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 1  

2  2

-   C16H18Hg4I8N2S2 C18H22Hg4I8N2S2

  2120,00 2148,06 

P-1

  8,5652(2),  10,5644(4), 8,5010(4),  10,0544(6), 

a, b, c, Å 11,1477(4) 11,8718(7) 

, , , . 63,185(3),  81,064(2),  73,807(3) 110,004(5),  98,472(4),  95,846(4)

Å3, Z 864,02(5),  1 930,35(9),  1 

 ( ), / 3 4,074 3,834 

, –1 24,992 23,213 

F (000)  904 920 

, . 2,91—28,28 3,01—27,10 

 97,9 % (28,28 ) 98,2 % (26,0 )

  –11 < h < 11,  –14 < k < 10,  

–14 < l < 13 

–10 < h < 10,  –10 < k < 12,  

–15 < l < 11 

  7829 6780 

  4192 (Rint = 0,0223) 4020 (Rint = 0,0496) 

I > 2 (I ) 3330 3147 

 /  /   4192 / 0 / 145 4020 / 0 / 155 

S F 2  1,001 1,003 

R-  [I > 2 (I )]  R1 = 0,0317,  wR2 = 0,0834 R1 = 0,0442,  wR2 = 0,1160 

R-  ( ) R1 = 0,0414,  wR2 = 0,867 R1 = 0,0572,  wR2 = 0,1217 

  – 0,0026(3) 

. / . ,

e /Å3
1,954 / –1,789 2,805 / –2,929 

 2  

 d (Å)  ( .) 2

d

Hg(1)—C(8) 2,116(8) I(3)—Hg(2)—I(4) 124,74(14) N(1)—C(5)—C(4) 119,7(6) 

Hg(1)—I(1) 2,6118(5) I(3)—Hg(2)—I(2) 102,28(17) N(1)—C(5)—S(1) 114,1(5) 

Hg(2)—I(3) 2,692(4) I(4)—Hg(2)—I(2) 112,87(14) C(4)—C(5)—S(1) 126,1(6) 

Hg(2)—I(4) 2,711(4) I(3)—Hg(2)—I(2)#1 103,33(12) C(7)—C(8)—Hg(1) 114,6(5) 

Hg(2)—I(2) 2,894(5) I(4)—Hg(2)—I(2)#1 113,14(18) C(7)—C(6)—S(1) 109,0(5) 

Hg(2)—I(2)#1 2,924(5) I(2)—Hg(2)—I(2)#1   96,30(11) N(1)—C(7)—C(8) 110,3(6) 

S(1)—C(5) 1,724(7) Hg(2)—I(2)—Hg(2)#1   83,70(11) N(1)—C(7)—C(6) 106,3(5) 

S(1)—C(6) 1,799(7) C(8)—Hg(1)—I(1) 169,6(2) N(1)—C(1)—C(2) 120,0(8) 

N(1)—C(1) 1,344(9) C(5)—S(1)—C(6)   91,6(3) C(3)—C(4)—C(5) 118,6(8) 

N(1)—C(5) 1,352(8) C(1)—N(1)—C(5) 121,0(6) C(3)—C(2)—C(1) 119,8(7) 

N(1)—C(7) 1,506(8) C(1)—N(1)—C(7) 124,0(6) C(8)—C(7)—C(6) 112,9(7) 

C(5)—C(4) 1,385(9) C(5)—N(1)—C(7) 114,9(5) C(2)—C(3)—C(4) 120,8(7) 

C(4)—C(3) 1,375(11)     

C(2)—C(3) 1,346(13)     

C(2)—C(1) 1,374(11)    

C(6)—C(7) 1,509(9) 

C(8)—C(7) 1,507(12) 

    ————— 

:  #1 –x–1, –y+2, –z.
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 3  

 d (Å)  ( .) 2b

d

Hg(1)—C(8) 2,107(10) I(3)—Hg(2)—I(2) 118,14(3) C(1)—C(2)—C(3) 117,6(10)

Hg(1)—I(1) 2,6187(8) I(2)—Hg(2)—I(2)#1 90,87(2) N(1)—C(5)—C(4) 119,6(10)

Hg(2)—I(4) 2,6830(8) I(3)—Hg(2)—I(2)#1 101,41(3) C(6)—C(7)—S(1) 108,1(6) 

Hg(2)—I(3) 2,6841(9) I(4)—Hg(2)—I(2)#1 106,33(3) C(1)—N(1)—C(5) 121,7(9) 

Hg(2)—I(2)#1 3,1507(11) I(4)—Hg(2)—I(2) 110,21(3) C(1)—N(1)—C(6) 114,9(7) 

I(2)—Hg(2) 2,8101(9) I(4)—Hg(2)—I(3) 123,01(3) N(1)—C(6)—C(7) 103,6(7) 

I(2)—Hg(2)#1 3,1507(11) Hg(2)—I(2)—Hg(2)#1 89,13(2) C(9)—C(6)—C(7) 110,2(8) 

S(1)—C(1) 1,725(10) C(8)—Hg(1)—I(1) 176,4(3) N(1)—C(6)—C(8) 107,4(7) 

S(1)—C(7) 1,798(10) C(1)—S(1)—C(7)  91,0(4) C(9)—C(6)—C(8) 111,9(8) 

N(1)—C(5) 1,349(12) C(6)—C(8)—Hg(1) 116,9(6) N(1)—C(1)—S(1) 114,6(7) 

N(1)—C(6) 1,523(13) C(9)—C(6)—N(1) 109,9(8) N(1)—C(1)—C(2) 120,9(9) 

N(1)—C(1) 1,335(12) C(2)—C(1)—S(1) 124,5(8) C(5)—N(1)—C(6) 123,1(8) 

C(2)—C(3) 1,423(15) C(8)—C(6)—C(7) 113,4(8)   

C(6)—C(7) 1,536(13)     

C(6)—C(9) 1,503(13)     

C(8)—C(6) 1,535(12)     

C(1)—C(2) 1,379(14)     

C(5)—C(4) 1,377(17) 

C(4)—C(3) 1,345(17) 

    ————— 

:  #1 –x, –y, –z+1. 

 CCDC 670566 (2 ) 670565 (2 ).

 www.ccdc.cam.ac.uk/data_request/cif. 
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