing function h — h — C7Th_ similarly give, on G,

hx (y) < I(u(y)) + §6oa™". (8.15)

Here the second clipping inequality is used.

The deterministic upper bound hx(y) < Ca™* controls the positive error on G¢ in the low-
density case. The high-density case requires a bound on negative fields there. By kernel positivity,
;> Ty(hy) > ca™C. Equation (8.11) and K, (y) < Ct=3 force, on every configuration,

3.3

643 = ca™373.

My = / o> ca
B(y,2t)

The upper oscillation bound implies on this ball

W_>(1—Cr)hx(y)— — V. — Ca™ 4712,
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Integrate against o, divide by m,, and average over G¢. The patch bound controls the W_o
numerator by Ca~"t02. For the nuclear term, weighted convexity and the uniform integral of
|z — Rpm|~%/? on a radius-2t ball give

/ VIR < Ca A2,
By2t) ¢ T

Holder’s inequality on probability times space therefore gives

3/5 2/5
EQ].GC/ Vo < (EQ/U5/3> (Q(GC)/ V'C5/2>
B(y,2t) B(y,2t)

< g~ TT004 2
We conclude that
Eglgehx (y)- < Ca *{a %773 + 07728 1 Q(G) 71/} = o(a™). (8.16)

Since || < Ca~%, the bounds on G now imply the corresponding one-sided comparisons in
expectation, with error dpa=%/4 + o(a™?).

Transfer of averaged fields. The remaining step compares the expectation of this fresh patch
offset with that of the master offset under the event law (). Apply Lemma 5.3 with the nuclear
splitting V' = V, + V., master width ¢ = ¢,,, and fine width b = a'?. Lemma 4.6 gives the raw local
density and Coulomb error bounds; the deleted shell estimate is (4.26). The pointwise density
bound required for the nuclear remainder follows from p = kWi/ % and (4.23); its potential on a
radius-t ball is Ca=*(t/a)/? by (7.4). Thus the explicit transfer estimate is

’EQ(Hj _ hX)(y)‘ < Ca_4{71/5 +51/5 + 51/2 + a'OlT_l/2 + 7_1/2} _ 0(a—4)' (8.17)

Here 8 = a2, cp,a¥ <7 < c1r?, and .01 —w/2 > 0. The two expectations in the common lemma
use different conditional laws; this verification identifies neither posterior pathwise.

On the high failure event, every path has H;(y) < I,(u;(y)) — doa=*. Equations (8.14)
and (8.16), together with (8.17), instead give

EQH,(y) > Eql(1;(y)) — jdoa™" = o(a™),
a contradiction. The low failure event is contradicted in the same way by (8.15), the deterministic
upper bound on hx, and (8.17). All remainders are uniform: a <z, v, 7 > c¢r,a", and the smallest
power in (8.16) is .004 — 2.8w > 0. The constants were fixed before letting r, — 0. O

8.4 Moments for the integrated exceptional cost

The inverse estimates concern each deterministic spatial point. Their use in the next section
requires integrable costs for failed comparisons, not a single event on which all points succeed.

Lemma 8.4 (Conditional-density and reaction moments). Fiz j < n, put r =r; and Ry = 2r,
and let r < ay < 2L Ry. Under the original joint law P = PP,

@)1z < Ct%an® Iy (Hi(w)ll2 < CayS(1+7,%/7). (8.18)
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Consequently, if Fy is either failure event from Lemma 8.3, then

/ E[Lr, (15(y) + £, (Hy ()] dy < CMp20=3=50, (8.19)
{r<ay<2L1Ry}

The same bound holds with F, replaced by {y € £}, and the expected integral over all of R3 of
r—2 2.0 Bqlg is bounded by the right side as well.

Proof. Conditional Jensen, the master-kernel support, and Lemma 4.4 give
iy ()2 < Ot 2 |[3#{i = @i € By, ay)}2 < Ot a,”.

The tail bound implies ||(H;(y)+)%?[]2 < Ca,®. For the nuclear part of the reaction, weighted
convexity and the uniform integral of |z — Rm|_3/ 2ona radius-2t, ball give

3/2 —3_-9/2,3/2 —6_—3/2
/ICz(y)Vc(z)/ dz < Ct,"a, /ty/ =Ca,’T, 2,

This proves (8.18). Cauchy—Schwarz against P(F},) < 740 contributes r?°. Use a, =<r, r, 7, > ¢, 7%,
and (8.4) to obtain (8.19). The arbitrarily high polynomial bounds in Lemma 8.2 give the other
assertions, choosing their exponent larger if necessary. All integrations are licensed by the joint
measurable versions already constructed. O

9 Outward propagation and the excess-charge bound

The inverse comparisons now allow us to replace a reaction term by the conditional electron
density on one more layer of local scales. We perform this replacement before forgetting the
observations at the current scale. The failed comparisons contribute a nonnegative error density.
Its expected integral, rather than the probability of a simultaneous comparison throughout space,
is the quantity that we shall sum.

We use the scales r; = 219, ry = 14 and the retained data Fj of Section 8. The data F,, are
trivial. Write p; for their conditional smoothed density. At each step we take a local maximum
of the previous comparison field and the observed field Hj, after lowering them by different
constants. The previous field supplies the nonlinear reaction; H; supplies the actual density
through its Poisson equation. The unequal shifts let the inverse comparisons prove the missing
source inequality for each branch that can attain the maximum.

After the last observations are forgotten, the resulting positive exterior field will bound the
smoothed electron mass in {a < 7.} by Z plus the accumulated error. The exterior-count estimate
of Lemma 6.2 controls the remaining smoothed mass, while the error has integral o(M). These
are the two contributions to the final excess-charge estimate.

The invariant at scale r = r; is a continuous locally H 1 offset u and a nonnegative bounded
compactly supported error density d; such that

Au > —4nvg + 4rlya oy — 4ndj + 1>y fy(u)  in distributions, (9.1)

and
by <u< Cpva™* on {a >}, u="b, on{a> Lir}. (9.2)

Here and below an inequality between spatial functions is asserted for every positive-density
retained path, using the versions of Lemma 5.1. The functions u, d; are jointly measurable in the
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retained data and space. We also maintain deterministic bounds, for the fixed physical system and
step, on the modulus of continuity and the H' norm of u on every compact set, and on the size
and support of d;. These additional bounds justify conditional integration. The integral estimate
for d; will instead have universal constants.

9.1 Replacing one layer of reaction by density

For this subsection put r = r;, Ry = 2r, and H = H;. All parameters are fixed in the order
specified in Section 8. We record the inequalities that enter the argument:

A\ < %, 1600 + 2eg < A1 — Mg, do < Az, 2eq < /(2L1) 7" (9-3)

The constant ¢ > 0 is the margin in b, > hy, +c/a™. Set n = egR;* and T, = f,/(47).
For the current data, denote the high and low failure sets of Lemma 8.3 by
B" = {y: pj(y) = Ty (m(y),  H(y) < Iy(pi(y)) — Soa,*},
B'={y: 1j(y) < Tylhwop(v));  H(y) > I(11(y)) + Soa,*}.
These sets are used only within the participating band r < a < 2L1Ry. Let II, Bg, Q" and & be

the penalty, its cube coeflicients, the enlarged cubes and their bad union from Lemma 8.2. In
particular I = 0 off £ and H —II < C’Capcf4 throughout this band.

Proposition 9.1 (One outward step). Suppose that u,d; satisfy the inductive conditions above,
including (9.1)~(9.2), at scale r = r;. There are an offset u' and a nonnegative error density d,
measurable with respect to the same data Fj, that satisfy these inequalities at scale Ry with ;
still in the core term. One may take

dv: dj + Cr—2 ZBQIQ/
Q
+ 1ir<a<riytileupn
+ 1R, <a<2r, R} Ty(H)1eup, (9.4)

where C' is a universal constant large enough to dominate the penalty Laplacian.

Proof. Define two shifted offsets
uy =u— A\ RY, up = H — M R7* — 11

Use the following open cover to define u':

open region ‘ u’
a<(l4+rK)R+ max (ug, uz) (9.5)
(1+rK/2)Ry <a<2LiRy | max(uy,uz,bgr,) '
a>L1R, bR+.

The definitions agree on overlaps. On the lower overlap, Lemma 7.7 and (9.3) give
w > by — MR > bp, .

On the upper overlap the shifted cap inequalities, ensured by the choice of L1, put both u; and us
below bgr, . Thus the local maxima glue to a continuous locally H ! function. No assertion about
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the measure or regularity of a level set of a is required. The new exterior bounds follow from the
same comparisons: for Ry < a < (14 k)R4 the lower bound is supplied by w1, and elsewhere the
barrier is an included branch.

We verify the differential inequality locally. At a fixed point in one of the open regions, discard
branches more than 7 below the maximum. There is a neighborhood on which these discarded
branches cannot attain the maximum, while every retained branch is within 27 of it. We show
that each retained branch satisfies the common inequality

Av > —drvs + Al g r 1y — dred + La>r,y fy(v) (9.6)

on that neighborhood.

For w1, the old core inequality suffices on a < r, and monotonicity of f, gives the required
reaction on @ > Ry. On the gain region r < a < R, the error in (9.4) pays u; at points of & U B,
At every other gain point, II = 0 and near activity yields

H<u— (M — )R+ 2.

Here hy < u < hiop. If pj > Tyy(u), then the high comparison applies and I,,(¢j) > u, including
the case where the inverse is clipped at its upper endpoint. It would follow that

H>u—68a*>u—1650R*,

contrary to (9.3). Thus 4mp; < fy(u). The old reaction supplies precisely the new core term on
the gain region.

