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Abstract

How many electrons can a nucleus bind? In the non-relativistic Coulomb model, Lieb
proved in 1984 that a nucleus of charge Z binds fewer than 27 + 1 electrons. While this bound
has been improved, the sharp upper bound has remained unknown for any nucleus other than
hydrogen. We solve this problem for Z = 2 and Z = 3 by proving that helium binds two or
fewer electrons and lithium binds four or fewer. Both bounds are sharp. Our main tool is
an adaptation of Lieb’s argument with a quadratic weight, which reduces the nonbinding of

doubly negative ions to finitely many inequalities that we verify in a computer-assisted proof.
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1 Introduction

The atomic ionization problem asks for the maximum number N.(Z) of electrons that a nucleus
of charge Z can bind [1, 2]. Experimentally, no isolated atom is known to bind more than one
additional electron in a stable state [3]. The ionization conjecture asks for a bound N.(Z) < Z+C
with C independent of Z.

Lieb’s bound N.(Z) < 2Z + 1 [4] is sharp for hydrogen [5, 6], but permits four electrons
for helium and six for lithium. Later work established asymptotic neutrality, N.(Z)/Z — 1 as
Z — o [7, 8, 9], and improved explicit general bounds [10, 11], without reducing these helium
and lithium limits. Shelley and Tartakovsky recently excluded the helium dianion, lowering the
helium upper bound to three electrons [12]. We prove that helium binds no additional electron in
its ground state and lithium binds exactly one.

We consider nonrelativistic electrons of spin 1/2 and an infinitely heavy point nucleus, in
Hartree atomic units. For an integer N > 1 and Z > 0, let z; € R? be the position of electron i
relative to the nucleus. On the fermionic space Hy = A L? (R3; C?), set

Ex(Z) = info(Hy(Z)),  Eo(Z)=0, Ne(Z)=sup{N >1:En(Z) < Ey_1(2)}.

The strict inequality defines binding. By the HVZ theorem (Theorem 3.1), Ex_1(Z) is the
detachment threshold, the bottom of the essential spectrum for N > 2.

Theorem 1.1. The maximum electron counts are
Nc(2) = 2, N.(3) = 4.

For Z =2 and N > 3, and for Z =3 and N > 5, the ground energy En(Z) is not an eigenvalue
Of HN(Z).

Equality of successive ground energies can still admit a square-integrable threshold eigen-
function [13]. The theorem excludes this possibility beyond the stated counts, so the counts also
apply when binding means existence of a ground state.

Lithium’s positive electron affinity is established experimentally and supported by accurate
variational calculations [14, 15]. Lower-bound calculations for neutral lithium also have a
substantial history [16, 17]. Our proof compares a variational upper bound for the anion with a
certified lower bound for the neutral atom, controlling the spectral hypotheses, symmetry sectors
and numerical errors. Section 6 gives the resulting positive lower bound for the affinity.

Nonbinding requires an operator lower bound at the exact detachment threshold. For the
dianions, we develop Lieb’s and Nam’s weighted removal identities, using the square of an
electron’s distance from the nucleus as the weight. We retain the weighted kinetic energy and use
the Pauli principle; geometric bounds on the repulsion and one-electron spectral bounds then
establish positivity of the required quadratic forms on the fermionic space. This builds on the
earlier helium analysis [12]. Analytic estimates exclude the higher electron counts allowed by
Lieb’s bound.

The helium monoanion requires comparison with the exact neutral energy. We match estimates
in a bounded region with estimates for an escaping electron to establish nonbinding and exclude



a threshold ground state. This three-electron estimate also supplies a starting point for the lower
bound on neutral lithium used in the binding proof.

Sections 2—-3 give the setting and common estimates; Sections 4—7 treat the individual ions,
and Section 8 completes the proof of Theorem 1.1. The appendices contain the computational
certificates, including error bounds and case coverage, and the deferred analytic proofs.

2 Setting and conventions

This section fixes the model and the notation, and it states the assumptions under which the
computer-assisted statements hold.

Set-up 2.1. We use Hartree atomic units, an infinitely heavy point nucleus, and electrons of
spin 1/2. Write N = {1,2,...}. For an integer N > 1, let

N
N = N\ L*(R%*C?).

For Z > 0, the operator Hy(Z) is associated with the closed Coulomb form

an zlu Z/Wz ?- ZZ '|“'l|+z/|xz

— 4]

on HY((R3)V; (C?)®N)NHy. All integrals include the sum over spin components. Antisymmetry
exchanges positions and spins simultaneously. Write

En(Z) =info(HN(Z)),  Eo(Z)=0, NoZ)=sup{N € N: Ex(Z) < Ex_1(Z)}.

We say that N electrons are strictly bound if En(Z) < En—_1(Z). The absence of eigenfunctions
at the threshold Eny_1(Z) is a separate assertion. No restriction on total spin, angular momentum,
parity or magnetic quantum number is imposed unless explicitly stated. For configurations we
write 7; = |24, dij = |z; — 25|, and 1 < --- < gn for the ordered radii. All displayed terminating
decimal bounds denote exact rational numbers. We write s; = max{s,0} for s € R and I for the
identity on the Hilbert space under consideration. For a semibounded quadratic form ¢, n_(q) is
the supremum of the dimensions of subspaces on which ¢ is strictly negative away from zero.

Set-up 2.2. The computer-assisted statements use the fixed inputs and executable algorithms
specified in the mathematical appendices and accompanying code/data release. Exact arithmetic,
decoding, file operations and recorded executions are assumed faithful. Where binary floating-point
arithmetic is used, the specified source, operation order, precision, rounding, underflow, dispatch,
thread and interface conditions are part of the execution assumptions. The appendices state
those conditions for each affected calculation and prove the numerical error bounds. Accuracy,
complete coverage and physical normalization are conclusions of the checks and proofs, not
runtime assumptions.

3 Weighted removal and spectral bounds

This section collects the tools shared by the later sections. We first record two standard spectral
results. We then state a lower bound for the Coulomb form on regions where the electrons are



separated radially (Lemma 3.3). Finally we prove the criterion for nonbinding that Sections 4
and 7 apply to the two dianions (Proposition 3.4).

The first spectral result is the HVZ theorem. In the present normalization, its fermionic form
is stated in [10].

Theorem 3.1 (HVZ). For the operators in Set-up 2.1, every integer N > 2 and every Z > 0
satisfy

Oess(HN(Z)) = [En-1(Z), 00).

The second spectral result is the spectrum of the hydrogenic operator. The formula below
uses the Hartree kinetic coefficient 1/2.

Theorem 3.2 (Hydrogenic spectrum). For @ > 0, let hg = —A/2—Q/|z| be the scalar Coulomb
operator on L*(R3). Its negative eigenvalues are —Q?/(2n?), n € N, with spatial multiplicity n?,
and its remaining spectrum is [0,00). If P, projects onto the shells 1 < n < m, where m > 1 is
an integer, then
Q2
halo_pye = “Am A1)

This is [18, Theorem 10.9], with its operator —A — v/|x| taken at v = 2Q) and divided by two.
After including spin, the first m hydrogenic shells have dimension 23" ; n?.

Both dianion proofs need lower bounds for the Coulomb form on regions where some electrons
are confined to a ball and the others are kept outside a larger ball. We call the confined electrons
core electrons and the others outer electrons. The following lemma collects these bounds. It uses
no symmetry of the test function.

Lemma 3.3 (Regional lower bound). Let 2 < N <9, Z > 0, and let i denote the Coulomb
integral of Set-up 2.1 with N electrons and charge Z on the full space H'((R®)N; (C?)®N), without
symmetry restriction. For —1 < z < 1 put ¢(z) = min{1, [2(1 — 2)]""?} and ¢(1) = 1, and let

Dy, ...,Dy be rational numbers with Do = D1 =0 and
h h—1
< _— < h< :
nee ()l aznem

the values used in this paper are

1 433 1837 1581
Dy, D1,D5,Ds, Dy, Ds) = —-—, —, ——
( o0, 1, V2, V3, L4, 5) <070> 9’ 2503 500 ) 250 > )

whose squares for h = 3,4,5 are below the exact values 3,27/2,40. Fix R,b,A > 0, 0 > 1, an
integer 0 < 7 < N — 1, and set

A2 Ao —1)? JiR

2

p=Aot U=t —Fp J "TRyb

M;(R,b, A )—]%ZQ+(N ')C+l (A;h — Dy)
JUEL DA T) =Ty J Rog%?ﬁf{fj J h)-

If a spinor v € H' is supported where j specified electrons have radii below b and the other N — j
have radii above R, then
bv] > —M;(R,b,A,0) o).

For j = 0 the parameter b is immaterial.



Idea of the proof. The repulsion among the outer electrons is bounded below in terms of their
directions. Each outer electron then satisfies a one-dimensional radial inequality, and each core
electron is bounded by its hydrogenic ground energy. The full proof is in Appendix E.1.

The increments Dy — Dy, of the listed values are 0, ;, ggg, ggé, % Hence the maximum
defining M is attained at h = 2 whenever 2 53 <A; < ;’gg, which is the case for every parameter
choice below

We now state the criterion for nonbinding. Its proof follows Lieb’s argument for the bound
N < 2Z 41 [4]. Lieb tests the eigenvalue equation against the eigenfunction multiplied by the
radius of one electron, and bounds the energy of the other N — 1 electrons from below by the
threshold. We use the quadratic weight 72 + 3 in place of the linear one. We also add correction
terms B;. They use the hypothesis that every state with at most j —1 electrons within the radius

b; has energy at least d; above U. We call d; an exterior gap.

Proposition 3.4. Let N > 2, Z >0, >0, U > En_1(Z), and let J C {1,...,N} be finite.
For j € J let bj,dj >0 and \j > 0. Assume

an,z[v] = Ullvl* > dylfv]®

in the quadratic-form sense for every fermionic form-domain vector v vanishing almost everywhere
on {q; <bj}. Fors>0 define

min{s/b;, 1}‘

Bils) = (s = b)% = 0]

For compactly supported fermionic v € H' define

MBU Z/’F +,3|Vu|2

+/ r—i—r—i—ﬂ

[ul®.

ZZ(ri—i—f)—w—ﬁU

i<j i v

If some € > 0 satisfies

Myulal + Y [ Biap)lul = elul?
jeJ
for every such u, then Ex(Z) = En_1(Z) and Hyx(Z) has no nonzero L? eigenfunction at any
energy at or below En_1(Z).

Proof. Put T'= En_1(Z) and suppose that Hy(Z)¥U = EV, with £ < T < U and |¥| = 1.
Write X = (x1,...,2x) and let V denote the full gradient in X.

Ordered-radius moments. Fix j € J. Outside the null set of tied or zero radii, the function g;
agrees locally with one of the 7;. Hence ¢; is symmetric and Lipschitz, with |Vg;| = 1 almost
everywhere. For L > 0 set g;, = min{(q; — b;)+, L}. Both g,V and g? ¥ belong to the fermionic
form domain. Testing the eigenvalue equation with g%\ll and expanding the gradient gives

1
an.2lo¥] - Elgu ¥ = 5 [ 19900



Since g1, ¥ vanishes on {g; < b;} and E < U, the assumption of the proposition bounds the left
side below by d;||gr¥[|?. On the right side, |Vgr|> = 1(y, <q;<b,+1} < min{g;/b;, 1}. Monotone
convergence as L — oo therefore gives

(@b < g fmingay /110 (3.1)

In particular, [|B;(g;)||¥|? < oo and [ B;(g;)|¥|*> < 0.
The weighted identity with a cutoff. Choose a real smooth function x : [0, 00) — [0, 1] equal to
one on [0, 1] and zero on [2,00), and put Cy = ||x||c. For R > 1 set

p=|X|, Xr(X) = x(p/R), ur = XrY, Ap ={R < p <2R}.

Then up is a compactly supported fermionic H' vector and ||ug|| — 1. The gradient Vyp is
supported in Ap and satisfies |Vxgr| < C,/R. All multipliers used to test the equation for ¥
below are bounded with bounded first derivatives. The weak equation extends to nonfermionic
tests by antisymmetrization and permutation invariance.

Test that equation with r?x%%\lf. Expanding the gradients, integrating by parts with A;r? = 6,
and bounding the form of the remaining N — 1 electrons below by T gives

1 2 2 T'L'Q 3 2
f/rl-\viuR] —I—/ ~Zri+y - =< | |ugl
2 A Adik 2
#1
1
<(B-T) [rHunl + 5 [ (19 + X2V D) Vxr) [

The bound by T applies to each slice in the other labels, where r;upg is antisymmetric. All terms
are finite on the compact support. The integration by parts is justified by H' approximation and
the Coulomb form bounds. The unweighted test X%%\If gives

1
av.zlur] = Blunl® = 5 [ 19xal*1v.

Sum the weighted inequalities and add 8(qn z[ugr] — Ullug|?). Since E < T < U and 3, V(r?) =
2X, this yields

IN

1
My [up] */ ((0* + BIVxr? +2xrX - Vxz) U]

2

IN

202 1 20, 1+ D% / WP —0

— — 0.

X X 2R2 Ap

The argument never takes the limit of a quadratic-weight energy without the cutoff.
By (3.1), dominated convergence gives fBj(qj)\uR|2 — fBj(qj)|\Il\2 < 0 for each j € J. Thus

(3.2) controls the term Mg 17, and the moment bounds control every correction with A; > 0:

lim sup (M@U[UR] + Z)\j /Bj(qj)\uRP) <0.
R—o0 :

jeJ
By the assumption of the proposition, the same expression is at least ¢||ug|> — ¢ > 0, a
contradiction. Hence no eigenvalue at or below T exists. The HVZ theorem (Theorem 3.1)
gives En(Z) < T and makes any spectral infimum below 7' an eigenvalue. It follows that
En(Z)=T. O



4 The helium dianion

We prove that a helium nucleus does not bind four electrons. The proof applies Proposition 3.4
with the weight 2. Section 7 applies the same proposition to the lithium dianion. The proposition
requires four inputs. The first is an upper bound Uy for the neutral helium energy (Lemma 4.1).
The second is a pair of exterior gaps (Lemma 4.2). The third is a pointwise lower bound for the
weighted electron repulsion by a sum of one-electron potentials (Lemma D.2). The fourth is a
pair of bounds on the number of negative eigenvalues of a one-electron operator (Lemma D.4).
The last two inputs are computer-assisted and are proved in Appendix D.

Lemma 4.1. The neutral helium energy satisfies

1406349 29
Ey(2) < — - =Y
2(2) < 184600 ~ 10

Proof. Let a =9/5, s =71 4+ 73, t =11 — 72, and p = di2, and let xy € C? ® C? be a normalized
antisymmetric spin vector. Set
ap a’t?

P(S7t7 /7) =1+ F + o4 \Il(xhx?) = eiasp(svup)X‘

The spatial factor is symmetric. The distance functions are locally Lipschitz with bounded
gradients, and the exponential controls the polynomial and its derivatives at infinity. Thus ¥
belongs to the fermionic form domain.

After angular integration, the volume element is 72(s? — t2)pdsdt dp on

D={(s,t,p) :5>0,0<p<s, —p<t<p}
For nonnegative integers i, j, k, successive integration in ¢, p, s gives

2(i+j + k +2)!
G+ 1)+ k+2)(2a)itith+s

/ e 208601 pF ds dt dp = (j even);
D

the integral vanishes for odd j. Expanding P and differentiating ¥, this identity yields

52423
1152’

709 . 20627
\1,22—6(2_ )
G22[¥] =m0 | gope” — S @

1W]* = 7a

The variational principle therefore gives

By(2) < G22[¥]  21270% — (61881/8)a 1406349 29 1009
=T 2423 T 484600 10 484600

Throughout this section

1406349 1629 3
_m7 (b17(51) - (27 m), (b2,52) = (4, g) (4.1)

By HVZ (Theorem 3.1) and Lemma 4.1, E3(2) < E»(2) < Up. Hence the choice U = Uy is
admissible in Proposition 3.4 with N =4, Z = 2. Nothing from Section 5 is used.

Up =



Lemma 4.2 (Exterior gaps). Let a € {1,2} and let u belong to the fermionic form domain of
Hy(2). If u vanishes almost everywhere on {q, < by}, then

Ga,2[u] — Uollul|* = dalul/*.

Proof. Let b be the Coulomb integral of Set-up 2.1 with N = 4, Z = 2 on the full space
HY((R3)*;C16). Tt agrees with qy 2 on fermionic vectors. We apply Lemma 3.3 with N =4, Z = 2,
so that a core electron contributes —2 and A; =2 -k —jR/(R+0b). The three parameter choices

used are 5089
M, (2 9 21 37) (k = 28749 (. 9597 4 11251)

» 507 20 2000 = 20000° 20000° = 20000/
19190
4 4, 3 31\ _ 2883 651 _ 1117
M0(574v§’%) ~ 78000 (5 = 35000, € = 1600 4o = 5000)> (4.2)
77
Mi(4,4,%1,2) = (k=1 C=3, A1 =3).

32
In each case % <A; < ggg, so the maximum in M; is attained at A = 2 (in the third case also at

h =1), and the Values follow by rational arithmetic.
The first gap. If u =0 on {¢; < 2}, then all four radii exceed 2 on the support of u, and the
first value gives

1629

1406349 5089 9 15796333
lul|? = 1000

_ 2 2
484600 4000 9692000 “II" > To00 ™I

The second gap. Suppose u = 0 on {g2 < 4}. Let 6(r) be zero for r < 4/5, affine from zero
to m/2 on [4/5,4], and 7/2 for r > 4. For S C {1,...,4} let x5 = [l;cgcos0(r;) [1;¢5sin0(r;).
Then Y gx% = 1 and bhlu] = Y gbh[xsu] — ffz |0’ (r)|?|u?>. On the support of u at most
one radius lies below 4. Hence ysu = () for |S| > 2, and the localization error is at most
210’12 = 72/(8 - (16/5)%) = n2/81.92 < BT using 2 < 9.87. The term with S = & has all radii
above 4/5 and is bounded by the second value in (4.2). A term with S = {i} has r; < 4 and the
other three radii above 4, and is bounded by the third value. The localized spinors are global
H' functions. Their vanishing conditions, sliced in the other Variables, give the Dirichlet traces

. . . 19190
required by Lemma 3.3. No symmetry is needed. Since g5 < 32,

au2[u] = Uollul® > (

1406349 77 987 3
- I (- - 2 > (2.90208 — 2.40625 — 0.1204 2> .
a2lu] = Uollull” = (Siess = 55 = ayag)lul® > (2:00208 — 2.40625 — 0.12049 ) ul® > Zul

The displayed decimals are outward roundings of the three rationals. The exact difference is
0.37534 ... > 0.375. All arithmetic in this proof is rational and is replayed by certify_gaps.py
with the cap Uy as its argument. O

We next compare the weighted form Mg of Proposition 3.4 with a sum of one-electron
operators. Let g be the piecewise affine function of Definition D.1, which we call the screen. Let
h be the scalar spatial operator with closed form

=g [PVl + [ (~0 =2+ gl ol dr (43)

on {v € HYR3) : [ |z|*|Vv|? < co}. Let h; act as h ® Iz on electron i.

Lemma 4.3 (Occupation). Suppose tog < t1 satisfy n_(h —ty) = 0 and n_(h — t1) < 1,
spin excluded. Then every compactly supported fermionic v € H' satisfies Z?‘:l<u,hiu> >
(2t + 2t1)[|ul|?.



Proof. Let Il = 1(_, ;,)(h), of rank at most one. The index hypotheses give h > t11 — (t1 — to)II
in the form sense, and II ® I2 has rank at most two. In an orthonormal wedge basis adapted
to its range, each spin orbital occurs at most once, so the occupation of that range is at most
min{4,2} = 2 for every fermionic state. Hence 3, (u, hyu) > [4t; — 2(t1 — to)]|lu?. O

Theorem 4.4. Under Set-ups 2.1 and 2.2, E4(2) = F3(2), and Hy(2) has no nonzero L?
eigenfunction at any energy at or below E3(2).

Proof. We verify the hypotheses of Proposition 3.4 with N =4, Z =2, =2, U = Uy, J = {1, 2},

d, = 6, and
22 19

25 > 100°
The inequality Uy > F3(2) was noted after (4.1), and Lemma 4.2 supplies the exterior hypotheses.
Let B, and M> 17, be the moment functions and the weighted form of Proposition 3.4 for these
constants. With f(r) = 2r 4+ g(r) they are precisely the functions in Definition D.1.

Lower bound for the repulsion. Lemma D.2 gives, almost everywhere on (R3)?%,

A=

2 4
> % > fri) = MBi(q1) — A2Ba(g2) — 1.
& i=1
Inserting this into Ma g, and using —2(r; +2/r;) + f(r;) = —4/r; + g(r;) and 3N/2 =6 =43,

Mo g, [u +Z>\ /B (qa)luf? > Zuhu ) = 205 |2
a=1 =1

for every compactly supported fermionic u € H'.
Lower bound for the one-electron operators. Lemma D.4 gives n_(h+ %87) =0and n_ (h+%) <
1, spin excluded. Lemma 4.3 with ¢ty = —%, t1 = —23—5 gives Y, (u, hju) > 209||u||2
Conclusion. Consequently

209 1406349 151235 624
M o | Bal 2 _1 2 2 2
olu] + Z [ Batalul? = (=55 = 1+ oYl = Sl > ol
All hypotheses of Proposition 3.4 hold with e = %. Its conclusion gives the energy equality and
excludes every nonzero L? eigenfunction at or below E3(2), including the threshold. O

Remark 4.5 (Comparison with the lithium dianion). Theorems 4.4 and 7.2 are two instances
of Proposition 3.4 with the same weight 72, the same constant 3 = 2 and two ordered-radius
moments. The helium instance is simpler. It does not reserve part of the angular kinetic energy,
and it needs no fixed radial fields such as those of Definition A.1. A single screen g with five
knots suffices, and the geometric certificate covers the four ordered radii directly. The margin
0.624 hartree is large compared with the 10~° margin of the lithium instance. A distant electron
sees the net charge N — 1 — Z =1 in both cases. The difference is the size of the core loss, which
grows with Z.



5 The helium monoanion

We prove that a helium nucleus does not bind three electrons (Theorem 5.6). The lower bound
must equal the neutral helium energy E = E3(2) exactly, so a numerical approximation of E does
not suffice.

The proof splits the configuration space into two regions. In the interior region K7, all three
electrons lie within distance 7 of the nucleus. In the exterior region ()7, at least one electron
lies farther away. On €7, a localization argument bounds the Coulomb form below by E plus a
positive boundary term (Lemma 5.5). On K7, finite matrix computations bound the form below,
up to the same boundary term, in the two symmetry sectors of lowest energy (Lemma B.1 in
Appendix B). The boundary terms cancel when the two bounds are added. The other symmetry
sectors are treated separately (Lemma 5.4). All of these steps use bounds on the ground state of
neutral helium (Lemma 5.3).

We use two standard results. The first is Temple’s inequality for an isolated ground level [18,
Theorem 4.13].

Theorem 5.1 (Temple’s inequality). Let A be self-adjoint and bounded below, let E = inf 0(A) < b,
and suppose o(A)\ {E} C [b,00). Forv € D(A) with ||v]] =1 put u = (v, Av). If p < b, then

_ 2

A=
b—p
The second is the local regularity result needed at the threshold, namely the analyticity

away from collisions stated in [19, p. 3, equations (1.5)—(1.7) and the following paragraph|. The
dilation y; = 2z;, followed by division of the equation by two, converts our Hamiltonian into that
reference’s normalization.

Theorem 5.2 (Off-collision analyticity). Let N > 1 be an integer, Q C (R3)N be open, Z > 0,
and A € R. Define the collision set

Y= LJ{Q;Z =0} UU{x, =}

FEvery distributional solution on Q of

[t e g o

1<J
is real analytic on Q\ .

Three sets of data used below are supplied in the accompanying code/data release of Set-up 2.2.
They are the coeflicients of a trial function for neutral helium, a table of rational bounds on its
radial tails, and a table of rational numbers used in the exterior estimate. The interior matrix
estimates are proved in Appendix B.

Lemma 5.3 (Neutral spectral and spatial bounds). Assume Set-ups 2.1 and 2.2 for the degree-
fourteen neutral-helium calculation. Let E' = E3(2) and let (Pj)]l-isg be the fixed rational neutral
tail table in the accompanying code/data release. Define

1, 0<t<l,
- 1094533, 2003681, 5206311, 17861539
po(t) = PLBtJ’ 1<t< 16, (Ml,MQ,Mg,M4) = ( 106 )
Prog, t>16,

10



Then E is a simple eigenvalue with a normalized rotationally invariant spin-singlet eigenfunction
P, and

—2.903724674 < E < —2.903724372,  Hy(2),. > ( Jo . 67039 ) ,

100000
Fori=1,2,k=1,2,3,4, and t >0,

Irf@ll < My, 1g20®l® < po(t).
The function pg is nonnegative, bounded by one, and nonincreasing.

Idea of the proof. We evaluate the energy and the residual of an explicit trial function in exact
arithmetic. Temple’s inequality then encloses F, and a comparison with hydrogenic operators
gives the spectral gap. The trial function is close to ® in norm, which transfers its moment and
tail bounds to ®. The full proof is in Appendix E.2.

Lemma 5.4 (Complementary sectors). Assume Set-ups 2.1 and 2.2 for the neutral calculation
and the two rational pair-matriz checks. Put E = E5(2) and p* = 2 + 13 +r2. Then the following
inequalities hold on the fermionic H' form domain.

1. Every vector u in a total-spin-3/2 sector, or in a total-spin-1/2 sector of orbital angular
momentum L and parity different from (—1)L, satisfies

49 .
q3,2[u] = —EIIUIIQ > Ellul® if u#0.
2. FEvery vector u in the closed sum of sectors of total orbital angular momentum L > 2 satisfies
dsalu] = Blul = g5 [ 52l
’ — 80

Idea of the proof. The sectors in the first assertion contain no configuration with a doubly
occupied 1s shell. A hydrogenic comparison, corrected by the electron repulsion, bounds all other
configurations. For the second assertion, we bound the two-electron operator of each pair from
below, localize in the ratios r;/p, and use Hardy inequalities and the angular kinetic energy. The
full proof is in Appendix E.3.

Lemma 5.5 (Exterior trace at the neutral threshold). Assume Set-ups 2.1 and 2.2 for the fized
neutral and exterior calculations. Let E = F5(2), By = {x € R3 : |x| < T}, K7 = (B7)3, and
Q7 = {(x1,22,73) : max; r; > 7}. For antisymmetric u € H*(Q7;C®) let g=[u] be the Coulomb
volume form of Set-up 2.1, restricted to Qy, with no boundary term. Then

1
0>l ~ Blulfaan 2 5 [ 1Trul?ds:

The measure dS is Fuclidean surface measure on the three exposed faces, and the trace is
unrestricted. The inequality holds in every spin, orbital-angular-momentum, and parity sector.

Idea of the proof. We localize according to which electrons have radii comparable to the
largest radius. When exactly one electron has this property, the spectral gap of neutral helium
from Lemma 5.3 controls its coupling to the other two electrons. Completing a square in its radial
variable then absorbs the localization error and leaves the boundary term. In the other cases the
form exceeds E by a positive amount. The full proof is in Appendix E.4.
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Theorem 5.6. Under Set-ups 2.1 and 2.2,
B5(2) = Bo(2),  H3(2) > —2.9037246741.
For every real A < E5(2), ker(H3(2) — AI) = {0}.

Proof. The proof has three steps. We first add the interior and exterior bounds, whose boundary
terms cancel. We then combine the bounds for all symmetry sectors. Finally we show that a
threshold eigenfunction vanishes on K7, and we extend this vanishing to the whole space by
analyticity.

Matching at the exact threshold. Put E = E5(2). Let K7,Q7,q~ be as in Lemma 5.5. Let the
full sectors S, P, the form ¢, and the constants z,ng,np be as in Lemma B.1 in Appendix B.
The execution hypothesis of that lemma is Set-up 2.2. Its volume form has the same Hartree
normalization and spin summation as ¢~. For J € {S, P} and a fermionic H! vector u in the
full sector J, restriction preserves antisymmetry and sector membership, and the two restrictions
have the same trace. Adding Lemmas B.1 and 5.5 therefore gives

a3,2[u] — El|ull* > (2 + 0 — E)llullZ2 ). (5.1)

The two boundary coefficients are both 1/16 with the same Euclidean surface measure. Lemma 5.3
gives E < z, so both coefficients on the right are strictly positive. The numerical bounds and the
completeness of the interior spaces, including every magnetic component, are precisely those of
Lemma B.1. No boundary condition is imposed on the restrictions of u.

Ezxhaustion and equality of energies. Spatial rotations, spin rotations, and inversion reduce
the Coulomb operator. Three spin-1/2 particles have total spin 1/2 or 3/2. Their orbital angular
momenta are the integers L > 0 and their parities are +1. Lemma 5.4 covers the quartets, the
doublets with parity different from (—1)”, and every L > 2. The remaining sectors are exactly
S and P, controlled by (5.1). Orthogonal summation yields H3(2) > EI on the unrestricted
fermionic space. Theorem 3.1 places E in its essential spectrum, so F3(2) < E as well. This
proves equality. The lower neutral endpoint in Lemma 5.3 gives the stated numerical operator
bound.

Ezclusion at threshold. Suppose ¥ € D(Hs3(2)) and H3(2)V = EV. Every symmetry projection
satisfies the same eigen-equation. The first bound in Lemma 5.4 annihilates the quartet and the
indicated parity projections. Its second bound annihilates every remaining projection with L > 2,
since p~2 > 0 almost everywhere. Equation (5.1) makes the S and P projections vanish on Kr.
Thus the entire eight-component spinor ¥ vanishes almost everywhere on K.

To apply Theorem 5.2 componentwise, let A be the orthogonal antisymmetrizer on the full
spin space and g the polarized Coulomb form on its full H! domain. Permutation invariance
implies q(¥, ¢) = q(¥, Ap) and (¥, p) = (¥, Ap). The fermionic eigen-equation consequently
holds against every smooth compactly supported spinor test. Each scalar spin component solves
the Coulomb equation distributionally and is real analytic on R? \ ¥, with ¥ as in Theorem 5.2.

This open set is connected. In fact its excluded sets are six linear subspaces V; of dimension
six. For two points a,b outside them choose ¢ outside the finite union of V; + span{a} and
Vj + span{b}. These spaces have dimension at most seven, and the two segments from a to ¢ to b
avoid every Vj. The nonempty open set K7\ ¥ contains, for example, ((1,0,0),(2,0,0),(3,0,0)).
Almost-everywhere vanishing there implies pointwise vanishing of each analytic representative
by continuity. The identity theorem for real analytic functions gives vanishing throughout the
connected collision-free set. Finally ¥ has measure zero, so ¥ = 0 in the Hilbert space. The lower
form bound already excludes every A < E, completing the assertion at and below threshold. [
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6 Binding of the lithium anion

We prove that the lithium anion is strictly bound. To do so, we bound the anion energy FEy(3)
from above (Proposition 6.1) and the neutral energy E3(3) from below (Proposition 6.2).

The upper bound is variational. Its trial function is an antisymmetrized sum of 150 explicitly
correlated Gaussians with integer parameters, so all matrix elements can be enclosed using exact
arithmetic.

