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Ultra-high density single atom catalysts 
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Distant metal centers 

Proximal metal centers Multimers 
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Digital tools for our community 
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Conclusions 
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Standardization of analysis methodologies 

 

Integrate pipeline to other techniques 

 

 

 

Future prospects 
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Model Performance 

Performance increases with 

higher atomic number 

 

Less tendency to false positives; 

but inherent challenge in lighter 

atoms (also evident to domain 

experts) 

 

 

 

 

 

 

 

 

 

 



Additional information on the pipeline 

Training data points: more than 8000 metal centers detected by the human-expert. 

 

Limitations: ground truth is subject to human bias in visual perception.  

 

Next steps in the use of the supervised approach: platform to crowdsource annotations to 

standardize and quantify the uncertainty associated with the predictions made by the model. 

 

 

 

 

 


