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We describe the analysis of electric conduction in polyalkylthiophene, which is a typical conductive polymer,

using the TSUBAME system.

The model system is a 3—hexylthiophene octamer or stacked two
3—hexylthiophene octamers sandwiched with two 1-dimensional Au electrodes.

The electric current in the

stacked model calculated with the non—equilibrium Green’s function program TranSIESTA under 0.3V bias
condition is about one—ninth of the one in the single chain model. The reason for the decrease in electric
current is the inter-molecular conduction, which is not included in the latter.
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