The lower bound has three steps. First, a scaling argument and the helium bound of
Theorem 5.6 compare H3(3) with a sum of hydrogenic operators. This comparison gives the
required bound in every symmetry sector except two. Second, in each of the two remaining
sectors we add a rank-one projection onto a hydrogenic configuration, which makes the shifted
Hamiltonian positive. Third, we show that the rank-one term is strictly smaller than the resulting
operator, in the manner of the Birman—Schwinger principle. The third step uses certified inner
products from Appendix C.

Proposition 6.1. Under Set-ups 2.1 and 2.2,
E4(3) < —7.497020240.

Idea of the proof. The norm and the energy of the trial function are sums of 45300 closed-form
Gaussian integrals. We enclose each term between integers in exact arithmetic and obtain an
upper bound for the Rayleigh quotient. The full proof is in Appendix E.5.

Proposition 6.2. Under Set-ups 2.1 and 2.2,
E5(3) > —17.493955380.

Proof. We follow the three steps described at the beginning of this section. All operator compar-
isons below are comparisons of quadratic forms.

The comparison operator and the remaining sectors. Set
8 5 5

=-2. 24674 = —7.494 =—=_.
C 903724674, =z 7494, K o = 97

5 3 1
87 a 8’ Q a 37

Write 7 = —%Zg’zl Ai, V=Yg dz-_j1 and A = Y, 7', The unitary dilation Dsf(X) =
s92f(sX), s > 0, satisfies

LT —2A+V)Dyjy =t Ha(2).

Theorem 5.6 consequently gives

C 3 a 1
Hy3)> S 4 Gar Gu=3 <Ai - ) | (6.1)

t = 2 T3
By the hydrogenic spectrum theorem (Theorem 3.2; [18, Theorem 10.9]), the one-electron levels in
G, are €, = —1/(2an?). Let N count occupation of its spatial 1s orbital, including spin. There

are two 1s spin orbitals, so N1 has values 0, 1,2. On the subspace N1 <1,

3
Gq > 3ea+ (€1 —€2)N1 > €1 + 2e2 = “ia (6.2)
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On N; = 2, the core has orbital angular momentum zero, even parity and spin zero. The valence
orbital therefore determines total orbital angular momentum L and parity (—1)%. If L > 2, its
principal index is at least three, and Theorem 3.2 bounds the entire valence space below by e3.
In every sector except L = 0 with even parity and L = 1 with odd parity, either this bound or
(6.2) applies. Thus these other sectors obey

c
Hy(3) >8I, f=" - 1%9@ (6.3)

This includes opposite-parity sectors, in which a filled 1s core is impossible. The spectral
complement bounds in Theorem 3.2 include the continuous subspace.

It suffices to examine orbital magnetic number zero and spin magnetic number 1/2. Orbital and
spin rotations commute with the Hamiltonian and its form: every integer-L orbital representation
contains magnetic number zero, and each of the three-electron spin representations 1/2,3/2
contains spin magnetic number 1/2. Bounds on these components therefore hold on their full
magnetic multiplets. For T' € {S, P} put {s = 0, {p = 1, and let By denote the sector with
L = {7, parity (—1)*7 and those two magnetic numbers, without restricting total spin. Write
Hr = Hy(3)\s,.

The hydrogenic configurations and an inverse bound. Use the trial functions ur and the
vectors pr,, of Definition C.1. We call the vectors pr,, sources. By (6.4) below, they are the
antisymmetrized hydrogenic configurations with a filled 1s shell and the third electron in the
level n. The spatial representation of the trial functions and sources is antisymmetric under the
exchange P;3 of the positions 1 and 3. Extending its /1 component, divided by v/3, to the other
two spin strings by signed permutations is well-defined and isometric: the stabilizer is generated
by (13) and the three component norms are equal. This identifies the spatial and physical scalar
products, without a further spin factor.

To fix the source phases, let ¢10o(z) = (Q%/m)/2e~@l*l and choose the real, normalized
charge-Q orbitals ¢,r9 with angular factors Yoo = 1/v4m and Yi9(Z) = /3/(4m)z3/|x|, and
positive leading radial coefficient at the origin. The Laguerre polynomials and positive constants
in Definition C.1 give, with these phases,

11— Py
pT,TL - \/5

For S this identity uses Lgll(y) = ?:_&(—1)j (n_?_j) y’ /!; for P the valence radial polynomials
are 1 and 1—Qr/6. Orthogonality of the valence orbitals to the core and to each other makes these
sources orthonormal. They span the indicated discrete levels of the filled-core space. Lemma C.14
places both trials and sources in D(H3(3)). Their stated symmetries and the reducing character
of Br therefore place them in D(Hr).

Set mg = 6, mp = 3, and let Pr,, = |prn)(prn| for 2 < n < mgp. For every integer n > 2
define

[$100(71) P100(72) Pruer0(T3)]- (6.4)

C  1+1/(2max(3,n)?) 170037989 4

In = a ~ 7 937500000  3max(3,n)?
Then go = g3 = f — z > 0.0332257, and g, is nondecreasing. Put K7 = Hy — 21 + kPrp. Since
K = €3 — €2, the rank-one term xPr 2 raises the comparison level of the source with n = 2 to the
level n = 3. On the orthogonal complement of pr, ..., prm,, Theorem 3.2 gives the lower bound

2€1 + €mp41 on the part with Ny = 2, and (6.2) is stronger on the part with Ny < 1. Hence

mr
KT > ng-‘rlI + Z(gn - ng+1)PT,n > gQI > 0. (65)

n=2
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The variational identity

(K7 f) = sup  {2Re(f,v) — ||K}/%0|*}
veD(K}/?)

then yields

-1
Kp' <

(1 1
< I+> (—- Pr,. (6.6)
Imr+1 n=2

gn  Gmr+1

This argument does not assume that Hy commutes with the projections Pr,.
Bound on the rank-one term. Set cg = 1.026, cp = 1.007, wpr = cpup, and define

nr = (Hr — zDwr, br = (pr2,wr), er = (wr,nr), dr=|nrl?

VT = (DTns T Jjr =1— Kby, pr = pr2 — Krwr = jrpre — 7.

All these scalar products are real, and wr € D(Kr) by the domain assertion above. Expanding
the residual gives the exact identity

(pr.2, KEIPT,2> =2br —er — Hb?p + (pr, KEIPT>-

Using (6.6), define the upper bound

) .
Sr = H[QbT —ep — Hb% + JT JTUT,2 + dTr
ng-I—l
= (1 1 (6.7)
* Z ( - > (Jrln=2 — van)Q
n=2 9n Imr+1

Thus I€<pT72,K7_~1pT72> < Sp. If Sy < sp < 1, Cauchy—Schwarz applied to K;l/zpﬂg and K%/zf
gives k|(pr.2, f)1? < sp(f, Krf) for every form-domain vector f. Subtraction of the rank-one
term and (6.5) imply

Hp > [Z + (1 — ST)gQ]I. (68)

Evaluation from the certified intervals. Lemma C.14 encloses in rational intervals the inner
products among the trial functions, the sources and the images of the trial functions under the
Hamiltonian. We call these inner products moments. The lemma uses hy = (H3(3) + 15/2)ur.
Consequently, at z = —7.494,

nr = cp(hr — dur), § = 0.006.
Denote the moments that enter by
Ar = (up,hr), Dr=|hr|?® Nr=|ur|® Brn=®rnur), Vin= (1 hr).
They enter through the exact identities

br = crBrga, er = c&(Ap — 6N7),

! , (6.9)
dT = CT(DT — 25AT +0 NT), VT = CT(VT,n — 5BT,n)-

No normalization of ur is introduced.
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We now bound Sg and Sp using only the rational endpoints of these intervals. Temporarily
suppress 1, and let subscripts — and + on A, D, N, B,,V,, denote the endpoints printed in
Lemma C.14. Set

by =cBo 4, e =c*(A_—0Ny),
dy = A(Dy —20A_ + 6°Ny), vnz =c(Vax —6Bnz),
j7:1—5b+, jJr:l—Klbf.

These formulas give outward bounds by their coefficient signs. The specified endpoints satisfy
b_>0,7->0,v3_ >0and j_ —va4 > 0. Define

Fr=2b, —e_ — kb%, Ry =ji —2j_vy_ +dy,

arp = j+ —v2,—,  arp =max(jv, | |vp]) (3 <n <mr).

Positivity of the coefficients in (6.7) gives

Rr X /1 1 5
STSH FT+ +Z - — aT,n'
ng"Fl n=2 gn ng"rl

Table 1 gives integer upper bounds for 10'® times each term in these brackets. Each comparison
uses just the rational endpoints above and the displayed formula for g,,. Equivalently, it is verified
by multiplying by the positive denominators.

Table 1: Integer upper bounds for 10 times the terms in the bound for Sy. The row indexed by
n bounds (" — g1 )3,

Term S P
Fr 4740317261675618 2838404429685468
Rr/gmp+1  567896606970620 1791632727708472
n=2 20913699346983  123610754064044
n=3 62462513402733  139024913705375
n=4 1036687051373 -
n=>5 105796401819 -
n==6 14991159233 -
Sum 5392747556008379  4892672825163359

The final strict comparisons are the integer identities

27 - 998656955 - 10° — 5 - 5392747556008379 = 4958105 > 0,
27 - 906050524 - 10° — 5 - 4892672825163359 = 22183205 > 0.

Hence Sg < 0.998656955 and Sp < 0.906050524. This endpoint calculation covers every com-
bination of values in the certified intervals. It requires no assumption on correlations between
them.

Take s, = 0.998656955, the larger of the two bounds. Equation (6.8) controls both remaining
sectors, and (6.3) controls all other orbital and parity sectors. The rotation argument includes
every spin and magnetic sector. Since z + (1 — s4)g2 < z + g2 = 3, they give on the full fermionic
space

H3(3) > [z + (1 = su)g2] 1.
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Finally,
(1 — s4)g2 > 0.001343045 - 0.0332257 = 0.0000446236102565 > 0.000044620,

so F3(3) > —7.493955380, as asserted. O

7 The lithium dianion

We prove that a lithium nucleus does not bind five electrons. As for the helium dianion, the proof
applies Proposition 3.4. The upper bound on the threshold F4(3) comes from Proposition 6.1. The
lemma below supplies the exterior gaps. Positivity of the weighted form is the computer-assisted
Lemma A.3 of Appendix A.

Lemma 7.1 (Exterior gaps). Set

37431243

Uy = —ora81283 =y 5 = (

26 129>
5000000 ’ ’

103 3469
%7@ (b2a62)_ < >

50 ’ 5000

Let a € {1,2} and let u belong to the fermionic form domain of Hs(3). If u vanishes almost
everywhere on {q, < by}, then
05,3u] — Upllul® = & lul*.

Proof. Let b denote the Coulomb integral of Set-up 2.1 with N =5 and Z = 3 on the full space
H1((R3)5; C32) without a symmetry restriction. It agrees with g5 3 on fermionic vectors. We apply
Lemma 3.3 with N = 5, Z = 3, so that a core electron contributes —9/2 and A; = 3—xk—jR/(R+D).
The three parameter choices used are

25925
Mo(26/25,26/25,25/39,5/3) = “ 5
604295
= ot 7.1
Mo(3/5,103/50,125/128,8/5) = oo (7.1)
131831
M (1 1 103.2) = '
1(103/50,103/50,50/103,2) = -

Indeed the corresponding A; are 428/351, 1/2 and 115/206, so the maximum in M is attained
at h = 2 in each case, and the values follow by rational arithmetic.

The first exterior gap. If u =0 on {1 < 26/25}, then all five radii exceed 26/25 on the
support of w. The first value in (7.1) gives

129 545603
— U 2> (= 2,
asalul - Unllull* > (%0 + 7eoecoongg ) 14!

The second exterior gap. Suppose u = 0 on {g2 < ba}. Let 0(r) be zero for r < 3/5, affine
from zero to m/2 on [3/5, be], and equal to 7/2 for r > by. For S C {1,...,5} put

Xs = H cos 6(r;) H sin 0(r;).

i€s i¢S

Then ) ¢ X% =1, and the quadratic-form localization identity is
1
blul = 3 blxsul — 5 [ 3010/ Pluf®
S i
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At most one radius lies below b2 on the support of u. Hence the localization error is at most
72||ul|?/[8(ba — 3/5)%], and xsu = O when |S| > 2. The term with S = @ has all five radii
above 3/5. For S = {i}, the radius r; is below by and the other four are above by. The localized
spinors are global H! functions. Their vanishing conditions, sliced in the other variables, give the
Dirichlet traces required by Lemma 3.3. No symmetry of the localized spinors is required. The
last two bounds in (7.1), together with

604295 123 31 131831

08304 ~ 20 5 < 21218

therefore give

] > — 131831_+ 2 u?
B3l =71 21218 " 8(by — 3/5)2 '

Using m < 22/7, the remaining comparisons are

131831 _ 310659 2 _ 151250 _ 14481
21218 50000 ’ 8(by —3/5)2 261121 ~ 25000’
and
310659 14481 3469143 _ 3469
~70 7750000 25000 5000000 ~ 5000°
This proves the second gap and completes the two cases. O

Theorem 7.2. Under Set-ups 2.1 and 2.2, E5(3) = FE4(3), and Hs(3) has no nonzero L?
eigenfunction at any energy at or below Ey4(3).

Proof. Use Uy, by, d, from Lemma 7.1, and set

83 927

=9 —{1.2 _ _ 0er
p=2, J=112} ML= 9500 271000

Proposition 6.1 supplies the required upper bound on the threshold:
E4(3) < —7.497020240 < Uy.

With N =5, Z =3, U = Up and d, = d,, let B, and My, be the moment functions and
weighted form defined in Proposition 3.4. Its exterior hypotheses hold by Lemma 7.1. Lemma A.3
in Appendix A uses precisely these constants and moment functions, and gives

1

|
100000

2
Malu] + 3 Ag / Ba(ga)ul? >

a=1

for every compactly supported fermionic uw € H'. Thus all hypotheses of Proposition 3.4 hold
with e = 1/100000. Its conclusion gives both the energy equality and the exclusion of every L2
eigenfunction at or below F4(3). O
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8 Electron counts

This section completes the proof of Theorem 1.1. We first treat every electron count above the
dianions (Proposition 8.2). Lieb’s bound covers all of these cases except lithium with six electrons,
which needs a separate argument. We then combine the results of Sections 4-7 (Theorem 1.1).

We use Lieb’s bound [4] in the following form, which includes a possible eigenvalue at the
removal threshold. See [10, Section 2.1, equations (3)—(6)].

Theorem 8.1 (Lieb’s ionization bound). Let N > 2 be an integer and Z > 0. If En(Z) is an
eigenvalue of Hy(Z), then N < 27 + 1.

Proposition 8.2. Let N > 2 be an integer and Z > 0. Suppose either Z = 2 and N > 5, or
Z =3 and N > 6. Then Ex(Z) = Ex_1(Z) and this energy is not an L? eigenvalue of Hyx(Z).

Proof. Lieb’s bound treats all cases except (N, Z) = (6,3). For that case we combine three
ingredients. The first is a pointwise inequality for the weighted electron repulsion. The second is
Lieb’s argument with a quadratic weight, as in the proof of Proposition 3.4, which bounds the
mean radius of an eigenfunction. The third is an upper bound on the repulsion energy from the
virial theorem and the Pauli principle.

By Theorem 3.1, En(Z) < En—_1(Z), and a strict inequality makes Exn(Z) a discrete eigenvalue.
Consequently, absence of a ground eigenvalue implies both conclusions. Theorem 8.1 gives this
absence for Z =2, N > 5, and for Z =3, N > 7.

The siz-particle geometric inequality. For X = (x1,...,z6) € (R®)S, put

6 T? + 72
R(X) =", U(X)ZZTJ.
=1 i<j ]
We claim that, almost everywhere,
2657
X)> —R(X). 1
o(X) = Z2ER(X) (s.1)

Work away from the collision and zero-radius sets. For each pair i < 7,

Tz‘Q + 7"]2' > 1223 153 @; - z; @3(% . xj)2 — 7"121"32

i 21600 ) N 00, T 200 i)

(8.2)

To verify this, set s = r; +1;, 0 = d;j/s, 2 =1 — 62 and t = 4r;7j/s>. The triangle inequalities
give 0 < # <1 and z <t < 1. The difference between the two sides of (8.2), divided by s, is

2 4

F(t) 1 1 T3

9 1600 100 200

C1-t/2 1223 153 <z t) 189 (322 3zt 752>
This is concave in t, and its endpoint values satisfy

8000F (1) = (1 — 0)(30 — 2)2(636% + 1476 + 100),

239\2 23837 2\ 2 4
1 F(z) = - - 1{6-2= = 18903 (1 — 63).
6000F (=) = 800 (9 400) + 2l 480 (9 3) (9+3)+ 8963(1 — 62)

Both are nonnegative, proving (8.2).
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Write I3 for the 3 x 3 identity matrix and || - |jgs for the Hilbert—Schmidt norm. Set
Qi = V3] —ril3/V3. Then tr(QiQ;) = 3(z; - ;) — r7r} and [|Qillfg = 2r{. Expanding the
squares in the following Laplace integrals gives

6 2

oo R T;- T
OS/ e Wig;| du=—+2 =t )
2
oou2 6 7“27"2
O< _ —ur; ) d - 1]
_/0 2 26 @ + Z n+r])
i=1 HS 1<J

Summing (8.2) therefore gives

( 1223 153 189 > R 2657

51600 © 400 1600/ 800

as asserted.

A radius bound valid at threshold. Suppose that a normalized ¥ € Hg satisfies H6(3)lI/ EV,
where E = FEg(3). It belongs to the Coulomb form domain. Write p = |X| = (3, 72)"/2, and
choose a smooth nonincreasing x : [0,00) — [0, 1] equal to one on [0, 1] and zero on [2,00). For
L>0,set xp.(X) = x(p/L), fr = x¥ and K = ||x||co- These cutoffs preserve antisymmetry.

For each label 7, r; f, is antisymmetric in the other five labels. Since E < Ej5(3), the quadratic
form of the five-electron Hamiltonian in these labels minus F is nonnegative. The omitted
coordinate and its spin are integrated as parameters. Test the weak eigenvalue equation with
p*x2 ¥ and split off these six nonnegative forms. Using Ap? = 36 gives

g 2 2 2 2
52 [ VL = 9ISl + [ (v = 3R)|fi]
21’:1/ L L / L

<5 [ (PIVxeP + 250X Vo) w2 < 28 [ Jwp,
p=>L

The last inequality uses X - Vxz < 0 and p?|Vxz|? < 4K? on the cutoff annulus. All multipliers

in the weak equation are bounded with bounded derivatives and compact support, so the identity

uses no moment assumption on W. Integration by parts, first for smooth functions and then by

H' approximation on compact support, gives for each label i and such a function f

2
9
ViR > i Vi P = | + 3l

Together with (8.1), this yields

257 9
20 pir2< 212 2K2/ o2,
w0 | BULE < U5l + [ 1w

Fatou’s lemma and fr, — ¥ in L? now give

1800
= 257

Incompatible repulsion bounds. Define the finite expectations

ERRN 2 _ [P s
_2;/yviqu, U_/z‘zlri, w= [y 5

1<) 1

0<S —/R|\m?
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Their finiteness follows from the Coulomb form domain and Hardy’s inequality. The fifteen pairs

satisfy
Z il

1<J Z

1158 45
‘ri+r; 5R R’

i<]

Cauchy-Schwarz against the probability density |¥|?, followed by (8.3), gives

45 257
W >45 [ R7HU2 > 8.4
An elementary two-electron trial function bounds T from below. For a > 0 and = € R3,
set ¢o(x) = (a®/m)'/2e=2%l. The normalized determinant formed by pairing ¢, with the two
orthonormal spin states has energy at Z = 3 equal to o — 6+ 5a/8. Indeed, the angular average

of |z — y|™! at fixed radii £, > 0is 1/ max{£, n}, and hence its repulsion integral is

o 3
32046/ fem 208 / e 2 dn | dé = 5704'
0 0 8

Choosing a = 43/16 and using Theorem 3.1 successively gives

1849 25

E<EFE < - _—
S BB) < —oss <77

The normalized dilations ¥, (X) = a’¥(aX), a > 0, have energy a®T + a(—3U + W), minimized
ata=1 Thus 2T -3U+W =0, E = —T, and T > 25/4.

By antisymmetry, each normalized spin orbital has occupation at most one. Hence the
one-particle density operator of W has trace six and lies between zero and the identity. For each
¢ > 0, Theorem 3.2 therefore gives

¢? ¢\ 3,
T—§U22< >+4< 8>_—2g.

Optimizing in ¢ yields U < v6T. Put 7 = /T > 5/2. Since 3,/3/2 < 15/4,

1 2

the last quadratic is decreasing for 7 > 5/2 and equals 25/4 at 7 = 5/2. This contradicts (8.4).
Thus the six-electron ground energy is not an eigenvalue, and HVZ gives the remaining equality
E6(3) = E5(3).

Proof of Theorem 1.1: Theorems 5.6 and 4.4 give E3(2) = E4(2) = E3(2) and exclude
eigenfunctions at or below this energy for three and four electrons. Proposition 8.2 gives
En(2) = En-1(2) for every N > 5 and excludes an eigenfunction at that energy. Induction
proves En(2) = E3(2) for all N > 3. Theorem 7.2 similarly starts the lithium induction at
E5(3) = E4(3), including threshold exclusion, and Proposition 8.2 supplies every N > 6. Hence
En(3) = E4(3) for all N > 5, with no eigenfunction at that energy. Since no eigenvalue can lie
below the spectral infimum, these statements give both asserted kernel exclusions.

Strict binding and the counts. Theorem 3.2 and Lemma 4.1 give

29

By(2) < ~15 < ~2=E1(2) < Eo(2) = 0.
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The preceding equalities exclude every N > 3 from the helium strict-binding set. That set is
exactly {1,2}, so N.(2) = 2. Propositions 6.2 and 6.1 give

E5(3) — Ey4(3) > (—7.493955380) — (—7.497020240) = 0.003064860.

Thus four belongs to the lithium strict-binding set, whereas the energy equalities exclude every
N > 5. Its supremum is therefore four, irrespective of which smaller electron counts belong to
that set. O

A Geometric and radial certificates

This appendix proves Lemma A.3, the positivity of the weighted form that Section 7 uses for
the lithium dianion. We first fix the conventions for the computer-assisted checks. As in the
introduction, a certificate is finite data from which a program verifies a stated inequality. We
also call such data a witness. An exact reader is a program that checks a certificate in exact
arithmetic.

The finite witnesses, polynomial coefficient lists, exact readers and completed execution records
used below are retained in the accompanying code/data release. We identify each dataset by
its mathematical contents. The checks use exact integers and rationals, including signed floor
division. A finite binary64 input denotes its exact dyadic value. Either signed zero denotes zero,
and nonfinite inputs are rejected. Write rngy4 for nearest binary64 rounding with even ties, followed
by this exact interpretation. Integer power comparisons certify all radical enclosures. Locally,
Set-up 2.2 means faithful Python integer and rational operations, binary decoding, decompression,
file operations and execution records, with assertions enabled and identical input bytes throughout
each composed execution. Hashes identify artifacts. They are not substitutes for byte preservation
or successful evaluation. The numerical accuracy of the witness-generating program is not used.

A.1 The five-electron weighted form

Several radial estimates below use the following square identity. For 0 <! < u < oo, a real
function b that is locally Lipschitz on (I,u), a real potential V, and z € HL_ on (I,u) for which
the boundary terms exist,

" 12 1 ru n b+ b2 1
J <‘Z2’+Vlz|2>:2/ 2~ b+ [ (V_ 3 )'Z'2+z[b'z'2]7' (A1)
l ! !

It follows by expanding the square and integrating its real cross term, so it also holds for complex
z.

Definition A.1l. Let hg, h), interpolate affinely the triples in Table 2, with constant continuation
at both ends. The entries of that table are integers and specify (10007, 1000h4(r), 1000h,(r))
exactly. Put p(r) = r2 +2 and 6 = 27/100. For £ =0,1,..., let K; be the operator of the closed

for 1 1 6  73((+1)
o0 o0 p
k2] = = ’2+/ [__+ 2
(7l 2/0 Pl 0 8 r 20072 12

on {z € H}(0,00) : [7?]2'|* < 0o}. The trace at zero is zero, and the radial space has no spin
factor.
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Table 2: Exact lithium radial fields. Read each group of three columns from top to bottom, then

pass to the next group.
1000r  1000h, 1000h, | 1000r 1000hs 1000h, 1000r  1000h, 1000h,

25 0 0| 1800 9791 o742 7200 7280 7120
88 175 180 | 2000 6059 5984 8100 7240 7099
150 356 347 | 2200 6264 6195 9000 7175 7029
285 733 753 | 2400 6452 6341 | 10500 7036 6913

420 1278 1255 | 2700 6667 6514 | 12000 6870 6748
570 1956 1933 | 3000 6807 6647 | 15000 6480 6374
720 2650 2655 | 3350 6919 6797 | 18000 6045 5966
860 3281 3287 | 3700 6976 6953 | 22000 5429 5376
1000 3851 3857 | 4200 7099 6959 | 26000 4828 4800
1125 4287 4310 | 4700 7182 7030 | 43000 2330 2318
1250 4676 4666 | 5250 7239 7086 | 60000 -433 -993
1425 5086 5092 | 5800 7271 7110 | 130000 -11484 -11390
1600 5451 5429 | 6500 7289 7129 | 200000 -23058 5000

Lemma A.2. For the operators and fields of Definition A.1,
Ko — hg > —10.624, n_(Ko—hs+7.793) <1, n_(Ky— hs+6.995) <2,
and, for every integer £ > 1,
Ky —h, > —7.119, Ky — hg > —7.280.

Proof. We give the differential certificates for the first, second and angular-one levels, and an
explicit two-zero comparison for the third level. For a field h € {hs, h,,} and a level e, multiplication
by /p on the compact smooth radial core gives the potential

—1/8—h—e—6/r 1 T3 +1)

W, = —+ ——. A2
ebh P +pQ * 20072 (A-2)

The resulting form is [(|y/|?/2 + Weenly|?) on H}. Both forms have the compact smooth core,
by Hardy’s inequality and cutoff at zero and infinity. The multiplication is a bijection on that
core. Approximation of negative finite-dimensional subspaces as in the preceding proof shows
equality of their negative indices. No bounded similarity on the full L? spaces is asserted.

Endpoint and polynomial data. Set v, = 1/40 and R, = 200. On (0, 7.) both fields vanish, and
Wen > —3/r + 730(€ 4 1)/(200r?) at the levels used below. The positive function r*(1 — 3r/u)
with g =1 for £ =0 and u = 9/5 for £ = 1 gives the respective origin trace coefficients 680/37
and 808/23 through (A.1). On r > 200 the s tests satisfy 72 > 28, and the p test at e = —7.119
satisfies r2WW > 63/25. These follow by inserting the constant end values hy = —23.058, hy, =5
in (A.2) and using 72/p > 999/1000, 67/p < 3/100. The tail functions r~7 and r~%/5 give trace
coefficients 7/400 and 9/2000, respectively.

Here is the finite algebraic test for the lithium radial datasets. On a cell [I,u] set § = u — [,
t=(r—10)/8, J=r*?and H = 2JW, . Each cell contains no interior field knot. There are
two types of barrier:

b=P(t)/r: Rg=H—p*[(r/5)P —P+P
b=F'(t)/(6F(t)): Rp=HF—JF"/5? — W —

W —3(t' + %) = Rg/(2J),

2
],
(V' +b*) = Rp/(2JF).

23



The fixed polynomial coefficients are in 107'8Z and their cell endpoints are in 107%Z. The
accompanying complete coefficient lists prove positivity of Rq, or of both F, Rr, using identities
of the form
—c+2aktk+z —az) (1 —tF), D,c>0. (A.3)
ap>0 ar<0
All quantities are integers after clearing denominators. Coefficient convolution and differentiation
check the identity. Each summand on its right is nonnegative on [0,1]. This gives a positive
residual on the whole cell, without a rounding error or a sampled sign test.
The fixed lists have the coverage in Table 3 and the junction properties described below. The

Table 3: Polynomial cells for the lithium radial bounds.

field ¢ level and interval type cells
hs 0 —10.624, [1/40,200] Q 63
hs 0 —=7.793, [1/40,97/100] F 17
hs 0 —=7.793, [98/100, 200] F 44
h, 1 —7.119, [1/40,200] Q 69

() rows match the endpoint values of rb, and hence of b. For the F' rows the complete rational
junction list gives b(l—) — b(l+) > 0. Such downward jumps contribute nonnegative traces in
(A.1). At the right endpoint the values of 2006(200) are, in the order ground s, right-hand second
s, and p,

1056766439842756911 655514571348203063000000000 4352114208735658733
125000000000000000 81169011805581996247117017 ’ 1018

All are positive and attach to the positive tail traces. For the p rows the initial value is
r:b(ry) = 1756521739130434782/108 < 202/115 = 2r,(808/23). For the left-hand second s rows
the initial value is at most 34/37 = 2r,.(680/37).

The ground s certificate also contains a degree-10 origin polynomial g with g(0) =0, ¢’(0) = 1,
g"(0) = —6. Its two identities (A.3) certify positivity of g(r.t)/(r«t) and of

N(rit)g(ret) — Do(ryt)g” (ryt)

2 , N(r) = 2rp(r)(10499/1000) — 12p(r) + 2r, Dgy(r) = rp(r)Z.

The numerator is divisible by t?. Since N = 2DoW_10.624,0,h,, these identities give the re-
quired origin differential inequality. The listed rational endpoint comparison is r.g'(r+)/g(r«) >
925444130490188736,/10'%, the initial core value. It is a downward junction, so the origin attaches
without a negative trace.

For the second s level put r. = 97/100 and impose y(r.) = 0. The right-side seed is a degree-10
polynomial g.(x), 2 = r — 1, on 0 < z < 1/100, with ¢.(0) = 0, g.(0) = 1. Its two retained
positive identities concern g.(¢/100)/(¢/100) and

H(97/100 + ¢/100)ge(t/100) — J(97/100 + ¢/100)g" (/100)
t .

They prove a positive function and a nonnegative differential residual, and the first right-side
junction is downward. At the cut there is no boundary debit: for y(r.) = 0, |y(r. + z)|?/z <
I "t 4|2 — 0, while g../g. = 1/x 4+ O(1). Hardy’s inequality also controls the square term. Thus
the two sides give nonnegativity on this single trace kernel.
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These identities, all coefficients of the two seeds, and every junction comparison are the fixed
lithium radial certificate data in the code/data release. The checks just described involve the
complete lists, of lengths 63,17,44, 69, and their seed identities. Summation of (A.1) proves the
ground s and p floors and the second s index bound. The latter follows because a two-dimensional
negative space would meet the one-trace kernel nontrivially.

