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I. Oxygen Atoms Adsorbed at Gallium Surface at Low Oxygen 

Coverage 

To signify process of oxygen atoms adsorption effect on gallium surface 

more generally, we adopted a 4×4 supercell for implementation from 

0.0625 to 0.25ML. Calculated adsorption energies and corresponding 

structures are shown in Fig. S1. We found that oxygen adatom still tends 

to take site of hydrogen atom at the top of gallium atom with adsorption 

energy of ~2.8eV, confirming the stability and consistency of the 

adsorption structures.
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Fig. S1 Adsorption energy per oxygen adatom and corresponding 

structures at gallium surface with low oxygen coverage.


