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Ionization Potentials and Excitation Energy

•Blue Line: Represents the ionization potential, indicating the energy required to remove an electron from the structure. This

value was obtained by the difference between the energies of the neutral and cationic structures.

•Orange Line: Represents the excitation energy, considering the first singlet excited state. This calculation was performed using

TD-DFT (Time-Dependent Density Functional Theory) for excited states.
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