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Exploring Fe-based electrocatalysts in cyberspaces for formation of oxalate

ions through electrocatalytic CO; reduction
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This paper describes attempts to explore efficient Fe-based electrocatalysts in cyberspaces for

producing oxalate ions through electrocatalytic CO, reduction using an organic solvent. One of the
strategies is to adjust the charges of Fe atoms included in the Fe-based electrocatalysts. This is

because of both the rate—determining step that is generation of CO,"

relationships.

and linear free—energy

In this study, machine-learning—models to propose the candidates of Fe-based

electrocatalysts being effective for the CO, reduction were developed using the information stored

in AFLOW of an open database about first principles calculations of inorganic materials.
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