
Single-
conformer 
nested 
training sets 
for learning 
curves

remainder of QMugs used as training set for 
multi-conformer model (∼1.6M) in learning curve

1001k10k100k∼547k

Test set 1
∼88k conformers

Validation set
∼88k conformers

Test set 2
∼88k conformers

Test set 3
∼88k conformers


