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Figure S1. The Z-score plot of the D2R model.
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Figure S2. The Ramachandran plot of the D2R model. The Gly residues (98 and 173), violating the Ramachandran criteria were highlighted.
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Figure S3. The Heavy atom RMSD evolutions of the atypical D2R inhibitors along the MD simulations.  
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Figure S4.  The RMSD evolution of the heavy atoms of chlorpromazine and haloperidole along the MD simulations.
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Figure S5. RMSD evolution of the Cα atom for the risperidone- and clozapine-bound systems along the the MD simulations, initiated from the different random seed numbers, using for distribution of the atom velocities. The both systems were conformationally converged during the simulations.
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Figure S6. RMSD of the TMs domains for the all complexes in relation to the initial conformer using NAMD (MD-1) and Desmond (MD-2) packages. In the all cases, a reasonable conformational convergence was observed. 
