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Recent advances in the unitary group, or Weyl tableau, approach to the theory of complex spectra have provided
great simplification of calculations in atomic and molecular applications. We show that the subduction coefficients
employed by Patterson and Harter to generate mixed-orbital-configuration LS-adapted states can be derived using
simple vector-coupling considerations. Using lowering and projection operator techniques based on the idea of
“highest tableau,” which we show are automatically eigenstates of the L? operator, we generate equivalent states.
These states are used to calculate reduced matrix elements of the spin-own-orbit operator for the case *(p’d). We
discuss the generalization of the existing minicomputer programs to treat mixed-orbital configurations.

1. INTRODUCTION

In recent years a great deal of progress has
been made in the implementation of unitary-group
methods to atomic and molecular problems.!
This has greatly reduced the complexity of cal-
culations in atomic and molecular many-body
problems. In this paper we work out detailed ex-
pressions and discuss the minicomputer imple-
mentation of the unitary-group approach to the
case of mixed-orbital configurations in atoms.

An extension like this proves difficult using the
traditional Racah scheme. First, the labeling of
states in terms of L and seniority numbers for
7% electrons and beyond, even in pure configura-
tion, breaks down. Second, difficulties arise due
to expressions involving 3z —j and fractional
parentage coefficients. The latter have no closed
form expressions. This fact requires the storage
of large “look up” tables making a minicomputer
implementation all but impossible.

Patterson and Harter (PH) (Ref. 4) have recently
discussed the generation and classification of
mixed configuration states in terms of breaking
the corresponding group U, into its various com-
ponent product groups, and using LS labeling
based on the concept of parentage.

In the balance of this work we shall, after a
brief outline of the theory, show the equivalence
of the (PH) method to a standard vector coupling
approach. Next, we shall show that from the
point of view of computer implementation, the
equivalent lowering-projection operator tech-
nique' [Drake, Drake, and Schlesinger (DDS)] is
to be preferred. Last, we give a sample calcula-
tion of reduced matrix elements of the spin-own-
orbit operator between states of (p2d).

II. OUTLINE OF THEORY
A. Pure orbital configurations
A completely antisymmetric N electron state

will be represented by the product of a two column

23

Weyl tableau (see Fig. 1) with boxes labeling the
one electron orbital quantum numbers of the elec-
trons, and a conjugate two-row tableau with boxes
labeling the corresponding one electron spin
quantum numbers. The product of orbital and
spin tableau uniquely define the vector

|I¥SM Mg; (@), where I denotes the orbital angu-
lar momentum of a single electron, S the resul-
tant spin, and M; and Mg the resultant orbital and
spin projections, i.e.,

N A .
M=3m =NE+D -3 ar-3 af,  (2.1)
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FIG. 1. Tableau labeling: Lexical tableaux are de-
fined by the properties that each o] is less than or equal
to the value o in the box to its right and each of is less
than the value o in the box below it. Indexing is defined
so that the maximum oj=q,, the next largest ,, and so
on, to the minimum oy which is always located in the
upper left column box.
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N
Mg=2_ my, . (2.2)

ia
For a given tableau (o) shape it is clear that
there can only be one tableau of highest M,
namely the one which contains ¢;, having the low-
est allowed lexical values. Hence, we shall have
with of =1,
My(max)=(2a +b)(I1+1)

_alatl) (atb)a+tp+1). (2.3)
2 2

In order to generate definite L-labeled states,
we begin by defining the highest M (max) labeled
tableau as

| ¥ Loy SM (max)M sy = | 1" SM ;(max)M; (@) .

(2.4)
Next we proceed, in the fashion described by
DDSs,! by successive application of-the lowering
operator L_;. We shall be able to generate all

L., Mp) labeled states. The remaining L

<L, labeled states can be generated by a pro-
jection operator technique and each in turn is then
lowered using L_; until all L-labeled states cor-
responding to a given tableau shape have been
generated. When several states of the same L
are present at a given M, level, an extra quantum
number is chosen (such as seniority, although
this alone does not suffice for the case of f° and
beyond).

