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Figure S1. 1H NMR and 13C NMR of compound 1 
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Figure S2. 1H NMR and 13C NMR of compound 2 
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Figure S3. 1H NMR and 13C of compound 3 
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Figure S4. 1H NMR and 13C of compound 4 
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Figure S5. NOESY spectrum of compound 14. Spatial interaction H4/benzylic methylene 

(red circle) and H4/methoxy (5-position) (green circle) is observed. Only a slight spatial 

interaction H4/CH3 (4’’ position) (light blue circle) is present. The methylene group (1’’-

position) interacts with both aromatic hydrogens H6 and H8 (purple circles). The methoxy 

group (5-position) interacts with H6 (cyan circle), but not with H8. 
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Figure S6. NOESY spectrum of compound 15. Spatial interaction H4/methylene (1’’-

position) (green circle) and H4/benzylic methylene (red circle) is observed. The H6 proton 

interacts with the methylene (1’’- position) (light blue circle). The methoxy group (7-

position) interacts with both H6 and H8 protons (purple circles). 
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Figure S7. HPLC data of compound 1. 
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Figure S8. HPLC data of compound 2. 
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Figure S9. HPLC data of compound 3. 

 

 

 

 

 

 

 

 



S11 
 

Figure S10. HPLC data of compound 4. 
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Table S1. Average ligand root-mean-square deviation (RMSD) calculated during 100 ns of 

MD simulation for the eight different 2-hGPR55 complexes analyzed. 

 

Complex Ligand RMSD 

C1 4.0 

C2 1.3 

C3 0.9 

C4 2.1 

C5 4.9 

C6 5.3 

C7 2.2 

C8 1.2 
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Table S2. Binding free energy values calculated for the eight different 2-hGPR55 complexes 

using the MM-PBSA method (values are expressed in kcal/mol). 

 

Complex 

MM-PBSA 

binding energy 

(kcal/mol) 

C1 -38.5 

C2 -48.3 

C3 -41.4 

C4 -39.6 

C5 -37.9 

C6 -36.0 

C7 -42.4 

C8 -41.4 

 


