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RHF/6-31G*

[ 6 ] 

B3LYP/6-31G**

[ 7 ] 
PBE0/6-31G** PBE0/6-31G**

 * 

a 1,573 1,556 1,575 1,565 2,331 (2,325) 2,766 

b 1,549 1,541 1,555 1,545 1,427 (1,426) 1,339 

c 1,533 0,003 1,532 1,537 1,528 1,491 (1,488) 1,514 

d 1,559 0,002 1,553 1,562 1,552 1,552 (1,550) 1,552 

e 1,589 1,583 1,595 1,583 1,573 (1,572) 1,577 

f 1,544 0,004 1,539 1,547 1,538 1,539 (1,537) 1,536 

—  — — — 1,094—1,097 1,089—1,100 

(1,090—1,104) 

1,090—1,099

, . ** 

a — — — –140,72 –136,92 (–136,93) –134,04 

b — — — –151,16 –179,86 (–179,70) 165,65 

c — — — 114,51 113,86 (113,79) 114,57 

  * ,  ( -

).

**  116,54 .
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