B. Mixed orbital configurations

When a given electron can occupy any of ¢ differ-
ent orbitals Iy, Iy, . . . , I, there will be n=(21; +1)
+(2l,+1)+. .. (21, +1) states for it. The corre-
sponding n? “one-body” operators for these states
will generate the group U,=Ury (... 1)1

In the case of many electrons, such that N; oc-
cupy states in the I; labeled orbital and N, occupy
states in the I, labeled orbital, etc., we have a
mixed orbital configuration denoted by
(Y1) (2) « - - (I¥¢) with N =N; +N,+- . . N,. Here,
too, we consider the group Upy(y srgee.espresd and we
choose tableau box labels @; such that for the jth
pure configuration 74

200+ - - lj_l)+j<a‘(’)S2(ll+" “1)+j.(2.5)
J

We can now select families of tableaux corre-
sponding to 1§, Iy, ..., Y2, 1Nt 1Y,
Each of these families corresponds to a particular
mixed orbital configuration subgroup of
U(z:«z)(l:ll+ R lt)-

When we couple the conjugate spin tableaux, we
canthendefine the subgroups (2 S1*12M1) - « . (25t +17¥¢)
of *$*}(7;- - - 1,)V. The next task is that of calcu-
lating L-adapted eigenvectors as was done in the
case of pure orbital configurations. This can be
achieved in two different ways. The one discussed
by Patterson and Harter [(PH) (Ref. 4)] uses so-
called subduction coefficients to couple parent
configuration defined L-labeled vectors of the
groups U, 1xUp,ixe « o xUg ([1]=21+1).

The other approach, suggested by us (Ref. 1)
for pure orbital configurations is that of using
lowering and projection operators to obtain L
adapted vectors from a highest L state tableau
(highest tableau). '

In what follows, we shall first show that the
rules stated by PH for the derivation of the sub-
duction coefficients can easily be derived from
standard vector coupling or a simple application
of graphical methods of angular momentum anal-
ysis. Second, we clarify certain ambiguities re-
garding the lowering operator method! ¢ and show
it to be suitable for computer implementation.

III. EQUIVALENCE OF SUBDUCTION METHOD
TO VECTOR COUPLING APPROACH

We shall restrict our discussion to the case of
two pure configurations Yt and %42 coupling to give
mixed states 7Y 17)2. The extension to #~-mixed
configurations is straightforward as we shall show
below.

The coupling of spin and orbital tableaux can be
performed in two different ways. We can begin
with a pure configuration tableau state

[ZiSOMBP MY ; (a®)) and we can successively
couple Z,-labeled electrons onto this parent state
arriving after adding ¢ electrons at the state
(2SO ugs My, Mg ).

We could have also proceeded by coupling all
l;-labeled electrons together and then coupling

the pure configuration states together to give
les®earVay(2s2 +1gd )S:M ;Mg ;). These are
equivalent. In fact, we can write [Brink and
Satchler (BS), 1968] (Ref. 5)

(1) @
| s Mg Y= 3 1(2S,., + D(@SP + )] Y1) 8 VesiZiesen2 YT S S

@)
5§21

i 2)
2 Si si

W, 2y,
x I(ZS 1 111111)(.23 llé)S‘Ms,,) . (3.1)

The vector coupling coefficients in (3.1) have four possible values which we list below.
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Case A: S;=S,.,+3, SV =5 +1,

(mpy2sint (S SE = SUNSD +5, + 5 + 1)) 12
\ (25, +1)(257) :

Case B: S;=5,,-%, SV =82 +1,

(-1)231((3(1) +s:2) - s‘)(s(i) +S‘ - S‘(Z) + 1)) 1/2
@S, + D(25®) :

Case C: S;=S;.,+3, s‘(Z)_SQ)'_ 1

—%i-1 29

(-1)25‘-1((5‘“+S£2’—sf+ 1)(S +5, --s:z’))‘/2
(28, +1)(25;2 +2) )

Case D: S;=S;,-%, S¥=8-1,

(-ms,((S‘“ +S2 +5,+2)(S{P +8, -5V +1) )‘”
(25, +1)(28? +2)

The cases A-D above correspond to the cases A-D of PH (1977) A The remaining case E of PH corre-

sponds to the coupling of a pair of electrons having the same m, values.

