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Deuterated MDL860 (17a, b)
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Deuterated BTO (24)
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(S)-2-(2-methyl-1,4-dioxa-8-azaspiro[4.5]decane-8-carbonyl)-7-nitro-5-

(trifluoromethyl)benzo[d]thiazole 3-oxide (23)
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(S)-2-(2-Methyl-1,4-dioxa-8-azaspiro[4.5]decan-8-yl)-5-nitrobenzonitrile (26)
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2-((3-Fluorobenzyl)amino)-5-nitrobenzonitrile (27)

RL-3-91-a-H-CDCL3-400 BREANNANASEIZE goNg3TWIE k]
RL-3-91-a-H-CDCL3-400 REIITITIIFT WGELSRYY o | e
F [-6E+08
CN . I
N | | [-6E+08
| . ]
(| | |
Il | [6E+08
O,N } | I 1 |
27 ol b 1
: 3 |-SE+08
[4E+08
[F4E+08
[4E+08
[3E+08
[2E+08
I
|-2E+08
[-2E+08
F1E+08
| !
|-SE+07
| o
o 4
So Aaal o] ] [-SE+07
T T T T T T T T T T T T T T T T T
14 13 12 11 10 ] 8 6 5 4 3 2 1 0 -1 2
1 (ppm)
RL-3-91-a-C-CDCL3-400 g4 R ER8 =) -0
RL-3-91-a-C-CDCL3-400 38 O LT ; E e F1E+09
Y I ¢ | £
F1E+09
F9E+08
F8E+08
F7E+08
F6E+08
FSE+08
F4E+08
| I3E+08
F2E+08
F1E+08
| I
L] |
L Fo
F-1E+08

T T T T T T T T T T T T T T T T T T T T T T T
220 210 200 1% 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0
f1 (ppm)



2-((4-Methoxybenzyl)amino)-5-nitrobenzonitrile (28)
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2-((1-(4-Chlorophenyl)ethyl)amino)-5-nitrobenzonitrile (29)
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5-Nitro-2-((pyridin-2-ylmethyl)amino)benzonitrile (30)
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2-(6-Amino-9H-purin-9-yl)-5-nitrobenzonitrile (31)
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2-(Cyclopropylamino)-5-nitrobenzonitrile (32)
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5-Nitro-2-(4-(4-(trifluoromethyl)phenyl)piperazin-1-yl)benzonitrile (33)
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2-(4-Benzylpiperidin-1-yl)-5-nitrobenzonitrile (34)
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tert-Butyl 4-(4-((2-cyano-4-nitrophenyl)amino)phenoxy)piperidine-1-carboxylate (35)

RL-111-78-a-H-CDCL3-400

RL-111-78-a-H-CDCL3-400 r6E+08

r8.40
-8.39
8.15
-8.14
8.13
L8.12

s
_‘( 3
\

6E+08

CN i
/@/ N \©\ /O Boc F6E+08
O,N (0]

~5E+08

35 il

F4E+08
F4E+08
F4E+08
F3E+08
F2E+08
F2E+08
12E+08
HE+08

] F5E+07

] I T T VI ,

0.41=
0.63=
1.48-
191
0.72
0.75
80
2005
2133
2.06-T
2144
912~

~-5E+07

._
=Y
=
w
=
=
=
B
-
=
i)
@
&
w
~
-
=
&
[N

RL-III-78-a-C-CDCL3-400

RL-II-78-a-C-CDCL3-400 ~6E+08

_-156.65
155,05
~-153.36
112,26
—96.20
—79.97
—72.87
—40.70
—-30.68

—~-28.67

5E+08

r4E+08

r4E+08

r4E+08

r3E+08

r2E+08

r2E+08

r1E+08

r5E+07

1
2E+08

-5E+07

T T T T T T T T T T T T T T T T T T T T T T T
220 210 200 1950 180 170 160 150 140 130 120 110 100 %0 80 70 60 50 40 30 20 10 0
f1 (ppm)

13



5-Nitro-2-((4-(piperidin-4-yloxy)phenyl)amino)benzonitrile (36)
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2-((4-Methoxybenzyl)carbamoyl)-7-nitro-5-(trifluoromethyl)benzo[d]thiazole 3-oxide (39)

RL-3-132-C-HNMR-400-CDCL3

RL-3-132-C-HNMR-400-CDCL3 55000

10.41
r8.85
|8.84
-8.84
-8.81
-8.81
1-8.80
L8.80
“6.89
4.69
4.68
3.81
56

e

o 50000

F3C N+ O
45000
40000
39
/ 35000

30000
25000
20000
15000

10000

i i 5000

L
L

0.83=
1.38=x
1.63—=
1.63—=
2.00—
275~

+-5000

3
f1 (ppm)

RL-3-132-C-CNMR-500-CDCL3-N1

RL-3-132-C-CNMR-500-CDCL3-N1 1400

r71.50
77.24
76.99
55.55
43.36

¥
ol

—159.52
—156.46

1300

1200

1100

1000

900

800

700

600

500

400

300

200

100

-100

T T T T T T T T T T T T T T T T T T T T T T
210 200 1950 180 170 160 150 140 130 120 1%0( 1?0 90 80 70 60 50 40 30 20 10 0
1 (ppm

15



2-(((2,3-Dihydrobenzofuran-5-yl)methyl)carbamoyl)-7-nitro-5-(trifluoromethyl)benzo[d]thiazole 3-

oxide (40)
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7-Nitro-2-((4-(4-(4-(trifluoromethoxy)phenyl)piperidin-1-yl)benzyl)carbamoyl)-5-

(trifluoromethyl)benzo[d]thiazole 3-oxide (41)
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N-(4-methoxybenzyl)-7-nitro-5-(trifluoromethyl)benzo[d]thiazole-2-carboxamide (42)
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7-Nitro-N-(4-(4-(4-(trifluoromethoxy)phenyl)piperidin-1-yl)benzyl)-5-
(trifluoromethyl)benzo[d]thiazole-2-carboxamide (43)
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