
Supplementary Table 1
Interaction matchprints for 42 known thrombin inhibitors, labeled by PDB code, followed by the five new inhibitors from 
SLIDE screening, labeled by ZINC code. Interactions are highlighted in grey, showing the number of ligand interactions with
the corresponding thrombin atom (for polar interactions) or side chain (for hydrophobic interactions).
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1a3b 0 0 0 1 1 0 3 3 0 0 4 0 1 1 1 1 1 0 0 0 0 1 1 1 1 5 1 1 0 0 0 1 0
1a46 0 0 1 1 0 0 2 3 0 0 1 0 1 0 0 1 1 0 0 0 0 1 1 0 0 4 1 1 0 1 0 1 1
1a4w 0 0 0 0 0 0 2 5 1 0 4 0 2 1 0 1 1 0 0 0 0 0 0 0 0 3 1 1 0 1 0 0 1
1a5g 1 0 0 1 1 0 3 3 0 0 4 0 1 2 2 0 1 0 0 0 2 1 1 1 0 3 1 1 0 0 0 1 0
1a61 0 0 1 1 0 0 2 3 0 0 4 0 1 2 1 1 1 0 0 0 0 1 0 1 0 3 1 1 0 0 0 1 0
1abj 0 0 0 0 0 0 3 3 0 0 4 0 1 2 2 1 1 0 0 0 0 0 0 1 1 3 1 1 0 0 0 1 0
1ae8 0 0 0 0 0 0 2 2 0 0 4 0 1 0 1 1 1 0 0 0 0 0 0 0 1 5 1 1 0 0 0 1 1
1afe 0 0 0 0 0 0 3 3 0 0 1 0 2 0 0 1 1 0 0 0 0 0 0 0 1 2 1 0 0 2 0 1 2
1awf 0 0 0 1 0 0 1 5 0 0 1 0 0 0 0 0 1 0 0 0 0 1 1 1 0 1 1 1 0 1 0 0 1
1awh 0 0 0 0 0 0 0 4 0 0 1 0 0 0 0 0 1 0 0 0 0 1 1 1 0 1 0 0 0 0 0 0 1
1ay6 0 0 0 0 1 0 4 4 0 0 4 0 1 2 2 0 1 0 0 0 0 1 1 1 1 4 1 0 0 1 0 1 0
1b5g 0 0 1 0 1 0 2 4 0 1 1 0 0 2 2 0 1 0 0 0 0 1 1 1 0 1 1 1 0 2 0 1 0
1ba8 0 0 0 0 0 0 1 3 0 0 3 0 2 1 1 0 1 0 0 0 0 1 1 1 1 5 0 0 0 1 0 1 0
1bb0 0 0 0 0 0 0 2 3 0 0 2 0 2 1 1 0 0 0 0 0 0 1 1 1 1 5 0 0 0 1 0 1 1
1bcu 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 1 0 0 1 2 0 0 1 0 0 0 0 0 0 0 0 1
1bhx 0 0 0 0 1 0 1 3 0 0 2 0 2 1 1 1 1 0 0 0 0 0 0 1 0 5 1 0 0 1 0 1 0
1bmm 0 0 0 0 0 0 2 5 0 0 4 0 1 1 1 0 1 0 0 0 0 0 0 0 1 5 1 0 0 0 0 1 0
1bmn 0 0 0 0 0 0 3 4 0 0 4 0 2 0 0 1 1 0 0 0 0 0 0 1 1 6 1 0 0 1 0 2 1
1ca8 0 0 0 1 0 0 2 2 0 0 2 0 2 1 1 0 0 0 0 0 0 0 0 1 1 5 1 0 0 1 0 1 1
1dwc 0 0 0 0 0 0 3 5 0 0 1 0 1 1 0 0 1 0 0 0 0 0 0 0 0 5 1 1 0 0 0 1 1
1dwd 0 0 0 0 1 0 5 5 0 0 4 0 1 1 1 1 1 0 0 0 0 0 0 1 0 4 1 0 0 0 0 1 1
1dwe 0 0 1 0 1 0 3 3 0 0 3 0 1 2 2 0 1 0 0 0 0 0 0 1 1 5 1 1 0 0 0 1 0
1fpc 0 0 0 0 1 0 6 5 0 0 4 0 1 1 1 1 1 0 1 0 1 0 0 0 0 3 1 1 0 1 0 0 1
1hai 0 0 1 0 1 0 4 2 0 0 4 0 1 2 2 1 1 0 0 0 0 0 1 1 1 5 1 1 0 0 0 1 0
1hap 0 0 1 0 1 0 3 3 0 0 4 0 1 2 2 1 1 0 0 0 0 0 0 1 1 3 1 1 0 0 0 1 0
1hdt 0 0 0 0 0 0 2 5 0 0 1 0 1 0 1 1 1 0 0 0 0 0 0 1 0 4 1 1 0 2 1 0 1
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Supplementary Table 1
1hlt 0 0 0 0 0 0 3 2 0 0 3 0 1 2 2 0 1 0 0 0 0 0 0 1 1 5 1 1 0 0 0 1 0
1lhc 0 0 0 0 1 0 3 3 0 0 3 0 1 1 1 0 1 0 0 0 0 1 1 1 1 5 1 1 0 0 0 1 0
1lhd 0 0 0 0 1 0 3 3 0 0 4 0 1 0 0 1 0 0 0 0 0 1 1 0 1 5 1 1 0 0 0 1 1
1lhe 0 0 0 0 1 0 3 3 0 0 4 0 1 1 1 1 1 0 0 0 0 1 1 1 1 5 1 1 0 0 0 1 0
1nrr 0 0 1 0 1 0 3 3 0 0 3 0 1 2 2 0 1 0 0 0 0 0 1 1 1 5 1 1 0 0 0 1 0
1ppb 0 0 1 0 0 1 3 3 0 0 4 0 1 2 2 0 1 0 0 0 0 0 0 1 1 3 1 1 0 0 0 1 0
1tbz 0 0 1 0 1 0 3 3 0 1 4 0 1 2 2 0 1 0 0 0 0 1 1 1 0 4 1 1 0 0 0 1 0
1tmt 0 0 0 2 0 0 3 3 0 0 4 0 1 2 2 1 1 0 0 0 0 1 1 1 0 5 1 1 0 0 0 1 0
1tmu 0 0 0 0 1 0 3 3 0 0 4 0 1 2 2 0 1 0 0 0 0 0 0 1 1 5 1 1 0 0 0 0 0
1tom 0 0 0 0 1 0 4 2 0 0 4 0 1 0 0 1 1 0 0 0 0 0 0 1 1 5 1 0 0 0 0 1 1
1uma 0 0 0 0 0 0 0 3 0 0 0 0 0 1 1 1 1 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 1
1uvu 0 0 0 0 1 0 3 3 0 0 1 0 0 1 1 1 1 0 0 0 0 0 0 1 0 1 0 0 0 0 0 1 0
2hpq 0 0 1 0 1 1 3 3 0 0 3 0 1 2 1 1 1 0 0 0 0 0 0 1 1 5 1 1 0 0 0 1 0
3hat 0 0 0 0 1 0 3 3 0 0 1 0 4 1 1 0 1 0 0 0 0 0 0 1 1 3 1 0 0 2 0 1 0
7kme 0 0 0 0 1 0 2 3 0 0 2 1 1 1 0 1 1 0 0 0 2 0 0 1 0 2 1 1 0 2 0 0 1
8kme 0 0 0 0 0 0 3 3 0 0 0 0 2 1 1 1 1 0 0 0 1 0 0 1 0 4 0 1 1 2 0 1 1
ZINC01627553 0 1 1 1 0 0 0 1 0 0 0 0 0 2 2 1 1 0 0 0 0 0 0 1 0 0 0 0 0 0 0 1 0
ZINC00393806 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0 1 1 1 1 0 0 0 0 0 0 0 1 1
ZINC01692407 0 0 0 0 0 0 0 1 0 0 0 0 0 1 2 1 1 1 0 0 2 1 1 0 0 0 0 0 0 0 0 0 0
ZINC01694232 0 0 0 0 0 0 0 2 0 0 0 0 0 2 2 0 1 0 0 0 2 0 0 0 0 0 0 0 0 0 0 1 1
ZINC01280746 0 0 0 0 0 0 0 2 0 0 0 0 0 2 2 1 1 0 0 0 2 0 0 1 0 0 0 0 0 0 0 1 0
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Supplementary Table 2
Interaction matchprints for 42 known thrombin inhibitors, labeled by PDB code, followed by 27 NCI compounds obtained for
testing, labeled by their ZINC codes. * denotes confirmed SLIDE inhibitors.  Interactions are highlighted in grey, with the number 
of ligand interactions with the corresponding thrombin atom (for polar interactions) or side chain (for hydrophobic interactions) listed.
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1a3b 0 0 0 1 1 0 3 3 0 0 4 0 1 1 1 0 1 1 0 0 0 0 1 1 1 1 0 5 1 1 0 0 0 1 0 0 0
1a46 0 0 1 1 0 0 2 3 0 0 1 0 1 0 0 0 1 1 0 0 0 0 1 1 0 0 0 4 1 1 0 1 0 1 1 0 0
1a4w 0 0 0 0 0 0 2 5 1 0 4 0 2 1 0 0 1 1 0 0 0 0 0 0 0 0 0 3 1 1 0 1 0 0 1 0 0
1a5g 1 0 0 1 1 0 3 3 0 0 4 0 1 2 2 0 0 1 0 0 0 2 1 1 1 0 0 3 1 1 0 0 0 1 0 0 0
1a61 0 0 1 1 0 0 2 3 0 0 4 0 1 2 1 0 1 1 0 0 0 0 1 0 1 0 0 3 1 1 0 0 0 1 0 0 0
1abj 0 0 0 0 0 0 3 3 0 0 4 0 1 2 2 0 1 1 0 0 0 0 0 0 1 1 0 3 1 1 0 0 0 1 0 0 0
1ae8 0 0 0 0 0 0 2 2 0 0 4 0 1 0 1 0 1 1 0 0 0 0 0 0 0 1 0 5 1 1 0 0 0 1 1 0 0
1afe 0 0 0 0 0 0 3 3 0 0 1 0 2 0 0 0 1 1 0 0 0 0 0 0 0 1 0 2 1 0 0 2 0 1 2 0 0
1awf 0 0 0 1 0 0 1 5 0 0 1 0 0 0 0 0 0 1 0 0 0 0 1 1 1 0 0 1 1 1 0 1 0 0 1 0 0
1awh 0 0 0 0 0 0 0 4 0 0 1 0 0 0 0 0 0 1 0 0 0 0 1 1 1 0 0 1 0 0 0 0 0 0 1 0 0
1ay6 0 0 0 0 1 0 4 4 0 0 4 0 1 2 2 0 0 1 0 0 0 0 1 1 1 1 0 4 1 0 0 1 0 1 0 0 0
1b5g 0 0 1 0 1 0 2 4 0 1 1 0 0 2 2 0 0 1 0 0 0 0 1 1 1 0 0 1 1 1 0 2 0 1 0 0 0
1ba8 0 0 0 0 0 0 1 3 0 0 3 0 2 1 1 0 0 1 0 0 0 0 1 1 1 1 0 5 0 0 0 1 0 1 0 0 0
1bb0 0 0 0 0 0 0 2 3 0 0 2 0 2 1 1 0 0 0 0 0 0 0 1 1 1 1 0 5 0 0 0 1 0 1 1 0 0
1bcu 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 1 0 0 1 2 0 0 1 0 0 0 0 0 0 0 0 0 1 0 0
1bhx 0 0 0 0 1 0 1 3 0 0 2 0 2 1 1 0 1 1 0 0 0 0 0 0 1 0 0 5 1 0 0 1 0 1 0 0 0
1bmm 0 0 0 0 0 0 2 5 0 0 4 0 1 1 1 0 0 1 0 0 0 0 0 0 0 1 0 5 1 0 0 0 0 1 0 0 0
1bmn 0 0 0 0 0 0 3 4 0 0 4 0 2 0 0 0 1 1 0 0 0 0 0 0 1 1 0 6 1 0 0 1 0 2 1 0 0
1ca8 0 0 0 1 0 0 2 2 0 0 2 0 2 1 1 0 0 0 0 0 0 0 0 0 1 1 0 5 1 0 0 1 0 1 1 0 0
1dwc 0 0 0 0 0 0 3 5 0 0 1 0 1 1 0 0 0 1 0 0 0 0 0 0 0 0 0 5 1 1 0 0 0 1 1 0 0
1dwd 0 0 0 0 1 0 5 5 0 0 4 0 1 1 1 0 1 1 0 0 0 0 0 0 1 0 0 4 1 0 0 0 0 1 1 0 0
1dwe 0 0 1 0 1 0 3 3 0 0 3 0 1 2 2 0 0 1 0 0 0 0 0 0 1 1 0 5 1 1 0 0 0 1 0 0 0
1fpc 0 0 0 0 1 0 6 5 0 0 4 0 1 1 1 0 1 1 0 1 0 1 0 0 0 0 0 3 1 1 0 1 0 0 1 0 0
1hai 0 0 1 0 1 0 4 2 0 0 4 0 1 2 2 0 1 1 0 0 0 0 0 1 1 1 0 5 1 1 0 0 0 1 0 0 0
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Supplementary Table 2
1hap 0 0 1 0 1 0 3 3 0 0 4 0 1 2 2 0 1 1 0 0 0 0 0 0 1 1 0 3 1 1 0 0 0 1 0 0 0
1hdt 0 0 0 0 0 0 2 5 0 0 1 0 1 0 1 0 1 1 0 0 0 0 0 0 1 0 0 4 1 1 0 2 1 0 1 0 0
1hlt 0 0 0 0 0 0 3 2 0 0 3 0 1 2 2 0 0 1 0 0 0 0 0 0 1 1 0 5 1 1 0 0 0 1 0 0 0
1lhc 0 0 0 0 1 0 3 3 0 0 3 0 1 1 1 0 0 1 0 0 0 0 1 1 1 1 0 5 1 1 0 0 0 1 0 0 0
1lhd 0 0 0 0 1 0 3 3 0 0 4 0 1 0 0 0 1 0 0 0 0 0 1 1 0 1 0 5 1 1 0 0 0 1 1 0 0
1lhe 0 0 0 0 1 0 3 3 0 0 4 0 1 1 1 0 1 1 0 0 0 0 1 1 1 1 0 5 1 1 0 0 0 1 0 0 0
1nrr 0 0 1 0 1 0 3 3 0 0 3 0 1 2 2 0 0 1 0 0 0 0 0 1 1 1 0 5 1 1 0 0 0 1 0 0 0
1ppb 0 0 1 0 0 1 3 3 0 0 4 0 1 2 2 0 0 1 0 0 0 0 0 0 1 1 0 3 1 1 0 0 0 1 0 0 0
1tbz 0 0 1 0 1 0 3 3 0 1 4 0 1 2 2 0 0 1 0 0 0 0 1 1 1 0 0 4 1 1 0 0 0 1 0 0 0
1tmt 0 0 0 2 0 0 3 3 0 0 4 0 1 2 2 0 1 1 0 0 0 0 1 1 1 0 0 5 1 1 0 0 0 1 0 0 0
1tmu 0 0 0 0 1 0 3 3 0 0 4 0 1 2 2 0 0 1 0 0 0 0 0 0 1 1 0 5 1 1 0 0 0 0 0 0 0
1tom 0 0 0 0 1 0 4 2 0 0 4 0 1 0 0 0 1 1 0 0 0 0 0 0 1 1 0 5 1 0 0 0 0 1 1 0 0
1uma 0 0 0 0 0 0 0 3 0 0 0 0 0 1 1 0 1 1 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0
1uvu 0 0 0 0 1 0 3 3 0 0 1 0 0 1 1 0 1 1 0 0 0 0 0 0 1 0 0 1 0 0 0 0 0 1 0 0 0
2hpq 0 0 1 0 1 1 3 3 0 0 3 0 1 2 1 0 1 1 0 0 0 0 0 0 1 1 0 5 1 1 0 0 0 1 0 0 0
3hat 0 0 0 0 1 0 3 3 0 0 1 0 4 1 1 0 0 1 0 0 0 0 0 0 1 1 0 3 1 0 0 2 0 1 0 0 0
7kme 0 0 0 0 1 0 2 3 0 0 2 1 1 1 0 0 1 1 0 0 0 2 0 0 1 0 0 2 1 1 0 2 0 0 1 0 0
8kme 0 0 0 0 0 0 3 3 0 0 0 0 2 1 1 0 1 1 0 0 0 1 0 0 1 0 0 4 0 1 1 2 0 1 1 0 0
* ZINC00393806 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0 1 1 1 1 0 0 0 0 0 0 0 0 1 1 0 0
* ZINC01280746 0 0 0 0 0 0 0 2 0 0 0 0 0 2 2 0 1 1 0 0 0 2 0 0 1 0 0 0 0 0 0 0 0 1 0 0 0
* ZINC01627553 0 1 1 1 0 0 0 1 0 0 0 0 0 2 2 0 1 1 0 0 0 0 0 0 1 0 0 0 0 0 0 0 0 1 0 0 0
* ZINC01692407 0 0 0 0 0 0 0 1 0 0 0 0 0 1 2 0 1 1 1 0 0 2 1 1 0 0 0 0 0 0 0 0 0 0 0 0 0
* ZINC01694232 0 0 0 0 0 0 0 2 0 0 0 0 0 2 2 0 0 1 0 0 0 2 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0
ZINC00039096 0 0 0 0 1 0 5 3 0 0 2 0 0 1 1 1 0 1 0 0 0 0 0 0 1 0 0 1 0 0 0 0 0 0 2 0 0
ZINC00040134 0 0 0 0 0 0 0 2 0 0 0 0 0 1 0 0 1 1 0 0 0 1 1 1 1 0 0 0 0 0 0 0 0 0 1 0 0
ZINC00128262 0 0 0 0 0 0 0 1 0 0 0 0 0 1 2 0 1 1 1 0 0 0 1 1 1 0 0 0 0 0 0 0 0 0 0 0 0
ZINC00331108 0 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 1 1 0 0 0 2 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0
ZINC00334967 0 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 1 1 0 0 0 0 0 0 1 0 0 0 0 0 0 0 0 1 0 1 0
ZINC00388143 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 0 1 0 0 0 0 0 0 0 0 1 1 0 0
ZINC00399488 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 0 1 0 1 0 0 0 0 0 0 1 0 0 1
ZINC01571102 0 0 0 0 0 0 0 0 0 0 0 0 0 3 2 0 1 1 0 0 0 0 0 0 3 0 0 0 0 0 0 0 0 2 0 0 0
ZINC01571123 0 0 0 0 0 0 0 0 0 0 0 0 0 2 2 0 0 1 0 0 0 0 0 0 1 0 0 0 0 0 0 0 0 2 0 0 0
