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Figure S1. Root Mean Square Deviations (RMSD) of backbone atoms of the protein 
during the MD simulation; red represents Compound 3 bound to the inactive MOR, 
and black represents Compound 9 bound to the active MOR. 
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Figure S2. 3D structures of chair conformation of compounds 2,3,4 and boat 
conformation of compounds 8,9,10 at the C6. A) compounds 2,3,4 showing the chair 
conformation of C6 B) compounds 8,9,10 after docking showing the boat conformation 
at the C6. Carbon atoms: 2, 8, (Magenta); 3, 9, (cyan); 4, 10 (blue); ); oxygen atoms 
(red); nitrogen atoms (blue).   

 

Compound 2 



 

Figure S3. 1H NMR (400M HZ, DMSO-d6) 

 

Figure S4. 13C NMR (100M HZ, DMSO-d6) 

 



 

Figure S5. HRMS 

 

 

Figure S6. HPLC 

 

Compound 3 



 

Figure S7. 1H NMR (400M HZ, DMSO-d6) 

 

 

Figure S8. 13C NMR (100M HZ, DMSO-d6) 

 



 

Figure S9. HRMS 

 

 

Figure S10. HPLC 

 

Compound 4 



 

Figure S11. 1H NMR (400M HZ, DMSO-d6) 

 

Figure S12. 13C NMR (100M HZ, DMSO-d6) 

 



 

Figure S13. HRMS 

 

 

Figure S14. HPLC 

  



Compound 5 

 

Figure S15. 1H NMR (400M HZ, DMSO-d6) 

 

 

Figure S16. 13C NMR (100M HZ, DMSO-d6) 



 

Figure S17. HRMS 

 

 

Figure S18. HPLC 

  



Compound 6 

 

Figure S19. 1H NMR (400M HZ, DMSO-d6) 

 

 

Figure S20. 13C NMR (100M HZ, DMSO-d6) 



 

Figure S21. HRMS 

 

Figure S22. HPLC 

  



Compound 8 

 

Figure S23. 1H NMR (400M HZ, DMSO-d6) 

 

 

Figure S24. 13C NMR (100M HZ, DMSO-d6) 



 

Figure S25. HRMS 

 

Figure S26. HPLC 

  



Compound 9 

 

Figure S27. 1H NMR (400M HZ, DMSO-d6) 

 

 

Figure S28. 13C NMR (100M HZ, DMSO-d6) 



 

Figure S29. HRMS 

 

Figure S30. HPLC 

  



Compound 10 

 

Figure S31. 1H NMR (400M HZ, DMSO-d6) 

 

 

Figure S32. 13C NMR (100M HZ, DMSO-d6) 



 

Figure S33. HRMS 

 

Figure S34. HPLC 

  



Compound 11 

 

Figure S35. 1H NMR (400M HZ, DMSO-d6) 

 

 

Figure S36. 13C NMR (100M HZ, DMSO-d6) 



 

Figure S37. HRMS 

 

Figure S38. HPLC 

  



Compound 12 

 

Figure S39. 1H NMR (400M HZ, DMSO-d6) 

 

 

Figure S40. 13C NMR (100M HZ, DMSO-d6) 



 

Figure S41. HRMS 

 

Figure S42. HPLC 

 


