
2011.  52,  4  – . 823 – 825

 539.19:544.12:544.144.2  

-  [1.1.1.1]

© 2011   . . *, . .

-

 21  2010 .

-  PBE0/6-31G**

 [1.1.1.1]  ( 20 20, D2h),  ( 20 20,

D2h),  ( 20 20, C2v)  ( 20
2
20H , D2h C2v). -

 36 /

. -

 147 / .

: [1.1.1.1] , [1.1.1.1] , , ,

, , , PBE0/6-31G**.

[1.1.1.1]  ( . 1) — ,  ( )20.

, -

. -

, -

,  [1.1.1.1] -

.  [1.1.1.1]  (  PBE0/6-

31G**)  35 / ,  [1.1.1.1]

 600 C.  SO2ClF,

 SbF5,  [1.1.1.1] -

20
2
20H  [ 1—4 ]. 

-  PBE0/6-31G** -

 GAUSSIAN-03 [ 5 ] 

[1.1.1.1]  (I),  (II IIb),  (III IIIb)

(Ia
++

Ib
++). 

 (II ) b (IIb).

a (III ) b (IIIb). S2  = 2,01, MS = 1

a (95 %) b (96 %).  

(Ia
++) b (Ib

++). -

.

 [1.1.1.1] -

 [ 4 ]  RHF/6-31G* [ 6 ] 

. 1.  [1.1.1.1]

                                                                

* E-mail: ssemenow7@yandex.ru 



824

. 2.

 B3LYP/6-31G** [ 7 ]. 

—  1,528—1,583 Å ( -

 1,547 Å)  0,004—0,008 Å -

. -

II , IIb,

III , IIIb, Ia
++

Ib
++ . 2.

-

, -

, . -

 (D2h) Ia
++  (C2v) Ib

++,

IIIb  36 /

Ia
++ (  MNDO  37,8 /  [ 4 ]).  

Ia
++ ,

. Ia
++ , -

 (PCM), 

147 /  ( . ).

III IIIb (49  81 / ), -

 (U)PBE0/6-31G**,  [1.1.1.1] -

, ,

(49  81 / )  (13  56 / ) -

IIb

 [1.1.1.1] II .

[1.1.1.1] (I),  (Ia
++) (IIa), Å

I Ia
++

IIa

.

[ 4 ] 

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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