ZINC01578169 0 0 0 0 0 0 0 2 0 0 1 0 0 1 1 0 1 1 0 0 0 2 0 0 1 0 0 0 1 0 0 0 0 1 0 0 0
ZINC01590788 0 0 0 0 0 0 0 2 0 0 0 0 0 1 1 0 0 1 0 0 0 2 1 1 1 0 0 0 0 0 0 0 0 0 0 0 0
ZINC01592422 0 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 1 1 1 0 0 0 1 1 0 0 0 0 0 0 0 0 0 1 1 0 0
ZINC01620760 0 0 1 0 0 0 0 1 0 0 0 0 0 2 2 0 0 1 0 0 0 2 0 0 1 0 0 0 0 0 0 0 0 1 0 0 0
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Supplementary Table 2
ZINC01646545 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 1 1 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 1 0 1 0
ZINC01655994 0 0 0 0 0 0 0 3 0 0 1 0 0 1 1 0 1 1 0 0 0 0 1 1 1 0 0 0 0 0 0 0 0 1 0 0 0
ZINC01661205 0 0 0 0 0 0 0 0 0 0 0 0 0 2 1 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0
ZINC01693800 0 0 0 1 0 0 0 0 0 0 0 0 0 2 2 0 0 1 0 0 0 2 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0
ZINC01703212 0 0 0 0 0 0 0 2 0 0 0 0 0 2 2 0 1 1 0 0 0 2 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0
ZINC01718877 0 0 0 0 0 0 0 2 0 0 0 0 0 2 2 0 0 1 0 0 0 2 0 1 1 0 0 0 1 0 0 0 0 0 0 0 0
ZINC01723361 0 0 0 0 0 0 0 0 0 0 0 0 0 2 1 0 0 1 0 0 0 2 0 0 1 0 0 1 0 0 0 0 0 2 0 0 0
ZINC01723500 0 0 0 1 0 0 0 0 0 0 0 0 0 2 2 0 0 1 0 0 0 2 0 0 1 1 0 0 0 0 0 0 0 1 0 0 0
ZINC01724649 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 1 1 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 1 0 1 0
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Supplementary Table 3
Interaction matchprints for the 100 top-scoring candidates according to EON/1ppb.  Interactions are highlighted in grey
showing the number of ligand interactions with the corresponding thrombin atom (for polar interactions) or side chain
(for hydrophobic interactions).
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ZINC00152886_2_0000 0 0 0 0 0 0 0 0 0 0 1 1 0 1 1 0 0 2 0 0 0 1 0 0 0 0 1
ZINC01709133_8_0000 0 0 0 0 0 2 0 0 0 0 1 1 1 0 1 0 0 1 0 0 0 0 0 1 0 0 1
ZINC02024829_17_0000 0 0 0 0 0 3 0 0 0 0 1 1 1 0 1 0 0 1 0 0 0 1 0 0 0 0 0
ZINC01694478_3_0001 0 0 0 0 0 1 0 0 0 1 2 1 0 1 1 0 2 2 0 0 0 0 0 0 0 2 1
ZINC01620761_4_0025 0 0 0 0 0 2 0 0 0 0 2 1 0 0 1 0 0 1 0 0 0 1 0 0 0 1 0
ZINC01697190_33_0024 0 0 0 0 2 3 0 0 1 0 2 1 0 0 1 0 0 2 0 0 0 0 0 0 0 2 1
ZINC01688454_7_0000 0 0 0 0 0 2 0 0 0 1 1 1 1 0 1 0 1 2 0 0 0 2 0 0 0 1 1
ZINC01668371_7_0001 0 0 0 0 0 0 0 0 0 0 1 1 0 1 1 0 0 0 1 0 1 1 0 1 0 0 0
ZINC01571124_1_0001 0 0 0 0 0 0 0 0 0 0 2 2 0 1 1 0 0 2 0 0 0 1 0 0 0 1 1
ZINC01694154_6_0001 0 0 0 0 0 3 0 0 0 0 2 2 0 1 1 0 0 0 0 0 0 1 0 1 0 1 0
ZINC01612663_5_0004 0 1 0 0 0 0 0 0 0 0 2 2 0 1 1 0 0 2 0 0 0 1 0 0 0 1 1
ZINC00040134_9_0000 0 0 0 0 0 2 0 0 0 0 1 0 0 1 1 0 0 1 1 0 1 1 0 0 0 0 1
ZINC01694232_1_0001 0 0 0 0 0 2 0 0 0 0 2 2 0 0 1 0 0 2 0 0 0 0 0 0 0 1 1
ZINC01590790_11_0000 0 0 1 0 0 2 0 0 0 0 1 1 0 0 1 0 0 0 1 0 1 2 0 0 0 0 1
ZINC01723906_2_0000 0 0 0 0 0 2 0 0 0 0 2 2 0 1 1 0 0 0 0 0 0 0 0 0 0 1 1
ZINC01666219_6_0002 0 0 0 0 0 3 0 0 0 0 2 2 0 1 1 0 0 1 0 0 0 0 0 0 0 1 1
ZINC01609953_31_0002 0 0 0 0 0 0 0 0 0 0 2 2 0 1 1 0 0 0 0 0 0 0 0 0 1 1 0
ZINC01703906_1_0009 0 1 0 0 0 2 0 0 0 0 2 3 0 0 0 0 0 2 0 0 0 0 0 0 0 1 1
ZINC01661211_18_0000 0 0 0 0 0 0 0 0 0 0 2 2 0 1 1 0 0 0 0 0 0 0 0 0 0 1 1
ZINC01576560_6_0000 0 0 0 0 0 0 0 0 0 0 1 1 0 1 1 0 0 2 0 0 0 1 0 0 0 0 1
ZINC01665520_2_0000 0 0 1 0 0 0 0 0 0 0 2 2 0 0 1 0 0 2 0 0 0 0 0 0 0 1 1
ZINC00161844_1_0000 0 0 0 0 0 0 0 0 0 0 1 1 0 0 1 0 0 2 1 0 0 0 0 0 0 0 0
ZINC01733126_1_0002 0 0 0 0 0 1 0 0 0 0 1 1 0 1 1 0 0 0 0 0 0 0 0 1 0 1 1
ZINC01564199_12_0002 0 0 0 0 0 3 0 0 0 0 2 2 0 1 1 0 0 1 0 0 0 0 0 0 0 1 1
ZINC01694230_2_0015 0 0 0 0 0 2 0 0 0 0 2 1 0 0 1 0 0 2 0 0 0 0 0 0 0 2 1
ZINC01702595_3_0000 0 0 0 0 0 0 0 0 0 0 2 1 0 0 1 0 0 0 0 0 0 0 0 0 0 2 0
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Supplementary Table 3
ZINC01686494_2_0001 0 0 0 0 0 2 0 0 0 0 2 2 0 1 1 0 0 2 0 0 0 0 0 0 0 1 0
ZINC01674367_1_0002 0 0 0 0 0 0 0 0 0 1 2 2 0 0 1 0 1 2 0 1 0 1 0 1 0 2 1
ZINC01628143_8_0000 0 0 0 0 0 3 0 0 3 0 1 1 0 2 1 0 0 0 0 0 0 1 0 2 0 0 1
ZINC01676782_12_0002 0 0 0 0 0 3 0 0 0 0 1 1 1 1 1 0 0 2 0 0 0 0 0 0 1 0 2
ZINC01733113_2_0000 0 0 0 0 0 0 0 0 0 0 1 1 0 0 1 0 0 2 0 0 0 1 0 1 0 0 0
ZINC01682931_17_0000 0 0 0 0 0 0 0 0 0 0 2 2 0 1 1 0 0 0 0 0 0 2 1 0 0 1 0
ZINC01433164_3_0004 0 0 0 0 0 1 0 0 0 0 2 2 0 0 1 0 1 2 0 0 0 1 0 0 0 2 1
ZINC01692407_1_0008 0 0 0 0 0 1 0 0 0 0 1 2 0 1 1 1 0 2 1 0 1 0 0 0 0 0 0
ZINC01755965_11_0001 0 0 0 0 0 2 0 0 0 0 1 1 1 0 1 0 0 2 1 0 1 1 0 0 0 0 0
ZINC01665216_6_0000 0 0 0 0 0 0 0 0 0 0 2 2 0 0 1 0 0 0 0 0 0 0 0 0 1 1 1
ZINC01670550_6_0000 0 0 0 0 0 0 0 0 0 0 0 1 0 0 1 0 0 2 0 0 0 1 0 0 0 1 2
ZINC01733125_5_0000 0 0 0 0 0 0 0 0 0 0 1 1 0 1 1 0 0 2 0 0 0 1 0 1 0 0 1
ZINC01558074_5_0002 0 0 0 0 0 0 0 0 0 0 2 2 0 1 1 0 0 2 0 0 0 1 0 0 0 1 0
ZINC01706327_19_0000 0 0 0 0 0 2 0 0 0 0 1 1 0 1 1 1 0 0 0 0 1 1 0 1 0 0 0
ZINC01675036_9_0001 0 0 1 0 0 0 0 0 0 0 1 2 0 0 1 0 0 2 0 0 0 0 0 0 0 1 1
ZINC01585277_3_0000 0 0 0 0 0 0 0 0 0 0 2 2 0 1 1 0 0 1 1 0 0 1 0 1 0 1 0
ZINC01573859_16_0003 0 0 0 0 0 3 0 0 0 0 2 2 1 1 1 0 0 2 0 0 0 2 0 1 0 0 1
ZINC01578169_8_0007 0 0 0 0 0 2 0 0 1 0 1 1 0 1 1 0 0 2 0 0 0 1 0 0 1 1 0
ZINC01556651_3_0000 0 0 0 0 0 2 0 0 0 0 0 1 0 0 1 0 0 1 0 0 0 1 0 1 0 1 1
ZINC00055120_1_0001 0 0 0 0 0 1 0 0 0 0 1 1 0 1 1 0 0 2 0 0 0 0 0 0 0 1 1
ZINC01567454_1_0000 0 0 0 0 0 4 0 0 0 0 1 1 0 1 1 0 0 1 0 0 0 0 0 1 0 1 0
ZINC01654079_4_0000 0 0 0 0 0 0 0 0 0 0 1 1 0 1 1 0 0 1 0 0 0 1 0 0 0 0 1
ZINC01718790_1_0006 0 0 0 0 0 2 0 0 0 0 1 1 0 1 1 0 0 0 0 0 0 1 0 0 0 1 0
ZINC00396555_12_0000 0 0 0 0 0 3 0 0 0 0 1 1 1 0 1 0 0 2 1 0 0 1 0 0 0 0 0
ZINC00066085_7_0000 0 0 0 0 0 0 0 0 0 0 1 1 0 1 1 0 0 0 0 0 0 2 0 1 0 1 0
ZINC01706265_3_0003 0 0 1 0 0 2 0 0 0 0 2 2 0 1 1 0 0 2 0 0 0 1 0 0 0 1 1
ZINC01661214_9_0000 0 0 0 0 0 2 0 0 0 0 2 2 0 0 1 0 0 0 0 0 0 1 0 1 0 0 0
ZINC01571122_2_0001 0 0 0 0 0 0 0 0 0 0 2 1 0 1 1 0 0 2 0 0 0 1 0 0 0 1 0
ZINC00481176_6_0004 0 0 0 0 0 0 0 0 0 0 0 1 0 0 1 0 0 2 0 0 0 0 0 0 0 1 1
ZINC01688931_22_0002 0 0 0 0 0 0 0 0 0 0 1 1 0 1 1 1 0 0 1 0 1 1 0 0 0 0 0
ZINC01742147_13_0000 0 0 0 0 0 1 0 0 0 0 2 2 0 1 1 0 0 2 0 0 0 1 0 0 0 1 0
ZINC01750897_1_0004 0 0 1 0 0 2 0 0 0 0 2 2 0 0 1 0 0 2 0 0 0 1 0 0 0 1 1
ZINC01627553_11_0002 1 1 1 0 0 1 0 0 0 0 2 2 0 1 1 0 0 0 0 0 0 1 0 0 0 1 0
ZINC01620694_2_0000 0 0 0 0 0 0 0 0 0 0 2 2 0 0 0 0 0 2 0 1 0 1 0 0 0 2 1
ZINC01590788_9_0000 0 0 0 0 0 2 0 0 0 0 1 1 0 0 1 0 0 2 1 0 1 1 0 0 0 0 0
ZINC00055122_1_0001 0 0 0 0 0 0 0 0 0 1 1 1 0 1 1 0 0 2 0 0 0 0 0 0 0 1 1
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ZINC01694515_4_0000 0 0 0 0 0 0 0 0 0 0 2 1 0 0 0 0 0 2 0 0 0 0 0 0 0 2 1
ZINC00047610_3_0001 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 2 0 0 0 0 0 0 0 2 1
ZINC01723503_1_0001 0 0 0 0 0 1 0 0 0 0 2 2 0 0 1 1 0 2 1 0 1 0 0 0 0 0 0
ZINC01745988_2_0001 0 0 0 0 0 2 0 0 0 0 2 2 0 0 1 0 0 0 0 0 0 0 0 0 0 1 1
ZINC01722154_9_0000 0 0 0 0 0 2 0 0 0 0 1 1 0 1 1 0 0 2 0 0 0 1 0 0 0 1 1
ZINC01693049_10_0000 0 0 0 0 0 2 0 0 0 0 2 2 0 0 1 0 0 0 0 0 0 0 0 0 0 1 1
ZINC01697188_3_0001 0 0 1 0 0 0 0 0 0 0 2 2 0 0 1 0 0 0 0 0 0 1 1 0 0 1 0
ZINC01703212_8_0000 0 0 0 0 0 2 0 0 0 0 2 2 0 1 1 0 0 2 0 0 0 0 0 0 0 1 1
ZINC01682932_20_0003 0 0 0 0 0 0 0 0 1 0 2 2 0 0 1 0 0 0 0 0 0 0 0 1 0 1 1
ZINC01697191_8_0000 0 0 0 0 0 0 0 0 0 0 2 2 0 1 1 0 0 2 1 0 0 0 1 1 0 1 1
ZINC01620692_24_0002 0 0 0 0 0 2 0 0 0 0 2 2 0 0 1 0 0 1 0 0 0 0 0 1 0 2 1
ZINC01665528_6_0006 0 0 0 0 0 0 0 0 0 0 2 2 0 1 1 0 0 1 0 0 0 1 0 0 0 1 0
ZINC01871536_3_0000 0 0 0 0 0 0 0 0 0 1 2 2 0 0 1 0 1 2 0 0 0 1 0 1 0 1 2
ZINC01620687_6_0007 0 1 0 0 0 0 0 0 0 0 2 1 0 1 1 0 0 2 0 0 0 0 0 0 0 2 0
ZINC01587182_4_0006 0 0 0 0 0 2 0 0 0 0 2 2 1 0 1 0 0 2 0 0 0 1 0 0 0 1 2
ZINC01718877_11_0003 0 0 0 0 0 2 0 0 0 0 2 2 0 0 1 0 0 2 0 0 1 1 0 0 1 0 0
ZINC01592721_15_0001 0 0 0 0 0 2 0 0 0 0 0 1 0 1 1 0 0 0 0 0 0 1 0 0 0 1 0
ZINC01723361_1_0002 0 0 0 0 0 0 0 0 0 0 2 1 0 0 1 0 0 2 0 0 0 1 0 1 0 2 0
ZINC00039096_15_0000 0 0 0 1 5 3 0 0 2 0 1 1 1 0 1 0 0 0 0 0 0 1 0 1 0 0 2
ZINC01655994_3_0009 0 0 0 0 0 3 0 0 1 0 1 1 0 1 1 0 0 0 1 0 1 1 0 0 0 1 0
ZINC01604777_9_0000 0 0 0 0 0 0 0 0 0 0 2 2 0 1 1 0 0 0 0 0 1 1 0 1 0 1 0
ZINC01735750_7_0000 0 0 0 0 0 0 0 0 0 0 2 2 0 1 1 0 1 2 0 0 0 0 0 0 0 1 1
ZINC01280756_6_0002 0 1 0 0 0 2 0 0 0 0 2 1 0 0 0 0 0 2 0 0 0 0 0 0 0 2 1
ZINC01723500_2_0000 0 0 1 0 0 0 0 0 0 0 2 2 0 0 1 0 0 2 0 0 0 1 1 0 0 1 0
ZINC01280746_1_0008 0 0 0 0 0 2 0 0 0 0 2 2 0 1 1 0 0 2 0 0 0 1 0 0 0 1 0
ZINC01573995_11_0001 1 1 1 0 0 1 1 2 0 0 2 2 0 0 1 0 0 2 1 0 0 1 0 0 0 1 0
ZINC01593739_2_0000 0 0 0 0 0 0 0 0 0 0 2 2 0 1 1 0 0 2 0 0 0 1 0 0 0 1 1
ZINC01693800_2_0001 0 0 1 0 0 0 0 0 0 0 2 2 0 0 1 0 0 2 0 0 0 0 0 0 0 1 1
ZINC00128262_4_0001 0 0 0 0 0 1 0 0 0 0 1 2 0 1 1 1 0 0 1 0 1 1 0 0 0 0 0
ZINC01736105_111_0006 0 1 0 0 0 2 1 0 0 0 2 2 0 1 1 0 0 0 0 0 0 1 0 0 0 1 0
ZINC01620760_1_0010 0 1 0 0 0 1 0 0 0 0 2 2 0 0 1 0 0 2 0 0 0 1 0 0 0 1 0
ZINC01697434_10_0000 0 0 0 0 0 0 0 0 0 0 2 2 0 1 1 0 0 2 0 0 0 0 0 0 0 1 0
ZINC01694247_7_0000 0 0 0 0 0 0 0 0 0 0 2 2 0 1 1 0 0 2 0 0 0 0 0 1 0 1 0
ZINC01571123_3_0002 0 0 0 0 0 0 0 0 0 0 2 2 0 0 1 0 0 0 0 0 0 1 0 0 0 2 0
ZINC00251668_6_0001 0 0 0 0 0 2 0 0 0 0 0 0 0 0 1 0 0 2 0 0 0 0 0 0 0 1 1
ZINC00271013_3_0000 0 0 0 0 0 0 0 0 0 0 1 1 0 0 1 0 0 1 1 0 0 0 0 0 0 1 1

