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achieve convergence. parameters of higher performing machine learning models to

Improve error/variance in the machine learning model
performance.

2) Conduct Kinetic Monte Carlo simulations for the SACs of
Interest: Following the DFT calculations and machine
learning analysis, kKMC simulations can be conducted to

Identify the ideal single atom catalysts for nitrate reduction.
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 PCA and Machine Learning Model Tuning: Machine learning
models often have several parameters that may be tuned to further
optimize their performance. Identifying which parameters that would
Improve the performance can typically only be completed through
manual analysis, which will be a part of the future work for this
research.
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