
Table S2: Performance of machine learning models. Statistics are over 10 runs of 10-fold stratified cross-validation
(n = 100). For each entry, mean ± standard deviation are shown. The same splits are used in each row. All preprocessing
(centering, standardization) is done separately for each split, on training folds data only. Optimization of hyper-parameters
(noise level, length scale) is done in an inner loop of stratified 10-fold cross-validation using a logarithmic grid. All units are in
kJ/mol. In all scenarios, machine learning models significantly outperform the null model. Standardization and/or centering
never improve performance by more than one standard deviation.

Investigated machine learning models: Model names have form abc, with a indicating the kernel (0 = linear, 1 = squared
exponential), b indicating standardization (0 = no, 1 = yes), and c indicating centering in kernel space (0 = no, 1 = yes).
Note that the 011 model is redundant as standardization centers the input vectors.

Name Description

Ø Null model
000 Linear kernel, no standardization, no centering
001 Linear kernel, no standardization, centering
010 Linear kernel, standardization, no centering
100 Squared exponential kernel, no standardization, no centering
101 Squared exponential kernel, no standardization, centering
110 Squared exponential kernel, standardization, no centering
111 Squared exponential kernel, standardization, centering

Continued on next page. . .
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