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[ Abstract] The electronic structures and absorption spectra for mixed crystal of three model
dimers (X, a and B-type) using lithium phthalocyanine (LiPc), iron phthalocyanine (FePc) and
the others were investigated by the DFT calculation. The difference in the SOMO-SOMO
overlap is important in estimating the possibility of molecular design of mixed crystal
structure. In the X-type model dimer using LiPc and FePc, intermolecular interaction between
n-orbital (SOMO) of LiPc and d-orbital (SOMO) of FePc was confirmed. In the B-type model
dimer using LiPc and FePc, the SOMOs overlap poorly with each other due to the tilt angle.
We have attempted the film-forming method by co-evaporation for the X-type model dimer.
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Figure 3. Optimized geometry of B-LiFe dimer.
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