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2-(2-Aminobenzamido)benzoic acid (10) 
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3-(5-Amino-1-benzoyl-1H-1,2,4-triazol-3-yl)-N-isopropylpropanamide (10i) 

 

 
  

1H NMR (600 MHz, DMSO-d6) 

13C NMR (151 MHz, DMSO-d6) 
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3-(5-Amino-1-benzoyl-1H-1,2,4-triazol-3-yl)-N-isopropylpropanamide (10i) 

 

 
  

1H NMR (600 MHz, DMSO-d6) 

13C NMR (151 MHz, DMSO-d6) 
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Methyl 2-(2-aminobenzoylamino)benzoate (14) 
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3-(5-Amino-1-benzoyl-1H-1,2,4-triazol-3-yl)-N-ethylpyrazine-2-carboxamide (5c) 

 

 
  

1H NMR (400 MHz, DMSO-d6) 

13C NMR (101 MHz, DMSO-d6) 
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3-(5-Amino-1-benzoyl-1H-1,2,4-triazol-3-yl)-N-ethylpyrazine-2-carboxamide (5c) 

 

 
  

1H NMR (400 MHz, DMSO-d6) 

13C NMR (101 MHz, DMSO-d6) 



 S5 

Methyl (S)-2-(2-(5-amino-2-(((benzyloxy)carbonyl)amino)-5-
oxopentanamido)benzamido)benzoate (15) 
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3-(5-Amino-1-benzoyl-1H-1,2,4-triazol-3-yl)-N-isopropylpropanamide (10i) 

 

 
  

1H NMR (600 MHz, DMSO-d6) 

13C NMR (151 MHz, DMSO-d6) 
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3-(5-Amino-1-benzoyl-1H-1,2,4-triazol-3-yl)-N-isopropylpropanamide (10i) 

 

 
  

1H NMR (600 MHz, DMSO-d6) 

13C NMR (151 MHz, DMSO-d6) 
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 S6 

Methyl (S)-2-(2-(2,5-diamino-5-oxopentanamido)benzamido)benzoate (11) 
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3-(5-Amino-1-benzoyl-1H-1,2,4-triazol-3-yl)-N-isopropylpropanamide (10i) 

 

 
  

1H NMR (600 MHz, DMSO-d6) 

13C NMR (151 MHz, DMSO-d6) 
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3-(5-Amino-1-benzoyl-1H-1,2,4-triazol-3-yl)-N-isopropylpropanamide (10i) 

 

 
  

1H NMR (600 MHz, DMSO-d6) 

13C NMR (151 MHz, DMSO-d6) 



 S7 

Methyl (S)-3-(2,5-Dioxo-2,3,4,5-tetrahydro-1H-1,4-benzodiazepin-3-yl) propanate (12) 
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3-(5-Amino-1-benzoyl-1H-1,2,4-triazol-3-yl)-N-ethylpyrazine-2-carboxamide (5c) 

 

 
  

1H NMR (400 MHz, DMSO-d6) 

13C NMR (101 MHz, DMSO-d6) 
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3-(5-Amino-1-benzoyl-1H-1,2,4-triazol-3-yl)-N-ethylpyrazine-2-carboxamide (5c) 

 

 
  

1H NMR (400 MHz, DMSO-d6) 

13C NMR (101 MHz, DMSO-d6) 



 S8 

(±)-1,11a-Dihydro-3H-benzo[e]pyrrolo[1,2-a][1,4]diazepine-3,5,11(2H,10H)-trione (16) 

 

 

-0.50.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.09.510.010.511.011.512.0

ppm

-500

0

500

1000

1500

2000

2500

3000

3500

4000

4500

5000

5500

6000

6500

7000

0
.8
1

1
.1
6

1
.9
8

1
.0
3

1
.0
7

1
.0
7

1
.0
5

1
.0
0

1
.0
1

2
.5
	D

M
S
O
-d
6

0102030405060708090100110120130140150160170180

ppm

-5

0

5

10

15

20

25

30

35

40

45

50

55

60

65

70

75

80

1
7
.8

3
1
.0

3
9
.5
	D

M
S
O
-d
6

5
6
.0

1
2
1
.6

1
2
4
.4

1
2
5
.8

1
3
1
.3

1
3
3
.7

1
3
6
.6

1
6
4
.1

1
6
9
.6

1
7
3
.3

O
O

N
NH

O

 44 

3-(5-Amino-1-benzoyl-1H-1,2,4-triazol-3-yl)-N-isopropylpropanamide (10i) 

