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Figure S1. 'H NMR spectrum (400 MHz, DMSO-dg) of compound 4a.
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Sample directory:

Fidrile: K0418_22.13C
Pulse Sequence: stdilc (s2pul)

Solvent: DMSO
Data collected on: May 2 2012

Operator: ricardo
VNMRS-400 “variand00"

Relax. delay 2.262 sec
Pulse 45.0 degrees

Acq. time 1.738 sec

width 18859.0 Hz

1024 repetitions

OBSERVE C13, 75.4221062 MHz
DECOUPLE X1, 299.9499835 mmz
Power 36 dB

on during acquisition

off during delay

WALTZ-16 modulated
DATA PROCESSING

Line broadening 1.0 Hz
FT size 65536
Total time 1 hr, B min
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Figure S2. *C NMR spectrum (100 MHz, DMSO-ds) of compound 4a.
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Figure S3. FTIR (KBr) spectrum of compound 4a.
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Figure S4. Mass spectrum of compound 4b.
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Solvent: dmso

Data collected on: Jun 28 2012

Temp. 27.0 C / 300.1 K
Operator: ricardo

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acq. time 2.556 sec
width 8012.8 Hz

16 repetitions
OBSERVE
DATA PROCESSING

PT size 65536

Total time 0 min 57 sec

H1, 399.7427529 MHz
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Figure S5. 'H NMR spectrum (400 MHz, DMSO-ds) of compound 4b.
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Figure S6. *C NMR (100 MHz, DMSO-ds) of compound 4b.
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Figure S7. FTIR (KBr) spectrum of compound 4b.
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Figure S8. "H NMR spectrum (400 MHz, DMSO-ds) of compound 4c.
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Figure S9. *C NMR spectrum (100 MHz, DMSO-ds) of compound 4c.
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Figure S10. FTIR (KBr) spectrum of compound 4c.
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Figure S11. *H NMR spectrum (400 MHz, DMSO-ds) of compound 4d.




PULSE SEQUENCE

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acg. time 1.285 sec
width 25510.2 Hz

400 repetitions

P
e ig§ag i
S sasgaq 1
NP2
2w
24 § n
© bt}
-] 93 3 S =
g2 “ ‘ i
G 8 b T 3
g =
8 ]
3 o
- o
|
R eGELES S ——
160 140 120 100 80 60 40

{OBSERVE €13, 100.5154472
ECOUPLE HL, 399.7447683
Power 41 dB
continuously on
WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz
FT size 65536

Total time 15 minutes

20 ppm

{ mugo Brance

| Amostra p-C1

{ Bolicitacao N. X0917-11
{ 27.09.2012 UFPE

[ @otvents amse
{ ambient t

Figure S12. *C NMR spectrum (100 MHz, DMSO-ds) of compound 4d.
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Figure S13. FTIR (KBr) spectrum of compound 4d.
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Total time 0 min 57 sec

14 13 12 11 10 9

41.58

Figure S14. *H NMR spectrum (400 MHz, DMSO-ds) of compound 4e.
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Figure S15. *C NMR (100 MHz, DMSO-dg) of compound 4e.
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Figure S16. FTIR (KBr) spectrum of compound 4e.
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Figure S17. *H NMR spectrum (300 MHz, DMSO-ds) of compound 4f.
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Figure S19. FTIR (KBr) spectrum of compound 4f.
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Figure S20. *H NMR spectrum (400 MHz, DMSO-ds) of compound 4g.
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Figure S21. *C NMR spectrum (100 MHz, DMSO-dg) of compound 4g.
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Figure S22. FTIR (KBr) spectrum of compound 4g.
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Figure $23. 'H NMR spectrum (400 MHz, DMSO-dg) of compound 4h.
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Figure S25. FTIR (KBr) spectrum of compound 4h.
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Figure $26. "H NMR spectrum (400 MHz, DMSO-ds) of compound 4i.
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Figure S27. *C NMR spectrum (100 MHz, DMSO-ds) of compound 4i.
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Figure S28. FTIR (KBr) spectrum of compound 4i.
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Figure $29. *H NMR spectrum (400 MHz, DMSO-ds,) of compound 4j.
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Figure S31. FTIR (KBr) spectrum of compound 4j.
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Acq. time 3.641 sec
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Figure $32. *H NMR spectrum (400 MHz, D,0) of compound 5a.
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Figure $33. *C NMR spectrum (100 MHz, DMSO-dg) of compound 5a.
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Figure S34. FTIR (KBr) spectrum of compound 5a.

