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 1.  (1) 

– 3-( ) /

V1 V2 V3 V4 V5 V6

0.007 0.007 11.056 0.007 0.007 –0.248

–0.015 –0.015 12.212 –0.015 –0.015 –1.002

0.043 0.043 11.809 0.043 0.043 0.311

0.036 0.036 11.841 0.036 0.036 0.317

–0.020 –0.020 11.668 –0.020 –0.020 –0.956

- 0.001 0.001 11.146 0.001 0.001 –0.349

- 0.013 0.013 11.014 0.013 0.013 –0.390

 2.  (1) 

–  - 2- 2- /

V1 V2 V3 V4 V5 V6

9.147 –3.845 14.439 –0.527 0.274 –0.375

9.693 –4.163 13.814 –0.513 0.343 –0.392

( 3-)- 2- 2-( )
9.710 –4.108 13.931 –0.605 0.337 –0.423

( 3- 2-)- 2- 2-( )
10.302 –4.511 13.216 –0.547 0.405 –0.403

 1 /

. :

, ,

, V

T  (2V = –T),

.

,  DFT,  HF 

( – ). , ,

 DFT, ,

ab initio HF. 

,  DFT 
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 3.  ( )

– 3-( ) /

11.08

12.38

11.80

11.82

11.79

- 11.16

- 11.11

 4. ,

 - 2- 2- /

23.89 13.50 3.51

23.87 12.85 3.69

 ( 3-)- 2- 2-( ) 24.07 12.94 3.77

 ( 3- 2-)- 2-

2-( )

23.97 12.12 3.80

,

 2, 3 .

,

,

.

,

.  V( )

.
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