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Introduction

Let E,, denote the eigenvalues, and |n) the orthonormal eigenvectors (both of
which we assume to be known), of the unperturbed Hamiltonian H:

Hin) = E,|n)
Assume the spectrum of H to be non-degenerate. We seek to describe perturbed
eigenvalues E,, + X1+ 2X, +A3X3 - - - of the perturbed Hamiltonian H +\V.
Writing [n) + A|é1) + A2|¢2) + A3|¢3) + - - - to describe the (un-normalized)
perturbed eigenvector, we have
(H +AV)[|n) + A|¢1) + A?[da2) + A% d3) + -]
= (Ep + AX1 4+ X2 Xo + XX5 - )[[n) + Ad1) + A% |¢o) + AP[d3) + - -]

we have
Hin) = Ey|n)
Hi¢1) + Vin) = |¢1)En + |n) X1

H{p2) + V(o) = |92) En + [01) X1 + |n) X
H|p3) + V]g2) = [¢3) En + |$2) X1 + [¢1) X2 + [n) X3

p—1

Hl¢p) + Vidp-1) = |dp) En + Z |Pp—1) Xk + [n) X (1)

k=1

Multiplying (1) by (n| we get

Ey(nl¢p) + (n|V]dp-1) = {(nl@v)En + Z(n|¢p—k)Xk} + (n|n) X,

k=1
which after slight simplification/rearrangement becomes

p—1

Xp=(n|V|gp-1) = > (nlop—i)Xe : p=2 (2)
k=1
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—the leading instances of which read
X1 (n|Vn)
= (n|V]¢1) — (n|¢1) Xy
X3 = (n|V]p2) — (n]¢2) X1 — (n|¢1) X2
Xy = (n|V]g3) — (n|gs) X1 — (n|d2) Xz — (n]d1) X

Drawing upon the completeness relation
D Im)(m| = [n)(n| + ) li)(i] =
we have
(n|V]¢) = Vin(nlo) + Y Vailil9)
i#n
and the preceding equations become

X1=Vin

Xo = Van(n|61) + D Vai(ilén) — (nld1) X
i#EN

X3 = Von(nlda) + Y Vailild2) — (nld2) X1 — (n|¢1) X2
i#EN

X4 = Van(nls) + Y Vaililgs) — (nlds) X1 — (n|d2) Xz — (n|d1) X3

i#EN

Now multiply (1) by (i| # (n| to obtain
p—1

Eii|6p) + (i IV16p-1) = { (1165) En + > (i |6p-1) X |
k=1

(i16) = D { = (1 IVI6p1) + D (i |op 1) X }
k=1

Dz’n = Ei_ En

—the leading instances of which read

(ilon) = DR = IV} we have used |o) = |n)
(i162) = D {= (i VIg) + (i[é1)X: }

(i163) = ,1{ (i 1V[2) + (i |62) X1 + (i |61)Xa }

(i164) = DM = (01V1s) + (i 165) X1 + (3 162) Xz + (i61) X5 }
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in connection with which we have (as was already noted in the case i = n)

(i|VIg) = Vii(ig) + > Vi; (jlo) (4)
JFi

Bracci’s method

Luciano Bracci makes essential use of the fact—stressed long ago by Saul
Epstein (AJP22, 613 (1954) and AJP 36, 165 (1968))—that one can without
loss of generality always assume (or arrange for it to be the case) that

(nl¢1) = (nfg2) =---=0 (5)

Equations (2) then assume the simple form

Xl = ‘/nn (61)
Xo = V0iGi (6.2)
X3 = Vo0iGio (6.3)
Xy =V0iGis (6.4)
where by (3)
Gio = —Win (i |V|é1) + Wm{X1Gi1} (7.2)
Giz = —Win(i|V|d2) + Win{XlGiQ + X2Gi1} (7.3)
Gigs = —Win (i |V|p3) + Wm{Xle + XoGio + +X3Gi1} (7.3)

Here ), 4n symbols have been surpressed,
Win = D;nl = (Ez — En)_l

and—Dby appeal simultaneously to the completeness relation and to (6)—

(i |V[n) = Vin
(i|V]p1) = Vi;Gj
(@ |V]p2) = Vi;jGj2
(i |V]¢3) = Vi;Gjs
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Feeding this information into (7) we obtain

Gir = —WinVin (8.1)
Gio = —W;nVi;Gj1 + Wm{X1Gi1} (8.2)
Gig = ~WinVigGiz + Win{ X1Giz + X2Gin } (8.3)
Gia = =W, Vi; Gz + Win{XleB + XoGig + X3Gi1} (8.3)

It is by feeding equations (8) recursively into equations (6) that Bracci and his
collaborators undertake to construct descriptions of X, : p = 2,3,... I look to
leading examples of his procedure:

Xo = V0iGi
_ Vnz‘/zn

N Din

Xs = Vp0iGio

*Vnz{ Wzn |V|¢1)+W271X1 21}
= Voi{ = WinVijGj1 + Win X1Gi1 }

DinDjn "Dz
— anm]‘/ﬂn —V ‘/rn‘/zn
DinDjn " D,

I found it exasperating to try to carry such hand calculation to higher order
(though Bracci himself seems to manage very well). But in an accompanying
notebook I show how Mathematica can be conscripted to carry such calculations
to high order very quickly and efficiently, with very little labor.

Construction of perturbed eigenstates

The perturbation sends

) = N {[n) + Alg1) + X|g2) + N|gs) + - }
=N {In) + Y Ni)(ilé1) + N[i) (i |g2) + N°[i) (i |¢s) + -+ }
i#n
=N{In) + Y [)[AGi + \2Gi2 + NGz + -+ |} )
(n|*—>N{(n|+Z(i|[/\éu+AQG¢2+A3Gi3+...]}
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where N is a normalization factor:

N= {1 +Z H)\Gil +)\2G¢2 +)\3Gi3 + ]|2}§
i#n
=14+ AN+ A2No + AN+

Though N7 = 0, the expressions that describe A}, = 0 (p > 2) are unavoidably
very complicated. And so also, therefore, are the expressions |1,;) that when
inserted into

In) — n) + A vn1) + N [tn3) + A% [hns) + - -

serve to describe the perturbed eigenfunctions. It is, therefore, of perhaps only
academic interest to notice that once one has acquired—whether by Bracci’s
method or mine—descriptions of {X7i, Xo, X3,...} then one can use (8) to
obtain recursive evaluations of {Gii,Gi2,Gis,...}, whereupon it becomes
possible in principle “simply to write down” descriptions of the perturbed
eigenvectors, without further calculation.

Epstein’s contribution It is, as Bracci observes, “well known that [perturbative]
corrections X, , to the energy [eigenvalues E,] are independent of the
components (n|¢, ,) of the perturbative corrections to the wave function,”
in which connection he cites Saul T. Epstein, “Uniqueness of the energy in
perturbation theory,” AJP 36, 165 (1968). It was “by reversing that
observation” that Bracci was led to his method: instead of looking to (1) to
establish that the X, , are independent of the (n|¢,q) (¢ = 1,2,...,p — 1)
he cleverly insists upon that independence, and is led promptly to his results.
Actually, the point upon which Bracci insists was established very elegantly in
an earlier Epstein paper (“Note on perturbation theory,” AJP 22, 613 (1954)).
But Epstein’s primary objective in that early paper was to describe a relatively
slight improvement upon the clumsy Rayleigh-Schrédinger formalism that is
standard to the textbooks—a formalism with which it is, in practice, virtually
impossible to obtain spectral perturbations of high order.