For ug, the identity AH = —4mv, + 4mp; gives the required core term on all of @ < Ry, while
the first increment in (9.4) pays the Laplacian of II. Consider the remaining points where ug is
retained. The lower splice or the included barrier gives

Uy > bR+ —2n > hy + da=* - 260R__i_4 > hy.

The last inequality uses a < 2L1 R, and (9.3). On £ U B! the last error term pays the reaction
because up < H and f, is nondecreasing. Otherwise II = 0 and the cap gives H < hyop. If
pj < T,(u2), the low comparison applies and I,,(¢j) < ug, also when the inverse is clipped at its
lower endpoint. We would obtain

H < g+ dpa™* < g+ R4,

contradicting H = ug + )\ng. Therefore 4mp; > fy(u2), as required.

The barrier branch appears only where a > R4, and Lemma 7.6 gives (9.6) there. The old
error density and every additional error are nonnegative, so they can only weaken the required
lower bound.

These comparisons cover the exact level sets as well: a = r belongs to the gain region and uses
the old reaction, whereas a = R, belongs to the new exterior and uses its reaction. All right-side
comparisons hold almost everywhere on the chosen neighborhood and therefore upgrade each
retained branch’s distributional inequality to (9.6). The source v, is a smooth bounded density
for the fixed system, and all branches here are continuous and locally H!. The reaction is also
bounded on bounded ranges of its argument: for a fixed system, ¢y, :=inf, ¢, > 0 and V, € Li’/ 2
give, for every A > 0,

sup fy(h) < Ct;{?’n/Vf/Q + CA3?sup R1(y) < oo.
v, [h|<A Y

Thus the first, nonsingular part of Lemma 5.4, followed by a partition of unity, proves the inequality
for u’ on all of R?. No vanishing of the reaction near the original nuclei is needed in this step. [
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9.2 Averaging the data and summing the error

The next step explains why the nonlinear reaction survives the removal of observations. It also
records the integrability needed in that operation.

Lemma 9.2 (Forgetting the current observations). Set
ujp1 =B | Fjaa],  djsr = E[d | Fjpal.

Then wjy1,dj1 satisfy (9.1)+(9.2) at scale rj11, with conditional density pj1. They retain
continuity and local H' regularity for the offset and bounded compact support for the nonnegative
error density.

Proof. For the fixed system there are finitely many scales and cubes, and all master smoothing
widths have a positive minimum. Lemma 5.1 therefore gives deterministic bounds for the conditional
densities, their potentials and their gradients. The offsets and error densities in the assertion are
jointly measurable: maxima, clipped inverses and failure flags preserve measurability, and each
cube supremum may be taken over a fixed countable dense subset.

Inductively the branches have deterministic continuity moduli and local H' bounds on each
compact set. Their open definitions agree on overlaps; a finite subcover of a compact set supplies a
Lebesgue number and hence a modulus for the glued function. The gradient of a finite maximum
is almost everywhere one of the branch gradients. Conditional averaging consequently preserves
continuity. It preserves the local H' bound by testing weak derivatives against compactly supported
vector fields, using Fubini and Cauchy—Schwarz. The error terms have deterministic bounded size
and support for the fixed system and step, so the same is true after averaging.

Integrate the distributional inequality of Proposition 9.1 against a fixed nonnegative compact
test and then against the explicit positive-parent conditional law of Lemma 5.1. The preceding
bounds justify Fubini. The tower property gives E[u; | Fjt1] = pj+1, while convexity gives

E[fy () | Fjs] = fy(E[u' | Fjza]).

This is the required lower bound for the reaction. The exterior bounds and the exterior equality
are deterministic and pass to the average. O

Lemma 9.3 (Integrated error). Starting with uw = by, and dy = 0, the preceding construction
reaches scale r,, = v and produces a deterministic error density with

/dn < CMrlT=3 = o(M) along the contradiction sequence. (9.7)

The constant is independent of the number of scales and of the nuclear configuration.

Proof. Since ro < Z~1/3 < a, Lemma 7.6 gives the initial invariant everywhere; there is no initial
core region.

At scale r = r;, apply Lemma 8.4 to the three increments in (9.4). The high-failure estimate
pays ; on the gain region; the low-failure estimate pays Ty (H) = f,(H)/(4m) on the remaining
participating region. The same Lemma pays membership in £ and the penalty Laplacian. For
B e {Bh,Bl}, use 1gup < 1g + 15. All these integrands are nonnegative, so restriction to the
indicated subregions only improves their bounds. We obtain

E / (d—dj) < CMpT—3,
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Conditional averaging preserves the unconditional expected integral of a nonnegative density.

Because g =17 — 3w > 0,
N AN~ ghs o TE
0 h=1

n—

j:
At the last step the data are trivial, so d,, is deterministic. This proves (9.7), uniformly in n. The

argument has used the failure probability separately at each spatial point and then integrated it;
it has imposed no simultaneous good-data event in space. O

9.3 The total-charge comparison

We have reached the unconditional density u, and replaced the reaction by this density throughout
{a < 7.}, at total error o(M). A final potential comparison converts this statement to a bound on
the number of electrons in that region.

Proof of Theorem 1.1. Use the contradiction sequence and sector eigenstates of Section 8. Its
terminal scale is 7. = (BoM/ Kexc)l/ 3. The universal By will exceed the fixed count constant
below. All deterministic parameters and tolerances are chosen before taking the sequence limit.
The smallness requirements of the preceding lemmas then hold for all its sufficiently late members,
uniformly over their scales.

At the final step put

U=V.+ uy, S=v-— 1{a<r*}ﬂn + dp.

The signed measure S has compact support. In fact {a < r,} lies in a finite union of balls around the
nuclei, the error density has compact support, and the nuclei are finite. Since AV, = —4nv + 4nv,,
the final invariant implies

AU =K %8) = Lz fy(un) = 0.

The nuclear singularities cancel in the explicit identity
U—-Kx*S=up—Vs+ Kx*(1gerypin) — K*dy. (9.8)

The right-hand side is continuous and locally H' on all of R3: the last two potentials have
bounded compactly supported densities, and the other terms have the stated regularity from the
construction.

Far from the nuclei, (9.2) gives U = B,, = Wy + qo — I',, which tends to zero by the
deterministic field estimates. The compact source potential K * S also tends to zero. For every
€ > 0, the function (U — K * S — €); consequently has compact support and is an admissible H!
test in the subharmonic inequality. Testing gives a nonpositive squared gradient norm, so this
positive part vanishes. Letting € | 0 proves

U<K=xS away from the nuclear points.

On every sufficiently large sphere U = B,., > .9W; > 0. The spherical mean of the potential of a
compactly supported signed measure, on a sphere centered at the origin and enclosing its support,
equals its total mass divided by the sphere radius. Hence

0</dS:Z—N+/ un+/dn. 9.9)
fa>r.}
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Only positivity on a far sphere is used here; no asymptotic charge formula for Wy is needed.
At the last scale the data have been completely averaged away, so

tin(y) = Ey Z K, (y)-

If a kernel centered at x contributes to a point with a, > r,, then its support and the Lipschitz
scale estimate imply

rT—y ary
ayﬁam+| 7 |§ax<1+ L)'
For small r, this forces a, > r,/2. Each kernel has integral one, and Lemma 6.2 therefore gives

/ i < Eg#{i : a(x;) > 1, /2} < CMr;3.
{a>r.}
Combining this with (9.7) and (9.9) yields

Kexe < CMr2 +0o(M) = goKexC + o(M).
Choose By > 2C, increasing it also to ensure the initial scale choice in Section 8. Since Kex./M —
oo, the last inequality is impossible. This proves the existence of one universal finite constant
bounding the excess per nucleus in every strictly bound sector.

For an arbitrary strictly bound sector, the largest strictly bound sector of the same system
has at least as many electrons, so the same bound applies. For every integer N > Z + CM, strict
adjacent binding is therefore impossible. Sector monotonicity gives Enx < En_1, and exclusion of
the strict inequality gives EFny = En_1. Taking M = 1 proves both atomic assertions for every real
nuclear charge Z > 1. O

10 Conditional density and field comparisons

We now specialize to one nucleus at the origin and use V(y) = Z/|y|, dy = |y|, and the atomic
distance scale a, = d,,/L with L = 10°. The comparisons in this section allow every real Z > 1;
the neutral-sector conclusions below use integer charges.

Fix 0 < Dy < oo and a normalized ground state ¥ in a sector with n < 3Z and F,, < E + Dy.
The ground-state assumption in this section is used in the multiplier identity (2.4); the patch
comparisons themselves apply to the resulting states with an energy offset. All probabilities
below initially refer to the raw position-and-spin law of W, enlarged by the explicitly specified
independent random variables. The common likelihood and event-cost estimates of Section 5 now
give a simultaneous comparison throughout an atomic annulus. This strengthens the pointwise
molecular comparison by using the absence of nuclear singularities from these annuli.

10.1 Nested observations and master smoothing
Choose 0 < e <1 and 0 < s < 1, and suppose Z is large enough that 2rg < s. Set

ro =eZ /3, rj = 2rg, m =max{j : r; < s}, l = rjl-‘m (7 <m). (10.1)

Thus s/2 < rp, <s. At scale j < m observe the positions x; + ¢;Uj; and then forget the particle
labels separately in each array. All Cartesian coordinates of all Uj;, at all scales, are independent
with density

1
Cu) = ¢ exp<—1_u2> Ljui<ay-
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Represent the unordered array by its lexicographically sorted tuple Y;. Ties have probability zero.
Write F; = o(Y},...,Ym—1) and let F,, be trivial. These sigma-fields decrease with j.

