AL 1999 19 (3): 304-308 ISSN: 0567-7351 CN: 31-1320/06

I 5 2 I 74k 9 B R
o

e W 2 SRR % R

MR H ST B R A B

BB AR AT M IO A IR S A R A 4T RO AR B P A,

RIET PR T4 5 LGRS 1 7 7

SEPRBETRTE . 1207 HLHOR S SR AL B TRV 51— 2 B0 T 40 o P O

S T HEEZ D03 M (H 28), LT HEA SRR 2 B SRRV RO 10 X1 65BFIEe 9157 4 ),
BT 4 S0 1, 915 50,2459 3 — S AMIERT I 0 ST ANIAEL. T8 0 B AT O
UTENEIN LS

KB AHPEARCR  (LEE LD
BN

K5 0621

WIS pike BN vk ZERIUTERGE  ARbHEEE EETGN T

A new method for predicting the densities of alkanes from the information of molecular
structure: Group bond contribution method

Wang Kegiang

Abstract Based on the characteristics of molecular structure, dyeing matrixes and adjacent matrixes are used to
characterize molecular structure, and a new method, the group bond contribution method, is proposed to predict the
densities of alkanes from the information of molecular structure. The calculated results show that the predicted values of
densities are in good agreement with the experimental data, the mean deviation is 0.245% for 658 kinds of alkanes. The
new method has an advantage over the group contribution method and chemical bond contribution method, which are
widely used at present.
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