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Abstract: The electronic transport properties of a conjugated molecule ( 2-amino-5 nitro-1, 4 diethyny‘ﬁf'benzenethi'
ok benzene) sandwiched between two electron reservoirs are investigated by the elastic scattering Green’ s function theory.
The density functional theory is used to obtain the electronic structure of the systems. The coupling constant between the
molecule and gold surface is determined by the frontier molecular orbital theory and perturbation theory. The numerical

simulation will be helpful for design of molecular electronic device.
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