Chinese Journal of Chemistry 2006 24 (5): 637-641 |1SSN: 0567-7351 CN: 31-1320/06

Full Papers

1,3- T HURE-2- T Bk LR DR DR MR R R (5 . SRAE . MRS M Ko T A T B

Skih, W R, R, 4536, SCIR R

PHAE R0 2R, 14 42710069

Wk H B 2005-8-3 &[] H # 2006-1-10 W %R &4 H T #2 H A

W AT Pl R e b A, 3 - 2- TRk P LR R, B G R HT. MS. TH
NMR IR FLREAT T 3RAE, FFRAX-RTH IHENGE T &Sk diky . s TRgiin R, Shiep2

(Dfco Mt i PR 45 #4948 ] GaussianO3Fe - A AR U HEAT 1 i A0 2T 5, SREUCE 1k 22 % 72 iB3LYP/6 31
G ITERZEDIAT TILMaitt, XA RENE. s HuEAs Jm DL 57 i s 20 HEAT T8

REw 13- FIRE-2- Rk HE AR Ml ah ik i AR SR, R A ST

R

13- 7 FOE-2- TR TR AR . AR, SRS, PRI
ZHANG Jing, YANG Bing-Qin*, ZHU Hai-Yan, LI Tao, WEN Zhen-Yi
Department of Chemistry, Northwest University, Xi'an, Shaanxi 710069, China

Abstract A novel benzimidazole derivative, 1,3-dimethyl-2-ferrocenylmethyl benzimidazolium iodide (1) was

synthesized and characterized by elemental analysis, MS, IH NMR and IR spectra. Its crystal structure was determined
by X-ray single crystal diffraction, and the title compound bel ongs to monoclinic system with space group P2(1)/c.
According to the crystal structure, the quantum chemistry calculation was performed by Gaussian 03 program, and full
geometry optimizations of the title compound were carried out with DFT method at B3LY P/6-31G level. Its structure,
stability, frontier molecular orbital components and net charge distribution were discussed.
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