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【計算方法】 

!

B3LYP/6-31G* CASSCF/6-31G* 

B3LYP/6-31G* CASSCF/6-31G*

CiLC !

!

【結果・考察】 

!

4

Table 1 Figure 1 a) (b) CAS !

CASSCF(2,2) ! ! ( ! )

CASSCF(10,10) !

Scheme 1.!

+

X

X

Reactant!

!!

Product!

X

X
(a)!

X

X
(b)!



!Table 1 4 F

NO2 CF3 CN

2

2

2

CF3 1

(A.C.(X)) 3

Figure 1

CiLC

CN CAS

(a) (b)

!

!

! 2

trans (Figure 2)

trans

CiLC Figure 3

!

! 4

NO2 CN CAS (a) (b)

! 2 trans

4 !

! !

Figure 4

"

F !

NO2 CN 3 Table 2 3

(#E)

 

Table 3.!1,2-trans2!"#$%&'()*#&+,-./012!
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!"#(-X) r(C=C) [!] "r [!] A.C.(C) A.C.(X1) A.C.(X2) A.C.(X) "A.C.

H(D2h) 1.338 - -0.346 0.173 - 0.173 -

CH3(C2) 1.350 0.012 0.027 -0.513 0.167 -0.014 -0.185

F(C2v) 1.319 -0.020 0.647 -0.323 - -0.323 -0.496

NO2(C2) 1.328 -0.011 0.520 0.526 -0.393 -0.260 -0.433

CF3(C2) 1.349 0.011 -0.322 1.212 -0.353 0.153 -0.020

(a) 1.357 0.019 0.121 0.319 -0.380 -0.061 -0.234

(b) 1.361 0.023 0.123 0.315 -0.376 -0.062 -0.234

["r=rX-rH] [A.C.$Atomic Charge(Mulliken)%&]     ["A.C.=A.C.(X)-A.C.(H)]

!!!!!!!!![Gaussian03  CASSCF(2,2)/6-31G*]
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