Page 3



Supplementary Table 3
ZINC00240537_2_0000 0 0 0 0 0 0 0 0 0 0 1 1 0 0 1 0 0 2 0 0 0 0 0 0 0 1 0
ZINC01730267_1_0004 0 0 0 0 0 2 0 0 0 0 2 2 0 0 1 0 0 2 0 0 0 2 0 1 0 1 0
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Supplementary Table 4
Interaction matchprints for the top-scoring 100 candidates according to EON/1a5g.  Interactions are highlighted in grey,
showing the number of ligand interactions with the corresponding thrombin atom (for polar interactions) or side chain 
(for hydrophobic interactions).
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ZINC01709133_8_0000 0 0 0 0 0 0 2 0 0 0 0 1 1 1 0 1 0 0 1 0 0 0 0 0 1 0 0 0 1
ZINC00047608_1_0000 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 2 0 0 0 0 0 0 0 0 2 1
ZINC02024829_17_0000 0 0 0 0 0 0 3 0 0 0 0 1 1 1 0 1 0 0 1 0 0 0 1 0 0 0 0 0 0
ZINC01703905_2_0030 0 0 0 0 0 1 3 0 0 1 0 2 3 0 0 0 0 0 0 0 0 0 0 0 1 0 0 1 1
ZINC01620761_4_0025 0 0 0 0 0 0 2 0 0 0 0 2 1 0 0 1 0 0 1 0 0 0 1 0 0 0 0 1 0
ZINC00128284_4_0001 0 0 1 0 0 0 1 0 0 0 0 1 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 2 1
ZINC01697190_33_0024 0 0 0 0 0 2 3 0 0 1 0 2 1 0 0 1 0 0 2 0 0 0 0 0 0 0 0 2 1
ZINC01582976_1_0006 0 0 0 0 0 0 0 0 0 0 0 2 1 0 0 0 1 0 2 0 0 0 0 0 0 0 0 2 1
ZINC01694249_1_0003 0 0 0 0 0 0 0 0 0 0 0 2 2 0 0 1 0 0 2 0 0 0 0 0 0 0 0 2 1
ZINC01668371_7_0001 0 0 0 0 0 0 0 0 0 0 0 1 1 0 1 1 0 0 0 1 0 1 1 0 1 0 0 0 0
ZINC01571124_1_0001 0 0 0 0 0 0 0 0 0 0 0 2 2 0 1 1 0 0 2 0 0 0 1 0 0 0 0 1 1
ZINC01694154_6_0001 0 0 0 0 0 0 3 0 0 0 0 2 2 0 1 1 0 0 0 0 0 0 1 0 1 0 0 1 0
ZINC00040134_9_0000 0 0 0 0 0 0 2 0 0 0 0 1 0 0 1 1 0 0 1 1 0 1 1 0 0 0 0 0 1
ZINC01694232_1_0001 0 0 0 0 0 0 2 0 0 0 0 2 2 0 0 1 0 0 2 0 0 0 0 0 0 0 0 1 1
ZINC01694516_1_0001 0 0 0 0 0 0 0 0 0 0 0 2 1 0 0 0 0 0 2 0 0 0 0 0 0 0 0 2 1
ZINC01590790_11_0000 0 0 1 0 0 0 2 0 0 0 0 1 1 0 0 1 0 0 0 1 0 1 2 0 0 0 0 0 1
ZINC01723906_2_0000 0 0 0 0 0 0 2 0 0 0 0 2 2 0 1 1 0 0 0 0 0 0 0 0 0 0 0 1 1
ZINC01666219_6_0002 0 0 0 0 0 0 3 0 0 0 0 2 2 0 1 1 0 0 1 0 0 0 0 0 0 0 0 1 1
ZINC01609953_31_0002 0 0 0 0 0 0 0 0 0 0 0 2 2 0 1 1 0 0 0 0 0 0 0 0 0 1 0 1 0
ZINC01703906_1_0009 0 1 0 0 0 0 2 0 0 0 0 2 3 0 0 0 0 0 2 0 0 0 0 0 0 0 0 1 1
ZINC01661211_18_0000 0 0 0 0 0 0 0 0 0 0 0 2 2 0 1 1 0 0 0 0 0 0 0 0 0 0 0 1 1
ZINC01665520_2_0000 0 0 1 0 0 0 0 0 0 0 0 2 2 0 0 1 0 0 2 0 0 0 0 0 0 0 0 1 1
ZINC00161844_1_0000 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 1 0 0 2 1 0 0 0 0 0 0 0 0 0
ZINC01733126_1_0002 0 0 0 0 0 0 1 0 0 0 0 1 1 0 1 1 0 0 0 0 0 0 0 0 1 0 0 1 1
ZINC01564199_12_0002 0 0 0 0 0 0 3 0 0 0 0 2 2 0 1 1 0 0 1 0 0 0 0 0 0 0 0 1 1
ZINC01694230_2_0015 0 0 0 0 0 0 2 0 0 0 0 2 1 0 0 1 0 0 2 0 0 0 0 0 0 0 0 2 1
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ZINC01702595_3_0000 0 0 0 0 0 0 0 0 0 0 0 2 1 0 0 1 0 0 0 0 0 0 0 0 0 0 0 2 0
ZINC01674367_1_0002 0 0 0 0 0 0 0 0 0 0 1 2 2 0 0 1 0 1 2 0 1 0 1 0 1 0 0 2 1
ZINC01628143_8_0000 0 0 0 0 0 0 3 0 0 3 0 1 1 0 2 1 0 0 0 0 0 0 1 0 2 0 0 0 1
ZINC01676782_12_0002 0 0 0 0 0 0 3 0 0 0 0 1 1 1 1 1 0 0 2 0 0 0 0 0 0 1 0 0 2
ZINC01733113_2_0000 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 1 0 0 2 0 0 0 1 0 1 0 0 0 0
ZINC01682931_17_0000 0 0 0 0 0 0 0 0 0 0 0 2 2 0 1 1 0 0 0 0 0 0 2 1 0 0 0 1 0
ZINC01433164_3_0004 0 0 0 0 0 0 1 0 0 0 0 2 2 0 0 1 0 1 2 0 0 0 1 0 0 0 0 2 1
ZINC01755965_11_0001 0 0 0 0 0 0 2 0 0 0 0 1 1 1 0 1 0 0 2 1 0 1 1 0 0 0 0 0 0
ZINC01693797_4_0001 0 0 0 0 0 0 0 0 0 0 0 2 2 0 0 0 0 0 2 0 0 0 0 0 0 0 0 2 1
ZINC01733125_5_0000 0 0 0 0 0 0 0 0 0 0 0 1 1 0 1 1 0 0 2 0 0 0 1 0 1 0 0 0 1
ZINC01706327_19_0000 0 0 0 0 0 0 2 0 0 0 0 1 1 0 1 1 1 0 0 0 0 1 1 0 1 0 0 0 0
ZINC01675036_9_0001 0 0 1 0 0 0 0 0 0 0 0 1 2 0 0 1 0 0 2 0 0 0 0 0 0 0 0 1 1
ZINC00240530_2_0001 0 1 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 2 1
ZINC01585277_3_0000 0 0 0 0 0 0 0 0 0 0 0 2 2 0 1 1 0 0 1 1 0 0 1 0 1 0 0 1 0
ZINC01614820_17_0000 0 0 0 0 0 0 3 0 0 0 0 1 1 1 1 1 0 0 1 0 0 0 0 0 0 1 0 0 1
ZINC01573859_16_0003 0 0 0 0 0 0 3 0 0 0 0 2 2 1 1 1 0 0 2 0 0 0 2 0 1 0 0 0 1
ZINC01578169_8_0007 0 0 0 0 0 0 2 0 0 1 0 1 1 0 1 1 0 0 2 0 0 0 1 0 0 1 0 1 0
ZINC00128266_1_0001 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 2 1
ZINC01556651_3_0000 0 0 0 0 0 0 2 0 0 0 0 0 1 0 0 1 0 0 1 0 0 0 1 0 1 0 0 1 1
ZINC01568703_1_0001 0 1 0 0 0 0 2 0 0 0 0 2 1 0 0 1 0 0 2 0 0 0 0 0 0 0 0 1 1
ZINC01567454_1_0000 0 0 0 0 0 0 4 0 0 0 0 1 1 0 1 1 0 0 1 0 0 0 0 0 1 0 0 1 0
ZINC01718790_1_0006 0 0 0 0 0 0 2 0 0 0 0 1 1 0 1 1 0 0 0 0 0 0 1 0 0 0 0 1 0
ZINC00396555_12_0000 0 0 0 0 0 0 3 0 0 0 0 1 1 1 0 1 0 0 2 1 0 0 1 0 0 0 0 0 0
ZINC00066085_7_0000 0 0 0 0 0 0 0 0 0 0 0 1 1 0 1 1 0 0 0 0 0 0 2 0 1 0 0 1 0
ZINC01706265_3_0003 0 0 1 0 0 0 2 0 0 0 0 2 2 0 1 1 0 0 2 0 0 0 1 0 0 0 0 1 1
ZINC01735494_15_0000 0 0 1 0 0 0 2 0 0 0 0 1 1 1 1 1 0 0 0 0 0 0 1 0 1 0 0 0 1
ZINC01661214_9_0000 0 0 0 0 0 0 2 0 0 0 0 2 2 0 0 1 0 0 0 0 0 0 1 0 1 0 0 0 0
ZINC00481176_6_0004 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 1 0 0 2 0 0 0 0 0 0 0 0 1 1
ZINC01750897_1_0004 0 0 1 0 0 0 2 0 0 0 0 2 2 0 0 1 0 0 2 0 0 0 1 0 0 0 0 1 1
ZINC01627553_11_0002 1 1 1 0 0 0 1 0 0 0 0 2 2 0 1 1 0 0 0 0 0 0 1 0 0 0 0 1 0
ZINC01620694_2_0000 0 0 0 0 0 0 0 0 0 0 0 2 2 0 0 0 0 0 2 0 1 0 1 0 0 0 0 2 1
ZINC01590788_9_0000 0 0 0 0 0 0 2 0 0 0 0 1 1 0 0 1 0 0 2 1 0 1 1 0 0 0 0 0 0
ZINC01694515_4_0000 0 0 0 0 0 0 0 0 0 0 0 2 1 0 0 0 0 0 2 0 0 0 0 0 0 0 0 2 1
ZINC00047610_3_0001 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 2 1
ZINC01745988_2_0001 0 0 0 0 0 0 2 0 0 0 0 2 2 0 0 1 0 0 0 0 0 0 0 0 0 0 0 1 1
ZINC01627800_1_0004 0 2 1 0 1 0 2 0 0 0 0 2 2 0 0 1 0 0 2 0 0 0 2 0 0 0 0 1 0
ZINC01722154_9_0000 0 0 0 0 0 0 2 0 0 0 0 1 1 0 1 1 0 0 2 0 0 0 1 0 0 0 0 1 1
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ZINC01693049_10_0000 0 0 0 0 0 0 2 0 0 0 0 2 2 0 0 1 0 0 0 0 0 0 0 0 0 0 0 1 1
ZINC01641410_24_0000 0 0 0 0 0 0 0 0 0 0 0 2 2 0 1 1 0 0 1 0 0 0 1 0 1 0 0 1 0
ZINC01703212_8_0000 0 0 0 0 0 0 2 0 0 0 0 2 2 0 1 1 0 0 2 0 0 0 0 0 0 0 0 1 1
ZINC01723328_7_0000 0 0 0 0 0 0 0 0 0 0 0 2 3 0 1 1 0 0 0 0 0 0 1 0 1 0 0 2 0
ZINC01697191_8_0000 0 0 0 0 0 0 0 0 0 0 0 2 2 0 1 1 0 0 2 1 0 0 0 1 1 0 0 1 1
ZINC01620692_24_0002 0 0 0 0 0 0 2 0 0 0 0 2 2 0 0 1 0 0 1 0 0 0 0 0 1 0 0 2 1
ZINC01665528_6_0006 0 0 0 0 0 0 0 0 0 0 0 2 2 0 1 1 0 0 1 0 0 0 1 0 0 0 0 1 0
ZINC01620687_6_0007 0 1 0 0 0 0 0 0 0 0 0 2 1 0 1 1 0 0 2 0 0 0 0 0 0 0 0 2 0
ZINC01587182_4_0006 0 0 0 0 0 0 2 0 0 0 0 2 2 1 0 1 0 0 2 0 0 0 1 0 0 0 0 1 2
ZINC01693045_1_0001 0 0 0 0 0 0 0 0 0 0 0 2 1 0 0 0 0 0 2 0 0 0 0 0 0 0 0 2 1
ZINC01718877_11_0003 0 0 0 0 0 0 2 0 0 0 0 2 2 0 0 1 0 0 2 0 0 1 1 0 0 1 0 0 0
ZINC01592721_15_0001 0 0 0 0 0 0 2 0 0 0 0 0 1 0 1 1 0 0 0 0 0 0 1 0 0 0 0 1 0
ZINC01703215_8_0001 0 0 0 0 0 0 4 0 0 0 0 2 2 0 1 1 0 0 1 0 0 0 1 0 0 1 0 1 0
ZINC01723361_1_0002 0 0 0 0 0 0 0 0 0 0 0 2 1 0 0 1 0 0 2 0 0 0 1 0 1 0 0 2 0
ZINC00039096_15_0000 0 0 0 1 0 5 3 0 0 2 0 1 1 1 0 1 0 0 0 0 0 0 1 0 1 0 0 0 2
ZINC01655994_3_0009 0 0 0 0 0 0 3 0 0 1 0 1 1 0 1 1 0 0 0 1 0 1 1 0 0 0 0 1 0
ZINC01653129_1_0002 0 0 1 0 0 0 2 0 0 0 0 2 3 0 0 1 0 0 2 0 0 0 0 0 0 0 0 2 1
ZINC01604777_9_0000 0 0 0 0 0 0 0 0 0 0 0 2 2 0 1 1 0 0 0 0 0 1 1 0 1 0 0 1 0
ZINC01280756_6_0002 0 1 0 0 0 0 2 0 0 0 0 2 1 0 0 0 0 0 2 0 0 0 0 0 0 0 0 2 1
ZINC01723500_2_0000 0 0 1 0 0 0 0 0 0 0 0 2 2 0 0 1 0 0 2 0 0 0 1 1 0 0 0 1 0
ZINC01280746_1_0008 0 0 0 0 0 0 2 0 0 0 0 2 2 0 1 1 0 0 2 0 0 0 1 0 0 0 0 1 0
ZINC01581641_1_0001 0 0 0 0 0 0 6 0 0 0 0 1 1 1 0 1 0 0 2 0 0 0 0 0 0 0 0 0 0
ZINC01573995_11_0001 1 1 1 0 0 0 1 1 2 0 0 2 2 0 0 1 0 0 2 1 0 0 1 0 0 0 0 1 0
ZINC01593739_2_0000 0 0 0 0 0 0 0 0 0 0 0 2 2 0 1 1 0 0 2 0 0 0 1 0 0 0 0 1 1
ZINC01693800_2_0001 0 0 1 0 0 0 0 0 0 0 0 2 2 0 0 1 0 0 2 0 0 0 0 0 0 0 0 1 1
ZINC00128262_4_0001 0 0 0 0 0 0 1 0 0 0 0 1 2 0 1 1 1 0 0 1 0 1 1 0 0 0 0 0 0
ZINC01694514_2_0000 0 0 0 0 0 0 0 0 0 0 0 2 1 0 0 0 0 0 2 0 0 0 0 0 0 0 0 2 1
ZINC01736105_111_0006 0 1 0 0 0 0 2 1 0 0 0 2 2 0 1 1 0 0 0 0 0 0 1 0 0 0 0 1 0
ZINC01233211_1_0000 0 0 0 0 0 0 0 0 0 0 0 2 1 0 0 0 0 0 2 0 0 0 0 0 0 0 0 2 1
ZINC00027796_4_0000 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 1 0 0 2 0 0 0 0 0 0 0 0 1 1
ZINC01843285_10_0000 0 0 0 0 0 0 0 0 0 0 0 1 1 1 1 1 0 0 2 0 0 0 0 0 0 0 1 0 2
ZINC01620760_1_0010 0 1 0 0 0 0 1 0 0 0 0 2 2 0 0 1 0 0 2 0 0 0 1 0 0 0 0 1 0
ZINC01703219_8_0000 0 0 0 0 0 0 0 0 0 3 0 2 2 0 1 1 0 0 0 0 0 0 0 0 1 0 0 1 1
ZINC01697434_10_0000 0 0 0 0 0 0 0 0 0 0 0 2 2 0 1 1 0 0 2 0 0 0 0 0 0 0 0 1 0
ZINC01694247_7_0000 0 0 0 0 0 0 0 0 0 0 0 2 2 0 1 1 0 0 2 0 0 0 0 0 1 0 0 1 0
ZINC01571123_3_0002 0 0 0 0 0 0 0 0 0 0 0 2 2 0 0 1 0 0 0 0 0 0 1 0 0 0 0 2 0
ZINC01730267_1_0004 0 0 0 0 0 0 2 0 0 0 0 2 2 0 0 1 0 0 2 0 0 0 2 0 1 0 0 1 0