The third s level. Define

r—27 (T)_T(10r2—45r+27) E(7A)_g+2770—294r 1
rr+3)2 T T e o TR T s Ty

Direct differentiation gives —g” /2 4+ Vig. = 0. Its only positive zeros are (45 4 31/105)/20. The
square identity on the three intervals between these zeros proves nonnegativity on the kernel
of the two traces, hence index at most two. Moreover p(W_r o, — Vi) = E, — hs. The exact
bounds in Table 4, obtained from the field knots, prove E, — hgs > 1/200 on the entire half-line.
For the lower bounds, discard 1/p and use ((27r — 29)/(r + 3)%) = (139 — 277)/(r + 3)3. Its

Vi(r) =

Table 4: Bounds for the third lithium s level.
interval upper bound for hy lower bound for F,
[0,57/100] 489/250 191/72
[67/100,5/4] 1169/250 191/40
[5/4,2] 6059,/1000 49/8
(2, 3] 6807,/1000 55/8
(3,9] 7289/1000 52772
[9,12] 287/40 2587 /360
[12, 18] 687,/100 55/8
[18,22] 1209/200 51/8
[22, 00) 5429/1000 47/8

minimum on a finite interval is at an endpoint. For the first and last rows use respectively
(27r —29)/(r + 3)% > —29/9 and > 0. Therefore W_g 995 0,1, > Vi, which proves the stated index
bound. Finally the knotwise maximum of hg — h;, is .161, so K; — hy > —7.119 — .161 = —7.280.
Increasing £ > 1 adds a nonnegative centrifugal term and proves the remaining assertions. O

Lemma A.3 (Five-electron weighted form). Assume Set-up 2.2 for the specified Li5 certificate
executions. Set Uy = —37431243/5000000 and

(wi,br,61) = (83/250,26/25,129/40),  (wa, by, 62) = (527/1000, 103/50, 3469 /5000).

Write s = max(s,0) for real s. Fort >0 and a € {1,2} put Ba(t) = (t—ba)% —min(t/ba, 1)/(234).
Forz = (z1,...,25) set ry = |z, dij = |z; — x|, let 1 < --- < g5 be the ordered radii, and put
V(q) = w1Bi(q1) +w2Ba(qz). Then every compactly supported antisymmetric u € H*((R3)?; C3?)
satisfies

r~—|—7’2~+2 5 9
— )IM
=1 ¢

2
J _ 42
a 3;(7“1—1—74.

—2 9
+ |5 - 20+ V)| P 2 foagg el

All integrals are over (R3)% and sum spin components; antisymmetry exchanges positions and
spins simultaneously.

25:/7“ —|—2|Vu|2—|—/

=1

L\’JM—A

1<j
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Proof. We prove the angular supports and their exact finite verification, close the unbounded
radius regions, and combine the resulting scalar inequalities with Lemma A.2. Use the fields, p
and 6 of Definition A.1. At positive ordered radii define the full angular form

0 & 2+¢ +aqj
Alg) =52 (U +2/q)Li+3 %

-3 ¢, L? = —Ag,. (A.4)
i=1 i<j |qlnl - q]nj| ; ' ! *

Here n; € S? and, in the following angular calculations, write y; = ¢;n; and di; = lyi — ;. Its
domain is the angular H' space with arbitrary spin components and finite nonnegative Coulomb
integral. No symmetry restriction is imposed at this stage. Put

e = —43.953, es = —43.834, e, =e—2Uy —15/8, £, = 1/100000.

Scalar geometry. We first establish the two inexpensive supports used in the finite check. For
ordered radii let Vs = >, (7 + qu)/d;kj and Wj = EKj(d;‘j)_l. Then

5
Vs —=3> ¢ > alq, Ws >t qi, (A.5)
i i =2
where
a* = (—231/100,—-231/100, 7/50,7/50,7/50), t* =(0,1/2,154/125,971/500, 53/20).
Here is an algebraic proof of the constants. For positive C, A, d,

C 3 ooy Ly Xd=CP/N(d+2C15/N)
2

d 2 2d

Choose weights &; = 829/1000 for the first two radii and 767/1000 for the other three. For a pair
put ¢ = &€, 2 = (¢5 — i)/ (qi + qj), and X* = 4¢3/(q; + ¢;). The pair bound is

> 0. (A.6)

3¢3

4¢3
@+ B2~ O+ R+ gy, R = Rl A - 1] 2
i T 45

The kernel square [;°|>; &3e ™"y, |2dt > 0 bounds the summed second term below by — 3=, €9¢;.
Also
Fl(z) =20[(1+22/3)(1 + 2*) "3 = ¢*| > 0,

because (% < 1/2 < 4/(32%3). Use its tangent at 0 within a weight group and at 31/40
between groups. With A, = .687241, B, = .588289, ¢, = .635843 and R, = (2561/1600)/3, the
cross-group coefficients are

1121¢, 1841 4 I — 8799¢. 3119

_ _ _ 3
~ 3200R. 1600°*’ 7 3200R, 1600<*

The rational cube brackets 1.169 < R, < 1.1699 give .5435 < (./R. < .544. Also .257 < (2 <
2571, A2 < .325, B2 < .2036. Thus L_ > .105140625 and L, > .99327084375. The inner
coefficients of V5 exceed 3A,/2 — 2A§ + 3L_ > .696283375, and the outer coeflicients exceed
3B, —3B2 + 2L, > 3.1406086875. This proves the first bound in (A.5).

For the second, put ¢(z) = min{1,[2(1 — 2)]~¥/2} on [-1,1) and ¢(1) = 1. The maximum of
1+t?—2tzon 0<t<1ismax(1l,2(1 - 2)), so (d;‘j)_l > min(q{l,qjl)c(ni -n;). For 2 <wv <5,
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the tangent to [2(1 — 2)]"%/% at z = —1/(v — 1) lies below ¢: its maximum is 5Vlv=1)/v) <1.
For v unit vectors, 3>, _; nj-n; > —v/2. Summing this tangent yields (5)+/(v — 1)/(2v). Rational
lower bounds for these four values are 1/2,433/250,1837/500, 1581/250. Squaring verifies them.
Integrating over the sets {i : ¢;° s t} gives their successive increments divided by q¢2, g3, ¢4, g5,
which are exactly ¢;.

On a box Q = [1;[ls, hi], 0 < I; < hy, let f = (I; + h;)/2 and k; = (1 +2/h2). The two cheap
supports for (A.4) are consequently

5 5
doaiai+2) t/hi, Y oafai+2) ti(2/a — ai/(2D)?). (A7)
7 1=2 ) =2

The reciprocal tangent is valid because its error is (g; — z})?/(q:(x})?) > 0.
Angular recovery inequalities. We record the form estimates that justify the remaining supports.
For a positive diagonal matrix D = diag(d;) and symmetric A, write

TD:%ZdlL?’ UA:%ZA”nln]
%

1,J
For any real matrix B, tangent vector fields X; = d; Y(I3 — ninl) >, Bijn; give
A-B-BT-B'D'B>0 =— Tp+Ux>trB. (A.8)

For a smooth angular spinor y, expand %ZZ di [ |Vix + Xix|?. Integration by parts gives
>oididiv; X; =2trB — Zij(B + BT)ijnZ- -nj, and the tangent projections have norm at most one.
The remaining matrix contraction is nonnegative by applying its positive semidefiniteness to each
Cartesian component of the n;. Density gives the inequality for the entire angular form domain.

Two refinements will also be used. If A>0,¢ > 0and A > )\maX(D_l/zAD_l/Q), the symmetric
choice B = tA, retaining the normal-component squares, gives

trD
Tp + Ua ZttrA—@(Qt—l—tzA—l)i. (A.9)

To verify the penalty, write U = Up > 0. The square expansion is bounded below by ¢ tr A + (1 —
2t — t2A)U + 2t2U?/ tr D. Here AD'A < AA and weighted Cauchy-Schwarz bounds the retained
normal squares. Minimizing this quadratic for U > 0 proves (A.9).

For p; >0, Y, p; <1, and 0 < t? < d;/2, one has

Tp + Ua ZZ(Qti\/piAii/Q—t?), t; > 0. (A.lO)

For a normalized slice in the ith angular variable let m; = |(n;)| < 1. Conditional averaging of
a positive Gram form gives (Up) > A;;(1 — m?)/2. Integration by parts against a coordinate
on S?, followed by Cauchy—Schwarz, gives [|V;x|?> > m2/(1 — m?) on the normalized slice. Set
v =1—m2. The contribution with weight p; is at least (p;A;;/2)v+(d;/2)(v™1—1). For0 <v <1
its minimum is y if y < k, and 2v/ky — k if y > k, where y = p;A;;/2, k = d;/2. Both expressions
are at least 2t;,/y — t? when t? < k. The weights spend at most all of Up, proving the claim after
integrating the slices. Zero conditional mass contributes zero.

Quadratic supports on a radius box. Choose rational A;; > 0 and a symmetric rational M > 0
with M;; = )\% off the diagonal. Put n; = (Myi + 32,4 Mij)/2, wij = (2 + ()% + (:U;‘f)z)l/g, and
choose rational

)\,.
0<m; < Y .
= T = 3(2 4 hi + h3)1/3
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The common part of the support is

Py(q) = Z{%)‘iju?j + ,jj [x7 (g — 27) + 25 (g5 — 27)]
1<j K
+mlla =2 + (g -2} = Yoma —3Y_a (A1)

The Hessian of 3\(2+ 12|2)2/3 is at least %(2 + |22)~Y/31. Taylor’s formula on the pair rectangle
proves its quadratic lower bound in (A.11). The negative distance squares in (A.6) sum to
Urmg — >; miq2, where R = diag(q;). The remaining form is therefore a positive Gram potential
with the reserved angular kinetic energy. Add one of the following three recoveries.

The conditional recovery chooses p; >0, >, p; < 1 and t; > 0, t? < k;/2, and adds

> [2tiy/piMii /2 q; — t7].

(2

This is (A.10). It uses all reserved angular kinetic energy and no pair recovery.

For the collective recovery choose 0 < o < 1, £ > 0, and a positive vector z*, all rational. Put
yF = hi/Vki and C;; = M;jy;y;. Choose a rational A bounding either tr C or max;(Cz*);/2], and
set v, = 2t + t2A/a — 1. If every I; > 0, choose

ay 0(1+2/1F)
8t2

Py, > (U*)i;
if some [; = 0, require v, < 0 and put Pop, = 0. Add ¢}, Muqf — Pen. The matrix C is nonnegative
entrywise and positive semidefinite. Its largest eigenvalue is bounded by its trace and by the
displayed positive-vector bound: apply the eigenvector equation at an index maximizing the
absolute component divided by zf. The function r/+/6(1 + 2/r?) is increasing, so the same
eigenvalue bound holds at every point of the box. Formula (A.9) with the actual kinetic diagonal
adiag(6(1 + 2/¢?)) proves this recovery. When a lower endpoint is zero, the verified inequality
vx < 0 removes the penalty without an infinite endpoint estimate.

For the affine recovery choose 0 < o < 1 and any rational matrix F satisfying, with X =
diag(z}) and D = adiag(k;),

7
D-FI'(D+XMX)F >0.
Add tr(D(F —I)) + 3, (FT XM);;q;. To prove this, set E = XF and Y = FTD + ETMR. The
constraint implies Y'D~'Y < D + RMR: stack DY/2F, M'/2E and use that a matrix whose
column Gram matrix is at most D becomes a contraction after multiplication by D~1/2. For
B =Y — D this is precisely the hypothesis of (A.8), whose trace is the asserted affine function.
No symmetry of F' is used.

Pair recoveries. For the collective and affine recoveries, the fraction 1 — « of the reserved
kinetic energy can be used as follows. An unused pair contributes zero. For a used pair require
a < 1and l;,1l; > 0, and choose rational b;-kj >0, ki >0, 75 > 0. Choose 0 < d_ < d enclosing
de(q) = (2+ ¢ + qu)l/?’/)\ij on the box, set s, = h; + h;, and require

L DEB (20
& sn(sn+dy)?
< (U= a)(ki+k)/4,  riy(3my +75) < 205,

)

N

Hij

28



Let I;; C [—1,1] enclose throughout the box

@ + 5 — di(q)®
2qiq; '

zi5(q) = clip_q 1

Put pj; = kij(1 — 7i;)/2 and require bj; + p;; > 0. Define 2; as the minimum of 22 on I;; if
p;; = 0, and its maximum otherwise. The allowed rational pair constant is

B
0 < gy < max 40,77 4 Vil | (A.12)
2 b:j +p¢j

Indeed the exact remainder in (A.6) can be written

3
ﬁ d?j + 2d. ((d*)Q N d2)2
7 x/)
2 d;'kj(d;'kj +d)? Y
The prefactor decreases as d;; increases. Replacing d;; by ¢; + ¢;, and then using the stated
endpoint bounds, puts this remainder above bz‘j (n; -nj — zij(q))Z. Clipping the center decreases
distance from every point of [—1, 1].
Allocate (1 — a)k;/4 of the ith kinetic coefficient to each incident pair, scaling the two
coefficients down together if their sum exceeds x;;. Each electron occurs in four pairs, so the
allocations do not exceed the available kinetic form. With z = z;; (q), v;j = n; - nj and

(1+ Tij)b*-A

Oii =
1) b* +ng

’ Fij(vij) :exp(—ﬂ;jvlzj/2+0'ijvij)a

the angular square identity bounds the pair form below by

RigTij | UiPiZ” . K37+ 77) bii% 2
2 b + pi; 2 b

This follows by differentiating F;; on each sphere and using 1 — v - < 1 in the negative square term.
The last coefficient is nonnegative, and the original pair form 1s also nonnegative. Minimizing
over the center interval proves (A.12), for either sign of pJ;.

Integer enclosures and scalar signs. Each support just constructed is separable quadratic.
Lower its constant, linear and quadratic coefficients separately to rational values and write the
result as Py(q) = cg + 3 ;(migi + vgiq?). This remains a lower support because g;, g7 > 0. The
exact reader uses the scale S, = 2190, An integer interval [L, H] denotes [L/S,, H/S. ] Rational
inputs are enclosed by floor and ceiling. Products use the four endpoint products with outward
rounding, and division requires a positive lower denominator. Squares include zero when the
interval does. Square-root endpoints are certified by comparisons with LS, HS,, and cube-root
endpoints by comparisons with LS?, HS?. Thus the radical bounds are integer inequalities. Even
a dyadic input finer than 27160 is enclosed outward. Induction over the finite expression proves
inclusion with all rounding errors accounted for.

The reader requires positive lower pivots in interval symmetric elimination of M and, for
an affine recovery, of D — FT(D 4+ XM X)F. Each trailing interval contains the exact Schur
complement, since division has a positive pivot. Triangular congruence then proves positivity of
the exact matrices. A zero-containing pivot or an inconclusive domain or sign check rejects the
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record. The curvature 7;; is the lower enclosure endpoint of its bound. For collective recovery
the reader takes the smaller of upward bounds for the trace and the positive-vector expression,
and an upward bound for P.,. For pair gains it checks every displayed constraint and takes a
downward bound in (A.12). If its lower distance enclosure is zero, 1/\;; is an admissible positive
d_. The implemented bound with zero in the numerator is smaller and remains sufficient. Unused
pairs require zero 7;; and contribute zero.

For each coordinate and field h € {hs, h,} the reader obtains a rational lower bound p; p, for

lg}}?h [mQﬂ“ +vgir? + h(r) + 1y—yw1 Bi(r) + 1{i:2}w232(7‘)] :
It splits at every field knot and the moment kinks b1,b2. On each segment the expression is
ar? + br + ¢. Both endpoints are evaluated; when a > 0, the vertex value ¢ — b2/(4a) is also
included if —b/(2a) lies in the segment. With interval coefficients the vertex is included whenever
its enclosure intersects the segment. If the enclosure of a straddles zero, natural interval evaluation
on the entire segment is included; if its upper endpoint is nonpositive, endpoints suffice. Taking
the least lower endpoint over all these candidates proves p;, without missing a minimum. For
each marked index j in the record, the test is

Cx +cQ + My, + D i, > Ex- (A.13)
i)

The reader implements it by a signed integer lower numerator strictly greater than [S,/100000].

The tree and its implementation. The fixed lithium witness starts with the eight bytes
LI5AF001 and the binary64 value 1280. Its root is [0, 1280]%, with all five marks active. A node
starts with N, has at most five acceptance records, and supplies for each a nonempty subset of its
remaining marks. Each subset is removed after its successful scalar tests. If marks remain, a split
at coordinate ¢ and exact dyadic I, < u < h, has children

);

Qreft © hi —> min(h;, p) (1<t
i>0).

Qright = i —> max(l;, p) (

Other endpoints are unchanged. Both children inherit the remaining marks. The parser starts with
nondecreasing lower and upper endpoint vectors. These properties persist, and strict containment
makes every child width positive: I; <1, < p for i < ¢ and pu < h, < h; for i > 1. A terminal tag
L requires an empty remaining set. Otherwise the tag is S and a split is mandatory.

An ordered point in a parent belongs to the left child if g, < p and to the right child if ¢, > p.
Fixing a point and a mark, either an ancestor discharged the mark or it descends to a child
containing the point. The finite tree ends only with all inherited marks discharged. This proves
coverage of every mark, including split faces. The implementation traverses in preorder with
a stack, pushing the right child first. Emptying that stack, checking the end tag E, its success
byte and the two footer counts, and requiring the byte cursor to equal the stream length prove
complete consumption. Partial and trailing payloads fail. All binary64 values are checked for
finiteness.

For specificity, support kinds 0, 1 encode the two expressions in (A.7), in reverse displayed
order. Kind 2 is conditional recovery, with five nonnegative integer numerators for p; divided by
100000 and five dyadic t;. Kinds 3 through 12 are collective recovery with successive values

a=1,.98,.95,.90, .80, .70, .60, .45, .30, .15;
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their six dyadic parameters are ¢ and the five entries of z*. Kinds 13, 14, 15 are affine recovery
with a = 1,.9,.7 and 25 row-major entries of F'. Every node using a Gram support has the
shared 15-entry payload of ten );; and five diagonal entries of M. Collective kinds above 3 and
affine kinds above 13 also carry ten values each of bj;, kij, Ti; in lexicographic pair order. These
payloads determine the formulas above. No fitted polynomial or stored numerical lower bound is
accepted as a support.

The parser writes each support-bearing node once, with its node number, inherited mask,
reconstructed endpoints and unchanged payload, into shards beginning LISFS001. The exact
reader reconstructs every support from that payload and writes its node, kind, mask and one
signed integer per marked inequality only after the tests have passed. The aggregator matches
these records against every parser-produced shard, checks all signs, rejects repeated or omitted
shards and extra or missing sign bytes, and requires the seen shard set to equal the manifest’s
entire set. Thus its recordwise checks establish completeness, rather than inferring it from a count
or a minimum.

Completed evaluation. The preserved witness has 161995 nodes and 80998 leaves. The
complete parser execution produced 50 shards containing 98264 support-bearing rows and 114350
supports. Two independent arithmetic executions consumed shard ranges [0,1) and [1, 50), with
no row limit. The first checked 2000 rows, 2163 supports and 7399 marks. The second checked
96264 rows, 112187 supports and 310180 marks. Both returned normally after their complete
selected shards, and the aggregator consumed the resulting streams in full on the same preserved
parser outputs. The support counts in order of kinds 0 through 15 are

(781,194, 23528, 4716, 636, 2225, 4095, 195, 392, 0,0, 0, 0, 23359, 33275, 20954).

All 317579 marked inequalities were evaluated. Their least integer lower numerator, with
denominator S, is

14642612913971135831382177054644942892259552 > [26° /100000].

These are results of the complete evaluations whose exact input, reader, and producer-to-consumer
records are retained in the code/data release. The execution assumptions stated at the beginning
of this appendix apply to the actual linked bytes and runs. The enclosure and implementation
arguments above make these evaluations proofs of all finite support and marked-sign predicates.
The witness generator’s floating calculations are not premises.

Scalar closure on all radii. For 0 < q; < --- < g5 < 1280, take G(q) to be the maximum
of —33,¢; and all certified supports whose boxes contain ¢. This finite, measurable maximum
bounds (A.4) below. Because every mark was discharged somewhere on its containing path, it
satisfies

G(q) + e + V(@) + hp(gs) + > _hs(gs) = e (1< <5) (A.14)
i#]
on the compact ordered cone.
For the exterior, a global pointwise support is

3
Go(q) = —6(q1 + q2) + 2*0((13 +q4+g5).

To check it, use the tangent proof of (A.5) with equal pair parameter 3/5 on the three outer
points. The scalar term JF3/5 > 0 follows from (1 + 22)2/3 > 1 4 22/2, and the kernel square gives
V3 > (144/125)(q3 + q4 + g5). Each inner-outer pair contributes at least ¢; — ¢; by the triangle

31



inequality. Adding the six such pairs, discarding the inner pair, and subtracting 3, ¢; gives
outer coefficient 19/125 > 3/20. Nonnegative reciprocal and kinetic terms preserve this lower
bound. Enlarge G by its maximum with G on the compact cone and use max(—33%,; ¢i, Go)
outside it.

The field table gives hg, h, > —24 and hgs + 37/20, h, + 3r/20 > 0. At knots 60, 130, 200 the
respective smallest latter values are 8.407,8.016,6.942. All earlier knot values are nonnegative,
and the affine and constant continuations preserve these estimates. Completing the square gives

weBg(r) — 6r > —6b, — 9/w, — wae/(204),

which is greater than —34 for a = 1 and —30 for @ = 2. Since ¢, > —31, when g5 > 1280 every
marked scalar expression with G is greater than —31 — 58 — 54 + (3 - 1280/20 — 24) = 25. Thus
(A.14) holds on the entire cone.

For the all-s expression, h, —hs < .094 on [0, 130], by the knot differences. Since e; —e = .119,
using mark 1 proves

G(q) +es —2Ug — 15/8 + V(q) + > hs(qi) > s (A.15)

when ¢; < 130. If ¢; > 130, both functions w,B,(r) — 6r increase there, and their values at 130
exceed 41351/10 and 72841/10. The all-s expression is then greater than (41351 + 72841)/10 —
120 — 31 > 11000. This proves (A.15) everywhere needed.

The fermionic weighted form. Pass to reduced radial measure by

Y(ryn,o) = (H ri)u(rlnl, ey TEN5,0),

where o € {1,2}® indexes the spin components. This is unitary and preserves antisymmetry. For

one coordinate, . )
5 [Pl —wyel =5 [ ool + [ 1P,

since p'/(2r) = 1. The original constant —15/2 therefore becomes —5/2. Allocating —1/8 to each
of the five radial forms leaves —15/8. Split the angular kinetic energy into shares 1 — 6 and 0,
and apply the full-angular bound A(q) > G(q) before any angular projection. The left side in the
statement is bounded below by

S, Krb) + [(60) 205 15/8 4 V(@)

(2

where K7, denotes the angular direct sum of the K in the ith coordinate.

This new form commutes with every labeled angular projection. In a tuple (¢1,...,¢5) having
a nonzero angular momentum, choose one such label m, independently of the radii. Subtract
hp(rm) from its operator and h, from the other four. By Lemma A.2, the marked energy is at
least —7.119. Each unmarked non-s operator is at least —7.793. For an s operator, let @y be the
spectral projection of Ky — hs onto (—oo, —7.793). Then

Ko — hs > —7.793 + (—10.624 + 7.793)Qy.

The radial rank of p is at most one, and its spin-inclusive rank at most two. The true s labels
remain antisymmetric in radial and spin variables, so their total occupation of this subspace is at
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most two. The four unmarked energies are therefore at least 2(—10.624) + 2(—7.793). Together
with the marked energy they give e. The fixed labeled radius 7, is some g;, so the five inequalities
(A.14) restore the fields and give £,|[¢||? on this tuple. No field is assigned to a differential
operator according to radial rank.

In the all-s tuple let also Q. project below —7. Its radial rank is at most two by the stronger
bound at —6.995. Spectral calculus gives

Ko—hs > =7+ (=7.793 +7)Q. + (—10.624 + 7.793)Qy.

The spin-inclusive occupation bounds are four and two. Thus the five one-body energies sum to
at least 2(—10.624) 4+ 2(—7.793) — 7 = e5, and (A.15) gives the same final bound.
Finally the angular constant test in A(q) > G(q) gives

r? + r + 2
732% = Glg Zmax (ri,75) ZT“

because the spherical average of |r;n; —rjn;|~ is 1/ max(r;,r;). On bounded radius sets these
bounds and the Hardy inequality control the multiplication terms by C(1 + Y, 1/r;). They
justify integration of the angular form bound, smooth approximation away from the coordinate
origins, and finite angular truncation. Pair Coulomb terms have the same control in relative
coordinates. Summing all angular tuples, then closing the form on the compactly supported
physical H' domain, proves the stated inequality for every spin component and every allowed
fermionic vector. O

B The helium interior certificate

This appendix proves the interior bound that Section 5 uses for the helium monoanion.

Lemma B.1 (Helium interior gaps). Assume Set-up 2.2 for the specified original S134/P41
computations. Let B; = {x € R3 : |z| < T}, K7 = (Br)3, and z = —2903724372/10°. For
antisymmetric v € H'(K7;C8) define

Z/ \Vv12+/

Let S denote the full sector with total orbital angular momentum 0, total spin 1/2 and even parity,
and P the full sector with total orbital angular momentum 1, total spin 1/2 and odd parity. Let dS
be Fuclidean surface measure on the three exposed faces of 0Kr; their intersections have measure
zero. All integrals sum spin components. Set ng = 16131/7000000 and np = 95183/14000000.
Then, for each J € {S, P} and every such v in sector J,

2
E vl
‘ z| ’wz i

37]|

1
a<lel + 55 /. |Trv|2dS > (2 +00) 0] 22 (-

The assertion includes every magnetic component of each sector.
Proof. We first identify the complete reference spectral subspaces and their physical normalization.

We then compare their inverse-repulsion matrices with exact polynomial cubatures, bound the
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errors in the recorded evaluations, and certify the decimal centers by integer residuals. A
quadratic-form comparison converts the resulting matrix ceilings into the asserted gaps.

Fized inputs and execution assumptions. The accompanying code/data release contains the
original S134 and P41 orbital tables, the two complete integer current tensors, eight Gaussian
mesh tables, the two decimal centers and triangular integer witnesses, and the complete executions
and auxiliary certificates used below. The orbital coefficients have denominator 2%, Their energy
midpoints are exact means of the rational endpoints in the tables. Each current tensor has
42 -3 - 103 = 126000 signed integers. The Gaussian endpoints have denominator 2'%6. These data
specify the fixed instance. None of their asserted approximation errors is accepted merely from
its input annotation.

The fixed profile parameters are given in Table 5. Here n, m are the state and angular-surface
dimensions, respectively; ni, na, n3 are the radial orders and n, the angular order. The remaining
symbols denote the numerical bounds justified below.

parameter S P
(n,m) (134, 47) (41,21)
(n1,n2,n3,M4q) (122,98,60,25) (107,83,51,17)
ho 24 16
M .365 .803

er 4.44-107° 1.69-1078

¢ 1.9-1071 5.3-10715

er 9.2.10712 2.27-10712

p 6.4-10712 1.7-1071

dp 4.10716 8.5-10~17

d 2.1 2
Center error bound .0000204636 .000000224031

Table 5: The original cubature profiles and their error bounds. The first four local caps concern
computed multipliers, multiplier errors, weighted angular pairs and radial cells. Subscripts J are
suppressed in the table and in the assembly estimates.

Here is the execution contract in Set-up 2.2 for this instance. It applies to the original complete
run and the retained auxiliary audits.

(R1) The loaded Julia 1.12.6 and its LinearAlgebra revision 7249e662d66b53da6c933
5ea748eac2750c2924f faithfully implement their pinned sources. The ILP64 Open-
BLAS 0.3.29 library faithfully implements the Cooperlake/SkylakeX binary64 NN and
TN kernels, their ordinary and small variants, the generic compile-time alternatives, and
the GEMYV alternatives described below. Dispatch, the ILP64 interface, strides, indexing,
allocation and memory access are correct. This includes the correspondence of the loaded
code with these sources.

(R2) Every participating operating-system thread, including a thread to which a Julia task
migrates, remains in binary64 round-to-nearest, ties-to-even mode, with gradual underflow
and with flush-to-zero and denormals-are-zero disabled. Scalar, vector and fused operations
obey these semantics. Loads, stores, copies and permutations preserve values. Fusion and
reassociation of the specified classical sum graphs are allowed; extra signed terms, reduced
precision, approximate operations and other transformations are excluded.
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(R3) Julia respects lexical loop-local allocation and thread joins. Each BLAS call has one
computational thread; concurrent calls from different Julia tasks are reentrant with disjoint
scratch storage and safe initialization and dispatch. S requests six Julia threads and P four.
Shared inputs remain immutable, diagnostics preserve inputs and floating-point state, and
group reduction follows the join.

(R4) DelimitedFiles revision db79c842f95£55b1£8d8037c0d3363ab21cd3b90 uses the ordinary
deterministic shortest-round-trip printer, without a precision-limiting I/O override. Each
printed finite decimal, interpreted as a rational, rounds back to the binary64 value printed.
Equal numerical entries print equal rationals; signed zeros denote zero. Files and records are
preserved faithfully.

In the local routines, primitive addition, subtraction, multiplication, division and square root
are correctly rounded. A multiply-add either has one fused rounding or has separately rounded
multiplication and addition, as specified below. The compensated integer-power graph is spec-
ified below as well. Biglnt and rational arithmetic, integer square-root certification, decoding,
TOML/JSON /text operations and finite file and subprocess operations are faithful. Assertions
and failure propagation are enabled. Decimal integer conversions are total on these inputs.
Rational-to-BigFloat conversions round to nearest at precision at least 192, with the particular
precision changes described below. Repeated calls to the Gaussian-node, cosine and angular-table
routines on identical inputs have the same deterministic implementation and operation graph. In
particular, the same tridiagonal eigensolver input returns the same ordered binary64 nodes and
weights independently of the calling task. Their accuracy is proved by endpoint comparisons,
not assumed. These conditions are assumptions about execution. Version strings, hashes and
separate-process diagnostics do not prove them, and the historical diagnostics did not inspect
every assembly thread’s floating-point control state.

The complete reference spectrum. Let h be the scalar one-electron form operator on By with nuclear
charge two and boundary term || Trwl||?/16. Let Hy = 322, (h ® I¢2)® on the antisymmetric
space over K7. Put

5
0s = 9 op =1, Cr=z+4y, DJ:(CJ_HO)ir/?

Spherical separation, with reduced radial measure dr, gives

w/2 w 2
qg[w]:/(:{’ 2’ +<W+1)—2) |w\2}dr—’ 1(172” C weHY0,7), w(0)=0. (B.1)

272 r

Indeed the radial kinetic integration contributes —|w(7)|?/14, and 1/16 — 1/14 = —1/112. The
operator boundary condition is w/(7) = w(7)/56. Hardy’s inequality ||w/r||2 < 2||w’||2 and the
trace inequality show that a shifted form norm controls H'(0, 7). Hence each channel has compact
resolvent.

We give the spectral cutoff argument, since completeness of the finite matrices is essential.
For a positive comparison function ¢, integration by parts gives

// 7“2 o r

S0 1 2 v (B.2)
* <2g0(7 112> w @)
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It suffices first to use w vanishing near zero and then pass by H! density and Hardy’s inequality.
The physical radial function e=2"(1 + 15716 /(23 71%)) satisfies the physical Robin condition and
has local energy at least

136 <119
23715\ 30

This proves h > —2.0004/. The trial e=?" has energy strictly below —2, since its boundary
correction is —15/16 times its positive boundary norm.

There is precisely one spatial level below B, = —47881/87500 > —11/20. Here are comparison
functions which verify this assertion without a numerical spectral assumption. For ¢ > 1,
apply (B.2) at £ = 1 to r2e"(1 + 41r7/(1577)) and then use monotonicity in £. Its local
energy is at least —1/2 — 4125°/(3425) > —21/40 > B,. In the ¢ = 0 channel impose w(1) =
0, a single linear condition. On (0,1) use r(1 — r)e™", of local energy —1/2. On (1,7) use
r(r—1)e (14 17(r —1)5/(76°)). Its logarithmic derivative at seven is 1/56, and its local energy
is bounded below by —1/2 — 4131/87500 = B,: with s = r — 1, the negative correction is at most
6[17/(765)]s*(9/2 — s)+, whose maximum is 4131/87500. The negative spectral subspace below
B, thus has dimension at most one. Together with the trial above, this isolates the simple core
shell s = (0,1) with —2.0004 < es < —2. It has two spin states and can be occupied at most
twice.