Fix w = 107° and 0 < ¢; < (10L)~!. With the same smooth radial packet g as in Section 3,
define

Dg = max(dg, 0), ly = Cng min(Dg, 5)", Ke(y) = gt,(y $)2

:E[Zn:’%(y) }—j], Hj =V — K *pj, //c (10.2)
=1

The lower clamp in DY is retained also for particles close to the nucleus; the upper clamp is only
on the factor raised to w. In particular, ¢, > tnin = clr1+“’ > 0 and t is Lipschitz with constant
at most ¢1(1 4+ w)s™

Use the likelihood-ratio versions of Lemma 5.1 for these arrays and kernels. They give joint
measurability, fixed-system derivative bounds, p; > 0, [ p; = n, and

Elpj | Fj+1l = pjvr,  E[Hj | Fja] = Hjsr. (10.3)
The offset H; — V is locally Lipschitz and
AHj; = —4mv + 4mp;. (10.4)

Lemma 5.2 applies with baseline E,, and offset Dgy. In particular, an event of probability p > 0 at
index j has tilted energy at most F + Dg + C’€j_2 log®(e/p). We retain this full baseline dependence
throughout the argument.

10.2 The simultaneous inverse comparison

Proposition 10.1 (Conditional density determines the field). There is a universal constant Ceap
with the following property. Fix L1 > 2, 0 < h; < hy < oo, and a sufficiently small & > 0;
it suffices to require & < h;/16. There exists s. = si«(Dy, L1, h;, hp, &) > 0 such that, whenever
0 < s < sy, at each j < m, with r = r;, there is an event G; € F; satisfying IP’(QJC-) < Cr? on
which, simultaneously for r < d, < 4Lyr and hy < h < hy,

dSpi(y) > kRS2 = diH;(y) > h ¢,

(10.5)
dSpj(y) < kh¥? = diH;(y) < h+€

On the same event, H;(y) < Ccapd;4 throughout that band. The constant C may depend on the
fixed parameters, whereas Ceap does not depend on Dy, L1, hy, by, §. All estimates are uniform in
Z, the ground state, j, and m.

Proof. We first control the observed count and the positive field throughout the band. At a fixed
point and height, a hypothetical failure then defines a tilted state. Its fresh patch compares
the observed density with the patch field, including the contribution of rare negative fields; the
two expectation towers turn this into a contradiction. Finally, spatial and height nets give the
simultaneous statement. Every occurrence of o(1) below tends to zero as s | 0, uniformly for
ro < r =r; < s and the stated bands, after the fixed parameters in the proposition have been
chosen.
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Kernel geometry. Put a = ay =d,/L, t =t, and 7 =t/a. If K,(y) # 0, the Lipschitz bound
on t gives |z —y| < t, <ty + Cs"|z — y|, hence |z —y| < 2t,. On this support, t./t, =14+ O(s").
Comparison with the fixed-width kernel g;(y — 2)? therefore gives

/zcz(y) dz =1+ 0(s%), IK.(y)] < Ct™3, VK. (y)| + | VKo (y) < Ot (10.6)

The center derivative is a weak derivative where ¢, has a corner; its stated bound also gives the
needed Lipschitz estimate. For /2 < d, < 8Ly one has a <z, r and

cr,a’ <71 < Csv. (10.7)

For example, when d,, > rg, the formula is 7 = ¢; L min(d,, s)*; on the indicated band min(d,, s) >
cr,dy. The case d, < rg is comparable, since dy, > r4/2.
An observed-count event. Let M; be the number of entries of Y; with radii in [r/4,12Lq7]. For

a sufficiently large fixed Cp,,
P{M; > Cp,r—*} <r*. (10.8)

Indeed, if the event had probability p > 740, its tilted raw state from Lemma 5.2 would have offset
6 < Do + Cr=202]0g>(e/r10).

Each configuration compatible with the event has more than C,r 2 raw points in [r/8,13L;7],
because observation displacements are at most v/3¢; = o(r). But (4.45) bounds its expected count
by Cp, (r=®++V/6r) < 2C7 r~3 for small s, a contradiction if Cf, > 2C7, . Call the complementary
event in (10.8) C;. For data in Cj, every compatible configuration has at most Cp,r~3 centers
relevant to the master kernels on /2 < dy < 8Lyr. Conditional averaging and (10.6) imply there

pily) < Or o730 [ Vpy(y)| < COrm Tt (10.9)

A universal spatial field cap. Fix y in the same enlarged band and tilt an event A’ = {H;(y) >
bd, 41 of positive probability p. The original-law tower gives

E[H;(y) | A]1=V(y) — By, > (K *Ks,)(y) <Eg,, Jy.

2

To justify the last inequality, a master smear whose potential at y differs from the point potential
has |z; — y| < t;, and hence |z; — y| < 2t, < Aa, for small s. All terms outside that exclusion
therefore have their exact point potential, and dropping the remaining electron terms gives J,. By
(4.39) without an initial cut and Lemma 5.2,

b < Cy+ Cp,r**1og®?(e/p). (10.10)

Here Cy is universal: the local field term in these units is Cdf/a; 4 = CL*, and the contribution
Cd;/ 2\/Do is at most one after decreasing s. Solving (10.10) for p shows that for b > 2C5,

P{d?/Hj (y) > b} <e eXp{—CL1 (b — 02)2/57’_0'996}.
Tail integration consequently gives, for each fixed M > 0,

E(dyH;(y) — 2C2)4+ < Cagp,
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Subharmonicity permits a simultaneous conclusion without a Z-dependent derivative estimate.
Apply the ball submean inequality with radius d,/10 for 3r/4 < d, < 6L;r. The averaging ball is
contained in {r/2 < d, <8Lyr} and d, < d,, there, so

A H;(y) < Cs + Cr° / (dAH;(2) — 2Cs), d-.
{r/2<d.<8Lir}
The constant C3 is universal. The integral term has expectation Oy 1, (rM), since its integration
volume is O, (r®). Markov’s inequality proves that, outside an event of probability Cys , 7,

Hj(y) < Ceapdy,*  (3r/4 < dy < 6L17), Ceap = C3 + 1. (10.11)

This establishes the claimed order of dependence of the cap.

A fized spatial point and height. Fix now r < d, < 4Lyr and h € [hy/2,2h}]. Consider either
failure of (10.5) with tolerance £/4, intersected with C;. If its probability were at least 742, call
that event A" and write @ = P(- | A’). The raw marginal is the state ¥ 4 of Lemma 5.2, with

§ < Do+ Cr=2%21og5(e/r1?) < a7 7102 (10.12)

for small s. Apply the refined patch (4.42) to this raw state at y, with 3 = a2 and b = Ba. Extend
Q by fresh cut labels sampled conditional on the raw positions, exactly as in that patch. Let X be
these patch data, let p§ be its conditional core density, and let p, W, o be its minimizing density,
screened field, and fine-smear density. Thus

W =V —-KxpS—K*p, p= kWi/z on the patch, Eg [D(a —p)+ /W_a} < Ca ™02,

The roles of these densities and their laws are distinct. The pair p;, H; keeps its original-observation
definition in (10.2). Under the event law @, the fresh patch gives the conditional core density
pS and its field ®x =V — K * p%; o is the fine smear of retained out particles, whereas p is the
auxiliary minimizing density and W = ®x — K * p. The field comparison is made after taking
Q-expectations in (10.19) below.

Each compatible raw configuration matches the observed array Y; after a permutation, with
displacement at most \/gﬁj per position. Both configurations and their conditional averages at
those same data therefore differ, when tested against x — K.(y), by at most C’r*3€jt*4. This
follows from the count bound and the center Lipschitz estimate in (10.6); only entries within
2t 4+ O(¢;) of y can contribute. All such raw particles are retained by the fresh patch. Its radial fine
smear moves a retained point by at most v/3b, adding at most Cr—3bt~* to the error. Consequently,
on every compatible path, including paths where the Coulomb error is large,

IRo(y) — pj(y)| < Cr 3 (4 + b)t ™4 < Ca™ (a7 +a?r7%) = 0(a™®). (10.13)

In the comparison with the conditional average, one may first compare each raw sum with
i Ky, (y), then average this same bound using the original posterior law. The array is fixed in
both comparisons, so no equality of posterior laws is being used.

Let G = {D(c — p) < a~ ™9}, Then Q(G¢) < Ca®'. The test function z ~ K.(y) has
support in B(y,2t) and gradient norm at most Ct~5/2. Coulomb duality gives on G

|R(0’ _ p)(y)‘ < Ca77/2+.005t75/2 — Ca76a.0057_75/2 — 0((176). (10.14)

The positivity of the two powers used so far is explicit: .01 — 4w = .00996 and .005 — (5/2)w =
.004975.
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On G, a high-density antecedent forces
W(y) > (h—&/16)d,". (10.15)

For if the reverse strict inequality held, the oscillation bound (4.44) on B(y,2t) would give
W(z) < (h—§/32)d, 4 there for sufficiently small s. This remains uniform when W (y) is arbitrarily
negative: the upper estimate is W(y) + Ct(a™* + W(y)-), and v + v + C7o_ is increasing for
C7 < 1. Using the patch equation and [ K.(y) dz =1+ O(s") would then give

Roly) < k(h —£/32)*2d, 5 (1 + O(s")) < kh*2d,° — e, 0™,
contradicting (10.13)—(10.14). Similarly, on G a low-density antecedent forces
W(y) < (h+¢/16)d;,". (10.16)

Indeed the contrary is positive, so the lower oscillation estimate gives W (z) > (h +£/32)d,* on
the contributing ball; its reaction density contradicts the low antecedent with the same strict
margin. Constants from d, = La are fixed before s is decreased.

