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, I

 C9H9N3S

.  191,25 

, K 293(2) 

, Å 0,71069 

 M

. . P21/c

Z 4 

a, b, c, Å 6,010(1),  7,370(2),  20,560(4) 

, . 93,43(3) 

V, Å3 909,0(3) 

, / 3 1,397 

, –1 0,308 

F (000) 400 

, 0,23 0,20 0,15 

, . 2,94—27,79 

–7 h  7,  –9 k  8,  –26 l  22 

 7248 

 2134 (Rint = 0,0765) 

I > 2 (I ) 1240 

F 2

 123 

GOOF ( ) 1,003 

R1 (I > 2 (I )) R1 = 0,0544 

wR2 ( ) wR2 = 0,1633 

 (min/max), e/Å3 0,425 / –0,343 

, -

 (  54 %), ,

. -

. , % : C 56,40, H 4,59, N 21,90, S 16,62. 

C9H9N3S , % : C 56,52, H 4,74, N 21,97, S 16,76.  
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d, Å d, Å d, Å

S(1)—C(8)  1,729(3) N(3)—C(1)  1,353(3) C(4)—C(5) 1,384(4) 

S(1)—C(1)  1,741(2) N(3)—C(2)  1,415(3) C(5)—C(6)  1,371(4) 

N(1)—C(1)  1,309(3) C(2)—C(3)  1,373(3) C(6)—C(7)  1,394(3) 

N(1)—N(2)  1,388(3) C(2)—C(7)  1,392(3) C(8)—C(9) 1,499(4) 

N(2)—C(8)  1,291(3) C(3)—C(4) 1,380(3)   

, . , . , .

C(8)—S(1)—C(1) 87,5(1) N(3)—C(1)—S(1) 120,5(2) C(6)—C(5)—C(4)  119,2(2) 

(1)—N(1)—N(2)  111,8(2) C(3)—C(2)—C(7) 119,1(2) C(5)—C(6)—C(7)  121,0(2) 

C(8)—N(2)—N(1)  114,0(2) C(3)—C(2)—N(3) 117,8(2) C(2)—C(7)—C(6)  119,5(2) 

C(1)—N(3)—C(2) 128,0(2) C(7)—C(2)—N(3) 123,1(2) N(2)—C(8)—C(9)  124,8(2) 

N(1)—C(1)—N(3)  126,1(2) C(2)—C(3)—C(4) 121,2(2) N(2)—C(8)—S(1)  113,3(2) 

N(1)—C(1)—S(1) 113,4(2) C(3)—C(4)—C(5) 120,1(2) C(9)—C(8)—S(1)  121,9(2) 

.  I , c -

a o a A( (2)— (7)) a -

B(S(1)N(1)N(2) (1)C(8)) o  22,8 , a -

 0,004  0,008 Å .

 N(3)  C(9) ,

 0,008  0,001 Å . 

 S(1)— (8) (1,729(3)) 

 1,3,4-  [ 7 ] (1,741(3))  [ 8 ] (1,752(4))  0,013  0,023 Å -

. -

.

 I -

a,  N—H…N  C—H…N. 

 C(7)—

H(7)…N(1) ( . 2, . 3). , - - a , -

 X—H…Cg( - )  (H Cg < 3,0 Å,  < 30,0 ,

 —  HCg  [ 3 ]). ,  C(6)—

H(6)…Cg(A)  H(6) o A  2,83 Å,

 9,0 .

. 1.  I 

. 2.  I 
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I

d, Å
D—H A D—H H A D A

, .

D—H—A

N3—H1 N2 0,77 2,31 3,089 178 –1+x, y, z

C3—H3 N1 0,93 2,49 3,342 152 –1+x, y, z

C7—H7 N1 0,93 2,39 2,965 119 x, y, z

, ,  4- -

-

 4- , -

5- -N- -

1,3,4- -2- .

1. . . . –  : , 1987. – 2. – C. 528. 

2. Sheldrick G.M. SHELX-97. Program for the Refinement of Crystal Strusture. – University of Gottingen, Ger-

many, 1997. 

3. Spek A.L. // J. Appl. Crystallogr. – 2003. – 36. – P. 7.  

4. Bruno I.J., Cole J.C., Edginton P.R. et al. // Acta Crystallogr. B. – 2002. – 58. – P. 389. 

5. Allen F.H. // Acta Crystallogr. B. – 2002. – 58. – P. 380. 

6. Addison A.W., Rao J., Reedijk J. et al. // J. Chem. Soc. Dalton Trans. – 1984. – . 1349. 

7. Mrozeka A., Karolak-Wojciechowska J., Amielb P., Barbe J. // J. Mol. Struct. – 2000. – 524. – P. 159 – 167. 

8. Carvalho S.A., Lopes F.A.S., Salomaõ K. et al. // Bioorgan. & Med. Chem. – 2008. – 16. – P. 413 – 421. 