[(g) s M, )
s

LT

X | (lfl)(lé)siMS, 0.

The coefficients here have the following form.

Case E: 5(S;,S,.2)6(S?,S®). The difference
in phases between the vector coupling approach
and the method of PH is accounted for by Drake
and Schlesinger [DS (1977)].

The equivalence of Eqs. (3.1) and (3.2) to Pat-
terson and Harter’s subduction coefficients used
in defining definite L-labeled states constitutes a
proof of their method; it should be stressed as it
contributes greatly to one’s understanding of the
tableau formalism for mixed configurations.

Finally, it is also clear in this context how to
proceed with the case of more general mixed con-
figurations. If we consider, for example,
(@SOS Detghy ooupled to (3S21151) and (1)
then we can define states

Z [(2S,,+ @S2 + D]/ x(-1)°"

Here, we find

s(l) 8(2) Si-Z .
0o s, s

OS‘OS 2

(3.2

( (), '
[LLes s e st} s M,
‘ [(23m"l”i)(zsm"l”Z)](zsmlg)S,Ms D

| {(zs(l’ql:lv‘)} [(zs(2)"l§2)(2sf3’l§)]S‘Ms' Y,

and so on. The relationships between these var-
ious equivalent representations is displayed
(Brink and Satchler) using 9 - j symbols.

Finally, in Appendix A we derive the same re-
sults for the coupling transformation coefficients
using graphical methods of angular momentum
analysis.
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IV. LOWERING OPERATOR METHOD FOR THE
GENERATION OF L-ADAPTED BASES

A. Pure orbital configurations

In Ref. 1 (DDS) the generation of L -adapted
bases from highest tableaux of pure I¥ configura-
tions was discussed in detail. Briefly, the trans-
formation coefficients from the tableau defined basis

I"SM Mg; (a)) to the L -adapted basis

INLSM M ¢7) are generated using the lowering
operator
)

L_f-ﬁ(ag(zl—;l—gﬁ))l/z}?(aﬁ,a,) ) (4.1)

where 7 is any necessary additional quantum num-
ber, and E(aj,a,) represents a sum of single-
particle operators e,(a’a) such that

exaja,)|lzam, ) =6(p,q)8(a}, a,) | Liaym,,) .
(4.2)
L -labeled states not produced through lowering
are generated using projection techniques. One

can express the transformation coefficients re-
cursively by { &, [L ., M;(max)1]=1 1

2 /2 20 +1 - ifz. '
®,(LM,T) = - ((L TOE D) IZ‘; [(E‘z(_.’i__i';)) E,] . & (LM, +17), (4.3)
L ax
& caym) = 220 B (o0, 1) - b, LM, @
'=ML

where E, is the matrix element of the E(aj}, a,) operator between the I’th tableau at level M, +1 and the
Ith tableau at level M,, up+ i the number of tableaux at level M, +1, and D is a normalization factor.
The label 7 is chosen in this method so as to distinguish between the different same-L vectors at the
same M, level. The transformation between L -adapted and tableau states is then written as

OML
|I*LSM M gT) = 3 @,(LMT) |t*sM Mg;(a)),,

I=1

(4.5)

where the &,(LM,T) satisfy the orthonormality conditions

QML
> &,(LM,7)®,(L'M,7) =8(L,L")8(T, ).

