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Table 1S. Binding affinity values estimated by molecular docking studies of the reference compounds 

2b, 3b and 5b (Figure 3) as well as of the 

compounds 1-4, 8, 11 and 12 within the hCB2 

receptor.

Receptor-Ligand 
Complex (LeadIT)

Binding Affinity Energy
G (kJ/mol)

hCB2-1 -15.0
hCB2-2 -18.0
hCB2-3 -25.0
hCB2-4 -21.0
hCB2-8 -23.0
hCB2-11 -28.0
hCB2-12 -8.0
hCB2-2b -37.0
hCB2-3b -46.9
hCB2-5b -43.8
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1H NMR spectra of compound 14.

13C NMR spectra of compound 14.


