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Study on the oral LDso prediction model of aromatic chemicals in rats
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Abstract: Objective To establish the LDsg prediction system by the study of the Quantitive Structure-Activity Relationships
(QSAR) between the molecular stucture of amatic chemicals and the oral 1Dsg of rats. Methods The stepwise regression statistical
methods was used to obtain the QSAR between the electronic; themodynamic, three dimension charactenistic descriptors of 91 kinds of
aromatic chemicals and their oral LDso of rat, to establish LDsoprediction model; the prediction accuracy was also discussed in the
paper. Results The prediction accuracy of this prediction model for extremely toxic very toxic and practically nontoxic chemicals is
100%, 80% and 61. 5% respectivelys and for slightly toxic chemicals is welatively lower 24. 6%. The correlation coefficient between
LDsopredicted value and experimental value is 0. 65 (P<Z 0. 05). Conclusion The computer toxic prediction system is an effective
assistant method on chemicals security evaluation.
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