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Supplementary Data
This supplementary data is a part of a paper entitled “Molecular Docking and Molecular Dynamic
Investigations of Xanthone-Chalcone Derivatives against Epidermal Growth Factor Receptor for Preliminary

Discovery of Novel Anticancer Agent”.

Fig S1. The superimposed structures of the native ligand before (light-brown color) and after (light-blue color) re-
docking process in the active site of EGFR, in which the oxygen and nitrogen atoms are shown in red and dark blue

color, respectively
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Fig S2. Re-docking of the native ligand in the (a) whole structure and (b) active site of EGFR and (c) non-covalent
interactions between native ligand and the active site of EGFR
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Fig S3. Non-covalent interactions between compound 2F and the active site of EGFR
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Fig S4. Non-covalent interactions between compound 3F and the active site of EGFR
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Fig S5. Non-covalent interactions between compound 4F and the active site of EGFR
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Fig $6. Non-covalent interactions between compound 2Cl and the active site of EGFR
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Fig §7. Non-covalent interactions between compound 3Cl and the active site of EGFR
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Fig S8. Non-covalent interactions between compound 4Cl and the active site of EGFR
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Fig §9. Non-covalent interactions between compound 2Br and the active site of EGFR
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Fig $10. Non-covalent interactions between compound 3Br and the active site of EGFR
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Fig S11. Non-covalent interactions between compound 4Br and the active site of EGFR
PRO
A:770
: ALA
At A766
<11 )—</ /T
$=7 0 ) VAR
NG/ ARy /4
& X Y
| A o° \* </ ‘\\\ A\
L5 \os-/ A\ \/ \,
L \ LEU THR
Gy A:69 \ A:764  A:830
A:772
A'820 q
: LYs
A:702 MET A:738
A:742
ASP
A:831
Interactions
D van der Waals D Pi-Sulfur
- Conventional Hydrogen Bond E] Akyl
Wl Psom T pralo

Fig S12. Non-covalent interactions between compound 2I and the active site of EGFR
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Fig §13. Non-covalent interactions between compound 3I and the active site of EGFR
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Fig S14. Non-covalent interactions between compound 4I and the active site of EGFR
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Fig S15. Non-covalent interactions between compound 2CN and the active site of EGFR
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Fig S16. Non-covalent interactions between compound 3CN and the active site of EGFR
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Fig S17. Non-covalent interactions between compound 4CN and the active site of EGFR
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Fig §18. Non-covalent interactions between compound 2CO,H and the active site of EGFR
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Fig §19. Non-covalent interactions between compound 3CO,H and the active site of EGFR
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Fig §20. Non-covalent interactions between compound 4CO,H and the active site of EGFR
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Fig §21. Non-covalent interactions between compound 2NO; and the active site of EGFR
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Fig §22. Non-covalent interactions between compound 3NO, and the active site of EGFR
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Fig §23. Non-covalent interactions between compound 4NO; and the active site of EGFR
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Fig S24. Non-covalent interactions between compound 2SOsH and the active site of EGFR
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Fig §25. Non-covalent interactions between compound 3SO;H and the active site of EGFR

CYS THR
:77; A:830
. (@ ()
. A:772 @ ALA
2 4 * . A:719
A:704 » [y ’

’
ﬂ VAL
. - AN ASP
LEU. % N L A:831
A:768 % : '
(P&
0—
& GLU
H A:738
. MET
. A:769
MET
A:742
PHE LEU
3 THR
L e A:766
Interactions
D van der Waals - Pi-Sigma
- Conventional Hydrogen Bond D Pi-Akyl
- Pi-Cation

Fig $26. Non-covalent interactions between compound 4SO;H and the active site of EGFR
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Fig S27. Non-covalent interactions between compound 2CHj; and the active site of EGFR
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Fig S28. Non-covalent interactions between compound 3CH; and the active site of EGFR
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Fig §29. Non-covalent interactions between compound 4CHj; and the active site of EGFR
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Fig §30. Non-covalent interactions between compound 2NH, and the active site of EGFR
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Fig S31. Non-covalent interactions between compound 3NH, and the active site of EGFR
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Fig §32. Non-covalent interactions between compound 4NH, and the active site of EGFR
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Fig §33. Non-covalent interactions between compound 20H and the active site of EGFR
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Fig §34. Non-covalent interactions between compound 30H and the active site of EGFR
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Fig §35. Non-covalent interactions between compound 40H and the active site of EGFR
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Fig S36. Non-covalent interactions between compound 2SH and the active site of EGFR
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Fig §37. Non-covalent interactions between compound 4SH and the active site of EGFR
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Fig S38. Non-covalent interactions diagram of xanthone-chalcones in the active site of EGFR
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