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We present a density functional theory (DFT) study of the electronic and magnetic prop-
erties of the chromium-based molecular rings. The all-electron linearized augmented
plane wave method (LAPW) implemented in the Wien2k package [1] is used to calcu-
late the electronic states, exchange coupling parameters and magnetic anisotropy of a
in¯nite chain model system of Cr8. We demonstrate how the chain model mimics with
good approximation the electronic and magnetic properties of the original Cr8 molecule
[2], and o®ers an unique opportunity, in virtue of the reduced computational e®ort, for
carrying out extensive investigations of molecules belonging to the Cr-based molecular
rings family [3].
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