Page 3



Supplementary Table 5
Interaction matchprints for the top-scoring 100 candidates according to EON/1tbz. Interactions are highlighted in grey
showing the number of ligand interactions with the corresponding thrombin atom (for polar interactions) or side chain
(for hydrophobic interactions).
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ZINC00152886_2_0000 0 0 0 0 0 0 0 0 0 0 0 1 1 0 1 1 0 0 2 0 0 0 1 0 0 0 0 1
ZINC01709133_8_0000 0 0 0 0 0 2 0 0 0 0 0 1 1 1 0 1 0 0 1 0 0 0 0 0 1 0 0 1
ZINC02024829_17_0000 0 0 0 0 0 3 0 0 0 0 0 1 1 1 0 1 0 0 1 0 0 0 1 0 0 0 0 0
ZINC01694478_3_0001 0 0 0 0 0 1 0 0 0 0 1 2 1 0 1 1 0 2 2 0 0 0 0 0 0 0 2 1
ZINC01703905_2_0030 0 0 0 0 1 3 0 0 0 1 0 2 3 0 0 0 0 0 0 0 0 0 0 0 1 0 1 1
ZINC01620761_4_0025 0 0 0 0 0 2 0 0 0 0 0 2 1 0 0 1 0 0 1 0 0 0 1 0 0 0 1 0
ZINC01697190_33_0024 0 0 0 0 2 3 0 0 0 1 0 2 1 0 0 1 0 0 2 0 0 0 0 0 0 0 2 1
ZINC01582976_1_0006 0 0 0 0 0 0 0 0 0 0 0 2 1 0 0 0 1 0 2 0 0 0 0 0 0 0 2 1
ZINC01688454_7_0000 0 0 0 0 0 2 0 0 0 0 1 1 1 1 0 1 0 1 2 0 0 0 2 0 0 0 1 1
ZINC01694249_1_0003 0 0 0 0 0 0 0 0 0 0 0 2 2 0 0 1 0 0 2 0 0 0 0 0 0 0 2 1
ZINC01668371_7_0001 0 0 0 0 0 0 0 0 0 0 0 1 1 0 1 1 0 0 0 1 0 1 1 0 1 0 0 0
ZINC01571124_1_0001 0 0 0 0 0 0 0 0 0 0 0 2 2 0 1 1 0 0 2 0 0 0 1 0 0 0 1 1
ZINC01694154_6_0001 0 0 0 0 0 3 0 0 0 0 0 2 2 0 1 1 0 0 0 0 0 0 1 0 1 0 1 0
ZINC00040134_9_0000 0 0 0 0 0 2 0 0 0 0 0 1 0 0 1 1 0 0 1 1 0 1 1 0 0 0 0 1
ZINC01694232_1_0001 0 0 0 0 0 2 0 0 0 0 0 2 2 0 0 1 0 0 2 0 0 0 0 0 0 0 1 1
ZINC01694516_1_0001 0 0 0 0 0 0 0 0 0 0 0 2 1 0 0 0 0 0 2 0 0 0 0 0 0 0 2 1
ZINC01590790_11_0000 0 0 1 0 0 2 0 0 0 0 0 1 1 0 0 1 0 0 0 1 0 1 2 0 0 0 0 1
ZINC01723906_2_0000 0 0 0 0 0 2 0 0 0 0 0 2 2 0 1 1 0 0 0 0 0 0 0 0 0 0 1 1
ZINC01666219_6_0002 0 0 0 0 0 3 0 0 0 0 0 2 2 0 1 1 0 0 1 0 0 0 0 0 0 0 1 1
ZINC01609953_31_0002 0 0 0 0 0 0 0 0 0 0 0 2 2 0 1 1 0 0 0 0 0 0 0 0 0 1 1 0
ZINC01703906_1_0009 0 1 0 0 0 2 0 0 0 0 0 2 3 0 0 0 0 0 2 0 0 0 0 0 0 0 1 1
ZINC01661211_18_0000 0 0 0 0 0 0 0 0 0 0 0 2 2 0 1 1 0 0 0 0 0 0 0 0 0 0 1 1
ZINC01665520_2_0000 0 0 1 0 0 0 0 0 0 0 0 2 2 0 0 1 0 0 2 0 0 0 0 0 0 0 1 1
ZINC00161844_1_0000 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 1 0 0 2 1 0 0 0 0 0 0 0 0
ZINC01564199_12_0002 0 0 0 0 0 3 0 0 0 0 0 2 2 0 1 1 0 0 1 0 0 0 0 0 0 0 1 1
ZINC01694230_2_0015 0 0 0 0 0 2 0 0 0 0 0 2 1 0 0 1 0 0 2 0 0 0 0 0 0 0 2 1
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ZINC01702595_3_0000 0 0 0 0 0 0 0 0 0 0 0 2 1 0 0 1 0 0 0 0 0 0 0 0 0 0 2 0
ZINC01686494_2_0001 0 0 0 0 0 2 0 0 0 0 0 2 2 0 1 1 0 0 2 0 0 0 0 0 0 0 1 0
ZINC01674367_1_0002 0 0 0 0 0 0 0 0 0 0 1 2 2 0 0 1 0 1 2 0 1 0 1 0 1 0 2 1
ZINC01628143_8_0000 0 0 0 0 0 3 0 0 0 3 0 1 1 0 2 1 0 0 0 0 0 0 1 0 2 0 0 1
ZINC01676782_12_0002 0 0 0 0 0 3 0 0 0 0 0 1 1 1 1 1 0 0 2 0 0 0 0 0 0 1 0 2
ZINC01733113_2_0000 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 1 0 0 2 0 0 0 1 0 1 0 0 0
ZINC01682931_17_0000 0 0 0 0 0 0 0 0 0 0 0 2 2 0 1 1 0 0 0 0 0 0 2 1 0 0 1 0
ZINC01433164_3_0004 0 0 0 0 0 1 0 0 0 0 0 2 2 0 0 1 0 1 2 0 0 0 1 0 0 0 2 1
ZINC01692407_1_0008 0 0 0 0 0 1 0 0 0 0 0 1 2 0 1 1 1 0 2 1 0 1 0 0 0 0 0 0
ZINC01755965_11_0001 0 0 0 0 0 2 0 0 0 0 0 1 1 1 0 1 0 0 2 1 0 1 1 0 0 0 0 0
ZINC01665216_6_0000 0 0 0 0 0 0 0 0 0 0 0 2 2 0 0 1 0 0 0 0 0 0 0 0 0 1 1 1
ZINC01670550_6_0000 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 1 0 0 2 0 0 0 1 0 0 0 1 2
ZINC01733125_5_0000 0 0 0 0 0 0 0 0 0 0 0 1 1 0 1 1 0 0 2 0 0 0 1 0 1 0 0 1
ZINC01558074_5_0002 0 0 0 0 0 0 0 0 0 0 0 2 2 0 1 1 0 0 2 0 0 0 1 0 0 0 1 0
ZINC01706327_19_0000 0 0 0 0 0 2 0 0 0 0 0 1 1 0 1 1 1 0 0 0 0 1 1 0 1 0 0 0
ZINC01675036_9_0001 0 0 1 0 0 0 0 0 0 0 0 1 2 0 0 1 0 0 2 0 0 0 0 0 0 0 1 1
ZINC01585277_3_0000 0 0 0 0 0 0 0 0 0 0 0 2 2 0 1 1 0 0 1 1 0 0 1 0 1 0 1 0
ZINC01573859_16_0003 0 0 0 0 0 3 0 0 0 0 0 2 2 1 1 1 0 0 2 0 0 0 2 0 1 0 0 1
ZINC01578169_8_0007 0 0 0 0 0 2 0 0 0 1 0 1 1 0 1 1 0 0 2 0 0 0 1 0 0 1 1 0
ZINC00128266_1_0001 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 2 0 0 0 0 0 0 0 2 1
ZINC01602662_7_0000 0 0 0 0 0 0 0 0 0 0 0 2 1 0 0 1 0 0 2 0 0 0 0 0 0 0 1 1
ZINC01556651_3_0000 0 0 0 0 0 2 0 0 0 0 0 0 1 0 0 1 0 0 1 0 0 0 1 0 1 0 1 1
ZINC01568703_1_0001 0 1 0 0 0 2 0 0 0 0 0 2 1 0 0 1 0 0 2 0 0 0 0 0 0 0 1 1
ZINC01654079_4_0000 0 0 0 0 0 0 0 0 0 0 0 1 1 0 1 1 0 0 1 0 0 0 1 0 0 0 0 1
ZINC00396555_12_0000 0 0 0 0 0 3 0 0 0 0 0 1 1 1 0 1 0 0 2 1 0 0 1 0 0 0 0 0
ZINC00240543_1_0001 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 2 0 0 0 0 0 0 0 2 1
ZINC01735494_15_0000 0 0 1 0 0 2 0 0 0 0 0 1 1 1 1 1 0 0 0 0 0 0 1 0 1 0 0 1
ZINC01661214_9_0000 0 0 0 0 0 2 0 0 0 0 0 2 2 0 0 1 0 0 0 0 0 0 1 0 1 0 0 0
ZINC00481176_6_0004 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 1 0 0 2 0 0 0 0 0 0 0 1 1
ZINC01742147_13_0000 0 0 0 0 0 1 0 0 0 0 0 2 2 0 1 1 0 0 2 0 0 0 1 0 0 0 1 0
ZINC01750897_1_0004 0 0 1 0 0 2 0 0 0 0 0 2 2 0 0 1 0 0 2 0 0 0 1 0 0 0 1 1
ZINC01627553_11_0002 1 1 1 0 0 1 0 0 0 0 0 2 2 0 1 1 0 0 0 0 0 0 1 0 0 0 1 0
ZINC01620694_2_0000 0 0 0 0 0 0 0 0 0 0 0 2 2 0 0 0 0 0 2 0 1 0 1 0 0 0 2 1
ZINC01590788_9_0000 0 0 0 0 0 2 0 0 0 0 0 1 1 0 0 1 0 0 2 1 0 1 1 0 0 0 0 0
ZINC01694515_4_0000 0 0 0 0 0 0 0 0 0 0 0 2 1 0 0 0 0 0 2 0 0 0 0 0 0 0 2 1
ZINC00047610_3_0001 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 2 0 0 0 0 0 0 0 2 1
ZINC01723503_1_0001 0 0 0 0 0 1 0 0 0 0 0 2 2 0 0 1 1 0 2 1 0 1 0 0 0 0 0 0
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ZINC01745988_2_0001 0 0 0 0 0 2 0 0 0 0 0 2 2 0 0 1 0 0 0 0 0 0 0 0 0 0 1 1
ZINC01693049_10_0000 0 0 0 0 0 2 0 0 0 0 0 2 2 0 0 1 0 0 0 0 0 0 0 0 0 0 1 1
ZINC01703212_8_0000 0 0 0 0 0 2 0 0 0 0 0 2 2 0 1 1 0 0 2 0 0 0 0 0 0 0 1 1
ZINC01594869_10_0000 0 0 0 0 0 2 0 0 0 0 0 1 1 1 0 1 0 0 2 0 0 0 0 0 0 0 0 1
ZINC01697191_8_0000 0 0 0 0 0 0 0 0 0 0 0 2 2 0 1 1 0 0 2 1 0 0 0 1 1 0 1 1
ZINC01581644_4_0000 0 0 0 0 0 5 1 0 0 0 0 1 1 1 0 1 0 0 2 0 0 0 1 0 0 1 0 0
ZINC01620692_24_0002 0 0 0 0 0 2 0 0 0 0 0 2 2 0 0 1 0 0 1 0 0 0 0 0 1 0 2 1
ZINC01665528_6_0006 0 0 0 0 0 0 0 0 0 0 0 2 2 0 1 1 0 0 1 0 0 0 1 0 0 0 1 0
ZINC01620687_6_0007 0 1 0 0 0 0 0 0 0 0 0 2 1 0 1 1 0 0 2 0 0 0 0 0 0 0 2 0
ZINC01587182_4_0006 0 0 0 0 0 2 0 0 0 0 0 2 2 1 0 1 0 0 2 0 0 0 1 0 0 0 1 2
ZINC01693045_1_0001 0 0 0 0 0 0 0 0 0 0 0 2 1 0 0 0 0 0 2 0 0 0 0 0 0 0 2 1
ZINC01718877_11_0003 0 0 0 0 0 2 0 0 0 0 0 2 2 0 0 1 0 0 2 0 0 1 1 0 0 1 0 0
ZINC01592721_15_0001 0 0 0 0 0 2 0 0 0 0 0 0 1 0 1 1 0 0 0 0 0 0 1 0 0 0 1 0
ZINC01723361_1_0002 0 0 0 0 0 0 0 0 0 0 0 2 1 0 0 1 0 0 2 0 0 0 1 0 1 0 2 0
ZINC00039096_15_0000 0 0 0 1 5 3 0 0 0 2 0 1 1 1 0 1 0 0 0 0 0 0 1 0 1 0 0 2
ZINC01655994_3_0009 0 0 0 0 0 3 0 0 0 1 0 1 1 0 1 1 0 0 0 1 0 1 1 0 0 0 1 0
ZINC01604777_9_0000 0 0 0 0 0 0 0 0 0 0 0 2 2 0 1 1 0 0 0 0 0 1 1 0 1 0 1 0
ZINC01280756_6_0002 0 1 0 0 0 2 0 0 0 0 0 2 1 0 0 0 0 0 2 0 0 0 0 0 0 0 2 1
ZINC01723500_2_0000 0 0 1 0 0 0 0 0 0 0 0 2 2 0 0 1 0 0 2 0 0 0 1 1 0 0 1 0
ZINC01280746_1_0008 0 0 0 0 0 2 0 0 0 0 0 2 2 0 1 1 0 0 2 0 0 0 1 0 0 0 1 0
ZINC01581641_1_0001 0 0 0 0 0 6 0 0 0 0 0 1 1 1 0 1 0 0 2 0 0 0 0 0 0 0 0 0
ZINC01573995_11_0001 1 1 1 0 0 1 0 1 2 0 0 2 2 0 0 1 0 0 2 1 0 0 1 0 0 0 1 0
ZINC01593739_2_0000 0 0 0 0 0 0 0 0 0 0 0 2 2 0 1 1 0 0 2 0 0 0 1 0 0 0 1 1
ZINC01693800_2_0001 0 0 1 0 0 0 0 0 0 0 0 2 2 0 0 1 0 0 2 0 0 0 0 0 0 0 1 1
ZINC00128262_4_0001 0 0 0 0 0 1 0 0 0 0 0 1 2 0 1 1 1 0 0 1 0 1 1 0 0 0 0 0
ZINC01736105_111_0006 0 1 0 0 0 2 0 1 0 0 0 2 2 0 1 1 0 0 0 0 0 0 1 0 0 0 1 0
ZINC01233211_1_0000 0 0 0 0 0 0 0 0 0 0 0 2 1 0 0 0 0 0 2 0 0 0 0 0 0 0 2 1
ZINC00027796_4_0000 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 1 0 0 2 0 0 0 0 0 0 0 1 1
ZINC00394024_5_0001 0 0 0 0 0 0 0 0 0 0 0 1 1 1 1 1 0 0 2 0 0 0 0 0 0 0 0 2
ZINC01620760_1_0010 0 1 0 0 0 1 0 0 0 0 0 2 2 0 0 1 0 0 2 0 0 0 1 0 0 0 1 0
ZINC01697434_10_0000 0 0 0 0 0 0 0 0 0 0 0 2 2 0 1 1 0 0 2 0 0 0 0 0 0 0 1 0
ZINC01694247_7_0000 0 0 0 0 0 0 0 0 0 0 0 2 2 0 1 1 0 0 2 0 0 0 0 0 1 0 1 0
ZINC01571123_3_0002 0 0 0 0 0 0 0 0 0 0 0 2 2 0 0 1 0 0 0 0 0 0 1 0 0 0 2 0
ZINC00251668_6_0001 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 1 0 0 2 0 0 0 0 0 0 0 1 1
ZINC00271013_3_0000 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 1 0 0 1 1 0 0 0 0 0 0 1 1
ZINC00240537_2_0000 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 1 0 0 2 0 0 0 0 0 0 0 1 0
ZINC01730267_1_0004 0 0 0 0 0 2 0 0 0 0 0 2 2 0 0 1 0 0 2 0 0 0 2 0 1 0 1 0
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Supplementary Table 6

Interaction matchprints for the top-scoring 100 candidates according to DrugScore. Interactions are highlighted in grey,
showing the number of ligand interactions with the corresponding thrombin atom (for polar interactions) or side chain
(for hydrophobic interactions).
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ZINC01617461_18_0000 0 0 0 0 0 2 0 0 0 0 0 0 0 2 0 0 0 0 0 0 1 0 0 0 0 0 0 1 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 0 0 2 1 0 0 0 0 0 0 0
ZINC01563104_12_0000 0 0 0 0 0 1 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0 0 0 2 1 0 0 3 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 0 2
ZINC01561701_16_0000 0 0 0 0 0 0 0 0 0 0 0 0 0 6 1 0 1 0 0 0 0 0 0 1 1 1 0 0 1 0 0 0 0 0 2 1 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 0
ZINC01620641_82_0000 0 0 0 0 0 0 0 0 0 0 0 1 0 1 0 0 0 0 0 1 2 1 1 0 1 0 0 1 1 0 0 0 0 0 2 0 0 0 2 0 0 0 1 0 0 1 0 1 1 0 0 0 0 0 0 0
ZINC01558276_9_0000 0 0 0 0 0 0 0 0 0 0 0 1 0 4 0 0 0 0 0 1 0 0 0 0 0 0 0 1 1 0 0 0 0 0 1 0 0 0 3 0 0 0 1 0 0 0 0 1 1 0 0 0 0 0 0 1
ZINC01634727_12_0007 0 0 0 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 1 0 0 0 1 0 0 0 1 1 0 0 0 0 0 0 1 0 0 3 0 0 0 2 0 0 0 0 0 0 0 0 0 0 0 0 0
ZINC01072514_2_0004 0 0 0 0 0 1 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 2 1 0 0 2 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01760215_14_0020 0 0 0 0 0 0 0 0 1 0 0 1 0 0 0 0 0 0 0 3 1 0 0 0 1 0 0 0 1 0 0 0 0 0 2 0 0 0 1 0 0 0 1 0 1 0 0 1 1 0 0 0 0 0 0 0
ZINC01669796_30_0000 0 0 0 0 0 1 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 1 0 0 0 1 0 0 0 0 0 1 1 0 1 2 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 0 3
ZINC01653969_218_0000 0 1 0 0 2 1 0 0 0 0 0 0 0 1 0 0 0 0 0 1 0 0 0 0 0 0 0 1 1 0 0 0 0 0 1 0 0 0 1 0 0 0 0 1 0 0 0 0 0 0 0 0 0 0 0 0
ZINC01633770_26_0014 0 0 0 0 0 0 0 0 0 0 0 0 0 3 0 0 0 0 0 1 0 0 0 0 1 0 0 1 1 0 0 0 0 0 1 0 0 0 1 0 0 0 3 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01576967_54_0000 0 0 0 0 0 0 0 0 0 0 0 0 0 3 0 1 0 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0 0 0 1 0 0 0 2 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 1 5
ZINC01718925_41_0000 0 1 0 0 1 0 0 1 0 0 0 0 0 2 0 0 2 3 0 0 0 0 0 1 1 1 0 0 1 0 0 0 0 0 2 0 0 0 1 0 0 0 0 0 0 0 0 1 2 0 0 0 0 0 0 0
ZINC01723726_1_0002 0 0 0 0 0 1 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 1 0 1 1 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 1 0
ZINC01615343_13_0001 0 0 0 0 0 0 0 1 0 0 0 1 0 2 0 0 0 0 0 0 0 0 0 0 1 0 0 0 1 0 0 0 0 0 0 1 0 1 1 0 0 0 4 0 0 1 0 1 2 0 0 0 0 0 0 0
ZINC01848333_18_0000 0 0 0 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 1 0 0 1 0 0 0 0 1 1 0 0 0 0 0 1 0 0 0 3 0 0 0 2 0 0 0 0 1 1 0 0 0 0 0 0 3
ZINC01634708_15_0000 0 0 0 0 0 0 0 0 0 0 0 2 0 1 0 0 0 0 0 3 2 0 0 0 1 0 0 0 1 0 2 0 0 0 1 0 0 0 1 0 0 0 0 1 0 0 0 1 2 0 0 0 0 0 0 0
ZINC01575301_3_0001 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 1 1 0 0 0 0 0 2 0 0 0 1 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01711742_10_0000 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 3 2 0 1 0 0 0 0 1 1 1 1 0 0 0 2 0 0 0 0 0 0 0 1 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01708578_1_0008 0 0 0 0 0 0 0 0 0 0 0 0 0 3 0 0 0 0 0 0 0 0 0 0 1 0 0 0 1 0 0 0 0 1 1 0 0 0 2 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 2
