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Table S1 Summary of the atomic composition for the two systems which were studied.

System Cu atoms (NP) Cu atoms (bulk surface) Catoms H atoms Total atoms
Cu NP 9201 13312 - - 22513
Cu@G NP 9201 13312 5068 728 28309
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Fig. S1 Stress-strain curves for the six repetitions of the simulation ran for the Cu and Cu@G NPs systems. ‘
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Fig. S2 Dislocation density and HCP atoms vs strain curves for the six repetitions of the simulation ran for the (a) Cu NP and (b) Cu@G NP systems. In the background, it can
be seen the stress-strain curve with the stress on a scale from 0 to 12 GPa.
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