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Abstract: This paper studied the effects of the number of chlotines in disinfection by-products «DBPs )un their
molecular descnptors.including LogPlowest malecular orbital eoergy (LUMO ), hughest molecular orhital ener-
gy HOMO) ,JHOMO-LUMO{ AR Yand dipole mnoment. The results showed that different classification of organic
compounds had diffetent effects on different molecular descriptars. The orders of correlation hetween number nf
chlurioes and molecular descriprurs are as fallows ; LogP =>LUMO>>HOMO > AE>dipele moment.
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