 

 
  

1H NMR (600 MHz, DMSO-d6) 

13C NMR (151 MHz, DMSO-d6) 

 44 

3-(5-Amino-1-benzoyl-1H-1,2,4-triazol-3-yl)-N-isopropylpropanamide (10i) 

 

 
  

1H NMR (600 MHz, DMSO-d6) 

13C NMR (151 MHz, DMSO-d6) 



 S9 

(±)-6,7-Dihydro-8H,10H-benzo[6,7]pyrrolo[2',1':3,4][1,4]diazepino[2,1-b]quinazoline-
8,10,16(5bH)-trione (13’) 
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3-(5-Amino-1-benzoyl-1H-1,2,4-triazol-3-yl)-N-isopropylpropanamide (10i) 

 

 
  

1H NMR (600 MHz, DMSO-d6) 

13C NMR (151 MHz, DMSO-d6) 
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3-(5-Amino-1-benzoyl-1H-1,2,4-triazol-3-yl)-N-isopropylpropanamide (10i) 

 

 
  

1H NMR (600 MHz, DMSO-d6) 

13C NMR (151 MHz, DMSO-d6) 
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(±)-Auranomide C (5) 
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3-(5-Amino-1-benzoyl-1H-1,2,4-triazol-3-yl)-N-isopropylpropanamide (10i) 

 

 
  

1H NMR (600 MHz, DMSO-d6) 

13C NMR (151 MHz, DMSO-d6) 
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3-(5-Amino-1-benzoyl-1H-1,2,4-triazol-3-yl)-N-isopropylpropanamide (10i) 

 

 
  

1H NMR (600 MHz, DMSO-d6) 

13C NMR (151 MHz, DMSO-d6) 
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(±)-Auranthine (1) 
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3-(5-Amino-1-benzoyl-1H-1,2,4-triazol-3-yl)-N-isopropylpropanamide (10i) 

 

 
  

1H NMR (600 MHz, DMSO-d6) 

13C NMR (151 MHz, DMSO-d6) 
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3-(5-Amino-1-benzoyl-1H-1,2,4-triazol-3-yl)-N-isopropylpropanamide (10i) 

 

 
  

1H NMR (600 MHz, DMSO-d6) 

13C NMR (151 MHz, DMSO-d6) 



 S12 

IR spectra comparison of synthetic (±)-Auranthine (1) and natural (-)-Auranthine (1)  
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Peak Intensity Corr. Intensity Base (H) Base (L) Area Corr. Area Comment
1 624.94 90.11 2.56 632.65 613.36 167.043 24.730
2 648.08 87.89 4.41 663.51 632.65 294.733 57.193
3 694.37 81.05 9.38 713.66 663.51 645.542 178.025
4 775.38 70.57 21.21 848.68 713.66 1943.573 861.583
5 891.11 91.70 3.10 910.40 864.11 303.441 59.527
6 964.41 91.91 2.00 979.84 910.40 433.543 41.592
7 1022.27 87.46 4.41 1037.70 979.84 517.482 77.820
8 1064.71 90.14 1.63 1076.28 1053.13 206.602 16.112
9 1168.86 87.69 1.53 1180.44 1138.00 474.109 33.069
10 1222.87 84.22 2.50 1234.44 1180.44 742.636 65.387
11 1249.87 82.41 4.74 1280.73 1234.44 705.070 132.977
12 1296.16 84.04 3.93 1307.74 1280.73 367.304 46.218
13 1330.88 83.66 3.89 1354.03 1307.74 660.982 84.702
14 1392.61 82.14 7.03 1415.75 1354.03 914.113 231.023
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