ZINC01592542_8_0002 0 0 0 0 0 1 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0 0 0 0 0 0 1 1 0 0 0 1 0 0 0 0 1 0 0 0 0 0 0 0 0
ZINC01581752_6_0000 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 1 0 0 0 0 1 0 0 1 0 0 0 0 0 1 0 0 0 1 0 0 0 1 0 1 0 1 2 1 0 0 0 0 0 0 0
ZINC01591301_3_0008 0 0 0 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 1 0 0 0 1 1 0 0 0 0 2 0 0 1 1 0 0 0 0 0 0 0 0 2 1 0 0 0 0 0 0 0
ZINC01577614_10_0053 0 0 0 0 0 1 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 0 0 0 1 0 0 0 1 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 0 0 0 1 2 0 0 0 0 0 0 0
ZINC01569449_143_0003 0 0 0 0 0 1 0 0 0 0 0 0 0 5 1 0 0 0 0 0 0 0 0 1 1 1 0 0 1 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0
ZINC01657252_24_0000 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 1 1 0 0 0 0 0 2 0 0 0 1 0 0 0 1 0 0 0 1 1 1 0 0 0 0 0 0 0
ZINC01596921_16_0005 0 0 0 0 0 0 0 0 1 0 0 5 0 3 0 0 0 0 0 1 0 0 0 1 0 0 0 0 1 0 0 0 0 0 1 1 0 0 1 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01622473_22_0002 0 0 0 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 1 0 0 0 1 0 0 0 1 1 2 0 0 0 2 0 0 1 2 0 0 0 0 0 0 0 0 1 2 0 0 0 0 0 0 0
ZINC01591456_2_0002 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 1 1 0 2 0 0 0 2 0 0 0 2 0 0 0 0 0 0 0 0 1 2 0 0 0 0 0 0 0
ZINC01686062_4_0000 0 0 0 0 0 1 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 1 0 0 0 2 0 0 0 1 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0
ZINC01766694_10_0000 0 0 0 0 0 0 0 0 1 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0 0 0 2 1 0 1 2 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 0
ZINC01719324_8_0000 0 0 0 0 0 0 0 0 0 0 0 0 0 3 0 0 0 0 0 0 0 0 0 0 1 0 0 1 1 0 1 0 0 0 1 0 0 0 2 0 0 0 0 0 0 2 0 2 2 0 0 0 0 0 0 0
ZINC01615473_6_0000 0 0 0 0 0 1 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0 1 0 0 0 1 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01579585_1_0000 0 0 0 0 0 2 0 0 0 0 0 0 0 1 0 1 0 0 0 0 0 0 0 0 0 0 0 1 1 1 0 0 0 0 0 0 0 1 2 0 0 0 1 0 0 0 0 1 1 0 0 0 0 0 0 4
ZINC01708580_1_0002 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0 1 0 0 0 0 2 2 0 0 0 3 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0
ZINC01598751_1_0000 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 1 0 0 0 0 0 2 0 0 0 2 0 0 0 0 0 0 0 0 1 2 1 1 1 0 0 0 0
ZINC01868528_266_0004 0 0 0 0 0 0 0 0 0 0 0 0 0 3 0 0 0 0 1 1 0 0 3 0 0 0 0 0 1 0 0 0 0 0 0 0 0 0 1 0 0 0 6 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01851999_6_0001 0 0 0 0 0 0 0 1 0 0 0 0 0 1 0 0 0 0 0 3 0 0 1 1 0 0 0 1 1 1 0 0 0 0 0 0 0 0 1 0 0 0 4 1 0 0 0 0 0 0 0 0 0 0 0 0
ZINC01686060_7_0001 0 0 0 0 0 1 0 0 0 1 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 1 1 0 0 0 0 0 1 0 0 0 1 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01669824_67_0001 0 1 0 0 1 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0 0 0 2 0 0 0 2 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 1 3
ZINC01869571_16_0000 1 0 0 0 2 1 0 0 0 1 0 0 0 2 0 1 1 2 0 0 0 0 0 1 0 0 0 0 1 0 0 0 0 0 2 0 0 0 1 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01681537_11_0001 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 1 0 0 0 0 0 2 0 0 0 1 0 0 0 0 0 0 0 0 1 2 1 0 1 0 0 0 0
ZINC01700780_24_0000 0 0 0 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 4 0 0 0 0 0 1 0 0 1 0 1 0 0 0 2 0 0 0 2 0 1 0 2 0 0 0 0 0 2 0 0 0 0 0 0 0
ZINC01556371_1_0010 0 0 0 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 2 0 0 0 3 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 0 0
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ZINC00092235_98_0000 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 3 0 1 0 0 0 1 0 0 0 0 0 0 0 0 0 2 0 0 0 6 0 1 1 0 0 2 0 0 0 0 0 0 0
ZINC01686900_13_0000 0 0 0 0 0 0 0 0 0 0 1 2 0 2 0 0 0 0 0 4 0 0 0 0 0 0 0 1 1 0 0 0 0 0 0 0 0 0 2 0 0 0 1 0 0 0 0 1 2 0 0 0 0 0 0 2
ZINC01684941_4_0000 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 2 0 0 0 1 0 0 0 1 0 0 0 0 0 2 0 0 0 2 0 0 0 0 0 0 0 1 1 1 0 0 0 0 0 0 0
ZINC01871251_11_0001 0 0 0 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 1 1 0 0 1 0 0 0 1 0 2 0 0 0 2 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 2
ZINC02024610_6_0005 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 1 0 0 0 0 0 2 0 0 0 2 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 1
ZINC01631852_76_0000 0 0 0 0 0 1 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0 0 0 1 0 0 0 3 0 0 0 0 1 0 0 0 1 1 0 0 0 0 0 0 2
ZINC01567684_8_0001 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 2 0 0 0 1 0 0 0 1 0 0 0 0 0 2 0 0 0 1 0 0 0 0 0 1 0 1 2 2 0 0 0 0 0 0 0
ZINC01627314_47_0000 0 0 0 0 0 0 0 1 0 0 0 0 1 3 1 0 3 0 0 0 0 0 0 1 1 1 0 0 1 0 0 0 0 0 2 0 0 0 1 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0
ZINC01591461_1_0000 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 1 0 0 1 1 0 2 0 0 0 1 0 0 0 2 0 0 0 0 0 0 0 0 1 2 0 0 0 0 0 0 0
ZINC01669795_10_0001 0 0 0 0 0 1 0 1 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 1 0 0 0 2 1 0 1 0 0 0 0 0 1 1 0 0 0 0 0 2 5
ZINC01633767_23_0017 0 0 0 0 0 1 0 0 0 0 0 0 0 4 0 0 0 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0 0 0 1 1 0 1 1 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 0
ZINC01579583_3_0004 0 0 0 0 0 1 0 0 0 0 0 0 0 2 0 2 0 0 0 0 0 0 0 0 1 0 0 1 1 1 0 0 0 0 0 2 0 1 2 0 0 0 1 0 0 0 0 1 1 0 0 0 0 0 0 4
ZINC01870324_26_0001 0 0 0 0 0 1 0 0 1 0 0 3 0 2 0 0 1 0 0 0 1 0 0 0 0 0 0 1 1 0 0 0 0 0 2 0 0 0 1 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0
ZINC00105086_1_0011 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0 0 0 1 0 0 0 2 0 1 0 0 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01714500_2_0001 0 0 0 0 0 0 0 0 0 0 0 1 0 3 0 0 0 0 0 1 0 0 0 0 0 0 0 1 1 0 1 0 0 0 1 0 0 0 1 0 0 0 1 0 0 0 0 1 2 0 0 0 0 1 0 0
ZINC01587153_57_0000 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 4 0 0 3 0 0 0 0 1 1 0 0 0 0 0 0 0 0 0 2 0 0 0 5 0 1 0 0 0 0 0 0 0 0 0 0 0
ZINC01577001_55_0001 0 1 0 0 3 0 0 0 0 0 0 0 0 2 0 0 0 2 0 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 2 0 0 0 3 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 1 4
ZINC01669826_50_0001 0 0 0 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0 0 0 2 0 0 0 2 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 1 3
ZINC01608270_7_0000 0 0 0 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 0 5
ZINC00155806_1_0001 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0 1 0 0 0 1 0 0 0 0 0 0 0 0 0 2 0 1 0 1 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01653971_63_0000 0 0 0 0 3 1 0 0 0 0 0 0 0 2 0 0 0 1 0 0 0 0 0 0 1 0 0 0 1 0 0 0 0 0 1 0 0 0 1 0 0 0 1 0 0 0 0 0 0 0 0 0 0 0 0 0
ZINC01587170_17_0000 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0 0 0 0 0 0 0 3 0 0 0 0 0 0 0 1 1 1 0 0 0 0 0 1 5
ZINC01723894_119_0000 0 0 0 0 0 1 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 1 0 0 0 0 0 0 0 0 1 2 0 0 0 0 1 0 0 0 0 2 0 0 0 0 0 0 0
ZINC01627313_71_0000 0 0 0 0 0 0 0 0 0 0 0 0 0 4 0 0 1 1 0 0 0 0 0 1 1 1 0 0 1 0 0 0 0 0 1 0 0 0 1 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01600541_9_0002 0 0 0 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 0 1 1 0 1 0 0 0 0 0 2 0 0 0 1 0 0 0 0 0 0 0 0 1 2 1 0 1 0 0 0 0
ZINC01571910_5_0003 0 0 0 0 0 0 0 0 1 0 1 5 0 2 0 0 0 0 0 1 0 0 0 0 1 0 0 1 1 0 0 0 0 0 0 1 0 1 2 0 0 0 2 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01598753_6_0000 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 1 0 0 0 0 0 2 0 0 0 2 0 0 0 0 0 0 0 0 1 1 0 1 1 0 0 0 0
ZINC01681545_2_0000 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 1 0 0 0 0 0 2 0 0 0 2 0 0 0 0 0 0 0 0 1 2 1 1 1 0 0 0 0
ZINC01591711_4_0000 0 0 0 0 0 1 0 1 0 0 0 0 0 2 0 0 0 0 0 0 1 0 0 0 1 0 0 0 1 0 0 0 0 0 1 0 0 0 1 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01581513_6_0001 0 0 0 0 0 0 0 0 0 0 0 0 0 2 0 1 0 0 0 0 0 0 0 0 1 0 0 0 1 0 0 0 0 0 2 0 0 0 2 0 0 0 1 0 0 0 0 1 2 0 0 0 0 0 0 0
ZINC01681735_29_0006 0 0 0 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0 2 0 0 0 2 0 0 0 0 1 1 0 0 0 1 0 0 0 1 0 0 1
ZINC01708579_2_0003 0 0 0 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 1 0 0 0 1 0 0 0 0 0 2 0 0 0 2 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 0
ZINC01681736_56_0003 0 0 0 0 0 1 0 0 1 0 0 2 0 2 0 1 0 0 0 0 0 0 0 0 0 0 0 1 1 1 1 0 0 0 0 0 0 1 1 0 0 0 0 0 0 0 0 1 2 0 0 0 0 0 0 0
ZINC01639790_1_0000 0 0 0 0 0 0 0 1 0 0 0 0 0 3 0 0 0 0 0 0 1 0 0 0 0 0 0 1 1 0 1 0 0 0 1 0 1 0 2 0 0 0 0 0 0 0 0 1 2 0 0 0 0 0 0 0
ZINC01585613_19_0002 0 0 1 1 0 0 0 0 0 0 0 0 0 2 0 2 0 0 0 0 0 0 0 0 0 1 0 0 1 0 0 0 0 0 1 0 0 0 1 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01586978_12_0000 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 2 0 0 0 3 0 0 0 0 0 0 0 1 1 1 0 0 0 0 0 1 5
ZINC01708581_2_0020 0 0 0 0 0 0 0 0 1 0 0 5 0 3 0 0 0 0 0 1 0 0 0 0 1 0 0 0 1 0 0 0 0 0 0 0 0 0 1 0 0 0 1 1 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01766259_1_0000 0 0 0 0 0 0 0 0 0 0 0 0 0 3 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 1 0 0 0 2 0 0 0 1 0 0 0 0 0 0 0 0 1 2 0 0 0 0 0 0 2
ZINC01579586_1_0004 0 0 0 0 0 1 0 0 0 0 0 0 0 2 0 2 0 0 0 0 0 0 0 0 1 0 0 1 1 1 0 0 0 0 0 2 0 1 2 0 0 0 1 0 0 0 0 1 1 0 0 0 0 0 0 4
ZINC01653884_8_0000 0 0 0 0 0 1 0 0 0 0 0 0 0 0 0 0 0 0 0 4 0 0 1 0 0 1 0 0 1 0 0 0 0 0 2 0 0 0 1 0 0 0 2 0 0 0 0 0 2 0 0 0 0 0 0 0
ZINC01647455_12_0001 0 0 0 0 0 1 0 0 0 0 0 0 0 3 0 0 0 0 0 0 0 0 1 2 1 1 0 0 1 0 0 0 0 0 0 0 0 0 0 0 0 0 2 1 0 2 0 1 0 0 0 0 0 0 0 0
ZINC01586969_24_0001 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 2 0 0 0 3 0 0 0 0 0 0 0 1 1 1 0 0 0 0 0 1 5
ZINC01637170_6_0006 0 0 0 0 1 2 0 0 0 1 0 0 0 2 0 0 1 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0 0 0 0 1 0 1 1 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC00342812_8_0000 0 0 0 0 0 1 0 0 0 0 0 0 0 2 0 0 0 0 0 0 1 0 0 0 0 0 0 0 1 0 0 0 0 0 2 1 0 0 2 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0
ZINC01587152_1_0008 0 0 0 0 0 1 1 0 1 0 0 2 0 3 0 0 0 0 0 1 0 0 0 0 1 0 0 1 1 0 0 0 0 0 0 1 0 0 1 0 0 0 1 1 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01630108_13_0000 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 2 1 0 0 2 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 0 1
ZINC01579584_2_0004 0 0 0 0 0 1 0 0 0 0 0 0 0 2 0 2 0 0 0 0 0 0 0 0 1 0 0 1 1 1 0 0 0 0 0 2 0 1 1 0 0 0 1 0 0 0 0 1 1 0 0 0 0 0 0 4
ZINC01694541_1_0004 0 0 0 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 1 0 0 0 0 0 0 0 1 0 0 0 0 1 2 0 0 0 1 0 0 0 0 0 0 0 0 1 1 0 0 0 0 1 0 0
ZINC01735937_32_0000 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 3 0 0 1 0 0 1 0 0 1 0 0 0 0 0 0 0 0 0 1 0 0 0 2 0 0 0 0 0 2 0 0 0 0 0 0 0
ZINC01558621_3_0000 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 1 1 0 0 0 0 0 1 0 0 0 3 0 0 0 1 0 0 0 0 1 1 0 0 0 0 0 0 2
ZINC01568019_16_0012 0 0 0 0 0 1 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0 0 0 2 1 0 0 1 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 1 0
ZINC01620095_24_0001 0 0 0 0 0 0 0 0 0 0 0 0 0 3 0 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 2 1 0 0 1 0 0 0 1 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01688060_3_0000 0 0 0 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 1 0 0 0 0 1 0 0 1 0 1 1 0 0 2 0 0 0 0 0 0 0 0 0 0 0 0 1 1 1 0 1 0 0 0 0
ZINC01568018_10_0001 0 0 0 0 0 0 0 0 1 0 0 5 0 2 0 0 0 0 0 2 0 0 0 0 1 0 0 0 1 0 0 0 0 0 1 0 0 0 1 0 0 0 1 0 0 0 0 1 0 0 0 0 0 0 1 0
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Supplementary Table 6

