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Table S1. Docking scores and binding interactions of Compounds 3-5 and 11 on the predicted allosteric sites

Sites Compounds
3 4 5 11
Score Interactions Score Interactions Score Interactions Score Interactions

Lig. Rec. Interaction Dis. Lig. Rec. Interaction Dis. Lig. Rec. Interaction Dis. Lig. Rec. Interaction Dis.
AS-1 | -8.54 O77 NZ-1.YS262 HBA 2.92 -10.8 079 NZ-LYS15 HBA 3.23 -9.58 O70 O-1LE271 HBD 2.70 -9.99 079 OE1-GLU10 HBD 2.67
AS 2 | -5.18 084 ND2-ASN335 HBA 2.66 | -6.71 076 O-LEU332 HBD 3.12 -4.68 078 O-ASN335 HBD 3.07 -6.67 079 O-LEU332 HBD 3.00
AS-3 | -6.91 084 ND2-ASN335 HBA 2.47 | -7.05 075 NE2-GLN HBA 2.58 -7.23 O70 NE2-GLN513 HBA 3.07 | -7.88 SE
AS-4 | -85 084 N-ARG180 HBA 3.03 -10.57 | O76 OG-SER179 HBD 3.08 | -9.38 070 OE1-GLU414 HBD 2.98 | -9.27 078 NE-ARG180 HBA 3.22

079 N-SER179 HBA 3.43
AS-5 | -7.93 O77 NZ-LYS 236 HBA 2.65 -8.30 O75 NZ-LYS418 HBA 2,95 | -8.24 O70 OG-SER235 HBD 2.64 -8.34 078 NZ-LYS418 HBA 3.22
O77 N-LYS236 HBA 2.31

AS-6 | -6.84 SE -7.32 SE -7.74 SE -7.93 SE
Cav1 | -9.83 O77 NZ-LYS15 HBA 3.21 -10.77 | O75 N-ILE271 HBA 3.00 -10.21 | O70 O-HIS258 HBD 3.26 -10.69 | O78 N-ILE271 HBA 2.85
Cav2 | -8.71 084 NZ-LYS418 HBA 2.72 -10.73 | O79 N-SER179 HBA 3.01 -9.60 O77 ND2-ASN411 HBA 2.58 | -9.98 081 N-SER179 HBA 2.97

Lig = ligand, Rec = receptor, Dis = distance, Cav = cavity, HBA= Hydrogen bond acceptor, HBD = Hydrogen bond donor, SE = Surface Exposed




Representative NMR and HRMS spectra of the isolated compounds
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Figure S2. *C-NMR (150 MHz, CDCl5) of compound 1
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Figure S3. HRMS (ESI") of compound 1
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Figure S4. 'H-NMR (600 MHz, CDCls) of compound 2
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Figure S5. **C-NMR (150 MHz, CDCl5) of compound 2
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Figure S6. HRMS (ESI™) of compound 2
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Figure S7. 'H-NMR ((600 MHz, CDCls) of compound 3
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Figure S8. *C-NMR (150 MHz, CDCl;) of compound 3
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Figure S9. HRMS (ESI") of compound 3
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Figure $10. *H-NMR (600 MHz, CDCls) of compound 4
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Figure S11. *C-NMR (150 MHz, CDCls) of compound 4
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Figure S13. 'H-NMR (600 MHz, CDCl3) of compound 5
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Figure S14. *C-NMR (150 MHz, CDCI,) of compound 5
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Figure S15. HRMS (ESI™) of compound 5
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Figure S16. *H-NMR (600 MHz, CDCls) of compound 6
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Figure S17. *C-NMR (150 MHz, CDCls) of compound 6
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Figure S18. HRMS (ESI’) of compound 6

‘353

11bD

1200

1366

1453

‘553

11



D95LL D
DEBL"O
DEZS08°0
OTZEE O
068680
025260
00886 0
069660
0¥S60°
OF2ET”
DTELT
0T061°
1]}
DZEze’
gastz”
faLkE”
QELSE”
Q908"
QL9sz”
314
DEERE”
0E6SE"
0LEBE"
059z’
OFEEy
k410
LB’
NEaLy’
08FTS”
DEEES’
055L5°
0naLs’
Ne00s”
NoFse”
DEEEL”
O¥Lag’
laeag’
nageEn”
_“_Hc..w_.-_.
0eaLD”
QLLGD"
DanaE”
0BZan”
DLROT”
neLaL”
0TEES”
DLOwE”

L B A e I e R e e e e e K

Wy Uy =p =
PR T

Figure S19. *H-NMR (600 MHz, CDCls) of compound 7
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Figure S21. HRMS (ESI™) of compound 7
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Figure $22. *H-NMR (600 MHz, CDCls) of compound 8
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Figure S24. HRMS (ESI’) of compound 8



Figure $25. 'H-NMR (600 MHz, CDCl5) of compound 9
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Figure $26. *C-NMR (150 MHz, CDCls) of compound 9
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Figure S27. ESI-MS (positive) of compound 9
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Figure $28. *H-NMR (600 MHz, CDCls) of compound 10

16



181.45
—142.61
—131.23

r~ O L v o
LT U =
— o O 3

= O L T

[ S S S S -

" o

190 180 170 160 150 140 130 120 110 100 90 a0 TO

Figure S$29. *C-NMR (150 MHz, CDCls) of compound 10

x1m & |FESI Scancl (it 0282 min) Frag=175.0V AK-S.d

453 3381

1.15

0.75

0.55 a5 3902

0.5 4513216 a5z 32SE

4355 3463

<4585 3521

¢5?.TB5?

