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Figure 1. DFT optimized structures of FePc, FePc(Py),
FePc(Py),, FePc(CN "), and FePc(CN ),.
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Figure 2. Several molecular orbitals near the HOMO and

LUMO of FePc. The orbital symmetries are labeled under

the D4, symmetry.
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Figure 3. Excited state of FePc obtained by the

TDDFT method. The circles and crosses show

the symmetry allowed and forbidden states,

respectively.
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