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 2- T  = 102—104 C.

. 1 , C8H7F3O3S,  20 C a = 

= 5,584(1), b = 21,001(5), c = 8,407(2) Å,  = 94,91(2) , V = 982,3(4) Å3, Mr = 240,20, Z = 4, -

P21/c, d  = 1,624 / 3, (MoK ) = 0,359 –1, F(000) = 488. 

 3375  (1665 , Rint = 0,041) -

 Xcalibur-3 (MoK - , D- , -

, - , 2  = 50 ).
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1

U  = nU

,  (n = 1,5 

n = 1,2 

). F 2 -

wR2 = 0,118  1638 

 (R1 = 0,046  600 F > 4 (F ), S = 0,738). , -

 (CCDC 

671097).  

- -

 B3LYP [ 5—8 ]  cc-pvdz [ 9 ]. 

 GAUSSIAN-03 [ 10 ]. 

.

 ( 2 3) [ 2, 3 ] , -

.

, , -

1. , -

,  ( . ).

1 (5), (1) (6) -

 0,01 Å,

(6 )… (3) 2,70 Å ( - -  2,87 Å [ 11 ]). 

1 ( . ) 2 -

, , ,

, .

2 3, 1 (7)—C(8) 

. (6) ,

+ (4)—C(5) ( (4)—C(5)—C(6)—C(7) 150,8(4) ).

(Å) 1

S(1)—C(1) 1,639(5) F(3)—C(8) 1,332(5) C(1)—C(2) 1,356(7) C(5)—C(6) 1,513(5) 

S(1)—C(4) 1,681(4) O(1)—C(5) 1,229(4) C(2)—C(3) 1,424(7) C(6)—C(7) 1,507(5) 

F(1)—C(8) 1,319(5) O(2)—C(7) 1,391(4) C(3)—C(4) 1,489(5) C(7)—C(8) 1,516(5) 

F(2)—C(8) 1,326(4) O(3)—C(7) 1,393(4) C(4)—C(5) 1,426(5)   
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, ,

(7) - -

 ( (3)—H(3 )… (1) ( …  1,88 Å, —H…  144°)  O(2)—H(2O)…O(3)  (2–x,

1–y, 1–z) (H…O 2,00 Å, O—H…O 169°). (7)

 +sc  –sc (5)—C(6) ( (5)—C(6)—C(7)—

(2) –72,6(4)°, (5)—C(6)—C(7)— (3) 51,6(5)°). -

, - (5)—C(6), ,

F(1)  –sc (6)—C(7) ( (5)—

C(6)—C(7)—C(8) 168,7(3)°, (6)—C(7)—C(8)—F(1) –60,3(5)° ). -

(6b)…F(1) 2,53 Å (2,57 Å).

, -

. -

6 1 7:

, 6 7

. -

 ( (4)—

C(5)—C(6)—C(7) 79,4° 6  81,3° 7). 1, 7,

,

. , , -

(3)—H(3 )… (1). -

1 7 , 1  10,96 / 7. -

,

.

, 1, 2 3,

- ,

. -

, -

.
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