=1

(4.6)

B. Mixed orbital configuration

In the case of mixed configurations the procedure is entirely analogous. A complete basis set of opera-
tors for the group U, is given in terms of irreducible tensor operators by

L— ,
V:(lrlt)= E (_l)lrd ,""(Zk +1)1/z l' k
40

14
m'rti q m’t'f

E(m]_, ;5 myy) (4.7)

where 7, ¢ denote the 7th and #th pure configurations (lf') and (I¥t). Using (4.7) we can define intrashell
(¢,=1,; r=t) and intershell ({,#1,) operators. In particular, we define the orbital operators by

L,= }f (=10 0, + 1), + 02 T

N (e32, 41 -0
'ﬁ(‘% E(a;, @)

and

. .
L,= Z; 0, +1 -a}) E(a), a,). (4.9)

The operator L,, is similar to (4.8), involving
a change of overall sign and interchange of primes

(CY;, ap)

?
M, 1 My, »

(4.8)

I

and no primes on the a’s. With N=N, +N, ++-+
one sees by comparing (4.8) with (4.1) that the
form of the operators is the same for mixed and
pure configurations requiring, of course, that I
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be labeled for the pth electron in the mixed orbital
case.

The generation of vectors at a given M, level,
having the same L, is again accomplished by a
projection technique and the transformation coef-
ficients &,(LM,T) are defined by (4.3) and (4.4).

The use of lowering and projection techniques
in the generation of L -adapted bases for pure or
mixed orbital configurations depends on being
able to have at least one eigenvector of definite
L. In the pure orbital configuration case this
choice is immediate, since for ML(max) there
exists only one tableau state and this defines an
L, ..-labeled state. In the case of mixed orbital
configurations this situation may not always occur.
In other words, several “highest tableaux” [de-
fined as all lexical tableaux of the configuration
that cannot be raised by any intrashell operator
E(a,,a})] may exist for a given configuration. We
show in Appendix B, however, that each of these
highest tableaux is, in fact, an eigenvector of
definite L, and consequently the states of a mixed
orbital configuration will be found by systemati-
cally lowering the highest tableaux just as one
does for a pure orbital configuration.

V. APPLICATION TO SPIN-OWN-ORBIT
MATRIX ELEMENTS

In this section we demonstrate a calculation
of the spin-own-orbit matrix elements for mixed
orbital configurations. For our example we con-
sider the case of 2(p?d) which we split into two
families, 2[(*p®)d] and *[(®p®)d].

Numbering p- and d-labeled boxes by a =1,...,
3 and a =4,..., 8, respectively, we find for
highest tableaux the states

|(9*)aL =45 =M, =aMg) = | > » (B5.1)

'(sp2)dL=3s =M, =3Mg)= ‘ > . (5.2)

The remaining tableaux generated from these
highest tableaux are given in Tables I and II. The
superscripts on each tableau are index labels I
to be used in conjunction with the transformation
coefficients defined in (4.3) and Tables III and IV.
These last two tables are generated using the
lowering and projection operator techniques de-
fined in equations (4.1) and (4.8).

The spin-own-orbit operator is defined by®

1 N
Veo = ; (_1)'*; L, vSirs

where [, _, and S, , are single-particle orbital
and spin operators which can be expressed in

(5.3)

TO THE TREATMENT OF...
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TABLE 1. Tableau states of 2[(}p?)d].

ML Qm_ (Tableau)’

LR

[4]

3 2 1 2

2 a4 [1J4]! 22723 4
L6] [4]

q 5 nn 2 [2T2]3 45
- [T Ls] 4]

o 6 1 2[2]23

-2
-3 2 1
-4 ] 1

>
(@[] [@]w] [o]p] [o]] [@]-
2 I O B ) B T R
=

‘
= B B 5 B B B
o ] B BB ~

(&)

»
(2] n
(3] (7]
]
(7]
(7]
o

»

P Y E T

N

[S[m] 3]
]
(7]

[

terms of the irreducible tensor operators V: de-

fined in (4.7).

The reduced matrix elements of (5.3) in the re-

presentation corresponding to the ]

(25 (1)+llf’1)

I2SM, Mg; (a)) vectors can be written in terms
of the cases y =0, —1 separately.

TABLE II. Tableau states of 2[(pd].
ML QML (Tableau)?
3 0 [1]ae]
2]
2 2 [1]4]f [1]5]2
3] 2]
1 3 [2]a)' [A]5]2 [1Te)3
E I
o 3 [2[s5)'[A[eR[A]7T]3
| 3] 3] 2]
-t 3 |2]e6]t [1]7]2 [1]8)3
B B[
-2 2 [2]7]' [1Te)2
HERER
-3 1 [2]s]
3]
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TABLE III. Transformation coefficients for | (‘p%d LSM Ms7) states.

