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Theoretical Study on the Tautomerism Isomers of Ng Hy

SUN Li

( Chongqging Engeering Technology Research Center for Development Information Management ,

Chongqing Technology and Business University , Chongqing 400067 , China)

Abstract; The open-loop isomers of ring-NgHg have been optimized by a density function B3LYP method at 6-
311 ++ G # = level, the configuration of some ring isomers generated after the open-loop is not assumed as each N
atom is connected with one H atom of eight nitrogen straight-chain configuration,but generates two or three different
substances. Some ring isomers can be translated into higher stable chain isomers, the translation between these
isomers is different based on their activation energy, among which the activation energy of hexatomic ring NgHg and
its chain isomer NgHy is higher and the isomerization between them is more difficiult but the activation energy of
four-membered-ring-NgH; and its chain-NgHj is lower, the isomerization between them is easier.

Key words: hydronitrogen compound; density functional theory( DFT) ; relative stability; transition state
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