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Study on relativity between aerobic biodegradability and chemical
structure of heterocyclic compounds

He Miao, Zhang Xiaojian, Qu Fuping and Gu Xiasheng

Department of Environmental Engineering. Tsinghua University , Beijing 100084

Abstract—T he quantitative and qualitative analysis were conducted on relativity between aerobic
biodegradability and chemical structure of heterocyclic compounds by applying organics quantita—
tive structure-activity relativity (QSAR). It shows the regularity on biodegradability of mono het-
erocyclic compounds, bi-heterocyclic compounds and tri-heterocyclic compounds condensed with
benzene ring, included the main factors to influence biodegradability and quantitative relation be-
tween the biodegradation rate costant of heterocyclic compounds K, and the two important param—
eters=X " and Eunovowhich are the molecule connectivity index ‘X" and the frontier highest occu—
pied molecular orbital energy Eunono.
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