The negative field on the exceptional patch event. The upper bound (10.16) passes to expectation
with an o(a=*) error, by the patch bound W (y) < Ca~* and Q(G¢) < Ca’'. To pass the lower
bound to expectation we need more than this small probability. Under the high-density antecedent,
(10.13) holds on all paths and gives Ro(y) > ca™5, since h > h;/2 > 0. The support and upper
bound of the master kernel imply the deterministic mass bound

M, = / o > ca 5t
B(y,2t)

For Y = W (y)_, (4.44) gives throughout this ball W (z)_ > (1—C7)Y —Cra~*. Taking C1 < 1/2,
integrating against o, and using the mass bound yields

Y < C(a™53)71 /W,a + Cra™™.
Multiply by 1gc and use the refined patch budget under the same law ). We obtain
Eo[lgeW(y)-] < Ca (a3 +7) = o(a™?), (10.17)
because .02 — 3w = .01997 > 0. Thus the high and low antecedents give, respectively,
EQW (y) > (h—¢/16)d,* —o(a™),  EqW(y) < (h+£/16)d,"* + o(a™™). (10.18)

Transfer between the two conditioning procedures. Apply Lemma 5.3 with Vi =V, V. =0 and
hx = W. Its two towers are taken under the original observation law and the fresh tilted patch
law, respectively. The refined patch provides all its inputs: the raw density bound and Coulomb
budget are (4.42), the deleted count bound is (4.26), and p < Ca=% on the contributing ball by
(4.25). Therefore

Eq(H; — W)(y)| < Ca™{7/® + Y% + /B + a7 V2 + 712} = o(a™). (10.19)

Here 3 = a? and (10.7) makes every positive-power error vanish. The source-free potential
remainder actually has the sharper power 72, so the common upper bound is sufficient. No equality
of posterior laws is used in this transfer.
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On a high-failure event, its defining inequality is diHj(y) < h —&/4, whereas (10.18) and
(10.19) give diEqH;(y) > h —£/16 — o(1), a contradiction for small s. On a low-failure event the
inequalities are reversed and give the same contradiction. Thus each such failure intersected with
C; has probability less than r42. Including (10.8), the two implications at a fixed point and height,
with tolerance ¢/4, fail with probability at most Cr.

Spatial and height nets. Choose a net of the closed band {r < d, < 4Lyr} with spacing at
most 72 and at most Cp, 73 points. For example, select one band point in each intersecting
cube of side r2/2; the cube count follows from the volume of its O(r?) enlargement. Choose a
finite height net in [h;/2,2hy,] with mesh at most /64, including its endpoints. Exclude every
point-and-height failure, the count failure, and the cap failure with M = 40 in (10.11). A union
bound gives exceptional probability Cr37, and hence at most Cr?® for r < 1.

On the retained event, (10.9) shows that dguj (y) varies by at most Cr'=4* = o(1) between a
band point and a net point within Cr?. To control the field, work in a ball of radius ¢r around
a band point, contained in the enlarged cap band. On this ball B, let Q = K * (1pu;). Then
Hj; + @ is harmonic on B. The value and gradient of () are bounded by Cr=4=3w and Cr—5-3w,
respectively, so H; + @ is bounded above by Cr—4=3v_ Tts nonnegative distance from that upper
bound has, by the Poisson formula on a smaller concentric ball, oscillation bounded by its central
value times the relative distance. It follows that

|H;(2) = Hj(y)| < Cr(r™ 7 + Hy(y)-)  (|z -yl < Cr?). (10.20)

This estimate also controls the change of the normalized field d;H j(y), since d,/d, =1+ O(r). In
particular, if its value at y is below h — &, its value at z is below h — 3¢/4 for small s. Arbitrarily
negative values cause no problem: the relevant upper estimate has the form v + Crv_ + O(r!=3v),
increasing in v when Cr < 1. If the value at y exceeds h + &, it is positive and the cap and (10.20)
make its value at z greater than h + 3£/4.

Suppose now a high-density implication failed at some (y, h). At a nearby spatial net point
choose a height-net value h' € [h — £/4,h — £/8]. The positive lower height bound and the o(1)
density variation preserve the high antecedent at h’, while the field is below h — 3¢/4 < b/ — £ /4.
This is an excluded net failure. For a low-density failure choose ' € [h+¢/8, h+&/4]; its antecedent
is preserved and the field exceeds h + 3£/4 > 1/ + £/4. The height intervals lie inside [h;/2, 2hy,]
by the stipulated smallness of £. This proves simultaneity and finishes the proposition. O

We record also an unconditional estimate used to pay for a failed band. For fixed L and
r < d, <4Lyr, the support and size of the master kernel, conditional Jensen, and (4.45) in the
original state give

(W)l < Ct 2 |40 : 7/2 < da, < 8L1r}|l, < Ot %™ < Cr~ 073, (10.21)

The middle inequality uses the offset Dy and sufficiently small s; its constant is uniform in the
state and scale.

The order of choices is relevant. The fixed screening constants, g, c1,w, and the universal cap
Ceap come first. One may then choose L1, hy, by, § and a bounded offset Dy, and finally make
s small enough for every estimate above. Thereafter any sufficiently large Z with 2ry < s is
permitted. In particular no step requires Dy = 0, and the number of dyadic scales introduces no
loss in the constants.
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11 Outward propagation and an electron deficit

The conditional comparisons let us extend a prescribed electron source from the scale Z~1/3 to a
small radius independent of Z. The result applies to ground states whose energy has a bounded
offset from the minimum over all particle numbers.

Proposition 11.1 (Deficit inside a fixed small ball). There is a universal constant cqef > 0 with the
following property. For every Dgy € [0,00) there is s.(Do) > 0 such that, for each 0 < s < s,(Dy),
there is an integer Z,(Do, s) for which every integer Z > Z.(Dy, s) and every normalized sector
ground state ¥V satisfying

n<3Z,  qu¥]=E,<E+Dy

obey
Z —Bo#{i : o] < s/4} > caets™ > 1. (11.1)

All thresholds are independent of the sector and of the choice of its ground state. In particular,
admissible fized radii s can be taken arbitrarily small.

To prove the deficit, we construct fields u; satisfying a lower bound for their Laplacian.
Alongside the nuclear term —4v, this bound uses the conditional density term 4mp; inside radius
r; and the model reaction 47rk:(uj)i/ ? outside. Each outward step replaces that reaction by the
actual density on one more annulus, then forgets the current observation array. An error density
records the source omitted on exceptional data. A positive lower barrier and a small expected
error will force a positive residual charge at the terminal scale. The construction also gives the

following result at every intermediate stopping index.

Proposition 11.2 (Intermediate atomic subsolutions). There are universal constants €, B, Cipy > 0
and Ly > 2 with the following property. Fiz Dy < co, then take s > 0 sufficiently small and integer
Z sufficiently large as in Proposition 11.1. For every sector ground state in that proposition use
the common observations and master packets (10.1)~(10.2), with ro = eZ~'/3 and s/2 <, < s.
For each 0 < j < m there exist jointly measurable F;-measurable fields u; and densities Pt with

the following properties. Put d = |y|, r = r;, and f(t) = 4nk(t;)>?, and define

by(y) = Bd~ (1 - 87"d> (d> 7).

Auj > —dmv + A gy iy — 4705 + Ligse fuy),

br <uj < Cpyd™ (d>7),  uj=0b. (d> Lir).

The differential inequality is global in distributions. The offsets u; —V are continuous and locally

Lipschitz on all of R3; P > 0 is bounded and supported in ly| < ;. For each fized system and

step, the offsets have deterministic size and Lipschitz bounds on every compact set; the errors have
deterministic size bounds. Universally,

(11.2)

E/p?” < Or3? + CZTEQ/Q_SUJ <C (ré’;? + 7“;9/2_31”) , w= 107", (11.3)
i<j

In particular this is at most C(s3% + s19/273W) " The expectations cannot in general be omitted for

7 < m; the terminal fields are deterministic. The same master kernels are used at every intermediate

stopping index. The constants €, B, Ciny, L1 are independent of any additional inverse-comparison

parameters. Such a comparison uses these same observations whenever its own smallness condition

on s s met.
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Proof of Propositions 11.2 and 11.1. Use the observations and master packets (10.1)—(10.2), with
¢ fixed during initialization below and Z large enough that m > 1. The resulting densities and
fields satisfy

Elw; | Fital = pwjv1,  E[Hj | Fj] = Hjpa. (11.4)

Write x = 1/8. The barrier b, in the proposition is positive on d > r and, for sufficiently small
fixed B > 0, satisfies
—6 19,6
Ab, = Bd"°(12 — 20kr/d) > ?Bd > f(by). (11.5)

For example, 47k B < 19/2 suffices. If R = 2r, then

by —br = Brrd™®> >~yR™* (R<d<1.1R), =

> 0. (11.6)

Initialization. With probability at least 1 — Cr3°, the initial conditional density satisfies

Po(y) = K % (1{d<r0},u,0)(y) < 0.1 Z/?‘O (7’0 < ‘y| < 1.1?"0). (117)

To prove this, fix a point y in this annulus and let 4, = {Py(y) > 0.05Z/r¢}, an event of Fy.
Suppose that p = P(A4,) > ri’. By Lemma 5.2, the raw marginal conditioned on this event is the
squared law of an antisymmetric state of offset at most

Dy + CTO_2'O2 log5(e/r§0).

