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A new group contribution method for calculating the boiling point of alkane
Wang Kegiang,Wang Jie

Abstract Based on characteristics and connectivity of groupsin molecules, the group bonds can be applied to describe
the molecular structure. The group bonds contained information of group property and connectivity in molecules. Group
bonds, obtained directly from molecular structure, can be used to calculate properties of the molecules. A new method,
the group contribution method, was devel oped to calculate the boiling points of alkanes based on the molecular structures.
The calculated results showed that the cal culated boiling points of alkanes were in good agreement with the experimental
data, with a mean relative deviation of 0.46% for 753 alkanes (C2~C100). The group bond contribution method had
advantages over the group contribution method and chemical bond contribution method.
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