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 Machine learning-aided unraveling of the importance of 
structural features for the electrocatalytic oxygen evolution 
reaction on multimetal oxides based on their A-site metal 
configurations 

 Artificial intelligence technology, such as machine learning 

(ML), recently propels social and technological innovation 

to unprecedented scales. The state-of-the-art ML analysis 

uncovers crystal structure-based comprehensive descriptors 

for the performance of multimetal oxide electrocatalysts for 

oxygen evolution reaction (OER) in hydrogen production via 

water splitting. This finding is useful for rational and rapid 

design of promising OER electrocatalysts.  
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