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Application of Density Functional Theory in Molecular Magnetism a0
Ren Jie,Chen Zhida » D I B B
College of Chemistry and Moleculary Engineering, Peking University e {% 5t
Abstract Based on the density functional theory (DFT) combined with the broken symmetry (BS) approach, the X Z!ﬁfj Tr W& “PREY” 1
magnetic coupling constant of the oxo-bridged iron (I11) dimer [Cl_3FeOFeCl_3]~(2-) has been obtained under the various MRS
computational conditionsin ADF code, including the numerical integration precision parameter, exchange-correlation WA AR AH OGS
energy functional and basis sets. The superexchange interactions between d~5- d~5 unpaired electrons were also - A

discussed, and the antiferromagnetic coupling of the title compound was attributed to the superexchange pathway
characterized by n~*/n~* and 6~* /o~* ,. coming from the d_(yz) and d_(z~2) orbitals on Fe(l1l) ions and p orbital on -0

- BRSR

atom.
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