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Automated Preliminary Fragment Probing Strategy

Supplementary Material

0.8 Dataset
FT+Chem Blind
FT Blind

Clsc cl1 Blind
Clsc cl0 Blind
FT+Chem

FT

06 Classic

0.0 II ||I“‘ |‘|I“‘ ‘ || I||

0
0
20-29 30-39 40-49 50-59
Num. of Heavy Atoms

0.7

Success Rates
o o o
w IS

N

=

Figure S1: Distribution of success rates (RMSD < 2.0A) for each PDBbind benchmarking
protocol and for six different ligand size categories, dlstlngmshed by ligand number of heavy
atoms. Minimum number of ligand heavy atoms was 9 and maximum was 70. Although we
had 3 Ilgands in category 60-70, none were docked with RMSD < 2A. The number of
complexes in each category are: 9-19: 48; 20-29: 52; 30-39: 37; 40-49: 9; 50-59: 8; 60-70: 3.



