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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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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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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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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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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Supplementary Table 5
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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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Supplementary Table 6
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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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Supplementary Table 7
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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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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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Supplementary Table 9
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Supplementary Table 9
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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).
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Supplementary Table 10
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