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1:1 . : C8H12O3S,

M = 188,24, , . . P 1 , :

a = 7,4202(2), b = 8,4046(3), c = 8,7340(3) Å;  = 100,830(1),  = 99,794(1),  = 114,129(1) ;

V = 469,35(4) Å3, Z = 2, d  = 1,332 / 3, R1 = 0,028, T = 100 K. 
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 1

,

[C6H4(OH)2][(CH3)2SO]

C8H12O3S

188,24

, K 100(2)

, Å 0,71069

P 1

a = 7,4202(2),  b = 8,4046(3),  c = 8,7340(5) Å

 = 100,830(1),   = 99,794(1),   = 114,129(1)

, Å3 469,35(3)

Z 2

 ( .), / 3 1,332

, –1 0,311

F (000) 200

, 0,608  0,710  0,952

2,47—30,75°

–9 h  9,  –11 k  11,  –9 l  12

5270

2466 [R(int) = 0,0176]

F 2

2466 / 158

F 2 1,071

R-  [I > 2 (I )] R1 = 0,0280,  wR2 = 0,1141

R-  ( ) R1 = 0,0300,  wR2 = 0,1186

0,08(2)

, Å–3 0,434  –0,288

 2

 [C6H4(OH)2][(CH3)2SO] ( 104,  H 103)

U  = 1/3(U11 + U22 + U33)

( 103, Å2,  H — U )

x y z U x y z U

O(1) 3050(1) 6839(1) 2437(1) 22(1) H(1w) 195(3) 638(3) 237(2) 29(4)

C(1) 3985(2) 8393(1) 3719(1) 18(1) H(2) 671(2) 929(3) 315(2) 21(3)

C(2) 6002(2) 9624(1) 3879(1) 19(1) H(3) 170(2) 796(2) 480(2) 24(3)

C(3) 2989(2) 8772(1) 4855(1) 18(1) H(2w) –8(2) 1307(2) 270(2) 34(4)

O(2) 248(1) 12271(1) 2860(1) 21(1) H(5) –27(2) 1263(2) –8(2) 23(3)

C(4) 108(2) 11168(1) 1425(1) 16(1) H(6) 060(2) 938(2) 247(2) 27(4)

C(5) –194(2) 11569(1) –52(1) 17(1) H(71) 296(3) 382(3) 584(2) 43(5)

C(6) 303(2) 9595(1) 1463(1) 17(1) H(72) 511(3) 508(3) 681(2) 42(5)

S(1) 3039(1) 5309(1) 8295(1) 18(1) H(73) 369(3) 582(3) 598(2) 39(4)

O(3) 911(1) 5168(1) 7716(1) 23(1) H(81) 454(2) 837(2) 843(2) 26(4)

C(7) 3897(2) 5056(2) 6514(1) 28(1) H(82) 612(3) 788(3) 956(2) 45(5)

C(8) 4691(2) 7675(2) 9209(1) 22(1) H(83) 434(3) 798(2) 1012(2) 33(4)
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 3

d, Å  [C6H4(OH)2][(CH3)2SO]

d d d d

O(1)—C(1) 1,3732(13) C(3)—H(3) 0,905(14) C(5)—H(5) 0,918(15) C(7)—H(71) 0,975(19)

O(1)—H(1w) 0,733(17) O(2)—C(4) 1,3716(12) C(6)—H(6) 0,940(16) C(7)—H(72) 0,888(19)

C(1)—C(2) 1,3926(14) O(2)—H(2w) 0,833(18) S(1)—O(3) 1,5224(8) C(7)—H(73) 0,908(19)

C(1)—C(3) 1,3987(14) C(4)—C(6) 1,3932(14) S(1)—C(8) 1,7809(11) C(8)—H(81) 0,998(16)

C(2)—C(3)#1 1,3900(14) C(4)—C(5) 1,3977(13) S(1)—C(7) 1,7864(12) C(8)—H(82) 0,988(19)

C(2)—H(2) 0,962(14) C(5)—C(6)#2 1,3893(14) C(8)—H(83) 0,900(17)

: #1 –x+1, –y+2, –z+1;  #2 –x, –y+2, –z.

 4

, . [C6H4(OH)2][(CH3)2SO]

C(1)—O(1)—H(1w) 109,3(13) O(2)—C(4)—C(6) 117,89(8) S(1)—C(7)—H(71) 104,9(10)

O(1)—C(1)—C(2) 118,06(9) O(2)—C(4)—C(5) 122,91(9) S(1)—C(7)—H(72) 107,5(11)

O(1)—C(1)—C(3) 122,53(9) C(6)—C(4)—C(5) 119,19(9) H(71)—C(7)—H(72) 105,9(14)

C(2)—C(1)—C(3) 119,40(9) C(6)#2—C(5)—C(4) 120,18(9) S(1)—C(7)—H(73) 107,7(11)

C(3)#1—C(2)—C(1) 120,40(9) C(6)#2—C(5)—H(5) 119,8(9) H(71)—C(7)—H(73) 107,2(15)

C(3)#1—C(2)—H(2) 121,1(9) C(4)—C(5)—H(5) 119,9(9) H(72)—C(7)—H(73) 122,4(16)

C(1)—C(2)—H(2) 118,3(9) C(5)#2—C(6)—C(4) 120,62(9) S(1)—C(8)—H(81) 109,9(9)

C(2)#1—C(3)—C(1) 120,19(9) C(5)#2—C(6)—H(6) 120,8(9) S(1)—C(8)—H(82) 109,5(12)

C(2)#1—C(3)—H(3) 119,0(9) C(4)—C(6)—H(6) 118,5(9) H(81)—C(8)—H(82) 111,7(13)

C(1)—C(3)—H(3) 120,8(9) O(3)—S(1)—C(8) 105,06(5) S(1)—C(8)—H(83) 106,0(11)

C(4)—O(2)—H(2w) 110,9(11) O(3)—S(1)—C(7) 105,31(5) H(81)—C(8)—H(83) 113,1(13)

C(8)—S(1)—C(7)   98,06(6) H(82)—C(8)—H(83) 106,5(14)

: #1 –x+1, –y+2, –z+1;  #2 –x, –y+2, –z.
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Q  (0, 1, 0)  (1/2, 1, 1/2). 

. 2.

 Q I .  O—C, C—C  OCC,

CCC  1,372(1)—1,373(1), 1,389(1)—1,399(1) Å  117,89(8)—122,91(9) ,

119,19(9)—120,62(9) ,  1,372(1), 1,394(1) Å  120,35(9)  120,00(9) .

 OCC  (  4,75 ) , -

 OH,  H H  H C,  OCC, ,
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O(1) O(3) (–x, 1–y, 1–z) 2,689, O(1)—H(1W) 0,73, H(1W) O(3) 1,96 Å, O(1)—H(1W) O(3)

170 ; O(2) O(3) (–x, 2–y, 1–z) 2,720, O(2)—H(2W) 0,83, H(2W) O(3) 1,89 Å, O(2)—
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O(1) H(72)—C(7) 144 ; O(1) (x, y, 1+z) C(8) 3,336, O(1) H(83) 2,57, C(8)—H(83) 0,89 Å,
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