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Figure S2. 13C-NMR spectrum of compound 5a




ROKE!
Raiay
8 —+ =
=4 i s\ \ \
\\ Mw \ /J'| ,.("-/' [
R ll '“' | A | ll ’l"‘l
8 = | A i [ = |m
= ,,Jf/ | N/ Al | / g 3 | T
£, i | /]| M M /e8!
° Q | = |/|"~1 A1 | 1 B | |2
o 2 { f ©
g - VL IME T T e
£ ¢ 8 L\ "3. Al E g
E B § g amm AV T
s g s ‘§P gl 'l)i" . 2
= o T 888 2 2 2
® 2 lag 3 'e‘
3 AL
~ T s 8
o
gl |
R
28
g®
T T T T T T T
3500 3000 2500 2000 1500 1000 500
Wavenumber cm-1

Figure S3. IR spectrum of compound 5b
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Figure S4. 1H-NMR spectrum of compound 5b
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Figure S5. IR spectrum of compound 5c
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Figure S6. 'H-NMR spectrum of compound 5c¢
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Figure S7. 13C-NMR spectrum of compound 5¢
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Figure S8. IR spectrum of compound 5d
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Figure S9. tH-NMR spectrum of compound 5d
Sep08-2016 =2 o 5 g8geN 3 2 zssulsoozes
MOob g E ZREEE g g sssslEasnna
c13_su DMSO {C:\nmr-data} Studenf 19 | | e | | [ S R P
Current Data Perameters
NAME Sep08-2015
DNC 0
OO 1
F2 - Acqusition Parameters
Date 20160903
Tiere 218
DISTRUM spect
PROBHD S mm PABBO BE/
PULPROG 290930
T 6553%
SOUVENT NSO
s 20
s 4
SWH 24033461 e
FIDRES 0356798 He
4 13531438 smc.
RG 78
oW 20800 uzec
€ 650 usec
TE 382K
D1 200000000 ==
D11 0.03000000 s=c
ToO 1
| w2 041091001 W
w3 033234000 W
| 2 - Srocmswing paramaters
- 3268
| &= 1006127690 Mz
wow B
S8 L]
1 ) i WS P A ! j U iy EEAEN
G8 2
c 1%
T T T T T T T T T o= T T T T T T T T
210 190 170 150 130 110 90 8 70 60 50 40 30 20 10 O
f1 (ppm)

Figure S10. 13C-NMR spectrum of compound 5d




Sep08-2016 & RRSEMSS m@x e
2 & 8
MBS0 & g888fgcgs g8E =&
dept135_su DMSO {C:\nmr-data} Student 19 | =\ N NP (%2 S
HAME Sec08-2015
X0 a1
PROCNO i
F2 - Acqusition Perameters
Dste_ 20150909
Tame Lk}
INSTRUM et
PROBHD S mm PASSO B8/
PULPROG 135
T 65535
SOLVENT oMso
N 36
s 4
W 24033461 He
FIORSS 0356798 e
aQ 13631438 32
G 19904
o 20500 wee
oE 650 e
TE 3|1k
osT2 145.0000000
o1 200000000 s=c
02 0.00344828 sec
D12 000032000 s=c
TOO 1
I
1
1
| 1
; L Al
1
i
8 100 He
T T T T T T T T T T T T T T T T T T T T T 2E
210 190 170 150 130 110 90 80 70 60 50 40 30 20 10 O
f1 (ppm)

Figure S11. DEPT spectrum of compound 5d
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Figure S12. IR spectrum of compound 6
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Figure S14. IR spectrum of compound 7




Nov02-2016 2 IoNezEzIIo: a
MOA-46 @ _L.i:' & 527.3 ij";’ ~

proton_su DMSO {C:\nmr-data} Student 14

Current Data Parameters
NAME Nov02-2016
EXPNO 120
PROCNO 1

F2 - Acquisition Parameters
e 20161102

11.37

STRUM spect
PROBHD 5 mm PABBO BB/
PULPROG 2930
D 535
SOWVENT DMSO
NS 50
DS 2
SWH 8012,820 Hz
FIDRES 0.122266 Hz
AQ 4.0834485 sec
RG 106.18
Dw 62.400 usec.
DE 6.50 usec
TE 331K
D1 1,00000000 sec
D0 1

F2 - Processing paramsters

St 65536
SF 400.1300000 MHz
wDwW EM
1 ~ SSB 0
l U] L8 0.30 Hz
— — = = o GB. 0
e = = pPC 1,00
S ] 3 %
16 15 14 13 12 11 10 9 6 5 3 2 1 0 S =2 =3
f1 (ppm)
Figure S15. 'H-NMR spectrum of compound 7
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Figure S16.23C-NMR spectrum of compound 7
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Figure S17. IR spectrum of compound 9
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Figure S18. Mass spectrum of compound 9
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Figure S19. 'H-NMR spectrum of compound 9
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Figure S20. 13C-NMR spectrum of compound 9
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Figure S21. IR spectrum of compound 10
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Figure S22. 1H-NMR spectrum of compound 10
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Figure S23. 13C-NMR spectrum of compound 10
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Figure S24.

IR spectrum of compound 11
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Figure S25. 'H-NMR spectrum of compound 11
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Figure S26. IR spectrum of compound 12
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Figure S27. 'H-NMR spectrum of compound 12

Figure S28. Antibacterial activity of the tested compounds.
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Figure S29. (A) 3D, (B) 2D representations of the other docked compound with 1DXO.
H-bonds are represented in black dotted lines while pi-interactions are shown in orange lines.
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Figure S30. (A) 3D, (B) 2D representations of the other docked compound with 1JA6. H-
bonds are represented in black dotted lines while pi-interactions are shown in orange lines.