My

L(7)

& LM yT)
3

4

4(1)

-

SCE

Ly oz
i

RS C Sl T.V..;

T..V.Z L G —BV—MM ﬁ! .1-“

TV_z

i o
I

. =3

~4

3
2

3@)

o

el Rl

-2
-3

ﬁ
3wy
S
e
o r ey

o sy

2
1
0
-1
-2

2(1)

Gl L G
o

ﬁo =l 1_3@0

2

2(3)

| |

ﬁé ol e
(= (=}
| 1

vt fen

-2

1)

_2V_5

o2f S
=)

ﬁw
)
|

ﬁn...

&

_lv_s

vl

-1

0

o)
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CaseA: y=0(M] =ML). In this case a; =aj} (=1, N). After removing all mutual pairs in our tableaux,
we find o #a, (i#j=1,...,N) and

(), N (1)
(28" 1 llll)l 287 MY, 5 (@)l Oll(zs 1

LGRS, My; (@)
= ﬁ G(Q"a;)ﬁ; ﬁ G(S“ ‘)(l’+1 —a,)( 1)%*59- -1/2\/'— [(2S,, +1)(2S5., +1)]1/2
$=l =

X{Sfm Spa 1 }ﬁ M(@). (5.4)

L 1 0
2 2 Sb i

Case B: y=-1(M} =M, +1). In this case a}=a; for all ¢ except aj=a,~1 and
(1)

(M euizse vy (@) Vs I (35 1S My ()

- 3 1-
=5(M},M, +1)H 6(aj, a,) ‘Ill 5(aj, a;) ) 8(84S,) < ap(zl,: ap)> u M(@5), (5.5)
= =, ‘= I3
where
- 4 LS =
M(i)=[(23¢+1)(2S§+1)]1l2{1 - }(-1)3'**1 St/ (5.6)
3 S Shu

and 1\2(_—_— 1) =1, by definition.
For E, we find four possible forms, namely,

1

-~ + - ’ ' -~
B, =6(5,55) [(28,, +1)(28}, +1)]1/3(=1)°# = IIZ{SM i I}Mu:-z)
1
z z S,

j ’
fap#ap,, ap# apu,

B, =0(5,55)5(5,8,.0)(~ 1) Sh1*Sp2"5h-2 [(2s,_1+1)(zs;,q2+1)]1/2{S!’-2 She 1 } (5.7)

1 1 ’
2 z S bl

if Op=0pa s al”:ﬁa;ﬂ ’

-~ ’ -~
E,=6(S§»181’,_1);(—1)2SP”[(ZS,+1)(ZS,_1 +1)]1/2{Sp.1 Spa 1 }M(p _92)
1 1
z 2z S,

3 r .
fas#apn, ap =ah,,

1 1 ’
2 2 sp-a

-~ ¢ 4ot - ’
E,=5(5,5,)5(S51S5.0) [(25,5 +1)(285 5 +1)]/2(=1)%2="%4= "Z{SM She 1 }

: - ! = ’
fap=ap,, ap=aj, -

The counting order of the spin chain (S i) is taken so that S, is the total spin, S, the spin after removing
the highest o value, and S, =0 the spin after all boxes have been removed.

The case y =1 is of the same form as case B, interchanging primes and no primes where necessary,
and changing the overall sign to minus.

Table V contains values of matrix elements of Vg, between tableau states. Once the computations of
the Vg, matrix elements has been completed, the transformation to states of, say, definite L is quite

simple. We write
(1)

(s s g v Ve 1) (350 LS M, T
QMI Q
= L < g 258 a1, N1\ Mo arngr o0y T 25411, 81\, N2
@;'(L MLT ){),(LMLT)(( A )lz SML,(OL )I Il Vso ”( L )l SML,(Q)I>
I’ =1 =,

where the double summétion ranges independently over the Q'M}, and @, tableaux at levels M, and M, re-
spectively. Further transformation to different labeling schemes, say (LSJM,) labeling, can also be ac-
complished in a relatively simple manner.
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TABLE IV. Transformation coefficients for
| Gp%)d LSM MsT) states.

