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The 3D models of the human cannabinoid receptor type 1 (CB1) and type 2
(CB2) were built by homology modeling. The models were developed by using
multiple sequence alignment.

The prediction of the drug-receptor interactions and their corresponding
binding free energy is a difficult problem in the structure-based drug design.
Molecular docking approaches were used to propose the binding mode and un-
derlying interactions as well as to provide an evaluation of ligand affinity. The
cannabinoid system was studied by means of molecular docking techniques by
using the 3D models of the CB1 and CB2 receptors and some known cannabi-
noid ligands. Once the final models were obtained, molecular docking simula-
tions were performed by using GOLD 5.2 program to predict putative binding
site and potential ligand-receptor interactions such as hydrophobic interactions,
hydrogen-bonding, etc..

The obtained results could be used in further experiments in quantitative
structure-activity relationship (QSAR) and a design of new potential and selec-
tive cannabinoid ligands.
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