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 1

( 104) (Å2 103, U =1/3(U11+U22+U33),

H — U )

x y z U x y z U

Cu 0 0 0 23(1) N(3) 5514(3) 899(3) 2353(2) 41(1)

N(11) –1373(2) 3843(2) 1064(2) 22(1) O(1) 2416(2) –240(2) 1474(2) 26(1)

N(2) 3618(3) 1713(3) 268(2) 28(1) H(11) 1220(40) 2700(40) –850(30) 40(7)

O(13) –3087(2) 4410(2) 462(2) 34(1) H(12) 1900(30) 1270(30) –1420(30) 29(7)

N(1) 1719(3) 1645(3) –708(2) 24(1) H(21) 4320(40) 2360(30) 230(20) 18(6)

O(11) –1162(3) 2273(2) 1354(2) 40(1) H(31) 6490(40) 1550(40) 2230(30) 46(8)

O(12) 101(3) 4823(2) 1391(2) 36(1) H(32) 5580(50) 450(40) 3030(30) 45(9)

C(1) 3817(3) 773(3) 1380(2) 23(1)

 2

[Cu(SC)2](NO3)2

d, Å , . , .

Cu—O(11) 2,505(2) Cu—O(11) 2,505(2) N(3)—C(1)—N(2) 118,6(2)

Cu—O(1) 1,928(2) O(1)—Cu—N(1) 83,49(7) N(3)—C(1)—Cu 162,20(17)

Cu—N(1) 1,999(2) O(1)—Cu—O(11) 87,73(6) N(2)—C(1)—Cu 78,83(12)

N(1)—Cu—O(11) 93,66(8) C(1)—O(1)—Cu 112,71(13)

O(12)—N(11)—O(13) 120,49(18) O(1)—Cu—N(1) 83,49(7)

O(12)—N(11)—O(11) 119,95(17) O(1)—Cu—O(11) 87,73(6)

N(11)—O(12) 1,233(2) O(13)—N(11)—O(11) 119,55(17) N(1)—Cu—O(11) 93,66(8)

N(11)—O(13) 1,248(2) C(1)—N(2)—N(1) 116,94(19) O(12)—N(11)—O(13) 120,49(18)

N(11)—O(11) 1,249(2) C(1)—N(2)—Cu 72,77(12) O(12)—N(11)—O(11) 119,95(17)

N(2)—C(1) 1,334(3) N(2)—N(1)—Cu 106,32(13)

N(2)—N(1) 1,412(3) N(11)—O(11)—Cu 125,55(13)

C(1)—O(1) 1,260(3) O(1)—C(1)—N(3) 121,2(2)

C(1)—N(3) 1,316(3) O(1)—C(1)—N(2) 120,12(19)

 3

[Cu(SC)2](NO3)2

D—H…A d(D—H) d(H…A) d(D…A) DHA

N(1)—H(12)…O(12)#2 0,83(3) 2,41(3) 3,112(3) 142(2)

N(3)—H(32)…O(13)#3 0,77(3) 2,43(3) 3,099(3) 146(3)

N(2)—H(21)…O(13)#4 0,71(3) 2,34(3) 3,036(3) 171(2)

N(1)—H(11)…O(12)#1 0,88(3) 2,12(3) 3,005(3) 175(2)

N(1)—H(11)…O(13)#1 0,88(3) 2,55(3) 3,181(3) 129(2)

N(3)—H(31)…O(11)#4 0,87(3) 2,12(3) 2,936(3) 156(2)

#1 –x, –y+1, –z; #2 x, –y+1/2, z–1/2; #3 x+1, –y+1/2, z+1/2; #4 x+1, y, z.

wR2 = 0,0584 (I > 2 I), R1 = 0,0210, wR2 = 0,0586 ( Ihkl), GOOF = 1,034. . 1 -

, . 2  3 — , -

.
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