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Quantitative Structure — Retention Relationship of
Flavoring Compositions of Kiwi Fruit Wine

DU Xi-hua and CHEN Yan
(Chemistry & Chemical Engineering College, Xuzhou Engineering College, Xuzhou, Jiangsu 221008, China)

Abstract: The structure-activity relationship of flavoring compositions of kiwi fruit wine was studied. The connectivity index "L was obtained by
use of molecular graphics techniques based on molecular topological theory. Then the preferential conformation of 41 kinds of flavoring
compositions were obtained by AM1 method, and Kier index, E-State index and MEDV index were obtained by programs. Then based on
multiple regression, the retention time of flavoring compositions of kiwi fruit wine were obtained to make accurate estimate of the quantitative
structure-retention relationship and multiple regression equation was finally obtained (the coefficient was 0.947). The calculating results of the
retention time of the flavoring compositions of kiwi fruit wine showed that the calculated data were in good agreement with the experimental data.
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