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Modified Variable Selection Based on Estimated Root Mean Squar e Statistic Sp for Studying
Toxicity of Persistent Organic Pollutants
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Abstract A modified variable selection based on the estimated root mean square statistic Sp (MV SSp), has been

developed. The molecular electronegativity distance vector (MEDV) based on 13 atom type (MEDV) and their quadratic
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terms were used to describe the molecular structures of polychlorinated dibenzofurans (PCDFs), polychlorinated
dibenzo-p-dioxins (PCDDs) and polychlorinated biphenyls (PCBs) isomers. With the choices of some appropriate
descriptors by MV SSp, several QSAR models, between the MEDV and the abilities of three types of persistent organic
pollutants (POPs) bound to the cytosolic aryl hydrocarbon receptor (AhR), the stimulating induction to aryl hydrocarbon
hydroxylase (AHH) and 7-ethoxyresorufin O-deethylase (EROD), were built. The qualities of those models are not worse
than those of literature. And then the relations between the experiment toxicities and the molecular structures were dis-
cussed. This study will help to provide auseful guideline for modeling and predicting the toxicity of POPs.
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