For the fixed ¢ this is at most Z7/3 when Z is large enough. The global estimate (3.3) therefore
bounds the tilted density pa, by fP5A/y3 < CZ"/3, with a universal C.

Only packet centers with || < 2r¢ can contribute to the truncated density in Py: a center
outside this ball has t, < ¢15"|z| < |z|/2, so its packet misses B(0,79). A truncated packet has
potential at most that of the full packet, which by radial smearing is at most K(y — z). The
conditional tower identity and Holder’s inequality consequently give

<75 = S5 7z,

Choose € small enough that the last coefficient is less than 0.05. This contradicts the definition of
Ay, so P(A,) < rgl.

The minimum packet width is tpin = clré“". Integrating |y — z|~2 against a bounded packet
gives the deterministic bound

|V Pylloo < Cnt2

min

<CZry 22w
A net in the annulus of spacing O(r2) has O(ry®) points. The union bound gives failure probability
O(rd7), and the variation between a point and its net point, divided by Z/rg, is O(ry~**) = o(1).
For large Z this proves (11.7), with the stated weaker exponent 35.

Let Go denote the event in (11.7), and set

1™ =1gyliacroptto,  P6T = LagLigar}to-
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On d < 2rg use the branch
v=V — K« ™ —0.7Z/rg + C3(Z /1) ?d>.

Choose Cs universally so that 6Cs > 47k2%/2, and then choose ¢ sufficiently small to meet the
preceding tilt condition and 4C3e3/2 < 0.05. The quadratic term on this ball is at most 0.05Z /70,
since Zr(?j =¢e3. For ry < d < 2ry we thus have v < 27 /rg and

Av = —4qv + A p™ + 6C3(Z/r0)%/?, 6C3(Z/r0)*? > f(v).
On ro < d < 1.06rg, the good-event bound (and the easier bound ™ = 0 on its complement) give
v>(1/1.06 — 0.1 —0.7)Z/ro > 0.14Z /7.

On 1.97¢ < d < 2r¢ we instead have v < (1/1.9 — 0.7+ 0.05)Z/r¢p < 0. Fix B satisfying the barrier
condition and 0 < B < 0.1e3. Then v > by, on the lower overlap, whereas v < 0 < b, on the
upper overlap. Define

v, d< 1.067’07
ug = { max(v,by,), 10 <d < 2r,
bro, d > 1.97g.

The definitions agree on their open overlaps. Lemma 5.4 proves (11.2) initially; near d = ry
the branch v alone attains the maximum, and its displayed Laplacian supplies both required
densities. The exterior upper bound holds, for example, when Cj,, > max(B, 32¢®). Also, using
n<3Z= 3537"63,

E/pg” < nP(GE) < Crg?. (11.8)
Order of the remaining constants. The constants Cs, e, B have now been fixed universally.

Increase Ciny to exceed also the universal cap Ceap in Proposition 10.1. After fixing v in (11.6),
choose 0 < Ay < A; < /2. Choose Lj > 2 so large that C’inle_4 < Ag. This ensures

Ciwd™ = MRt <br  (d>L1R).
Next fix 0 < hy < B/4 and hy, > Ciyy, and then choose eq, £ > 0 sufficiently small that
2¢0(2L1)* < B/4, 166 +2e9 < A\p — Ao, €< A, (11.9)

with £ also in the range of Proposition 10.1. Only now restrict s according to that proposition,
Dy, and the other smallness conditions in this proof. Finally take Z large according to Dy, s and
the initialization requirements. Thus no constant is chosen in terms of a later scale or a particular
state.

One outward step. Suppose that (11.2) holds at r = r;, write R = 2r, and abbreviate u = u;.
On the good band event of Proposition 10.1, for the band r < d < 4Lyr = 2L R, introduce

VT =Uu— )\1R_4, Vg = Hj - )\QR_4.

Define a new function on a fixed open cover by

region ‘ u’
d < 1.08R max(vy, v2) (11.10)
1.04R < d < 2L1 R | max(v1, v2,bR) '
d>IL1R br.
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On bad band data omit vy in every row. In both cases set

P =05" + Lpady Lr<a<rilj- (11.11)
On the lower overlap, (11.6) gives v1 > b, — A{R™* > bg. On the upper overlap, the caps on u
and, on good data, H; put both shifted branches below br. The definitions therefore agree. For
R < d < 1.08R the lower bound u’ > bg follows already from vy; farther out the barrier is included
explicitly. The upper bound v/ < Ci,yd~* and the equality u' = bg for d > Li R follow from the
same caps.

We prove the distributional inequality at radius R before averaging. The open-neighborhood
formulation is as follows. At a point yp in one of the open sets of (11.10), let M be the maximum of
its candidate family and put n = egR~*. Keep precisely those candidates v with M (yo) —v(yo) < 7,
and choose a maximizer v, at yy. Continuity and finiteness give an open neighborhood U of yq,
inside the chosen open set, on which every discarded candidate is strictly below v, and every
retained candidate satisfies

M —v < 2R, (11.12)

The retained family has maximum M throughout U. At the origin make this construction with the
continuous offsets by V'; the family there contains only branches having that common singularity.
Each retained branch satisfies on the whole of this neighborhood the common inequality

A’U Z —47I'V + 47rl{d<R}Mj — 47Tﬁ+ 1{d2R}f(v) (1113)

For vy, retain its old distributional inequality and compare its right side with the new one almost
everywhere. On d < r the old source suffices. On d > R, use f(u) > f(v1). On the gain region
r < d < R, bad data are paid by the added error in (11.11). On good data, vy is a candidate there,
so (11.12) gives

Hj S u — (/\1 — )\2 — 260)R_4.

Moreover b < 7TB/8 < d*u < Ciny < hy. If 47pj > f(u), the high implication in (10.5), at height
h = d*u, would give
Hi>u—&d* >u—166R7,
contrary to (11.9). Hence 4mp; < f(u), and the old reaction supplies the added source.
For vg, which occurs only on good data, start from its identity on all of U,

Avy = —4nv + 4wy

This supplies (11.13) on d < R, since p > 0. At any remaining point where vy is retained, the
lower splice or the included barrier gives M > bgr, and d < 2L; R. Thus

d*vy > B(1 — kR/d) — 2eo(d/R)* > 7TB/8 — 2e¢(2L1)* > 5B/8 > M.

The cap also gives dtvg < Ceap < hp. If dmpj < f(ve), the low implication in (10.5), with h = d%vs,
would imply
Hi <vg+&d* <vg+ER* <wy+ MR =H,,

which is impossible. Consequently 4wp; > f(v2) there. The barrier branch occurs only where
d > R and satisfies the common inequality by (11.5).

These verifications compare zero-order densities almost everywhere on the same open set U;
they do not restrict or differentiate a weak inequality across an activity set or a sphere. In particular
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they apply on a neighborhood crossing d = R. The common reaction is F(y,t) = 1¢4>p) (1),
which meets Lemma 5.4’s hypotheses after canceling V' near the origin. That lemma proves (11.13)
for the local maximum. These local conclusions give the inequality globally by a partition of unity.
We have proved the desired invariant at radius R with density p;, function v/, and error p.
Forgetting the current observations. Define the next offset and error by conditional integration,

upr =V AEW =V [ Fal, 0§ =Ep | Fil.

We give the regularity justification as well as the formal calculation. For the fixed system ¢, > 0,
and integration of each packet gives deterministic bounds

laglloe < Cntghye 1K * pilloe < Cnitghye VK * pylloo < Cnit

— min’ min’ min*

The same potential bounds hold for the initially truncated density. The explicit initial branches
therefore have deterministic local Lipschitz bounds for their offsets. Subtracting a constant and
taking a finite maximum preserve such bounds. Where by occurs, its offset bgp — V is smooth
and separated from the origin. The fixed open cover and agreement on overlaps preserve local
bounds after gluing. The errors are bounded, nonnegative, and supported in a deterministic ball.
Induction supplies all the claimed bounds at every step, without requiring them to be uniform in
Z.

All functions are jointly measurable in data and position. Indeed the conditional densities
have the likelihood versions described in Section 10; the initialization flag is a supremum of a
continuous function on a fixed compact annulus, testable on a countable dense set; and the band
flags and finite maxima are measurable. Conditional integration of functions with deterministic
local Lipschitz bounds preserves those bounds. It also commutes with weak derivatives by Fubini.
Nonnegative smooth tests in a countable dense family first give simultaneous almost-sure weak
inequalities; local bounds extend them to every test. Thus the following conditional integration is
legitimate as an inequality of distributions.

Integrate (11.13) conditionally on Fj;;i. The tower property supplies 11, while convexity
gives

E[f(u) | Fjsa] = f(V+E[' =V | Fj]).
The deterministic bounds b <« < Cinyd™* and the equality outside L R pass to this average.
Positivity, boundedness, and support of the error do as well. This proves (11.2) at step j + 1.

