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We describe two topics about the 1D-band calculations of conducting polymers using the TSUBAME system.
1) For 19 conducting polymers, the 1/n—extrapolated HOMO energy is closer to the valence band top energy
than the exp—extrapolated one. The M06-2X is the best to reproduce the tendency of experimental ionization
potentials among five density functionals. 2) The reason for the change in the experimental conductivity of

P3HT by the interaction with water, oxygen, or nitrogen is attributed to the hole doping from those molecules.
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