Further applications of (B.2) give

14
> > —2.0004.

1 1 4
hs > hg > —.

1
hsy > —— h —
3 = ) 4 > 10’ 5

8 100
For these four comparisons take respectively
rle/2, pPem /5 (1 — 83r2/7987), rBe/3(1—85r2/6517), e (1 - 23r%/1911).

All are positive on (0,7]. The last three have logarithmic derivative 1/56 at seven, and the
first leaves boundary coefficient 3/112. For the middle two the local-energy lower bounds
are —2/25 4 747/7987 > 1/100 and —1/18 4+ 1020/6517 > 1/10. For the last, the bound is
9/14 + 115/637 > 4/5. These inequalities follow by completing the square in, respectively,
1 —2r/5+ (9/2)(83/7987)r%, 1/2 — r/3 + 6(85/6517)r%, and 3 — r + (15/2)(23/1911)r2. Also
he > hs + [£(£ + 1) — 30]/98 for ¢ > 5.

Every shell in the S deficit has energy below 18/5, since 18/5—2(2.0004) > C's. No degree £ > 9
occurs: with no core its configuration energy exceeds 4/5 — 11/10 > Cg; with one core, angular
momentum zero requires the other two degrees to agree, giving energy > —2.0004 + 8/5 > Cg;
with two cores the remaining degree is zero. With no core every shell is below Cg + 11/10.
With one core and common nonzero degree ¢, use the lower bounds just proved for its partner.
The resulting sufficient cutoffs and exact counts are in Table 6. For P, 3B, > Cp forces a core.
Angular momentum one and odd parity then require adjacent remaining degrees ¢, ¢ + 1. The
bounds for hy, hs exclude £ > 4, since —2.0004+1/100+1/10 > Cp. The partner bounds —11/20
and hg > —1/8 give precisely the P cutoffs in the table.

For precision about the finite spectral checks, the regular solution at energy FE is

_28ak_1 + 98Fay_o
K120+ 1)

yep(r) = (r/T)F > ap(r/7)F, a_1=0, a=1, a,=
k>0

The Robin expression is By(E) = ((+7/8) > ar + > kay. The singular independent solution fails
the form condition at zero, so its zeros are precisely the simple channel eigenvalues. At truncation
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¢ | 0 1 2 3 4 5 6 7 8
S cutoff | 18/5 43/20 43/20 69/40 8/5 3/2 11/8 5/4 43/40

S count 7 5 4 3 3 2 2 1 1
P cutoff | 13/20 21/10 13/20 13/20 9/40 — - - -
P count 4 5 3 2 1 - - — —

Table 6: Complete radial support cutoffs and eigenvalue counts.

260, let T' = max(|agsg|, |a2e0]). For all test energies, —3 < E < 41/8, each subsequent pair of
coefficients is bounded by a quarter of its predecessor pair. The series tail is at most 7" on [0, 1],
and the differentiated tail at one is at most 5207". Thus strict signs are certified by the truncated
values with these explicit allowances.

At a cutoff, evaluate the regular series at k£/56, 1 < k < 56. In physical radius the spacing
is 1/8. There is no zero in the first cell and at most one in any later cell. Indeed integration
of the equation between zeros, followed by Cauchy—Schwarz in the first cell or the Dirichlet
inequality in later cells, gives contradictions to 4/8 4+ (41/8)/64 < 1 and (2(41/8) + 32)/64 < 72,
respectively. Consequently the count of interior zeros is the number of sample sign changes,
starting with the positive sign at zero. The number of eigenvalues below F is this count plus
one when By(E)/y, g(7) < 0. For an elementary justification of the last rule, impose zero traces
at the interior zeros in (B.2). This bounds the negative index by the number of imposed traces,
with one more trace at seven if the boundary coefficient is negative. For the reverse inequality
use the disjoint nodal pieces of yy g for E’ < E sufficiently close to E, including the last piece
exactly when that coefficient is negative. Their span has strictly negative form at F. Simple
zeros persist under this small energy change. This proves the counting rule.

The complete integer sign certificates in the release verify this rule at all fourteen cutoffs and
opposite Robin signs at every noncore bracket in Table 7. Their arithmetic can be checked as
follows. For S use degree 80 and scale 10?4, for P degree 60 and scale 10'8. Writing a test energy
as p/q, the stored integers obey

—28qcy—1 — Bpcg—2 = qk(k + 20 + 1)y, + py, 0<pr<qk(k+20+1).

Each sample is evaluated by integer Horner divisions with divisor 56, retaining all remainders.
For S, |ag| < 20%/K!, 207 /79! < 1072, and propagation of coefficient rounding is bounded by
e?Y < 10°. The total sample error is < 10~!! and the Robin error < 107%. The corresponding
stored integers have magnitudes > 10'3 and > 8105, the latter before division by 8- 10%4. For P
use 15%/k!, 1559 /59! < 10710 and e'® < 4-106. The errors are < 1072 and < 10~". The integers
exceed 10 and 8-10'"" in magnitude. The finite recurrence, remainder and strict-sign tests involve
every listed cutoff, every bracket endpoint and every sample. They give the counts in Table 6.
The disjoint brackets exhaust those counts, so each contains exactly one eigenvalue.

Physical bases and orbital transport. Write a = (¢, k) for a shell, e, for its eigenvalue, f, for a real
normalized radial eigenfunction, and m, for its fixed rational midpoint. Let

falr)y =27 ZQa,ka(QT/7 - 1), To=1, Ti(z)==z, Tri1(z)=2xTK(x)— T 1(z).
k

All 28 rows are used for S, and P uses the common first 4,5,3,2,1 rows in degrees 0,1, 2, 3, 4.
The maximal polynomial degrees are 37 for S and 32 for P. The following certified bounds hold
with a common phase on shared rows:

I fa = fall2 <1072 + V710717, Jeq —ma| < 4110715, (B.3)
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ordered noncore eigenvalue brackets
—.505, —.504), (—.240, —.239), (.206, .207), (.923,.924), (1.865, 1.866), (3.022, 3.023)
—.503, —.502), (—.247, —.246), (.123,.124), (.753,.754), (1.602, 1.603)
—.246, —.245), (.003,.004), (.518,.519), (1.258,1.259)
—.113,—-.112), (.271,.272), (.898, .899)
.023,.024), (.543, .544), (1.283,1.284)
177,.178), (.830, .831)
.350,.351), (1.136,1.137)
. )
)

(
(
(
(
(
(
(
(

544, 545
(.759, .760

O O UL W OS>

Table 7: Radial brackets for S; P uses the initial numbers of levels specified by its row of counts,
including the core in degree zero.

Here is the residual certificate underlying these bounds. The release supplies auxiliary denominator-
2120 Chebyshev polynomials p, and rational centers p,. Put z = r/7, expand p,(7z) =
S PRk /2120 and set d, = min(¢ + 1,2). Define the corrected polynomial by

ﬂfda

8dg — 1

galw) = 27120 | 3" Pt -
k>dg

> (8k — 1)Pg| .

k>dq

It has a factor 2%, and differentiation gives 8¢/ (1) — go(1) = 0. Thus the radial function

7 — go(r/7) vanishes at zero and satisfies the Robin condition at seven. Its second derivative
and potential term belong to L?(0,7): for £ = 0 the centrifugal term is absent, and for £ > 1 the
factor 72 cancels its singularity. Integration by parts in (B.1) therefore puts this function in the
radial operator domain. Its residual, expressed in z, is

—gu /98 + £(€ + 1)ga/(982%) — 294/ (TT) — aYa-

Exact coefficient arithmetic and |[T}| < 1 certify

Hpa - ga('/7)||L2(0,7) < 2- 10_16,
H(hZ - Na)ga('/7)||[,2((]77) <2 10_17,
[9a (/73207 — 1 < 2107,

The norm evaluation uses T;T; = (Tjy; + Tj;—j)/2 and fol Tor(2x — 1) dz = (1 — 4k?)~1, with
odd integrals zero. All other channel eigenvalues are farther than 1/10 from pu,, as follows from
the adjacent coarse brackets and cutoffs. Expanding g,(-/7) in the radial eigenbasis therefore
bounds its orthogonal component by ten times the residual. Its target component has magnitude
greater than 1/2. This gives ||p, — fall2 < 107 and |e, — pto| < 4 - 10717, Finally the complete
coefficient comparisons satisfy

271205 22, ) — pak] <107, mg — el < 10718,
k

where p, i, are the auxiliary Chebyshev integers. This proves (B.3). It uses no presumed accuracy
of the narrower stored energy endpoints.

For S, order shells by m, and retain lexicographic triples a < b < ¢ with midpoint sum below
Cg, even degree sum, the triangle inequalities, and not all three labels equal. Move a repeated
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first pair to the last two positions. For P, order shells by (¢, k) and retain {s,a,b} with a = (¢, k),
b=(¢+1,j),0<¢<3, and midpoint sum below Cp. Addition of the coarse bracket endpoints
exhaustively tests these finite lists: S has 6,72, 56 fixed-spin states with two, one and zero core
electrons, respectively. P has five repeated-core and eighteen distinct-shell occupations. Included
deficits exceed 13/250 in S and 69/1000 in P. Excluded finite comparisons have margin > 28/1000
and > 29/1000, respectively. The sorted midpoint energies are separated by > 1/2500. Thus the
error in (B.3) and the < 10713 error in the source’s three-term binary64 selection cannot change
either list.

To specify normalization, let Ay, 4,¢, denote the real scalar tripolar harmonic in the Condon—
Shortley convention, of norm one for []; dw;/(4m). For S define [abc] = fo(71) fo(12) fe(13) Avyeye. -
For P start with [sab] = fs(r1) fa(r2) fo(r3) Ve(na, ng), where Pp(1) = 1 is the Legendre polynomial
and Pl (a-b)b— Pl(a ba

VEI+1 '

Every assignment permutes the entire radial and angular expression. Put Fyp. = ([abc] — [bac])/v/2.
For distinct shells take

Vz(a, b) =

Fape + Fach Fabc_Facb_QFbca'
V2o V6 ’
for a repeated S occupation take Fpp, and for a repeated P core take Fgs. Convert a P vector to

imes its third component. Divide each resulting reduced scalar by (4m)>/“rirars, calling the
/3 times its third t. Divide each resulti duced scalar by (47)3/2 lling th
result w, and give the spinor the three nonzero components

W(xl,lL'Q,.’L'g) _UJ($1,1’3,1§2) UJ(IL'Q,.ZUg,ZUl)
V3 V3 V3
at T1), 1T, J17, respectively.

These formulas give isometries F); onto the entire fixed magnetic subspaces of ran D, of
dimensions 134 and 41. For completeness, tensoring degree-i and degree-j angular representations
gives each degree |i—j|,...,i+J once: subtract the multiplicities of adjacent weights in the product
to obtain this count. Thus an S angular invariant is unique exactly for a triangle. Its exchange
sign is (—1)791* | as is seen by exchanging the factors of the invariant A5/ ~*AJFF=I ARF=
in the homogeneous-polynomial representation, where A;; = u;v; — v;u; are the determinant
polynomials in the two formal variables of each factor. For distinct shells the three first-two-
antisymmetric assignments are orthonormal. Spin raising annihilates precisely the coeflicient
plane orthogonal to (1,—1,1), with the two orthonormal vectors displayed above. Repeated
shells leave one vector. Three equal S shells leave none. The P vector is the negative gradient of

ly| " 'Py(a-y/|y|)/VC + 1 on the unit sphere. Its separate degrees are £, £ + 1, and

T [+ (+1)

2

— :1
/’W‘ £+1{ 20 +1 T 20t

This gives the unique permitted P angular copy. The spectral cutoff and finite lists above therefore
exhaust the deficit, rather than select a trial subspace. The radial factors cancel the Cartesian
Jacobians, the three spin components preserve inner products, and rotational invariance gives
3 [ Ba3Bg3s = [ B, - Bg, also with an invariant multiplier inserted. These identities account for
every physical measure and magnetic factor.

Let ﬁ] replace f, by ﬁl in these formulas, let W; be diagonal with entries \/Cj — > _,c, Ma,
and put Xy = D Fy, )A(J = F’JWJ. At most seven radial functions occur in a channel, so (B.3)
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bounds the one-electron map error by 3-10715. Telescoping the third tensor power, then restricting
to its antisymmetric subspace, gives error (1+3-1071%)3 —1 < 9.1-10712. All deficits exceed 1/20.
Hence the error in their exact square roots is < 3.1- 10716 using |/a — Vb| = |a — b|/(v/a + V/b).
The core capacity and noncore floor give || Xg|| < 3, || Xp|| < 2, and therefore

|Fs| <to:=142-107" || Xg—Xg| <28-107", || Xp—Xp||<19-107'°. (B.4)

Currents and ezxact cubature. List the 42 even angular triangles with degrees at most four
lexicographically as Ap,, 0 < p < 42. The current integers ij av,azaz 0 < J <3, 0<a; <10, are
decoded as signed little-endian 64-bit words at zero-based position p+42j+126(a; +10az +100a3).
On sorted radii (7ty, Tt1te, Ttitats) define

2
by =2 S QL Ay HT (2t; —1),  br=1- ijj.

p,ai1,a2,a3

The three currents correspond, in order, to the sorted pairs 12,13, 23. Relabel the whole rule on
each ordering chamber and set

b2, _
Uy = 5J + dib%g + dasby + dasbe, V=) d;
1<j

The rule is invariant under permutations, rotations, inversion and spin rotations. Cauchy—Schwarz
applied to 1 = by, + >, by; gives

(V+é) t<uy. (B.5)
Coincidences and ordering ties are null sets. The complete exact block sums LJ =
> ar.as.as | @y jay.ag.as| Satisfy L7 o < 253 The normalized-harmonic bound |A,[ < /T 2A —|— 1)

follows from the spherical- harmomc addition identity and Cauchy—Schwarz. Using ratlonal upper
bounds for these square roots, the same integer sums certify

(Ibsol, [bs1], |bs2]) < (18/5,15/4,61/10),  ([bpol, [bp1l, [br2]) < (4,4,6).

Since d;; < 14, substitution gives ||Us|| < 1000 and [|Up|| < 1177 < 1200. Consequently, writing
Mphys,J = XjUJXJ and ]CJ = XjUJXJ, (B4) implies

| Mphys,s = Ksll <107% || Mpnys, p — Kp|| < 1071, (B.6)

Indeed the difference is bounded by 1200(2[| X ;| + || X — X )1 Xs — X |-
The remaining integral has an exact finite cubature. For an integer hg > 0 put

2 oo 1
L =14 = — Pyc).
no(te) =143 +£Zzlt <2£+3 2@—1) t(c)

The Legendre expansion of v/1 — 2tc + t2 has exactly these coefficients. To verify them, multiply
the generating function (1 — 2tc +t2)~1/2 = 3,0 t*Py(c) by 1 — 2tc + t* and use the three-term
Legendre recurrence. The identity at t = 1 follows by dominated convergence in each coefficient
integral. A product of two state factors and two current factors has degree at most hg = 2, + 8 in
each direction, where £, = 8 for S and 4 for P. Orthogonality to higher spherical degrees therefore
permits the exact replacements

di2 — Tt1Lp,(t2, c12),  dig > Tt1Lp,(tats, c13), das — TtitaLp,(t3, c23).

40



Here ¢;; = n; - nj. Write f, for the resulting projected multiplier at radial node x and angular
node v. It need not be positive. The original U; remains nonnegative.

The reduced Jacobian is 343t3t3. The two-up-spin exchange preserves each bilinear product,
so the six chambers pair. Use the three rank assignments (1,2, 3), (1, 3,2),(2,3,1), each with
Jacobian 686t3t3. The radial polynomial degrees, including the Jacobian and the projected
distances, are at most (243,193,118) for S and (213,165,100) for P. The orders in Table 5
therefore integrate them exactly.

For the angular rule use two independent Gaussian rules for z,y in normalized measure
dx/2, and the n, azimuths ¢, = (k — %)ﬂ/na, each of weight 1/n,. Take n; = (0,0,1), no =
(V1 —22,0,2) and n3g = (/1 — y? cos ¢, /1 — y?sin ¢, y). Inversion and rotation invariance
leave cosine modes only. Their degree is at most 2hg, and the midpoint azimuth sum annihilates
every nonconstant mode of degree < 2n,. After that sum, the polar expressions are polynomials
of degree at most 2h( in each variable: an even cosine power removes the square roots, while odd
powers have zero azimuthal mean. Taking n, = hg + 1 proves exactness.

Let B, be the row of the 47 distinct S angular surfaces, or the 3 by 21 matrix of P vectors.
The latter list consists of the three n; and all six assignments of (¢,¢ + 1) for each ¢ = 1,2, 3.
Distinct surfaces have different degree triples and are orthogonal. With positive angular weights
w,, exactness gives

> w,B) By = L.
v

Let T, be the m by n matrix of exact polynomial radial and spin coefficients on a sheet and let
Ik = 686t%t2w1w2w3 be its weighted Jacobian. The Gaussian weights w; here refer to that radial
tuple. Exact polynomial integration and physical normalization give

Sie=343, N 4TIl T. = FjFy,
i i (B.7)
AK = Zwl/fm/B;rBu’ ’CJ = WJ [ZJNTJAHTH] WJ-

In particular the stacked matrix with blocks /j.T, has norm less than tg.

Gaussian and angular input certificates. We spell out how the local comparisons establish the
caps used below. For a rule of order IV, each mesh row gives rational node endpoints §;, fj and
weight endpoints w; ", w;r , all represented with denominator 2'%6. The exact tests require strictly
separated ordered node intervals inside (0, 1), positive weights, reflected equality of opposite
rows, node widths < 2-107°7 and weight widths < 10748, After reflection to 0 < a < b < 1
in the Legendre variable, opposite signs of Py(a), Py (b) certify a root. A degenerate central
interval is allowed only at zero for odd N. All signs use scale 2102 interval recurrence for
(k + 1)Piy1 = 2k + 1)xzPy — kPy_1, with integer floor and ceiling at each division. At the

midpoint use
N(Pn_ —zP
Pile) = T St ) < vt
-
to enclose the derivative on [a, b] by enlarging its midpoint box by N4(b — a)/2. The derivative
box must avoid zero. If its absolute endpoints are d_,d; > 0, the weight is enclosed by
1 1
(1—a?)d%’ (1—-0v2)d>"
Their outward integer bounds must lie inside the supplied weight row. The complete tests cover
all 563 rows of the eight rules.
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There are then N distinct simple roots, so all roots are covered. Rodrigues’ formula gives
orthogonality of Py to lower degrees. For a root z; its cardinal polynomial Py (x)/((z — z;) Py (2i))
has integral 2/((1 — 22) Py (2:)?), by the telescoping Legendre kernel identity. Polynomial division
by Py proves exactness through degree 2N — 1 and positivity of the weights. Furthermore
|Py| < N(N 4+ 1)/2 gives node distance at least 1/(N(N + 1)) from either endpoint in [0, 1]
and weight at least 4/(N?(N + 1)2). The certified boxes for N < 122 therefore have node lower
endpoints > 2715 and weight lower endpoints > 2727,

For each actual radial rule, compare every binary64 node and weight as an exact dyadic
number with both endpoints. Let F; be the largest absolute node distance, and R;, V; the largest
such node and weight distances divided by their positive lower endpoints. The completed exact
comparisons give E; < 5-1071% R;, V; < 1 and actual nodes and weights in (273° 1). S uses the
repeated tridiagonal-rule outputs; P converts the exact dyadic interval midpoints at precision
256 before binary64 rounding. The latter conversion adds at most 27192 4 2753(1 4 27192) to
midpoint error, which is within the same absolute node cap.

The independent angular reconstruction uses integer intervals at scale F' = 20, Addition,
four-corner multiplication and positive division round outward by integer floor and ceiling. Square
roots use integer square roots of the scaled endpoints. For every noncentral azimuth proposal a3*,
the integers defined by

So=1, S1=A, S;=2AS; 41— F2S;_

have opposite nonzero signs at A = a}* — 2,a}” + 2 for j = n,. The central box is zero, and all
boxes are strictly descending and disjoint. Since S; = FIT;(A/F), these tests identify all the
exact azimuthal cosines without assuming cosine-library accuracy.

The angular reconstruction evaluates the normalized tripolar polynomial and the two direction
coefficients of V. For specificity let A = (¢1,42,¢3) and 0 < k < min(¢a,¢3). Let Zyx be the
integers from max(0, ¢y — l3,¢1 + k — ¢3) to min({; + ¢3 — ¢3,01,05 + k). Define the factorial
denominators and coefficients by

Dy = j'(ly +lo — €3 — §)1 (01 — J)! (b2 + k — j)!
X (63 — EQ —i—j)'(fg — fl —k —l—j)!,
_1\J
= it 3 G
JELxk Akj
(01 + Lo — £3)!(01 — Lo + £3)! (=41 + Lo + (3)!
(01 + la + 03+ 1)!

(£!)? ﬁ(fi + k)14 — k).

1=2

SAk =

With x = ¢12,y = c13,2’ = co3, define Ry = 1, Ry = 2/ — 2y and Ry = 2(2' — zy)Rr — (1 —
22)(1 — y?)Ri_1. The scalar value is

Ay => pau(-1)F2 - 1{k:0}>\l sye [J26+ D) ] m Pe(gk) (x)Pz(:) (y) Ry
k ¢ ’

i=1 1=2

For a zero degree this reduces to (—1)%y/2¢ 4 1P, of the opposite pair cosine. The exact identity
2060+ 1)> (2 - 1{k:0})p§\ks,\k = 1 is checked for every used label. Pairing the positive and
negative magnetic indices in the Condon—Shortley expansion gives the displayed polynomial, so
this reconstruction has the same normalization as the physical basis. Derivatives are evaluated by

PP = @2k—-1)1, PY = @k+1D2@k-1)1, ((—k)PP = @20-1)zP®, — ¢+ k-1)PF),
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After directed conversion of interval endpoints to binary64, every product is enclosed by the
predecessor of the smallest rounded corner and the successor of the largest. Sums are treated the
same way. For an exact value in [a, b] and computed value y, the larger of the upward-rounded
differences y — a, b — y bounds the absolute error. Add these nonnegative bounds with an upward
successor after every addition. Apply this to every weighted surface pair and every angular
tuple; for P expand each dot product into all four direction-coefficient products. Denoting the
production weighted pairs by 132-]-1,, the resulting complete outward sums give

Z |PZJV wy ( B B )’LJ| < (- (B.8)

There are 15625 tuples and 1128 pairs for S, and 4913 tuples and 231 pairs for P. Their recorded
maximum outward sums are respectively 1.8458901975602706-10~* and 5.242822235381616-101°.
The current-angular errors are bounded by 8 - 1074, All three computed cosines lie in [—1, 1] and
their errors are < 5-107°. The successor comparisons with the exact rational caps establish
the strict values (s in the table below. This is an error summed over all tuples, not a pointwise
sample bound.

The audit and production arrays coincide entry by entry in their ordered indices. This
correspondence includes the orbital coefficients, energy means, selected states, surfaces, nodes,
weights, current angular arrays and weighted pairs. The S production and radial audit use
precision 192 for their energy conversion. Current plans can be made at 192 or 256. P production
and radial audit use 256, while its angular audit uses 192. For coefficients of denominator 2?6 and
absolute sum below two, conversion at either precision is exact before the final binary64 rounding.
For the non-dyadic energies, all 28 midpoint rounding cells have distance > 10724 from their
rational inputs. The precision-192 conversion error is < 16 - 27192, For the 109 coefficients in the
42 current plans, the exact factorial tables give either zero or a squared coefficient in (2732, 212)
with reduced denominator < 232. Its positive square root is farther than 2718 from any binary64
rounding midpoint in the relevant range: the squared midpoint has denominator between 2°2 and
214050 the nonzero difference of squares is > 27172, The precision-192 coefficient evaluation error
is < 27183, Thus the 192- and 256-bit computations round identically, including the exact zero.
The 34 P angular node and weight midpoints have certified distance > 2777 from their binary64
rounding midpoints, whereas their high-precision conversion error is < 2792, They too give
identical binary inputs. The same ordered constructors and the repeatability assumptions then
identify the actual arrays. Equality of dimensions alone would not establish this correspondence.

Local radial and spectral-diagonal errors. Put e = 2753 7 = 27107 ¢, 0 — 107199 y(k) =
ke/(1 — ke) and rnd(s) = es + 7 for s > 0. A finite rounded operation admits the representation

RN(z) =x(1+0) +e, 0] <e, el < (B.9)

This follows from half the normal-binade spacing or half the subnormal spacing and also holds for
a fused multiply-add.

Here is the exact radial error ledger, including coefficient conversion. For one orbital write its
unit-interval coefficients as co, ..., ¢4y, dor < 37, and their actual dyadic values as ¢j. Initialize
bdc1 1= deI 49 = 0. Descending from k = dc; to 1 compute rational bounds

sp' = rnd([éx| + bia), = md(2b;},),

ak = rnd(2bk+1 + mk + |Ck| + bk—|—2 + Sk )
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dcy

ey = sp +my +ay), bglzz:(j—k+l)(|5j|+ejcl).

=k
Set
p!=rmd(bi"),  ag' = md([E] + b7 +p7),
s§1 = rnd (|G| + b5 + p< + " + b5,
doy dcy dl
Ecr=> ler—cel+ Y eg' +p% +a§' +s5,  Da=Y_ kexl.
k=0 k=1 k=0

The implemented Clenshaw step is (B, A) < (A, muladd(2t, A,RN(¢; — B))), starting at zero,
with ¢ = RN(2z — 1). Its return is RN(RN(¢p + RN(tA)) — B). Let U; be the second-kind
Chebyshev polynomials, defined by Uy = 1, Ui(t) = 2t and U1 = 2tU; — U;—1. The bound
U4; ()] < j+1on [—1,1] shows by descending induction that b bounds each computed recurrence
value. The final identity tUy_1 — Up_o = T}, with U_1 = 0, gives error E¢; at fixed t. Since
|T}| < k%, the radial product arguments give

Ay =2(E1+ E2+ E3+2rnd(1)) + rnd(1), A, = max Z ICakl, €x= mgX(ECI,a + DcioAy).
k

Thus every computed orbital value differs from its exact-node polynomial value by at most e,
and has magnitude at most A, + e,.
Every cell of Tj is a sum of at most six terms. Their spin factors belong to

{£1/V2, +1/2, +1/V12, +2/V12}.

The source uses the divisions by rounded v/2 and /6. Their relative error is < 5e. Each term has
three left-associated orbital multiplications and at most six summation rounds. Consequently

Cr = 6{(Aw + ) = AT+ [(1+52)(1+)° = 1](As + )’} + 64, (B.10)
3

Ciac = [[(1+Vi)(1+ R1)*(1+ Rp)(1+¢)'0 -1 (B.11)
i=1

bound, respectively, each entry error \f,{ — Ty| and the relative Jacobian error. In (B.10), an
absolute rounding residue in the first orbital multiplication is amplified by at most four, in the
second by two, and in the last by one. With six terms and the summation residues, their total is
< 647 when A, + e, < 2. The Jacobian uses six positive factors counting the repeated first node,
all above 273%, so its nonzero partial products are normal and at most ten relative rounds suffice.
The exact ledger on every coefficient and every node gives A, < 1.6, e, < 107!2, and the strict
caps Cr < er,7, Cjac < pj in Table 5. The sharper P value pp = 1.7 - 1071 is retained.

For the computed spectral diagonal W, 7, compare each entry d’ > 0 with the exact deficit
A > 0 by its rational residual r = |(d')? — A|. If 2d' — r/d’ > 0, then

VA =

T T
< .
4 VA= 2d —r)d

The tables cover all 90 S occupations, including all three parenthesizations of their three-energy
sums, and all 23 P occupations, repeated with their spin multiplicities. They certify d’ > 1/1000,
I > 220, and residual bounds r < v’/10'” for S and r < v//10%° for P. The integer margins
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4(21 — 1) —v" and 17(2] — 1) — 20’ have minima 259 and 339, respectively. Since v’ < 108, the
denominator above exceeds (21 — 1)/1000 > 439/1000. These comparisons prove

Wy =Wyl <dpg,  [Wall,IWs| < dy

with the table’s values. The S rounding traces use the identical midpoint cells described above. P’s
exact deficits and square-root rounding cells have squared margins > 10720
and square-root errors at precision 192 or higher change the square by < 32 - 27192, Its saved
decimal diagonal entries lie in these same cells. Thus both the production diagonal and the
audited one are covered, including the positivity of every residual denominator.

, whereas conversion

The local multiplier ledger and the complete grid. Put d, = 5- 10716, Cang = O - 1071% and
eharm = 8- 1071, Define H, = [\/[[;(2Ap; +1)] and §; = 2733 H, L7 ;. The prior integer

bound on LJ . ensures that every absolute value and sum is safe in Slgned 64-bit arithmetic
and that conversmn of every current coefficient to binary64, then scaling by 2732, is exact. The
following is the complete rational ledger for one profile. Initialize ¢, = ¢} = 0 and compute,
1 <2 <8,

t = 2tp + tpy + (B + 2t +ti1) + cavs,  eon = max t; +81(2d, + <),

er; = Bil(1+ ecn)® (1 + enam) (1 +7(170)) — 1} + €ans.

Initialize af, = a} = 0 and compute, 1 < £ < hy,

(204 1)a) + laj_ 30+
V) = 6—51 1 a2+1:112+7(8)<£+1 +Uz>+€abs.
Set
. e+ 1) 4 o
€Epy = Qy + €ang; dt = 2d$ + 28, d, = 7dt + 146, Mho = g + Z m,
2d; + (2€+16)< ! + ! )+ b=2d +4 (8)
C - en = —_
E t T 2%_1 " 2013 €abs 0 t 37 )
¢e=¢o+ Z {% o1+ GPK)} eq = €5 +7(2ho + 10) (M, + €5) + €avs;

eq = Teq + dr(Mp, + €q) + ¥(5)(7 + dr)(Mp, + €Q) + €abs-
Finally define b, = 1+3_,53;, es = >_, e and
Fy = (be+ ) /05 + (TMpy + €a) Y (B + e55)°,
J
Ef = eb(2b* + eb)/dJ
+ > {7TMpgen,j(26) + eb5) + ea(Bj + eb)°} + V(48) Fi + €abs:
J

The completed exact rational evaluation of this entire ledger gives E; < ey ; with the values in
the table.

45



We justify its operation counts and absolute allowances. The first recurrence compares the
computed Chebyshev recurrence at the computed argument; |7} < ¢? transports it to the exact
node. The second does the same for the Legendre recurrence, using |P| < 1 and |Pj| < ¢(¢+1)/2.
The current reshapes contract the third, second and first Chebyshev indices, followed by the
42 angular labels. Their inner lengths are 10,10,10,42. After deleting exact zero and unit
operations, the four contractions have at most 144 relative rounds on any coefficient path, within
the ledger’s v(170). There are fewer than 10 primitive residue occurrences affecting one current,
and subsequent nonunit factors have product < 128. Their total transported absolute error is
< 2257 < €aps. This uses the classical contraction graphs, not an assumed relative error for a zero
or subnormal intermediate.

