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The correlation between intermolecular interactions and transition behaviors in anionic spin
crossover iron(Ill) complexes ('Graduate School of Science, Kobe University, *Research
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Kazuyuki Takahashi*

We reported that anionic iron(III) complexes with halogen-substituted ligands 1-F, 1-Cl, and
1-Br exhibit spin crossover (SCO) . In this study, we report the crystal structures and properties
of a new polymorph B-1-Br and an iodine-substituted complex 1-I. Crystal structure analysis
and magnetic susceptibility measurements revealed that 3-1-Br is isostructural to 1-F and 1-
Cl and exhibits SCO with rotational motion of cations and ligands. On the other hand, 1-I
showed an incomplete SCO. The topological analysis of electron density distributions revealed
the presence of X---X halogen bonds, C-H---X, C-H---N, C-H---O hydrogen bonds, and C-
H---m interactions, which are suggested to be responsible for the cooperative SCO transition in
B-1-Br °.
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