frac. valid SMILES
101
o }> X
frac. unique SMILE%
| ﬁ
frac. SMILES in train
0.5

0.0
frac. in PubChem

1.00r

0.75 N
KLD
0.75

0.50 - ﬂ
0.25*F

Frechet distance
50+

25

SA score

5.ot //

/

2.5

0.0 0.5 1.0 1.5
temperature



