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Research on the QSRR of Flavoring Compounds of
Chardonnay Dry White Grape Wine

DU Xi-hua, CHEN Yan and GAO Shu-yun
(School of Chemistory and Chemical Engineering , Xuzhou Engineering College, Xuzhou, Jiangsu 221008, China)

Abstract : The retention properties of the flavoring compounds of Chardonnay dry white grape wine (Chardonnay produced in Helan Mountain)
were studied. Based on the molecular topological thoery,we calculated atomic characteristic value by the technique of molecule graphics to ac-
quire amended connectivity index ™X,and then we calculated electrotopological state index by the sequence. Quantitative structure-retention rela-
tionships (QSRR )model for predicting retention time (tz)of the flavoring compounds of dry white grape wine was finally obtained based on mul-
tiple regression , the regression equations were proposed and the correlation coefficient was 0.974. The results showed that QSRR model had good
stability and predictability.

Key words : dry white grape wine; flavoring compounds; quantitative structure-retention relationship (QSRR); connectivity index ; Chardonnay; re-
tention time
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1 0.972 9 0. 975 17 0.974 25  0.973
2 0.972 10 0.974 18 0.974 26 0.973
3 0.974 11 0.979 19 0.975 27 0.973
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