The powers in the distance coefficients use Julia’s compensated positive-integer graph. To
specify the graph, for input ¢ and exponent N start with high-low pairs (x,z;) = (¢,—0),
(y,y1) = (1,0) and counter N. At an odd counter form

e = muladd(y, x;, RN(zy;)), k' =RN(zy), ' =FMA(z,y,—h"), (y,u)= (K, RN(r' +e)).

Square the = pair by e = RN((2x)x;), b’ = RN(2?), v’ = FMA(z,z, —h') and (z,2;) = (h/, RN(r'+
e)), then halve the counter by integer division. Stop when it is one, form the same cross correction
e, and return muladd(z,y,e). For N = 3 the source instead uses two ordinary multiplications.
All assignments within a pair update use the old values.

For 2732 <t < 1, N < 24, high parts of exponent k lie between t*(1 — ¢)k~1 and t*(1 + £)*1,
and exceed 277, Induction in the displayed pair update gives |low /high| < (k — 1)e(1 + 500¢).
Indeed if the incoming ratios sum to R, the outgoing ratio is at most (1+10¢)(e+ R). The absolute
underflow terms divided by a high part are < 273%. The final update therefore has relative error
< (2N —1)e(1 4 2000¢) < 2Ne. The special cubic case has the smaller v(2) bound. This proves
the power bound with possible underflow in low parts. Applying it to t/(t2/(2¢ + 3) — 1/(2¢ — 1))
gives error at most

1 1
v(20+7) <2e—1 +2e+3>‘

The exact derivative of this coefficient has absolute value at most two. Transport by d; gives
cgy- The Gaussian endpoint distances imply that the ratios supplied to this graph, including a
rounded product of two nodes, are in [2732 1].

The exact projected coefficient has magnitude at most 1/(2¢ —1). Summing the coefficient and
Legendre errors proves e, including their products, and radial scaling proves e;. The difference
of current squares is bounded by e;, ;(23; + €5 ;). The residual current contributes e;(2b, + €p)/0..
Telescoping each distance-times-square gives the remaining displayed terms in Ey. Expanding the
final scalar graph has at most 48 relative rounds on a signed term. Its unsigned sum is bounded
by Fi. The remaining scalar absolute residues, transported through the possible squares and
scales, total < 21287 < e,1s. Thus the ledger proves |f,w — fa| < ey

Finiteness is established independently of the small recorded maxima. Clenshaw’s at most
37 steps give the crude bound 282 on intermediate values and 2256 on local radial products.
The angular integer boxes, their directed conversions and complete error sums are bounded in
magnitude by 272°, using degrees at most eight and factorial arguments at most 25. The current
contractions and final local multiplier graph are bounded by 227, Denominators are positive,
and square-root domain guards are included in the checks. These bounds exclude overflow and
invalid operations before applying the sharper estimates.

For the production maximum, the loop at second radial index j owns a zero-initialized
maximum, visits all third radial indices, and at each visit evaluates every angular tuple and every
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first radial index. It updates the maximum with the absolute values of all those entries. After
the join the maximum over j is taken. This covers exactly

122 - 98 - 60 - 25% = 11208750000, 107 - 83 - 51 - 173 = 2225250003

entries. Each entry is reused on the three radial sheets. The retained complete execution took
281.6183901310005 seconds and recorded maxima 0.36484005377549 and 0.8022631108050438.
Its strict successor comparisons give |f,w| < .365 and < .803 everywhere on the respective grids.
A maximum here is a reduction of the entire finite loop. Together with its completed iteration
ranges, it supplies the uniform M input, rather than a bound inferred from selected nodes. For a
round-trip printed binary bound the successor check is conservative. For a rational ledger value
converted at precision at least 192, the conversion error is less than one quarter of a binary64
spacing at these magnitudes, so its binary successor also lies above the exact rational. This
justifies comparison with the exact rational caps despite decimal output.

The assembly graph and its rounding bounds. For each radial tuple the program forms every
upper angular moment ), Ejyﬁw and reflects it, giving A,.. For each second radial index 7 it
initializes a separate n by n zero matrix €. In third-node, first-node, sheet order it performs the
two BLAS calls

U =0(AT,), Cj «AG.TIU. + ;).

The first has o = 1, 8 = 0, the second o = EH, B = 1. After summing the C}, the program scales
each entry by its two diagonal factors. S reflects the upper triangle; P adds the transpose and
divides by two. The exact rationals denoted by the printed entries form Mj ;.

Here is the source analysis needed to attach an error bound to these calls. Julia dispatches
the contiguous binary64 products to GEMM, or GEMV when a dimension is one. The angular
and first radial calls are NN, and the second radial call is TN. The distinct operands exclude
the symmetric rank-update shortcut. These are not the special square 2 by 2 or 3 by 3 products.
Diagonal scaling is two scalar multiplications per entry, and the group sum is a sequential or
pairwise ordinary addition tree. The original scalar current calls are GEMV N for the first two
contractions and GEMM NN for the last two. The P direction matrix product and its length-three
dot product are also covered.

In OpenBLAS 0.3.29 the Cooperlake binary64 assignments inherit SkylakeX. The ordinary
level-three driver partitions the inner indices into disjoint consecutive panels, packs by copies,
applies 8 once and passes the same « to each panel. The ordinary binary64 kernel uses row
tiles 16, 8,4, 2,1 and column tiles 12,10, 8,6,4,2,1. Its two- and four-lane tails reduce disjoint
subsets of inner indices. Small NN kernels use direct outer-product loops or an eight-lane packed
tail. Small TN kernels use eight-lane products with 4,2, 1 row and column tiles. Masked terms
are zero padding. The generic NN and TN alternatives use the scalar loop followed by « and
8. Dimension-one forwarding uses GEMV N or T: their inner blocks have at most 2048 indices,
with 4,2, 1 groups and the corresponding two- or four-lane reductions. Early a multiplication
occurs only on new input products. The P length-three dot uses its scalar remainder loop. These
cases include the compile-time Haswell microkernel alternatives. Each input product occurs once,
every new product receives a once, and an old 8 = 1 accumulator never receives «. The beta-zero
branches overwrite their output without reading uninitialized storage. Packing and shuffles add
no arithmetic. The small-TN permit test rejects both radial TN sizes (1342,412 > 1200), but the
bound includes that alternative as well.

For a contraction of inner length &, the resulting product tree has at most 2k + 12 relative
rounds on a leaf-to-output path, including panel accumulation and scaling; for « = 1,8 = 0 the
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bound 2k suffices. There are at most 20(k + 1) primitive rounding sites affecting one output. For
example ordinary panels use at most 7k 4 1 sites, small eight-lane calls at most 2k + 24, and
blocked GEMV T at most 11k + 2. Fusion reduces these bounds. Writing

Ny =n3, L = 3nins, p = (4m+40)(L + 1) + 2n2 + 20,

the angular path bounds are 2N, 4+ 12 = 31262, 9838, the radial bounds are p = 5007324, 2030314,
and twelve rounds suffice for terminal scaling, symmetrization and decimal replacement.

The absolute errors in (B.9) must be transported separately. For one contraction, put
¢« = max(1, |a], max |A;;|, max |B;j|). An inserted residue encounters at most one subsequent
nonunit factor, bounded by ¢, and its later relative inflation is < 2. Thus its total output
allowance is 40(k + 1)g.7. When o = 1, 8 = 0, one may take g, = 1. The local radial bounds
give |Ty| < 64, 0 < j, < 1372, and the exact angular identity and (B.8) give Y, [Pij,| <1+ C.
Consequently angular partial sums and entries have magnitude < 2. Their additive error has
matrix norm < 2267, In the first radial product the output error is < 217 per entry and every
partial sum is < 2'4. In the second product new residues total < 2257, while transported first-
product residues total < 2357. There are fewer than 2?2 radial updates and the old accumulator
is never rescaled by the next Jacobian. Its path inflation remains < 2. Hence the final radial
additive error is < 207 per entry. Terminal scaling and symmetrization add a symmetric matrix
error of norm < 2207, Each of these three separate bounds is < €,ps.

These estimates do not assume finite intermediates circularly. Before any hypothetical first
overflow, the same absolute-leaf bounds apply. A radial leaf is bounded by 224, and fewer than 234
such leaves contribute to an entry. Group partial sums are therefore < 20 and terminal values
< 27 contradicting overflow. For underflow, retaining all relative factors and deleting absolute
residues defines a comparison evaluation. Fach contraction is affine in its preceding partial sums,
so the transported residue bounds remain valid with correlated roundings. In a round-trip print,
the exact decimal lies in the rounding cell of the binary entry. Its relative displacement is < ¢ for
a normal entry and absolute displacement < 7 for a subnormal entry. This is the last terminal
round and allowance. Reflection in S, and the equal rounded pairwise sums in P, make both the
comparison and the residual symmetric.

Array ownership also matters to the graph. Each outer-loop iteration owns its accumulator
and maximum slot, angular moments, radial matrices, product workspace and writable current
workspace. The node, coefficient, angular and state arrays are read-only. Workspaces allocated
without initialization are overwritten by beta-zero calls before use. The overlap diagnostics use
separate accumulators or fully overwritten temporary arrays and do not feed the certified matrix.
Ownership is by iteration, rather than by a fixed operating-system thread, so task migration does
not change this argument under (R2)—(R3).

Propagation to the decimal center. For a product path of length k, the product of its rounding
factors differs from one by at most v(k): (1 —&)* > 1 — ke and (14 )" < (1 — ke)~!. We now
give the full operator-norm budget, so entrywise and operator errors are not interchanged. Write
[v/a] for the least integer whose square is at least a. With the profile values in Table 5, define

ar = mM[C+ 72Ny + 12)(1 + ()] + €abss ks = M + as,

A = [V343nm]er, te = to + A, te = to + [V343m]er,
H, = (M +ep)(2to + A)A + (ef + ax + pki)t2,

B, = v(p)(1 + p)tg R/R} ks« + €abs,
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E. = k.(1+ p)t2 + B,
R, = d’H, +2ddpti(M + es) + nd?*[B, +v(12) E.] + €aps.

All these expressions are rational. The angular identity implies, by Cauchy—Schwarz,
>, lwu(BYBy)ij| < 1. It follows that |Ag]l < kv and [|Ax — Al < ay + ef. Equation (B.7) and
the Frobenius bound give stacked radial-map error at most A and individual stacked column
norms at most t.. Telescoping the radial maps, angular matrices and weights therefore costs
at most H, before diagonal scaling. Moreover |||A.||| < v/m ||A.|, where the inner absolute
value is entrywise. The sum of the absolute radial leaves in one matrix entry is therefore
bounded by (1 + p)t2[\/m]k.. The path count gives entrywise radial error at most B’ and
entry magnitude at most E,.. Reflection or transpose averaging preserves entrywise error from
the symmetric exact comparison. An n by n symmetric matrix with entries bounded by e has
norm at most ne, which accounts for the factor n in the last term of R,. For the exact unscaled
radial matrix G' = 3, j. T ATy, telescoping both diagonal factors in W JGWJ — W;GWy gives
2d dpt3(M + ef). Thus

ICs — Mo, || < R.. (B.12)

The integer square-root ceilings in this order are (1470,127,7) for S and (544, 85,5) for P.
Evaluating the nonnegative budget with upward rational rounding to 10~%
10730 for this evaluation only, gives the certified upper values

1278973577592006297

s <
% = 62500000000000000000000
22403063932239163

wp <
£ = 100000000000000000000000

, and enlarging e,pg to

< .0000204636,

R < .000000224031.

The order of upward evaluation is v(2N, + 12),v(p),v(12), ax, H, B, E,, the diagonal term,
then R,.. Each expression is nondecreasing in the earlier upper bounds. The complete integer
numerator/denominator and rounding-remainder tables in the release certify every such rounding.
The strict margins to the displayed caps are respectively 1422407993703 /62500000000000000000000
and 36067760837,/100000000000000000000000.

Ezact center residuals. The complete original execution regenerates both centers from the stated
inputs, with the validated S parameters (7,5/2,10,4;122,98,60,25) and P’s exact, non-bare
branch (107,83,51,17). The selected angular degrees are at most eight, so S’s degree-100 filter
removes no state. It removes pre-existing working centers before production. The retained new
files and the certificate centers have equal complete bytes and equal entrywise parsed binary64
values in the same basis order. Full orbital-table regeneration is likewise compared with the
original parsed data. The local audits use the same constructors, inputs and index orders as
production, as detailed above. Under the preservation and repeatability assumptions this identifies
the decimal-rational My j in (B.12) with the following residual certificate. Hashes serve only to
identify artifacts. Equality of hashes is not used as a mathematical matrix identity.

Parse all center fields as exact decimal rationals, allowing an optional sign, decimal fraction
and decimal exponent. The parser enforces printable ASCII, tabs and LF or CRLF, exactly
n noncomment data rows and exactly n nonempty numeric fields in each row. No columns
are skipped. The integer witness has exactly i + 1 signed integer entries in zero-based row
i, and is zero above the diagonal. Call it Y;. It is an arbitrary integer matrix. Positivity,
invertibility and accuracy of a proposed floating Cholesky factor are unnecessary. Set g = 1012,
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(b, bp) = (99913, 99440) and

min(%,5)
Ajj = me(gMo,z5), R, =t — 11015y — gAl; — > YiaYi,
k=0
where rne denotes nearest-integer rounding with even ties. Define r. = max;}_; |R§j\ and

edec = Max;;j | Mo jj —Afij /g|. Every entry in both triangles participates in the residual calculation.
An independent upper-triangle accumulation, adding each off-diagonal residual to both rows,
gives the same complete row list and the same exact rational rounding error. The retained exact
evaluations are

J ‘ T'x ‘ €dec
S | 48147215284892 249985617507/500000000000000000000000
P | 15565316152274 2497913/5000000000000000000

so all 175 row sums are < 10'°. The symmetry proved above means that the checker’s rational
symmetrization leaves the center unchanged. Writing c¢; = b}/ 105, the residual identity and
row-sum norm bound imply

r Y, Y]
CJI—MO’J > <10_5 — % —nedec> I+ JQJ > 0.
9 g
The scalar is positive even on replacing 7, by 10 and egec by 1/(2g). This is the triangular-
witness simplification: the proof uses integer products and row sums, irrespective of how the
witness was found. In particular,

My s < 9991301, My p < .9944001.
Combining these ceilings with (B.6) and (B.12) gives
Miyhys.s < 99915046461 < 9991511,  Myppys.p < .9944002241317 < .9944011.

The full-sector form inequalities. The complete fixed magnetic bases transfer these ceilings to
D;U;Djy. The other spin and orbital magnetic components have identical matrices, since D ; and
U; commute with the corresponding rotations. Entries between distinct magnetic components
vanish. The magnetic multiplicities are two for S and six for P. On the orthogonal complement
of ran Dy this operator is zero. Thus on the full sectors D;U;D; < b;I, with bg = .999151,
bp = .994401.

Put Ay = V + 6. It is positive with A; > (67 + 3/14)I, because each pair distance
in By is at most fourteen. Equation (B.5) yields D JA;ID 7 < bjyI. The bounded operator
A;l/ °D s and its adjoint therefore have norm at most 1/b;. Applying the adjoint to A}/ % gives

Dol < bJHA(l]/QUHQ. Spectral calculus gives Hy — Cy > —D?%. Therefore on the Coulomb form
domain,

1 1/2
g<[v] + 16 Trol| 72 — 2l0l? > (1 - b.) A 20]2 = (1 - by)(85 + 3/14)||v].

The Coulomb terms are form bounded on H'(K7), so the inequality extends there by form
continuity. No operator Robin boundary condition is imposed on v. Finally (1 —.999151)(5/2 +
3/14) = 16131/7000000 and (1 —.994401)(1 + 3/14) = 95183/14000000. The complete spectral
count controls the omitted configurations, the physical transport controls the orbital replacements,
and the local and assembly estimates control the passage from exact cubature to the certified
centers. These give the asserted inequalities for every vector in the stated full sectors. O
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C Lithium integral certificates

This appendix defines the trial functions and sources used in Section 6 (Definition C.1). It then
proves the rational enclosures of their moments (Lemma C.14).

Definition C.1 (Fixed lithium trials and sources). For z; € R3, 1 < i < 3, put r; = |z,
d = (7"1,’/’2,7"3,|:E1 — :E2|,|$1 — xg‘,|$2 — 333|), and let A13 =1- P13, where P13 exchanges
positions 1 and 3. For a € (0,00)3 and v € ZY, put F,, = e~ 2, airi [1o_: d}*. Let (v,c,) be
the 100 exponent /integer pairs in Table 8, and let (b;)}29 be the ordered integers in Table 9.
Write z; 3 for the third Cartesian coordinate of electron i. Define the ordered mode triples
(at,v,1), 1 < t < 140, as follows. The first 112 modes have i; = 3: for each rate triple
(14/5,14/5,13/20), (14/5,14/5,6/5), (31/10,12/5,4/5), (12/5,31/10,4/5), in that order, use
the factors 1,d1,...,ds,d;d;, (1 < j < k < 6, lexicographically). The last 28 modes use rates
(14/5,14/5,3/4) and (14/5,14/5,5/4), in order; for each use iy = 1 then 2, each with factors

1,dq,...,ds. The multi-index 14 is the exponent vector of the indicated factor. Define
140

us = 107" " ¢, A1sF1a/5,14/5,17/20),0- up =107 b Auz[wi, 3 Fu )
v t=1

The first sum ranges over the 100 pairs of Table 8, read left to right.
Set @@ =8/3. For 2 <n <6 put

n-lg ' . 3 3/2
- —Qr1i—Qr2—Qrs/n (—2Q/n)’ n J _ g (2Q/n)
sp = A1z |e jz:;] i n1—j 3, Csn T dnym

Put
to = A13[x3736 Qri—Qrz— QT‘S/Q A13[£L'33 1 - QT3/6) —Qri—Qra— QTS/S]

Q3 /Q/2 Q° [4 Q/3
2w

Define pgp, = Cgpnspy for 2 <n <6 and pp,, = Cppty for n € {2, 3}. All square roots are positive.
Spatial norms use ordinary Lebesgue measure. Each trial and source f, which satisfies Pisf = —f,
is represented isometrically as a physical spinor with /1 component f/v/3, extended by signed
simultaneous permutations to the other two strings with two up spins, and zero on the remaining
spin strings. Use the same symbols for these spinors. The labels S and P here distinguish the
two trial families: their orbital angular momenta are 0 and 1, respectively, their orbital magnetic
number is zero, their parities are even and odd, respectively, and their spin magnetic number is
1/2. No total-spin restriction is imposed.

Table 8: Lithium S trial: ordered pairs (v, ¢, ), read left to right. The six digits

of v give the exponents of di,...,ds. The coefficient of A13F(14/5 14/5,17/20),v
is 10~ 14¢,
v cy v cy v cy v cy

000000 192578507642049 100000  -18637105584193 010000 -4893191508198 001000 -377772895588427
000100  21687913877446 101000 55883362330885 011000 64991563194886 002000 -38457760107399
001100 -97869737076541 000200 -2817165576809 000110  -6574049558047 000011  -21175160412110
210000 128411633891504 201000 -111268970809246 200100 85958547690281 200001  -11135646743619
120000 -33435030557499 111000 99213941867312 102000 22771619995637 101100 -40915170411464
101010 -33137323291035 100110 -15706633630960 100020 13271380434227 100011 8708426264134
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Table 8: Lithium S trial: ordered pairs (v, c,), read left to right. The six digits

of v give the exponents of dy, ..

is 10~ ¢, (continued)

.,dg. The coefficient of A13F(14/5,14/5,17/20),v

v cy v cy v cy v
021000 -33637679816705 020001 -96379393879640 010101 -35130689066215 010002 5752002624058
002100 -14573043963146 001200 86372395390789 001101 -39908942457146 000300 -41645540686493
000201  36940233903379 000102 7502802960424 000021 3160700248761 300100  -63250958657558
220000 -41890829949681 210100 -114611305957702 201100 33697170918180 201010 -17594454979840
200110  96496437822204 200020 -6023803910370 130000 -49526101674321 121000 109082871822618
120100 -97003483595728 112000 6662575813563 111100 -42994396428613 111010 5261593757741
110200 102382385187551 100210 -61857093841605 100003 -421408036738 030001 16481601753808
022000 -23563953921328 020101 121205576172158 011002 1806540114768 010201  -65251992063050
010003 -1563301644880 002200 14483571075089 001300 -49994233247290 001102 4084328942332
000400  34836644219690 000310 8704218112017 000301  -7540626026929 000220 1416699560466
000040 -144518102488 401000 5004468341455 320000 -26938458762230 311000 -16259637468816
310100  76817730215707 301100 -16853901957893 230000 34638676982410 211010 12384132460967
210110 -35174471648651 202100 5279457589922 200300 4306233837560 200210  -20559937525297
200030 684896568552 131000  -26028992998374 130100 53347598075651 121100  -24773719544820
120200  10934434016173 111200 26102826113440 111110 -11143103209542 110300 -52094422510428
110210  24973988134754 100310 21086139523661 050000 5869589803234 030110 -2399864140321
030101 -24678742221128 023000 718307824117 022100 7839439226000 020201  -17103988441973
013100 -541959493170 010301 22558696338943 002300 -3794756813227 002201 -388502500303
001400 9048105445461 000500 -6805192162237 000410  -4526294280747 000104 -170281908585
Table 9: Lithium P trial: successive integers b¢, read left to right in the mode
order of Definition C.1. The coefficient of mode ¢ is 10~ 18b,.

t by bey1 bii2 bii3

1 -120015870113720000 -5527719335490280000 -5662662512097800000 186960680244002000

5 8993657481192360000 98711850003572900 194083685119928000 232359157147092000

9 887314913863710000 467761626184719000 196480110615253000  -172039858373383000

13 -12662948266792200  -179329958693696000 169456497556216000 158124641883264000

17 106771804491281000 16061905386670600 -98175363322029100  -545263189686892000

21 13237502766589500 51642919598783700  -627437759755436000 4512159831252850

25 37625439684789800 -32487525562657900 49351572655156400 -49796552667561200

29 -229036377859776000 -1439576674902220000 -8135482863011680000 4503775487779260000

33 7517381434037780000 -14823664189105800  -621137013893765000 310741670530606000

37  2255510321923590000 -825346181192189000 -365230774580283000 708810332821348000

41  -652864814227281000 -24564618439033400 -3057666884818770000 990392680619719000

45 -492573803101796000 956933229999546000  1929900881087360000 2796120011114770000

49  -249434812347310000 -226786886787875000 -1491807709059100000 206995224193631000

53 189556961807521000  -351229476439412000 316334819589271000  -453976751964670000

57  3867279158789010000 1370756521039610000 9641774677603950000 -3418116940985900000

61 -8762790980746690000 355658931719882000  -112416908162737000  -187364998886040000

65 307814858046278000 100137319601905000  -652904699417170000 -38550485008248200

69 -77087997812530800 -1920733570648110000 109637964067611000 1236605291154880000

73 74764536721586000 94990533335603500 524887971724604000 115363373071532000

77 -224987633941586000 -64168674989026800 508559138614380000 -39733921285032700

81 7788471490130710 88814579642896900 -84895271159553000 48270722631235900

85 124474002247613000  6232093768174070000 2375559818539930000 -2510325407821860000

89 -6783982643852250000 371120307392657000  1354444402963760000 -1048106464222570000

93  -477595009973174000 29630064983615600 808180795456249000 -40943101887638200

97  -125834307341012000 -47601453984732800  -120020287293432000  -439909122232083000

101 88065815728008700 59447311705798700 411993905925623000 17219661067493700

105 29577249255805000  -339613999279857000 509378795942874000 10691020494274200

109 -88322402063989500 37903998405299800 -62188273102382800 127034235858460000

113 -351015977798309000 -85738453397099300 -83769320762075600  -103928148905266000

117 79327390110805700 -554173931860421 156401268414680000 42381359401224900

121 13903846915434600 28602294905942200 173299294555551000 48493875456655500

125 -62897580204762500  -113554182280085000  -140903867796034000 313730933322561000

129 470068723557144000 1090711016080320000  -416801262744941000 53182997120479400

133  -836467615918667000 216214282604895000 -38009874696524800  -143874674567923000

137  -709080785460829000 -216177827252217000 195116461020833000 381035505002165000
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C.1 Physical expansion and arithmetic conventions

The complete integer arrays, rational group inputs, returned integral intervals and independent
readers used below are supplied in the lithium part of the accompanying code/data release. We
specify their mathematical contents and the predicates checked by the readers here. In particular,
the trial coefficients in Tables 8 and 9 are interpreted as rationals.

Set-up C.2 (Integral executions). We specialize Set-up 2.2 as follows. The exact computations
use unbounded integers, reduced rational arithmetic, integer factorials, binomial coefficients, floor
division and integer square roots. Parsing, ordered containers, finite iteration, compression, file
operations and preservation of the recorded inputs, sources, outputs and executions are assumed
faithful; assertions are enabled. Caches retain results for the same arguments and arithmetic
environment.

The native radial executions use the specified C++ operation sequence, signed 32-bit C and
interface integers, binary64 doubles, matching argument and return interfaces, and writable result
buffers. Compilation, loading and dispatch are faithful. Elementary binary64 operations and
rational conversions round to nearest with even ties, with gradual underflow and flush-to-zero
and denormals-are-zero disabled. There is no reassociation, fused contraction, disruptive excess
precision or concurrent change of the floating environment. Adjacent-number operations, binary
decomposition and scaling by powers of two have their specified exact meanings.

The double-logarithmic calculation uses the same binary64 semantics for each NumPy compo-
nent operation, with faithful shapes, indices and broadcasting. A reduction of m nonnegative
entries performs at most m — 1 additions, in any order. Any participating threads preserve these
operations and data ownership. The retained environment uses CPython 3.12.3 and GCC 13.3.0;
native compilation uses -02 -fno-fast-math -ffp-contract=off. The supplement records the
remaining environment and source versions. These are execution assumptions. Integral accuracy,
admissibility of arguments, coverage and normalization are proved below.

For intervals we use endpointwise addition and the four-corner product
[a, b][c, d] = [min{ac, ad, be, bd}, max{ac, ad, bc, bd}].

This convention retains the signs of all coefficients. A rational string denotes its exact rational
value. A numeric token in a saved binary64 interval denotes the exact dyadic value obtained by
nearest-even parsing. It need not equal the rational decimal written in that token.

Definition C.3 (Scalar integral arrays). For positive integers R;, integers n;,p;; and k =
(R, Ra, R3,n1,n2,n3, P12, P13, P23), put

I(k) = (47)~3 /

— - R;r; /180 n; Pij
oy 2 e /WO T s T b dX. (C.1)

i i<j

A coefficient dictionary is a finite rational sum of the scalar primitives Fy, in Definition C.1, or
of z; 3Fy . After formal differentiation, we allow integer distance exponents v € 75, interpreting
the same primitive formula away from collisions. The denominator of a dictionary is the least
common multiple of its reduced coefficient denominators; the zero dictionary has denominator one.
Let Ur be the dictionary of upr and Vr the dictionary obtained by applying the formal differential
expression H3(3) + 15/2 to up. Let S,, T, be those of s,,t,. The ordered base pairs are

S : (USa VS)7 (VS7 VS)a (527 US)7 (527 VS); (337 VS)) ceey (Sﬁa VS))
P (Up,Vp),(Vp,Vp), (T2,Up), (T2, Vp), (T3, Vp).
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The extra pairs are (Ug, Ug), (Us, S3), ..., (Us, S¢) and (Up,Up), (Up,T3).

For a pair (f, g), multiply its dictionaries, adding rates and powers. In a vector product replace
x; 33 by (ri2+r]2-—dl2j)/6, with dj; = 0. Set D, = den(f) den(g) in S and D. = 6 den(f) den(g) in
P. Multiply the coefficients by D, and the rates by 180. Replace each key by the lexicographically
least of its six simultaneous electron permutations, and add its signed integer weights. Delete a
key only when its entire column vector is zero. Denote the resulting base key sets by L7, their
weights by W, (k), and the extra sets by E}. Missing column entries have weight zero. The source
factor C, is one for a norm or a trial-residual product, and is the positive Cr, of Definition C.1
for a column involving that source.

C.2 Integral formulas and error bounds

Write P, for the Legendre polynomial normalized by P;(1) = 1. For p > —2 and 0 < t < 1 define
1 /1 -
AP = 5 [ (48 =2 PP da, Bt = AT (1),

For a radial order o = (h,m,b) the pair ratios are tp,, = S, tmp = v, tpy, = sv under rp = R, 71y, =
Rs,ry, = Rsv. Put

H:9+Zni+2pi]’, Cy =np + 2, Dy = np + np + pp + 5.
i i<j

These letters denote scalar degrees, not source constants or column denominators. All ordered
integrals below have positive rational rates. The conditions on the clusters that we use are

9+Zni+2pij>0, n; +nj +pij > —6 (1 <j), sz‘j>_6- (C.2)
i i<j i<j

For j > 0 write h; = Y>7_, 1/i, with hg = 0.

Lemma C.4 (Angular reduction). Suppose R; > 0 are integers, n;, p;; > —2 are integers and

(C.2) holds. Suppose further that there are at most two pair powers —2, and that if there are

two then the remaining pair power is nonnegative and even. The master integral is finite. Its
normalized angular average at distinct radii is

H Tf:zge(ij) Z(% +1) H Agpij)(tz‘j)- (C.3)

1<j >0 1<j

Ifp>—1, A§p) s a rational polynomial with no powers below £, and it vanishes for 2 > p when
p is even. Forp=2m —1, m > 0, it equals Z;‘n:o cjt”Qj, where

(=D)™(2m — 1)!! (m—7)(20+1—2m+2j)
= , i1 = —Cj , : CA4
O -2) YT T Y TG DR+ 3+ 2)) e
Here (—1)!! = 1. For the inverse-square coefficient,
Y, . .
c (2 2 .
Bi(t) =" i1 (27420 o5 o By(t) < 1—log(1 —1). (C.5)

S TTi—o(2 +2i+ 1)

An even pair power makes (C.3) terminate at the smallest half of an even pair power.
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Proof. Rodrigues’ formula gives

dw_ 1@ =j
A 2041

/ Py(w - u)Pj(w - v) Py(u-v).

S2

For example, the rotation-invariant reproducing kernel of degree ¢ spherical harmonics is (20+1) ;.
Its trace determines this coefficient. Applying the identity twice gives (C.3). To compute a
coefficient, expand Py(z) = Z?:o bjz’ and substitute y = 1+ t2 — 2tz. For p > —1 the result is

¢ J (—1)° Z (14 ¢2)J=0[(1 + £)PH2i+2 _ (1 — )P +2it2)
zijbjjij . 2+ (p + 2i + 2)t7+1 : (C.6)

Analyticity at zero cancels negative powers, and Legendre orthogonality cancels powers below
£. Orthogonality also proves termination for even p. The leading coefficient for p = 2m — 1 is
(—1)%40 Hg;é(m — 3 —4)/(2¢+ 1)\ It equals ¢ in (C.4), including when ¢ < m. Projecting
Alx — ez = 2m(2m — 1)|z — e3]*™ 3 onto degree £ shows that the remaining coefficients obey
the displayed recurrence: the radial operator sends /727 to 25(2¢ + 2j 4 1)t+% 72,

Direct integration gives Aé_2) =log((1+t)/(1—t))/(2t) and Ag_Q) =(1 +t2)Aé_2)/(2t) —1/(2t).
The Legendre recurrence then proves the positive series (C.5) by induction. Its coefficient is at
most 1/(2j + 1), which gives its logarithmic majorant. All angular series converge absolutely at
distinct radii.

