Key Ingredients for The Screening of Single Atom
Catalysts for The Hydrogen Evolution Reaction:
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CONCLUSIONS

We observed the need to go beyond the standard PBE functional and introduce a self-interaction corrected method.
Then, we included in the model dihydrogen and dihydride complexes, these species form and strongly affect the
energy profile, and thus the prediction of the catalytic activity. Finally, we addressed another important aspect in the
activity of a catalyst: we considered the stability of the SACs against dissolution in working conditions of pH and
voltage. Once both unconventional intermediates and stability issues are considered, the number of potentially active
catalyst is considerably reduced. This provides another example of the complex chemistry of SACs.
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