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Supplementary Figure 1. 2D interactions of compound 52 within active pocket of 3ruk
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Supplementary Figure 2. 2D interactions of compound 73 within active pocket of 3ruk
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Supplementary Figure 3. 2D interactions of compound 81 within active pocket of 3ruk



ILE

A371
ILE \ 7 PHE
A:206 “)/’ Ailld
4
Y
\}
= \ i
;\\ l f\ I le_ ‘
\‘*:\‘x i _J:: I: x‘f;’:;”
~% .
' [ ]
Br ] -
5 [ |
: ALA p
All3
VAL - -
. = ALA o ALA
A dB2 /6Ly A302 ﬁ;ﬁﬁa A 367
VAL B ({‘ffﬁ
A:483 e '
Interactions

- Pi-Sigma |:| Alkeyl
- Amide i Stacked |:| Pi-Alkyl

Supplementary Figure 4. 2D interactions of compound 153 within active pocket of 3ruk
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Supplementary Figure 5. 2D interactions of compound 196 within active pocket of 3ruk
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Supplementary Figure 6. 2D interactions of compound 212 within active pocket of 3ruk
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Supplementary Figure 7. 2D interactions of compound 223 within active pocket of 3ruk
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Supplementary Figure 8. 2D interactions of compound 224 within active pocket of 3ruk
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Supplementary Figure 9. 2D interactions of compound 229 within active pocket of 3ruk
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Supplementary Figure 10. 2D interactions of compound 238 within active pocket of 3ruk
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Supplementary Figure 11. 2D interactions of compound 255 within active pocket of 3ruk
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Supplementary Figure 12. 2D interactions of compound 264 within active pocket of 3ruk
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Supplementary Figure 13. 2D interactions of compound 301 within active pocket of 3ruk
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Supplementary Figure 14. 2D interactions of compound 302 within active pocket of 3ruk
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Supplementary Figure 15. 2D interactions of compound 305 within active pocket of 3ruk
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Supplementary Figure 16. 2D interactions of compound 309 within active pocket of 3ruk
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Supplementary Figure 17. 2D interactions of compound 361 within active pocket of 3ruk
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Supplementary Figure 18. 2D interactions of compound 382 within active pocket of 3ruk
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Supplementary Figure 19. 2D interactions of compound 383 within active pocket of 3ruk
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Supplementary Figure 20. 2D interactions of compound 393 within active pocket of 3ruk
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Supplementary Figure 21. 2D interactions of compound 401 within active pocket of 3ruk
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Supplementary Figure 22. 2D interactions of compound 441 within active pocket of 3ruk
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Supplementary Figure 23. 2D interactions of compound 473 within active pocket of 3ruk
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Supplementary Figure 24. 2D interactions of compound 543 within active pocket of 3ruk
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Supplementary Figure 25. 2D interactions of compound 624 within active pocket of 3ruk
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Supplementary Figure 26. 2D interactions of compound 953 within active pocket of 3ruk
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