For ¢ > m, expansion of a beta integral gives

1 L—m—1/2(1 m(] _ 42,)m
AéQm_l)(t) _ Cotgf (1—2)"( t°2) dz.
fO Zﬁfmfl/Q(l _ Z)m dz

The quotient lies in [0, 1]. This proves the sign (—1)" and the bound ]A§2m_1)(t)\ < |co|tt used in
the tails below. The conditions on the clusters imply C,, D, > 0. After the scale integral, a finite
angular term is bounded by a constant times s”7v% times at most two logarithmic majorants.
For two distinct ratios in {s,v, sv} their product is bounded by (1 —log(1 — s))(1 — log(1 — v)).
This is integrable. An infinite angular sum has either three odd powers or one inverse-square
power and two odd powers. In the first case, the beta bounds and the factor 2¢ + 1 give a
summable O(¢~2) envelope after any fixed initial segment. In the second, the two odd coefficients
give O((2¢ +1)72), and the product of all three ratios to power £ is (sv)?*. The remaining sum is
bounded by a constant times 1 —log(1 — sv). Multiplication by the inverse-square majorant again
gives a bound by a constant times (1 — log(1 — s))(1 — log(1 — v)), whichever edge has power —2.
The scale integral contributes a bounded factor, since its denominator is at least the largest-radius
rate. These bounds prove absolute integrability and justify termwise integration. O

Lemma C.5 (Ordered radial integrals). Let a,b,c > 0 be rational, and let v, B, be integers with
v>0,d=8+~v+1>0ands=a++~v+3>1. Define

b
J = a2 e W dodyde, A=a+bdc, &= +C, 77:5,
0<z<y<z A A
Then, with (s); =s(s+1)---(s+j—1) and (s)g = 1,
. JFY‘ i d + Z 5] i z fi= (s)jgj
7T (d+y+1'pov+z+ T A+ D)y + 1)

95



[Z tj,ztj fN+§V] | px = w <1 (C.7)

If a,B,v > 0, the exact rational alternative is

JNSRR L alB i)l )
Zo 2} iljlgat1- z a + b)6+z+1 J\Y+HI+LT
1=YJ

(C.8)
For a master with n; > =2, p;j > —1 all odd, and (C.2), put m;; = (psj + 1)/2, M = maxm;;,
h=2+3% my and

Hi<j(2mij —H
2(h —1)(2L + 1 — 2M)h=1"

by = LeZ, L>M.

The absolute error after angular index L is at most by, times the sum over the six radial orders of
J with baseline degrees (np + 2+ Phm + Phby m + 2+ Dimp, 1y +2) and the shift (—2L —2,0,2L+2),
with the correspondingly ordered rates R;/180.

Proof. Set © = R,y = Ru,z = Ruv and integrate R. The remaining denominator is
X[L— €1 —u) = nu(1 — V)],

Its binomial expansion has nonnegative terms. Integrating the term of degree j by beta integrals
gives t;, and bounding its argument by £ gives t; < f;. The ratios fj41/f; =&(s+7)/(G +1)
decrease to £ < 1. Hence the geometric remainder is (C.7). Repeated integration from x = y and
then y = z gives (C.8).

For the angular tail multiply the three beta-integral bounds in the preceding proof. Cancel one
factor 2¢ + 1 and bound the remaining h factors below by 2¢ 41 — 2M. Since t1at13to3 = (75/74)?,
summing the decreasing coefficient by its integral on [L, o) gives b, (r,/75)25+2. Every resulting
radial integral has nonnegative lowest degree and middle-plus-lowest degree plus one, with total
shape k. The same is true for the finite angular terms: their polynomial exponents are nonnegative.
This proves integrability and the asserted remainder. O

Lemma C.6 (Native radial arithmetic). Assume the native execution model of Set-up C.2. In
Lemma C.5, suppose (a,b,c) = (Rp, Ry, Rp)/180 with 233 < R; < 1116, 0 < ~,d < 256 and
1 < s < 32. The positive interval recurrence described in the proof returns an enclosure of J
within 4096 iterations. It has no integer overflow, invalid denominator or nonfinite numerical
operand. For masters with —2 < n; < 10, —1 < p;; < 10, 1 < k < 32 and these rate bounds,
the finite angular wrapper and the all-odd wrapper at M + 1 < L < 24 return enclosures. Their
sequential signed contraction remains enclosing and finite for at most 224 terms with rational
coefficients of magnitude at most 2128,

Proof. Outward recurrence. Write RN for nearest-even binary64 rounding and pred, succ for
the adjacent numbers. For nonnegative expressions use max{0, pred(RN(z))} and succ(RN(x))
as lower and upper bounds. Rounding cells lie between their adjacent representable numbers,
including at zero and in the subnormal range. Addition, multiplication and division of positive
intervals therefore enclose their exact operations.

Set x = ¢/(b+ c). The native loop maintains intervals for ¢;, f; of (C.7), its last summand
vj = ()Y /[(d+7+1)(v+7+ 1), and 3, t;. Initially to = vo = fo = 1/[(d+1)(y+1)]. At
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iteration j it first adds ¢;, updates f;11 = p;fj, and, if the upper endpoint of p; is less than one,

bounds the remainder by
succ <RN (o+1)+ ) .

pred(RN(I — (p;)1))

The denominator is greater than 27°%. The loop returns when this bound is less than the rounded
product of the current lower sum and the binary64 literal 10715, It then multiplies the enclosing
sum by the interval for (s — 1)!/A® built by successive factors i/A. The comparison only chooses
a return time. Enclosure already follows from the remainder formula. Otherwise the updates are

_fs+d) Xt

T A+ i+ T oy+j+2 Uj+1 = ajbjvj, Ll = ajty +vjpa.

Cancellation of factorials in the exact series proves these identities, and induction proves the
interval invariant. A failure return is never used as an interval.

Range and termination. All integer expressions, including those formed before the guard, have
magnitude at most 4353 on this box. With p = 27197 an outward scalar operation has absolute
error at most 27°°|x| + 2u. The constructed upper ratio satisfies £, < 29/32 since ¢ < 2232/2465
and 29 - 2465 — 32 - 2232 = 61. An induction with K; = 4(1 +2720)(**771) gives

(W) (F)r <K () <G+ DE;, K3 <2'% (0 <5 < 4096).

Indeed each recurrence factor incurs a relative multiplier below 1 4 2749, The larger multiplier
1 + 2720 absorbs those errors and the additive 2y terms. The accumulated sum is below 2432 the
scale below 2%, and the returned value below 2640, For termination the sharper envelope bound

(fn)+ < 4(29/32)N<3 - ]Jz - 1) +4MN<8+]]§[7_ 1>.

At N = 4096 use 29° < 239 and (*"V1) < 203 the envelope is below 27190, At j = 4095 the
ratio is below 15/16, the remainder below 27?9 and the lower sum remains above 27'¥. The
stopping threshold exceeds 2759, so the return occurs.

Angular and signed arithmetic. The exact angular lists are (C.6) and (C.4). Equal radial
powers are collected before conversion. Signed rational conversion uses both neighbors of its
rounded value. Signed multiplication takes the four rounded corner products and then their
exterior neighbors. Addition widens each rounded endpoint once. These rules enclose through
cancellation. The odd wrapper adds the symmetric tail interval of Lemma C.5, with its upper
endpoint rounded outwards.

Here m;; < 5. The largest angular exponent is L + 2m;; < 34, so each native call has lowest
degree at most 80 and combined degree at most 103. A tail call has bounds 62 and 85. The
finite wrapper has smaller bounds. The coefficient absolute sum of an odd edge is at most
9145 < 220 for even edges the Legendre recurrence and binomial expansion give the same bound.
There are fewer than 2'° terms in a wrapper and every collected coefficient has magnitude below
280 The preceding outward-error estimate bounds all master endpoints by 2740 and all stated
signed-contraction intermediates by 2790, This also proves finiteness of the outward neighbors
used throughout. O
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Lemma C.7 (Finite logarithmic integrals). Let a, 3,7 be nonnegative integers and a,b,c > 0 be
rational. On x >y > z > 0 let (ry,r},r5) = (x,y,2) and choose 0 < h < k < 2. The integral

/

/
/:Uo‘y e @z o T T i“dzdydx
T’h Tk

has the exact finite gamma-mizture evaluation and rational error bounds given in the proof. They
apply also when auziliary gamma rates coincide.

Proof. Finite reduction. Put go =z —y,g1 =y — 2,92 = 2. Expand (go + g1 + 92)%(g1 + 92)°g5.
Each monomial is a positive rational multiple of independent gamma densities of integer shapes
and rates (a,a+b,a+b+c). The logarithm is the difference of the logarithms of Y ;~;, gi +> i~k g
and >, ., gi- Thus it suffices to integrate logY for Y =}, /; X;, with integer gamma shapes
and nonnegative rational £;, not all zero.

Merge equal positive rates p;/¢; into rates v with total shapes K,. The Laplace transform is
[1,(v/(v +t))Ev. At the pole —v compute the first K,, Taylor coefficients ¢, ; of [Totn (w/(w —
v+ 2))w. A factor’s coefficients obey

< w )“w Ky—+j—1
S = S: = —8._ .
0 w—v ’ J i1 Jj(w —v)

Finite convolution gives all ¢, ; exactly. Principal-part subtraction gives the partial fractions with
weights w,, j = =i, j»and >, swy; =1 by evaluation at ¢ = 0. Consequently,

]ElogY—c—i—wa hx,—j—1 — logv), c—/ “'logtdt. (C.9)
7]

This follows by integrating the partial-fraction gamma densities. Integration by parts gives their
log moments. The identity of densities can equivalently be obtained by inverse finite convolution
of exponential polynomials. Their absolute logarithmic moments are finite. The common constant
¢ cancels in the required difference, so its numerical value is unnecessary. Equal rates were merged
before division. Signed partial-fraction weights are retained.

Error and rounding. For 1 <v <2 put z=(v—1)/(v+1). Then

127 22j+1 22257

<logv—2 < .
0<logv z;;zjﬂ = 257(1 — 22)

(C.10)

Integrating the geometric series proves this bound. Reduce any positive rational rate to 2¥v
with 1 <wv < 2 and use the same formula for log2. Reverse endpoints if k¥ < 0. Let §(v) be the
resulting width for that rate. Formula (C.9) then has width at most >, | 3= ; wy,j[6(v) + 27117
after outward rounding to multiples of 27120, Multiply the two log-mean intervals by the exact
positive masses of the gap monomials, subtract with reversed endpoints, and add. This proves
the claimed ordered-log enclosure with an explicit finite error, without a floating logarithm. [

Lemma C.8 (Compact inverse-square integrals). Let £, D,C be nonnegative integers and let
e € {(1,0), (0,1), (1, 1)}. Define

Ju,e(D,C) / / vY By(s10?) dv ds.
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Then 0 < Ji(D,C) < 2, and it is a rational linear combination of 1,log2,6((2),((3). For
positive integer rate numerators (Rp, Ry, Ry), integer shape m > 1 and integer precision d > 0,
the exact compact algorithm specified in the proof encloses

CB[ €1 )
m =)t // a+bs+csv) d ds, (a,b, ¢) = (Rn, Bom, 1) /180. (C.11)

Its arithmetic uses integers and rationals, with denominator scale U = 2540 and the constant

intervals below.

Proof. We evaluate the compact moments by partial fractions and approximate only the radial
denominator, with its integrated remainder included explicitly.
Compact moments and constants. The coefficient in (C.5) has the partial fractions

> 0.

iz +2i) Z‘: an o — 16, (20 — 2k — 1)
f:O(JU + 27 + 1) h=0 x + 2h + ].7 HOSiSZ, Z;ﬁh(Qz - 2h)

Each active variable contributes a factor (25 + D + 1)~7! or (25 + C 4+ 1)7! to the integrated
positive series. An inactive one contributes 1/(D + 1) or 1/(C + 1). Thus each term reduces to

S I[@i+v)h

i>0veP

where P is a list of two or three positive integers, with repetitions allowed. Partial fractions
at a repeated pole —v are computed by the Taylor coefficients of [[,,,(w — v + 2)7™=. Their
recurrence is the one in the preceding proof without its rate numerators. The sum of the simple-
pole coefficients is zero, since the original rational function is O(z~2). Subtract 1/(2j + 1) from
each simple-pole series before summing. Odd and even poles then give respectively finite harmonic
tails and — log 2 minus finite even harmonic tails. The square-pole tails are 6¢(2)/8 and 6{(2)/24
minus their finite initial sums. The cube-pole tails are 7¢(3)/8 and ((3)/8 minus their initial
sums. This proves the linear-combination formula, including triple poles. No divergent series is
subtracted after evaluation.
For two distinct active degrees use

Je,1,0)(D,0) — ~7e10)(00)
C-D

Tean(D,C) =

For equal degrees use the repeated-pole formula. Outward integer division implements this
identity and division by the inactive degree plus one. This also proves the correctness of caching
these two reference types. The bound J < 2 follows from By(t) < 1 — log(1 — t): the active ratio
is at most one of s, v, and fol(l —log(1 —t))dt = 2.

Here are exact definitions of the constant inputs. Put h§-2) = Z{ 1 1/i?, and set

769 o—j 69 5, 769 93 (h? + h(?))
R SERA Sai S SEALL S ]
=1 J =1 J =1 J
For (v1,72,73) = (1,12,4/3) use the integer pairs
ai = |U~iEi], by = [Uri(E; +27799)]. (C.12)
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They enclose U (log2,6¢(2),((3)). Indeed

! )l/ol(l—t)k(—logt)s_ldte [0,1]

boj = ———
i (s—1

and > x> 27F1b, ). is log2 for s = 1 and (1 — 217%)((s) for s = 2,3. The omitted tail is at most
2779 Differentiating fol to (1 —t)kdt = k!/ H?i% (a+ j) at a = 0 gives the three displayed finite
sums. Signed substitution of (C.12) and outward rounding therefore returns integers enclosing
UuJg.

Denominator and its error. Put c¢o = a+(b+c¢)/2, h = (b+c¢)/(2¢cp) < 1 and Sp = (m—1)!/cj".

Expand
— 1) — k
(m—1)! :SOZ m+k—1 (h_bs—l—csv> .
(a+ bs+ csv)™ = k o

The argument has absolute value at most h. Write ux = So(" ") ¥ and px = h(m + k — 1) /k.
Choose the first n > 1 with p, < 1 and 7 = u,, /(1 — p,) < 10~%. Such n exists. The polynomial
through degree n — 1 has uniform error at most 7. Expand it as > gijsivj and set w;; = |Ugij].
If there are Na coefficients, the integrated denominator error is at most

e
U )
This follows by multiplying the uniform Taylor and coefficient-floor errors by a nonnegative weight

whose integral is at most two.
For correspondence with the implemented polynomial shift, let Py(z) = >

e=[2UT] + 2Nx. (C.13)

N +i—1Y .
. j=o ("),
N =n—1,and Py(h+y) =>_t;y*. Horner evaluation gives ¢y, and

(m—f-i)ti—di m+ N —1 N N—i
tl — —, d’L = N . h 7,.
T ARG+ m+M{" N i
These identities follow by comparing coefficients in (1 — )Py — mPy = —(m + N) (m+]]vv “Ha,

They give g;; = Soti(—1/ (18060))i(;) Ri-JR]. The consecutive integer binomial updates are exact
divisions.
If [l;;,ui;] encloses UJ (D +i,C + j), form
v = Z min(wijlij, wijuij), V4 = Z max(wijlij, wijuij).
i, 1,]
Then [(v_ —eU)/U?, (vy +eU)/U?] encloses (C.11). This is precisely the integer contraction and

error allowance used in the compact evaluations. O

Lemma C.9 (Signed odd-logarithmic tail). Let a master have one pair power —2 and the other
two powers 2mi1 — 1,2mo — 1, with nonnegative integers m; and p = mi + mo > 0. Assume
n; > —2, positive integer rate numerators and the cluster conditions (C.2). Put M = max(mi, ms)
and A =3, R;/180. Choose an integer L > M such that for every radial order

de =Dy +2L+2—k >0, e =Cy +2L+2—k>0.

Let Iy, be the angular expression through ¢ = L, using the compact integrals of Lemma C.8. Set

Ty =

c the inverse-square edge is mb 2mq — DN (2moe — D!k — D)1 +h
- q g ; (2my — DN(2mg — 1Y N+ hy, 1)
’U fry

7 dy, otherwise, 2u(2L + 1 —=2M)EX(dy + 1) (co + 1)
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Then
0<(-D"ZT-T) <) T, (C.14)

Proof. For ¢ > L, the two odd angular coefficients have signs (—1)"!, (—1)"2 by the beta-integral
formula, and the inverse-square coefficient is positive. Cancel one factor 241 from their coefficient
bound. The remaining sum is bounded by

S @0+1-2M)" < [2p(2L + 1 —2M)H] 7!
£>L

The radius-ratio factor is (sv)*:+2. Also a + bs + csv > Asv, and By(t) < 1 — log(1 — t), with
t = v on edge mb and ¢ < s otherwise. The remaining two monomial integrals are 1/(j 4+ 1) and
(14+hj41)/(j +1). They give T,. The bound is integrable, justifying the angular integration and
retaining its common sign. The finite part uses Agd) = t*By(t) and the two rational polynomials.
Their exponents ensure D, C' > 0 in every compact call. ]

Lemma C.10 (Double-logarithmic quadrature). Let 1 < a,b,c < 7 be positive rational rates, let
1<m<16,0< XY <16 and 0 < £ < 3 be integers with X +Y + 4€ < 36, and let t1,to be
distinct members of {x,y,xy}. The order-ten tensor Gauss algorithm specified in the proof, with
endpoint cutoff 2734, encloses

a:Xy V(1) AT (1)
1
/ / (a + bx + cxy)™ de dy (C.15)

under the NumPy execution model of Set-up C.2. Consequently its finite signed angular assembly
encloses every master with pair powers a permutation of (—2,—2,2k), k € {0,1,2,3}, whose

ordered terms satisfy these bounds and whose nonzero angular coefficients have magnitude below
245,

Proof. We bound the Gauss remainder and omitted strips, then verify the floating allowances for
the angular functions and the positive sums.

Rule and analytic error. The ten nodes are enclosed by rational sign brackets for Pjg, starting
with width 2 - 10712 and bisecting 48 times. The brackets must be disjoint, and their derivative
lower bounds positive. Proposals for the brackets have no assumed accuracy. The polynomial is

46189t — 109395t + 900905 — 30030¢* + 3465t — 63

Pyo(t) =
10(t) 256

Its ten sign changes certify all ten roots. Since |Pjy| < 1485 < 10* on [~1, 1], a bracket [I,u] gives
|P{o(r)| € [|P{o((Ll+u)/2)| — 10%(u —1)/2,|P{o((I +u)/2)| + 10*(u — 1)/2]. Use this interval and
the endpoint bounds for 72 in w(r) = 2/[(1 — r?)P{y(r)?] to enclose each positive weight. The
exact sign/weight certificate in the supplement gives

| < .974, 066671 < w(r) < .295525.

Its rational comparisons use the displayed polynomial and derivative formula. Any successful
final source bracket has width 1/(140737488355328000000000000) < 1072, and hence lies in
(—.975,.975). The weight bounds change by less than 3 - 10714, Thus all source brackets lie in
(—.99,.99) and their weight endpoints in (1/16,1). Orthogonality and division by P prove the
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rule exact through degree 19. The weight formula follows by integrating its Lagrange cardinal
polynomials.

The mesh consists of 0,1/32,...,1/2, followed by the midpoint and right endpoint of each
[1—-277,1-27771, 1< j < 33. There are 82 panels and 820 nodes in each direction, hence
N = 672400 tensor nodes. Let 6 = 273%. On a panel of midpoint zy and half-width h, use the
complex disk |z — zg| < 4h. The positive upper bound on |z| is less than 1 — 2736 the lower
real-part bound is at least —3/64, and the real part of a + bx + czy is at least 11/32 when one
variable is in its disk and the other in its real panel.

Write A(t) = 1 —log(1 —¢). The positive series gives |A§72)(2)| < A(|z|) for |z| < 1. For
two distinct ratios their product is bounded by A(zy)A(ys), where zy,yy are the disk/real
upper moduli. If d_ is the denominator lower bound on that disk, an analytic majorant is
X yY A(z4)A(y+)/d™. Let M be the sum of rectangle areas times these majorants for both
choices of the complex variable, replacing A(t) by the integer upper bound 3 — e when frexp(1 —t)
has exponent e. Cauchy’s coefficient bound gives a Taylor remainder (4/3)4=20 times the
majorant. The integral and positive rule each have mass equal to the panel length. Applying
(I — Qu) 1, + Qz(I, — @) on each rectangle therefore gives error (8/3)4=20M.

Define Mz(A, B) = maxg<;<1t? /(A + Bt)™. For Z =0 it is A~™. Otherwise the maximizer
is 1ifm < Zor B=0, and min{l, ZA/((m — Z)B)} in the remaining case. Differentiation proves
this formula, so Mz is evaluated rationally. The two omitted strips have total integral at most

25(2 + 34) [My (a + b(1 — 6), ¢(1 — 8)) + Mx(a,b+ (1 — 4))]. (C.16)

Here fol A =2 and f1175 A =§(2—1ogd) < 36d. An overlap of the two strips only enlarges the
bound.

Angular evaluation. Put u = 2753 and v; = ju/(1 — ju). All node-ratio endpoints lie in
(27271 — 273%). For t < 5/8, evaluate the positive series for Aé_z) (t) through j = 64 by Horner’s
rule. The lower polynomial has terminal coefficient ¢y ¢4 and the upper one has ¢y 64 + 2, since
the omitted tail is less than 2¢/(¢2)%4. The operation and coefficient-conversion error is at most
Y200 < 3 - 107 relatively. Multiplication by 1 2- 1072 covers it in the respective directions.

For t > 5/8, put z = (1 +t?)/(2t) and evaluate

(2 +1)2Q; — jQj-1
j+1

Qo =log(1+t)—log(1—1), Q1=2Q0—1, Q= , AT =q;/20).
Each logarithm is computed by exact binary argument reduction and 2 Z?io w1 /(26 + 1), with
w=(v—1)/(v+1)and 1 < v < 2. Its omitted tail is bounded by 2/[513°(1 — 1/9)]. The
binary64 constant for log 2 is 6243314768165359/2%3. The same finite series at w = 1/3 places
log 2 strictly between this value and this value plus u. Counting the argument, Horner and
final-addition errors gives less than 400u absolute error per logarithm and 900u for Q). Since
1 <2<89/80 and 0 < Q; < 25, the first recurrence has local error below 200u and the next two
below 1000w each. Start the error allowance at 2 - 107!, update it first as 1.2E + 2 - 107'2 and
then as 2.3F + Eprevious + 2 - 1072, Induction bounds the actual error by half this allowance,
including rounding of the allowance. Subtracting/adding it, dividing by 2¢ and multiplying by
1 7 10~ gives enclosing endpoints. Both branches have lower endpoint greater than t‘/8 and
upper endpoint less than 32. Clipping at zero changes neither.

Positive reductions and directed assembly. Use lower node, weight, monomial and angular
endpoints for the lower tensor sum and the upper denominator endpoint, and reverse those choices
for the upper sum. Before reduction the relative error in each positive summand is below v400.
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Including the nonnegative reduction and coefficient multiplication gives vyny512 < 2u(N + 512).
The source multiplier
1 F 32u(N + 1024) (C.17)

covers this error and the final rounding in the indicated direction. For the disk denominator,
possible cancellation has absolute error at most 2175 and relative error below 71924, using its
lower bound 11/32. Powering and inversion cost less than ~33000. The two disk reductions and
all remaining operations give a combined bound ~go000 < 7 - 10712 for the error expression. Its
source factor 1+ 107 therefore makes the sum of (C.16) and (8/3)4=2° M an upper bound after
floating evaluation.

These relative estimates are valid throughout: node coordinates exceed , ratio coordinates
exceed 2727, weights exceed 274! and the positive denominator lies in [1,21]. Using X +Y +4/¢ < 36
bounds every positive tensor intermediate between 27790 and 2'%°. Disk and strip intermediates
lie between 27400 and 219, Positive angular intermediates also stay normal, and exact zeros in
argument reduction stay zero. Thus no harmful underflow or overflow was assumed in the relative
estimates. Finally subtract/add the error using the adjacent exterior binary64 number, reverse
endpoints for a negative angular coefficient, and add with the same directed rule. At most 60
angular terms occur in a master. These last signed operations remain enclosing even at zero or
subnormal cancellation. This proves the assertion. O

2713

Lemma C.11. For the trials and sources of Definition C.1, all functions belong to D(Hs(3)), the
sources have norm one, and the spin representation preserves their inner products and Hamiltonian
inner products. FEvery moment specified by a pair in Definition C.3 equals

(4m)’C. > ch)(k)l(k:). (C.18)
k‘ (&

Every integral in this sum converges absolutely. All its distance powers are at least —2, and an
inverse-square pair power occurs only in a base residual-norm column.

Proof. We identify the Hamiltonian dictionaries, justify their domains, and then check the spin
and scalar normalizations.

Hamiltonian dictionaries. Use the six oriented edges (1,0),(2,0),(3,0),(1,2),(1,3),(2,3),
where zg = 0. For e = (j, k) write ye = ©; — 2, €ei = 1j= — Lp—j, We = ; €4, and Jef = 2 €ci€fi-
Put a. = a; on (i,0) and zero on the pair edges, and put v, = —3 on nuclear edges and 1 on pair
edges. Direct differentiation of a scalar primitive F' = F, , gives

15 1 9 Ve + Weae(ve +1) 1 WelVe (Ve + 1)
(1 (3) +15/2)F = F[ =3 Swiat ¢ 3 2ottt ) Sy el )
Ve Qe vy ooay
_def (2‘) (2‘)%‘.@4- (C.19)
b dz  d. df dy
For a Cartesian primitive one adds the product-rule term
v, e
(H3(3) + 15/2)(2;5F) = 2;5(Hs(3) + 15/2)F — F Y ey, (d2 - d) yes.  (C.20)

The identity 2y ) " Y(s,t) = d?t + dis — d?s — d%t turns these into finite rational dictionaries. A
power lowered by two has a nonzero coefficient only if its original power is positive. Thus every
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output monomial has powers at least —1 and at most two negative powers. In a product, all
powers are at least —2, at most two can equal —2, and the sum of all six powers is at least —4.
Cartesian averaging increases one power by two. In particular, (C.2) holds term by term. A
product with an undifferentiated trial or source cannot have a pair power —2.

Domains and convergence. The primitives and their first derivatives are bounded by an
exponentially decaying polynomial. Each second derivative is bounded on compact sets by a
constant times 143", d_ 1. These bounds are square integrable: each collision has three transverse
coordinates. Cut off tubes of radius € around the six collisions. Their volumes on compact sets
are O(e?), whereas cutoff gradients are O(e~1). The integration-by-parts boundary errors against
bounded first derivatives are O(¢?). Thus the displayed derivatives are also the distributional
derivatives. The functions are in H?, and their Coulomb potential products are in L?. The
distributional identity therefore gives the defining form identity for D(Hz(3)), first against smooth
test functions and then by H'! density. Indeed integration of div(z/|z|?) = |x|~2 and Cauchy—
Schwarz give |||z|~1¢[|2 < 2||Vé|l2. Applying this also in relative collision coordinates controls
each Coulomb form term.

For the expanded products, Lemma C.4 gives absolute convergence. To check its remaining
hypothesis, two pair powers —2 require two Hamiltonian monomials each having the same two
pair powers —1. Such a monomial comes from differentiating two pair factors of power one and
retaining the square of the third distance in the polarization identity. The S table has no term
with all three pair powers positive, so the third power in the product is four. A P scalar feature
has degree at most two, so the third power is four or, after Cartesian averaging, six. It is therefore
even. This proves termwise integrability without cancellation of singular monomials.

Spin, sources and measure. Two signed permutations producing the same spin string differ by
the exchange of the two up spins. The identity Pi3f = —f makes their prescriptions agree. The
three nonzero components have squared norms || f||?/3, so their sum is || f||?. Polarization and
commutation of H3(3) with permutations prove the asserted isometry also for graph products.
No assertion about total spin is used.

The normalized 1s orbital is Q3/2e~9" /\/z. The nS orbital is

(2Q/n)* _
NN T Ly (2Qr/n),
where L1 | (y) = ;-‘:_(}(—l)j (jil)yj /j!. Integration by parts in its Rodrigues formula gives

Jooe vy (Ll _1(y))*dy = 2n?. The overlap with 1s vanishes for n > 2 by the same finite
polynomial integral. For 2P and 3P, integrate x3 as 72/3 and use [;°r/e™ dr = j!/a/*1. Their
overlap with 1s is zero by odd parity. Multiplying the three normalized orbitals and applying
A13/v/2 gives exactly the positive constants Cr,n in Definition C.1. It proves unit source norms
and preserves the stated source phases.

Rotational invariance of the scalar factors gives [ z;32;3G = % J x; - z;G, which proves the
factor 1/6 in the array definition. A simultaneous electron permutation leaves a scalar integral
unchanged. It introduces neither a sign nor an orbit-size factor. All antisymmetrizer signs are
already in the coefficients. Finally, the three normalized angular measures in (C.1) require exactly
the restoration factor (47)3. This proves (C.18). O

Lemma C.12 (Physical factors). Put A = (47)3, Fr,, = ACr,, and Bg = [k /2128, (kg+1)/2'2¥]
for each factor in Table 10. Then G € Bg for all eight factors.
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Table 10: Integer numerators for the physical factor intervals.

G ke

A 675256909963386956951116526350654582672596
Fgo 1251738287056864148917692673584208527429128
Fs 454240014043670239193980669330780944972364
Fs4 221278157762185462735926447436975349160194
Fss 126667008689195376140461016289088989981668
Fsg 80299048554137951591401791333167863507093
Fps  3337968765484971063780513796224556073144343
Fps 1978055564731834704462526694058996191492944

Proof. Squaring the positive constants gives

) 9383 ) 9393 ) 9473
S T 39,5 P2 “a11 > P3 = "a17

The rational arithmetic certificate in the supplement bounds 7 between P, /226 and (P, +1)/22°¢,

where
P, = 363771576891766324280234942777729862653393377328392429958772151117938894466185.

Its construction uses

63 ;
— (—1) 1
m = 16arctan(1/5) — 4 arctan(1/239), 0 < arctan(1/v) — jEO @)+ Do < {99,120"

The first identity follows by multiplying (5 +4)%(239 — i) = 114244(1 + i) and fixing the angle
in (0,7/2). The second follows by integrating a finite geometric series. For completeness, the
integer certificate lists the quotients f, ; = [2%%8/((2j + 1)v**1)], their positive remainders and
complementary remainders, and their signed prefixes. If S, = ?io(—l)j fu,j, it verifies

232 P, < 16(S5 — 32) — 4(Sa39 + 33), 16(S5 + 33) — 4(Sa39 — 32) < 233(P, +1).

These are exact integer inequalities and prove the stated 7 interval. Cubing its endpoints and
testing the squares of kg /2?8 and (kg + 1)/2'% proves the seven radical bounds. The bound
for A uses 6473 directly. The complete positive cross-product remainders are supplied with the
factor table. Positive square roots preserve both inequalities, so no source phase changes in this
operation. ]

C.3 Complete finite certificates

We now define the family partition used by the computations. With no pair power —2, the P
families are Pol (all three pair powers even), Fin (some but not all even), and Odd (all odd).
Their union is Splain for S. With two pair powers —2 the family is Doublelog. With exactly one,
use Oddlog when the other two powers are odd. In the remaining case use the following exact
predicate.

