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Estimation of partition coefficient for the multiring hydrocarbon
using the quasi-length of carbon chain

Cao Chenzhong and Li Zhiliang

Department of Chemistry and Chemical Engineering Hunan University, Changsha 410082

Abstract— The molecular polarizability index and quasidength of carbon chain have been calculat-
ed for the multiring hydrocarbon basing on the polirizability effect indes (PEI) theory. It was dis-
covered that there was a good lineality relation between quasi-dength of carbon chain (N ") and the
logarithm of partition coefficient in n-octyl alcohol and water (log Kow) for the multiring hydro-
(:‘dl‘])(}n an(] I}][f |'[flati[)n.‘ihip can ]](f (fxpl‘(:ﬁﬁ(:d as f[]"(}\'\'—f‘i: ][]gK()\'\'—= 0- 544l+ O. 3?6?N’ n= 32 R=
0. 9804 s= 0. 2214. The logKow values estimated and predicted by the expression a good agree-
ment with the values measured and estimated by Leo’s method more over the quasiength of car—
bon chain (N') can be calculated directly from the molecular structure and it does not require any
correct factor of molecular structure for the calculation of N'.

Key words: multiring hydrocarbon quasidength of carbon chain, coefficient, estimation



