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Fig. 1 Schematic diagram of the major choices be-
tween different surface electronic methods.
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Fig. 2 A slab geometry as used in the FLAPW
method.
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Fig. 3 An iterative, self-consistent procedure to solve
the Kohn-Sham equation.
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Table 1. Magnetic moment (ug) in surface and
center layer (bulk) muffin-tinspheres and the corre-
sponding enhancement (in %) for magnetic metal
surfaces

System Surface Center  Enhancement
bee Fe(001) [14] 2.96 227 30
bee Fe(110) [16] 2.65 2.22 19
bee Fe(111) [17] 270 2.30 17
hep Co(0001) [24)] 1.76  1.64 7
fec Ni(Q01) [21] 0.68 0.56 23
fce Ni(110) [23] 0.63  0.56 13
fce Ni(111) [22] 0.63  0.58 9
fec Fe(001) [15] 2.85 1.99 43
bee Co(001) [25] 1.95 L.76 11
fce Co(001) [26] 1.86 1.65 13
bce Cr(001) [32] 2.49  0.59 322
bee V(001) [33] 0.00 .00 -
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Fig. 4. Total energy of 4d transition metal monolayers
in ferro- and antiferromagnetic states with reference
of the total energy in paramagnetic state.
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Table 1. Magnetic moment (ug) and magnetic
hyperfine field (kGauss) of 4d transition metal mon-
olayers in ferromagnetic or antiferromagnetic states.

element state moment core CE total Core/M

Y FM 056 -189 112 —77 —338

Zr FM 0.62 —225 183 42 —360
Nb FM 221 -—778 1150 372 —352
AFM 191 -713 1315 602 —374

Mo FM 271 —1002 1397 394 —370
AFM 3.35 —1272 2309 1037 —380

Tc FM 023 -9 174 76 —423
AFM 158 —632 1560 928 —399

Ru FM 079 —308 697 389 —391
Rh FM 128 —511 660 149 —400
Pd FM 0.35 -141 338 197 —398
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Fig. 5. Spin densities for Fe /5Cr /Fe(001), 2Fe /5Cr /2Fe(001), and Cr /Fe /5Cr /Fe /Cr(001) on the (110)
palne in units of 1 X 10 %e /au”’. Subsequent contour lines differ by a factor of 2.
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