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Additional Experimental Detail 

1) Figure S1. LC-MS/MS of compound 1 
2) Figure S2. 1H-NMR spectrum of compound 1 (CD3OD, 300 MHz) 

3) Figure S3. Partial expansions of the 1H-NMR spectrum of compound 1 (CD3OD, 300 MHz) 
4) Figure S4. Partial expansions of the 1H-NMR spectrum of compound 1 (CD3OD, 300 MHz) 

5) Figure S5. 13C-NMR spectrum of compound 1 (CD3OD, 100 MHz) 

6) Figure S6. 2D-HMBC spectrum of compound 1 (CD3OD, 300 MHz) 

7) Figure S7. 2D-HMBC spectrum of compound 1 (CD3OD, 300 MHz) 

8) Figure S8. 2D of ligand receptor interaction of MAPK ligand in MAPK active domain (PDB 

5EKN) shown hydrogen bonding, hydrophilic and electrostatic interaction 

9) Figure S9. 2D of ligand receptor interaction of compound 6 in MAPK active domain (PDB 

5EKN) shown hydrogen bonding, hydrophilic and electrostatic interaction 

10) Figure S10. 2D of ligand receptor interaction of compound 7 in MAPK active domain (PDB 

5EKN) shown hydrogen bonding, hydrophilic and electrostatic interaction 

11) Figure S11. 2D of ligand receptor interaction of compound 8 in MAPK active domain (PDB 

5EKN) shown hydrogen bonding, hydrophilic and electrostatic interaction 

12) Figure S12. 2D of ligand receptor interaction of Rutin in MAPK active domain (PDB 5EKN) 

shown hydrogen bonding, hydrophilic and electrostatic interaction 

13) Figure S13. 2D of ligand receptor interaction of Sorafenib in MAPK active domain (PDB 

5EKN) shown hydrogen bonding, hydrophilic and electrostatic interaction 
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Figure S1: LC-MS/MS of compound 1 

 

Figure S2: 1H-NMR spectrum of compound 1 (CD3OD, 300 MHz) 
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Figure S3: Partial expansions of the 1H-NMR spectrum of compound 1 (CD3OD, 300 MHz) 

 

Figure S4: Partial expansions of the 1H-NMR spectrum of compound 1 in (CD3OD, 300 MHz) 
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Figure S5: 13C-NMR spectrum of compound 1 in (CD3OD, 100 MHz) 

 

Figure S6: 2D-HMBC spectrum of compound 1 in (CD3OD, 300 MHz) 
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Figure S7: 2D-HMBC spectrum of compound 1 in (CD3OD, 300 MHz) 
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Figure S8. 2D of ligand receptor interaction of MAPK ligand in MAPK active domain (PDB 

5EKN) shown hydrogen bonding, hydrophilic and electrostatic interaction 
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Figure S9. 2D of ligand receptor interaction of compound 6 in MAPK active domain (PDB 

5EKN) shown hydrogen bonding, hydrophilic and electrostatic interaction 
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Figure S10. 2D of ligand receptor interaction of compound 7 in MAPK active domain (PDB 

5EKN) shown hydrogen bonding, hydrophilic and electrostatic interaction 

 

Figure S11. 2D of ligand receptor interaction of compound 8 in MAPK active domain (PDB 

5EKN) shown hydrogen bonding, hydrophilic and electrostatic interaction 
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Figure S12. 2D of ligand receptor interaction of Rutin in MAPK active domain (PDB 5EKN) 

shown hydrogen bonding, hydrophilic and electrostatic interaction 
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Figure S13. 2D of ligand receptor interaction of Sorafenib in MAPK active domain (PDB 5EKN) 

shown hydrogen bonding, hydrophilic and electrostatic interaction 