451 452 453

Figure S30. HRMS (ESI™) of compound 10

455 4TE
Coums vs. Mass-to-Charge (md=)

457

17




PP

DOTEBLTO
OFLYE”
0Bs58”
141
OLTOE "(
Do9606 " (
DOE&E " C
06900°
QFOLD”
QERYT
OBezZE”
Qos¥E”
OFEaL”
) 44 T
DESOE”
OO0ERE”
ozoat”
Dogst”
OE9OE-
)k
DLE9Y”
OTEEE”
OOLTS”
O0E¥S”
DELDE”
DebEY
QSOTLT
DLSEL”
DEEEL”
0BESL”
om_.mwh_..
NEEDE”
0oEZR”
DLLEE"
06806"
UL,
01566
DEEDD”
O¥EGT"
0LeTe”
neowe”
DeTse’
n0ss8”
QELDE”
DF0LE”
0B&E0"
UIEELT

EEr

-
|

11
—
-

|

I
T
2[2
T
4

|

I
|

=
=
—

BB W —

95t T —

60"t T—

1
Figure S31. *H-NMR (600 MHz, CDCls) of compound 11
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Figure S33. HRMS (ESI™) of compound 11

Figure $34. *H-NMR (600 MHz, CDCls) of compound 12
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Figure S37. 'H-NMR (600 MHz, CDCl3) of compound 13
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Figure $38. *C-NMR (150 MHz, CDCl5) of compound 13
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Figure S39. HRMS (ESI’) of compound 13
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Figure S40. *H-NMR (600 MHz, CDCls) of compound 14
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Figure S41. *C-NMR (150 MHz, CDCls) of compound 14
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Figure S42. HRMS (ESI") of compound 14
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Figure S43. *H-NMR (600 MHz, CDCls) of compound 15
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Figure S44. *C-NMR (150 MHz, CDCl5) of compound 15
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Figure S46. *H-NMR (600 MHz, CDCls) of compound 16
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Counts vs. Mass-to-Charge (m/z)

Figure S48. HRMS (ESI*) of compound 16



Al A=zri/Dr. Najeeb/BP-A3/CDCL3

o o COCO0O0OO0O0CO00O00O000OO000OOCO0O
@ 3 CMACOVTHANN DA N DT P WS oo
@ o D O D D A e o1 o O AD D D) B D B o Sh
= r M OMNOMS A@E DI MAMWINT O~ OO®w o Current Data Daramctars
B B Mo Bmm AN A A A OO o NAME o7-Ja 1
e ) I R e e R R e R R e R R R e R I e = B
s PP i . B
E !&% FZ - Roguisition Paramctars
Data_ 20150107
Tima B.SE
INETEIM spact
PEOEED 5 mm PAEBO BB/
PULDEOG
™
EOLVENT
nE
D=
FIDRES
no
BG
oW
nE
TE
D1
TDD
=ro1
woCL 1
r1 30 usac
PLW1 22_£000003E W
FZ - Procesming paramatars
=L £55368
600.1S00ZE6 MH=z
M
o
0.30 Hz
o
100
1
] 1 )
= 2| |=[ [#]=
i < |ei| [«
r T T T T T T T T T T T T T T T T 1
7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 pPPmM

Figure S50. *C-NMR (150 MHz, CDCl5) of compound 17
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Figure S51. HRMS (ESI™) of compound 17
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Figure S52. 'H-NMR (600 MHz, CDCl3) of compound 18
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Figure S54. ESI-MS (positive) of compound 18
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Figure S55. *H-NMR (600 MHz, CDCls) of compound 19
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Figure S56. *C-NMR (150 MHz, CDCl5) of compound 19
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Figure S57. HRMS (ESI") of compound 19
AL Azri/Dr. Majeeb/Incensocl (KS-OH) ,/CDC13
PROTON
OO0 O00000O0O00O0OOD 00000 000 coocoo coocococooocooo
AEMEooMMmMoAdd 0o M o@oodm Mo o= = oD -0 ® o - S @ E N D oD N @
AwobdMoorsmosmab ol ds om0k o Moo o T o @Ol
B e B R P - R e g i 4 ™o o @ o P e e g R
Sn@eRrASoooSoOO MmO E om oS W e R
T e e B K - -t S S S - - AHHAAA Ao oo
[ Vo
e R PEEERE
100000060
CHERMNEL £1
&0 153 »
P
10.50 usac
i JEJ‘I H‘ / 27.60000038 W
Procomeing parameters
£5536
S00.1500266 MHz
i 0.30 Hz
I uu N 100
AL LN e ) N 1 V' ¥
EEH R
=[=|a SRR s
] —leledle= el el = el =
T T T T T T T T T T
8 7 [ 4 3 2 1 pPPmM

Figure S58. 'H-NMR (600 MHz, CDCls) of compound 20
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Figure S59. *C-NMR (150 MHz, CDCls) of compound 20
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Figure S60. HRMS (ESI") of compound 20
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Figure S61. *H-NMR (600 MHz, CDCl5) of compound 21
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Figure S62. **C-NMR (150 MHz, CDCls) of compound 21
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Figure S63. HRMS (ESI™) of compound 21



