IPATIAL INFOBMATION INFEBENLE IMPRHOVES
ACTIVATION ENERGY PHEDICTIONS

Activation energy is an important property in

Expensive to conduct experiment

Previous models predict using only chemical MAE
equation

Want to improve accuracy by implicitly using _

spatial information]i]
Work done on molecule properties, not reactions|2]

Include higher quality spatial information
Include bond angle as a parameter
Experiment on datasets of larger molecules

Picking candidate pathways for organic synthesis
E.g. Drug manufacturing or novel materials

If reaction has too high activation energy, should
consider alternative reaction

. : - . N
“gmg_”MeP‘f\”ipO = Created a model that can predict activation energy

Improves accuracy with spatial information
inference (p=0.002)

AUGIMEMIES Maintaining same high prediction speed
Reaction D-MPNN
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