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Copies of 'H-, 3C- and "H-*C HMBC NMR spectra of representative molecules
v" NMR analysis of representative compounds from isocyanate cyclisation compounds
(9¢, 9e, 9g-j, 10b-d)
v' For the series 13, 18, 19, 20 and 21, we present copies of 'H-, ®*C-NMR spectra of
representative molecules which exibit Mtb Thy X inhibition > 35%



'H NMR (DMSO-d6) of compound 9¢

Br

8.5

2.500 DMSO-d6

I/NHJ

L
=

2.0

3811
1.02
T

<
-

T T T T T T T T T
13.5 13.0 12.5 12.0 11.5 11.0 10.5 10.0 9.5

T
9.0

T T T T
85 80 75 70 6.5 6.0 55 50 45
f1 (ppm)

40 3.5 3.0 25

2.0

1.5

1.0

0.5



3C NMR (DMSO0-d6) of compound 9¢
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"H NMR (DMSO-d6) spectra of compound 9e
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3C NMR (DMSO-d6) spectra of compound 9e
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'H NMR (DMSO-ds) spectra of compound 9g
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3C NMR (DMSO-ds) spectra of compound 9g
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'H NMR (DMSO-ds) spectra of compound 9h
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3C NMR (DMSO-d6) spectra of compound 9h
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'H and (DMSO-ds) spectra of compound 9i
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lMolecular Weight; 314,25
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13C NMR (DMSO-d6) of compound 9i
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'H NMR (DMSO-d6) of compound 9j
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13C NMR (DMSO-d6) of compound 3a
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'H NMR (DMSO-d6) of compound 10b
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3C NMR (DMSO-d6) of compound 10b
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'H NMR (DMSO-d6) of compound 10¢
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3C NMR (DMSO0-d6) of compound 10¢
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'H NMR (DMSO-d6) of compound 10d
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3C NMR (DMSO0-d6) of compound 10d
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"H NMR (DMSO-d6) of compound 13e
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3C NMR (DMSO0-d6) of compound 13e

1000

900

800

700

600

500

400

300

200

100

OSWd 68'8¢
OSWa 0T'6€
OSWa TE'6E
OSWd ¢&'6€e
OSWAQ £5°6€
OSWd ££°6€

OSWA ¥6'6€
OSIWQ 66°6€
ST 0b
9T'es —

1911
b9'STT
[8'STT
06711
2021
89T
AXTal
12°921
12°927
96821
9L'62T

a6t

T

Dahle

HiFrHLOy

Molecular Weight: 444,42

Chemica Formula Cx

-10

200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
f1 (ppm)

210



"H NMR (DMSO-d6) of compound 18a
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3C NMR (DMSO0-d6) of compound 18a
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'H NMR (DMSO-d6) of compound 20e
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3C NMR (DMSO0-d6) of compound 20e
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'H NMR (DMSO-d6) of compound 21a
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3C NMR (DMSO0-d6) of compound 21a
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'H NMR (DMSO-d6) of compound 22b
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3C NMR (DMSO-d6) of compound 22b
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Chamical Formula: CyH, sFR O,

Exact Mass: 36,1179
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'H NMR (DMSO-d6) of compound 23a
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Chemical Formula: C,{H,3FN4O,

Molecular Weight: 372,36
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3C NMR (DMSO0-d6) of compound 23a
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'H NMR (DMSO-d6) of compound 23b
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Chemical Formula: CyoH15FN4O2
Molecular Weight: 386,39

S

1007 S—

4301
6.49-T
3111

17000

- 16000

15000

- 14000

13000

12000

11000

10000

9000

8000

7000

6000

5000

4000

3000

2000

1000

~-1000

T T
10.0 9.5 9.0 85 8.0 7.5 7.0 6.5 6.0 5.5 50 45 4.0 3.5 3.0 2.5
f1 (ppm)

2.0

1.5

1.0

0.5

32

0.0



250

200

150

~100

50

9907 —

OSWQ S8'8€
OSWQ 6T'6€
OSWQ S8'6€
OSWa 6T'0F

@Nﬁﬁﬂ
N@ﬁﬁﬂy
L2811 4
b02T
60'SZT
80921
€291
Rdﬁgﬁ
ETTET
LeTeTA|
SMQJW
9TEET
80'S€T

0T'SET

vamH\\
S80¢T

88°0ST ~_
09181~
10451 —
165851~

3C NMR (DMSO-d6) of compound 23b

Chemical Formua: CosH PR Dz

Molecular Weight: 356,39
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'H NMR (DMSO-d6) of compound 23¢
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Chemical Formula: CyoH 1sFN4O3
Molecular Weight: 402,39
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3C NMR (DMSO0-d6) of compound 23¢
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'H NMR (DMSO-d6) of compound 23e
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Chemical Formula: C,H{,F;N4O,
Molecular Weight: 390,35
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3C NMR (DMSO-d6) of compound 23e
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Chemical Formula: CoH F 2k Do

Molecular Weight: 390,35
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