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The calculations were carried out as reported earlier [1-4] in the Orca 4.0.1 software package using the DFT B3LYP, 6-311G * method. The calculations in a solvent
were carried out by the CPCMC solvation method [5].



Table S1. HOMO-LUMO distributions of 2,7-diazapyrenes in a gas phase

# Structure HOMO-1 HOMO LUMO LUMO+1 Eo-o0 Absorption bands
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Table S2. Dipole moments of 2,7-diazapyrenes in a gas phase

# | Structure Dipole moment, Debye
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Figure S1. HOMO-LUMO distributions of 2,7-diazapyrenes 1-5

Table S3. Structure optimization of 2,7-diazapyrenes in a gas phase
# Structure Optimization
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