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Electronic structures and UV spectra for the additive products HC60[CH2C(CH3)=CH2]
TENG QIWEN,SHANG ZHENFENG,WU SHI

Abstract The structures and UV spectra of both of the isomers for the additive products HC60[CH2C(CH3)=CH2]
resulted from C60 and CH2=C(CH3)CH2 MgCl have been investigated by the series of INDO methods. It isillustrated
that the 1,2-additive product is of Cs symmetry and 1,4-additive product is of C1 symmetry, furthermore the total
energy of the 1,2-isomer islower than that of the 1,4-isomer thus the former is easier to obtain. The bond between CH2=
(CH3)CH2 and C60 in the product belongs to the polar covalent bond and the electronic transmmission from the former
to the latter has happened. Based on the optimised geometry, the UV spectra of both of the isomers have been cal cul ated
and are in agreement with the experimental results. Meanwhile the theoretical assignment for the electronic transition has
been performed and the red shift of the UV peaks has been rationalized.
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