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Thermodynamics of Oxygen Reduction Reaction on Pt (111) with classical explicit solvent and
implicit charging effect
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Nowadays, many groups devote themselves to find the optimal catalysts and it can help find the high—
performance—-materials n ORR. However, the nsight of the mterface between electrode and the
electralyte is lacked. Even though Pt has been studied for long periods and widely used, it has been
sl hidden. The solvation effect is highly related to the interface and many methods have been
developed to contan this effect n thermodynamics of ORR. However, they falled to predict the actual
onset potential. So, new method is needed to study the nterface of the surface dumng the ORR and
solvation effects should be studied. Here, we used grid—based explicit solvent method to consider the
solvation effects during the ORR. Because it can describe the hydrogen bonds, impossble in implictt,
it can predict the onset potential close to the experimental values. Additionally, the field effect of
applied vadltage is also considered here by usng mplicit charging method.

o OIE 4 E&E AI2sZ A2z 20195

o
R
Oy
Jon



