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Theoretical study on structure and magnetic anisotropy of double-decker phthalocyanine
terbium (IIT) complexes using density functional theory method. ('Faculty of Engineering
Science, Osaka University,* Graduate School of Engineering Science, Osaka University, >QIOB,
Osaka University “RCSEC, Osaka University, *ICS-OTRI, Osaka University, °RSN-OTRI, Osaka
University) OXKoki Masuda,! Masahiro Tsuda,” Naoka Amamizu,” Yuta Hayashi,” Keisuke
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In recent years, single-molecule magnets such as lanthanide complexes have been actively
studied for application to high-density memories and quantum computers. The origin of single
molecule magnets is usually a magnetic anisotropy of the metal ion. The relationship between
molecular orbital of the complex and magnetic anisotropy, however, has not been elucidated
well. In this study, we focused on a double-decker terbium(l11) phthalocyaninato complex. )
In this complex, we examined the relationship by calculating its electronic structure and
magnetic anisotropy parameter (D) using the density functional theory (DFT) calculations. We
also examined an effect of substitution groups (X) introduced to the phthalocyaninato ligands
on the relationship.
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