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Fig 1 Structures of the extended mo kcuks
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Fig 2 IV characteristics of threem olecular devices (A) and logarithm plot of resistance

vs number of phenyls( B)
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Theoretical Study on the E lectron T ransport ofO ligophenylene
DerivativesM olecular Devices

OUYANG ShengDe YI Yuan Png GENG Hua SHUAIZhiG ang’
(K ey Labomtory ofOrganic Solids Institute of Chen istry Ch inese Acadeny of S ciences B eijing 100080 Ch ina)

Abstract By applying the hyb rid density finctional theory coupled with G reen s finctionmethod we investi
gated the conjugation lengh dependence of he electon conductance by calcu latng the current voltage charae
teristics of the molecular unctions canposed of benzene derivatives At bw bias we found a perfect exponen
tial decay fom w ith an exponent0. 47 for he system.
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