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1. Figure S1. Showing halogen bond interactions  

 
 

Figure S1. Showing halogen bond interaction in complex of alprazolam (orange) with α1β3γ2L GABAA receptor 

(PDB: 6HUO) at +- interface benzodiazepine binding site [α1 (represented as chain D, color: aquamriane) and 

γ2 (represented as chain C, color: orchid)], dashed lines indicate halogen and hydrogen bonds. 

 

2.   Method of molecular docking: The Ligand-protein interactions were analyzed by molecular docking using 

AutoDock Vina 1.5.6. The PDB file of the CryoEM structure of the human full-length α1β3γ2L GABAA receptor in 

the complex with alprazolam (6HUO) was downloaded from the Protein Data Bank and was prepared for docking 

by fixing missing bonds or atoms, adding polar hydrogens and assigning charges by AM1-BCC, and removing 

water molecules. The proteins were validated by first removing the bound ligand (alprazolam) and this was 

followed by docking it in the same binding site. The compounds were drawn, and energy minimized in Chimera.1 

A grid size of 17 Å x 17 Å x 17 Å and centered at coordinates 152.80 (x), 163.02 (y), and 161.14 (z) were used. 

Illustrations of the 3D models were generated using Chimera and Python.1-2 The dockings were performed with 

standard search parameters and poses with the best scores were selected for the analysis. 
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3. Chiral HPLC analysis report of the racemic mixture of oxazolines 5c and 5d (10 % EtOH in Hexane) 

 

 

 
  



Issue in honor of Dr. Jan Bergman ARKIVOC 2020, vii, S1-S19 

Page S4 ©AUTHOR(S) 

 

4. Chiral HPLC analysis report of oxazoline 5c (KPP-III-96B in 10 % EtOH in Hexane) 
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5. Chiral HPLC analysis report of oxazoline 5d (KPP-IV-09 in 10 % EtOH in Hexane) 
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6. 1H NMR of oxazoline 5 (CDCl3) 
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7. 13C NMR of oxazoline 5 (CDCl3) 
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8. 1H NMR of oxazoline 5a (CDCl3) 
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9. 13C NMR of oxazoline 5a (CDCl3)  
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10. 1H NMR of oxazoline 5b (CDCl3) 

 

 

 

  



Issue in honor of Dr. Jan Bergman ARKIVOC 2020, vii, S1-S19 

Page S11 ©AUTHOR(S) 

 

11. 13C NMR of oxazoline 5b (CDCl3) 
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21. 1H NMR of oxazoline 5c (CDCl3) 
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22. 13C NMR of oxazoline 5c (CDCl3) 
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14. 1H NMR of oxazoline 5d (CDCl3) 
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15. 13C NMR of oxazoline 5d (CDCl3) 
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16. 1H NMR of oxazole 6 (CDCl3) 
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17. 13C NMR of oxazole 6 (CDCl3) 
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18. 1H NMR of oxazole 6c (CDCl3) 
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19. 13C NMR of oxazole 6c (CDCl3) 
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