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Table S1. Cross Prime MM-GBSA re-scoring of inhibitors with crystal structures

Ligand
U1 1U1-47 1U1-206 1U1-248
Protein
611K -61.45 -52.29 -51.37 -48.68
61IL -58.00 -51.29 -49.64 -54.72
61IM -60.08 -50.66 -51.62 -46.18
61IN -56.67 -55.34 -63.39 -52.83
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Figure S1. RMSD of the complex of ligand AF-399/07817043 and 6IIL throughout

the time of MD simulations
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Figure S2. RMSD of the complex of ligand AN-988/14610127 and 6IIL throughout

the time of MD simulations



= AN-652/14705001-Ligand
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Figure S3. RMSD of the complex of ligand AN-652/14705001 and 6IIL throughout

the time of MD simulations
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Figure S4. RMSD of the complex of ligand AF-399/15030215 and 6IIL throughout

the time of MD simulations

= A0-081/15245211-Ligand
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Figure SS5. RMSD of the complex of ligand AO-081/15245211 and 6IIL throughout

the time of MD simulations



= AH-487/37011056-Ligand
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Figure S6. RMSD of the complex of ligand AH-487/37011056 and 6IIL throughout

the time of MD simulations
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Figure S7. RMSD of the complex of ligand AG-205/37082074 and 6IIL throughout

the time of MD simulations
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Figure S8. RMSD of the complex of ligand AH-487/40686517 and 61IL throughout

the time of MD simulations
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— AG-690/40749462-Ligand
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Figure S9. RMSD of the complex of ligand AG-690/40749462 and 6IIL throughout

the time of MD simulations

—— AG-690/40750622-Ligand
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Figure S10. RMSD of the complex of ligand AG-690/40750622 and 6IIL throughout

the time of MD simulations
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Figure S11. RMSD of the complex of ligand AG-690/40750628 and 6IIL throughout

the time of MD simulations
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Figure S12. RMSD of the complex of ligand AM-814/41092271 and 6IIL throughout

the time of MD simulations
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Figure S13. RMSD of the complex of ligand AM-814/41092276 and 61IL throughout

the time of MD simulations
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Figure S14. RMSD of the complex of ligand AQ-390/41640015 and 6IIL throughout

the time of MD simulations



= AP-906/41641162-Ligand
—— AP-906/41641162-Protein
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Figure S15. RMSD of the complex of ligand AP-906/41641162 and 6IIL throughout

the time of MD simulations

—— AE-848/41827347-Ligand
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Figure S16. RMSD of the complex of ligand AE-848/41827347 and 6IIL throughout

the time of MD simulations
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Figure S17. RMSD of the complex of ligand AK-968/41923183-1 and 6IIL

throughout the time of MD simulations



—— AK-968/41923183-2-Ligand

4 ~——— AK-968/41923183-2-Protein
<
@)
]
S 24
o

0 T T T T T T T

0 25 50 75 100 125 150 175 200

Time (ns)
Figure S18. RMSD of the complex of ligand AK-968/41923183-2 and 6IIL

throughout the time of MD simulations
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Figure S19. RMSD of the complex of ligand AB-131/42301082 and 6IIL throughout

the time of MD simulations
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Figure S20. RMSD of the complex of ligand AQ-776/42801379 and 6IIL throughout

the time of MD simulations



—— AN-465/42897602-Ligand
~—— AN-465/42897602-Protein
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Figure S21. RMSD of the complex of ligand AN-465/42897602 and 6IIL throughout

the time of MD simulations
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Figure S22. RMSD of the complex of ligand AN-465/43411181 and 6IIL throughout

the time of MD simulations
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Figure S23. RMSD of the complex of ligand AO-476/43415641 and 6IIL throughout

the time of MD simulations



—— AO-476/43417605-Ligand
~—— AO-476/43417605-Protein
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Figure S24. RMSD of the complex of ligand AO-476/43417605 and 6IIL throughout

the time of MD simulations



