386-8567 3-15-1
TEL 0268-21-5397

Concealed non-Kekuléan,Zero-energy MO,Local confinement of unpaired electron

O S
o
1.
color excess A (star) (unstar) star
unstar A star  unstar A O
(obvious non-Kekuléan) A =0 (concealed non-
Kekuléan) [1] (A =0)
Longuet-Higgins  normal active normal
active N
T Longuet-Higgins
N—2T MO [2]
Gutman  Cyvin 5
2 11 8 [1]

Gutman  Cyvin 8



2 AB normal
2.
Gutman Cyvin 8
closed-shell singlet  open-shell triplet
open-shell Gaussian03
triplet ROHF/6-31G(d) ROHF/STO-3G ab initio
8 N—2T=2 2
3.
8 3 Fig.1~3
normal Fig.1~3
5
singlet  triplet
triplet Figl~3 A B
Table.1 triplet

normal-normal

active-active

[3]
MO
singlet RHF/6-31G(d) RHF/STO-3G
Longuet-Higgins
active
normal
Table.
A B
2 closed-shell

43~48kcal/mol
[3]

normal-active active-normal

Table. .Fig.
total spin densities (kcal/mol)
A B singlet triplet
Fig.1 1.000 1.000 42,97 0.00
Fig.2 1.000 1.000 46.28 0.00
Fig.3 1.000 1.000 46.87 0.00
() triplet
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