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 C8H12O4S, M = 204,24, , . . P21/n,

: a = 9,0345(2), b = 9,6895(3), c = 10,9960(3) Å,  = 

= 98,865(1) , V = 951,09(4) Å3, Z = 4, d  = 1,426 / 3, R1 = 0,0283, T = 150 K. 
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 1  

,

[C6H3(OH)3][(CH3)2SO] 

-  C8H12O4S

 204,24 

, K 150(2) 

, Å 0,71073 

P21/n

, Å, . a = 9,0345(2), b = 9,6895(3), c = 10,9960(3),  = 98,865(1) 

, Å3 951,09(4) 

Z 4

 ( .), / 3 1,426 

, –1 0,320 

F(000) 316 

, 0,46 0,06 0,04 

, . 1,97—25,68 

–12 h  10,  –13 k  13,  –15 l  11 

, % 99,7 

. / . 8458 / 2783 [R(int) = 0,0195] 

I > 2 (I ) 2391 

 166 

0,9329—0,9687 

F 2

F 2 1,061 

R-  [I > 2 (I )] R1 = 0,0283,  wR2 = 0,0349 

R-  ( ) R1 = 0,0783,  wR2 = 0,0810 

. , Å–3 0,44  –0,24 
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 1:1  DMSO 993

 2  

 (d, Å)  ( , .)  [C6H3(OH)3][(CH3)2SO] 

d d d

O(1)—C(1) 1,3691(11) C(1)—C(6) 1,3919(14) C(5)—C(6) 1,3926(14) 

O(2)—C(3) 1,3632(13) C(2)—C(3) 1,3941(14) S(1)—O(4) 1,5195(8) 

O(3)—C(5) 1,3662(12) C(3)—C(4) 1,3948(14) S(1)—C(7) 1,7844(12) 

C(1)—C(2) 1,3908(14) C(4)—C(5) 1,3915(15) S(1)—C(8) 1,7802(14) 

O(1)—C(1)—C(2) 116,95(9) O(2)—C(3)—C(4) 122,09(9) C(4)—C(5)—C(6) 121,70(9) 

O(1)—C(1)—C(6) 121,33(9) C(2)—C(3)—C(4) 120,95(10) C(1)—C(6)—C(5) 118,15(9) 

C(2)—C(1)—C(6) 121,70(9) C(3)—C(4)—C(5) 118,71(9) O(4)—S(1)—C(7) 104,99(5) 

C(1)—C(2)—C(3) 118,77(9) O(3)—C(5)—C(4) 122,07(9) O(4)—S(1)—C(8) 105,30(7) 

O(2)—C(3)—C(2) 116,96(9) O(3)—C(5)—C(6) 116,23(9) C(7)—S(1)—C(8) 98,59(7) 

-  (  H) 
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DMSO,  ( - )  DMSO [ 3 ]. 

, I  PHL  
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 PHL  DMSO. -

. 2.

 PHL I .

 O—C, C—C  OCC, CCC 

 1,363(1)—1,369(1), 1,391(1)—1,395(1) Å
 116,23(9)—122,09(9) , 118,15(9)—121,70(9) ,

 1,366(2)  1,393(1) Å, 119,27(9)  

 120,00(9) .  OCC  O(n) (n = 1—3) 

,  H -

,  H H

 H C;  OCC, , , -

 4,38, 5,84  5,13 .

, -
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. -

                                    50 % 

, -

:

 120,95—121,70 ,

 —  118,15—118,77 -

 121,45  118,54 -

,  2,91 .

 O  C  PHL I , c -

 0,014 Å.  H(n) (n = 1—3)  OH -

 0,219, 0,080, –0,136 Å. -

 19,4, 18,0  12,5  O(1)C(1)H(1), O(2)C(3)H(2), 

O(3)C(5)H(3) ,  O  C  PHL. 

,  PHL II ,

D3h (105 K) [ 8 ] -

:  O—C, C—C  OCC, CCC  1,371(2)—

1,381(2), 1,388(2)—1,395(2) Å  116,4(1)—121,7(1) , 118,1(1)—121,9(1) , -

 1,375(2)  1,391(2) Å, 119,1(1)  120,0(1) .  OCC  O(1), O(2), O(3) -

,  H ;  OCC, -

, ,  3,86, 3,57  5,31 . -

,  OH- , :

 121,67—121,90 ,  —  118,05—118,27

121,81  118,18 , ,  3,63 .

I  S—C  CSO  DMSO :

S—C 1,780(1)—1,784(1) Å (  1,782 Å), CSO 104,99(5)—105,30(7)  (  105,16 ), S=O 

1,5195(8) Å,  CSC 98,59(7) .  S—C  CSO  ( 0,03 Å
1,6 ),  S=O  CSC  ( 0,04 Å 2,2 )

 DMSO [ 1 ]. 

I . 3. 

 PHL I

( ) ,  DMSO 

( . . 3). (3)  OH  PHL ,  O—

H O  PHL. : O(3) O(1)

(–1/2+x, 1/2–y, –1/2+z) 2,753, O(3)—H(3) 0,83, H(3) O(1) 1,96 Å, O(3)—H(3 O(1) 159 .

O(1) .

(1) (2)  OH  PHL -

,  O—H O  DMSO -

: O(1) O(4) (1–x, 1–y, 1–z) 2,649, O(1)—H(1) 0,81, H(1) O(4) 1,85 Å, O(1)—H(1) O(4) 

171 ; O(2) O(4) (–1/2+x, 1/2–y, –1/2+z) 2,772, O(2)—H(2) 0,85, H(2) O(4) 1,92 Å, O(2)—

H(2) O(4) 177 .  O(1) , O(2) , O(4) ,  H(1)  H(2)

 (  0,083  0,017 Å),  O(4) 

357,8 .  [ 9 ]. 

, II  PHL 

: O(1) O(3) (x–1/2, –y+3/2, –z+1) 2,743, O(1)—H(1) 0,83, H(1) O(2)

1,94 Å, O(1)—H(1) O(2) 164 ; O(2) O(1) (x+1/2, –y+1/2, –z+1) 2,743, O(2)—H(2) 0,79, 

H(2) O(1) 1,97 Å, O(2)—H(2) O(1) 169 ; O(3) O(2) (–x+2, y+1/2, –z+1/2) 2,709, O(3)—H(3) 

0,86, H(3) O(2) 1,85 Å, O(3)—H(3) O(2) 173 . -

 [ 9 ]. 
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I - -
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,
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 PHL  DMSO;  2,753 Å  OH 

. 3.
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[100] ( ),  [010] 

            ( ),  [001] ( )



. . , . . , . .996

 PHL  PHL. , -

- -  3,300 Å
 DMSO  PHL S(1) O(3) (x, y, 1+z)

 3,020 Å.

I, II  O—H O

 2,709, 2,742  2,743 Å  PHL. I

 (1,426 / 3, 150 K),  PHL II,

 1,506 / 3 (105 K).
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