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Figure S1: HR-ESI-MS (Positive mode) spectrum of compound 1  

 

Formula (M) Ion Formula m/z Calc m/z Diff (ppm) 

C18 H13 N O6 C18 H13 N Na O6 362.0627 362.0635 2.38 

 

 

Figure S2: ESI-MS (Positive mode) spectrum of compound 1  (362 [M+Na]+ ) 
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Figure S3: ESI-MS (Negative mode) of compound 1 (338 [M-H]- ) 

 

Figure S4: ESI-MS2 (Negative mode) of compound 1 
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80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500

m/z

0

5

10

15

20

25

30

35

40

45

50

55

60

65

70

75

80

85

90

95

100

R
el

at
iv

e 
A

bu
nd

an
ce

338.06

255.31

283.35

112.96

269.13 320.11126.88

306.15201.07 227.24
186.95 435.86

380.83 396.13219.23134.90 347.07 485.45293.19157.16 458.10429.4996.97 367.11
88.95

EA-35_170410195221 #61-63 RT: 0.92-0.98 AV: 3 NL: 4.83E3

T: ITMS - c ESI Full ms2 338.00@cid20.00 [90.00-2000.00]

80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500

m/z

0

5

10

15

20

25

30

35

40

45

50

55

60

65

70

75

80

85

90

95

100

R
el

at
iv

e 
A

bu
nd

an
ce

319.98

293.99

338.07

264.06
308.16

250.93236.68 269.02193.17 380.78



4 

 

 

Figure S5: ESI-MS3 (Negative mode) of compound 1 

 

Figure S6: ESI-MS4 (Negative mode) of compound 1 
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Figure S7: ESI-MS5 (Negative mode) of compound 1 

 

Figure S8: 1H-NMR spectrum in DMSO-d6 of compound 1 
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Figure S9: 13C-NMR spectrum in DMSO-d6 of compound 1 

 

 

Figure S10: DEPT 135 spectrum of compound 1 
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Figure S11: DEPT 90 spectrum of compound 1 

 

 

Figure S12: 1H-1H COSY spectrum of compound 1 
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Figure S13: HSQC spectrum of compound 1 

 

 

Figure S14: HMBC spectrum of compound 1 
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Figure S15: HMBC spectrum of compound 1 (Part 1) 

 

Figure S16: HMBC spectrum of compound 1 (Part 2) 
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Figure S17: HMBC spectrum of compound 1 (Part 3) 

 

Figure S18: NOESY spectrum of compound 1 
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Figure S19: IR spectrum of compound 1 

 

 

Figure S20: UV spectrum of compound 1 

 

 


