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Figure S1. Electrospray-time of flight (ESI-TOF) (A) and UV (B) spectra of compound 1.
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Figure S2. 'TH NMR (DMSQO_ds, 500 MHz) of compound 1.
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Figure S3. °C NMR (DMSO_ds, 500 MHz) of compound 1.
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Figure S4. COSY of compound 1.
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Figure S5. HSQC spectrum of compound 1.
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Figure S6. HMBC of compound 1.
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Figure S7. ROESY of compound 1
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Figure S8. Energy minimized molecular model of compound 1.



Mar. Drugs 2019 S10 of 541

Intens. +MS, 5.52min #327
x106
1.0 309.0529
0.8
0.6
479.1389
0.4
0.2
i 1012.3167
00 T llAl T - lk T T ? T T
200 400 600 800 1000 1200 1400 vz
ens ] +B, 5.52min #3227
07 -
. £79.1388
E_
4 -
2]
] 4811284
2]
1]
] | i £07.1489
. 1 1] [T N Y N .
450 460 470 480 480 500 510 520 530 miz
(A)
D
200 300 400 Wawvelength [nm]
Intens. U\, 5.52min #1580,
[mAU] g
400
300
2003
100
04
(B)

Figure S9. Electrospray-time of flight (ESI-TOF) (A) and UV (B) spectra of compound 2.



Mar. Drugs 2019 S11 of 541

Normalized Intensity

Normalized Intensity

0'055’:1H napyradiomycin B7a (2).esp

0.050%
0.045%
0.040%
0.035%
0.030%
0.025%

0.020]

0.015-
0.010]

0.005]
] LLL ) L,J\Uw L

Chemical Shift (ppm)

Figure $10. 'TH NMR (DMSO_ds, 500 MHz) of compound 2.

0.04572130 napyradiomycin B7a (2).esp
0.040%
0.035%
0.030%
0.025%
0.020%
0.015%

0.010

0.005

T o e T N e A LN“ .L\t.hh\wh.‘.hﬂl‘\wimmmtm.nuhh L “JLJ}MLML josluihant b 1 L \.\l.m h‘”‘l i \h\ m\]x il Muhhm ,\l..u.‘«\]mm.ﬁ
200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0
Chemical Shift (ppm)

Figure S11. °C NMR (DMSO_ds, 500 MHz) of compound 2.
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Figure S12. COSY of compound 2.
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Figure S13. HSQC spectrum of compound 2.
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Figure S15. NOESY of compound 2.
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Figure S16. ROESY of compound 2.
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Figure S17. Energy minimized molecular model of compound 2.
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Figure S18. Electrospray-time of flight (ESI-TOF) (A) and UV (B) spectra of compound 3.
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Figure S19. '"H NMR (DMSO_ds, 500 MHz) of compound 3.
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Figure S20. C NMR (DMSO_ds, 500 MHz) of compound 3.
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Figure S21. COSY of compound 3.
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Figure S22. HSQC spectrum of compound 3.
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Figure S23. HMBC of compound 3.
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Figure S24. NOESY of compound 3.
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Figure 525. ROESY of compound 3.
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Figure S26. Energy minimized molecular model of compound 3.
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Figure S27. Electrospray-time of flight (ESI-TOF) (A) and UV (B) spectra of compound 4.
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Figure 528. TH NMR (DMSO_ds, 500 MHz) of compound 4.
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Figure S29. 3C NMR (DMSO_ds, 500 MHz) of compound 4.
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Figure S30. COSY of compound 4.



Mar. Drugs 2019 529 of 541

o JUJMMM

4l

TN

F1 Chemical Shift (ppm)

100

105

E

8 o
110

Wiy

v

7 6 5 4 3 2 1 0
F2 Chemical Shift (ppm)

Figure S31. HSQC spectrum of compound 4.
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Figure S32. HMBC of compound 4.
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Figure S33. NOESY of compound 4.
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Figure S34. Energy minimized molecular model of compound 4.
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Figure S35. Electrospray-time of flight (ESI-TOF) (A) and UV (B) spectra of compound 5.
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Figure S36. 'H NMR (DMSO_ds, 500 MHz) of compound 5.
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Figure S37. 3C NMR (DMSO_ds, 500 MHz) of compound 5.
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Figure S38. COSY of compound 5.
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Figure $39. HSQC spectrum of compound 5.
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Figure S41. NOESY of compound 5.
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Figure S42. Overlay of different conformers for compound 5.
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Figure S43. Napyradiomycins metabolites isolated from CA-271078 (1-15)



