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Prediction of Materials for direct NO decomposition reaction by Machine Learning
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[2] D. R. Lide, ed., CRC Handbook of Chemistry and Physics, CRC Press, Boca Raton, FL, 2005.

NO(gas) + cluster

Transition State reaction

Initial State
NO(ad)

Final State
N(ad) + O(ad)

Figl. Energy diagram in NO dissociative adsorption.
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Fig2. Predictive performance of NO activation

energies by Machine Learning model (forward).
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