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Contribution of intermolecular interactions to spin crossover transition behaviors of
isostructural Fe(Ill) complexes by means of computational analysis of intermolecular
interaction energies (' Graduate School of Science, Kobe University, “Research Facility Center
for Science and Technology, Kobe University, *Molecular Photoscience Research Center, Kobe
University) OKazuyuki Takahashi,' Ryosuke Azuma,' Takahiro Sakurai,” Hitoshi Ohta’

The control of phase transition behaviors is important from a point of view of both
fundamentals and applications. We reported that the spin crossover (SCO) transition enthalpies
of neutral heteroleptic Fe(Ill) complexes were affected by not only the nearest-neighbor
interactions but also the next-nearest-neighbor interactions. To clarify the effect of electrostatic
interaction on the SCO transition behaviors, we investigate the structures and properties of new
isostructural Fe(IlI) SCO complexes with various octahedral anions. Intermolecular interaction
energies are computed using the temperature-dependent crystal structures of isostructural
Fe(Ill) SCO complexes. The comparison of the temperature dependence of intermolecular
interaction energies between isostructural complexes reveals that electrostatic interaction can
give no significant effect on the SCO transition.
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Fig. 1 The ymT vs. T products of the Fe complexes
1) A. Miyawaki, K. Takahashi et al., Inorg. Chem. 2020, 59, 12295.
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