Supplementary Materials

Figure S1. The 'H-NMR Spectrum of Compound 1 in DMSO-d.
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Figure S2. The "C-NMR Spectrum of Compound 1 in DMSO-ds.
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Figure S3. The HSQC Spectrum of Compound 1 in DMSO-ds.
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Figure S4. The HMBC Spectrum of Compound 1 in DMSO-ds.
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Figure S5. The 'H-"H COSY Spectrum of Compound 1 in DMSO-d.
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Figure S6. The NOESY Spectrum of Compound 1 in DMSO-dg.
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Figure S7. The IR Spectrum of Compound 1.

Figure S8. The HRESI-MS Spectrum of Compound 1.

Mass Spectrum Molecular Formula Report

Analysis Info Acquisition Date _ 12/15/2010 4:30:04 PM
Analysis Name  D:\Data\20101215\ZSY-D70-1(3)_1-F,5_01_6307.d
Method Ic-ms-5min .m Operator Bruker Customer
Sample Name  ZSY-D70-1(3} Instrument / Ser# micrOTOF-Q 125
Comment
Acquisition Parameter
Source Type ES| lon Polarity Positive Set Nebulizer 1.4 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 180 °C
Scan Begin 50 miz SetEnd Plate Offset 500 V Set Dry Gas 6.0 imin
Scan End 3000 m/z Set Collision Cell RF 300.0 Vpp Set Divert Valve Source
Intens,
"ebil#  miz Res. SN 1 FWHM WS, 22min #130]
12911229 15391 3034 54087  0.0189
2 3130046 11753 5404 24508 00266
64 3 3290785 15581 2449 11659 00211
291.1229
4
313,1046
24
329.0785
. l " { el L I
280 280 300 310 320 330 340 miz
Sum Formula _Sigma miz_ Err [ppm] _Mean Err [ppm] Err [mDa) rdb N Rule o
C16H1905  0.103 2911227 -0.78 -0.78 023 750 ok even

Bruker Daltonics DataAnalysis 3.4 printed:  12/16/2010 3:56:34 PM Page 10of 1
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Figure S9. The '"H-NMR Spectrum of Compound 2 in DMSO-d.
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Figure S10. The "C-NMR Spectrum of Compound 2 in DMSO-db.
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Figure S11. The HSQC Spectrum of Compound 2 in DMSO-dG.
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Figure S12. The HMBC Spectrum of Compound 2 in DMSO-dG.
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Figure S13. The IR Spectrum of Compound 2.
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Figure S14. The UV Spectrum of Compound 2 in MeOH.
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Figure S15. The ESI-MS Spectrum of Compound 2.

Direct Mass Spectrometry Analysis

Analysls Name: 11042604.d Instrument: | C-MSD-Trap-SL Print Date: 4/26/2011 7:57:23 PM
Sample Name: z5y.p70-16 Operator; admin Acq. Date: 4/26/2011 7:55:40 PM
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Figure S16. The HRESI-MS Spectrum of Compound 2.

Mass Spectrum Molecular Formula Report

Analysis Info

Analysis Name

D:\Data\20110516\zsy-d70-16.d

Acquisition Date  5/16/2011 4:06:44 PM

Method tune_50-1000_POS_20110328.m Operatar YP
Sample Name  zsy-d70-16 Instrument / Ser# micrOTOF-Q 125
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.5 Bar
Focus Active Set Capillary 4500 v Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500 V Seat Dry Gas 4.0 imin
Scan End 3000 miz Set Collision Cell RF 35.0 Vpp Set Divert Valve Source
Generate Molecular Formula Parameter
Formula, min. C7H10Na104
Formula, max.
Measured mfz 181,047 Tolerance 4 mDa Charge 1
Chack Valence ne Minimum V] Maximum a
Nirogen Rule nG Electron Configuration both
Filter H/C Ratio no Minimum Maximum 3
Estimate Carbon yes
Intens. ] +M3, 0.6min #34;
x1057
1.259
1.007 181.0474
0.763
0.50]
. 0.25]
0.00 oo il | Lt Ll.._l_l ! b icd b TN b
150 180 170 180 190 200 210 220 miz
# m/z 1
1 181.0474 97596
Sum Formula _ Sigma m/z__Err [ppm] Mean Err [ppm]  Err[mDa]  rdb N Rule 9
C7TH10Na104 0.075 181.0471 -1.74 -3.16 031 250 ok even
Bruker Daltonics DataAnalysis 3.4 printed:  5/16/2011 4:09:03 PM Page 1 of 1



