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1. Figure S1. Showing halogen bond interactions
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Figure S1. Showing halogen bond interaction in complex of alprazolam (orange) with a1B3y2L GABAa receptor
(PDB: 6HUO) at o'y interface benzodiazepine binding site [al (represented as chain D, color: aqguamriane) and
v2 (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 a1B3y2L GABAa receptor in
the complex with alprazolam (6HUQ) 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.!
A grid size of 17 A x 17 A x 17 A and centered at coordinates 152.80 (x), 163.02 (y), and 161.14 (z) were used.
lllustrations of the 3D models were generated using Chimera and Python.? 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 5¢c and 5d (10 % EtOH in Hexane)

. Labsoltions Analysis Report

<Sample Information>

Sample Name s racimic

Sample ID :

Data Filename sracimic_chiral 311-2020.lcrm_10-12-20_002.lcd
M ethod Filename : chiral 3-11-2020.lcm

Batch Filename  :10-12-20.1ch

Vial # “Vial 2 Sample Type - Unknown
Injection VYolume 5 UL Level o
Date Acquired 101252020 3.26:34 PM Acquired by - Kamal Pandey
Date Processed :10/M2/2020 7:42:38 PM Processed by - Kamal Pandey
<Chromatogram>
Chr cxxsatogram
racinic_chiral 3-11-2020 km_10-12-20_0021cd
mAalU
o TDA hiali 1 254ren fren]
2 3
200 = B
! ps
100
: L.
T T T T I T L) T T l T T T T I T T T T I T T T T l T T T T I T T T L) l T T T T
5 10 15 20 25 0 35

<Peak Table>

racimic_chiral 3-11-2020.1cm_10-12-20_002.lcd
3DIDAD Chl 254nm

Feak# Ret. Time Area%
1 19.491 55.793
2 24.435 44 207
Tota 100.000
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4. Chiral HPLC analysis report of oxazoline 5¢ (KPP-111-96B in 10 % EtOH in Hexane)

Analysis Report

<Sample Information>
Sample Mame " KPP-1I-968
Sample 1D :
Data Filename

M ethod Filename

: EPP-I-968_chiral 3-11-20200crm_10:1 2-20_003.1cd
cchiral 3-11-2020.1cm

Batch Filename 2 10-12-20.1ch

Wial # ial 3 Sample Type s Unknowen
[njection Wolurme 4 0L Level 1

Date Acquired 1022020 40734 P Acquired bn - Karmal Pandey

Date Processed  10M 352020 11:34:52 A Processed by - Karmal Pandey

<Chromatogram>
Chir onretograth
EPP- I 96E_chiral 3-11-2020 km_10- 12-20_003 led
malT
7 0 P Dbath 1 254rom drom
T &
_ A
iy =
1 =
S04
25 = 2
- = =
1 < =
— =
4 b | o0
] =
T = =
s = =
T T T T I T T T T I T T T T I T T T T I T T T T I T T T T I T T T T I T T T T
L 10 15 a0 25 0 35

<Peak Table>

KPP-III-968_chiral 3-11-2020.1cm_10-12-20_003.|cd
EDDAD Chl 2540m

Feal#] Ret. Time [  Area%
1 16.551 0.005
2 20,736 0.004
3 24499 99 9932
Taota 100,000
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5. Chiral HPLC analysis report of oxazoline 5d (KPP-1V-09 in 10 % EtOH in Hexane)

~ Labsotions Analysis Report

<Sample Information>
Sample Name :KPP-IV-09
Sample D :

Data Filename - KPP-Iv- 09_chiral 3-11-2020.lcrm_10-12-20_004 lcd
M ethod Filename : chiral 3-11-2020.1cm

Batch Filename  :10-12-20.1ch

Vial # Vial 4 Sample Type » Unknown
Injection Volume 5 uL Level &4

Date Acquired 210202020 4:48:37 PM Acquired by : Kamal Pandey

Date Processed :10/M12/2020 7:09:47 PM Processed hy - Kamal Pandey

<Chromatogram>
Chromratogram
KPP-TV-09_chiral 3-11-2020. km 10-12-20_004 1cd
mAU
7 m FD A Multi 1 254ren $ron
7 ™
300 o
: 5
- -
%
200+
100 °
A 2
b )
1 o
] a
0
L) L) T T | T L) L) L] ' T T T L] l T L] T T ' T T L] T l T T T T l L] L] L] T I T T T L]
5 10 15 20 25 30 35

<Peak Table>

KPP-IV¥-09_chiral 3-11-2020.1cm_10-12-20_004.1cd

3DIDAD Ch1 254nm
Peak#{Ret Time | Area% |
1 15.752 0.267
2] 19412 99.733
Tota 100.000

©AUTHOR(S)



ARKIVOC 2020, vii, S1-S19

Issue in honor of Dr. Jan Bergman

6. 'H NMR of oxazoline 5 (CDCI3)
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7. 13C NMR of oxazoline 5 (CDCI3)
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8. 'H NMR of oxazoline 5a (CDCI3)
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9. 13C NMR of oxazoline 5a (CDCI3)
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10. 'H NMR of oxazoline 5b (CDCI3)
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11. 3C NMR of oxazoline 5b (CDCI3)
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21. 'H NMR of oxazoline 5¢ (CDCI3)

0T—

5T
85T
65'T
19T

291
91
84T
6414
c0zd
9z

0, —CHa

Br

Z—

\_/

€07
£6'0
0Tt

Feot

H_Hlﬁm.m

Eb0T
0T
Fs60
Eoor
oot
Lg60

=00t

4.0 3.5 3.0 25 2.0 1.5 1.0 0.5 0.0

4.5

5.0
f1 (oom)

8.5 8.0 75 7.0 6.5 6.0 5.5

9.0

9.5

©AUTHOR(S)

Page S12



Issue in honor of Dr. Jan Bergman

22. 13C NMR of oxazoline 5¢ (CDCl3)
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14. 'H NMR of oxazoline 5d (CDCI3)
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15. 3C NMR of oxazoline 5d (CDCI3)
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16. 1H NMR of oxazole 6 (CDCl3)
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17. 33C NMR of oxazole 6 (CDCI3)
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18. 'H NMR of oxazole 6¢ (CDCI3)
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19. 13C NMR of oxazole 6c (CDCI3)
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