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Table 1 Coordinate Parameters and Thermal

Parameter for Non—Hydrogen Atoms

atom % y i B, atom X y z B

In 0.000 0.18346(4) 0.250 4982) |CA1)| —0218109)  03011(4) —0.0681(5) 8.13)
K1) | 0000 -0.1660(1) 0.250 5.97(7) |C(12)| -0.3667(7)  0.3536(5) —0.0435(5) 8.2(3)
K@) | —0.1567(2)  0.39078(9)  0.0653(1)  6.21(5) |C(21)| —0.3940(8) 0.4125(5) —0.0301(5) 8.7(3)
S(1) | —0.2586(2)  0.3248(1)  0.1821(1)  7.77(7) |C(22)| —0.3834(8) 0.4810(4)  0.0472(5) 17.8Q3)
S(2) | —0.3032(2)  0.0728(1)  0.1852(1)  7.25(7) |C(31)| —0.3394(7)  0.4940(5)  0.1082(5)  7.8(3)
SB) | 0.1787(2)  0.1478(1)  0.0607(1)  8.16(8) |C(32)| —0.1792(8)  0.5139(5)  0.1615(5)  8.0(3)
C(1) | —0.1720(6)  0.2798(4)  0.2044(4)  5.1(2) |C(41)| —0.0633(8)  0.5051(4)  0.1599(5) 7.0(3)
CQ) | —0.1947(7)  0.1025(3)  020424)  S6(2) |C(42)| 00628(7)  0.4325(4)  0.1676(5) 7.2(3)
C@) | 0.1170(6)  0.1661(4)  0.1208(4)  5.5(2) (C(51)| 0.0706(8)  0.3706(5)  0.1601(5) -7.4(3)
N(1) | —0.1101(5)  0.2482(3)  0.21994)  6.1(2) |C(52)| 0.0540(8)  0.2995(4)  0.0849(5) 7.8(3)
N(2) | —0.1150(6)  0.1227(3)  0.2177(4)  7.4(2) |C(61)| 0.0341(8)  0.2915(5)  0.0180(5) 8.5(3)
NG) | 0072i(6)  0.1796(4)  0.1621(3)  6.8(1). |C(62)| ~0.1005(3)  0.2996(5)  —0.0605(5) 8.9(?)
O() | —0.2552(5)  0.3498(3) —0.0404(3) 6.9(2) |C(71)| 0.054(1)  —0.3085(5) 0.2687(8) 16.8(6)
0Q2) | ~0.3573(5)  0.4263(3)  0.0300(3)  6.8(2) |[C(72)| 0.1496(9) —0.2563(6)  0.3456(6) 11.7(4)
O@3) | —0.2267(5)  0.4937(3)  0.1058(3)  6.6(2) |C(81)| 0.132(1)  —0.2096(7)  0.3875(5) 12.7(4)
O(4) | —0.0449(5)  0.4474(3)  0.1588(3)  7.2(2) (C(82) 6.120(1) —0.1098(6)  0.3896(6) 12.9(4)
O(5) | 0.0471(5)  0.3580(3)  0.09773)  6.82) |COl)| 0.133(1)  —0.0629(7)  0.3469(7) 14.3(5)
O®6) | —0.0742(5)  0.3005(3)  0.00403)  7.4(2) |C(92)| 0.649(1)  —0.0167(4)  0.2688(7) 12.1(5)
o 0.0528(6) -0.26243)  0.3075(4)  10.6(2) | O | —0.0944(8) 04473(4) —0.0344(4) 13.4(3)
O@®) | 0.1365(5) —0.1604(4) 0.3539(3)  100() | O’ | —0.136(1)  0.5522(5) —0.0088(6) 17.6(4)

O(%) | 0.0435(6) —0.0635(3)  0.3089(4) 9.6(2)
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Table 2 Bond Lengths(A)and Angles( °)

atoms A . atems A atoms A atoms A

In—N(1) 2.197(3) K(1)-0(8) 2.827(3) K(2)-0(3) 2.818(3) K(2)-0O 2.734(5)

In—-N(2) 2.185(4) K(1)-0(9) 2.859(4) K(2)-0(4) 2.821(3) Q-0 ’ 2.675(8)

In—-N(3) 2.177(4) K(2)~-0(1) 2.790(3) K(2-0(5) | 2.788(3)

K(1)-0(7) 2.740(4) K(2)-0{2) 2.785(3) K(2)-0(6) 2.807(3)




H4a 18~58E~6 A B R ARG WM - F IF 551 111
atoms ) atoms ) atoms ) atoms - )
N()-In-N(1) | 883(2) | NQ@-In-N@2) | 94.72) | CQ21)-0(2)-C(22) 114.4(4) | C(61)-0(6)-C(62) | 113.6(4)
N(I)-In—2) | 88.5(1) | N@)-In-N@3) | 88.9(2) | CB31)-O(3)-C(32) | 112.8(4) | C(T1)-O(N-C(72) | 113.5(6)
N()-In-N@3) | 92.9(1) | N@-In-N(3) | 87.7(2) | C(41)-O(4)~C(42) | 113.3(4) | C(81)~O(8)~C(82) | 114.1(5)
N(1)-In=N@3) | 90.7(1) | CON—~1)-C(12) | 111.0(4) | C(51)-O(5)-C(52) | 112.5(3) | CO1)-O(9)~(92) | 108.0(6)
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Fig.2. Molecular packing in a cell

Fig.3 Numbers of atoms in crown rings and

hydrogen bonds in the complex molecule
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MOLECULAR AND CRYSTAL STRUCTURE OF
18—CROWN-6 POTASSIUM WITH INDIUM(I)
THIOCYANATES COMPLEX
Zhan Shoutang Fan Yuepeng Wang Xiuwen - Zhang Wenxing

(Department of Chemistry,-Shandong University, Jinan) _
The title crystal belongs to monoclinic system, space group is C2/ ¢ with a=12.758(2),
b=24.360(6), c=22026(3)A, $=92.13(1) ° , Z=4. The structurc was determined by heavy—
atom techniques and AF syntheses, and then refined by full-matrix least—squares method. The
final vaiue of R is 0.046.
The indium(Ifl ) ion coordinates with six iso—thiocyanates to form an octahedral complex
anion. Each of three potassium ions in a complex molecule coordinates with its crown molecule
to form an 1: 1 complex cation. Only two of them contain a coordinate water molecule,

respectively, which combinates own crystal water through hydrogen bond.

Keywords: crown complex indium(1ll ) complex crystal structure



