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Relationship between #13C NMR chemical shifts of alkanes and ionicity index and
polarizability effect index

Nie Changming,Li Zhonghai,Wen Songnian

Ctr-South Forestry Coll.Zhuzhou(412006)

Abstract The atomic ionicity index in a molecule has been defined and the model of 213C NMR chemical shifts of
akanes has been studied with the atomic ionicity index (INI), polarizability effect index (PEI) and the structural
information parameters N*i~H(i=afY). The results indicate that the *13C NMR chemical shifts of alkanes can be
described as follows: CS= 194.6156-37.7394(1N1)+98.6505(ZPEI)+27. 1630(INI/ZPEI)- 652.9106(XPEI/INI)+0.7735N"
a~H+2.2468NB~H- 0. 1742N"y~H. The chemical shifts of 304 carbon atoms are predicted with the standard error being
only 0.98605 and the average absolute error 0.77 8. The calculated values are well consistent with the observed ones.
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