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Three dimension quantitative structure toxicity relationship study of cytoxicitic phenolic analogues against Tetrahymena pyriformis”
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Abstract: Objective

To use the comparative molecular similarity indices analysis (CoMSIA) for constructing three dimension

quantitative structure-toxicity relationship (3D-QSTR) models of phenolic analogues with cytotoxicity against Tetrahymena pyri-

formis. Methods

The contribution of hydrophobic,electrostatic and steric property to 3D-QSTR models were analyzed comprehen-

sively. The optimized 3D-QSTR model was constructed by CoMSIA using electrostatic and hydrophobic properties for phenolic ana-

loguesResults

The model had good stability (Q* =0. 767) and predictive ability (+* =0. 933). Conclusion

The electrostatic and

hydrophobic counter maps from CoMSIA could guide the structural modification of phenolic analogues directly.

Key words: three dimension quantitative structure toxicity relationship; comparative molecular similarity indices analysis; phe-

nolic analogues
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