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investigated by first principles *
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Abstract
The electronic transport properties of a conjugated molecule 2-amino-5-nitro-1 4-diethyny-4’-benzenethiol-benzene sand-
wiched between two electron reservoirs were investigated by the elastic scattering Green’ s function theory. The density functional
theory was sued to obtain the electronic structure of the system.The coupling constant between the molecule and the gold surface
was determined by the frontier molecular orbital theory and perturbation theory. The numerical results displayed that the bonding
between the molecule and gold was mainly covalent-type and the corresponding molecular orbitals gave passages for charge trans-
fer When the bias is lower there is a gap of 0.8eV for current in the molecular wire. When increasing the bias the conductance

of the wire exhibits plateaus. The numerical simulation will be helpful for the design of molecular electronic device.
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