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EHMO crystal orbital studies on superconductivity of doped C60
CAO YANG,FENG JANWEN,TENG YOUXI,CHEN WENJAN,CHEN LIANGJIN

Abstract The three dimensional EHMO crystal orbital culculations on the crystallines C60, K3C60, K6C60, Rb3C60,
Rb6C60, RbCs2C60, Rb2CsC60, KRb2C60, K2RbC60, K2CsC60, Na2CsC60, Li2CsC60, Na2RbC60, Na2K C60 were
reported. The calculation results include the band structures, density of states, net charge of both atoms and orbitals,
crystal orbital vectors, various overlap populations between different atoms and different orbitals within or outside unit
cells and various projected density of states. All these useful informations could not only explain the superconductivity
of A3C60 (arepresents akalimetal), but also show explicitly the insulating character of both undoped C60 and full doped
C60.
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