Audrey/Janaina

Amostra 0-Toluil (sal)
Solicitacao N. M0827-10
05.09.2014 UFPE

45 e Teges

Sample Name:
Data Collected on:
variand00-vamrs400
Archive directory:
Sample directory:
FidFile: M0827_10.1h
Pulse Sequence: PROTON (s2pul)

Solvent: dmso
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Temp. 26.0 C / 299.1 K
Operator: ricardo

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acq. time 2.556 sec

width 6410.3 Hz

16 repetitions

OBSERVE  H1, 399.7414667 MHz
DATA PROCESSING

FT size 32768
Total time 0 min 57 sec

Figure S35. *H NMR spectrum (400 MHz, DMSO-dg) of compound 5b.
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Figure $36. *C NMR spectrum (100 MHz, DMSO-ds) of compound 5b.
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Figure S37. FTIR (KBr) spectrum of compound 5b.
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Acq. time 2.556 sec
width 6410.3 Hz
16 repetitions
OBSERVE  H1, 399.7414592 MHz
DATA PROCESSING
Line broadening 0.5 Hz
FT size 32768

Total time 0 min 57 sec

¢ Aglentechnologis

T R ey i s T 1= P T ] P
8 7 6
L ey
18.69
19.87

129.182
\—128.779

©
®
1
o
«
A

132.473

166.963
\—166.374
161.038

— 4‘

| i

——116.123

92.345

|

A

39.918
39.709

/40.120
\—38 873

39.291
—39.082

—21.113
13.306

ppm

L L 2 L e e L0 U Ll L TR ot o e = L R B LA 2 5 R ] L i 8V L5 [T LU P
180 160 140 120 100 80 60 40 20 ppm
PULSE SEQUENCE {OBSERVE €13, 100.5151133 { DATA PROCESSING Audrey Nunes
Relax. delay 1.000 sec DECOUPLE H1, 399.7434654 Line broadening 2.0 Hz Amostra p-Toluil
Pulse 45.0 degrees i Power 33 aB | FT size 65536 Solicitaca N M0603-38 {
Acq. time 1.285 sec i continuously on { Total time 77 minutes 09.06.2014 UFPE [
width 25510.2 Hz i WALTZ-16 modulated H % !

2048 repetitions

Figure $39. *C NMR spectrum (100 MHz, DMSO-dg) of compound 5c.
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Figure S40. FTIR (KBr) spectrum of compound 5c.
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Data collected on: Sep 19 2014
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Figure S41. "H NMR spectrum (400 MHz, DMSO-ds,) of compound 5d.
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Figure S42. *C NMR spectrum (100 MHz, DMSO-ds) of compound 5d.
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Figure S43. FTIR (KBr) spectrum of compound 5d.
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Figure S44. "H NMR spectrum (400 MHz, D,0) of compound 5e.
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Figure S45. *C NMR spectrum (100 MHz, DMSO-dg) of compound 5e.
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Figure S46. FTIR (KBr) spectrum of compound 5e.
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Pulse Sequence: presat
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Operator: ricardo
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Relax. delay 1,359 sec
Pulse 90.0 degrees
Acq. time 3.641 sec
width 4499.4 Hz
80 repetitions
OBSERVE  H1, 299.9477958 Mz
DATA PROCESSING
FT size 32768
Total time 0 min -1 sec

Figure S47. *H NMR spectrum (400 MHz, D,0) of compound 5f.
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Figure S49. FTIR (KBr) spectrum of compound 5f.
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Figure S50. "H NMR spectrum (400 MHz, DMSO-dg) of compound 5g.
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Figure S51. *C NMR spectrum (100 MHz, DMSO-dg) of compound 5g.
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Figure S54.3C NMR spectrum (100 MHz, DMSO-dg) of compound 5h.
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Figure S55. FTIR (KBr) spectrum of compound 5h.
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Figure S57. *C NMR spectrum (100 MHz, DMSO-ds) of compound 5i.
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Figure S58. FTIR (KBr) spectrum of compound 5i.
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Figure S59. *H NMR spectrum (400 MHz, DMSO-ds) of compound 5j.
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Figure S60. *C NMR spectrum (100 MHz, DMSO-ds) of compound 5j.
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Figure S61. FTIR (KBr) spectrum of compound 5j.



