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Figure S1. (a) The experimental STM image of Mn doped BlueP-Au network. (b) The simulated
STM image of Mn doped BlueP-Au network.

The red diamond represents the primitive cell of Mn doped BlueP-Au network, the
rectangle represents the bridge site and the hexagon represents the hollow site. By
comparing Fig. S1(a) and Fig. S1(b), we can see that they are a good match.

Figure S2. (a) The experimental STM image of Mn doped BlueP-Au network. The red line indicates
the height of the adsorbed Mn atoms at the bridge sites. (b) The Front view of the simulated STM
image of Mn doped BlueP-Au network. The red line indicates the height of the adsorbed Mn atoms
tested at this position. (¢) and (d) The side views of the simulated STM image of Mn doped BlueP-
Au network. The red line indicates the height of the adsorbed Mn atoms.
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From Fig. S2(a), we can know the height of the adsorbed Mn atoms at the bridge
sites is 0.45 A. From Fig. S2(c) and S2(d), we can know the height of the adsorbed Mn
atoms at the bridge sites is 0.78 A. Considering the test error range and model problems,
the difference is acceptable. Due to the limitation of STM, the experimental height of
the Mn atoms in the hollow sites cannot be obtained. Here, we pay more attention to
the Mn atoms adsorbed on the bridge sites, because previous studies have not found
that the relevant atoms can be stably adsorbed on the bridge sites to form a specific
structure.