Summing the lost source. For r < d, < 2r, every master packet contributing to u;(y) has its
center in a fixed annulus comparable to r, and its width is comparable to ¢,. Conditional Jensen
and the annular count estimate (4.45), applied with offset at most Dy, yield

i (m)]l2 < Ct;3fr—3 < Op6-3w,

Here 7 < s < 1 and s is small according to Dy, so max(r~3,1) + /Dor < Cr~3. The bad band
probability is at most Cr2> by Proposition 10.1. Cauchy—Schwarz in data and integration over the
gain annulus give

19
E/(ﬁ— pi) < Cr?/2p3p=6=3w — ope, a=— - 3w > 0.

Conditional averaging preserves the expected integral. Stopping the sum before any index j and
using (11.8) proves (11.3), with the same master kernels and without replacing an expectation by
a pathwise bound. At the terminal index the geometric progression of radii gives

m—1
/p‘fér = E/pi? SCr+C Yy <O 4 5). (11.14)
7=0
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The last error is deterministic because JF;, is trivial. The constants are independent of the number
of scales and of Z.
From the potential to the raw electron count. Put r = r,,, u = u,,, and introduce the compactly

supported signed measure
err

S=v—1igeryitm dy + " dy.
The invariant implies A(u — K % .S) > 0. Its singularities cancel in the identity

m

u—Kx*S=(u—-V)+Kx*(Ligerypm) — K xpp’

whose right side is continuous and locally H' on all of R3. The difference tends to zero at infinity:
u = b, outside Lir, and the potential of the finite compact source S tends to zero. For each
a > 0, the positive part (u — K * S — a); has compact support and is an admissible H! test in its
subharmonic inequality. Testing gives a nonpositive squared gradient integral, hence this positive
part vanishes. Letting a | 0 proves u < K x S.

On the sphere d = 2r, the invariant gives u > b,(2r) = 15Br~4/256. The spherical mean of
K xS there equals the total mass of S divided by 2r, since S is supported in {d < r}. Consequently

15B 4

Z — Hm + /p?rir Z
d<rm
No sign condition on the measure S is needed for this mean identity.
Finally g, is the unconditional master-smoothed density. If |z| < s/4, then ry < s/2
and DY < s/2, so t, < c1(s/2)s¥ < s/4. The packet at x is therefore wholly contained in
B(0,s/2) € B(0,ry,). Since every packet has mass one,

Eq#{i : |z <s/4}§/ .

d<7’m

Combining this with (11.15), (11.14), and 7, < s gives

15B

Z —Eo#{i: |xi| <s/4} > 198 5

— O(s% + 5%).

Take cqet = 158/256 and decrease s,(Dp) so that the error is at most cgers™> and cgers™> > 1 for
every 0 < s < s,(Dp). All remaining requirements are met by increasing Z,(Dy, s). This proves
the proposition. O

12 Returning to the neutral sector

The deficit estimate was proved for ground states whose energy is within a fixed distance of the
minimum over all particle numbers. We first apply it at that minimum. A screened deletion
comparison will then put the neutral and singly ionized ground states in the same class.

We record explicitly the harmonic-field estimate used in the deletion and again in the final tail
argument. For a configuration w = (x;,0;)!_; and h > 0, write

Bp(z;w) =V(z) — Z K(x —x;). (12.1)

\a:i|<h

This field is harmonic on {|z| > h}, configuration by configuration.
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Lemma 12.1 (Conditional fields on annuli). Fiz positive constants « < o/ < ' < 8 and ag < fy.
Letu > 0,0 < h < au/2, and let 1 be a normalized §-state with n < 3Z, where § < oo is arbitrary.
Let'Y be the data from a cut whose out support lies in {apu < |x| < Pou} and whose squared
gradient cost is at most Cu=2. The cut may also be absent, in which case Y is trivial. There is a
jointly measurable version

Hy (x) = Ey[By(x) | Y]

which is harmonic on {ou < |z| < Bu} for almost every datum. Put

MY)=  swp  (Hy(z));.

ouse|<plu

Then

M2 < C (12.2)

max(u, 27h)

{max( 1) +/ou i (27h) 31)+\/(52jh}

The constant depends only on the fized annular ratios and cut-gradient constant, in addition to the
fized screening constants L, A. In particular it does not depend on n, Z,6, h,u.

Proof. For z in the broad annulus, every source with |z;| < h lies outside B(x, Aa;): indeed
h <lz|/2 and A/L < 1/2. Consequently

Bp(z)=Jo+ Y, K(z—u). (12.3)
|zi|>h
|zi—x|>Aas

If 27h < |z;] < 2771h and the summand occurs, then

C
Kz —ai) < max (u,27h)
For radii comparable to or below u this follows from the exclusion |z; — z| > Aa, > Aau/L; for
radii greater than 25u it follows from |z; — x| > |x;]/2.

The initial-cut hypotheses of Proposition 4.5 hold uniformly here. Cover its support by a fixed
finite number of cells B, with a, =< u, the constants being allowed to depend on L and the annular
ratios. For each target x in the broad annulus these cell scales are comparable to a,. The gradient
bound can be written as 3, D2a;?1p._, with D? < C(a,/u)?. Since a,m, > 1 and the screening
parameter P > 1,

D2

a,m,

< C < CyVP.

Enlarging the fixed cover constant Cy suffices for every finite §. Thus (4.39), conditional Jensen,
the triangle inequality in L2, and (4.45) applied to (12.3) give, pointwise in the spatial variable,

{max( 1)+ Vou Zmax((zjh) 3.1) + V6 27h }

max(u, 27h)

[(Hy (z)+]2 < C
Jj=0

The series converges: its large-j terms are bounded by a constant times 277h~1 4+ /§279/2p~1/2,

For completeness, conditional fields here have simultaneous spatial versions. On every compact
subset of {|z| > h}, the kernels in (12.1) and each fixed number of their derivatives have deter-
ministic bounds for the fixed finite system. Conditional integration therefore gives continuous
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harmonic functions, with measurable dependence on the data. One may first use the conditional
law of configurations supplied by the cut and then differentiate under that integral. For a harmonic
function H, its positive part is subharmonic. Balls of radius cu about points of the smaller annulus
remain in the broad annulus, so their mean-value inequalities imply

sup  H(z)y < C’u_3/ H(z)y dz.

ousle|<p'u ou<|z|<fu

Minkowski’s integral inequality and the pointwise bound prove (12.2). Suprema can be taken on
countable dense sets, which also proves their measurability. ]

Two forms of this estimate will be used. With fixed t > 0, h = t/4, u = 2%, and § = 0, it gives
for the positive conditional supremum on u < |z| < 2u the bound

1+7¢
L

[M][2 < C

(12.4)

Indeed the terms with 2/h < u have total numerator at most Cy(1 + ), and the remaining series
is Oy(u™1). With h = u/8, u > 1, and the smaller annulus u/2 < |z| < 4u, the broad annulus
u/4 < |z| < 6u is admissible and gives

M|z < C(u™ +Vou /2. (12.5)

In the first application the broad annulus can be u/2 < |z| < 3u. The non-strict equality h = au/2
causes no boundary issue, since the broad annulus is open and still separated from the sources.

Lemma 12.2 (An upper bound on an inner deficit). For each fized t > 0 and every normalized
d-state with n < 37,
Z —B#{i : |z;] < t/4} < Cy(14+V0). (12.6)

Proof. Use Lemma 12.1 with no cut, h = t/4, and u = t. Its convergent series is bounded by
Cy(1 4 /). The spherical average of the expected field B, /4 on |z| =t equals

Z —B#{i : || < t/4}
t )

by the spherical mean of the Coulomb kernel. Bounding this average from above by the positive
supremum proves the assertion, with the fixed factor ¢ absorbed into Cy. O

Proposition 12.3 (A bounded offset for neutral sectors). There are universal constants C, Zy < oo
such that, for Z > Zy,
E; 1 <E+C. (12.7)

Proof. Take a normalized ground state W, in sector N, where Z < N, < 3Z and Ey, = F, as
provided by Lemma 2.6. Proposition 11.1, with Dy = 0, supplies a fixed sufficiently small ¢t > 0
such that

Eg, [Z — #{i: |zi| <2t}] > 1

for all sufficiently large Z. Choose a smooth square partition ¢? + 0? = 1, with ¢ = 1 on |z| < ¢,
c=0on |z| > 2t, and |Vc|? +|Vo|? < Ct~2 supported in the intervening annulus. Let X be its full
out data and set ¢° = Z — n,, where n, is the number of core particles. Since n. < #{i : |z;| < 2t},
we have Eq°¢ > 1.
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We first show that the favorable event G = {n. < Z — 1} has probability bounded below
independently of Z. Independently of the cut labels, observe one unordered array with the smooth
compact noise law of Lemma 5.2, choosing its fixed width so that each spatial displacement is less
than t/8. Put

¢°™ = Z — #{array entries in B(0,t/2)}.

Every entry counted here comes from a particle of radius less than 5¢/8, which must be core.
Thus ¢°¢ < ¢°” on the enlarged probability space. Conversely every particle of radius less than ¢/4
produces an entry in B(0,t/2).

For an event Ay = {q°™ > A} of probability p > 0, the single-array version of (5.4) produces a
normalized state W4, whose raw configuration law is the law conditioned on that event and whose
offset satisfies

§ < Cylog®(e/p).

Every compatible configuration obeys Z — #{|z;| < t/4} > A\. Hence Lemma 12.2 gives
A < Cy(1 +log®?(e/p)).

For sufficiently large A this implies p < eexp(—ct)\2/ %); the inequality is also harmless when p = 0.
Integrating the tail yields

IE)(qC)%r < E(q Obb) < Gy, P(G) =P(¢° > 0) > (E((qqc) +)° >c > 0. (12.8)
Here the equality of events uses the integer-valued core count, and E(¢¢)+ > E¢¢ > 1.

We next estimate the average energy of the core slices. The localization error is O¢(1) by (4.45)
at offset zero. In the attractive term of (3.6), retain only the core repulsion from particles with
radius less than ¢/4, which are core with probability one. Conditional integration followed by
averaging the original cut labels gives

E Y ®x(z:) <Ew, Y o(xi)?Byalai). (12.9)

i out i

This comparison of expectations uses the raw inner particles; it does not identify fields from
different core slices.

