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THE ESTIMATION METHOD FOR THE TOXICITY OF
CHLORINATED AROMATICS ON THE BASIS OF
* FRONTIER MOLECULAR ORBITAL ENERGY

Huang Qungguo Han Shuolac Wang Lansheng
(Department of Environmental Science and Engineering, Nanjing University, Nanjing, 210008)

ABSTRACTS
In this paper, an estimation method for the toxicity of organic compounds through frontier
molecular orbital energy is proposed basing on the liner free energy theoty. As a result of this
method, an equation is provided to predict the toxicity of chlorinated aromatics to photobacteria
phosphoreum.
Keywords; estimation method, molecular orbital energy, chlorinated aromatics.