L(r) My, $(LMpT)
I= 1 2 3
3(1) 3 1
2 —/1 -2
P
1 1 d 7
0 VI R -A
P v 5
-1 a 1

SIS
-
=)
-
=

|

S

|

|
o

ol

-3 1
2(1) 2 ~ﬂ§ —,/g
1 1 - f1
v} § v}
0 1 0 -1
2 2
—_ - /1 1 1
! 3 v 3
- 1 -2
2 I Wi
- -/3
0 O

[
-
|
fed on
=

sl
o
=]
o

VI. MINICOMPUTER PROGRAMMING
CONSIDERATIONS

We have recently® completed the minicomputer
programming of the generation methods for ta-
bleau and L -adapted bases plus spin-own-orbit
reduced matrix element calculations for pure
I¥ configurations. The programs were coded in
PDP assembler language. They constitute a
string of four programs, each less than 20K
words (1 word =16 bits) in length so that a unit
of limited memory capacity can handle them se-
quentially.

The first program, “GENPAL ” generates and
stores on disk the entire list of tableaux cor-
responding to a given partition (tableau shape)
of the configuration. Optimal storage is achieved
by en'coding each.tableau in terms of a binary
string,? represented by the expression (cf., Fig.

1)
+ * -
2 22«;-2_'_2; 22ai -1. (6.1)
'= =

The second program, “ELLMAT,” calculates
and stores on disk the matrix elements of the
E(a}, a,) operator between two tableaux. The
third program, “ZOHAR,” uses the output of
ELLMAT to compute the transformation coefficients
&,(LM,7) described in (4.3) and (4.4) which are
then stored on disk. At this point, a complete L-
adapted basis is achieved. The final program,
“SPNORB, ” uses the output of GENPAL and ZOHAR
to compute reduced matrix elements of the spin-
own-orbit operator in the representation of
|1"LSM, 7) vectors. The output of SPNORE can be
placed on disk or outputted on a line printer.

In extending the programs to mixed orbital con-
figurations only minor changes need be imple-
mented. In fact, the programs ELLMAT and
ZOHAR do not require any changes and SPNORB
requires only slight modification to account for
differences in state labeling. The only substantial
change is inGENPAL, where it becomes necessary
to add a program section which accepts the input
of specific parent partitions, assigns box labels
a, corresponding to various / labels and uniquely
constructs a highest tableau. Once this function is
performed GENPAL then generates all tableaux
according to the algorithm already programmed
(for the pure configuration case).

The power of the unitary group approach can be,
perhaps, best appreciated by the fact that there is
little distinction between pure and mixed orbital
configuration treatments. The program batch de-
scribed above treats both cases effectively.

An additional point should be clarified. The
transformation coefficients & ,(LM ,7) and matrix
elements of both E(a’, @) and the spin-own-orbit
operator can always be calculated inthe exact
form

(-1)*n/d , (6.2)

where the phase P=0,1 and » and d are integers.
In our program we have chosen to utilize this fea-
ture to calculate exact values for these various
quantities, which we then express in the form
(6.2). Using conventional high-level language
(e.g., Fortran, Basic, etc.) software overflow
can be a problem as the numbers » and d can be
extremely large [e.g., for the case *(f°) configu-
rations d approaches 10%° in some instances]. If
one abandons an exact approach and calculates in-
stead the actual numerical value as a decimal
number, then significant round-off errors can re-
sult.

We have been able to completely overcome these
difficulties through the development of arbitrary
precision software. In practice, this requires
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TABLE V. Spin-own-orbit reduced matrix elements in the tableau representation.

