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Theoretical studies on electronic properties and magnetic interactions in trinuclear Mn complex
(Mn(IV)3,Mn(IV):Mn(I1I)) by CAS-base methods (' Graduate School of Science, Osaka Univ.;
*RIKEN R-CCS; *University of Tsukuba) O Takashi Kawakami'?, Masato Torii', Koichi
Miyagawa®’, Shusuke Yamanaka', Mitsutaka Okumura', Takahito Nakajima’?, Kizashi
Yamaguchi?

Trinuclear Mn units are commonly important in many metal complex. Magnetic interactions
among three spin sources can describe electronic properties. Magnetic interactions in
YMn">:Mn"Oy4 (1) and [Mn'304]*" (2) complexes are focused in order to reveal magnetic spin
network nature among many magnetic interaction paths. Though hybrid-DFT methods are
usually employed to study these systems, non-dynamical correlation correction is required for
more extended discussion and introduce CAS-base methods.
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