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Table S1 The nearest neighbor atoms of the 2Au atom for all r.

r LS HS BS
0.000 1Au 1AU 1Au
0.025 1Au 1AU 1Au
0.050 1Au 1AU 1Au
0.075 1Au 1Au 1Au
0.100 1Au 1AU 1Au
0.125  1Au 1AU 1Au
0.150 1Au 1Au 1AU
0.175 1Mmg Mg Mg
0.200 20 20 20
0.225 20 20 20
0.250 20 20 20
0.275 20 20 20
0.300 20 20 20
0.325 2Mg 2Mg 2Mg
0.350 2mMg 2Mg 2Mg
0.375 2Mg 2Mg 2Mg
0.400 2mMg 2Mg 2Mg
0.425 2Mg 2Mg  2Mg
0.450 30 30 30
0.475 30 30 30
0.500 30 30 30
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Figure S1. Spin density distributions of the HS
states. Isosurface values are 0.004 e/Bohr3.




