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A quantum-chemical study on electronegativity of N3
LI YOAGFU,XIAO HEMING

Abstract Abinitio MINDO/3, MNDO an DV -Xa quantum chem. calcns. were used to study several mol. and ionic
azides and their corresponding chlorides. The electronegativities of mol. azides were smaller than those of the chlorides,

but larger than those of theionic azides. The localized and delocalized MO were caculated The differencesin
electronegativitiesin the ionic and nonionic azides were attributed to the difference and bonding types.
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