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Figure S1: Optimized configures of H atom diffusing from one binding site to an adjacent one. (a)
initial state, (b) transitional state and (c) final state. The brown, blue and cyan spheres represent C,

N and H atoms, respectively.
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Figure S2: Density of states for C;N@G at H_ coverage of 3/6 and 4/6. The Fermi level is set at 0
eV.