Write Ag(t) =log((1+1¢)/(1 —t)) and expand Aé_m = UyA\g + V; as Laurent polynomials:

Up= 2071 Vo=0, U =(1+t3)/4t?), Vi=—(2t)""
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Both sequences obey (¢ + 1)Zpi1 = (20 + 1)(1 +t2)Zy/(2t) — £Zy_1. For every radius order,
multiply these lists and the other angular polynomials through the finite even cutoff, include the
radial Jacobian, collect equal monomials and logarithm labels, and remove zero coefficients. Call
the tuple supported if each of the six lists is nonempty and every surviving term has at most one
log label, degrees («, 3, 7) satisfying v > 0, B+~v+1>0, a+3+~v+3 > 0, and all three degrees
nonnegative when a log label is present. The supported part is Log. Its complement is Single.
This predicate is a finite rational calculation, with no integral evaluation. It tests the collected
Laurent expression, not the number of inverse-square factors alone.

Proposition C.13 (Evaluated family certificates). Assume Set-up C.2 for the retained executions
and readers. For the exact arrays of Definition C.3, the family partition is exhaustive and has
the sizes in Table 11. The complete raw interval tables in the accompanying code/data release,
denoted Jr . g for family E, contain

Xrep= Y.
kelLrNE

For Splain the supplied intervals R, instead contain the physical quantities (47r)3C’cX S,c,Splain- LThe
seven extra moments have the physical interval certificates described in the proof. All statements
concern the fixed trials simultaneously.

Table 11: Complete base-family coverage and retained evaluation parameters.

Family S keys P keys Evaluation

Splain 61344 — finite or odd, L = 14

Pol — 17277  exact rational

Fin — 108710 17 decimal digits, 96-bit endpoints

Odd — 15165 L = 24, 120-bit endpoints

Log 6983 21318 17 digits for plain terms, 96-bit endpoints
Single 3128 7749  compact, 18 digits; one 15-digit group
Oddlog 2248 3376 L = 8, compact 13 digits, 200-bit endpoints
Doublelog 50 72  Gauss order 10, endpoint power 34

Total 73753 173667

Proof. The proof checks the exact input arrays, applies the integral error bounds to all recorded
calls, and reconstructs every signed contraction. The supplement contains the full arrays and
group/row records used in these comparisons, together with the independent readers. The counts
in Table 11 summarize those full comparisons.

Common compiler and input identity. The compiler implements (C.19)—(C.20) by rational
dictionary addition. Its exchange reverses nuclear slots 1,3, interchanges pair slots 12,23, and
also exchanges the Cartesian label in P. In a square, it either enumerates both ordered products
or doubles an off-diagonal group once. Cartesian products include both copies of r? when i = j,
giving 72/3. Its integer packing is exact tuple addition: the scalar power digits after offset 3 lie in
[1,25] in base 32. The vector digits after offset 4 and the square increment lie in [2,24]. Rate
sums are at most 1116 < 2048, the rate-packing base. Thus there is no carry or borrow into
another field. Signed collision addition and removal only of whole zero vectors implement the
array definition exactly.

The independent input reader compared every rational primitive and every mode, both entire
generated and retained base arrays, and each denominator with the least-common-multiple
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definition. Headers have all nine key fields and all eight or five signed weights. Widths are exactly
17 and 14. It checks strictly increasing canonical keys, compares both streams to exhaustion,
and rejects a missing or extra row. For P it also accumulated all 450585 raw rows by signed
canonical addition and obtained the same 173667-key array. For every family, the reader removes
a key from a copy of the full map only after comparing its complete vector and its exact selector.
The remaining map is empty at the end. A repeated key cannot be removed twice. This proves
coverage and disjointness, including zero entries within active vectors.

The corresponding extra arrays have union sizes 6830 and 9878. Their nonzero column sizes
are (4256, 450,579, 708,837) and (9055, 823), with denominators

(10%8,81 - 104,81 - 1014, 151875 - 104, 885735 - 1014), (6-10%, 54 -101%).

A separate uncompressed product expansion compares every extra signed coefficient. The reader
also compares the original first-insertion dictionary order used for floating summation, not merely
its sorted map. Source comparisons retain every executable expression. Only locations, unused
docstrings and one diagnostic character-encoding difference are irrelevant. Completed compiler
stages are linked to their actual outputs by their synchronous return and full later comparisons.
One scalar driver failed after completing its compiler stage; that later failure is not represented
as a successful whole run.

The structural power bounds in Lemma C.11 exclude three inverse-square pairs and put
all inverse-square families in residual norms only. Two such pair powers in one Hamiltonian
monomial arise from differentiating two pair factors of power one and retaining the square of
the third distance. The S table has no monomial with three positive pair powers and has total
degree at most five. The P scalar features have degree at most two. Hence the Doublelog powers
are (—2,—2,4) with nuclear degree at most six in S, and (-2, —2,4) with nuclear degree two or
(—2,—2,6) with nuclear degree zero in P. These restrictions also exclude Doublelog from the
supported selector: when the shared endpoint of the inverse-square edges has middle radius, the
coefficient of the two log labels, at s = v = 1/2, is 243/2048 for the remaining power four and
3645/65536 for power six. Both are nonzero. Thus the concrete source selectors give exactly the
partition stated above.

FEzact polynomial, finite and Log families. For Pol expand each even distance power by the
multinomial theorem. The angular moment of u/ against P, is j!/[(j — £)"'(j + £ + 1)!!] when
j > ¢ and j — ¢ is even, and zero otherwise. Rodrigues integration by parts proves this formula.
The angular triple contraction then leaves independent radial gamma integrals. Exact evaluation
of all 17277 selected keys and all five signed columns gives the supplied Pol singletons. The
independent reader checks their full input and rational outputs.

For Fin, the even cutoff and Lemma C.5 give an exact finite angular sum. Nonpolynomial
radial calls stop only when their explicit tail is at most 1077, before the 10000-iteration cap.
Every recorded call returned. Grouping uses a positive common angular denominator. The
reader reconstructs the same group independently as a rational vector sum and deletes each
observed nonzero radial key only after comparing all five coefficients. All 59 rate groups and
50613 nonzero radial calls were covered. The producer completed these evaluations, output writes
and all endpoint comparisons before a later environment-metadata error. The separate reader
exhaustively checked those completed records. No failed integral return is used.

For Log, the supported predicate gives exactly the hypotheses of Lemma C.7 on log terms
and of Lemma C.5 on plain terms. The plain calls use 17 digits. Logarithmic calls use the fixed
128-term and 120-bit bounds in their lemma. The 12 scalar rate groups give 10025 nonzero
radials (8273 logarithmic and 1752 plain). The 59 vector groups give 48797 (42060 and 6737).
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Empty groups remain in the manifest. The complete independent regrouping and recorded-call
comparisons cover every term. In both Fin and Log each rational radial interval is rounded
outward to multiples of 279 multiplied with endpoint reversal by its signed group coefficient,
and divided once by the angular and column denominators. Reconstructing all zero-start group
sums gives exactly the unchanged supplied raw endpoint pairs.

Native Odd, Splain and three extra moments. On the entire native base support, the rates lie
in [233,1116], the nuclear powers in [—2,10], the pair powers in [—1, 10], and the shapes in [5,19].
Each column has fewer than 223 terms and coefficient absolute sum less than 252. The extra native
inputs have nonnegative powers at most ten, shape in [9,19], fewer than 2!8 terms and coefficient
absolute sum less than 226. These bounds follow by taking products of the primitive dictionaries,
and are also checked on the complete consumed arrays. Thus all calls are in Lemma C.6. The
cutoffs are 24 for P Odd, 14 for the odd part of Splain, and 12 for the odd parts of the extra
norms. The remaining calls use the finite branch.

The observers call the unchanged native/wrapper function, record its actual returned hexadec-
imal and rational endpoints, and return those same values. Their before/after records identify
the loaded library, interface widths, rounding state and disabled flush modes. Such observations
instantiate, rather than prove, the execution assumptions. The independent readers use integer
arithmetic to decode every endpoint and reconstruct every signed prefix from zero. For P Odd
they check A; = [2'29;| and B; = [2'?%4;], then add min(W.A;, W.B;) and max(W.A;, W.B;).
They verify all 15165 rows, all 949 retained prefixes, and equality of the five final pairs with the
supplied raw intervals.

For Splain they check all 61344 distinct selected masters and 121 prefixes, reconstructing
both the exact rational contraction of returned intervals and the original floating accumulation.
Nearest-even decoding is implemented by determining 2¢ < |z| < 2°*! and rounding |z| to the
grid gmax(e=52,-1074) " \with an even quotient at a midpoint. The sign and adjacent bit patterns
then reconstruct each outward operation, including zero and subnormals. This proves the meaning
of the independent rounding reconstruction. Multiplication by the factor intervals of Lemma C.12
puts all eight reconstructed Splain intervals inside their saved physical R.. Both signed cross-
product margins are positive in every column. In particular the negative Splain residual-norm
contribution is retained. No interval-library normalization claim is needed.

The same method covers the three extra native columns in their original source order: 4256
scalar-norm calls (4027 finite and 229 odd), 9055 vector-norm calls (8890 finite and 165 odd),
and 823 finite P source-3 overlap calls. All 14134 calls and 115 prefixes are checked. The exact
physical scaling gives intervals inside both the saved dyadics and the final printed targets for
these three moments.

Single. Keep the inverse-square angular factor as teBg(t) and expand the two other factors
through their finite even cutoff. For every chamber term the compact degrees satisfy D,C > 0.
The shape is at least five in .S and seven in P. Lemma C.8 applies to every grouped vertex.
The six constant integers used in these executions were compared exactly with (C.12). Each
upper integer equals the lower integer plus one. Thus their guard is an evaluated identity, not an
unevaluated hypothesis.

The full 12 scalar and 59 vector rate groups contain 22825 and 63216 nonzero compact vertices.
There are respectively two and 37 nonempty groups. The other ten and 22 have the exact interval
[0,0]. Each reader comparison includes the ordered vertex arguments, signed coefficient, rational
return, 96-bit outward group rounding and column denominator. All groups use denominator
precision 18 except the first vector group, identified as P-000 in the supplementary manifest,
whose selected complete evaluation uses precision 15. It has exactly the same input vertices and
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constants. Only that replacement is included. The original wider precision-18 interval is retained
for provenance and contributes nothing. The compact error proof applies to either precision.
Reconstructing these selected outputs gives intervals strictly inside both unchanged Single targets.
This proves their actual containments.

Oddlog. On every generated Oddlog key, 1 > 2 in Lemma C.9. The complete domain checks
give 5< k<17, M <7andd,,c, >1in S;in P they give 7 < x <13, M <5 and d,,c, > 5.
These are the conditions at the original cutoff L = 8. Every selected key contributes its six exact
rational tails, with sign (—1)*W.(k), before any finite-part cancellation. The reader independently
recomputes all six terms and every tail prefix.

The finite parts have 54 nonzero scalar groups with 89467 compact rows and 390 vector groups
with 251107 rows. Ordered returns use compact precision 13 and the same exact constant tuple
as Single. A group with denominator A > 0 and signed row coefficient w contributes the integer
endpoints

Pmo min(wl, wu)J {2200 max(wl, wu)"
A ’ A
from a returned interval [I, u]. The retained reference compact moments and complete denominator
triangles reconstruct every ordered return. Where a group spans several invocations, each carried
row is compared with its preceding actual return, the prefix is recomputed from zero, and fresh
calls start at the next row. Induction over those parts proves the completed sum uses each row
once. The complete group manifest, not a list of whichever outputs exist, fixes final coverage.
The finite intervals plus the exact signed tails lie inside precisely the unchanged cutoff-8 Oddlog
targets in both sectors. This establishes both actual family containments.

Doublelog. The complete selected lists have 50 scalar and 72 vector keys. The structural forms

proved above give the ordered quadrature bounds

| m | X | Y | X+Y+u
S 19-15]0-15 | 0-12 <33

P| 11 |0-11| 0-8 <28

with ¢ < 2 and ¢ < 3, respectively. For example, if the even edge is mb, its polynomial power j
gives X =ny, +np+5+ 2k, Y =ny + 2+ 5. The other two placements give X =n,, +np +3+J
and Y = ny + 2 or ny + 2 + j. Expanding (1 + t> — 2tx)* for k = 2,3 verifies these bounds
for every angular term. The rates lie in [234,1116]/180. Thus Lemma C.10 applies to every
recorded order-ten, endpoint-power-34 call. All 122 complete input/return records are compared
independently. Their exact signed rational contractions equal the unchanged two Doublelog
endpoint pairs. All other columns are zero.
Four extra scalar overlaps. Every row of Table 8 has a zero pair power. Multiplication by s,
3 < n < 6, preserves this property, so its angular cutoff is zero. For a pair with radii R > r, its
average is
[(p+1)/2] (21>,+2) o
Z Jj+1 RP 2]7,2j.
- Pt 2
Each edge lowers its larger-radius exponent by at most one. The radial Jacobian starts it at
at least two. All ordered degrees are therefore nonnegative. An independent gap-coordinate
expansion £ = gg+ g1+ g2, ¥y = g1 + g2, 2 = g2 evaluates these integrals as finite gamma products,
independently of the original evaluator. Writing ug = A13f and s, = A139, gives

<pS,mUS> = 205’,n(<gna f> - <P13gna f>)
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All 4-2-100 = 800 signed primitive contributions, their 80 block sums and prefixes, and the direct-
minus-exchange totals were evaluated and compared as exact rationals. Applying Lemma C.12,
with reversed endpoints for the negative totals, gives the four printed physical targets. This
argument establishes those targets directly. It does not claim containment in narrower saved
scalar-overlap dyadics.

The common array identity identifies the physical meaning of every sum. The kernel lemmas
prove the enclosures of every used return, and the exhaustive independent signed contractions
prove the stated family and extra-moment containments. O

Lemma C.14 (Physical lithium moments). Assume Set-up 2.2 for the specified integral and
endpoint computations. In the fized-nucleus spin-1/2 Hartree model let H = H3(3) and use the
trials and sources of Definition C.1. Put hp = (H 4+ 15/2)ur for T € {S, P}. Then the trials and
sources belong to D(H), the sources have norm one, and the following twenty intervals contain the
indicated physical moments simultaneously. FEvery displayed decimal endpoint is an exact rational.

moment for trial T S P
(ur, hr) [.633872331183, .633872821461] [1.058162598846, 1.058162654330]
| hr|? [.100526504813, .107640835047] [.381799258126, .383836614894]
[Jurp|? [25.861096622130, 25.861096625746] [8.460567526663, 8.460567530500]
(pr.2, uT [4.369279500354, 4.369279500364] [2.498720734985, 2.498720734986]
(pr.2, hr [.162740889161, .162740939941] [.467043822051, .467043822207]
(pr,3, ur [—2.519811045442, —2.519811045409] | [—1.451977551312, —1.451977551218]
(pr,3, hr [.035012429476, .035012489149] [.074296072339, .074296072543]

351885973731, —.351885973646

)
)
)
)
pS47US>
)
)
)
)
)

( [- ]

(s, hs [—.018396812622, —.018396752955) ——
(ps,5,us [—.194319038379, —.194319038203] ——
(ps.s, hs [—.009880462815, —.009880405542] ——
(ps.6,us [—.129253886225, —.129253885908] ——
(ps.6, hs [—.006454330094, —.006454274838] ——

Proof. Lemma C.11 proves the domain, source-norm and spin assertions and identifies the physical
moments with the signed scalar sums. We assemble the thirteen base columns, then use the seven
extra-moment certificates.

Base columns. Use the raw family intervals Jr.p and physical Splain intervals R. of
Proposition C.13. Let Gr. = A for the first two base columns and G, = Fr, for a column
involving source n. The physical base moments are enclosed by

YP,C = BGP’C(JP,C,POI + JP,c,Fin + JP,c,Odd + JP,c,Log + JP,c,Single + JP,C,Oddlog + JP,c,Doublelog)a

YS,C = R.+ BGS’C(JS,C,Log + JS’,C,Single + JS,c,Oddlog + JS,c,Doublelog)-

Here Bg is the factor interval of Lemma C.12, and products use all four corners. Each raw family
already includes its column denominator. The factor (47)3C, enters once. In particular, R, is
added in physical units, with its sign retained.

The independent endpoint reader consumes every column of these complete family tables.
It checks that every inverse-square family is zero outside the residual-norm column, that the
Oddlog cutoff is 8, and that the headers and family sizes agree with the complete arrays. It
decodes numeric endpoints as exact nearest-even dyadics: for a positive rational token z, choose
the integer e with 2¢ < z < 2¢*! and round x/Qmax(e—SQ,—lD74) to the nearest integer, taking the
even integer at a tie. Negative tokens are decoded by symmetry. Rational strings remain rational.
Thus no decimal-to-binary uncertainty is omitted.
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The retained exact calculation forms all thirteen Y7 . and compares their endpoints by integer
cross multiplication. For a/b > ¢/d, with b,d > 0, the tested integer is ad — be. It also reproduces
exactly all thirteen final endpoint pairs of the original collector, using that collector’s rational
factor intervals. The tighter factor intervals used here give the first thirteen outer boxes in Table 12.
Each box is formed as [|10*inf Y7 |, [101 sup Y7.]]/1014. The complete exact endpoint and
cross-product data are in the accompanying supplement. Every displayed outer box is contained
in its claimed interval.

Table 12: Exact outer numerators for the final endpoint comparisons; both columns are divided

by 104,

Moment Lower numerator =~ Upper numerator
{us, hs) 63387233118325  63387282146003
|hs]|® 10052650481383  10764083504630
(psa,us)  436927950035475  436927950036339
(ps,2, hs) 16274088916118  16274093994007
(ps.3, hs) 3501242947645 3501248914850
(ps.a, hs) -1839681262135  -1839675295536
(ps.s, hs) -988046281448 -988040554218
(ps.6: hs) -645433009391 645427483813
(up,hp)  105816259884616  105816265432999
1P |2 38179925812656  38383661489309
(ppa,up)  249872073498570  249872073498571
(ppa2,hp)  46704382205165  46704382220679
{pp3,hp) 7429607233961 7429607254257
[us]? 2586109662213062  2586109662574588
Jup|? 846056752666313  846056753049941
(pps,up) -145197755131125 -145197755121823

Extra columns. The three native extra moments are contained in their saved physical intervals
by Proposition C.13. The endpoint reader encloses those dyadics by the last three rows of
Table 12 and checks their containment in the printed targets by the same cross products. The
four remaining scalar overlaps, with 3 < n < 6, are enclosed directly in their printed targets by
the exact gap-coordinate calculation in that proposition. This uses no stronger claim about the
saved overlap dyadics. The thirteen base enclosures, the three native extra enclosures and the
four exact overlap enclosures therefore give all twenty physical moments of the same fixed trials
and sources. O

D Helium quadratic-weight certificates

This appendix proves the two computer-assisted inputs of Section 4. The first is the pointwise
lower bound for the weighted repulsion (Lemma D.2). The second is the pair of eigenvalue counts
for the one-electron operator (Lemma D.4). The conventions are those of Appendix A. Every
accepted inequality is evaluated in exact rational arithmetic. Floating-point arithmetic is used
only to propose auxiliary vectors and knot values. In this appendix, Set-up 2.2 means faithful
Python integer and rational operations, file operations and execution records, with assertions
enabled. The accompanying code/data release contains the saved certificates, their exact readers
and the completed execution records.
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Definition D.1 (Helium quadratic-weight data). Let g be the continuous function on [0, co) that
is affine between the knots

r | 1/10 2/5 3/2 5 20
g(r) | 41/10 33/10 1/2 —1/10 3

and constant on [0,1/10] and on [20,00), and put f(r) = 2r + g(r). With (b4, d,) from (4.1),
A1 = 22/25, Xy = 19/100, and By(s) = (s — bg)% — min{s/b,,1}/(26,) as in Proposition 3.4,

define for x = (x1,...,24) € (R?)* with pairwise distinct positions
4 2., .2
ri+ri+2
D(z) = f(ri) =) % — M Bi(q1) — A2Ba(g2),
i=1 i<j v

where ¢ < g9 are the two smallest radii.

D.1 The four-electron quadratic screen

Lemma D.2 (Four-electron quadratic screen). Assume Set-up 2.2 for the specified Hej quadratic
certificate execution. Then D(z) < 1 for every x € (R®)* with pairwise distinct positions.

The floating-point supremum of D is about 0.786, attained near the radii (2.70, 5.43,7.66, 7.66)
with the two largest electrons antipodal. The certification uses the slack 0.21 between this value
and the bound. The constant 1 enters the proof of Theorem 4.4 as the term — ||u|?.

Proof. D is invariant under permutations of the electrons, so it suffices to consider ordered
radii 1 < r9 < r3 < 74, where g, = 4. The certificate covers the ordered radius space
{0 <ry <--- <1y} by boxes [[;[zi, yi], with z; < y; nondecreasing in i and y; = oo permitted,
and proves D < 1 on each box by an explicit upper bound U (box) computed in rational arithmetic.
A box with U > 1 is bisected by a fixed deterministic rule. Normally the box is cut at the
midpoint of the bounded coordinate ¢ maximizing the relative width (y; — x;)/(z; + 1%) When
every bounded relative width is below %, its first unbounded coordinate is cut instead, at
max{2x;,z; + 1}. The children are intersected with the ordered cone. This continues until every
leaf is accepted. The root boxes are the 4845 nondecreasing index tuples of the radial partition
0, %, %, 1, %, 2,3,4,5,8,12,20, 40,80, 160, 320, 640, co. Hence no coordinate interval of any box
contains a knot of g or one of by, by in its interior. Consequently f is affine and B, is quadratic
on each coordinate interval.
Bounded bozes. Four elementary estimates give U.

1. Angle elimination. For byK > 0 and d > 0, b/d > %62/3[(1/3 - %Kd2 (the arithmetic—
geometric mean inequality for b/(2d),b/(2d), Kd?/2). For a positive semidefinite 4 x 4
matrix K with nonnegative entries, 3, Kijdzzj < Y, r3(K1);, because the difference equals
=22 Kijwi-x; < 0. The certificate uses K = vol +uu' with v,u € (@i proposed by a
floating-point optimizer and recorded, on a recorded subset S of the bounded coordinates.

The choice affects the tightness of U and not its validity. Hence, on the box and for pairs in
S,
i} +2 3 /3 1 2 2, .2 2/3
Z 4. > Z s(ri ) Kij " — 5 Z"”z’ (K1), Y(ri,rs) = (rf +715 +2)7°
v i<j

1<j 7
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2. Convezity and roots. The function 1 is jointly convex, because its Hessian is 4(2+ s) 432+
s)I — % ’l“?“T] > 0 with s = 7“1-2 + r?. Hence on the box 1 is bounded below by its tangent plane
at the box centre. The value and gradient of this plane are enclosed by rational bounds.
Every cube root is replaced by a rational bound of the correct direction, certified by an
integer power comparison.

3. Moments. B, is convex, so it is bounded below by its tangent at the box centre, and
—Xa By (rg) by an affine function of r,.

4. Vertex maximization. After 1-3, D is bounded on the box by a sum of affine functions of the
r; and the convex term % > 7?(K1);. The maximum of this bound over the box is attained
at one of the sixteen vertices, where it is evaluated exactly.

Unbounded boxes. For a pair with an unbounded radius the pair term is bounded instead
by the elementary inequalities (r; + r3)/di; > max{|r; — r;|,(r; 4+ ;)/2}, which follow from
dij <7 +7; and 72 + 7“]2 > |r2 — TJQ-\, together with 2/d;; > 2/(y; + y;) on bounded pairs and 0
otherwise. These make U an affine function of each unbounded radius. Its slope is nonpositive
in r3 and r4, because each such electron receives at least %m from its pairs against 2r; from f
only when all four radii are large, and that configuration is where the moment terms act. For rq
and 7o the remaining positive slope is absorbed by the concave quadratic —\, (7 — bs)?, whose
maximum over the ray is explicit. The same elementary bounds are used for bounded pairs not
contained in S, where |r; — 74| is taken when the centre radii satisfy r; > 3r; and (r; +7;)/2
otherwise, together with 2/d;; > 2/(y; + ;). The certificate records S for each accepted box.

Coverage and execution. The children of a box are two boxes whose union is the box intersected
with the ordered cone, so the accepted leaves cover the ordered radius space. Since D is symmetric,
they cover (R®)* minus the collision sets. The execution (certify_screen_dump.py with the
data of Definition D.1 and target 1) terminated after evaluating 69,119 boxes, of which 36,982
were accepted and the rest bisected. The maximal depth was 15 and the smallest accepted slack
was 1 —U = 1.483 - 10~*. The run took 4.0 hours on one core, and no box failed. The log of
evaluated boxes, with the recorded S and (v, u) of each accepted box, is re-read by the exact
reader (replay_screen.py). The reader rebuilds the bisection tree from the root boxes with the
rule above, recomputes every U in rational arithmetic and confirms that every leaf is accepted. It
uses no optimizer. ]

Remark D.3 (Controls). Two checks were run that are not part of the proof. (a) Asked to certify
the target %, which lies below the numerical supremum 0.786, the same program fails, reporting
the box (2.8139, 5.7598, 8.8755,9.0018)10™" with &/ = 0.70007, next to the true maximizer. (b) A
randomized test compared U with angle-optimized sampled values of D on 300 random ordered

boxes and found no violation.

D.2 The helium radial indices

Lemma D.4 (Helium radial indices). Let h be the operator of (4.3). With spin excluded from
the strictly negative form inder,

n_<h+%)=0, n_<h+%)§1.

(Floating-point values, not used in the proof: the two lowest s-levels of h are —1.948 and —0.095,
and the lowest p-level is 0.451.)
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Proof. Reduction to radial forms. Put a(r) = 2+ r? and, for a real level T,

2 2r+g(r)—r7 r?
V() = —= - .
(r) r + 2+ 72 2(2 4+ 1r2)2

For ¢ in the form domain of h, the function ¢ = a'/?¢ lies in H'(R3), since |Va'/?|?> =

r2/(2 +r?) < 1, and integration by parts on compactly supported functions followed by density
gives

1
alel = 7llel? = [ (V0P + Velul?) e,

the term —3 of h being exactly the term —%(11/2ACL1/2 + %|Va1/2]2 = -3+ 2(#27“2) produced
by the substitution, up to the displayed last term of V,. The map ¢ — a'/2¢ is injective, so

n_(h—7)<n_(—3A+V;) = >o>0(20 +1)n_(qe,r), where

qe,rlu] = /:O(;!u’l2 + (VT + E(é:_zl))\uF)dr

on H}((0,00)). Since q¢, increases with ¢ and with —7, it suffices to prove

197 3

n—(Ql,Tl) = 07 n—(qo,‘rl) S 17 n—(qO,To) = 07 T = _ﬁ) 1 = _%

Supersolution criterion. Let W = V, + £({ + 1)/(2r?) and let y be locally Lipschitz on an
open interval J C (0, 00) with
Y +y?> <2W onJ. (D.1)

For u € C°(J), integrating — Re(w'u) y = —%(Jul?)’y by parts gives

Lo 2 L, 2 / Loy, 9 2
— — e — S >
[ G+ Wit = [ Si =yl + [ (W= 56/ +99) luf 0.

and by density g¢ > > 0 on all form-domain functions vanishing at the finite endpoints of J. With
J = (0,00) the index is 0. With J = (0,¢) and J = (¢, 00) it is at most 1, because one Dirichlet
condition has been imposed.

The certificates. Take

041 k
- . ke{o,1},
y="0 0 0.1}
with z piecewise affine with rational knots 0 = r9 < --- < ry = 40 and z = «/r on [40, ),

a € Q. The values z(0) = —2/({ 4+ 1) for k =0, 2(0) = 1/c—2 for k = 1, and z(c) = —1/c
cancel the Coulomb pole at the origin and the pole at the cut identically. The knots of g are
among the 7, so g is affine on each knot interval. The expression 3’ + y? — £({ + 1)/r? equals
2 +2(0+1)z/r+2% for k = 0 and 2’4+ 2242z /r+2(1+72)/(r(r—ec)) for k = 1, £ = 0. Multiplying
(D.1) by 7(2 + r2)2|r — ¢|* therefore turns it, on each knot interval, into a polynomial inequality
Q(r) > 0 of degree at most eight with rational coefficients. Each is certified by nonnegativity of
its Bernstein coefficients after bisection. The same method is used on [40,400]. On [400, c0) the
inequality is certified by nonnegativity of all Taylor coefficients at 400. The three certificates are:

(A) ¢=1,7=m,k=0, a=1: 76 pieces; gives n_(qs-,) = 0 for all £> 1.
(B) £=0,7=m, k=1, c="75450851/50000000, cv = 23/100: 502 pieces; gives n_(qo ) < 1.
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(C) £=0,7=19, k=0, a=2: 617 pieces; gives n_(qs,,) =0 for all £> 0.

The knot values z(r;) were proposed by a floating-point integration of the regular solution of
h at the raised levels 7 4+ ¢ (¢ = 0.15,0.012,0.011), and were rounded to multiples of 10~7.
The Riccati residual 2¢/(2 + r2) of this solution is the slack that the piecewise affine inter-
polation uses. The proposal is not part of the proof. The certificate is the list of knots and
values (levels_super_certificate.json, 1195 polynomial inequalities). It is generated by
certify_levels_super.py and re-checked in exact arithmetic by replay_levels_super.py in
a few seconds. The reader rejects the certificate when a single knot value of (B) is raised by
1/50. O

Remark D.5 (Cross-check). The same four index counts (0,0,1,0), for (¢,7) equal to (0,79),
(1,70), (0,71) and (1,71), were first obtained by the cell lower-form method of Appendix A
(certify_levels.py). That computation uses 24,005 cells from ro = 1/256 to 40, cellwise
constant lower bounds on V;, the Dirichlet-Poincaré constant 4.9 < 72/2, and exact pivot
counting of the assembled tridiagonal matrix in outward-rounded interval arithmetic. The two
methods agree. The levels 19, 7 leave room: the floating-point ground level of A is 0.022 above
70, and its first excited s-level is 0.025 above 77.

E Proofs deferred from the main text

This appendix contains the proofs deferred from Sections 3, 5 and 6. Each proof uses the notation
of the section in which its statement appears.

E.1 The regional lower bound

Proof of Lemma 8.3. Angular repulsion. For positive radii and directions n;, nj € S?, maximizing
1472 —27z0ver0< 7 <1 gives
1

= > min{rt ot o).
|rimg — rmg| = min{ry i} elni i)

Let 2 < h < N be an integer and let ny,...,ny, be directions. Consider the tangent to the convex
function [2(1 — 2)]7'/? at z = —1/(h — 1). By convexity, this tangent lies below the untruncated
function. Its maximum on [—1,1] is 31/(h — 1)/(2h), which is at most 1 exactly when h < 9.
Hence the tangent lies below ¢. Since 0 < |3, n;|2 = h + 2 > i<k Mi - Nk, summing these tangents
yields

h |h—1
Z c(ng - ng) > <2> on > Dp.
1<i<k<h

For h <1 the empty sum equals Dy = 0.

