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Assignment and Configuration Preference of a Fac-isomer in the [Co (pema)(amp)CI]~(2+)
System

Zhu Qianjiang, Tao Zhu,Zhang Jianxin,Zhang Guangyi,Luo Xugiang$DZhou Zhongyuan$DZhou Xiangge

Department of Basic Courses, Guizhou University;Institute of Applied Chemistry, Guizhou University;Key Laboratory

of Chemistry for Natural Products of Guizhou Province$DChengdu I nstitute of Organic Chemistry, Chinese Academy of
Sciences

Abstract Only one fac isomer was synthesized in the [Co(pema) (amp) Cl]2+ system (pema= yV-pyridin-2-ylmethyl-
ethane-1,2-diamine, amp = 2- aminomethylpyridine). Thisisomer was assigned by using 2D NMR technique and single
crystal X-ray diffraction analysis. The results show that C-H...x interaction exists in the title isomer. A computational
result of RHF/LANL2DZ optimized structure and total energy shows that the isomerswith C H...x structure have lower
total energy, and that stability and isomeric preference of isomer are related to the C H...x interaction in the isomer.
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