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Erratum: Ab initio electronic structure, magnetism, and magnetocrystalline
anisotropy of UGa,
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In a recent publicatioh,we reported on a detailed theo- tions with an updated version of the relativistic LCAO code
retical study of the intermetallic compound UGéncluding  (this version was also used to compute the MAE of ¥Co
density-functional and crystal-field model calculations. Oneand related compounds, Rej. With one exception, the data
particular point in this study was the evaluation of the mag-Published in Ref. 1 could be confirmed. The mentioned value
netocrystalline anisotropy energfAE) AE under three f[)f AtE’ h?w?ver,lthas tbe(in foundherronfzc;ps q[ﬁe to a wrong
different model assumptions: itinerant U-5f stattee usual | cament ob multicenter terms when rotating the spin guan-

. . oo ; D tization axis in the older version of the code. It should be
local spin-density approximation, LSDA, in a relativistic ap-

replaced in Sec. llIA and in Table IV of Ref. 1 byE
proach including spin-orbit coupling localized U-5¢ or :Eg meI:V (=100 K) nov:/ predicting an easg/ax?gof

U-5f° configurations. The MAE was found to be particularly magnetization. The easy direction of magnetization found in
large, AE=564 meV, if itinerant 3 behavior was different experimentsquoted in Ref. 1is within the hex-
assumed. agonal plane. Thus, our previous conclusion that the itinerant

Latterly emerging new interest in the peculiar propertiesLSDA approach does not describe the experimental MAE is
of UGa, (Refs. 2—6 led us to repeat the previous calcula- still valid.
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