-

ISR FORNTFD
M=l B S - 1
—— —
L Mp=4 Mp=3
R L S (T O T TS [T ORF NN TT TIT
Gl ~/§ . . ,/ZE . 1
M -_-<3 2 . 6 =1 VE] . . 1
= @ J6 ./; J3 ,/;
x| Y/ S . . 1 [ T -1
« 2 R 2 3 L
ML= 3 ML= 2
.
-
T S o 1 O N [ S 1O S R 1T S O ST DS ST SR TSI
Al . . . . . . . . 1
&y . 3 . . - fi . 3. . . . T .
v v v /i
ML=<2 @l . S . . . We 1
@ . 5 -2 . . . 3 -1
WERENE VERER S
@Yl . . - —f . . . . 7 5 :
? V2 /i e
\(%SH . -JI . JI 1 =T JIo=JE
o 2 6, 2 3 2,
My=2 MpE1
several words of storage for large numbers, but
presents only minor problems in programming, 1 T 1]
each of a bookkeeping nature. The main problem 2 2 -
associated with the use of multiple precision soft- ) 9 ='\/§£— (2tj+1-0)) !
ware of any type is a significant increase in the a + i+ bj
time of calculations. Even so, for our computer
typical run times for ZOHAR amount to a few e ; 1
hours for very large dimension cases and of the ‘ —fﬁ:zflxz i*1-oby 5
order of ~10 h for the spin-own-orbit (SPNORB) TH]
calculations. However, our hardware functions
are quite slow (~5 usec/operation), as is the case T T
for most minicomputers. By, say, programming 2 2
in IBM assembler and running on a full-scale gj+1 (24+1-q)) 9
com g . L ('l Ni) =+»\/§- &j 9
puter, we can expect to cut these times very 1 TR G+
significantly. !
] K
2 2
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FIG. 2. Raising and lowering of highest tableaux.
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APPENDIX A: GRAPHICAL ANALYSIS OF THE COUPLING OF MIXED ORBITAL TABLEAUX

It is shown in Ref. 3 (DS) that each fully labeled pure configuration tableau is proportional to an angular
momentum coupling graph displaying the explicit coupling of the spins of N electrons to some resultant
spin S, hence

So=0 5 Si Sn-1 Sn=S

: - (A1)

T T ’

-4

Ms,i Mg i+]

where S, is the total spin after adding the ith electron.
If we consider a parent graph with resultant total spin S®’ and couple N, I,-labeled electron spins suc-
cessively to it, we arrive at a graph of the form

|
So=Sg’=_0 S _SN,=5§4:_ S+ _ _ Snmi _ _SNHNz'S
T 1T 1T T MR T N ] ? (A2)
R v VRN v
2, -electrons 2, -electrons

However, we can also couple the /,-electrons together first, forming a parent graph with total spin S®.
Coupling the “1” and “2” parent graphs together, we then find a graph of the form

| 2! 2!
sito s‘N’, s@o P s@ K Sweng=S

1 I 11

T:.:T:] . (A3)

;

<
-

{1)
SN

The relationship between (A2) and (A3) can be determined by coupling the two graphs according to

m 2
) s o . st ) _ s‘Nz’ )
| s |
So=5‘c',’=°[ v N ~ SN=S, (a4)
+——A——% §N| T <+ 3;|+i+ tA—<—¢ -

where the label S, refers to the total spin after the addition of the ith electron and S’ =S¥ =S, , S,‘sz’ =S®
and S, =S.

Multiplying (A4) by the product of spin multiplicities for each component of the upper and lower chains,
excluding pairs, and decomposing the graph, we find

Ny Ny N-1
H (28(1)+1)1/2 H(25(2)+1)1/2H (ZS +1)1/2G(N)
;;il’ NP NP

(2)
/ S(ﬁl
N2 N-1 Na-1 (1 (A5)
28(2) )1/ 2 2S5 . +1)/2 S _
Tt ff s
SNy +i SNy +1+i

+

(where NP stands for no pairs).
Rewriting the graph in terms of a 6-j symbol, we have for the ith term of (A5)

@) @)
. ”S(”+S‘2)+SN b Sypsin Sin S [@2S® +1)(2S ;0 + D] 2. _ (A6)
s@ S i 1
i Npvi 2

