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Fig. 1 The Relationship between IgKow and C number in molecules of some otganic chemicals
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METHOD OF COMPUTING OCTANOL/WATER PARTITION
COEFFICIENTS OF ORGANIC CHEMICALS
—MOLECULAR FRAGMENT METHOD

Ye Changming Ler Zhifung Wang Hong Yan Wenhong Yan Hm
(Research Center for Eco-Environmenta! Sciences, Chinese Academy of Sciences, Beijing, 100085)

ABSTRACT
In this paper, the logarithmic values of octanol/water partition coefficient (IgKow) over 130
organic chemicals were calculated using molecular fragment method. The results showed that there
is a good agreement between the calculated and measured values, with an average absolute error
of only 0. 135. Some comments were pointed out in the application of this method.
Keywords; octanol/ water partition coefficient, molecular fragment method, organic

compounds.



