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We explored calculation methods to predict the ionization potential of organic semiconductors
(OSC), which is an index for the hole injection performance from electrodes to OSC. As for small
molecule OSC, higher correlation coefficient between experimental and DFT-calculated ionization
potential is obtained with the model extracting 1st- and 2nd-neighbor molecules from
experimental crystal structures than with the one molecule model. As for polymer OSC, the
correlation is good if the carbon atoms in alkyl side chains are fixed on the plane of heterocycles

for thiophene-type polymers.

The 5-stacking-molecules model slightly improves the correlation.
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