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Bioassays
PTP1B Inhibitory Activity Assay. The PTP1B inhibitory activity was measured

according to the reported protocol.!
Cytotoxicity Assay. The cytotoxicity activities were evaluated against HL-60 and A-
549 cell lines by an MTT method? and the SRB protein staining method,? respectively.
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Figure S1. Selected 2D NMR correlations for 3

— HMBC 1812

Figure S3. CD spectra of 4 and in situ formed Mo-complex of 4 recorded in DMSO

(the R configuration of C-3 was determined by the negative Cotton effect at 278 nm)
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Figure S4. UV spectrum of 1
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Figure S5. UV spectrum of 2
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Figure S6. UV spectrum of 3
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Figure S7. UV spectrum of 4
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Figure S8. *H NMR spectra of 1
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Figure S9. 13C NMR spectra of 1
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Figure S10. HSQC spectra of 1
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Figure S11.

HMBC
( pyridine-ds)

HMBC spectra of 1
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Figure S12. *H-'H COSY spectrum of 1
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Figure S13. ROESY spectrum of 1
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Figure S14. (+)-ESIMS spectrum of 1
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Analysis Info
Analysis Name
Method
Sample Name
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Figure S15. (-)-ESIMS spectrum of 1
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Figure S16. (-)-HRESIMS spectrum of 1
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Figure S18. *H NMR spectrum of 2
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Figure S19. *3C NMR spectrum of 2
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Figure S20. HSQC spectrum of 2
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Figure S22. ROESY spectrum of 2

DK-57 CDCL3 RDESY
Sample Name:

Data Collected on:
400MR-vnmrsa00
Archive directory:
Sample directory:

FidF ile: ROESY

Pulse Seguence: ROESY
Solvent: cdc13

Data collected on: Apr 8 2013

Temp. 20.0 C s 283.1 K
Operator: chempack

Relax. delay 1.000 sec
Acg. time 0.107 sec

Width 9542.0 Hz

2D Width 9542.0 Hz

16 repetitions

2 % 260 increments

OBSERVE H1, 399.79304870 MHz
DATA PROCESSING

Gauss apodization 0.043 sec
F1 DATA PROCESSING

Gauss apodization 0.010 sec
FT size 2048 x 2048

Total time 3 br, 1 min

U

W M\

-
17
|

)!l
iy

|

|
T ..

w
=
|

|

1l

-

@
=}
PR I Tor B

[}

|
_J
(=1
7

L8 T e L

6.5

6.0

5.

5

5.0

4.5

[ B S SR St et b S A

4.0 3.5 3.0 2.5
F1 (ppm)

T T
2.0 1.5 1.0

S18



Figure S23. (+)-ESIMS spectrum of 2
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Analysis Info
Analysis Name
Method
Sample Name
Comment

Figure S24. (-)-ESIMS spectrum of 2
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Figure S25. (-)-HRESIMS spectrum of 2
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Figure S27. *H NMR spectrum of 3
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Figure S28. 13C NMR spectrum of 3
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Figure S29. HMBC spectrum of 3
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Figure S31. (+)-ESIMS spectrum of 3
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Figure S32. (-)-ESIMS spectrum of 3
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Figure S33. (+)-HRESIMS spectrum of 3
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Figure S34. IR spectrum of 3
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Figure S35. *H NMR spectrum of 4
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Figure S36. 13C NMR spectrum of 4
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Figure S37. HSQC spectrum of 4
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Figure S39. ROESY spectrum of 4
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Figure S40. (+)-ESIMS spectrum of 4
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Figure S41. (-)-ESIMS spectrum of 4
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Figure S42. (-)-HRESIMS spectrum of 4
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Figure S43. IR spectrum of 4
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