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Supplementary Figures
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Supplementary Figure 1: Convergence of the I®(NN,,) calculated for all potential
training set candidates. Colours from yellow to brown marks sets of low to high
I®(N,,) convergence. The red colour is marking the selected training set.
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Supplementary Figure 2: Sorted vector S, calculated for each of discussed sets:
validation, training and the entire set. Each dot represent one molecular crystal.
Presented in the Figure 2 sorted vector S, for the training set differs greatly
from this of the entire set. This is caused by the necessity for the training set
to cover proportionally more outliers than those present in the entire set.
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(where X is the subset of Nx crystal structures for which the prediction is
performed) calculated for the validation and the training set for both, ab initio

and classical models at 300K.

Supplementary Figure 3: Prediction error ex = 100 x
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