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Current Data Parameters

13C-NMR
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(2-Amino-3-methylphenyl) (benzotriazole-1-yl)methanone (2b)
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S115 #2420 RT: 23.86 AV:1 NL: 3.75E6
T: + ¢ Fullms [ 50.00-500.00]
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(2-Amino-4-methylphenyl) (benzotriazole-1-yl)methanone (2c)
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(2-Amino-5-methylphenyl) (1H-benzotriazole-1-yl)methanone (2d)
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S-81 #2428 RT: 23.73 AV:1 NL: 1.70E7
T: + ¢ Full ms [ 50.00-500.00]
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(2-Amino-6-methylphenyl) (benzotriazole-1-yl)methanone (2e)

1H-NMR
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(2-Amino-5-methoxyphenyl) (benzotriazole-1-yl)methanone (2f)
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S91-2 #2511 RT: 24.62 AV:1 NL: 7.52E6
T: + ¢ Full ms [ 50.00-500.00]
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(2-Amino-4-chlorophenyl) (benzotriazole-1-yl)methanone (2g)
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1

(2-Amino-5-chlorophenyl) (benzotriazole-1-yl)methanone (2h)
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S-85-2 #2553 RT: 24.83 AV: 1 NL: 8.33E6
T: + ¢ Fullms [ 50.00-500.00]
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(2-Amino-5-iodophenyl) (benzotriazole-1-yl)methanone (2j)

1H-NMR
EEEEEETE 343 0O
! l 1 ¥
| |
N\ ) o
N=
NH, N
2
; U‘\J — e |
1 T T T T T T T T T
12 11 10 9 8 7 6 5 4 3 2 1 0 ppm
A
N =y =
oeolairia- ol it
13C-NMR
T
| |
|
e}
|
IO
N=
NH,
2
ol
LD
i }
I |
e — : : : : : . . —
200 180 160 140 120 100 80 60 40 20 0 ppm

Page S15 ®ARKAT-USA, Inc.



General Papers

S-2 #2893 RT: 27.61 AV:1 NL: 5.96E5
T: + ¢ Full ms [ 50.00-500.00]
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13C-NMR
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(2-Amino-3, 5-dibromophenyl) (benzotriazole-1-yl)methanone (21)
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S-107-1 #1253 RT: 1557 AV:1 NL: 1.54E6
T: + ¢ Full ms [ 50.00-650.00]
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(2-Amino-3, 5-diiodophenyl) (benzotriazole-1-yl)methanone (2m)
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Di--02 #1382 RT: 17.91 AV:1 NL: 2.96E6
T: + ¢ Fullms [ 50.00-650.00]
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(2-Amino-3, 4, 5-trimethoxyphenyl) (benzotriazole-1-yl)methanone (20)
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S113 #2880 RT: 27.50 AV:1 NL: 4.29E6
T: + ¢ Full ms [ 50.00-500.00]

ARKIVOC 2012 (viii) S1-S63

210.1
100
90
80
70
60
50
40
7 285.1
307 328.0
20
] 1771 242.1
270.1 |286.1 3291
A 3300 4031 417.1 4546 4793
bl T T
50 100 150 200 250 300 350 400 450 500
m/z
2. Primary Amides (3a-Q)
2-Aminobenzamide (3a)
|
?
o)
I
NH,
3a
!
{
|
|
’
I it
j'u'k_ JL________ J L B
12 1" 10 9 8 7 6 5 a4 3 2 1 0 ppm
UL JIe A J I,
BEERERE 58 ru,j
i‘-'.-f‘-‘;d.-'.-"-‘! gl S|

Page S24

®ARKAT-USA, Inc.



General Papers

ARKIVOC 2012 (viii) S1-S63

13": ) 3 Iy Y=l
i
! | | |
o)
L
NH,
3a
T
[ ‘
t ‘ ‘ )
: , S : : - —
200 180 140 120 100 80 60 40 20 0 ppm
S142-136 #1381 RT: 14.73 AV: 1 NL: 4.35E5
T: + ¢ Full ms [ 50.00-500.00]
119.0
100
90
80
707 92.0
] 136.0
60
50
40
30
20 65.0
137.1
| 1382 200.0 253.1 268.0 3316 3461 4050 4303 480.8
T T T T T T T T T T T T T T T T 1 T T 1 1]
150 200 250 300 400 450 500
m/z

Page S25

®ARKAT-USA, Inc.



General Papers ARKIVOC 2012 (viii) S1-S63

2-Amino-4-methylbenzamide (3b)
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S143 #1495 RT: 16.06 AV: 1 NL: 4.23E6
T: + ¢ Fullms [ 50.00-500.00]
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S146 #1966 RT: 19.95 AV:1 NL: 2.46E6
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3. Secondary Antranilamides (4a-i)
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2-Amino-N-cyclohexyl-5-methylbenzamide (4d)
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2-Amino-4-chloro-N-methylbenzamide (4f)

1H-NMR
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S88-184 #1723 RT: 17.65 AV:1 NL: 3.60E6
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2-Amino-3,5-dichloro-N-propylbenzamide (4h)
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S123-247 #1983 RT: 19.83 AV:1 NL: 2.86E6
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(2-Aminophenyl)(piperidin-1-yl)methanone (5a)

General Papers

1.0

€09VZ —
86G'T L Sve9e
§S9'T N TLE'92
19917 w //M Qv 6.34 |1

20

SvS'e

—_— g

= J204 ]

4.0

9.¢v

5.0

639'9 i 165°9TT
0699 s VLIELTT ——— 2\
1699 r 9.¥'02T ————
1699 665 /2T ——
S0L'9 192 0T ————
vTL9
9TL'9
6TL'9
850°L
190°L
€L0°L
9.0°L
62T'L
TET'L
2ET'L
s
SPT'L
LYTL
09T'L
19T'L
€9T'L

6.0

168°GVT ——

- 201 ||
M el

] [ 2CL69T ————

7.0

O

e el

(0}
: NH
Sa
\
8.0

9.0
ppm (t1)

©ARKAT-USA, Inc.

50

Page S49

100

150

@

NH,

5a

200

ppm (t1)

4. Tertiary Amides (5a-5h):



General Papers ARKIVOC 2012 (viii) S1-S63

S148-204 #1879 RT: 18.95 AV: 1 NL: 1.83E6
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(2-Amino-6-methylphenyl)(pyrrolidin-1-yl)methanone (5c)
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S133 #1804 RT: 18.80 AV: 1 NL: 1.34E7
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(2-Amino-5-iodophenyl)(pyrrolidin-1-yl)methanone (5e)
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S118-2 #2224 RT: 22.46 AV:1 NL: 1.14E7

T: + ¢ Fullms [ 50.00-500.00]
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(2-Amino-3,5-diiodophenyl) (morpholino) methanone (59)
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S150-458 #2820 RT: 27.42 AV: 1 NL: 2.25E6
T: + ¢ Full ms [ 50.00-500.00]
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5. By- Products (2¢' and 2f")
1,7-dimethyldibenzo[b,f][1,5]diazocine-6,12(5H,11H)-dione (2e’)
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S94Y-1 #1097 RT: 13.84 AV: 1 NL: 2.00E7
T: + ¢ Full ms [ 50.00-650.00]
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