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Figure S1. 'H NMR spectrum ofl. (CDCls, 300.13 MHz).
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Figure S2. 13C NMR spectrum ol (CDClk, 75.4 MHz).
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Figure S3. DEPT 135° spectrum df (CDClk, 75.4 MHz).
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Figure $4. DEPT 90° spectrum df (CDCl, 75.4 MHz).
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Figure S5. COSY spectrum of (CDClz, 300.13 MHz).
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Figure S6. HSQC spectrum af (CDClz, 300.13 MHz).
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Figure S7. HMBC spectrum ofl. (CDClz, 300.13 MHz).
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Figure S8. ROESY spectrum df (CDCls;, 500 MHz).
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Figure S9. Expansion of ROESY spectrum b{CDClz;, 500 MHz).
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Figure S10. (+)-HRESIMS of1.

Elemental Composition Report [MH]*

Single Mass Analysis

Tolerance =5.0 PPM / DBE: min = -1.5, max = 100.0

Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

15 formula(e) evaluated with 1 results within limits (up to 20 closest results for each mass)
Elements Used:

C:12-12 H:0-150 0:0-30

Minimum: -1.5

Maximum: 10.0 5.0 100.0

Mass Calc. Mass mDa PPM DBE i-FIT  Norm Conf(%) Formula
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Figure S11. 'H NMR spectrum of (DMSO-as, 300.13 MHz) before purification.
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Figure S12. 13C NMR spectrum o2 (DMSO-as, 75.4 MHz) before purification.
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Figure S13. DEPT 135° spectrum @ (DMSO-ds, 75.4 MHz) before purification.
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Figure S14. DEPT 90° spectrum & (DMSO-as, 75.4 MHz) before purification.
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Figure S15. COSY spectrum a? (DMSO-ds, 300.13 MHz) before purlflcatlon
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Figure S16. HSQC spectrum d? (DMSO-a, 300.13 MHz) before purification.
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Figure S17. HMBC spectrum o2 (DMSO-ds, 300.13 MHz) before purification.
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Figure S18. 'H NMR spectrum of (DMSO-as, 300.13 MHz) after purification.
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Figure S19. 1*C NMR spectrum o2 (DMSO-as, 75.4 MHz) after purification.

AME AKAP-246-255-Sep-40-50_ascend500-2019 Date_ 20190515SFO1 . 125.7779Q79 ME
XPNO 1 NUC1 13
‘ROCNO 1
A 1 bl At s Ll "
‘ . / 3 Y Lt vy i 1 i it i iy A‘ ,
T T T T T T T T T T T T T T T i} T
200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50

Figure S20. HSQC spectrum at (DMSO-ds, 300.13 MHz) after purification.
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Figure S21. HMBC spectrum o2 (DMSO-ds, 300.13 MHz) after purification.
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Figure S 22. (-)-HRESIMS of2 after purification.
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Elemental Composition Repcrr [M-H]
_ingle Mass Analvsis
Tolerance = 50.0 PPM / DBE: min = -1.5, max = 100.0
Element prediction: Oir
Number of isotope peaks used for i-FIT =3
Monoisotopic Mass, Even Electron lans
1Z formula(e) evaluated with 1 results within limits (up to 20 closest results for each mass)
Eiements Used:
C:10-10 H:0-150 0:0-30
wMinimum: -1.5
mMaximum: 10.0 50.0 1000
Mass Calc. Mass mDa PPM DBE i-FIT  Norm Conf{%) Formuia
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Figure S23. 'H NMR spectrum o8 (DMSO-ts;, 500 MHz).
| | e Jebir s
x
xr T JULLI 1
r‘—T‘J T T T m Ir‘-T‘j T T T T T ﬁj ﬁ:jl T T
1 10 9 8 7/ 6 5 4 3 2 1 ppm
Figure S24. 1*C NMR spectrum 08 (DMSO-a;, 125 MHz).
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Figure S25. DEPT 135°spectrum & (DMSO-ds, 125 MHz).

—128.70160
—125.84980

——20.23830
T—19.61360

T T T T T T T T T T

T T T T T T T T T T T
200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm

Figure S26. DEPT 90°spectrum & (DMSO-d;, 125 MHz).

—128.69760
—125.84640

T

T T T T T T T T T T T
200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm

14



Figure S27. HSQC spectrum d@ (DMSO-as, 125 MHz).
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Figure S28. HMBC spectrum o8 (DMSO-d, 125 MHz).
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Figure S 29. (+)-HRESIMS of3.

Elemental Composition Report [MH]*

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 100.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

147 formula(e) evaluated with 1 results within limits (up to 20 closest results for each mass)
Elements Used:

C:12-12 H:0-150 N:0-30 0:0-30

Minimum: -1.5

Maximum: 10.0.- 5.0 100.0

Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf(%) Formula
243.0888 243.0882 0.6 2.5 95 '778.2 n/a n/a C12 H11 N4 02
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Figure S30. H NMR spectru6 ot (CDCls, 300.13 MHz).
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Figure S31. 13C NMR spectrum oft (CDCls, 75.4 MHz).
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Figure S32. 'H NMR spectrum of (CDCls, 300.13 MHz).
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Figure S33. 'H NMR spectrum o6 (CDClz, 300.13 MHz).
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Table 1S.*H and**C NMR (DMSO-d, 500 and 125 MHz) for lumichrom8)(

1!

1

5
6
HsC N
3 f N ;]
6 8 0,
HsC N
9

T
N
1

14

(o]
Y
13

o
Position dc, type OH, (Jin Hz)
2 130.2,C -
3 146.5, C -
5 138.9,C -
6 128.7, CH 7.92,s
7 138.3,C -
8 1447, C -
9 125.8, CH 7.71,s
10 141.6, C -
12 150.1, CO -
14 160.7, CO -

15 19.6, CH 2.47,s
16 20.2, CH 2.50, s
NH-11 - 11.84, brs*
NH-13 - 11.69, brs*

*interchangeable
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