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Collect data: features and labels
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Training the model (finding parameters w)
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Training the model (finding parameters w )
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Training the model (finding parameters w )




Training the model: data partitioning — keep some data for evaluation

Partition data




T'raining the model: data partitioning
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The train-test split is not trivial!

Only for model
evaluation!

that the model has never seen

Working capacity (mmol CO./qg)

Note: the aim is to eventually use the model on the sy

X Boyd et al. Nature 2019

~300,000 hypothetical MOFs
Search for ~9,000 top performing

-

60 80 100 120 140 160
Selectivity CO/N,

4.5

4.0

35

w
o

] N
=) n
Log(Number of MOFs)




