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Fig. 1. Spin density contour plots of (a) the MgCo-Term in the (110) plane and (b) the CCo-Term in the (200) plane, for the MgCCos3(001) surface.
The solid and dashed lines represent the positive and negative spins, respectively.
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Table 1. /-decomposed majority and minority spin electrons inside the MT spheres, and layer-by-layer magnetic moments (in unit of pg) for the

MgCo-Term and CCo-Term.
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Fig. 2. Layer-projected spin-polarized density of states (LDOS) of (a) the MgCo-Term and (b) the CCo-Term of MgCCo5(001). Fermi levels (Ep)s

are set to zero.
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The electronic structures and magnetism of MgCCos(001) surface terminated by the plane with the MgCo-Term (Mg, Co
terminated) and the CCo-Term (C, Co terminated) were investigated using the all-electron full-potential linearized augmented plane-
wave method. For the MgCo-Term, the magnetic moment of Co atom of the surface is strongly enhanced to 1.00 ug, while the
magnetic moment of Co atom of the subsurface is similar to that of the center layers. For the CCo-Term, the magnetic moments of Co
atoms are enhanced to 0.75 and 0.80 pg for the surface and subsurface layers, respectively. The magnetic moments of C and Mg atoms
are coupled antiferromagnetically to that of the neighbour Co atoms. From the calculated density of states, we see that the
enhancements of magnetic moments of Co atoms are closely related to localization of the Co-3d states.
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