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S1 Fig  Training progress. The mean final RMSD across all atoms in the coarse-
grained model for each epoch is shown for the training set and the validation set. As 
outlined in the methods the number of steps simulated starts at 250 and increases by 
250 every 5 epochs, reaching a maximum of 2,000 steps at epoch 36. At epoch 38 
the Adam optimiser was reset with a lower learning rate. The parameters after epoch 
45 are used in the results.
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S2 Fig  Learned distance potentials between the Cα atom and the sidechain centroid
for each amino acid. The orange lines indicate minima in the PDB distributions of 
these distances, corresponding to different rotamers.
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S3 Fig Learned distance potentials between the sidechain centroids for each 
amino acid pair. On each plot the x-axis is the distance between the sidechain cen-
troids and runs from 1 Å to 15 Å. The y-axis is the energy in the learned potential and 
runs from -0.2 to 0.23. There are separate potentials for residues close in sequence, 
not shown here.
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