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Abstract: IIt is key that how to convert numerical value from molecular structure and to build good model in quantitative structure-
property/ activity relationship ( QSPR/QSAR) study. The constructing of QSAR/QSPR prediction model of good compatibility and prac-
tical application is our ultimate objective. In the present research, we focus on a set of 148 compounds (mainly collected from three
different volatile oils) to construct predicting models between their structures and normal boiling points by PCR, PLS or GA through to-
pological indices. It showed that the PLS model is the best one in training and prediction. Its training regulations average correlation
coefficient is 0. 996, the average training deviation is 7. 05. The average testing correlation coefficient is 0. 986 and the average testing
deviation is 12. 91.
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Fig.2 Results of variable selection (a) and regression
(b) by PLS cross validation.
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