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Table S1. List of proteins-ligand complexes for the three compound sets (Bostrom, modified-
Perola, Vernalis) used in the present study. Entries within a dataset are sorted on the PDB ID.
There are 256 unique compounds, but 262 entries to the table because there are 6 compounds in
common between the Bostrom and modified-Perola sets.

PDB ID Protein X-ray Resolution (A) Set

1a28 PROGESTERONE RECEPTOR 1.80 Bostrom
1bju BETA-TRYPSIN 1.80 Bostrom
1bzs NEUTROPHIL COLLAGENASE (MMPS) 1.70 Bostrom
1c83 TYROSINE PHOSPHATASE 1B 1.80 Bostrom
Icaq STROMELYSIN 1.80 Bostrom
1cbs RETINOIC-ACID-BINDING PROTEIN 1.80 Bostrom
1cbx CARBOXYPEPTIDASE A 2.00 Bostrom
1d3g DIHYDROOROTATE DEHYDROGENASE 1.60 Bostrom
ldam DETHIOBIOTIN SYNTHETASE 1.80 Bostrom
1dyr DIHYDROFOLATE REDUCTASE 1.86 Bostrom
lecv TYROSINE PHOSPHATASE 1B 1.95 Bostrom
lejn UROKINASE 1.80 Bostrom
1f0u TRYPSIN 1.90 Bostrom
1fcz RETINOIC ACID NUCLEAR RECEPTOR 1.38 Bostrom
1tkg FK506 BINDING PROTEIN 2.00 Bostrom
1frb FR-1 PROTEIN 1.70 Bostrom
1ftm GLUTAMATE RECEPTOR-2 1.70 Bostrom
1gr2 GLUTAMATE RECEPTOR-2 1.90 Bostrom
lian P38 MAP KINASE 2.00 Bostrom
Imtv TRYPSIN 1.90 Bostrom
Imtw TRYPSIN 1.90 Bostrom
1phg CYTOCHROME P450-CAM 1.60 Bostrom
Ippc TRYPSIN 1.80 Bostrom
Ipph TRYPSIN 1.90 Bostrom
1qgft HISTAMINE BINDING PROTEIN 1.25 Bostrom
Itng TRYPSIN 1.80 Bostrom
1tnh TRYPSIN 1.80 Bostrom
2izg STREPTAVIDIN 1.36 Bostrom
3bto LIVER ALCOHOL DEHYDROGENASE 1.66 Bostrom
Sstd SCYTALONE DEHYDRATASE 1.95 Bostrom
6std SCYTALONE DEHYDRATASE 1.80 Bostrom
7std SCYTALONE DEHYDRATASE 1.80 Bostrom
13gs GLUTATHIONE S-TRANSFERASE 1.90 Perola

la42 CARBONIC ANHYDRASE 11 2.25 Perola

ladk ANTIBODY FAB 2.40 Perola

1a8t METALLO-BETA-LACTAMASE 2.55 Perola

lafq BOVINE GAMMA-CHYMOTRYPSIN 1.80 Perola

laoe DIHYDROFOLATE REDUCTASE 1.60 Perola

latl ATROLYSIN C 1.80 Perola

lazm LYASE(OXO-ACID) 2.00 Perola

1bnw CARBONIC ANHYDRASE 2.25 Perola

1bgo STROMELYSIN-1 2.30 Perola

1br6 RICIN 2.30 Perola

Icet L-LACTATE DEHYDROGENASE 2.05 Perola
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Figure S1. Superposition of the lowest energy conformers obtained by systematic (colored by
element) and stochastic (green) searches from MOE (see section 3.2), to illustrate their structural
similarities measured by pairwise RMSDs.

Examples are provided for a range of RMSDs. The majority of the compounds (91.4 %)
fall in the RMSD < 0.25A category. The PDB entries are given.

(A) 2AYR, RMSD < 0.25A (B) 1UYF, RMSD < 0.25A
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(F) 118Z, RMSD ~ 1.50A




Figure S2. Examples of compounds with the lowest (A) and highest (B) values of percentage of
conformational extension ConfExtent. Values of ConfExtent calculated with the solvent
accessible surface area (ASA) and the radius of gyration (Rgyr) are given, together with the PDB
codes. The most compact conformers in red are overlaid on their extended counterpart in green.
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