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EHMO calculation on electronic structure of dehydrobenzaldoxime dimer
SUN YUEMING,WEI XUDONG,HU HONGWEN,JJANG YUANSHENG

Abstract The electronic structure of dehydrobenzaldoxime dimer was cal culated using EHMO method. The optimization
calculations of the structure showed that the N-N bond is 0.163nm. The molecular orbital and bonding character were
discussed. In comparison with benzal dazine, the bond order is only 0.4842, N-N bond in dehydrobenzaldoxime dimer is
weakened obviously. The results offered a satisfactory explaintion for some experimental phenomena and were helpful to
further studies of synthesis.
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