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Study of the electronic structure Di-thiol benzene coupled to M(M= Au,P and Hg)
via thiolate bonds

Pordel,Azam; Shahtahmasebi, Nasser?;,Benam,Mohammadreza®;Shirzad, Tayebeh1

! Department of Physics, University of payam noor,mashhad
2 Department of Physics, ferdosi University

Abstract

One of the most important problems in molecular electronics is to understand the contact resistance of the
molecular coupling to the electrodes.One of the most common methods to attach molecules to external
electrodes is to use thiolate bonds The method is based on density functional theory (DFT). we use the siesta
program package .we calculate energy gap in deferent cases,.decrease the gap energy show condantance
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