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Abstract: The photophysical, photovoltaic, and charge transport
properties of porphyrins, expanded porphyrins, and phthalocyanines are
analyzed using density functional theory (DFT), time-dependent DFT, and
a combination of the Keldysh nonequilibrium Green′s function formalism
with DFT (DFT-NEGF). Various strategies in the molecular structure
design are evaluated, and their effects on these properties are
investigated.
