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Supplementary Figures 
 

Figure S1. 1H NMR Spectrum of A 

Figure S2. 13C NMR Spectrum of A 

Figure S3. 1H NMR Spectrum of compound 1 (0-15 ppm) 

Figure S4. 1H NMR Spectrum of compound 1 (7-9 ppm) 

Figure S5. 13C NMR Spectrum of compound 1 

Figure S6. Mass Spectrum of compound 1 

Figure S7. 1H NMR Spectrum of compound 2 (0-15 ppm) 

Figure S8. 1H NMR Spectrum of compound 2 (7-9 ppm) 

Figure S9. 13C NMR Spectrum of compound 2 

Figure S10. Mass Spectrum of compound 2 

Figure S11. 1H NMR Spectrum of compound 3 (0-15 ppm) 

Figure S12. 1H NMR Spectrum of compound 3 (7-9 ppm) 
Figure S13.13C NMR Spectrum of compound 3 

Figure S14. Mass Spectrum of compound 3 

Figure S15. 1H NMR Spectrum of compound 4 (0-15 ppm) 

Figure S16. 1H NMR Spectrum of compound 4 (7-9 ppm) 
Figure S17. 13C NMR Spectrum of compound 4 

Figure S18. Mass Spectrum of compound 4 

Figure S19. 1H NMR Spectrum of compound 5 (0-15 ppm) 

Figure S20. 1H NMR Spectrum of compound 5 (7-9 ppm) 

Figure S21. 13C NMR Spectrum of compound 5 

Figure S22. Mass Spectrum of compound 5 

Figure S23. 1H NMR Spectrum of compound 6 (0-15 ppm) 

Figure S24. 1H NMR Spectrum of compound 6 (7-9 ppm) 

Figure S25. 13C NMR Spectrum of compound 6 

Figure S26. Mass Spectrum of compound 6 

Figure S27. 1H NMR Spectrum of compound 7 (0-15 ppm) 

Figure S28. 1H NMR Spectrum of compound 7 (7-9 ppm) 

Figure S29. 13C NMR Spectrum of compound 7 

Figure S30. Mass Spectrum of compound 7 

Figure S31. 1H NMR Spectrum of compound 8 (0-15 ppm) 

Figure S32. 1H NMR Spectrum of compound 8 (7-9 ppm) 
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Figure S33. 13C NMR Spectrum of compound 8 

Figure S34. Mass Spectrum of compound 8 

Figure S35. 1H NMR Spectrum of compound 9 (0-15 ppm) 

Figure S36. 1H NMR Spectrum of compound 9 (7-9 ppm) 

Figure S37. 13C NMR Spectrum of compound 9 

Figure S38. Mass Spectrum of compound 9 

Figure S39: 1H NMR Spectrum of compound 10 (0-15 ppm) 

Figure S40: 1H NMR Spectrum of compound 10 (7-9 ppm) 

Figure S41. 13C NMR Spectrum of compound 10 

Figure S42. Mass Spectrum of compound 10 

Figure S43. 1H NMR Spectrum of compound 11 (0-15 ppm) 

Figure S44. 1H NMR Spectrum of compound 11 (7-9 ppm) 

Figure S45. 13C NMR Spectrum of compound 11 

Figure S46. Mass Spectrum of compound 11 

Figure S47. 1H NMR Spectrum of compound 12 (0-15 ppm) 

Figure S48. 1H NMR Spectrum of compound 12 (7-9 ppm) 

Figure S49. 13C NMR Spectrum of compound 12 

Figure S50. Mass Spectrum of compound 12 

Figure S51. 1H NMR Spectrum of compound 13 (0-15 ppm) 

Figure S52. 1H NMR Spectrum of compound 13 (7-9 ppm) 

Figure S53. 13C NMR Spectrum of compound 13 

Figure S54. Mass Spectrum of compound 13 

 