The cases A-D of Sec. III follow from (A6) after inverting the numbering order on the spi.n chain.
Higher-order coupling of # mixed-orbital configurations (/1) - - - (1¢) can also be analyzed using graphs.
For the case of £=3 one of the three possible distinct coupling modes corresponding to the parentage coup-
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ling 254 [(2s Wy M) (28 ‘”ﬂz;vz)(“‘“’“zgvz)"] is described graphically by

(1 (2) ) . o
- _SNI_O_ SN O _Sﬁs_s_
G—A— N DA ; — D +——
s L -
2
S B o : (&
+ o+ - + 0 * - + 0+
SN, SNy
\ V- J . -V J \ Ve J
£, —electrons ! 2 —electrons 2 3 -electrons

where we have coupled (on the top part of the graph) the “1” electrons to the “3” electrons, giving a re-
sultant spin S’ and then coupled the “2” electrons to get the total spin S, =S.

By breaking the graph part we see that within the “2” electron part of the graph we arrive once again at
terms involving 6 —j symbols. Within the “3” part of the graph, however, we now find subgraphs of the
form

(3) =
Si (3')|

2 @x+1NRx+)x  Xp A

X| X2 ’ (A8)

SN]+N2+S + 3N,+N?+i+;

where x, and x, assume all allowed values. The graph in (A8) can be rewritten as a 9—3; symbol.

In general, for ¢ mixed-orbital configurations, we can expect the transformation coefficients between
direct successive coupling modes and parent partition coupling modes to be 3¢ - j coefficients for the {th
pure configuration. In this sense then, the subduction coefficient method of PH is similar to the older
Racah methods.

APPENDIX B: HIGHEST TABLEAUX AS
EIGENFUNCTIONS OF L2

In Sec. IV it was asserted that any highest tableau iT) is an eigenﬁmction of the L? operator, that is,
L2|T) =Ly Lo+ 1) | D) - (B1)
Thus |7) uniquely defines a state
|@s gy . eSO L SM (max)M gD = | T) . (B2)

The operator L, is defined as the sum of operators for each pure configuration

L= 2: Lo (B3)

and L ¥ acts only. on that part of the mixed orbital tableaux corresponding to the ith pure configuration,
that is to say, there are no intershell operators. The values of ¥=0, +/-1 correspond to measuring M}f’
or raising/lowering of the ith subtableau.

For each pure configuration highest tableau we have (viz., Fig. 2)

LD |£9) = 5, M (max) |£9) | 0
) | 4Gy 2 v @ |
L |t ’>=—< ) (21(.-)"'1'“(;))) 0us )

A, +b ) 1/2 "
_<(_m__m_2 (2l_m+1—a(,.,—b(i)) 5,1t 9", (B5)

LYt =0, | (B6)

where ]t(“') and |t‘”") are the resulting tableaux after lowering the lowest box in the right and left col-
umns of [#‘¥), respectively. Operating on these lowered tableaux with L’ gives back the highest tableau
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ALY with the same eigenvélues, having opposite sign, as shown in (B5). Thus, for each highest tableau
¢9) we find

LW2|t 9y =(L@2 - LOLW - LOLD) |1
=0,[M{P(max)*+5a (2, +1-ag)+ 2@y +bey) @l +l=ag=b,)] |£49)
=0,;[M P (max) (M’ (max) +1)] [t D) , (B

where we have used (2.3) to obtain the last line of (B7).
Expanding L? in terms of L!? we find, using (B4) and (B7),

L2|T5t W, . D, ™)

Y r.

= }:1 (—1)'2 L,‘“Z;L_“:’|T;...t‘“...)
7= =1 =

=[Z; LP%+2 2_: Lg”L;“] [T5...t9...)

=(2 M P (max)(M (¥ (max) +1) +2 2 M}f’(max)M}f’(max)) [Ty, .90
=1

=M (max)[M (max)+1]|T;¢t®, ..., t¥, ... ¢t") (B8)

where we have used (B3) in the final step. With L, =M (max) we have proven our assertion.
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