AL~ 2003 23 (6): 604-608 ISSN: 0567-7351 CN: 31-1320/06

¥ 3h fig
ARSI B I A i BRI T S TR AIAF R
TR AT 1Dk >4k 0, E 81K ¥ Supporting info
BB AL » PDF(OKB)
F[HTML 4= 3] (0KB)

WRHE BRI WEREMEN %% HH P
W AR EASH RN AR AANE)E S, xR RNE T EY kg, == "
WEME=T7 AR, FIREENR3, WEZESH: a=b=1. 3583(4)mn, c=2. 1147(8)am, v=3. 3790(19)nm-~3, i 55 55 B it
Z=6, p(Moka)=16. 1lcm~-1, r(000): 1572, R_1=0. 0755; Sn-CEEK/3%)40. 2148(13)F10. 220(2)nm, P EASCHEREZA IR

Sn-C1 ##40. 2528(15)10. 2477(13)Bill. FHtv it 515 7 T HE A5 Se s 7 ) e 24 Y F TR 4
A, JEX LA AT B AL WS TT B, SR B IIARGETE . 2 THUERER ey —
T 1 HRART A e R LA B SR BT ) T B B AL RS A b DO GITE B
KEtul AN EY  aikaity WL RUENE 2 THUE » SR
rI5 0641 » Email Alert

¥ 3 Rt

Study on Synthesis, Crystal Structure and Quantum Chemistry of the Tri(o-chlorobenzyl)tin  |F JI%L 5 H
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Abstract Abstract The re-butyl alcohol solution of o-chlorobenzyl chloride and Sn was heated to reflux for 5 h to yield -
the tri-(o-chlorobenzyl) tin chloride. The crystal and molecular structures of the compounds were determined by X-ray - @
diffraction study. The crystal istrigonal system, space group R-3 with a=b = 1.3583(4) ran, ¢ =2.1147(8) ran, V = - JBGA
3.3790(19) ran~3, Z = 6, p(Mo Ko) = 16.11 cm~(-1), F(OOO0) = 1572, R_1=0.0755. The bond lengths of Sn- C1 are - Hyk=

0.2148 and 0.220 nm, respectively. The bond lengths of Sn-Cl are 0.2528 and 0.2477 ran, respectively. Thetinatomhasa - i
distorted tetrahedral geometry. The study on tide compound has been performed with ah irutio cal culation by means of - Fel
G98W package and taking LanL2DZ basis set. The stabilities of the compound, some frontier molecular orbital energies, e

the populations of the atomic net charges in the molecule and the molecule characteristics of some frontier molecular
orbitals have been discussed.
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