ZINC01591722_4_0001 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 1 0 0 0 1 0 0 0 0 0 2 0 0 0 1 0 0 0 0 0 0 0 1 1 1 0 0 0 0 0 0 0
ZINC01634728_13_0000 0 0 0 0 0 1 0 0 0 0 0 0 0 2 0 0 0 0 0 1 0 0 2 0 1 0 0 0 1 0 0 0 0 0 0 0 0 0 1 0 0 0 5 1 0 1 0 1 0 0 0 0 0 0 0 0
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Supplementary Table 7

Interaction matchprints for the top-scoring 100 candidates according to AffiScore. Interactions are highlighted in grey,
showing the number of ligand interactions with the corresponding thrombin atom (for polar interactions) or side chain
(for hydrophobic interactions).
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ZINC01568009_4_0000 0 0 0 1 0 1 1 2 3 0 0 0 0 0 3 1 0 0 1 0 0 0 0 1 0 2 0 0 1 0 0 0 0 1 0 0 0 0 1 1 0 0 0 0
ZINC01691684_1_0000 0 0 0 0 0 0 0 0 3 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0 2 0 0 1 0 0 0 0 1 0 0 0 0 0 1 0 0 0 0
ZINC01700146_3_0000 0 0 0 0 0 0 0 0 3 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 2 0 0 0 0 0 0 0 1 0 0 0 0 1 2 0 0 0 0
ZINC01585807_3_0000 0 0 0 0 0 0 0 0 5 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 1 0 0 0 1 1 0 0 0 0
ZINC01584235_1_0001 0 0 0 0 1 0 0 0 4 0 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0 2 1 1 1 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0
ZINC01671331_6_0000 0 0 0 0 1 0 0 0 0 0 0 0 0 0 1 0 1 1 0 0 1 1 1 0 0 0 0 0 1 0 0 0 0 3 1 0 0 0 0 0 0 0 0 0
ZINC01561701_16_0000 0 0 0 0 0 0 0 0 6 1 0 1 0 0 0 0 0 1 1 1 0 1 0 0 0 2 1 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0
ZINC01741421_21_0001 0 0 0 1 0 0 0 0 4 0 0 0 0 0 0 0 0 0 1 0 1 1 0 0 0 2 0 0 2 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0
ZINC01760748_1_0002 0 0 0 0 0 0 0 1 3 0 0 0 0 0 1 0 0 1 0 0 1 1 0 0 0 2 0 0 1 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0
ZINC01739584_3_0000 0 0 0 0 0 0 0 0 4 0 0 0 0 0 0 0 0 0 1 0 1 1 0 0 0 2 0 0 1 0 0 0 0 0 0 0 0 0 1 1 0 0 0 0
ZINC01698107_1_0000 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 0 1 1 0 2 0 2 0 0 1 0 0 0 0 0 0 0 0 0 1 2 0 1 0 2
ZINC01581897_5_0000 0 0 0 0 0 0 0 0 4 0 0 0 0 0 0 0 1 0 1 0 0 1 0 0 0 0 0 0 0 0 0 0 0 0 0 0 2 0 2 2 0 0 0 0
ZINC01634714_5_0001 0 0 0 0 0 0 0 0 3 0 0 0 0 0 0 0 0 1 0 0 0 1 0 1 0 2 0 0 1 0 0 0 0 0 0 0 2 1 0 2 0 0 0 0
ZINC01686077_12_0003 0 0 0 0 0 1 0 5 4 0 0 0 0 0 3 0 1 1 0 0 1 1 0 0 0 0 0 0 1 0 0 0 0 1 0 0 0 0 0 1 0 0 0 0
ZINC01633770_26_0014 0 0 0 0 0 0 0 0 3 0 0 0 0 0 1 0 0 0 1 0 1 1 0 0 0 1 0 0 1 0 0 0 0 3 0 0 0 0 1 1 0 0 0 0
ZINC01576967_54_0000 0 0 0 0 0 0 0 0 3 0 1 0 0 0 0 0 0 0 1 0 1 1 0 0 0 1 0 0 2 0 0 0 0 0 0 0 0 0 1 1 0 0 1 5
ZINC01611406_82_0000 0 0 0 0 0 1 0 5 1 0 0 0 0 0 2 0 0 0 1 0 1 1 1 0 0 0 1 1 0 0 0 0 0 1 0 0 0 0 1 0 0 0 0 0
ZINC01637269_20_0000 0 0 0 0 0 0 0 0 3 0 0 0 0 0 0 1 0 1 0 0 0 1 0 1 0 2 0 0 3 0 0 0 0 1 0 0 0 0 1 2 0 0 0 1
ZINC00401809_1_0000 0 0 0 0 0 0 0 0 5 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 2 0 0 2 0 0 0 0 0 0 0 0 0 1 1 0 0 0 0
ZINC01718925_41_0000 0 1 1 0 1 0 0 0 2 0 0 2 3 0 0 0 0 1 1 1 0 1 0 0 0 2 0 0 1 0 0 0 0 0 0 0 0 0 1 2 0 0 0 0
ZINC01694598_15_0000 0 0 0 0 0 0 0 0 3 0 0 0 0 0 0 0 0 0 0 0 1 1 1 0 0 2 0 0 2 0 0 0 0 0 0 0 0 0 1 1 0 0 0 0
ZINC01627315_84_0000 0 0 1 0 0 0 0 0 2 0 0 3 4 0 0 0 0 1 1 0 1 1 0 0 0 2 0 0 1 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0
ZINC01665959_3_0002 0 0 0 0 1 0 0 0 3 0 0 0 0 0 0 0 0 1 0 0 0 1 0 0 0 2 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
ZINC01729108_3_0003 0 0 0 0 0 0 0 0 3 0 0 0 0 0 1 0 0 0 0 0 1 0 0 0 0 2 1 0 0 0 0 0 0 1 0 1 0 0 1 2 0 0 0 0
ZINC01633756_15_0001 0 0 0 0 0 1 0 4 4 0 1 1 0 0 1 0 1 0 0 0 0 1 0 0 0 2 0 0 1 0 0 0 0 3 1 0 0 0 0 1 0 0 0 0
ZINC00271076_4_0018 0 0 0 0 0 0 0 0 3 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0 2 0 1 1 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0
ZINC01576053_10_0006 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 1 0 1 1 0 0 0 2 0 0 1 0 0 0 1 0 0 0 0 0 1 1 1 1 0 0
ZINC01696478_2_0000 0 0 0 0 0 0 0 0 3 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 2 1 0 0 0 0 0 0 1 0 0 0 0 1 1 0 0 0 0
ZINC00633601_2_0000 0 0 0 0 1 0 0 0 3 0 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0 1 1 0 1 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0
ZINC01568448_19_0001 0 0 0 0 0 0 0 0 2 0 0 0 0 0 1 0 1 0 1 0 0 0 0 0 0 2 0 0 0 0 0 0 0 4 0 0 0 0 1 2 0 0 0 0
ZINC01633094_8_0001 0 0 0 0 1 0 0 0 3 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0 0 1 1 2 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
ZINC01632847_1_0001 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 1 0 0 1 0 1 0 2 0 0 1 0 0 0 0 0 0 0 0 0 1 1 0 0 0 0
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ZINC00002025_1_0001 0 0 0 1 1 0 0 0 2 0 0 0 0 0 0 0 0 0 1 0 0 1 0 0 0 2 0 0 1 0 0 0 0 1 0 0 0 0 1 1 0 0 0 0
ZINC01642416_1_0000 0 0 0 0 0 0 0 0 3 0 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0 2 0 0 3 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0
ZINC01680918_5_0000 0 0 0 1 1 0 0 0 2 0 0 0 0 0 0 0 0 1 1 0 1 0 0 0 0 2 0 0 0 0 0 0 0 1 1 0 0 0 0 2 0 0 0 0
ZINC01766694_10_0000 0 0 0 0 0 1 0 0 2 0 0 0 0 0 0 0 0 0 1 0 1 1 0 0 0 2 1 1 2 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0
ZINC01669808_28_0000 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 1 0 1 1 0 0 0 2 0 0 2 1 0 1 0 0 0 0 0 0 1 1 0 0 2 4
ZINC01669814_14_0001 0 0 0 0 0 0 0 0 5 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0 2 0 0 2 1 0 0 0 0 0 0 0 0 1 2 0 0 1 3
ZINC01572537_6_0000 0 0 0 0 0 0 0 0 2 0 1 0 0 0 0 0 0 0 1 0 0 1 0 0 0 2 0 0 2 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
ZINC01711813_4_0001 0 0 0 0 0 0 0 0 3 0 0 0 0 0 0 0 0 0 0 0 1 1 1 0 0 2 1 1 1 0 0 0 0 0 0 0 0 0 1 1 0 0 0 2
ZINC00005600_2_0001 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0 2 0 0 1 0 0 0 0 0 0 0 0 0 1 1 0 1 0 0
ZINC01722677_11_0000 0 0 0 0 0 0 0 0 0 0 0 0 0 0 3 0 1 0 0 0 1 0 0 0 0 1 1 0 1 0 0 0 0 4 0 0 0 0 0 2 0 0 0 0
ZINC01678353_17_0000 0 0 0 0 0 0 1 1 4 0 0 0 0 0 0 0 0 0 0 1 0 1 0 0 0 0 0 0 1 0 0 0 0 1 0 0 0 0 1 1 0 0 0 0
ZINC01686061_9_0001 0 0 0 0 0 0 0 0 4 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0 2 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0 0
ZINC00057471_1_0000 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 0 1 1 0 1 0 2 0 0 1 0 0 0 0 0 0 0 0 0 1 2 0 0 0 0
ZINC01766681_2_0006 0 0 0 0 1 0 0 0 3 0 0 0 0 0 0 0 0 1 1 0 1 1 0 0 0 2 1 0 1 0 0 0 0 0 0 0 0 0 1 1 0 0 0 0
ZINC02022067_9_0005 0 0 0 0 1 0 0 0 3 0 0 0 0 0 0 0 0 0 1 0 1 1 1 0 0 2 1 1 1 0 0 0 0 0 0 0 0 0 1 1 0 0 0 0
ZINC01751793_1_0003 0 0 0 0 1 0 0 0 2 0 0 0 0 0 0 0 0 0 0 0 1 1 1 0 0 2 1 1 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0 0
ZINC01758642_1_0001 0 0 0 1 0 0 0 0 2 0 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0 2 0 0 1 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0
ZINC01628144_20_0000 0 0 0 0 0 0 0 0 5 0 0 0 0 0 0 0 0 1 1 0 2 1 0 0 0 2 0 0 0 0 0 0 0 0 0 0 0 0 1 2 0 0 0 0
ZINC01704877_17_0000 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 1 0 0 1 0 0 0 0 0 0 0 0 0 1 2 0 0 0 0
ZINC01667643_62_0002 0 0 0 0 0 0 0 0 3 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0 2 0 1 1 0 0 0 0 0 0 0 0 0 1 1 0 0 0 0
ZINC01736126_1_0005 0 0 0 0 0 0 0 1 3 0 0 0 0 0 1 0 0 1 1 0 2 1 0 0 0 1 0 0 1 0 0 0 0 1 1 0 0 0 0 1 0 0 0 0
ZINC01568667_39_0001 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 1 0 1 1 0 0 0 1 1 1 2 0 0 0 0 1 0 0 0 0 1 0 0 0 0 0
ZINC01690236_4_0000 0 0 0 1 0 0 0 0 2 0 1 0 0 0 0 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0
ZINC01626278_3_0000 0 0 0 0 1 0 0 0 3 0 0 0 0 0 0 1 0 0 0 0 1 1 0 0 0 2 1 1 1 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0
ZINC01628564_14_0000 0 0 0 0 0 0 1 0 1 0 0 0 0 0 3 0 0 1 1 0 1 1 0 0 0 2 0 0 1 0 0 0 0 3 1 0 0 0 1 0 0 0 0 0
ZINC01633767_23_0017 0 0 0 1 0 0 0 0 4 0 0 0 0 0 0 0 0 0 1 0 1 1 0 0 0 1 1 1 1 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0
ZINC01672457_1_0000 0 0 0 1 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 1 1 2 1 0 2 0 0 0 0 0 0 0 0 0 1 2 0 0 0 0
ZINC01579583_3_0004 0 0 0 1 0 0 0 0 2 0 2 0 0 0 0 0 0 0 1 0 1 1 1 0 0 0 2 1 2 0 0 0 0 1 0 0 0 0 1 1 0 0 0 4
ZINC01715836_15_0000 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 0 1 1 0 2 0 2 0 0 1 0 0 0 0 0 0 0 0 0 1 2 0 1 0 0
ZINC01574210_20_0002 0 0 0 0 0 0 0 0 3 0 0 0 0 0 0 0 0 0 0 0 1 1 0 1 0 2 0 0 2 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0
ZINC01665979_19_0007 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 1 0 1 1 0 0 0 2 0 0 1 0 0 0 1 0 0 0 0 0 1 0 1 1 0 0
ZINC01730518_3_0002 0 0 0 2 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0 2 1 0 1 0 0 0 0 1 0 0 0 0 1 1 0 0 0 0
ZINC01570846_1_0000 0 0 0 0 0 0 0 0 3 0 0 0 0 0 0 0 0 1 1 0 0 1 0 0 0 2 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0
ZINC01633082_26_0008 0 0 0 0 1 0 0 1 3 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0 0 1 0 2 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
ZINC01720385_23_0000 0 0 0 1 0 0 0 0 4 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 0 0 2 1 0 0 0 0
ZINC01666316_8_0000 0 0 0 0 0 0 0 0 3 0 0 0 0 0 0 0 0 0 1 0 0 1 0 2 0 2 0 0 1 0 0 0 0 0 0 0 0 0 1 1 0 0 0 0
ZINC01560019_2_0000 0 0 0 0 0 0 0 0 2 0 0 0 0 0 1 0 0 0 0 0 0 1 0 0 0 2 0 0 3 0 1 0 0 2 0 0 0 0 1 1 0 0 0 0
ZINC01532174_5_0000 0 0 0 0 0 0 0 1 2 0 0 0 0 0 1 0 0 1 1 0 0 1 0 2 0 2 0 0 0 0 0 0 0 1 0 0 0 0 2 2 0 0 0 0
ZINC01587153_57_0000 0 0 0 0 0 0 0 0 0 0 0 0 0 1 4 0 3 0 0 0 1 1 0 0 0 0 0 0 2 0 0 0 0 5 0 1 0 0 0 0 0 0 0 0
ZINC01669826_50_0001 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 1 0 1 1 0 0 0 2 0 0 2 0 0 0 0 0 0 0 0 0 1 1 0 0 1 3
ZINC01710717_1_0000 0 0 0 0 1 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 1 0 0 0 2 1 1 1 0 0 0 0 0 0 0 0 1 1 1 0 0 0 0
ZINC01749452_4_0003 0 0 0 0 0 0 0 0 4 0 0 0 0 0 0 0 0 0 1 0 1 1 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0
ZINC01622751_4_0000 0 0 0 0 0 0 0 0 3 0 1 0 0 0 3 0 0 0 0 0 0 1 0 0 0 0 0 0 2 0 1 0 0 1 0 0 0 0 1 0 0 0 0 0
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ZINC01570097_69_0000 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 1 0 1 1 0 0 0 2 0 0 1 0 0 0 0 0 0 0 0 1 2 0 0 0 0 0
ZINC00001533_4_0000 0 0 0 0 1 0 0 0 2 0 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0 2 1 0 2 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0
ZINC01571910_5_0003 0 0 0 0 0 1 1 5 2 0 0 0 0 0 1 0 0 0 1 0 1 1 0 0 0 0 1 1 2 0 0 0 0 2 0 0 0 0 1 1 0 0 0 0
ZINC01669805_2_0002 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 1 0 1 1 0 0 0 2 1 0 1 1 0 0 0 0 0 0 0 0 1 1 0 0 1 3
ZINC01584823_1_0002 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 1 1 1 0 1 0 0 0 2 0 0 1 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0
ZINC00898251_11_0000 1 0 0 0 0 0 0 0 5 0 0 0 0 0 0 0 0 1 0 0 1 1 0 1 0 1 0 0 0 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0
ZINC00446273_3_0000 0 0 0 1 0 0 0 0 4 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0 2 0 0 3 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0
ZINC01591299_1_0002 0 0 0 1 0 0 0 0 2 0 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0 2 1 1 1 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0
ZINC01735671_8_0000 0 0 0 1 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 1 0 0 0 2 1 0 1 0 0 0 0 0 0 0 0 1 1 1 0 0 0 0
ZINC01636152_3_0000 0 0 0 0 0 0 0 0 5 0 0 0 0 0 0 0 0 0 1 1 1 1 0 0 0 2 0 1 1 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0
ZINC01633757_28_0000 0 0 0 0 1 0 0 0 5 0 0 0 0 0 0 0 0 0 1 0 0 1 0 0 0 2 1 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0
ZINC01579586_1_0004 0 0 0 1 0 0 0 0 2 0 2 0 0 0 0 0 0 0 1 0 1 1 1 0 0 0 2 1 2 0 0 0 0 1 0 0 0 0 1 1 0 0 0 4
ZINC01684818_3_0002 0 0 0 2 0 0 0 0 2 0 1 0 0 0 0 0 0 0 0 0 0 1 0 0 0 2 1 0 1 0 1 0 0 1 0 0 0 0 1 1 0 0 0 0
ZINC01630971_2_0006 0 0 0 0 0 0 0 0 1 0 0 0 0 0 2 1 0 0 1 0 1 0 0 0 0 2 0 0 0 0 0 0 0 2 0 1 0 1 1 1 0 0 0 0
ZINC01636693_8_0000 0 0 0 0 0 0 0 0 3 0 0 0 0 0 1 0 0 0 0 0 1 1 0 1 0 2 0 0 0 0 0 0 0 1 0 0 0 0 1 1 0 0 0 0
ZINC00144405_3_0000 0 0 0 0 0 0 0 0 4 0 0 0 0 0 0 0 0 0 1 0 1 1 0 0 0 2 1 0 1 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0
ZINC01721143_10_0000 0 0 0 0 0 0 0 0 2 0 0 3 0 0 0 0 0 0 0 0 0 1 0 0 0 2 0 0 1 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0
ZINC01620095_24_0001 0 0 0 0 0 0 0 0 3 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0 2 1 0 1 0 0 0 0 1 0 0 0 0 1 1 0 0 0 0
ZINC01634726_5_0003 0 0 0 0 0 0 0 0 4 0 0 0 0 0 3 0 1 0 0 0 1 1 0 0 0 2 0 0 2 0 0 0 0 3 2 0 0 0 0 0 0 0 0 0
ZINC01633758_11_0007 0 0 0 0 0 0 0 0 3 0 0 0 0 0 1 0 0 1 0 0 0 1 0 0 0 2 0 0 1 0 0 0 0 3 1 0 1 0 1 2 0 0 0 0
ZINC01709562_2_0000 0 0 0 0 0 0 0 0 3 0 0 0 0 0 1 0 0 0 0 0 1 0 0 0 0 2 0 0 0 0 0 0 0 1 0 0 0 0 1 2 0 0 0 0
ZINC01576700_3_0014 0 0 0 0 1 1 0 4 3 0 0 0 0 0 4 0 0 0 0 0 1 1 0 0 0 0 0 0 1 0 0 0 0 3 0 0 0 0 1 2 0 0 0 0
ZINC01634728_13_0000 0 0 0 1 0 0 0 0 2 0 0 0 0 0 1 0 2 0 1 0 0 1 0 0 0 0 0 0 1 0 0 0 0 5 1 0 1 0 1 0 0 0 0 0
ZINC01646896_2_0001 0 0 0 0 0 0 0 0 4 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 0 1 0 0 0 0 1 0 0 0 1 1 1 0 0 0 0
ZINC00538219_1_0000 0 0 0 1 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 0 1 1 0 1 0 2 1 0 0 0 0 0 0 0 0 0 0 0 1 2 0 0 0 0
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Supplementary Table 8
Interaction matchprints for the top-scoring 100 candidates according to AffiScore/N. Interactions are highlighted in grey,
showing the number of ligand interactions with the corresponding thrombin atom (for polar interactions) or side chain
(for hydrophobic interactions).
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ZINC01680040_79_0000 0 0 0 0 0 0 1 1 0 0 2 0 0 0 0 1 0 0 0 0 0 0 0 1 1 0 0 0
ZINC00164581_4_0000 0 0 0 0 0 0 1 1 0 0 0 0 0 1 0 1 0 0 0 0 0 0 0 1 1 0 0 0
ZINC01682991_11_0000 0 0 0 0 1 1 1 1 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 0 2 0 0 0
ZINC01687467_13_0001 0 0 0 1 0 0 1 1 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 1 1 0 0 0
ZINC01529428_12_0000 0 0 0 0 0 0 1 1 0 0 2 0 0 0 0 0 0 0 0 1 0 0 0 1 0 0 0 0
ZINC00152526_1_0000 0 0 0 0 0 0 1 0 0 1 2 1 0 1 0 0 0 0 0 0 0 0 0 1 2 0 0 0
ZINC01706119_31_0000 0 0 0 1 0 0 1 1 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 1 0 0 0 0
ZINC00153125_1_0000 0 0 0 1 0 0 1 1 0 0 0 0 0 0 0 3 0 0 0 0 0 0 0 1 0 0 0 1
ZINC01722002_86_0000 0 0 0 0 0 0 1 1 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 1 2 0 0 0
ZINC01666983_24_0000 0 0 0 0 0 0 1 1 0 0 0 1 0 1 0 1 0 0 0 0 0 0 0 1 1 0 0 0
ZINC01665970_21_0000 0 0 0 1 0 0 1 1 1 0 0 1 0 1 0 2 0 0 0 0 0 0 0 1 0 0 0 0
ZINC01680237_86_0004 0 2 0 1 0 0 1 1 0 0 2 0 0 0 0 1 0 0 0 0 0 0 0 1 0 0 0 0
ZINC01706122_2_0000 0 0 0 0 0 0 1 1 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 1 1 0 0 0
ZINC01595512_2_0000 0 0 0 1 0 0 1 1 0 0 0 0 0 0 0 2 0 0 0 0 1 1 0 1 1 0 0 3
ZINC01702595_3_0000 0 0 2 1 0 0 0 1 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0
ZINC01571116_1_0001 0 0 0 1 0 0 1 1 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 1 1 0 0 0
ZINC01577228_17_0000 0 0 0 1 0 0 1 1 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0
ZINC01640796_22_0000 0 0 0 0 0 0 1 1 0 0 2 0 0 0 0 1 0 0 0 0 0 0 0 1 0 0 0 0
ZINC01577875_6_0000 0 0 0 0 0 0 1 1 0 0 2 0 0 0 0 0 0 0 0 0 0 1 1 2 1 0 0 0
ZINC01679277_1_0002 0 0 0 0 0 0 1 1 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 2 1 0 0 0
ZINC01665216_6_0000 0 0 2 2 0 0 0 1 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0
ZINC01561828_4_0000 0 0 0 0 0 0 0 1 0 2 1 0 0 0 0 0 0 0 0 0 0 0 0 1 2 0 0 0
ZINC01706121_16_0000 0 0 0 1 0 0 1 1 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 1 0 0 0 0
ZINC01648306_6_0000 0 0 0 0 0 0 1 1 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 1 0 0 0 4
ZINC01711183_5_0000 0 0 1 0 0 0 1 1 0 0 0 0 0 0 1 2 0 0 0 0 0 0 0 0 1 0 0 0
ZINC01688726_10_0000 0 0 0 1 0 0 1 1 0 0 1 0 0 0 0 1 0 0 0 0 0 0 0 1 1 0 0 0
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Supplementary Table 8
ZINC00164447_1_0002 0 0 0 0 0 0 1 1 0 0 0 1 0 1 0 1 0 0 0 0 0 0 0 1 1 0 0 0
ZINC00393806_1_0008 0 0 0 0 0 0 1 1 0 0 1 1 0 1 0 1 0 0 0 0 0 0 0 1 1 0 0 0
ZINC01577152_26_0000 0 0 1 1 0 0 1 1 0 0 2 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 0 0
ZINC01607457_2_0000 0 0 0 1 0 0 1 1 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 2 0 0 0 0
ZINC01693957_1_0000 0 0 0 1 0 0 1 1 0 0 0 0 1 1 0 1 0 0 0 0 0 0 0 1 0 0 0 0
ZINC01737500_2_0000 0 0 1 1 0 0 0 1 0 1 2 0 0 0 0 0 0 0 0 0 0 0 0 1 2 0 0 0
ZINC01711182_9_0001 0 0 0 0 0 0 1 1 0 0 0 0 0 0 0 2 0 0 1 0 0 0 0 1 1 0 1 0
ZINC01692483_3_0000 0 0 0 0 0 0 1 1 0 0 2 0 0 0 0 1 0 0 0 0 0 0 0 1 1 0 0 0
ZINC01571615_10_0000 0 0 0 1 0 0 1 1 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 1 1 0 0 0
ZINC00161624_7_0000 0 0 0 0 0 0 1 1 0 0 0 0 0 0 0 1 0 0 0 1 1 0 0 1 1 0 0 0
ZINC01571613_12_0000 0 0 0 0 0 0 1 1 1 0 0 0 1 1 0 2 0 0 0 0 0 0 0 1 0 0 0 0
ZINC01709927_10_0000 1 0 0 0 0 0 1 1 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 1 1 0 0 0
ZINC01699906_10_0000 0 2 0 1 0 0 1 1 0 0 2 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0
ZINC01566606_2_0000 1 0 0 1 0 0 1 1 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 1 0 0 0 0
ZINC01747839_31_0000 0 0 0 0 0 0 1 1 0 0 2 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0
ZINC01646545_1_0000 0 0 0 1 0 0 1 1 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 1 0 1 0 0
ZINC01723869_38_0000 0 0 0 0 0 0 1 1 0 0 1 0 0 0 0 1 0 0 0 0 0 0 0 1 0 0 0 0
ZINC01628244_3_0000 0 0 1 1 0 0 1 1 0 0 0 0 0 0 0 2 0 0 1 0 0 0 0 1 0 1 1 0
ZINC00404295_8_0000 0 0 1 0 0 0 1 1 1 0 0 1 0 1 0 1 0 0 0 0 0 0 0 0 1 0 0 0
ZINC01716673_22_0000 0 0 1 1 0 0 2 1 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 1 0 0 0 0
ZINC01765761_16_0000 0 0 0 0 0 0 1 1 0 0 1 0 0 0 0 1 0 0 0 0 0 0 0 1 1 0 0 0
ZINC00404411_1_0000 0 0 1 0 0 0 1 1 0 1 2 0 0 0 0 0 0 0 0 0 0 0 0 0 2 0 0 0
ZINC01722003_83_0000 0 0 0 1 0 0 1 1 0 0 1 0 0 0 0 1 0 0 0 0 0 0 0 1 0 0 0 0
ZINC00388437_1_0000 0 0 0 1 0 0 1 1 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 2 0 0 1 0
ZINC01613077_1_0000 0 0 0 0 0 0 1 1 1 0 0 1 0 1 0 0 0 0 0 0 0 0 0 1 1 0 0 0
ZINC00002500_1_0000 0 0 0 1 0 0 1 1 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 2 0 0 0 5
ZINC01699998_22_0000 0 0 0 0 0 0 1 1 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 1 0 0 0 0
ZINC01724649_4_0000 0 0 0 1 0 0 1 1 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 1 0 1 0 0
ZINC01592422_16_0002 0 0 1 1 0 0 1 1 1 0 0 1 0 1 0 0 0 0 0 0 0 0 0 1 1 0 0 0
ZINC01598511_1_0000 0 0 0 0 0 0 1 1 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 1 1 0 0 0
ZINC01711184_2_0000 0 0 0 0 0 0 1 1 0 0 0 0 0 0 0 2 1 0 0 0 0 0 0 1 0 0 1 0
ZINC01755559_11_0000 0 0 0 0 0 0 1 1 0 0 0 0 1 1 0 1 0 0 0 0 0 0 0 1 1 0 0 0
ZINC01707886_17_0000 0 2 0 1 0 0 1 1 0 0 2 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0
ZINC00331108_5_0000 0 0 1 1 0 0 1 1 0 0 2 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0
ZINC01856592_2_0000 1 0 1 0 0 0 1 1 0 0 0 0 0 0 0 2 0 0 0 1 0 0 0 0 0 0 0 0
ZINC01595513_3_0000 0 0 0 1 0 0 1 1 0 0 0 0 0 0 0 2 0 0 0 0 1 1 0 1 1 0 0 3
ZINC01729706_27_0001 0 0 0 0 0 0 1 1 0 0 2 0 0 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0
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ZINC01641410_24_0000 0 0 2 2 0 0 1 1 0 0 1 0 0 0 0 1 0 0 0 1 0 0 0 1 0 0 0 0
ZINC01643384_22_0000 0 0 0 0 0 0 1 0 0 0 2 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0
ZINC01765486_75_0000 0 0 0 0 0 0 1 1 0 0 2 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0
ZINC01696779_17_0001 0 0 0 0 0 0 1 1 0 0 2 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0
ZINC01690618_1_0000 0 0 0 0 0 0 1 1 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 1 1 0 0 0
ZINC01678023_38_0000 0 0 0 0 0 0 1 1 0 0 2 0 0 0 0 1 0 0 0 0 0 0 0 1 1 0 0 0
ZINC01577873_8_0000 0 0 0 0 0 0 1 0 0 1 0 0 0 0 0 0 0 0 0 0 0 1 1 2 2 0 0 0
ZINC00389838_10_0000 0 0 0 1 0 0 1 1 0 0 1 0 0 0 0 1 0 0 0 0 0 0 0 1 1 0 0 0
ZINC01634306_8_0000 0 0 0 1 1 0 1 1 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 1 1 0 0 0
ZINC01571612_9_0000 0 0 0 1 0 0 1 1 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 1 1 0 0 0
ZINC01604103_10_0000 0 0 1 1 0 0 1 1 0 0 2 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0
ZINC00399488_3_0000 0 0 0 0 0 0 1 1 0 0 0 0 0 0 0 1 0 0 1 0 0 0 0 1 0 0 1 0
ZINC00388143_4_0000 0 0 0 0 0 0 1 1 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 1 1 0 0 0
ZINC00406951_5_0000 0 0 0 1 0 0 1 1 0 0 0 0 0 0 0 2 0 0 0 0 1 0 0 1 1 0 0 0
ZINC01666984_28_0000 0 0 1 0 0 0 1 1 0 0 2 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 0 0
ZINC01662386_7_0000 0 0 0 1 0 0 1 1 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 1 1 0 0 0
ZINC01716672_19_0000 0 0 0 0 0 0 1 1 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 2 2 0 0 0
ZINC01604777_9_0000 0 0 2 2 0 0 1 1 0 0 0 0 0 1 0 1 0 0 0 1 0 0 0 1 0 0 0 0
ZINC01760433_3_0000 0 0 0 1 0 0 1 1 1 0 0 0 0 1 0 1 0 0 0 0 0 0 0 1 1 0 0 0
ZINC01571614_28_0000 0 0 0 0 0 0 1 1 1 0 0 0 0 1 0 1 0 0 0 0 0 0 0 1 1 0 0 0
ZINC01716671_22_0000 0 0 1 1 0 0 2 1 0 0 1 0 0 0 0 1 0 0 0 0 0 0 0 1 1 0 0 0
ZINC01721653_9_0000 0 0 0 0 0 0 1 0 0 1 0 0 0 0 0 0 0 0 0 0 0 1 1 2 2 0 0 0
ZINC00334967_1_0000 0 0 1 1 0 0 1 1 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 1 0 1 0 0
ZINC01648289_3_0000 0 0 0 0 0 0 1 1 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 1 0 0 0 0
ZINC01577204_1_0000 0 0 0 0 0 0 1 1 0 0 0 0 1 0 0 2 0 0 0 1 0 0 0 1 0 0 0 0
ZINC01661205_15_0000 0 0 2 1 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0
ZINC01712621_17_0000 0 0 0 1 0 0 1 1 0 0 1 0 0 0 0 0 0 0 0 0 0 1 1 2 1 0 0 0
ZINC01606501_15_0000 0 0 2 2 0 0 1 1 0 0 1 0 0 0 0 0 0 0 0 0 0 0 1 1 1 0 0 0
ZINC01701838_24_0000 0 0 0 1 0 0 1 1 0 0 2 0 0 0 0 0 0 0 0 0 0 0 0 1 2 0 0 0
ZINC02022076_1_0000 0 0 0 1 0 0 0 1 0 0 1 1 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0
ZINC01653215_21_0000 0 0 0 0 0 0 1 1 0 0 2 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0
ZINC00391230_20_0000 0 0 0 1 0 0 0 1 1 0 0 0 1 0 0 1 0 0 0 0 0 0 0 1 2 0 0 0
ZINC01555566_29_0001 0 0 0 1 0 0 1 1 1 0 0 0 0 1 0 1 0 0 0 0 0 0 0 1 0 0 0 0
ZINC01670293_7_0000 0 0 0 1 0 0 1 1 0 1 2 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0
ZINC01571102_2_0000 0 0 3 2 0 0 1 1 0 0 0 0 0 0 0 3 0 0 0 0 0 0 0 2 0 0 0 0
ZINC01687319_3_0000 0 0 0 0 0 0 1 1 1 0 0 0 0 1 0 1 0 0 0 0 0 0 0 1 2 0 0 0
ZINC00033882_8_0000 0 0 1 1 0 0 1 0 0 0 0 0 0 0 0 0 0 1 0 1 0 1 0 1 1 0 0 0
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Supplementary Table 9

