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Figure 1S. Atom Numbering of compounds 1a-1j, 2a-2j, 3a-3j, 4a-4j, 5a-5j, 6a-6j.




'H NMR and 3C NMR Spectra
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Figure S2. Ligand interaction diagram for compound 1a docked to 5HT1a receptor.
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Figure S3. Ligand interaction diagram for compound 1b docked to 5HT;a receptor.
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Figure S4. Ligand interaction diagram for compound 2a docked to 5HT1a receptor.
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Figure S5. Ligand interaction diagram for compound 2b docked to 5HTia receptor.
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Figure S6. Ligand interaction diagram for compound 3a docked to 5HT:a receptor.
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Figure S7. Ligand interaction diagram for compound 3b docked to 5HT:4 receptor.
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Figure S8. Ligand interaction diagram for compound 4a docked to 5HT:a receptor.



ILE

366 ILE
189

ASN
386

PHE
354

THR

GLY 196

389

TYR
390

SER

o) Charged (negative) Polar b® Distance —® Pi-cation

) Charged (positive) «)  Unspecified residue ¥  H-bond —  Salt bridge
Glycine Water -  Halogen bond Solvent exposure
Hydrophobic Hydration site —  Metal coordination

)  Metal X Hydration site (displaced) @@  Pi-Pi stacking

Figure S9. Ligand interaction diagram for compound 4b docked to 5HT:a receptor.
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Figure S10. Ligand interaction diagram for compound 5a docked to 5HT:a receptor.
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Figure S11. Ligand interaction diagram for compound 5b docked to 5HT1a receptor.
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Figure S12. Ligand interaction diagram for compound 6a docked to 5HT:a receptor.
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Figure S13. Ligand interaction diagram for compound 6b docked to 5HT1a receptor.
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Figure S14. Ligand interaction diagram for compound 1j docked to 5HT:a receptor.
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Figure S15. Ligand interaction diagram for compound 5f docked to 5HT:a receptor.
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Figure S16. Ligand interaction diagram for compound 5g docked to 5HT;a receptor.
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Figure S17. Ligand interaction diagram for compound 5h docked to 5HT1a receptor.
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Figure S18. Ligand interaction diagram for compound 1j docked to 5HT,a receptor.



o) Charged (negative)

) Charged (positive)
Glycine
Hydrophobic

)  Metal

VAL
235

343 MET
208 ,

SER
242

127

\ <
PHE 136
339 ——

Polar s
W)  Unspecified residue o=

Water fe=

Hydration site i
X Hydration site (displaced) @@

Figure S19. Ligand interaction diagram for compound 5f docked to 5HT.a receptor.
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Figure S20. Ligand interaction diagram for compound 5g docked to 5HT,a receptor.
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Figure S21. Ligand interaction diagram for compound 5h docked to 5HT-a receptor.



