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Dmitri Papaconstantopoulos, Naval Research Laboratory (KITP CEM Conf 11-19-02) Tight-binding v. LDA+U in FeAl and MnAl

Mohn et al Phys. Rev. Lett. 87, 196401 (2001)
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manifolds for ah LDA + UPFT cal-
The horizontal dashed line

Density of states (DOS) for I/ = 5 eV (upper panel)
and U = 0 ¢V (lower panel) for FeAl and the decomposition
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Stoner criterion (1/7g,) would be fulfilled.

culation in the nonmagnetic state.
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FIG. 1.
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