Interaction matchprints for the top-scoring 100 candidates according to GOLD score. Interactions are highlighted in grey,
showing the number of ligand interactions with the corresponding thrombin atom (for polar interactions) or side chain 
(for hydrophobic interactions).
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ZINC01563104_12_0000 0 0 0 0 1 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0 2 1 0 0 3 0 0 0 0 0 0 0 1 1 0 0 0 0 0 0 2
ZINC01574115_19_0001 0 0 1 0 1 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 1 0 0 0 1 0 0 0 1 0 0 0 0 0 0 0 0 0 0 0 1 2 0 0 0 0 0 0 0
ZINC01692101_32_0000 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 0 1 0 0 1 0 0 0 2 0 0 0 2 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 3
ZINC01561701_16_0000 0 0 0 0 0 0 0 0 0 0 6 1 0 1 0 0 0 0 0 0 1 1 1 0 0 1 0 0 0 2 1 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 0
ZINC01621077_5_0001 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 1 0 0 0 2 0 0 0 1 0 0 0 0 0 0 0 1 2 0 0 0 0 0 0 0
ZINC01558276_9_0000 0 0 0 0 0 0 0 0 0 1 4 0 0 0 0 0 1 0 0 0 0 0 0 0 1 1 0 0 0 1 0 0 0 3 0 0 1 0 0 0 0 1 1 0 0 0 0 0 0 1
ZINC01871513_51_0000 0 0 0 0 1 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 1 1 1 0 1 0 0 0 2 0 0 0 1 0 0 0 0 0 0 0 0 2 0 0 0 1 0 0 0
ZINC01595840_5_0000 0 0 0 0 0 0 1 0 0 1 2 0 0 0 0 0 3 0 0 0 0 0 1 0 0 1 0 1 0 0 0 0 1 1 0 1 3 0 0 0 0 0 2 0 0 0 0 0 0 0
ZINC01568061_2_0046 0 0 1 0 1 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 2 2 0 0 0 1 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01688849_3_0001 0 0 0 0 0 0 0 0 0 4 5 0 0 0 0 0 1 0 0 0 0 0 1 1 0 1 1 0 0 0 0 0 1 1 0 0 1 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01720708_4_0002 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 2 2 0 0 0 1 0 0 0 2 0 0 1 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01624897_1_0000 0 0 0 0 1 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 1 0 0 0 1 0 0 0 1 0 0 0 0 0 0 0 2 1 0 0 0 0 0 0 2
ZINC01686453_13_0000 0 0 0 0 0 0 1 0 0 3 3 0 0 0 0 0 1 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 2 0 0 1 0 0 0 0 0 1 0 0 0 0 0 0 2
ZINC01613676_17_0000 0 0 0 0 0 0 0 0 0 0 3 0 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0 2 0 0 0 2 0 0 0 0 0 0 0 1 1 0 0 0 0 0 0 2
ZINC01735857_2_0000 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 2 1 0 0 0 0 0 0 0
ZINC01601370_2_0000 0 0 0 0 0 0 0 0 0 0 3 0 0 0 0 0 0 0 0 0 1 0 0 0 0 1 0 0 0 1 1 0 0 3 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 5
ZINC01739338_14_0001 0 0 0 0 0 0 0 0 0 0 3 0 0 0 0 0 0 0 0 0 0 0 1 1 0 1 1 0 0 2 1 0 0 1 0 0 0 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01726994_2_0006 0 0 0 0 0 0 1 0 0 5 3 0 0 0 0 0 3 0 0 0 0 1 0 0 0 1 0 0 0 0 0 0 0 1 0 1 1 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01637216_5_0000 0 0 0 0 1 0 0 0 0 2 3 0 0 0 0 0 0 0 0 0 0 0 1 0 0 1 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01682715_80_0000 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0 0 0 0 0 3 0 0 1 1 0 0 0 1 0 0 0 0 0 0 1 5
ZINC00123621_45_0000 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 1 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 1 2 0 1 2 0 0 0 0
ZINC01708139_1_0000 0 0 0 0 1 1 0 0 0 0 1 0 0 0 0 0 0 0 0 0 0 1 0 0 0 1 0 0 0 0 1 0 0 1 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 0
ZINC00052703_10_0002 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 1 0 0 0 0 1 0 0 0 0 1 0 1 3 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 3
ZINC01592542_8_0002 0 0 0 0 1 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0 0 0 0 1 1 0 0 1 0 0 0 0 1 0 0 0 0 0 0 0 0
ZINC01736496_210_0000 0 0 0 0 0 0 0 0 0 2 3 0 0 0 0 0 2 0 0 0 0 0 1 0 0 1 0 0 0 2 1 0 0 1 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0
ZINC00108625_21_0002 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 1 0 0 0 0 1 0 0 0 0 1 0 1 3 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 3
ZINC01610993_3_0000 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 1 0 0 0 1 0 0 0 2 0 0 0 3 0 0 0 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01670873_12_0000 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 1 0 0 0 1 0 0 0 2 0 0 0 3 0 0 0 0 0 0 0 1 0 0 0 0 0 0 1 3
ZINC01596947_3_0001 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0 1 1 1 2 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 0
ZINC01692111_2_0000 0 0 0 0 0 0 0 0 0 0 3 0 0 0 0 0 0 0 0 0 1 0 0 0 0 1 0 0 0 1 0 0 0 2 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 5
ZINC01698330_2_0000 0 0 0 0 0 0 1 0 0 4 2 0 1 0 0 0 3 0 0 0 0 0 1 0 0 1 0 0 0 2 1 0 0 0 0 0 1 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01671304_5_0000 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0 2 0 0 0 3 0 0 0 0 0 0 0 1 0 0 0 0 0 0 1 5
ZINC01579585_1_0000 0 0 0 0 2 0 0 0 0 0 1 0 1 0 0 0 0 0 0 0 0 0 0 0 1 1 1 0 0 0 0 0 1 2 0 0 1 0 0 0 0 1 1 0 0 0 0 0 0 4
ZINC01573137_2_0000 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 1 0 0 1 0 0 2 0 0 1 0 0 0 0 1 2 0 0 0 0 0 0 0
ZINC01620753_7_0001 0 0 0 0 0 1 0 0 0 4 5 0 0 0 0 0 0 0 0 0 1 1 0 0 0 1 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 1 2 0 0 0 0 0 0 0
ZINC01706605_4_0005 0 0 0 0 0 0 1 0 0 5 3 0 0 0 0 0 1 0 0 0 0 0 0 0 0 1 0 0 0 0 0 1 0 2 0 0 1 0 0 0 0 1 2 0 0 0 0 0 0 0
ZINC01669824_67_0001 0 1 0 1 0 0 0 0 0 0 1 0 0 0 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0 2 0 0 0 2 0 0 0 0 0 0 0 1 1 0 0 0 0 0 1 3
ZINC01869571_16_0000 1 0 0 2 1 0 0 1 0 0 2 0 1 1 2 0 0 0 0 0 1 0 0 0 0 1 0 0 0 2 0 0 0 1 0 0 0 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01595676_2_0000 0 0 0 0 0 0 0 0 0 1 3 0 0 0 0 0 1 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 1 1 0 0 1 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01700780_24_0000 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 4 0 0 0 0 0 1 0 0 1 0 1 0 2 0 0 0 2 0 1 2 0 0 0 0 0 2 0 0 0 0 0 0 0
ZINC01571323_7_0000 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 2 2 0 0 1 1 1 0 0 2 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01708071_5_0000 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 1 0 0 0 1 0 0 0 1 1 0 1 2 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 1
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Supplementary Table 9

ZINC01637458_3_0000 0 0 0 0 0 1 0 0 0 3 4 0 0 0 0 0 1 0 0 0 1 0 0 0 0 1 0 0 0 0 0 0 0 3 0 0 1 0 0 0 0 0 1 0 0 0 0 0 0 0
ZINC00538165_31_0000 0 0 0 0 0 0 0 0 0 0 7 0 0 0 0 0 0 0 0 0 1 0 0 0 0 1 0 0 0 2 0 0 0 1 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0
ZINC01684037_63_0000 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 1 0 0 0 0 0 1 0 0 0 0 2 0 0 0 1 0 0 1 1 0 0 0 1 2 0 0 0 0 0 0 0
ZINC00092235_98_0000 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 3 0 1 0 0 0 1 0 0 0 0 0 0 0 2 0 0 6 0 1 1 0 0 2 0 0 0 0 0 0 0
ZINC01563105_11_0003 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 3 0 0 0 0 0 0 0 1 1 0 0 0 2 0 0 0 3 0 0 1 0 0 0 0 1 1 0 0 0 0 0 0 1
ZINC01631852_76_0000 0 0 0 0 1 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0 1 0 0 0 3 0 0 0 1 0 0 0 1 1 0 0 0 0 0 0 2
ZINC01567684_8_0001 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 2 0 0 1 0 0 0 1 0 0 0 2 0 0 0 1 0 0 0 0 1 0 1 2 2 0 0 0 0 0 0 0
ZINC01731657_44_0000 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 1 0 0 0 0 1 0 0 0 0 0 0 0 3 0 0 1 0 0 0 1 0 1 0 0 0 0 0 0 0
ZINC01579583_3_0004 0 0 0 0 1 0 0 0 0 0 2 0 2 0 0 0 0 0 0 0 0 1 0 0 1 1 1 0 0 0 2 0 1 2 0 0 1 0 0 0 0 1 1 0 0 0 0 0 0 4
ZINC01617186_11_0000 0 0 0 0 1 1 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 1 0 0 0 2 0 0 0 2 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0
ZINC01715836_15_0000 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 2 0 2 0 0 0 1 0 0 0 0 0 0 0 1 2 0 0 0 0 1 0 0
ZINC01691133_1_0000 0 0 0 0 0 0 0 0 0 0 3 0 0 0 0 0 0 0 0 0 1 0 1 0 0 1 0 0 0 2 0 0 0 2 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 5
ZINC01573144_3_0000 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0 2 0 0 0 2 0 0 0 0 0 0 0 1 2 0 0 0 0 0 0 0
ZINC01657203_15_0000 0 0 0 0 0 0 1 0 0 0 2 0 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0 1 1 0 0 1 0 0 0 0 0 0 0 1 1 0 0 0 0 0 0 2
ZINC01670869_42_0000 0 0 0 0 0 0 0 0 0 0 3 0 0 0 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0 1 1 0 1 2 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 5
ZINC00000861_25_0000 0 0 0 0 0 1 0 0 0 3 3 0 0 0 0 0 1 0 0 0 0 0 1 0 0 1 0 0 0 0 0 0 1 1 0 0 1 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01573122_7_0001 0 0 0 0 1 0 0 0 0 0 3 0 1 0 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0 1 0 0 0 2 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 2
ZINC01714500_2_0001 0 0 0 0 0 0 0 0 0 1 3 0 0 0 0 0 1 0 0 0 0 0 0 0 1 1 0 1 0 1 0 0 0 1 0 0 1 0 0 0 0 1 2 0 0 0 0 1 0 0
ZINC01595808_3_0003 0 0 0 0 0 0 0 0 0 1 3 0 0 0 0 0 1 0 0 0 0 0 1 1 0 1 0 0 0 0 0 0 1 1 0 0 2 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01580411_7_0000 0 0 0 0 1 0 0 1 0 0 0 0 0 0 0 0 0 0 0 0 2 1 1 0 0 1 0 0 0 0 1 0 0 1 0 0 0 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01587153_57_0000 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 4 0 0 3 0 0 0 0 1 1 0 0 0 0 0 0 0 2 0 0 5 0 1 0 0 0 0 0 0 0 0 0 0 0
ZINC01726556_1_0000 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0 1 0 0 0 0 0 1 0 0 1 0 0 0 0 0 0 0 1 0 2 2 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01669826_50_0001 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0 2 0 0 0 2 0 0 0 0 0 0 0 1 1 0 0 0 0 0 1 3
ZINC01748283_37_0001 0 0 0 0 0 0 1 0 0 5 2 0 0 0 0 0 3 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 1 0 1 1 0 0 0 0 2 1 0 0 0 0 0 0 0
ZINC01756902_13_0000 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 1 0 0 0 1 0 0 0 2 0 0 0 2 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0
ZINC01601145_3_0000 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 1 0 0 0 0 1 0 0 0 2 0 0 0 2 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 2
ZINC01684988_3_0001 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 2 0 0 0 2 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0
ZINC01637504_12_0000 0 0 0 0 0 0 0 0 0 0 4 0 0 0 0 0 0 0 0 0 2 1 1 0 0 1 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 2 1 1 0 1 0 0 0 0
ZINC01723894_119_0000 0 0 0 0 1 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 1 0 0 0 0 0 0 1 2 0 0 0 1 0 0 0 0 2 0 0 0 0 0 0 0
ZINC01669798_4_0004 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0 1 0 0 0 1 0 0 0 0 1 0 1 2 0 0 1 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01760212_1_0000 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0 3 0 0 0 0 1 0 0 0 1 0 0 0 0 0 0 0 1 0 2 2 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01694577_9_0000 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 1 0 0 0 2 0 0 0 1 0 0 0 0 0 0 0 1 1 1 0 1 0 0 0 0
ZINC01669760_17_0003 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0 2 0 0 1 2 0 0 0 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01669805_2_0002 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0 2 1 0 0 1 1 0 0 0 0 0 0 1 1 0 0 0 0 0 1 3
ZINC01681545_2_0000 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 1 0 0 0 2 0 0 0 2 0 0 0 0 0 0 0 1 2 1 1 1 0 0 0 0
ZINC01591711_4_0000 0 0 0 0 1 1 0 0 0 0 2 0 0 0 0 0 0 0 1 0 0 1 0 0 0 1 0 0 0 1 0 0 0 1 0 0 0 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01681735_29_0006 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 2 0 0 0 2 0 0 0 1 1 0 0 0 1 0 0 0 1 0 0 1
ZINC01581511_4_0002 0 0 0 0 1 0 0 0 0 0 1 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0 1 0 1 1 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0
ZINC01627686_2_0000 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 2 0 0 1 0 0 0 0 0 1 0 0 0 1 0 0 4
ZINC01713678_53_0000 0 0 0 0 0 1 0 0 1 2 3 0 0 0 0 0 3 0 0 2 0 0 0 0 1 1 0 0 0 0 0 0 0 1 0 0 3 0 0 0 0 0 1 0 0 0 0 0 0 0
ZINC01586978_12_0000 0 0 0 0 0 1 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0 2 0 0 0 3 0 0 0 0 0 0 1 1 1 0 0 0 0 0 1 5
ZINC01588304_34_0000 0 0 0 0 1 1 1 1 0 0 2 0 0 0 0 0 0 0 0 0 0 1 0 0 0 1 0 0 0 2 0 0 0 2 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0
ZINC01579586_1_0004 0 0 0 0 1 0 0 0 0 0 2 0 2 0 0 0 0 0 0 0 0 1 0 0 1 1 1 0 0 0 2 0 1 2 0 0 1 0 0 0 0 1 1 0 0 0 0 0 0 4
ZINC01683989_66_0001 0 0 0 0 0 0 1 0 0 0 3 0 0 0 0 0 1 0 0 0 0 1 0 0 0 1 0 0 0 0 0 0 0 3 0 0 1 0 1 0 0 1 0 0 0 0 0 0 0 0
ZINC01653884_8_0000 0 0 0 0 1 0 0 0 0 0 0 0 0 0 0 0 4 0 0 1 0 0 1 0 0 1 0 0 0 2 0 0 0 1 0 0 2 0 0 0 0 0 2 0 0 0 0 0 0 0
ZINC01586969_24_0001 0 0 0 0 0 1 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0 2 0 0 0 3 0 0 0 0 0 0 1 1 1 0 0 0 0 0 1 5
ZINC01555739_2_0000 0 0 0 0 0 0 0 0 0 1 4 0 0 0 0 0 0 0 0 0 0 0 1 0 0 1 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 2 0 0 0 0 0 0 0
ZINC01577973_1_0000 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0 1 0 0 0 2 0 0 0 3 0 0 0 0 0 0 1 0 1 0 0 0 0 0 0 1
ZINC01675088_91_0000 0 0 0 0 0 0 0 0 0 0 6 0 0 0 0 0 0 0 0 0 0 1 0 0 0 1 0 0 0 2 0 0 0 2 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0
ZINC01705184_6_0000 0 0 0 0 0 1 0 0 0 0 3 0 0 0 0 0 3 0 0 0 0 0 1 0 0 1 0 0 0 2 0 0 0 1 0 1 1 1 0 0 0 0 2 0 0 0 0 0 0 0
ZINC01598443_7_0000 0 0 0 0 0 0 0 0 0 0 3 0 0 0 0 0 0 0 1 0 1 0 0 0 0 1 0 1 0 2 0 0 0 1 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0
ZINC01598442_9_0000 0 0 0 0 0 0 0 0 0 0 3 0 0 0 0 0 0 0 1 0 1 0 0 0 0 1 0 1 0 2 0 0 0 1 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0
ZINC01688060_3_0000 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 1 0 0 0 1 0 0 1 0 1 1 2 0 0 0 0 0 0 0 0 0 0 0 1 1 1 0 1 0 0 0 0
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Supplementary Table 9

ZINC01568374_13_0000 0 0 0 0 1 0 0 0 0 0 2 0 0 0 0 0 1 1 0 0 0 0 1 0 0 0 0 1 0 2 1 0 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0
ZINC01670623_44_0001 0 0 0 0 0 0 0 0 0 0 3 0 0 0 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0 1 1 0 1 3 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 5
ZINC01612525_14_0000 0 0 0 0 0 0 0 0 0 5 5 0 0 0 0 0 0 0 0 0 0 1 0 0 0 1 0 0 0 0 0 0 0 2 0 0 1 1 0 0 0 0 2 0 0 0 0 0 0 0
ZINC00094802_21_0001 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0 2 0 0 0 3 0 0 0 0 0 0 0 1 1 0 0 0 0 0 0 4
ZINC01682096_12_0000 0 0 0 0 1 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0 2 0 0 0 3 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 1
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Supplementary Table 10

Interaction matchprints for the top-scoring 100 candidates according to GOLD score - S(int). Interactions are highlighted in grey, 
showing the number of ligand interactions with the corresponding thrombin atom (for polar interactions) or side chain 
(for hydrophobic interactions).

