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

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

C18 H1I3 N O6 C18 H13 N Na O6 362.0627 362.0635 2.38
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Figure S2: ESI-MS (Positive mode) spectrum of compound 1 (362 [M+Na]*)




EA-35_170410195221 #18-29 RT: 0.25-0.42 AV: 12 NL: 2.58E3
T: ITMS - ¢ ESI Full ms [65.00-2000.00]
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Figure S3: ESI-MS (Negative mode) of compound 1 (338 [M-H]")

EA-35_170410195221 #61-63 RT: 0.92-0.98 AV: 3 NL: 4.83E3
T: ITMS - ¢ ESI Full ms2 338.00@cid20.00 [90.00-2000.00]
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Figure S4: ESI-MS? (Negative mode) of compound 1
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Figure S5: ESI-MS? (Negative mode) of compound 1
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Figure S6: ESI-MS* (Negative mode) of compound 1
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Figure S7: ESI-MS® (Negative mode) of compound 1
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Figure S8: 'H-NMR spectrum in DMSO-dg of compound 1

1.5 1.0 0.5



1 I P s
,C-1a
/ C-8
3
C-7a // C-3
/ /
C-5 C-10 C-3a /g“l’:‘ Sy
\ / ‘ /[jC-1aj // / i g i
.Y ©8 fEEl i g4 esmes %8 %P i
Xy o o \ gl / / / \ \ /
1 c2 Y./ W¥l JIIF I/ B « Y
W e L]

1770 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 ppm

Figure S9: *C-NMR spectrum in DMSO-ds of compound 1
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Figure S10: DEPT 135 spectrum of compound 1
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Figure S11: DEPT 90 spectrum of compound 1
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Figure S12: *H-'H COSY spectrum of compound 1
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Figure S13: HSQC spectrum of compound 1
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Figure S14: HMBC spectrum of compound 1
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Figure S16: HMBC spectrum of compound 1 (Part 2)
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Figure S15: HMBC spectrum of compound 1 (Part 1)
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Figure S17: HMBC spectrum of compound 1 (Part 3)
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Figure S18: NOESY spectrum of compound 1
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Figure S19: IR spectrum of compound 1
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Figure S20: UV spectrum of compound 1
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