2P151

s o
[ ]
NO HO,
(PAN)
B’A" < X A"
B2A"« X A" 107"®
cm? / molecule B2A" < X?A"
40 nm
APA - XA
AA - XPA"
102! ¢m? / molecule HO, , CH;30, ,
C,H;s0,, CF;0, M4
[ ]
(CRDS) KZA' (_j‘(ZA" EZAH(_)N(ZAH
CRDS
102! cm? / molecule AZA" —X3A"
(C,H30,)
[ ]
439 465 nm Fahr
[5]
cis trans TD-UB3LYP/aug-cc-pVTZ
439 465 nm cis
B’A"— X A"
cis trans AZA < X2A"

CASSCF/cc-PVDZ, CASPT2//CASSCF/cc-PVDZ)

(TD-UB3LYP/cc-PVDZ,



HO, CASSCF 23 14
C Is 0] Is
4 11
singly occupied molecular orbital (SOMO)
0-0 o* C-C nm*
AZA" < XA 0-0 0-0 m*
¥ —n ,0-0 o* 0-0
¥ c-C Tk
cis trans 0-0
7000-8500cm’™!
B?A" < X’A" trans cis
6000 cm’' Bl ACA" < XA
1000 cm’ BZA" X A"
Cc-C b1 0-0 b1 cis
trans C-C 0-0
1. HO,, trans-C,H;0,, cis-C,H;0,
Exp.” CASSCF* CASPT2//CASSCF * TDDFT*
Species adiabatic adiabatic vertical adiabatic vertical vertical
HO, 7041+ 21" 6349.0 7217.7 7427.7 8103.0 8959.8
trans-C,H,0, 6533.9 7683.0 8227.0 9089.0 9792.4
as-GH;0, 5354.0 6084.1 7186.7 8042.6 8457.8
a) cm’
[ ]
439 465 nm cis- BA" X A"
APA' XA"
HO, cm’!
K 2Ay — )N( 2An

[ ]
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