Supplementary File S7

Molecular Dynamics (MD) Simulation of Top Ligand-Receptor Complexes

(a)

(b)

2_ - g
Ly | GHSR_Bromocriptine = GHSR_Bromocriptine
| —— GHSR_GHRP-6 (agonist) —— GHSR_GHRP-6 (agonist)
—— GHSR_JMV-2959 (antagonist), —— GHSR_JMV-2959 (antagonist)
1.6 - 2.0
E 1.2 c 15
3 E
[} w
%) (7]
2 08+ Z 10-
0.4 0.5
0.0 T T T T T 1 0.0 4 T T T T T T 1
0 20 40 60 80 100 0 50 100 150 200 250 300 350
Time (ns) Residue
(c) (d)
6511 GHSR Bromocriptine 800 1 GHSR_Bromocriptine
—— GHSR_GHRP-6 (agonist) —— GHSR_GHRP-6 (agonist)
6.0 4 GHSR_JMV-2959 (antagonist) 500 {—— GHSR_JMV-2959 (antagonist)
55
T
£ 50+
Q
[e]
45
4.0
3.5
T T T T T 1
0 20 40 60 80 100
Time (ns) Time (ns)

Figure S5. MD simulation profiles of bromocriptine, standard agonists, and antagonists bound to the GHSR LBD. (a) Root
mean square deviation (RMSD). (b) Root mean square fluctuation (RMSF). (c) Radius of gyration (RoG). (d) Solvent-

accessible surface area (SASA).
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Figure S6. MD simulation profiles of bromocriptine, standard agonists, and antagonists bound to the OXTR LBD. (a) Root
mean square deviation (RMSD). (b) Root mean square fluctuation (RMSF). (c) Radius of gyration (RoG). (d) Solvent-

accessible surface area (SASA).



