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Figure S27. LR-MS spectrum of semi-synthesized 1.

Figure S28. Comparison of 'H NMR data between semi-synthesized 1 and natural 1.
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Figure S1. '"H NMR spectrum of compound 1 (600 MHz, CDsOD).
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Figure S2. '"H NMR spectrum of compound 1 (600 MHz, CDCls).
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Figure S3. 3C NMR spectrum of compound 1 (150 MHz, CDsOD).
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Figure S4. HSQC spectrum of compound 1 in CDsOD.
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Figure S5. COSY spectrum of compound 1 in CDsOD.
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Figure S6. HMBC spectrum of compound 1 in CDsOD.
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Figure S7. ROESY spectrum of compound 1 in CDsOD.
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Elemental Composition Report

Single Mass Analysis
Tolerance =5.0 PPM  /
Element prediction: Off
Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons
72 formula(e) evaluated with 2 results within limits (all results (up to 1000) for each mass)

Elements Used:

C:0-25 H:0-20

Minimum:
Maximum:
Mass
388.1296

4101113

Calc. Mass
388.1297
388.1313

41014117

N:1-3

O:1-4

500.0
mDa
-0.1
17

-0.4

Na: 0-1
-15
5.0 100.0
PPM  DBE
03 155
-4.4 16.5
-1.0 155

DBE: min = -1.5, max = 100.0

i-FIT
521.8
521.3

609.9

406 408 410 412 414 416 418 420 422 424 425 A28 430 432 434

Norm  Conf(%) Formula

0992 37.08 C22 H18 N3 04
0.463 62.92 C25H19 NO2 Na
nfa n/a C22 H17 N3 O4 Na

Figure S8. HRESI-MS spectrum of compound 1.
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Figure S9. '"H NMR spectrum of compound 2 (600 MHz, CDCls).
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Figure S10. *C NMR spectrum of compound 2 (150 MHz, CDCls).
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Figure S12. COSY spectrum of compound 2 in CDCls.
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Figure S13. HMBC spectrum of compound 2 in CDCls.
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Elemental Composition Report

Single Mass Analysis

Tolerance =50.0 PPM /  DBE: min =-1.5, max = 50.0

Element prediction: Off
Number of isotope peaks used fori-FIT =3

Monoisotopic Mass, Even Electron lons

117 formula(e) evaluated with 2 results within limits (all results (up to 1000) for each mass)

Elements Used:
C: 15-40 H: 10-40 N:1-10 O:1-15

Minimum:

Maximum: 500.0 50.0
Mass Calc. Mass mDa PPM
268.1088 268.1086 02 07

268.0974 1.4 425

-15

50.0
DBE
105
105

i-FIT Norm  Conf(%) Formula
1146.3 0.013 98.73 C15H14 N3 02
1150.7 4.364 1.27 C16 H14 N O3

Figure S14. HRESI-MS spectrum of compound 2.
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Figure S15. '"H NMR spectrum of compound 3 (600 MHz, CDCls).
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Figure S16. 1*C NMR spectrum of compound 3 (150 MHz, CDCls).
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Figure S17. HSQC spectrum of compound 3 in CDCls.
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Figure 518. COSY spectrum of compound 3 in CDCls.
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Figure S19. HMBC spectrum of compound 3 in CDCls.

Range : 255-310 m/s.
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Elemental Composition Report

Single Mass Analysis
Tolerance = 5.0 PPM  /
Element prediction: Off
Number of isotope peaks used for i-FIT =3

DBE: min = -1.5, max = 100.0

Monoisotopic Mass, Even Electron lons
89 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:0-25 H:020 N:1-3 0O:1-4  Mn:0-1

Minimum: -1.5

Maximum: S000 S.0 100.0

Mass Calc. Mass mbDa PPM DBE i-FIT Norm  Conf(%)
269.1290 269.1290 0.0 00 95 1081.1 n/a n/a
291.1109 291.1108 0.0 0.0 95 894.3 n/a n/a

Formula
C16 H17 N2 O2

C16 H16 N2 O2 Na

Figure S20. HRESI-MS spectrum of compound 3.
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Figure S22. 13C NMR spectrum of compound 4 (150 MHz, CDCls).
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Figure S23. '"H NMR spectrum of compound 5 (600 MHz, CDCls).

Figure S24. '"H NMR spectrum of compound 6 (600 MHz, CDCls).
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Figure S25. '"H NMR spectrum of compound 7 (600 MHz, CDCls).
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Figure S26. '"H NMR spectrum of semi-synthesized 1 (600 MHz, CDCls).
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Figure S27. LR-MS spectrum of semi-synthesized 1.
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Figure §28. Comparison of 'H NMR data between semi-synthesized 1 and natural 1.
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