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Method of preparing mixed crystal in metal phthalocyanines with strong pai-d
Interaction, and development of a new magnetic material

Sumimoto, Michinori
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We evaluated the possibility that LiPc forms mixed crystal structure with
other MPc. In the case of CuPc and FePc, X- and B -type model dimers of mixed crystal structures
were stability obtained by theoretical calculation. There was not the interaction between unpaired
electrons in the model dimer of mixed crystal structures in LiPc and CuPc. However, there was the Tt
-d electron interaction between unpaired electrons in the model dimer of mixed crystal structures in

LiPc and FePc. In the absorption spectra of the model dimer of mixed crystal structure in LiPc and
FePc calculated by TDDFT method, an absorption band not appearing in a pure crystal system was
observed at 1.0 eV or less. When the designed mixed crystal was synthesized, a mixed crystal film of

X—tzpe structure between LiPc and CuPc was produced. These observed spectra were similar to those
by theoretical calculation.
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