Hamiltonian of the Fe, SMM

This text is part of section 2 of Ref. [1].
The hamiltonian of the Fey single-molecule magnet (SMM) in the presence of an
external constant magnetic field with arbitrary direction is [2]

N
HS:Z H§S)7 J= 1727 7N7 (1&)
j=1
where
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The hamiltonian (1a) describes a Fe, SMM with N sites, in which h,, h, and h, are
the components of the constant external magnetic field. The set (Sj”?, S;“-’, sz) corresponds
to spin-5 operators at the jth-site.

The Fey, SMM has three isomers; for the AA isomer, the values of the parameters of
hamiltonian (1b) are[3]

D E
?5 ~0.296K and ?"’ ~ —0.0144K, (2)

and k is the Boltzmann’s constant.
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