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[FHE ] BRIERIRRE D4 1A O fefl & i = % )L ¥ — O FE 121X Gaussian 03 ~7°
07T NEEo T, s EGELIE HF, MP2 } O DFT (BHHLYP, B3LYP)AIZ L - TiTo 72,
BB NG ISR L CENE R CIS, CIS(D), TD-DFT (BHHLYP, B3LYP)i% % W Thic Ik
REZEHR Lo, BEJRIRAE - BhEIRIEGHE & & ICRIERIECRIT 6-311G** & Hv e,

[#EREBE] HEEREGH HEARE L “EHEAEOE) 3&x _HEESICRB TS
B IR ORRELZ R KT 5, 2-4 & HF & (6r=0.136-0.142 A) Tl X BAEAT D>
5 OFEMEME (0.107-0.119A) X K& < . MP2 (0.091-0.094 A), B3LYP (0.092-0.098 A)Tix —
BREAGENESHAEINAHES 6r i3/ & < BHHLYP (0.110-0.116 A) THEMN i i <
otz EEBRANE b DU EfES Ar—CH=EEA R UNAO)L. 2 TIEEDFIET
t 25-35° LEHE S 7, 3,4 TIZHE, MP2 T30 =10-25° T 5 DIZxf L. B3LYP, BHHLYP
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ML C-H- + - O B D43 FNKFEREG DIFAED TR SRR S 72 (F 1),

2-4 L b CIS HE TH-E R L X — [T AT MV E D &R b 7= EHELC b
NIEFITEm TR F— Lol T OMBAIE CIS (D) THEORIEIZ(30~40 nm) i S
7o ZAUE CIS (D) TIL CIS THEM XL TV AR Y = Ok IE DRl IZE L 72 double
excitation 2N ZE I N/ZFER L E 2 55, TD-B3LYP TOFHFEMIZFEN L VK%L ¥
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single-crystal X-ray

LUMO
optimized? Ab BP

d(O1---H7)* (A) 2.432 2.269 2.391 g‘

d(01---C7¢ (A)  2.781 2.768(2) 2.814(2) 0”

C7H701 (degree) 96.86 111.93 106.59

HOMO

At the MP2/6-311G** level. °Crystallographically

independent two molecules.  d: distance. 2. 2% HOMO, LUMO, LUMO+2

(HF/6-311G**)

#£2. 2 OWmEFHLT RLF—

CIS(D)/6-311G**//MP2/6-311G** TD-BHHLYP/6-311G**//BHHLYP/6-311G**

Sy-S;  305.67(2.2482)> HOMO—LUMO (80.4%)° S-S, 347.6 (1.5715) HOMO—LUMO  (83.9%)
So-Sjp 221.0 (0.1304) HOMO-4—LUMO  (10.7%)  S¢-Ss  278.0 (0.3724) HOMO—LUMO+2 (70.4%)
HOMO-3—LUMO+3 (12.4%)
HOMO 2-LUMO  (13.9%)  TD-B3LYP/6-311G**/B3LYP/6-311G**
HOMO-2—LUMO+4 (6.0%) Sp-S;  453.7(0.7704) HOMO-LUMO  (76.6%)
HOMO-LUMO (5.4%) HOMO—LUMO+2 (11.6%)
HOMO—LUMO+2  (20.1%)  Sy-S; 355.4 (1.0062) HOMO—-LUMO  (5.0%)
HOMO—LUMO+2 (73.6%)

3Excitation energy innm. P°Oscillator strength (f). Electronic transitions with £ > 0.1 are listed.
°|CI coefficient/?. Configurations with |CI coefficient|” >5 % are listed.
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L. Ol & H7 OT72b b IEEIRAE TH T INKERMEDGFIET D ZEM COETEENE
Ko TNz, ZHUC KD 2D T DRI 34 TIERONRNZ E BTSN D,
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