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Figures S1 HRESI MS spectrum of 1

Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min =-10.0, max = 120.0
Selected filters: None

Monoisotopic Mass, Odd and Even Electron lons

18 formula(e) evaluated with 1 results within limits (up to 51 closest results for each mass)
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Figures S2 'H NMR spectrum of 1
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Figure S3. **C NMR spectrum of 1
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Figure S4. HSQC spectrum of 1
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Figure S5 *H-"H COSY spectrum of 1
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Figure S6 HMBC spectrum of 1
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Figure S7 ROESY spectrum of 1
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Figures S8 HRESI MS spectrum of 2

Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min =-10.0, max = 120.0
Selected filters: None

Monoisotopic Mass, Odd and Even Electron lons

19 formula(e) evaluated with 1 results within limits (up to 51 closest resuits for each mass)
Elements Used:
C:0-200 H:0-400 O:6-8

sa131 KiB
11:54:16 25-Feb-2013 M130225EA-0SAFAMM 11 (1.010)
Voltage Ei+ 448.2087
[RVIV I I
o ]‘
I 2
i
0 [' 7 T T F TR T e T T T 4 3 T T l D eee———— % % % R e TSy 4 1
447 800 447.900 448.000 448.100 448.200 448.300 448.400 448
Minimum: -10.0
Maximum: 200.0 10.0 120.0
Mass Calc. Mass mDa PPM DBE i—~FET Formula
448.2087 448.2097 -1.0 -2.2 9.0 5546027.0 £24 H32 08

10



Figures S9 *H NMR spectrum of 2
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Figure S10. **C NMR spectrum of 2
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Figures S11 HRESI MS spectrum of 3

Monoisotopic Mass, Odd and Even Electron lons

15 formula(e) evaluated with 1 results within limits (up to 51 closest results for each mass)
Elements Used:

C:0-200 H:0-400 O:6-8
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Figures S12 *H NMR spectrum of 3

I

==:!?‘.§.= : e e bebed i “.'.".'2‘2".'.'.‘}‘."!'.’2'!"1"7”.'."5".".".":'!‘T".'T““:".".".".".".".'l'.',T':’I"J‘.’!%%“..g.".
............................................

VWSS e

A

o

k

e

33388538 S8% SROPREERLCNCSRo RS RS R eI NN AYARSAN SIS ASRERRSLNR

.o'..\EI/ ”

T T R T

14



Figure S13. **C NMR spectrum of 3
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Figure S14. HREI spectrum of 4

Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min =-10.0, max = 120.0
Selected filters: None

Monoisotopic Mass, Odd and Even Electron lons

16 formula(e) evaluated with 1 results within limits (up to 51 closest results for each mass)
Elements Used:
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Figure S15. *H NMR spectrum of 4
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Figure S16. *C NMR spectrum of 4
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Figure S17. HSQC spectrum of 4
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Figure S18. *H-'H COSY spectrum of 4
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Figure S19. HMBC spectrum of 4
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Figure S20. ROESY spectrum of 4
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