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Table S1. *H and **C-NMR Data of 3-5 (J in ppm, J in Hz).

Spoxazomicin A (3)

Spoxazomicin B (4)

Spoxazomicin C (5)

Position dc oy dc oy o
1 110.3 — 1104 —
2 159.7 — 1596 —
3 116.1 6.95 (d; 8.4) 116.1  6.95(d; 8.4) 6.93 (d; 8.0)
4 133.2 7.39 (dd; 8.4,7.8) 133.2  7.40 (dd; 8.4,7.8) 7.41 (dd; 8.0,8.0)
5 118.4 6.89 (dd; 7.8,7.8) 1184  6.89 (dd; 7.8,7.8) 6.88 (dd; 7.6,7.6)
6 127.7 7.66 (d; 7.8) 127.8  7.66 (d; 7.8) 7.63 (d; 7.6)
7 166.3 — 166.3 —
8 69.4 4.42 (dd; 7.2,8.4) 69.2 4.3 (dd; 8.4,8.4) 4.4 (m)
4.54 (dd; 8.4,9.6) 4.51 (dd; 9.0,9.0) 4.51 (m)
9 71.3 4.65 (m) 68.3 4.73 (m) 4.44 (m)
10 76.5 4.20 (d; 5.4) 77 4.49 (d; 7.2) 3.72 (m)
11 33.3 2.87 (dd; 8.4,10.8) 31.9 2.74 (dd; 5.4,10.2)
2.99 (dd; 5.4,10.8) 3.04 (dd; 5.4,10.2)
12 71.4 3.13 (m) 67.7 3.58 (m)
13 41.2 3.21 (dd; 6.6,13.8) 38 3.36 (dd; 7.8,13.8)
3.48 (dd; 4.2,13.8) 3.48 (dd; 7.8,13.8)
14 172.1 — 172 —
15 21.2 1.99 (s) 21.1 1.95 ()
16 41.6 2.52 (s) 35.4 2.50 (s)
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Figure S1. HR-ESI-MS spectrum of 1.
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Figure S3. IR spectrum of 1.
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Figure S4. 'H-NMR spectrum (600 MHz, Acetone-dg) of 1.
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Figure S5. *C-NMR spectrum (150 MHz, Acetone-ds) of 1.
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Figure S6. DEPT135 spectrum (150 MHz, Acetone-ds) of 1.
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Figure S7. *H-'H-COSY spectrum (600 <600 MHz, Acetone-ds) of 1.
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Figure S8. *H-"3C-HSQC spectrum (600 <150 MHz, Acetone-dg) of 1.
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Figure S9. *H-"3C-HMBC spectrum (600 x 150 MHz, Acetone-ds) of 1.
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Figure $10. *H-'H-ROESY spectrum (600 <600 MHz, Acetone-dg) of 1.
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Figure S11. NOE difference spectrum (H-10 irradiated) (600 MHz, Acetone-dg) of 1.
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Figure S12. NOE difference spectrum (H-8a irradiated) (600 MHz, Acetone-dg) of 1.
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Figure S13. NOE difference spectrum (H-8b irradiated) (600 MHz, Acetone-dg) of 1.
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Figure S14. HR-ESI-MS spectrum of 2.
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Figure S15. UV spectrum of 2.
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Figure S16. IR spectrum of 2.
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Figure S17. *H-NMR spectrum (600 MHz, Acetone-ds) of 2.
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Figure S18. *C-NMR spectrum (150 MHz, Acetone-dg) of 2.
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Figure S19. DEPT135 spectrum (150 MHz, Acetone-dg) of 2.
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Figure $20. *H-"H-COSY spectrum (600 <600 MHz, Acetone-dg) of 2.
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Figure S21. *H-"3C-HSQC spectrum (600 %150 MHz, Acetone-dg) of 2.
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Figure S22. *H-*C-HMBC spectrum (600 =150 MHz, Acetone-dg) of 2.
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Figure S23. *H-'H-ROESY spectrum (600 <600 MHz, Acetone-ds) of 2.

-

| ¢

NI
s u;i:* L
’ "“f: ! -4

.Mi , :] | ]

|
/ | -7

Y

i L L L L D R D
80 75 70 65 60 55 50 45 40 35 30 25 20 15

T
1.0 ppm

Figure S24. HR-ESI-MS spectrum of 3.
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Figure S25. *H-NMR spectrum (600 MHz, CD3;0D) of 3.

Mar. Drugs 2013, 11

Q8E "

FBE "L
gr9 "L

ppm

%

JJl

A

N

g

2.5

|

g

|

g

)

g

T
3.5

|

4.0

j

g

) |

8

:

TF TP TR SR OSP OSROTR SP SP TP TR W 0N 4N 6] @) 6 60 60 00 6 00 00 o e 0 6 e o e 0

=V TSN

T
5.5

6.0

6.5
Figure S26. *C-NMR spectrum (150 MHz, CD;0D) of 3.
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Figure S27. HR-ESI-MS spectrum of 4.
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Figure S28. *H-NMR spectrum (600 MHz, CD3;0D) of 4.
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Figure S29. *C-NMR spectrum (150 MHz, CDs0OD) of 4.
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Figure S30. HR-ESI-MS spectrum of 5.
liuning_gian 1077 (4.137) Cm (1074:1080) 1:TOF M3 ES+
194.0824 22266
100+
|
195.0861
196.0841
0 112.2156.118.0861 148.0217 159-9?6? 218.2086 235.1104 e 279.1585 20 3071437 MA2056 3652372
A Al L Al A A A A A L




18

Mar. Drugs 2013, 11

Figure S31. *H-NMR spectrum (400 MHz, Acetone-ds) of 5.
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