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Table I. TDFI-TI absorption energies of the BUR and BUY N-mers (eV).2

Monomer Dimer Trimer Tetramer Pentamer  Hexamer Exp.
BUR 2.56 2.37 (2.55°) 2.29 2.25 2.23 2.23 (2.239 2.18
BUY 2.68 2.65 (2.67b) 2.62 2.61 2.61 2.61 (2.62° 2.56

¥ SAC-CI data are employed. ° 2-state model result. © Absorption energy calculated in crystal.
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