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3D-QSAR study on the toxicities of phenol derivatives to Vibrio-ginghaiensis sp.-Q67
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Abstract, The inhibition toxicities of 16 phenol derivatives to Vibrio-ginghaiensis sp.-Q67 were determined. A systematic study of three-dimensional quantitative
structure activity relationship (3D-QSAR) on these compounds with respect to their fungicidal activities against Vibrio-ginghaiensis sp.-Q67 was conducted through
comparative molecular field analysis (CoMFA) and comparative molecular similarity index analysis (CoMSIA). The coefficients of cross-validation Q2 and non cross-
validation R? for COMFA model were 0.703 and 0.983, respectively, for COMSIA model were 0.588 and 0.946; and F for COMFA and CoMSIA models were 178.635 and
52.074, respectively. The results indicated that the two models had strong stability and good predictability. The 3D contour maps suggested that the H-bonding donor
and H-bonding acceptor factors have greater impact on toxicity function, followed by the electrostatic and hydrophobic factors.
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