LIGAND AR
G

 3
9 

N
E

AR
G

 3
9 

sc
LE

U
 4

1 
O

LE
U

 4
1 

sc
C

YS
 4

2 
sc

H
IS

 5
7 

N
D

1
H

IS
 5

7 
N

E2
H

IS
 5

7 
sc

C
YS

 5
8 

sc
TY

R
 6

0A
 O

H
TY

R
 6

0A
 s

c
TR

P 
60

D
 N

E1
TR

P 
60

D
 s

c
AS

P 
60

E 
sc

LY
S 

60
F 

N
Z

LY
S 

60
F 

sc
PH

E 
60

H
 s

c
LE

U
 9

9 
sc

AS
N

 1
43

 N
D

2
G

LU
 1

46
 s

c
LE

U
 1

60
 N

IL
E 

17
4 

sc
AS

P 
18

9 
O

D
1

AS
P 

18
9 

O
D

2
AS

P 
18

9 
sc

AL
A 

19
0 

N
AL

A 
19

0 
O

AL
A 

19
0 

sc
C

YS
 1

91
 O

C
YS

 1
91

 s
c

G
LU

 1
92

 N
G

LU
 1

92
 s

c
G

LY
 1

93
 N

AS
P 

19
4 

sc
SE

R
 1

95
 N

VA
L 

21
3 

sc
SE

R
 2

14
 N

SE
R

 2
14

 O
TR

P 
21

5 
O

TR
P 

21
5 

sc
G

LY
 2

16
 N

G
LY

 2
16

 O
G

LU
 2

17
 s

c
G

LY
 2

19
 N

G
LY

 2
19

 O
C

YS
 2

20
 s

c
AR

G
 2

21
A 

N
AR

G
 2

21
A 

sc
LY

S 
22

4 
sc

PH
E 

22
7 

N
PH

E 
22

7 
O

TY
R

 2
28

 O
H

TY
R

 2
28

 s
c

ZINC01563104_12_0000 0 0 0 0 1 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0 2 1 0 0 3 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 0 2
ZINC01574115_19_0001 0 0 1 0 1 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 1 0 0 0 1 0 0 0 1 0 0 0 0 0 0 0 0 0 0 0 0 1 2 0 0 0 0 0 0 0
ZINC01692101_32_0000 0 0 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 0 1 0 0 1 0 0 0 2 0 0 0 2 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 3
ZINC01561701_16_0000 0 0 0 0 0 0 0 0 0 0 0 0 6 1 0 1 0 0 0 0 0 0 1 1 1 0 0 1 0 0 0 2 1 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 0
ZINC01620641_82_0000 0 0 0 0 0 0 0 0 0 0 1 0 1 0 0 0 0 1 0 2 1 1 0 1 0 0 1 1 0 0 0 2 0 0 0 2 0 0 0 1 0 0 1 0 1 1 0 0 0 0 0 0 0
ZINC01558276_9_0000 0 0 0 0 0 0 0 0 0 0 1 0 4 0 0 0 0 1 0 0 0 0 0 0 0 0 1 1 0 0 0 1 0 0 0 3 0 0 0 1 0 0 0 0 1 1 0 0 0 0 0 0 1
ZINC01871513_51_0000 0 0 0 0 1 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 1 1 1 0 1 0 0 0 2 0 0 0 1 0 0 0 0 0 0 0 0 0 2 0 0 0 1 0 0 0
ZINC01634727_12_0007 0 0 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 1 0 0 0 0 1 0 0 0 1 1 0 0 0 0 1 0 0 3 0 0 0 2 0 0 0 0 0 0 0 0 0 0 0 0 0
ZINC01595840_5_0000 0 0 0 0 0 0 0 1 0 0 1 0 2 0 0 0 0 3 0 0 0 0 0 0 1 0 0 1 0 1 0 0 0 0 1 1 0 1 0 3 0 0 0 0 0 2 0 0 0 0 0 0 0
ZINC01606469_59_0000 0 0 0 0 0 0 0 1 0 0 4 0 2 0 0 0 0 0 0 0 0 0 1 0 0 0 0 1 0 0 0 2 0 0 0 3 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0
ZINC01568061_2_0046 0 0 1 0 1 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 2 2 0 0 0 1 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01688849_3_0001 0 0 0 0 0 0 0 0 0 0 4 0 5 0 0 0 0 1 0 0 0 0 0 0 1 1 0 1 1 0 0 0 0 0 1 1 0 0 0 1 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01669796_30_0000 0 0 0 0 1 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 1 0 0 0 1 0 0 0 1 1 0 1 2 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 0 3
ZINC01614070_21_0002 0 0 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0 2 0 0 0 3 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 0 5
ZINC01624897_1_0000 0 0 0 0 1 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 1 0 0 0 1 0 0 0 1 0 0 0 0 0 0 0 0 2 1 0 0 0 0 0 0 2
ZINC01633770_26_0014 0 0 0 0 0 0 0 0 0 0 0 0 3 0 0 0 0 1 0 0 0 0 0 1 0 0 1 1 0 0 0 1 0 0 0 1 0 0 0 3 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01601370_2_0000 0 0 0 0 0 0 0 0 0 0 0 0 3 0 0 0 0 0 0 0 0 0 1 0 0 0 0 1 0 0 0 1 1 0 0 3 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 5
ZINC00638554_23_0000 0 0 0 0 0 0 1 0 0 0 0 0 0 0 0 0 0 1 0 0 0 1 0 0 1 0 0 0 0 1 0 0 0 0 1 0 0 0 0 2 0 0 0 0 1 2 0 0 0 0 0 0 0
ZINC01739338_14_0001 0 0 0 0 0 0 0 0 0 0 0 0 3 0 0 0 0 0 0 0 0 0 0 0 1 1 0 1 1 0 0 2 1 0 0 1 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01675321_7_0010 0 0 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 1 1 0 0 1 1 0 0 0 0 0 0 1 1 0 1 0 1 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01726994_2_0006 0 0 0 0 0 0 0 1 0 0 5 0 3 0 0 0 0 3 0 0 0 0 0 1 0 0 0 1 0 0 0 0 0 0 0 1 0 1 0 1 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01637216_5_0000 0 0 0 0 1 0 0 0 0 0 2 0 3 0 0 0 0 0 0 0 0 0 0 0 1 0 0 1 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01682715_80_0000 0 0 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0 0 0 0 0 3 0 0 0 1 1 0 0 0 1 0 0 0 0 0 0 1 5
ZINC01768705_5_0001 0 0 0 0 0 0 0 0 0 0 0 0 3 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 1 1 0 1 0 1 1 0 0 0 0 1 0 0 1 0 0 0 0
ZINC00123621_45_0000 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 1 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 0 1 2 0 1 2 0 0 0 0
ZINC01843204_9_0000 0 0 0 0 0 0 1 0 0 0 5 0 4 0 0 0 0 1 0 0 0 0 0 0 1 0 0 1 0 0 0 0 0 0 1 1 0 0 0 1 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01620888_16_0000 0 0 0 0 1 0 0 0 0 0 0 0 2 0 1 0 0 0 0 0 0 0 0 1 0 0 0 1 0 0 0 0 0 0 1 0 0 0 0 0 1 0 1 0 1 0 0 0 0 0 0 0 0
ZINC01592542_8_0002 0 0 0 0 1 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0 0 0 0 1 1 0 0 0 1 0 0 0 0 1 0 0 0 0 0 0 0 0
ZINC01736496_210_0000 0 0 0 0 0 0 0 0 0 0 2 0 3 0 0 0 0 2 0 0 0 0 0 0 1 0 0 1 0 0 0 2 1 0 0 1 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0
ZINC00108625_21_0002 0 0 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 1 0 0 0 0 1 0 0 0 0 1 0 1 3 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 3
ZINC01703304_4_0000 0 0 0 0 0 0 0 0 0 0 0 0 5 0 0 0 0 0 0 0 0 0 0 1 0 0 0 1 0 0 0 2 0 0 0 2 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0
ZINC01698330_2_0000 0 0 0 0 0 0 0 1 0 0 4 0 2 0 1 0 0 3 0 0 0 0 0 0 1 0 0 1 0 0 0 2 1 0 0 0 0 0 0 1 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01669814_14_0001 0 0 0 0 0 0 0 0 0 0 0 0 5 0 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0 2 0 0 0 2 1 0 0 0 0 0 0 0 1 2 0 0 0 0 0 1 3
ZINC01579585_1_0000 0 0 0 0 2 0 0 0 0 0 0 0 1 0 1 0 0 0 0 0 0 0 0 0 0 0 1 1 1 0 0 0 0 0 1 2 0 0 0 1 0 0 0 0 1 1 0 0 0 0 0 0 4
ZINC01620753_7_0001 0 0 0 0 0 0 1 0 0 0 4 0 5 0 0 0 0 0 0 0 0 0 1 1 0 0 0 1 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 0 1 2 0 0 0 0 0 0 0
ZINC01706605_4_0005 0 0 0 0 0 0 0 1 0 0 5 0 3 0 0 0 0 1 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0 1 0 2 0 0 0 1 0 0 0 0 1 2 0 0 0 0 0 0 0
ZINC01686095_3_0002 0 0 0 0 0 0 0 0 0 0 1 1 2 0 0 0 0 1 0 0 0 2 1 1 0 0 1 1 0 0 0 0 0 0 0 1 0 0 0 6 0 0 1 0 0 0 0 0 0 0 0 0 0
ZINC01669824_67_0001 0 1 0 1 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0 2 0 0 0 2 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 1 3
ZINC01869571_16_0000 1 0 0 2 1 0 0 0 1 0 0 0 2 0 1 1 2 0 0 0 0 0 1 0 0 0 0 1 0 0 0 2 0 0 0 1 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01700780_24_0000 0 0 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 4 0 0 0 0 0 0 1 0 0 1 0 1 0 2 0 0 0 2 0 1 0 2 0 0 0 0 0 2 0 0 0 0 0 0 0
ZINC00538165_31_0000 0 0 0 0 0 0 0 0 0 0 0 0 7 0 0 0 0 0 0 0 0 0 1 0 0 0 0 1 0 0 0 2 0 0 0 1 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0
ZINC00092235_98_0000 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 3 0 1 0 0 0 1 0 0 0 0 0 0 0 2 0 0 0 6 0 1 1 0 0 2 0 0 0 0 0 0 0
ZINC01563105_11_0003 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 3 0 0 0 0 0 0 0 0 1 1 0 0 0 2 0 0 0 3 0 0 0 1 0 0 0 0 1 1 0 0 0 0 0 0 1
ZINC01677504_202_0001 0 0 0 0 0 0 0 1 0 0 5 0 3 0 0 0 0 2 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 3 0 0 0 1 0 0 0 0 0 1 0 0 0 0 0 0 1
ZINC01633748_19_0000 0 0 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 1 0 1 0 0 0 1 0 0 0 2 0 0 0 1 0 0 0 2 1 0 2 0 1 1 0 0 0 0 0 0 0
ZINC01631852_76_0000 0 0 0 0 1 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0 1 0 0 0 3 0 0 0 0 1 0 0 0 1 1 0 0 0 0 0 0 2
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Supplementary Table 10

ZINC01568667_39_0001 0 0 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0 1 1 0 1 2 0 0 0 1 0 0 0 0 1 0 0 0 0 0 0 0 0
ZINC01579583_3_0004 0 0 0 0 1 0 0 0 0 0 0 0 2 0 2 0 0 0 0 0 0 0 0 1 0 0 1 1 1 0 0 0 2 0 1 2 0 0 0 1 0 0 0 0 1 1 0 0 0 0 0 0 4
ZINC01594025_3_0000 0 0 0 0 1 0 0 0 0 0 0 0 2 0 0 0 0 1 0 0 0 0 1 1 1 0 0 1 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0 0 0 0 0 0 0 0 0 0 0
ZINC01682784_2_0002 0 0 0 0 0 0 0 1 0 0 5 0 3 0 0 0 0 2 0 0 0 0 0 1 0 0 0 1 0 0 0 2 0 0 0 3 0 0 0 1 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01657203_15_0000 0 0 0 0 0 0 0 1 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0 1 1 0 0 1 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 0 2
ZINC01670869_42_0000 0 0 0 0 0 0 0 0 0 0 0 0 3 0 0 0 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0 1 1 0 1 2 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 5
ZINC00000861_25_0000 0 0 0 0 0 0 1 0 0 0 3 0 3 0 0 0 0 1 0 0 0 0 0 0 1 0 0 1 0 0 0 0 0 0 1 1 0 0 0 1 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01588784_11_0003 0 0 0 0 0 0 0 0 0 0 1 0 3 0 0 0 0 1 0 0 0 0 0 1 0 0 0 1 0 0 0 1 1 0 0 2 0 0 0 1 0 0 0 0 1 2 0 0 0 0 0 0 0
ZINC01573122_7_0001 0 0 0 0 1 0 0 0 0 0 0 0 3 0 1 0 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0 1 0 0 0 2 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 2
ZINC01714500_2_0001 0 0 0 0 0 0 0 0 0 0 1 0 3 0 0 0 0 1 0 0 0 0 0 0 0 0 1 1 0 1 0 1 0 0 0 1 0 0 0 1 0 0 0 0 1 2 0 0 0 0 1 0 0
ZINC01690866_1_0000 0 0 0 0 0 0 0 0 0 0 0 0 3 0 0 0 0 0 0 0 0 0 0 1 0 0 0 1 0 1 0 2 0 0 0 2 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 0 5
ZINC01595808_3_0003 0 0 0 0 0 0 0 0 0 0 1 0 3 0 0 0 0 1 0 0 0 0 0 0 1 1 0 1 0 0 0 0 0 0 1 1 0 0 0 2 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01735936_18_0000 0 0 0 0 0 0 1 1 0 0 5 0 4 0 0 0 0 4 0 0 0 0 0 0 1 0 0 1 0 0 0 0 0 0 0 1 0 0 0 1 1 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01616396_5_0000 0 0 0 0 1 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 1 1 0 1 1 0 0 0 0 0 0 0 3 0 0 0 0 0 0 0 1 1 1 0 0 0 0 0 0 3
ZINC01580411_7_0000 0 0 0 0 1 0 0 0 1 0 0 0 0 0 0 0 0 0 0 0 0 0 2 1 1 0 0 1 0 0 0 0 1 0 0 1 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01726556_1_0000 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0 1 0 0 0 0 0 0 1 0 0 1 0 0 0 0 0 0 0 1 0 2 0 2 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01705884_8_0002 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 4 0 1 0 1 0 1 0 0 1 1 0 0 0 0 0 0 0 1 0 0 0 1 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01577001_55_0001 0 1 0 3 0 0 0 0 0 0 0 0 2 0 0 0 2 0 0 0 0 0 0 0 0 0 1 1 0 0 0 2 0 0 0 3 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 1 4
ZINC01669826_50_0001 0 0 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0 2 0 0 0 2 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 1 3
ZINC01608270_7_0000 0 0 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 0 5
ZINC01748283_37_0001 0 0 0 0 0 0 0 1 0 0 5 0 2 0 0 0 0 3 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 1 0 1 0 1 0 0 0 0 2 1 0 0 0 0 0 0 0
ZINC01749412_12_0000 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 1 1 0 0 0 1 0 0 0 1 0 0 0 0 1 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01768775_13_0014 0 0 0 0 0 0 0 0 0 0 2 0 2 0 0 0 0 2 0 0 0 0 0 1 0 0 0 1 0 0 0 0 0 0 0 1 0 1 0 2 0 0 0 0 1 2 0 0 0 0 0 0 0
ZINC01637504_12_0000 0 0 0 0 0 0 0 0 0 0 0 0 4 0 0 0 0 0 0 0 0 0 2 1 1 0 0 1 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 0 2 1 1 0 1 0 0 0 0
ZINC01723894_119_0000 0 0 0 0 1 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 1 0 0 0 0 0 0 1 2 0 0 0 0 1 0 0 0 0 2 0 0 0 0 0 0 0
ZINC01086215_6_0000 0 0 0 0 0 0 0 0 0 0 0 0 3 0 0 0 0 0 0 2 0 0 0 1 0 0 0 1 0 1 0 2 1 0 0 0 0 0 0 0 0 0 0 0 1 2 0 0 0 0 0 0 0
ZINC01598195_10_0000 0 0 0 0 0 0 1 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 1 0 1 0 0 1 0 0 0 0 0 0 0 1 0 0 0 0 1 0 0 0 1 0 0 0 1 0 0 0 0
ZINC01571910_5_0003 0 0 0 0 0 0 0 1 0 1 5 0 2 0 0 0 0 1 0 0 0 0 0 1 0 0 1 1 0 0 0 0 1 0 1 2 0 0 0 2 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01669805_2_0002 0 0 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0 2 1 0 0 1 1 0 0 0 0 0 0 0 1 1 0 0 0 0 0 1 3
ZINC01681545_2_0000 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 1 0 0 0 2 0 0 0 2 0 0 0 0 0 0 0 0 1 2 1 1 1 0 0 0 0
ZINC01591711_4_0000 0 0 0 0 1 0 1 0 0 0 0 0 2 0 0 0 0 0 0 1 0 0 0 1 0 0 0 1 0 0 0 1 0 0 0 1 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01681735_29_0006 0 0 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 2 0 0 0 2 0 0 0 0 1 1 0 0 0 1 0 0 0 1 0 0 1
ZINC01702902_19_0000 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 1 0 0 0 1 0 1 0 1 0 0 0 3 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01627686_2_0000 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 2 0 0 0 1 0 0 0 0 0 1 0 0 0 1 0 0 4
ZINC01637593_3_0001 0 0 0 0 1 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0 2 1 0 1 1 0 0 0 1 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC01586978_12_0000 0 0 0 0 0 0 1 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0 2 0 0 0 3 0 0 0 0 0 0 0 1 1 1 0 0 0 0 0 1 5
ZINC01613822_9_0000 0 0 0 0 0 0 0 1 0 0 6 0 2 0 0 0 0 3 0 1 0 0 1 2 0 0 1 1 0 0 0 2 0 0 0 0 0 1 0 1 0 0 0 0 0 1 0 0 0 0 0 0 0
ZINC01588304_34_0000 0 0 0 0 1 0 1 1 1 0 0 0 2 0 0 0 0 0 0 0 0 0 0 1 0 0 0 1 0 0 0 2 0 0 0 2 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0
ZINC01579586_1_0004 0 0 0 0 1 0 0 0 0 0 0 0 2 0 2 0 0 0 0 0 0 0 0 1 0 0 1 1 1 0 0 0 2 0 1 2 0 0 0 1 0 0 0 0 1 1 0 0 0 0 0 0 4
ZINC01653884_8_0000 0 0 0 0 1 0 0 0 0 0 0 0 0 0 0 0 0 4 0 0 0 1 0 0 1 0 0 1 0 0 0 2 0 0 0 1 0 0 0 2 0 0 0 0 0 2 0 0 0 0 0 0 0
ZINC01586969_24_0001 0 0 0 0 0 0 1 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 1 1 0 0 0 2 0 0 0 3 0 0 0 0 0 0 0 1 1 1 0 0 0 0 0 1 5
ZINC01637170_6_0006 0 0 0 1 2 0 0 0 1 0 0 0 2 0 0 1 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0 0 1 0 1 1 0 0 0 0 0 0 0 0 1 1 0 0 0 0 0 0 0
ZINC00342812_8_0000 0 0 0 0 1 0 0 0 0 0 0 0 2 0 0 0 0 0 0 1 0 0 0 0 0 0 0 1 0 0 0 2 1 0 0 2 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0
ZINC01675088_91_0000 0 0 0 0 0 0 0 0 0 0 0 0 6 0 0 0 0 0 0 0 0 0 0 1 0 0 0 1 0 0 0 2 0 0 0 2 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0
ZINC01705184_6_0000 0 0 0 0 0 0 1 0 0 0 0 0 3 0 0 0 0 3 0 0 0 0 0 0 1 0 0 1 0 0 0 2 0 0 0 1 0 1 0 1 1 0 0 0 0 2 0 0 0 0 0 0 0
ZINC01598442_9_0000 0 0 0 0 0 0 0 0 0 0 0 0 3 0 0 0 0 0 0 1 0 0 1 0 0 0 0 1 0 1 0 2 0 0 0 1 0 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0
ZINC01688060_3_0000 0 0 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 1 0 0 0 0 1 0 0 1 0 1 1 2 0 0 0 0 0 0 0 0 0 0 0 0 1 1 1 0 1 0 0 0 0
ZINC01568374_13_0000 0 0 0 0 1 0 0 0 0 0 0 0 2 0 0 0 0 1 1 0 0 0 0 0 1 0 0 0 0 1 0 2 1 0 0 0 0 0 0 0 0 0 0 0 0 2 0 0 0 0 0 0 0
ZINC01670623_44_0001 0 0 0 0 0 0 0 0 0 0 0 0 3 0 0 0 0 0 0 0 0 0 0 1 0 0 1 1 0 0 0 1 1 0 1 3 0 0 0 0 0 0 0 0 1 0 0 0 0 0 0 0 5
ZINC01633758_11_0007 0 0 0 0 0 0 0 0 0 0 0 0 3 0 0 0 0 1 0 0 0 0 1 0 0 0 0 1 0 0 0 2 0 0 0 1 0 0 0 3 1 0 1 0 1 2 0 0 0 0 0 0 0
ZINC01612525_14_0000 0 0 0 0 0 0 0 0 0 0 5 0 5 0 0 0 0 0 0 0 0 0 0 1 0 0 0 1 0 0 0 0 0 0 0 2 0 0 0 1 1 0 0 0 0 2 0 0 0 0 0 0 0
ZINC01668018_3_0000 0 0 0 0 0 1 1 0 0 0 3 0 3 0 0 0 0 4 0 0 0 0 0 0 1 0 0 1 0 0 0 0 0 0 0 2 0 0 0 1 0 1 0 0 0 2 0 0 0 0 0 0 0
ZINC01668192_1_0000 0 0 0 0 0 0 0 0 0 0 3 0 4 0 0 0 0 3 0 0 0 0 0 1 0 0 0 1 0 0 0 1 0 0 0 2 0 0 0 1 0 0 0 0 0 2 0 0 0 0 0 0 0
ZINC01634728_13_0000 0 0 0 0 1 0 0 0 0 0 0 0 2 0 0 0 0 1 0 0 0 2 0 1 0 0 0 1 0 0 0 0 0 0 0 1 0 0 0 5 1 0 1 0 1 0 0 0 0 0 0 0 0
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Supplementary Figure 1.  Comparison of chemical diversity within each set of top-scoring 
compounds.  Each pair of molecules ranking within the top 100 was aligned and scored for 
chemical similarity by ROCS, using the Mills-Dean color forcefield.  The resulting heat maps 
show the rank on the x- and y-axis for each compound within the top-100 according to: (a) 
AffiScore/N, (b) AffiScore, (c) DrugScore, (d) EON using the ligand from PDB entry 1a5g as 
reference, (e) EON using the 1ppb ligand as reference, (f) EON using the 1tbz ligand as 
reference, (g) GOLD score, and (h) Gold – S(int). Each pixel is colored by the similarity value 
for that pair of compounds, from blue (0) for no similarity to red (-7) for greatest similarity.  This 
measure is size-dependent: identical large compounds have higher similarity values than 
identical small compounds.  
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