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Table 1 Nonhydrogen Fractional Atomic Coordinates ( x 10*) and Equivalent Isotropic Temperature Factors( x 10°nm?)
atom x ¥ z Ueq atom x y z Ueq
Sn(1) 2500 2500 2327(1) 47(1) N(1) 3256(2) -1397(4) 3402(3) 48(1)
S(1) 2706(1) 885(1) 3907(1) 55(1) S(2) 2798(1) -220(1) 1606(1) 57(1)
C(1) 2951(2) -359(4) 2991(3) 44(1) C(2) 3445(3) - 1535(6) 4578(4) 66(2)
C(3) 3912(3) -2647(7) 4544(5) 82(2) C(4) 3743(4) -3476(8) 3572(6) 92(2)
Cc(5) 3505(3) -2495(6) 2732(4) 60(1) C(6) 3421(2) 3009(6) 1747(5) 60(1)
Cc(7) 3925(2) 2241(5) 2299(4) 56(1) C(8) 4216(3) 1194(6) 1768(6) 76(2)
Cc(9) 4670(3) 448(7) 2323(8) 98(2) C(10) 4837(3) 781(9) 3371(8) 105(3)
C(11) 4558(3) 1824(9) 3914(7) 95(2) C(12) 4108(2) 2538(7) 3373(5) 70(1)
xR2 UEVNEERKIER
Table 2 Selected Bond Distances (nm) and Angles(°)
Sn(1)-S(1A) 0.25209(12) S(1)-C(6A) 0.2173(5) Sn(1)-5(2) 0.29083(13)
Sn(1)-5(1) 0.25209(12) S(1)-C(6) 0.2173(5) Sn(1)-S(24) 0.29083(13)
S(1)---S(2A) 0.2973 S(1)---S(1A) 0.3330 $(2)-C(1) 0.1697(4)
S(1A)-Sn(1)-S(1) 82.67(6) S(1A)-Sn(1)-S(24) 65.97(4) S(1)-Sn(1)-5(2) 65.97(4)
S(1A)-Sn(1)-S(2) 148. 57(4) S(1)-Sn(1)-S(24) 148.57(4) S(2)-Sn(1)-S(2A) 145. 45(5)
S(1)-C(1)-8(2) 120.0(3) N(1)-C(1)-5(2) 121.7(3) N(1)-C(1)-5(1) 118. 3(3)
C(1)-5(1)-Sn(1) 91.85(14) C(1)-5(2)-Sn(1) 80. 15(15) C(7)-C(6)-Sn(1) 114. 4(3)
C(1)-N(1)-C(5) 124. 4(4) S(1)-Sn(1)-C(6) 103. 05(15) $(2)-Sn(1)-C(6) 85.26(18)
S(1A)-Sn(1)-C(6A) 103. 05(5) S(2A)-Sn(1)-C(6) 83.85(16) S(2A)-5n(1)-C(6A) 85.26(18)
S(1A)-Sn(1)-C(6) 104. 72(19) $(2)-Sn(1)-C(6A) 83.85(16) C(6A)-Sn(1)-C(6) 142.7(3)
S(1)-Sn(1)-C(6A) 104.75(18)
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Fig. I Molecular structure of compound
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Fig. 2 Perspective view showing the one-dimensional 3---S

interactions network of compound
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Synthesis, Characterization and Crystal Structure of
Dibenzyltin Bis(dithiotetrahydropyrrolocarbamate)

YIN Han-Dong® WANG Chuan-Hua MA Chun-Lin ZHU De-Zhong
( Department of Chemistry, Liaocheng Teachers University, Liaocheng 252059)

Dibenzyltin bis(dithiotetrahydropyrrolocarbamate) was synthesized by the reaction of dibenzyltin dichloride
with dithiotetrahydropyrrolocarbamate. The compound was characterized by elemental analysis, 1R, 'H NMR and
MS. and the crystal structure was determined by X-ray single crystal diffraction. The crystal belongs to or-
thorhombic with space group Pccn, a=2.1665(6)nm, b=0.9932(3)nm, c¢=1.1979(3)nm, a =90° B=90°,
y=90° Z=2, V=2.5777(12) nm’, D.=1.529g * cm~>, u(MoKa) =1.330mm"', F(000) =1208, R =
0.0341, wR.=0.0627. In the crystals, the structures consist of discrete molecules in which the tin atom is

six-coordinate in a distorted octahedron configuration. CCDC: 179919,

Keywords: dibenzyltin dithiotetrahydropyrrolocarbamate synthesis crystal structure


http://www.cqvip.com

