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The lanthanide complexes are actively investigated because some of them show single-
molecule magnet (SMM) behavior. In addition, the single-ion magnets with organic radical
ligand have also been reported. We have discussed how orbital interactions between the 2p
orbitals of ligands and the 4f orbitals of lanthanide (Ln) ion affect the magnetic anisotropy in
SMM behavior. However, the relationship between 4f of Ln and radical in ligand is still unclear.
Therefore, in this study, we investigate the effect of interaction between 4f and 2p radical on
SMM property using quantum chemical calculations.
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Fig. 1 The Ln-NO radical complexes
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