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Effect of Training Set Size:
Another essential consideration when choosing a training set is its size, which needs to be adequate in

size to hold enough data on the complete set while also being affordable in terms of computing cost. We
evaluated three different train set sizes, ranging from 75, 80, and 85% of the full MOF database, in order
to establish the right set size. Figure S1 presents a summary of the predictions made using the ResNet-18
model trained on the training data on the H2 deliverable capacity. As the training set size grows, we notice
that prediction accuracy rises. We selected 80% of the overall set as a training set in our study since a
larger set would require more computing resources and would not significantly improve prediction accuracy
between 80 and 85%.
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Figure S1: Influence of initial training set size on the H2 deliverable capacity of MOFs.
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