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Study on QSRR for Sulfide in FCC Gasoline Using Molecular Electronegativity-Distance Vector
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Abstract Molecular electronegativity distance vector (MEDV) based on topological structure was used to establish
multiple linear regression (MLR) model and back propagation (BP) neural network model about gas chromatographic
retention index value of 48 kinds of sulfides in fluid catalytic cracking (FCC) gasoline on the PONA columns. Furthermore,
these models were compared. The results showed that MEDV could well distinguish different types of sulfides and sulfide

isomers in FCC gasoline, so MLR model and BP neural network model with quantitative structure-retention relationship

had strong stability and good predictive ability. But the predictive ability of BP model was superior to MLR’ s.
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