Exterior radial bound. For a reduced radial Dirichlet test g € C°((R, 00)), expanding the
nonnegative integral 3 [5° F2|(g/F)'|* with F(r) = (r — R)e ™ "=%) gives

(L e K 2) /OO X A LA 2
Zlg P = Zlgl? ) dr > 2 - dr > — .
/R (29| Sl Jdr> | =5 = — 5 ) lePPdr = =Cllgl

The second inequality is the identity, for ¢t > 0,
1 o? (c—1)*  ((c—1)t— R)?

= >
t t+R R Rt(t+R) =
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For a three-dimensional function w vanishing on {|z| < R}, apply this inequality to its reduced
radial slices rw and discard the nonnegative angular kinetic energy. Dirichlet form density
extends the bound to all such H' functions, componentwise and on almost every slice in the other
variables.

Assembly. Recall that the j electrons with radii below b are the core electrons and the other
N — j are the outer electrons. By Theorem 3.2, the kinetic and nuclear terms of each core electron
contribute at least —Z2/2. We drop the repulsion among core electrons. Each pair of one core
electron and one outer electron satisfies

1 > 1 > R
|xi _$core| T ri+b ™ (R—l—b)ﬁ

Apply the radial bound with the charge x to each outer electron. This leaves the potential
—(Z = K)/ri. Write t; = R/r; € (0,1] for the inverse scaled radius of the electron. The remaining
potential of the outer electrons is bounded below by

1 )
= Zc(nz -ng) min(t;, ty) — A; Zti ,

i<k

where both sums range over the outer electrons. For fixed directions the bracket is concave on
[0,1]Y77, so its minimum is attained at a vertex. A vertex with h coordinates equal to one
has value at least Dy — A;h by the angular bound. Collecting the three contributions gives the
assertion. O

E.2 The ground state of neutral helium

Proof of Lemma 5.3. The trial function and its error. Put s = r1 + 19, £ = 11 — 1ro, d = di2,
a =13/4, and g = 2a. Let C(s,€&,d) be the integer polynomial specified by the 372 coefficients
of the fixed neutral trial in the accompanying code/data release. Its degree is fourteen and all
powers of ¢ are even. The source polynomial is 1072°C. Set D = d(s% — £2), and let x be the
normalized spin singlet. On the domain s > 0,0 <d < s, —d < ¢ < d, define

j(B):/e*gsB(s,f,d)dsdgdd, ;C(B):/egsB(sbf,d)

dsd dd.
The physical volume element is 72D ds d¢ dd. Thus, with A" = J(DC?) > 0, the trial function is
Y = e *Cx/(nv/N). Its second weak derivatives and its Coulomb potential times v are bounded
by a polynomial times e~ (1 + ry 1y Ty 1+ d=1), which is square integrable. Hence ¢ belongs to
D(H(2)). Its spatial factor is symmetric and rotationally invariant.

We now list the integrals and error bounds used in this calculation. For nonnegative integers
p, 7, k, put m=p+j+ k. Odd j gives zero. For even j,

-1

—— 2(m + 2)! e (m= 1)1 bl aiyk
J(sP&d") = G001kt g K(sP&d") = o 2/0 /x T dy dz.

The second formula is used only for m > 0. For k > 0, integration in y and finite geometric
sums reduce its angular integral to rational numbers and log2. For k£ = 0 that integral is
n2/4 — 22;/22071(2h + 1)72, with an empty sum when j = 0. For 7 = —2903724/10°, the
polynomial obtained by clearing the denominator in the residual is

R = D[~Css — Oge — Cgaq + 2aCs — (® + 7)C] — 45dCs + 4(a — 2)sdC + 4€dCe
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—2(s% — £%)Cq — 25(d* — £)Cq + 200s(d? — £)Cq — 26(5* — d*)Cea + (s* — E2)C.
The Cartesian chain rule gives (Hz(2) — 7)(e”**Cx) = e **Rx/D. Put p = (¢, H2(2)y),
v =||(Ha(2) — p)v||*, and m; = Hr{/2¢H2 for 0 < j < 16. Consequently
CR K(R? DC?%((s+€)/2)7
por  JCR KR (o JOC0/)

All these expressions are finite. Polynomial multiplication and the displayed monomial integrals
were evaluated exactly. To enclose the two constants in v, the calculation used

31 31 b.2b+1
1 (=1)°z
=2 E —_— Alz) = -
20+1° )
= (20 +1)3%F = 2b+1
2 65

0 <log2<l+ A(z) < arctanz < A(x) + $6—5, x € {1/5,1/239},

653%5(1 — 1/9)’

and m = 16arctan(1/5) — 4arctan(1/239). Signed rational substitution gives an upper bound
v > v with the following recorded enclosures:

29037243720149832 < 29037243720149831
o 1016 Sp<— 1016 )
0<v<id< 12177071684819
- 1020 ’
B 29037246736334271 <, _ v - 29037246736334270
1016 =HT 5, 1016

The neutral level and its gap. Write h = —A/2 — 2/r, including the two spin copies. By
Theorem 3.2, hy + ho > —5/2 on the complement of the doubly occupied 1s determinant.
Nonnegative repulsion and the min—max principle therefore leave at most one spectral dimension
of Hy(2) below —5/2. The trial function just computed supplies that dimension. Hence F is
simple and the rest of the spectrum lies above —5/2. Theorem 5.1 gives the asserted energy
interval. The spectral projection of 1 onto this level is nonzero. The symmetries of ¢ give the
stated choice of .

For the sharper gap, let Pyy project onto that 1s% determinant and Pjo onto the configurations
with one 1s and one n = 2 electron. The normalized 1s, 2s, and 2p radial factors are proportional
toe %, (1-r)e™", and re~". The identity [;° /e~ dr = j!/b/*1 gives their mean radii 3/4, 3,5/2.
Thus Piadia P2 < (15/4)P12. Weighted Cauchy—Schwarz, followed by the supremum over unit
vectors in ran Pjo, gives djy > (4/15)Pjo on the full space. On Py the nuclear energy is —5/2 on
Py and at least —20/9 on its complement. Thus every form-domain vector ¢ L ran Py, satisfies

67
22[C] = min{=5/2 +4/15, =20/9}|C|I* = = IC*.

The rank-one min—-max comparison now gives Hs(2)|pr > —67/30. Since —67/30 — p >
67039/100000, this proves the required gap.

Moments and tails of the exact state. Put 8 = —5/2, Lo = p—v/(f — u), and € =
(1w — Lo)/(B — Lo). The spectral gap at [ gives, after choosing the phase of @,

86434345026
W—‘P||2§2—2v1—6§df, d*:T
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The last comparison was made rationally as d2 — d}/4 > €, with d, < 1. Let n = —2 — > 0 and
cj = (14 /1+nj2/2)/n for 1 < j < 8. Testing the eigenfunction equation with min(ry,T)% ®
gives, for X7 = || min(r1, T)/ ®||,

) 2
nX3 < 2Xr|r] "0+ e

Here the other electron’s one-body energy is at least —2 and the repulsion is nonnegative.
Induction and monotone convergence give ||r]®|| < chr{_ICI)H through j = 8. For 1 < k <4, set

2%
ar = Moy, + dsr/May, by = dx H cj.
j=k+1

Cauchy-Schwarz applied to the difference of the two moments gives ||r¥®||? < ay, + by|[rF®||. All
radicals were enclosed by

isqrt([10%82])
1014

isqrt([10%z]) + 1
1014

<Vz <

(z > 0),

where isqrt(n) = |[y/n] for integers n > 0. Using upper enclosures in ag, b, the four positive
lower bounds for M, ,? — ap — b M}, were, respectively,

50747334 106072203 101118508 2413688788
1014 ’ 1014 ’ 1014 ) 1014

Also My, > by /2 in every case, proving the moment bounds.

For completeness, the 121 trial-tail calculations used the same polynomial. Integrating d first
and splitting at 7| = ry gives its normalized radial density as f(r)e™9" + f(r)e~29" with rational
polynomials f, f Each tail integral is evaluated termwise using

. J h
i b JU w 3 (bt)
/t rie dr = bj+1€ h=0 b

, scale x by a power of two into [0, 1], use the alternating Taylor polynomial
of degree 80 with remainder bounded by z8!/81!, and square back with outward rounding to
multiples of 1071%, Signed substitution in the two polynomials produced rational upper bounds
Q; for the trial tails at j/8. Every row, 8 < j < 128, satisfies

To enclose e™*

118917 < Qj, (\/aj+ d.)? < P; 0< P <1,

and all 120 consecutive comparisons give Pj11 < P;. The root comparisons are integer square
comparisons at scale 10'. The full rational polynomials and endpoint tables are included with
the trial function. The triangle inequality transfers these bounds to ®. Monotonicity of tail
probabilities gives the claimed step function for every ¢ > 0, and exchange symmetry gives the
assertions for electron two. O

E.3 The complementary sectors

Proof of Lemma 5.4. We first remove the sectors without a doubly occupied 1s shell. Pair
excitation bounds then control every remaining angular pattern with L > 2.
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An unfilled 1s shell. Let h = —A/2 — 2/r, with both spin copies, and let Dy project onto the
configurations with exactly two 1s electrons. Shell n contains the angular momenta £ =0, ..., n—1.
Indeed, the radial factors rfe=2"/ ”Liﬁ? l(47‘/ n), with the associated Laguerre polynomials, satisfy
the radial eigen-equation and give )~ (25 + 1) = n? spatial eigenfunctions. They exhaust the
multiplicity in Theorem 3.2. Within Dj let F project onto the configurations with one 1s and
two n = 2 electrons. By Theorem 3.2, 3, h; = —3 on I and Y, h; > —49/18 on Dy N F*. For

V Z’L<] zg ’

vl< ZL <3 Zrl, FV7IF < %F
The last bound uses the mean radii 3/4,3,5/2 of the 1s, 2s, 2p orbitals, as computed in Lemma 5.3.
Weighted Cauchy—Schwarz gives V' > (2/3)F on the full space, including its off-diagonal couplings.
Thus Dou = 0 implies the lower bound —49/18. The range of Do consists of a 1s? spin singlet
with an additional electron. It has total spin 1/2 and parity (—1)”. Hence every sector in the
first assertion is annihilated by Ds. Lemma 5.3 gives —49/18 > E.

Pair excitation bounds. For the antisymmetric pair j, k, write Hj, = hj + hy + d;kl and denote
its orbital angular momentum by Jj;. On Jj, # 0, only the 1s2p configurations lie below —20/9
for hj + hy. Their energy is —5/2, and their compressed distance is at most 3/4 + 5/2 = 13/4.
The weighted Cauchy—Schwarz argument used above gives a repulsion contribution 4/13 > 5/18
on this subspace. Therefore

Hjkl g0y 2 ~20/9.

We also need Hjgl|(s,=2; > A2, where Ay = —2056247529/10°. The deficit (A2 — hj — hg)4 on
this pair sector consists precisely of the 1snd configurations for n = 3,4, 5. Indeed their energies
are €, = —2(1 +n~2), whereas the next shell has energy —37/18 > \s.

We now compute the matrix elements of the distance d;; in these configurations, including
normalization. At unit charge use the normalized core 2e™"Yyg and R, (1)Y20/v/Sn, with Yoo =

(47)~1/% and Yao(w) = /5/(41)(3w3 — 1)/2. Write R, (r) = e"/™ Y, cnar®, with

3 4
T 1473 27“
Ea c3qr% = 12, Ea Caar® = 617 — 5 E Cyar® = 2172 — g E

The factorial integral gives (3, Sa, S5) = (98415/8, 737280, 123046875/8) for S, = [5° r2 Ry (r)? dr.
Define the charge-two orbitals ¢1s(z) = /8/me™2*l and ¢p,q0(x) = 232 R, (2|x|)Ya0(2/|]) //Sh-
Their normalization follows from S, and substitution gives h¢,q0 = —2n*2¢nd70. This unitary
dilation divides every distance matrix element by two. For o € {—1,1} set x7 = (¢15 ® dpao +

U¢nd,0 & ¢1s)/\/§ and put

)
Tgm = A2 n_me — <X%, djkxgn>7 3 S n,m § 5.
n

Both exchange signs are needed, paired respectively with triplet and singlet spin.
The following formulas specify all six entries for each sign. For nonnegative integers A, B and
positive «, 3 define

IA’B(OZ,,B) = Z h A+LB_hi1’
2\ b ) ab+i(a + f)AFBIHT

A (A) h(A+ B —h)!

For k € {2,4}, whenever the following subscripts are nonnegative, set My(A4, B;«, ) =
Inasi—kik(a, B) + Ipi1-kark(B,a). The first expression is the integral of z4y” _O‘x_ﬁy on
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k

0 < y < x. The second inserts min(x, y)* max(x, y)!~* on the whole quadrant. For ¢ = 1/n+1/m,

set
(a+b+3) (a+b+1)!
a,
(@+b+2)!  (a+b+1)!

)

2(q + 2)atb+3 (g + 2)atb+2

4 1
Krm = 5 chacmb |:_3M2(2 +a,2+b;1+ 1/”7 1+ 1/m)
a,b

1
FEMu(2 40,2+ b1+ 1n 1+ l/m)] .

Then (X9, djrx5,) = (Tnm + 0Knm)/(2v/SnSm). To verify the angular factors, put Pa(z) =
(322 —1)/2. For t € [0,1] the two required Legendre integrals are

1t t2 1 1 t2
7/ V1=2tz4+12dz=1+ —, f/ V1—2tz4+12Py(2)dz = —— + —.
2J1 3 2/

The direct term after integration of the core radius is r +r~1 —e=27(1/2+771). These expressions
and the factorial integral give Jnm, Knm above.
To certify positivity explicitly, put

R = diag(\/ 253, vV 254, vV 255),

Exact rational evaluation of the displayed finite sums gives M¢, < 102 % < M7, +1 for all
entries, with

D = diag(1/100,1/1000,1/4000), C’ = DRT’RD.

1768956319004 3195429484308 1425938046736
M~ 3195429484308 5918065868414 5182703988325
1425938046736 5182703988325 47739795688034
1771465086085 3196795969804 1427082503973
Mt 3196795969804 5918811502224 5183328970125
1427082503973 5183328970125 47740319728321
Use
1000000 —1806393 31477566
Q= 0 1000000 —17871894 |, B=10"%0Q.
0 0 1000000

Integer multiplication shows that every diagonal-dominance margin of both QT M?Q exceeds
10%°. The smallest is 116876133928111213080. Each absolute column sum of B is less than 51, so
the entrywise enclosure error contributes operator norm less than 3 - 5121072, It follows that
99992197
T o —4 —12\7 _
B'C°B> (107" — 7803 - 10 )I—WI>O.

All congruences are invertible. Thus 7", T~ > 0. Rotational invariance makes these distance
matrices identical in all five magnetic components. For A = (Ay — hj — hy)+ on Jj, = 2,
conjugating by its positive spectral diagonal gives A/ 2djkA1/ 2 < I. Weighted Cauchy—Schwarz
implies d;kl > A, proving the desired pair bound with all spin and magnetic components.
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All angular patterns with L > 2. Set U = —2903651/10%, g = —20/9 — U, and go = Ao — U.
Lemma 5.3 gives £ < U. If Q; projects the complementary pair onto J;; = 0, the pair bounds
imply Hj, > E + g1(1 — Q;), with gain go on a pure Jj, = 2 subspace. Localize by & = r;/p, so
3 €2 = 1. The localization error is p~2. The radial Hardy inequalities for the marked electrons
return 3/(8p?), and their angular kinetic energy returns >, £;(¢;+1)/(2p%) on a block of individual
angular momenta ({1, 2, {3). For w; = &2, define

d=min{V/3,/8(1 —w1),/8(1 — wa), /8(1 — w3)}.

The remaining attraction is at worst —d/p. Indeed its dimensionless coefficient is 23", & —
p Y <j (r? + T‘JQ) /d;;. The pairwise triangle inequality bounds it by ;& < v/3. Also (r? +
r3)/dij > |wi + a5 and Y2, |; 4 x| > 2ry, giving the other three bounds. We apply the pair
inequalities to &;u before resolving individual angular momenta, so antisymmetry of each residual
pair is retained. The resulting comparison commutes with the individual angular Casimirs and
can then be estimated block by block.

Call 7 eligible if ¢; = £}, and ¢; = L. Only eligible labels can have @); # 0. There are zero, one,
or three eligible labels, because two eligible labels force the third to be eligible. With one eligible
label put b = 1 — w;. With three choose a label of maximal w; and again put b = 1 — w;. In
the three-label case {1 = £5 = 3 = L. The normalized pair-singlet orbital vectors at fixed total
magnetic index mg € {—L,...,L} are

L
1
Limg); @ ——— —1)E=™ L, m);|L, —m)p.
L) g 3 (1P L |y
Their pairwise absolute overlaps are 1/(2L + 1) < 1/5. Thus (1 — Q;) + (1 — Q;) > (4/5)1 and,
since w; > b/2, 37, wp(1 — Qn) > (2/5)b1.
The coefficient of p=2 before absorbing —d/p is %ZZ 4;(0; + 1) — 5/8. Completing the square
and using a <3or a < 8b gives the exhaustive bounds in Table 13. In the exceptional pattern

2

Eligible labels and pattern Coefficient of p™=  Exact value

None 11/8 —3/(4g,)  13461449/49062872
One, other patterns 35/8 —2/g 70650065,/49062872
One, permutations of (2,0,0) 19/8 —2/g, 100665949/6779227768
Three 67/8 —5/g1 50901553 /49062872

Table 13: Lower coefficients after absorbing the remaining attraction, for every angular block
with L > 2.

the other two pairs have pure angular momentum two, which supplies gob. Every coefficient
exceeds 1/80. For the smallest one, 80 - 100665949 = 8053275920 > 6779227768. The case b =0
has d = 0 and requires no division by b.

These estimates initially hold away from p = 0. The nine-dimensional Hardy inequality
[ p72|ul? < (4/49) [ |Vul? justifies removing a cutoff there. Form continuity removes the outer
cutoff and the smoothness restriction. Orthogonal summation proves the second assertion on the
closed sum of all L > 2 sectors. O

E.4 The exterior estimate

Proof of Lemma 5.5. We localize according to which electrons have radii comparable to the largest
radius. Call these electrons marked. When exactly one electron is marked, the spectral gap of
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neutral helium controls the coupling between that electron and the other two. Completing a
square in the radial variable of the marked electron then absorbs the localization error and leaves
a boundary term. When two or three electrons are marked, the form exceeds F by a positive
amount.

Localization and its constants. Use ®, pg, M} from Lemma 5.3, and put

- o_12 99 14620801206936 1105489614522
-0 T YT T T TV I

Let 6 be zero on [0,¢|, equal to 7/2 on [a,00), and affine in arsinh¢ between ¢ and a. For

s =max; r; and A C {1,2,3} define

XA = H sinf(r;/s) H cosO(r;/s).

i€A i¢A

Then ) 4 X,24 =1, and a maximizing label belongs to every nonzero branch A. In that branch,
r; > cs for i € A and r; < as for i ¢ A. Differentiating the product partition, including the
derivative of s, gives the localization error

1 C
W= §Z|VXA’2 < -
) s

Indeed |V (r;/s)|? = (1 + (r;/s)?)/s? for each nonmaximizing label, and there are at most two
such labels. The finite cutoff calculation uses h = (a — ¢)/256 and

_sart(0M(A + (e jmHD+1 h§t_1
=

J = 1012 ’

The right endpoint sum gives arsinh a — arsinh ¢ > w. The exact rational comparisons yield

11\ 2 320 a2t-8 034
) < < K.
<7w> - ;25—4—1 +643(1—a2) -

The first uses m < 22/7. The second bounds all omitted multipoles by a geometric series. The
root inequalities are checked by squaring positive integers, and both sums by clearing positive
denominators. On a singleton branch, with marked position y and r = |y| = s, the sharper bound
s W< C(lg,ery + l{rkZCr})/(2r2). Use the same volume expression for ¢~ on the localized
spinors, which need not be fully antisymmetric. Expanding their gradients gives

1) = Blull* = ¥ (- bead = Blpeaul = | Wixaul).
A 7
The neutral core in a singleton branch. At fixed y and spin, the two unmarked electrons

remain antisymmetric and their radii are at most ar. On their full space define

2 2
_ _ C
Vy = Zl{riﬁw}(|y_xi| f-rh), Wy = ﬁzl{mzcr}-

i=1 i=1
The radial one-electron marginal of ® and the spherical mean of |y — z|~! for |z| < r give
(®,V,®) = 0. Orthogonality of the Legendre polynomials in the convergent multipole expansion,
followed by the moment bounds, gives

r2|V,®| < M(r) =24/ =+ + 52 +-5+



For degrees at least four, use 72¢ < r8(ar)2*=® on the cutoff support. Put

| M, \2 . 67039 2a c
— -] 1<5< = N 2
p(r) mm{p“”)’((cr)]) 1]4}’ )= 100000~ T a1

Then (®, W,®) < Cp(r)/r? and ||W,®| < C/p(r)/r?. Each summand of Vj, is at least —a/((1 +
a)r), so the restriction of Hy(2) + V,, — W, — E to ®* has lower bound g(r). This is positive for
r > 7, since

(7) = 39993614855531 S 22968
Y = 174125000000000 ~ 100000°

Writing a core vector as a® + v, v L ®, and completing the square in ||v| proves

DT(;)I, D(r) = Cp(r) —l— g—i(_ ();;az

Both p and M decrease with r, while g(r)r? increases. Thus D is nonincreasing on [7, cc).

The radial table and the boundary term. The exterior table in the code/data release has nodes
0; = 3584/i, 1 < i < 512. For each node its row selects a rational candidate p; from the five
candidates defining p(g;), hence p; > p(0;). It gives rational upper bounds

2
1
9(0:)0?

The two square roots in 4; are rounded upward at scale 10'? by the same integer-square-root
rule as above. All 512 rows of the rational sequence Fy, ..., F51o satisfy

A; > M(0;) + CV/pi, D; = Cp; +

> D(0i)-

2863835767937 B 123555069308
— om0 Bes—/yn

iFy — (i—1)F,_; — F} = 2D; >

These are the results of integer comparisons after clearing the positive denominators, including

g(0;). The complete selected candidates, upper roots, and F; are in the exterior table. They
imply a bound on every radius, as follows.

For 0 < z < 1, interpolate Y (x) = = f(x) linearly through (i/512,iF;/512) and set f(z) =

Y (z)/x for x > 0. On the ith cell, 0 < f(z) < F; and Y'(x) = iF; — (i — 1)F;—. Since 7/z > o;,

Y'(z) - f(2)* > 2D(7/x).

The first cell covers the entire tail » > 3584. For the vector field V(y) = (1 — £(7/|y]))y/|y|?,
expansion of a square on = {y : |y| > 7}, with outward unit normal v, gives for ¢ € H'(Q)

3 [IVeR =5 [@ivy- Rk =35 [ vewi?

Apply this to the marked-coordinate slices of the localized spinor. The volume coeflicient is
[Y'(x) — f(x)?]/(2r?), which absorbs the negative term in the lower bound of the preceding step.
At r = 7 the outward normal of the exterior is —y/7. Hence the boundary coefficient is

1 —F512  0.876444930692 - 1

14 14 16
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The vector field is continuous across all cell interfaces, so no internal boundary terms occur.

Two or three marked electrons. For k = |A| € {2,3} use the marked coordinates X = (z;)ica
and T = |X|2. At fixed unmarked coordinates apply the square on {X : max;e4r; > R} with
vector field kX/T. Its volume contribution is k(k — 1)/7 > (k — 1)/s%. On an exposed face its
boundary contribution is kR/(2T") > 1/(2R) = 1/14. For k = 2 the unmarked electron contributes
at least —2 by Theorem 3.2. The triangle bound on each pair distance and minimization over the
marked radii give the remaining volume bounds

90372 A C-1 290372 As; (C -2

100000 S s2 100000 S s2
where 2 1 1 1 4 2 1
Ap—24 2~ _ _ Ag—24-_ 2
2 +c 14¢ 14+a c+a’ 3 +c 1+c¢ 2c

For example, the two-marked potential is bounded below by s~ '[—2 — 2/t +1/(1+t) 4+ 1/(1 +
a) + 1/(t 4+ a)], ¢ <t < 1. Its derivative is positive. The three-marked expression increases in
each of its two radius ratios by the same derivative comparison. Both displayed volume bounds
increase with s > 7, and at seven their exact values are

9567964312983109 S 1027725017005013 S
947065875000000000 ’ 679875000000000

Every branch therefore has nonnegative volume contribution and boundary coefficient at least
1/16. Fixing the unmarked coordinates introduces no extra boundary: a branch vanishes wherever
an unmarked label attains the maximum, and its nonzero traces lie on the exposed faces of 0K7.
Summing the localization identity gives the claim because )" 4 X,24 = 1 also on those faces. The
argument first applies to smooth restrictions. The exterior is a Lipschitz domain, including its
corners, so extension, smooth approximation, and continuity of the trace give the free-trace H*
assertion. Coulomb forms pass to this limit by the three-dimensional Hardy inequality in each
electron and relative coordinate. No spectral or boundary condition on w is used. O

E.5 The upper bound for the lithium anion

Proof of Proposition 6.1. The trial function and its matriz elements. The trial function is specified
by a table of 150 rows of integers in the accompanying code/data release. Its columns are
(Cas@als -y Aol ba12, Da13, bald, ba23, ba24, basa), with 1 < o < 150. The coefficients ¢, have no
additional scale. Put D = 10°. For z = (1,...,24), let X, = (21, ... ,x4y)T eRY 1<v <3,
be the column of vth Cartesian coordinates of the electron positions. With e; the coordinate
vectors of R%, set

3
A, = diag(aal, - ,aa4) -+ Z baij(ei — €j)(€i — 6j>T, fA(m) = exp (—Dl Z XZAXV> .
1<J v=1

Every row has aqa; > 0 and baij > 0, so yT Agy = 3, aniy? + > i< baig(yi — y;)? > 0 for y # 0.
Let P;; denote the exchange of the positions 7, j. Then

150
F=Y cafaa, O =(1-Pr)(1- P)F

a=1
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are Schwartz functions. Assign ®/1/6 to the spin component 1] and extend by signed simultane-
ous permutations to the other five components with two up spins. Set all other components to zero.
Since ® changes sign under both within-spin transpositions, this defines a fully antisymmetric
spinor W. The extension is isometric and preserves the Coulomb form. Thus ¥ belongs to the
form domain in Set-up 2.1. The argument does not require ¥ to be an eigenfunction of the total
spin.

For1 < g <a<150and o € {1,(12),(34),(12)(34)}, let B be Ag with both indices permuted

by o. The signs of these four permutations are +, —, —, +. For each such triple and v € R*\ {0},
define
G=A,+B, g=detG, T=adjG, 7=tr(A.,'B), n(v)=vITv,
_ 3T
S=DP T=1n () =2 — Gy @ Cacs(2 = Lamg) sen(o)

Gaussian integration gives (fa,, fg) = 7%S. Under the normalized product density, each column
X, has covariance (D/2)G~!. Differentiating the two Gaussians therefore gives the kinetic
quotient 3tr(A,G~'B)/D = T. Radial integration of the Gaussian vector Y, v;z; gives the
Coulomb quotient J(v). Thus, with all sums below over these triples,

N:ZwS, H = ZwS(T 3ZJ61+ZJ —e])

1<J
satisfy
[0]> = 47N, ga3[¥] = 47°H. (E.1)

Indeed, A = (1 — P12)(1 — Psy) is self-adjoint, A? = 4.4, and it commutes with the form. The
matrix after summing the four permutations is symmetric, which justifies the factor two for
a > (. There are exactly 4 - 150 -151/2 = 45300 terms. None is discarded according to its sign or

magnitude.
Ezact kernel enclosures. Put M = 2120 and
~3141592653589793 ~3141592653589794
pO - 1015 9 pl - 1015 .

These enclose 7 strictly. To verify this in rational arithmetic, put Ly = ]29 o(=1)7/((25 +1)k¥HL)
and e = 1/(61k%!) for k = 5,239. The tangent addition formula and the alternating-series
remainder give

po < 16L5 — 4(Lagg + €239) < m < 16(L5 + €5) — 4La39 < p1.

The outer inequalities are finite rational comparisons. For each kernel, the positive definite matrix
G gives g > 0 and n(v) > 0 for the four v = e; and six v = e; — e;. Define the integers

slz{my Su=s1+1,
t = |37M/(Dg)] , o=t +1,
i) = | /1022 D(v) Jule) = | 322/ (o Do) + 1.
—tl—SZ]ueZ—i—Z]l ei—ej),  ku=ty —32]161+2ju ei — €j),

1<j 1<J

hy = min(s 1k, sukr), hy = max(slk‘u, Suky).
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For a nonnegative rational a/b, its square-root floor equals the integer square root of |a/b]: both
are the unique k > 0 with k? < a/b < (k + 1)2. It follows that s; < M S < s, and that [k, hy]
encloses M2S(T — 332, J(ei) + >, J(ei — ej)). The two-corner product bounds remain valid
for either sign of the k£ endpoints because both s endpoints are nonnegative. Accumulate signed
intervals by

N_ = Zmin(wsl,wsu), Ny = Zmax(wsl,wsu),
H_ = Zmin(whl,whu), H, = Zmax(whl,whu).

Then N N H H
TSN < E < H <

M~ - M M2~ "~ M?
These are complete rounding bounds, including signed cancellation.
FEvaluation and strictness. The completed exact evaluation of the specified 150 rows gives

(E.2)

N_ >0, H, <0,

; 0 E.3
Fo HJ 7497020241, FO Hﬂ — —7497020240. =

MN_ MN,

The input, executable checker and complete execution record are supplied with the table in the
accompanying code/data release. The checker reads every eleven-integer row, checks the row
signs, and visits every lower-triangular pair and all four permutations. Its cofactor expansion
computes I' and g exactly. Its kinetic sum is 3 Zi,j,k(Aa)iijkBki = 37. Nuclear and pair cofactor
forms are respectively I';; and I';; + I';; — 2T, so its kernel is precisely the one just proved. The
execution uses Python integers, rational arithmetic, signed floor division and integer square roots,
with assertions enabled. Faithful input reading, execution and output recording have the meaning
of Set-up 2.2. No floating-point accuracy assumption enters this evaluation.

Since N_ > 0, some ¢, # 0. The identity-permutation diagonal term then has positive weight
¢ and strict overlap upper bound MS < s,. Hence N' < N, /M, while H < H,/M? < 0.
Equations (E.1)—(E.3) therefore give

qus(¥] _ Hy
—7.497020241 < - < < —7.497020240.
- MN_ — ||V]? MN, —
The variational principle proves the proposition. O
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Use of generative Al

The supplied helium and lithium arguments and numerical witnesses were drafted with use of
gpt-6-astra and fable-5.2, then audited, simplified, and assembled using Pharos. The project
was configured with the gpt-6-astra model, with ultra reasoning effort for the main agent and
seven proof workers: three at xhigh and four at max. The recorded final lithium verification used
the same model at max.

Human direction specified verification of the supplied results, reuse of sufficient existing
work, a unified concise presentation, and a reproducible code/data supplement. The review
procedure required mathematical arguments, correctness of the concrete checkers, complete
inputs and execution evidence, with explicit exact and floating-point runtime assumptions. This
was automated mathematical review, not proof-assistant verification. The supplied claims and
witnesses are attributed separately from their verification and simplification. The computation
methods and error bounds are given in Appendices A—D. The helium-dianion proof of Section 4
and Appendix D, together with its certificate generators, exact readers, and the accompanying
release module, were prepared with fable-5.2.

Data and code availability

An accompanying reproducibility supplement is available on Zenodo at https://doi.org/10.
5281/zenodo.24130570.
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