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Figure 2. a) Representative resonance structures and b) HOMO and LUMO of pyrene. ¢) Structure and HOMO

and LUMO of biphenyl. HOMO and LUMO of d) tetra-2,7-pyrene, €) [4]CPY, and f) [8]CPP. Orbital energies
calculated at the B3LYP/6-31G™* level of theory are shown within parentheses
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