Divide the nonzero terms on the right into shells u < |z;| < 2u, u = 2%, £ > 0. For each shell
use an auxiliary cut of the original state, full out on that shell, supported in u/2 < |z| < 4u, with
gradient cost Cu~2, and call its data Y. All weighted shell positions and their weights o(z;)? are
then recorded. Conditional integration of the raw field, with the harmonic version of Lemma 12.1,
bounds the shell expectation by E[n, M (Y)], where n, = #{u < |x;| < 2u}. Equations (4.45) and
(12.4) give
147
2l
The constants are independent of the shell index and this series is summable. For each fixed
system the original attraction and repulsion expectations are finite by the form bounds, so the
shell decomposition is legitimate; alternatively one can first use finitely many shells and pass to
the limit. Dropping the nonnegative out kinetic energy and out—out repulsion from (3.6), and
using (12.9), now proves

E[n,M] < [[n,|l2[|M]]2 < Cy

0<E(ex — E) < C,. (12.10)
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Every slice satisfies ex > E, and on G sector monotonicity gives ex > E, . > Ez_;. Therefore
ct(Ez—1—F)<P(G)(Ez-1 —FE) <E(ex — F) <},

which proves (12.7). This argument has used only the zero-offset ground state and the general-offset
screening estimates; no neutral offset or ionization gap was assumed. O

By monotonicity, £z < Ez_1 < F+ C. We may consequently apply Proposition 11.1 again,
now with this fixed value of Dy, to every normalized neutral ground state. There are universal

s« > 0 and Z; such that )

/|> pw,(z) do > 3 (Z > Zy). (12.11)

In fact the deficit proposition gives a tail greater than one at an appropriate such radius. Ab-
solute continuity of the density makes the choice between strict and non-strict radial endpoints
immaterial.

13 A uniform positive ionization gap

The energy bound of Section 12 makes a distant insertion trial effective in every singly ionized atom.
Averaging the insertion center recovers its unit unscreened charge; a complementary localized state
controls the attraction lost when a hole is made for the orbital.

Proposition 13.1 (Positive ionization energy). There are universal constants ¢ > 0 and Zs < 0o
such that
EZ—I - EZ Z C (Z Z Z2> (131)

Proof. For Z > max(Zy,2), take a normalized ground state ® of Hz_1 z. It exists by Lemma 2.5,
and its offset from FE is bounded by Proposition 12.3. In this proof S > 1 will be a large universal
constant, fixed at the end, and b = S3/°. Angle brackets denote normalized Lebesgue averaging
over the centers Ag = {y: S <|y| <2S5}.

Use the real normalized radial packet g, from Section 3. Choose smooth real functions ¢y, o,
with cf/ + 022/ =1, ¢, =0 on B(y,2b), ¢, = 1 outside B(y, 3b), and

Vey|? + | Voy > < Cb 21, 31
Set
Y - Yy

Z—-1
Fy= ][] eyl@s), np™ =#{i:|zi —y| <3b}, Ny=Een)®™, A, =Eq¢F,.
=1

The unnormalized core Fy,® has no particles in B(y,2b). Wedge this core with the normalized
one-spin orbital g,(- — y); the resulting unnormalized Z-electron vector has squared norm A,.
Spatial separation makes the terms assigning different particle labels to the two groups orthogonal.
It also makes its energy equal to the core energy, plus the orbital energy times A,, plus the direct
cross repulsion. In particular, with the raw-configuration field

Z—1
H;dd = /gb(x —y)? (V(:):) — Z K(x — x,,)) dz,
i=1
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the multiplier identity (2.4) and the variational principle give

1 IVgll3
(Ez — Ez_1)A, < 5IE:<I>|VFy|2 + 2A, — Bo|F H
< Cb (14 Ny) — Eo[F; H. (13.2)
This inequality also holds if A, = 0, since its derivation uses the unnormalized trial and its zero
norm.
For every raw configuration, averaging the full insertion field gives
1
Hddy > 13.
(H) > (13.3)

To verify this without a symmetry assumption on ®, fix the center radius r € [S,25]. The nuclear
packet average is Z/r since b < r. For any fixed electron position z, the spherical average in y of

its packet potential is
1 1

2 dv<-.
/gb(v) max(r, |z — v|) V=7

This follows by first averaging K (y + v — z) over |y| = r and then integrating v. There are Z — 1
electrons, so the averaged field is at least 1/r > 1/(25). Radial averaging proves (13.3).

The mean number of particles near a proposed center is small. For large S, 3b < S/2, and a
particle can lie in B(y, 3b) for some y € Ag only if §/2 < |z;| < 3S. The fraction of such centers
for any particle is at most Cb®/S3. Fubini and (4.45), with the bounded offset of ®, yield

(N,) < C(b/SYEa#{i: /2 < |z;| <35} < C(b/S)*(1+VS) < S~/ (13.4)

Writing p, =1 - A4, = Eo(1 — FyQ), the product inequality 1 — []; ¢ (2;)? < 3;(1 — ¢y (24)?) gives
Py < Ny.

It remains to bound the potentially positive field lost on the discarded configurations. The
symmetric multiplier G, = /1 — Fy2 is Lipschitz, even where it vanishes, and

IVGy|* < Cb™?npe™. (13.5)

For a direct justification, take all products of ¢, and o, in the particle variables except the all-core
product. Their Euclidean norm is Gy. The squared gradient of a norm is bounded by the sum
of the squared gradients of its components; the full product partition has squared gradient sum
> (IVey |2 + [Voy|?)(xi). This proves (13.5) and the stated Lipschitz property.

If p, > 0, put @ZOSS =GP/ /Py~ This is a normalized antisymmetric form-domain vector. By
(2.4), (12.7), and (13.5), its offset satisfies

5y < C + Cb2N,/py. (13.6)

Choose S large enough also that b < AS/L. At each center y in the annulus, the nucleus and
every electron included in Jy lie outside the radial packet. Their packet averages equal their point
potentials at y. All omitted electron terms enter with a negative sign, whence H;dd < Jy pointwise
in the configuration. Using (4.39) with no initial cut, now in the state @LOSS, gives

Eo[(1 - F})Hy"] = pyEqu-Hy

< Opy(S71+/0,571/%)
<Clpy (ST 487V b7 fpy N, | (13.7)
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Here we may assume S/L > 1; L is fixed. If p, = 0, the left side is zero and the same bound holds.
All expectations in this calculation are finite for a fixed system by the form bounds (the packet
potential is bounded as well).

Since py < Ny, (13.4) implies

<Eq>[(1 . FyQ)H;dd}> <C (5—17/10 +S_6/5 + S—9/5> _ O(S_l).

Also
Ch~2(1 4 (N,)) < C(875/5 4 5719710y — (g~ 1),

These estimates explain the width choice: any b = S* with 1/2 < a < 2/3 would make the kinetic
term and the largest averaged field loss smaller than S~'. All these limits are uniform in Z and in
the ground state ®. Average (13.2) and write FyQH;dd = H;dd —(1- Fi)Hgdd. Equations (13.3)
and (13.7) then show, for one sufficiently large universal choice of S,

1

(Ez = Ez-1){4y) < — =

In particular (A,) > 0. As it is at most one, dividing gives Ez_1 — Ez > 1/(4S). This proves
(13.1). 0

Proof of Corollary 1.3. In the notation Ez(n) = E(n, Z) of the corollary, Proposition 12.3 gives
universal Cy, Zyg < oo such that, for Z > Z,

I(2)=FEz(Z -1) - Ez(Z) < Ez(Z - 1) - %g%EZ(n) < Co.

The first inequality uses inf,>¢ Ez(n) < Ez(Z). Proposition 13.1 gives universal ¢y > 0 and
Zy < oo such that I1(Z) > ¢q for Z > Z,.

Choose an integer Z, > max{2, Zy, Z}. For each integer 1 < Z < Z,, the finite-sector Coulomb
forms are bounded below and admit finite-energy trial states, so Ez(Z — 1) and Ez(Z) are finite;
the vacuum energy is Fz(0) = 0. Lemma 2.5, applied with n = Z, gives I1(Z) > 0. Thus all the
finitely many remaining gaps lie in (0, 00). Set

Cc = min{co,ll(l), .. .,Il(Z* - 1)}, C = max{C’o,Il(l), PN ,Il(Z* - 1)}

These constants satisfy 0 < ¢ < C < oo. They are universal because Z, is universal and the
exceptional gaps belong to finitely many atoms in the fixed normalization. The large-Z bounds
and these choices prove the assertion for every integer Z > 1. O

14 The outer tail and the half-electron radius

We now combine the positive ionization gap with a weighted shell estimate. The conditional field
is estimated after changing the law by the shell mass itself; the measurability of this mass in the
cut data is what avoids an additional particle-count factor.

Proposition 14.1 (Uniform exterior mass). There exist universal C, Ry, Z3 < oo such that every
normalized neutral ground state with Z > Z3 satisfies

C
/x|>R puy(e) dv < & (R2 Ro), (14.1)
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Proof. Fix any such ground state ¥ = ¥, and write E for its raw configuration expectation.
By Proposition 12.3 its offset is bounded by a universal constant, and by Proposition 13.1 its
ionization gap is at least ¢ > 0. For u > 1, choose a smooth radial cutoff x,(r) = x(r/u), where
0<x<1,x=1on][l,2], and y is supported in [1/2,4]. Put

Z
Wi = XU(|xl’)27 Su = Zwia My, = ES'w
=1

Nadj = #{1 : u/2 < |z;] < 4u}, Ny = Engg;.
In particular m, < N,. Define

Bu(z) =V(z)— Y K(&—a;)=Bys()

|zj|<u/8

Only its values on the support of x, will be used, so the selected electron never occurs among
these inner sources.

