Table S1: The forty-four molecules and their biological activities.
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Figure S1: RMSD and RMSF graphs for L6, L30, L31, L37 ligands complexed with the dopamine transporter
membrane protein during 100 ns.
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Figure S2: Rg, MolSA, SASA and PSA during 100 ns of MD simulation, and the variation of total free energy for
L6, L30, L31 and L37 ligands complexed with DAT protein.



