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First-principles study of electronic transport properties
of C,, F,, molecule”
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Abstract
Using first-principles density functional theory and non-equilibrium Green’ s function method, we investigated the
electronic transport properties of C,,F,) molecule. The calculation shows that the zero bias equilibrium conductance of
C,,F,, molecule is 0.385 G,. The I-V curve presents good linear characteristic. Under finite bias voltage the molecule

displays stable conductance characteristic, and could be made as one steadying resistance molecular device.

Keywords: C, F, molecule, electronic transport, molecular device

PACC: 7115A, 3450D, 7200

# Project supported by the National Natural Science Foundation of China ( Grant No. 10674114 ).

+ Corresponding author. E-mail ; yangchuanlu@ 263. net



