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SUPPLEMENTARY MATERIAL

DDR2-risperidone DDR2,94a-risperidone DDR2woor-risperidone DDR2w100a-risperidone

74
A B

727_ : |’
. e

J\* N ’v’ M A

62 i T p T y T T T y 0 T T i i
0.0 02 04 0.6 08 1.0 0.0 0.2 0.4 06 0.8 10

Simulation time (us) Simulation time {us)

i “

‘HN»" il

Area per lipid (A%)

31.0

I
WG

275 T T v T T T T T T 1

M

0.0 0.2 0.4 08 0.8 1.0
Simulation time (us)
Fig. S1. Area per lipid, RMSD and radius of gyration (Rg) values of wild-type and mutant DDR2-risperidone
systems. Area per lipid (A), RMSD (B), and Rg (C) values of DDR2yr-risperidone (black line), DDR2;g45-
risperidone (red line), DDR2y g -risperidone (blue line) and DDR2yga-risperidone (magenta line).
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Fig. S2. RMSF analysis of wild-type and mutant DRD2-risperidone systems. A) RMSF values of the DDR2 -
risperidone (black line) and DDR2; g4s-risperidone (red line) systems. B) RMSF values of the DDR2y-
risperidone (black line) and DDR2y o -risperidone (red line) systems. C) RMSF values of the DDR2y-
risperidone (black line) and DDR2yoa-risperidone (red line) systems.
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Fig. S3. Protein—ligand interactions of the cocrystallized ligand (risperidone) in DDR2 (PDB entry 6CM4,
chain A).



Fig. S4. Graphic depiction of the projection on wild-type and mutant DRD2-ligand systems.
Depiction of the two extreme projections along PC1 vs. PC2 for DDR2y--risperidone (A),
DDR2; g4s-risperidone (B), DDR2y; g -risperidone (C) and DDR2vga-risperidone (D).
Porcupine drawings indicate the magnitude and direction of movements.
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Fig. S5. Interactions around 4 A of residue at 100 positions of wild type and mutant DDR2-
risperidone systems. DDR2yr-risperidone (A), DDR2; g4s-risperidone (B), DDR2y;goL-
risperidone (C) and DDR2ygoa-risperidone (D). Residue at 100 position and residues around
4 A of it are in salmon and green stick representations.



