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Supporting Information

Table 1. CCSD(T)//ATZ IP, EA and FG evaluated employing ∆SCF approach 
(30 compounds).



Table 2. LC-ωPBE//ATZ IP, EA and FG evaluated employing ∆SCF approach with default range separation parameter (ω=0.40 bohr-1). (30 compounds).




Table 3. Tuned IP, EA evaluated employing ∆SCF approach using eq. 3 with LC-ωPBE//ATZ (30 compounds).




Table 4. Tuned EA, evaluated employing ∆SCF approach using eq. 4 with LC-ωPBE//ATZ (26 compounds).


Table 5. Tuned IP, EA, FG employing ∆SCF approach using eq. 5 with LC-ωPBE//ATZ (30 compounds).




Table 6. LC-ωPBE//ADZ IP, EA and FG evaluated employing ∆SCF approach with default range separation parameter (ω=0.40 bohr-1). (30 compounds).



Table 7. Tuned IP, EA, FG employing ∆SCF approach using eq. 5 with LC-ωPBE//ADZ (30 compounds).



Table 8. HOMO, LUMO Energies and their gaps using default range separation parameter (0.40 bohr-1) employing LC-ωPBE//ATZ. (30 compounds).




Table 9.  HOMO, LUMO Energies and their gaps tuned using eq. 5 employing LC-ωPBE//ATZ. (30 compounds).




Table 10. Negative LUMO energies at various range separation parameters (0.20, 0.30, 0.40, 0.50, 0.60 bohr-1) with LC-ωPBE//ATZ. (30 compounds).



Table 11. Default and tuned (ω) based on eq. 5 IP, EA and FG (∆SCF) of LC-BLYP//ATZ. (30 compounds).


Table 12. Default and tuned (ω) based on eq. 5 IP, EA and FG (∆SCF) of ωB97XD//ATZ. (30 compounds).
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