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Figure S1.*H NMR spectrum of compound 1 in DMSO-ds (600 MHz).
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Figure S2. **C NMR spectrum of compound 1 in DMSO-ds (150 MHz).
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Figure S3. DEPT-90spectrum of compound 1 in DMSO-ds (150 MHz).
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Figure S4. DEPT-135spectrum of compound 1 in DMSO-ds (150 MHz).
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Figure S5. *H-'H COSY spectrum of compound 1 in DMSO-ds (600 MHz).
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Figure S6. HSQC spectrum of compound 1 in DMSO-ds (600 MHz).
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Figure S7. HMBC spectrum of compound 1 in DMSO-ds (600 MHz).
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Figure S8. *H NMR spectrum of compound 2 in DMSO-ds (600 MHz).
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Figure S9. **C NMR spectrum of compound 2 in DMSO-ds (150 MHz).
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Figure S10. DEPT-90 spectrum of compound 2 in DMSO-ds (150 MHz).
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Figure S11. DEPT-135°spectrum of compound 2 in DMSO-dg (150 MHz).
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Figure S12. *H-'H COSY spectrum of compound 2 in DMSO-ds (600 MHz).

OH OH o—

Hosse
O O
—0
O

OH |

—

P

2

-3

-3

6

-8

9

10

i
P P
IR =af> '
o? [} (]
t ot .
b
i
g |
§ §
T T T T T T T T T T T T T T T T T
0.0 95 90 &5 80 75 T0 65 60 55 50 45 40 35 3.0 25 2.0

£2 (ppm)

15

fl (ppm)



Figure S13. HSQC spectrum of compound 2 in DMSO-ds (600 MHz).
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Figure S14. HMBC spectrum of compound 2 in DMSO-dg (600 MHz).

o Yo RN N T

F1l0
120
130

140

E
g — —  ogEme

150

= | " Wy - | L
—
j—

160

==
—
o rg——
-

- e -

F170

180
; . 190
10.0 9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5

f2 (ppm)

17

fl (ppm)



Figure S15. *H NMR spectrum of compound 3 in acetone-ds (600 MHz).
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Figure S16. *C NMR spectrum of compound 3 in acetone-ds (150 MHz).
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Figure S17. DEPT-90 spectrum of compound 3 in acetone-ds (150 MHz).
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Figure S18. DEPT-135spectrum of compound 3 in acetone-ds (150 MHz).
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Figure S19. *H-'H COSY spectrum of compound 3 in acetone-dg (600 MHz).
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Figure S20. HSQC spectrum of compound 3 in acetone-ds (600 MHz).
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Figure S21. HSQC spectrum of compound 3 in acetone-ds (600 MHz).
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Figure S22. 'H NMR spectrum of compound 4 in mathanol-d4 (500 MHz).
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Figure S23. *C NMR spectrum of compound 4 in mathanol-d, (125 MHz).
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Figure S24. DEPT-90 “spectrum of compound 4 in mathanol-d, (125 MHz).
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Figure S25. DEPT-135°spectrum of compound 4 in mathanol-d, (125 MHz).
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Figure S26. *H-'H COSY spectrum of compound 4 in methanol-d, (600 MHz).
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Figure S27. HSQC spectrum of compound 4 in methanol-d, (600 MHz).
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Figure S28. HMBC spectrum of compound 4 in methanol-d, (600 MHz).
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Figure S29. 'H NMR spectrum of compound 5 in methanol-d4 (500 MHz).
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Figure S30. *C NMR spectrum of compound 5 in mathanol-d, (125 MHz).
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Figure S31. DEPT-90 spectrum of compound 5 in mathanol-d, (125 MHz).
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Figure S32. DEPT-135°spectrum of compound 5 in mathanol-d, (125 MHz).
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Figure S33. *H-'H COSY spectrum of compound 5 in methanol-d, (600 MHz).
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Figure S34. HSQC spectrum of compound 5 in methanol-d, (600 MHz).
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Figure S35. HMBC spectrum of compound 5 in methanol-d, (600 MHz).
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Figure S36. HRESIMS spectrum of compound 1.
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Figure S37. HRESIMS spectrum of compound 2.
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Figure S38. HRESIMS spectrum of compound 3.

D:\Data\2016\01\Tan Chunbing\1601A0280 1/15/2016 10°:04:41 AM SKL-4.1
LTQ Orbitrap Elite

1601A0280 #4 RT. 0.07 AV:1 NL:5.69E5
T: FTMS - ¢ ESIFull ms [200.00-1000.00]

100 567.12976
957
907
857
807
755
709
657
607
55
507
457
407
35§ 568.13300
20
2
207
157
10 569.13544

‘———rrrr——rrrr—rrrrrrrr e e T T
560 561 562 563 564 565 566 567 568 569 570 571 572 573 574 575 576 577
m/z

SPECTRUM - simulation :
m/z Theo. Mass Delta (ppm)  RDB equiv. Composition
567.12976 567.12967 0.16 215 C3 Hx Oy

Limits:
(1) Charge: -1
(2) Nitrogen-Rule: Do not use
(3) Mass tolerance: 10.00 ppm
(4) Elements in use: *?C (0~40), 'H (0~60), *°0 (0~15)

41



Figure S39. HRESIMS spectrum of compound 4.
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Figure S40. HREI-MS spectrum of compound 5.
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