Testing the weak eigen-equation by 5, V¥, and decomposing the result into its i-th weighted
terms, gives a useful lower bound. For fixed x; and spin, the other Z —1 variables are antisymmetric;
their energy is at least Ez_1 times their squared norm. The selected electron’s kinetic pairing is

1 N 1 2 1 2 -2
Re 5/%\1/ Vilwi) = /wim\m — 1 [ () > —Cu B e iy

The integration by parts follows first for smooth form approximants; w; and its first two derivatives
are bounded, so it passes to the form domain. Keeping only the selected electron’s repulsion from
inner sources, and discarding its other nonnegative pair terms, therefore gives

emy < Cu™2N, +E Z wiBy (). (14.2)

Suppose first that m,, > 0. The normalized antisymmetric state

Uy =1/Su/my, ¥

is form admissible. Indeed /S, is the Euclidean norm of the vector (x,(|x;|))i, hence is Lipschitz.
Where S, > 0,
|V¢§u|2 _ i Xu(l2i) 2 Vixu (i) < Cu~?
Su
its gradient vanishes almost everywhere on its zero set. In particular this is bounded by C’ufznadj.
Identity (2.4) shows that its offset satisfies

0w < C + Cu_gNu/mu < 0. (14.3)

There is no assumed positive lower bound on m,,.

We reveal every position carrying a positive shell weight so that S, is determined by the data.
Use an auxiliary cut which is full out on u/2 < |z| < 4u, supported in u/4 < |z| < 8u, and has
squared gradient cost at most Cu~2. Let w denote the raw configuration, let ¢ denote these cut
labels, and let Y = Y (w, ) be all recorded out data. If Q(d¢ | w) is the conditional label kernel,
use exactly this kernel for both states. Their joint laws are then

P(dw, df) = |¥(w)|? dwQ(dl | w),

P*(dw, df) = S;;Ew) P(dw, d?). (144)

U
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Integration in w includes the spin sum. Every particle with positive w; is recorded by this cut, so
2
Su@) =s(¥) = 3 xulla)?
7 recorded

This equality includes the random labels in the transition regions: particles there have weight zero.
It follows from (14.4) that

dry s(Y)
APy my

Ep[F | Y] =Ep[F | Y] on {s> 0} (14.5)

for every bounded measurable F', and then for integrable F' by truncation wherever the conditional
expectations are defined. For example, multiply the asserted equality by s(Y) and integrate over
an arbitrary data event to check it directly. At the slice level the same fact says that /.S, /m,, is
constant in the surviving core variables and cancels when their wavefunction is normalized. The
set s = 0 has zero P*-mass and contributes nothing to the original weighted sum.

Let

hy(z) =Ep[Bu(z) | Y],  M(Y)= sup (hy(z))+.
u/2<|z|<4u

On the broad annulus u/4 < |z| < 6u all the inner sources are separated from the evaluation
point. Lemma 12.1 supplies continuous harmonic versions of these fields. Applying (14.5) first at
a countable dense set of points and then using continuity makes the conditional fields for P and
P* equal on the entire broad annulus, outside one data-null set on {s > 0}. The two data laws are
equivalent on that set. Thus the equality applies at recorded random positions as well as to the
positive supremum.

Use (12.5) in the state U. It gives

M| p2pey < C(ut + V6, u™'?). (14.6)

This is an application of the screening estimate for arbitrary finite offsets, not of its small-offset
refinement. In particular the cut condition is uniform even if m, is very small: as checked in
Lemma 12.1, its cell coefficients obey D?/(a,m.) < C for every §,, because a,m, > 1.

To see explicitly how the weighted count is used, introduce the data-measurable measure

=), widy,  ny(RY)=s(Y).

i recorded

Conditional integration and (14.4) now yield

EZwZBu(a:Z) = Ep/hy d??y

1
S) /hY dnY}
< muEp-M < C’mu(u_1 + \/au_lp). (14.7)

= muEp*

The quotient may be defined as zero on s = 0. This exact change of measure accounts for all shell
weights, so there is no further particle-count factor in the last bound.
Substituting (14.3) into (14.7), and then into (14.2), gives

emy < Cu™ 2Ny, + Cmy(u™t + u_1/2) + Cu~32\/myN,
< Cu 2 +u™3?)Ny 4+ Cmy(u™ + u™1/2).
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The second line uses m, < N,. When m,, = 0 it holds trivially without introducing a biased law.
For all sufficiently large u, absorb the last term into the left side. Applying (4.45) in the original
state, whose offset is uniformly bounded, gives N,, < C(1 + y/u) and hence

E#{i:u <|z;| <2u} <m, < C/u. (14.8)

Finally, sum over u = 27 R, 7 > 0. The density gives zero mass to the intervening spheres, and
ijo(QjR)’l = 2/R. This proves (14.1). 0

Completion of the proof of Theorem 1.2. For all sufficiently large Z, (12.11) supplies a fixed s, > 0
for which the exterior mass exceeds 1/2. Monotonicity of that mass as a function of the radius
implies R(Vz) > s.. Proposition 14.1 supplies a fixed large R, for which the exterior mass is at
most 1/2, and hence R(Vz) < R,.

For clarity we give uniform arguments over the entire ground-state space for each of the finitely
many remaining charges. Fix such a Z. The strict gap Fz < Ez_; and the compactness conclusion
in Lemma 2.5 show that every sequence of normalized neutral ground states has a strongly L?
convergent, subsequence. In particular their configuration laws are uniformly tight. To see directly
why compactness gives the required uniform tail, suppose otherwise and choose radii Ry — oo and
normalized ground states ¥y with

1
v, (r) de > —.
/m|>Rkp (@) do > -

After a subsequence W), — W strongly in L2. The bounded multiplication operator 3", iz >R}
has norm at most Z, so its expectations in Wy and ¥ differ by at most 27| W), — ¥||,. Its expectation
in the fixed ¥ tends to zero by dominated convergence, a contradiction. Thus a finite upper radius
works uniformly for this Z.

For the lower bound, the kinetic estimate (3.3), with the fixed finite offset E; — E, gives

/Pi/j <Cz

uniformly over its normalized ground states. Holder’s inequality therefore yields

3/5
[, pwate) de < 1BORPE ([ 2) 7 < 0t

Choose a positive rz making this less than Z —1/2. The exterior mass then exceeds 1/2, uniformly
over the ground states, so R(¥z) > ryz.

Taking the minimum of s, and these finitely many positive lower radii, and the maximum of
R, and the finitely many upper radii, gives universal 0 < ¢ < C' < oo. All density measures used
above are absolutely continuous. Their exterior masses are consequently continuous in the radius,
start at Z, and tend to zero. Thus the infimum defining the half-electron radius has the stated
bounds for every normalized neutral ground state, as required. O

15 Interfaces for atomic asymptotics

The estimates used in questions about ionization energies and outer radii have different offset
requirements. We collect their precise scope here; the complete proofs are in the preceding sections.
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Arbitrary energy offsets. For a finite-sector state of energy at most F + §, the exact cut
identity, coherent insertion, and fine-density lower bounds are Lemmas 3.4, 3.5, and 3.6. In atomic
distance geometry, Proposition 4.5 and Corollary 4.9 allow every finite 4 > 0; their count unit
is max(a=3,1) + V/da. For sectors n < 3Z, Lemma 12.1 keeps this dependence in its complete
convergent series for conditional inner fields. The fine comparison Lemma 4.6 has the additional
restriction ¢ < a~7T92, These are distinct assertions.

Events of a sector ground state. For a ground state of energy F,, Lemma 5.2 bounds the
cost above E, by C€j_2 log5(e/ p), independent of the number of particles or arrays. The offset
above E is therefore E,, — F + Cﬁj_Q log®(e/p). This exact baseline dependence is available when
the offset grows. The fixed-offset comparison Proposition 10.1, by contrast, first fixes a finite
Dy > E, — E, then takes s sufficiently small according to Dy and the stated band and accuracy
parameters. It is not a uniform comparison at arbitrary growing Dy.

Common observations and intermediate fields. The master-kernel formula and its universal
constants in (10.2) do not depend on the inverse-comparison heights or accuracy. To use several
comparisons with the same conditional density and field, choose s to satisfy all their corresponding
smallness conditions in Proposition 10.1, then fix the resulting packet widths and observation
arrays. This applies to any collection admitting such a common s; for finitely many fixed requests,
the minimum of their thresholds suffices. Proposition 11.2 uses exactly these packets at every
intermediate index; its error bound (11.3) is in expectation before the last array is forgotten. Its
differential inequality holds globally after cancellation of the nuclear singularity, its lower barrier
persists at every index, and its exterior equality holds beyond Lir;. The construction may be
stopped at any prefix without changing the master smoothing.

Classical comparison and the neutral offset. The Thomas—Fermi minimizer and point-source
comparison required for coefficient identification are Lemmas 7.1 and 7.2, valid for every positive
real point charge. The quantum offset needed for neutral states is Proposition 12.3. It follows from
zero-offset deletion and is uniform over all neutral ground states by sector monotonicity. These are
independent inputs: the excess-charge conclusion itself does not replace either the Thomas—Fermi
estimates or the neutral-sector argument.
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