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+ More molecules supported (Customizable)
+ Added customizablility Semantic Constraints
« Streamlined and generalized + C:max. 4 bonds

« Cleaner and faster code

« QoL improvements SELFIES
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Machine learning reaction barriers in low data
regimes: a horizontal and diagonal transfer learning
approach

Samuel G. Espley, Elliot H. E. Farrar, David Buttar,
Simone Tomasi and Matthew N. Grayson®
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ML Barrier Predictions

« Different but related reaction class
+ Same target level of theory

« Different but related reaction class
< Higher target level of theory
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« Pretreatment voltage Proxy models
« Voltage for current
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