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Correlativity of Quantification Structures and Gas
Chromatographic Retention Index of Esters

KOU Jian-ren ZHANG Sheng-wan and HU Yong-gang et al.
Chemistry and Chemical Engineering College of Shanxi University Taiyuan Shanxi 030006 China

Abstract A topological index ™Q and a orientating group parameter Sox and the gas chromatographic retention in-
dices RI of esters in liquor on two different stationary phases were studied. The results showed that there was a general
linear relationships between ™Q Sox and RI. The equation could be expressed as follows RI=d+a’Q-b'Q+cSox where a
b ¢ d as coefficients . The correlation coefficients were larger than 0.99 for esters. The performance of the model was test-
ed through cross-validation by the leave-one-out procedure LOO and satisfactory results were obtained Rcv were larger
than 0.98 . These models could better elucidate the change rules of the gas chromatographic retention indices for esters.
Besides It had been demonstrated that the quantitative structure retention relationship QSRR models had good stability
and predictability. Tran. by YUE Yang
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