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Figure S1. HR-ESIMS spectrum afhe new compount.

Elemental Composition Report Page 1

Multiple Mass Analysis: 2 mass(es) processed - displaying only valid results
Tolerance = 10.0 PPM / DBE: min =-4.5, max = 50.0
Isotope cluster parameters: Separation = 1.0 Abundance = 1.0%

Monoisotopic Mass, Odd and Even Electron lons
35 formula(e) evaluated with 2 results within limits (up to 50 closest results for each mass)

SIPI Q-Tof micro 22-May-2009,13:49:12
Sa-19 MW=476 YAO019 0.00000000
Q090790H 17 (0.588) AM (Cen,6, 80.00, Ar,5000.0,524.19,0.70); Sm (SG, 2x3.00); Cm (1:27) TOF MS ES+
499.3397 1.01e5
100+
%]
|
1 500.3447
| 1.347
OJ 496.1841 497.3134 498.3183 498.6721| 4997617 8013475 5022089 503.2168 5042245
LI 0 50 e o ot L e e s (L e L (R o I D ) 1 O | . o5 B T
496.00 497.00 498.00 499.00 500.00 501.00 502.00 503.00 504.00
Minimum: 20.00 -4.5
Maximum: 100.00 200.0 10.0 50.0
Mass RA Calc. Mass mDa PPM DBE Score Formula
499.3397 100.00 499.3399 0.2 -0.5 B 1 C29 H48 05 Na
500.3447 32.34 500.3478 =35l -6.1 5.0 A C29 H49 O5 Na

Figure S2. *H MNR (400 MHz,CDCls) spectrum of the new compoufd
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Figure S3. *C MNR (100 MHz, CDCl;) spectrum of the new compoufid
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Figure S5. HSQC spectrum of the new compouhd
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Figure $6. *H-'H COSY spectrum of the new compouhd
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Figure S7. HMBC spe¢rum of the new compountl

I
f
%L | J\LU
| |
/ M |
.l‘vNLL..,..,JL__ — A . _,-'IIL ____________ ) “_.Jl'l'l 'L’J M LW
—_ - i T S
R = - o
—— - - "7 [
— 1 = ==
— %% e :
— -2 L 4o
— " - - . - ";5 b N
PR - 8- ‘
— - - -
— - - e
3 > L 60
R | v d—— _
- - - -
E‘ - - -
_—
_‘ -
i -
—_— .“ - L
— - ey -
— - .
L4
E - -
160
—_— 3 - I rom




Mar. Drugs2013 11

Figure 8.

NOESY spectrum of the new compouhd
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Figure $9. HR-ESIMS spectrum othe new compoung.

Elemental Composition Report

Multiple Mass Analysis: 2 mass(es) processed - displaying only valid results
Tolerance = 10.0 PPM / DBE: min =-4.5, max = 50.0
Isotope cluster parameters: Separation = 1.0 Abundance = 1.0%

Monoisotopic Mass, Odd and Even Electron lons
33 formula(e) evaluated with 2 results within limits (up to 50 closest results for each mass)

SIPI
Sa-18 M.W=488

Q-Tof micro 22-May-2009,11:04:19
YA019 0.00000000
Q090786H1 20 (0.691) AM (Cen,6, 80.00, Ar,5000.0,502.21,0.70); Sm (SG, 2x3.00); Cm (18:37)

TOF MS ES+

100~ 511.3403
Yo
512.3452
513.3514
508.3006  509.3069  510.3128 | 511.7652 | 512.7725 514.3547 5153452  516.3289 517.3328

S 1 B L e L L L L L B L) L) RS

508.00 509.00 510.00 511.00 512.00 513.00 514.00 515.00 516.00 517.00
Minimum: 20.00 -4.5
Maximum: 100.00 200.0 10.0 50.0
Mass RA Calc. Mass mDa PPM DBE Score Formula
511.3403 100.00 511.3399 0.4 0.7 6.5 1 C30 H48 05 Na
512.3452 32.44 512.3478 -2.6 -5.0. 6.0 A €30 H49 05 Na

Figure S10.

'H NMR (400 MHz, CDCls) spectrum of the new compou@d
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Figure S11. *C MNR (100 MHz, CDCls;) spectrum of ta new compound
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Figure S13. HSQC spectrum of the new compouhd
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Figure S14. *H-'H COSY spectrum of the new compouhd
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Figure S15. HMBC spectrum of the new compouBd
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Figure S16. NOESY spectrum of the new compou@d
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Figure S17. HR-ESIMS spectrum athe new compound.
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Qualitative Analysis Report (b gL/
Data Filename SA-28-POS.d Sample Name SA-28
Sample Type Sample Position P1-B1
Instrument Name Instrument 1 User Name
Acq Method TEST-POS-01-WL.m Acquired Time  11/23/2012 11:05:41 AM
IRM Calibration Status S 0~ Method ERROR.M
Comment
Data Filename SA-28-NEG.d Sample Name SA-28
Sample Type Sample Position P1-B1
Instrument Name Instrument 1 User Name
Acq Method TEST-NEG-WL.m Acquired Time  11/23/2012 11:10:36 AM
IRM Calibration Status N 0 M ethod ERROR.M
Comment
User Spectra
Fragmentor Voltage Collision Energy Ionization Mode
120 0 Esl
x10 4 |*ESI Scan (0.109-0.216 min, 14 scans) Frag=120.0V SA-28-POS.d
35 512.5037
3
25 467.3731
2 (M+H)+
1.5
1 484 4721
503.3119
0.9 489.3530  497.2356 509.2887
0 o : L o " Ll J |
465 470 475 480 485 490 495 500 505 510 515

Counts vs. Mass-to-Charge (m/z)

Figure S18. *H MNR (500 MHz, CDCls) spectrum of the new compouBd
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Figure S19. **C MNR (125 MHz, CDCls) spectrum of the new compoufid
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Figure S20. DEPT (125 MHz, CDCl;) spectrum of the new compouBd
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Figure S21. HSQC spectrum of the new compouhd
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Figure S22. *H-'H COSY spectrum of the new compousid
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Figure S23. HMBC spectrum of the new compouBd
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Figure S24. NOESY spectrum of the nesompound3.
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Figure S25. HR-ESIMS spectrum athe new compound.

Figure S26. 'H MNR (400 MHz, CDCls) spectrum of the new compou#d
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