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FIG. S1. Projected crystal orbital Hamilton populations (pCOHPs) for the nearest-neighbor Cr–Au, Cr–Si,

Au–Au, and Au–Si bonds in the vicinity of the Cr impurity and far from it in the Cr-doped α-Au/Si(111)-
√
21×
√
21. Positive(negative) pCOHP displays antibonding(bonding) regions.

∗ mih-alexey@yandex.ru

Electronic Supplementary Material (ESI) for Nanoscale.
This journal is © The Royal Society of Chemistry 2022


