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Figure S1. Comparison of calculated HOMO (filled circles) and LUMO (open circles) positions 
of 20 proteinogenic amino acid molecules with respect to the vacuum level using the plane-wave 
PAW potential method by VASP and the localized Gaussian basis sets by Gaussian03 [1]. A 
small (6-31G*) and large converged (6-311++G**) Gaussian basis set are used in the 
comparison. The VASP results are in excellent agreement with those from the large 6-311++G** 
basis set.
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