
122

8 2009

. -
.

-
, ,

-

.  – -
 – 

-

, -
, -

. -
 –

 ( ) .

, -
 – -

.
4. 

-
, 
. 

, -
-

, -
. , -

, 

. 
, , -

, , 
.

; -
. -

, . -
, 

 - 
-

.  -
-

.

 « » 
. , -

 – -
.

, 

.1,2

1

2

, 

-
-

 ( -
), -
,

-
 [1,2]. -

, -

-
-

.
-

 ( 1, 3) -
 [RHF/STO-3G, 3-21G, 6-31G(d)]
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 1.
 (Å)

 ( , %)
) 1 3 STO-3G 3-21G 6-31G(d)

1 Me3N·BH3 1.609 (MBC)
1.656 ( )

1.660 (3)
(2)

1.661 (3)
(0.3)

1.670 (4)
(0.8)

1.685 (5)
(2)

1.677 (4)
(1)

2 5 5N·BH3 1.610 (MBC) 1.582 (2) 1.598 (1) 1.646 (2) 1.679 (4) 1.666 (3)
3 Me3N·BMe3 1.698 (MBC) 1.737 (2) 1.705 (1) 1.741 (3) 1.775 (5) 1.827 (8)
4 Me2NH·BMe3 1.656 (PCA) 1.688 (2) 1.681 (1) 1.711 (3) 1.752 (6) 1.764 (7)
5 Me3N·BF3 1.636 (MBC)

1.664 ( )
1.992(22)

(20)
1.717 (5)

(3)
1.889(15)

(14)
1.641(0.3)

(1)
1.677 (3)

(1)
6 Me2O·BF3 1.75 ( ) 1.894 (8) 1.722 (2) 1.801 (3) 1.598 (9) 1.703 (3)
7 Et3P·BF3 2.028 (PCA) 2.097 (3) 1.991 (2) 2.661(31) 2.118 (4) 2.083 (3)

:  – ,  – ,  - 
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 2.
 ( )

 ( , %),
H ( ) AM1 PM3 STO-3G 3-21G 6-31G(d)

1 Me3N·BH3 32 ( ) 21 (28) 25 (22) 44 (38) 38 (19) 27 (16)
2 5 5N·BH3 29 ( ) 24 (17) 30 (3) 42 (45) 42 (45) 22 (24)
3 Me3N·BMe3 18 ( ) -0.25 (99) 10 (44) 21 (17) 16 (11) 3.3 (82)
4 Me2NH·BMe3 19 ( ) 8 (59) 16 (16) 27 (42) 20 (5) 8 (58)
5 Me3N·BF3 27 ( ) -2 (107) 59 (119) 15 (44) 52 (93) 25 (7)
6 Me2O·BF3 23 ( ) 7 (70) 9 (61) 14 (39) 41 (78) 12 (48)
7 Et3P·BF3 19 ( ) -26 (237) -0.4 (102) 1 (95) 14 (26) 7 (63)

:  ( ) –  ( ),  - 

-
 ( .1) -

 ( .  2)  -
-
.

 (  1-
5) 

B 3. -
, 

-

. -

 5%, -
 ( .2): 3 ( -

 2)  3-21G (  4). -

3 ( .1). -
-

 39% (STO-3G,  6)  26% (3-
21G,  7, .2). , 

.
 [5,6] -

, -

 DFT  MP2.
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