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Electronic structure and magnetic crystalline anisotropy energy (MAE) of ReFe14B (R=Y, Pr, Nd, Gd,
and Dy) are investigated by using the linear-combination-of-localized-pseudo-atomic-orbital (LCPAO)
method. It is shown that the LCPAO method is useful for the MAE analysis of rare earth magnet
materials. A development course to improve evaluation of the orbital magnetic moment and MAE is
obtained by systematically calculated magnetic properties.
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