
Abstract Submitted
for the MAR06 Meeting of

The American Physical Society

Structural and electronic properties of a bucky-ferrocene
molecule from first-principles1 JINWOO JEONG, YOUNG-GUI YOON,
Chung-Ang University — Bucky-ferrocene molecules have been synthesized from
fullerene and ferrocene molecules. The molecules have features of both components.
We performed first-principles electronic structure calculations of a bucky-ferrocene
based on C60 fullerene and ferrocene molecules in a supercell geometry. We got
local minimum structures with geometry optimization from different initial configu-
rations. Orientation of methyl groups and pentacene leads to states in small energy
range. Possible device applications of the molecule are discussed.

1This work was supported by the Korea Research Foundation Grant funded by the
Korean Government(MOEHRD) (KRF-2005-070-C00041) in which main calcula-
tions were performed by using the supercomputing resource of KISTI.
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