Supplementary Table 
 

Table S1. Prime MM-GBSA binding free energy (ΔGbind) and energetic decomposition (kcal/mol) 
at the EGFR and AR binding sites 
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Figure S1. 1H NMR Spectrum of A 
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Figure S2. 13C NMR Spectrum of A 
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Figure S3. 1H NMR Spectrum of compound 1 (0-15 ppm) 
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Figure S4. 1H NMR Spectrum of compound 1 (7-9 ppm) 
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Figure S5. 13C NMR Spectrum of compound 1 
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Figure S6. Mass Spectrum of compound 1 
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Figure S7. 1H NMR Spectrum of compound 2 (0-15 ppm) 
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Figure S8. 1H NMR Spectrum of compound 2 (7-9 ppm) 
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Figure S9. 13C NMR Spectrum of compound 2 
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Figure S10. Mass Spectrum of compound 2 
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Figure S11. 1H NMR Spectrum of compound 3 (0-15 ppm) 
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Figure S12. 1H NMR Spectrum of compound 3 (7-9 ppm) 
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Figure S13.13C NMR Spectrum of compound 3 
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Figure S14. Mass Spectrum of compound 3 
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Figure S15. 1H NMR Spectrum of compound 4 (0-15 ppm) 
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Figure S16. 1H NMR Spectrum of compound 4 (7-9 ppm) 
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Figure S17. 13C NMR Spectrum of compound 4 
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Figure S18. Mass Spectrum of compound 4 
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Figure S19. 1H NMR Spectrum of compound 5 (0-15 ppm) 
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Figure S20. 1H NMR Spectrum of compound 5 (7-9 ppm) 
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Figure S21. 13C NMR Spectrum of compound 5 
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Figure S22. Mass Spectrum of compound 5 
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Figure S23. 1H NMR Spectrum of compound 6 (0-15 ppm) 
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Figure S24. 1H NMR Spectrum of compound 6 (7-9 ppm) 
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Figure S25. 13C NMR Spectrum of compound 6 
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Figure S26. Mass Spectrum of compound 6 
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Figure S27. 1H NMR Spectrum of compound 7 (0-15 ppm) 
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Figure S28. 1H NMR Spectrum of compound 7 (7-9 ppm) 
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Figure S29. 13C NMR Spectrum of compound 7 
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Figure S30. Mass Spectrum of compound 7 

 

 

 

 

 

 



34 

 

 

Figure S31. 1H NMR Spectrum of compound 8 (0-15 ppm) 
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Figure S32. 1H NMR Spectrum of compound 8 (7-9 ppm) 

 

 

 

 

 

 



36 

 

 

Figure S33. 13C NMR Spectrum of compound 8 
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Figure S34. Mass Spectrum of compound 8 
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Figure S35. 1H NMR Spectrum of compound 9 (0-15 ppm) 
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Figure S36. 1H NMR Spectrum of compound 9 (7-9 ppm) 
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Figure S37. 13C NMR Spectrum of compound 9 
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Figure S38. Mass Spectrum of compound 9 
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Figure S39: 1H NMR Spectrum of compound 10 (0-15 ppm) 
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Figure S40: 1H NMR Spectrum of compound 10 (7-9 ppm) 
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Figure S41. 13C NMR Spectrum of compound 10 
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Figure S42. Mass Spectrum of compound 10 
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Figure S43. 1H NMR Spectrum of compound 11 (0-15 ppm) 
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Figure S44. 1H NMR Spectrum of compound 11 (7-9 ppm) 
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Figure S45. 13C NMR Spectrum of compound 11 
 

 

 

 

 

 

 

 

 



49 

 

 

 

Figure S46. Mass Spectrum of compound 11 
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Figure S47. 1H NMR Spectrum of compound 12 (0-15 ppm) 
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Figure S48. 1H NMR Spectrum of compound 12 (7-9 ppm) 
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Figure S49. 13C NMR Spectrum of compound 12 
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Figure S50. Mass Spectrum of compound 12 
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Figure S51. 1H NMR Spectrum of compound 13 (0-15 ppm) 
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Figure S52. 1H NMR Spectrum of compound 13 (7-9 ppm) 
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Figure S53. 13C NMR Spectrum of compound 13 
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Figure S54. Mass Spectrum of compound 13 
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Table S1. Prime MM-GBSA binding free energy (ΔGbind) and energetic decomposition (kcal/mol) 
at the EGFR and AR binding sites 
 

EGFR 
Compound Coulomb Covalent Hbond Lipo Packing SolvGB vdW ΔGbind 

5 -9.13 2.78 -1.13 -17.79 -0.88 31.25 -49.20 -44.10 
13 -11.26 11.48 -0.15 -24.00 -0.65 34.89 -52.05 -41.75 

Tak-285 -27.56 2.54 -2.32 -25.66 -0.26 39.36 -76.46 -90.38 
AR 

Compound Coulomb Covalent Hbond Lipo Packing SolvGB vdW ΔGbind 
5 -11.52 10.30 -1.25 -28.61 -8.50 53.02 -49.57 -35.76 

 

 

 

 

 

 

 


