e Jk (GHEYE A01)
2020 R AR

N EEE, $eRHK, LINEBE, =)05%—, WhFHN, BADeRE, gk, ok,
“Mn-O2-Mn & T ORGP AR NICBE 3 2 QMC-CASCI i X 2 fi#g#r”, % 101
BFES (HK, v 74V)

T. Kawakami, K. Miyagawa, Y. Suzuki, H. Isobe, M. Shoji, S. Yamanaka, M. Okumura,
T. Nakajima, and K. Yamaguchi, “Beyond-DFT Calculations by DMRG CAS methods
for Effective Exchange Integrals in Binuclear Manganese Complex”, ACMM (HA, #
74 )

e Jg, N EBE, E5R—, KGNS O AT - M=0 & ofhd & s
W, $3 ARy v RSy A (AR, £ 54 V)



