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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance =2.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

752 formula(e) evaluated with 2 results within limits (up to 50 closest results for each mass)
Elements Used:

C:0-100 H:0-200 N:0-5 ©0:0-30 Si:0-1

Xevo G2 Q-TOF/YCA166# 15-May-2015 Waters
20150508-12 12 (0.220) Cm (10:18-(1:5+27:56)) TOF MS ES+
7.92e+007

350.1491 381.1304
%1 163.0754 2350756 5671012851122 i aao2i6s SO 5571094 1T 55080

i} T T T T I T T T T
1256 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600 52‘5 650

Minimum: )

Maximum: 5.0 2.0 50.0

Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula

359.1491 359.1495 -0.4 i 9,5 1011.4 0.000 100.00 C20 H23 06
359.1486 0.5 1.4 0.5 1027.5 16.096 0.00 Cll H27 N2 09 Si

Figure S 16. HRESIMS data of 1
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Figure S 17. IR spectrum of 1
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Figure S 18. UV spectrum of 1 in MeOH
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Figure S 19. 'H NMR spectrum of 1 in CDCls;
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Figure S 20. **C NMR spectrum of 1 in CDCls
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Figure S 21. DEPT 135 spectrum of 1 in CDCl;
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Figure S 22. *H-'H COSY spectrum of 1 in CDCl;
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Figure S 23. HSQC spectrum of 1 in CDCl;
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Figure S 24. HMBC sepctrum of 1 in CDCl3
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Figure S 25. NOESY spectrum of 1 in CDCl;
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Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
84 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-100 H:0-200 O:0-50
Xevo G2 Q-TOF/YCA166# 24-Nov-2015 Waters
CX-20151106-A 13 (0.237) Cm (11:17-(2:7+23:58)) TOF MS ES+
3.85e+006
397.2002 419.1821
1091139643 1911066 207.1016 263.0360 379.1898 ( 40000 564.2365 6232587 6073324
150 200 250 300 350 400 450 500 550 600 650 700
Minimum: =1.5
Maximum: 540 5:.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
397.2002  397.2015 -1.3 -3.3 10.5 408.5 n/a n/a C24 H29 05
Figure S 26. HRESIMS data of 2
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Figure S 27. IR spectrum of 2
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Figure S 28. UV spectrum of 2 in MeOH
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Figure S 29. 'H NMR sepectrum of 2 in CDCl3



] te) oW oo @ =1

@ @ @ 00— o= @ o TOOWOWHOO— ML Oo

I o Sin oo oo = @ NOONOSm—MNONE—0o~

=1 © DO D T oo - = L L = R ]

o = == = = = @ FRoGadggdn s oo

I AR [ BRSO A
40000
35000
30000
25000
20000
15000
10000

T T T T T T T T T T T T T T T T T T T T
20 210 200 190 180 170 160 150 140 130 120 110 100 o0 a0 70 60 50 40 30 20 10 0 -10
f1 (ppm

Figure S 30. **C NMR spectrum of 2 in CDCls
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Figure S 31. DEPT spectrum of 2 in CDCl;
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Figure S 32. *H-'H COSY spectrum of 2 in CDCl;
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Figure S 33. HSQC spectrum of 2 in CDCl;
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Figure S 34. HMBC spectrum of 2 in CDCl;
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Figure S 35. NOESY spectrum of 2 in CDCl;



Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

66 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:0-100 H:0-200 O:0-50

Xevo G2 Q-TOF/YCA166# 24-Nov-2015 Waters
20151119-A 13 (0.237) Cm (11:18-(2:8+24:55)) TOF MS ES+
1.19e+007

341.1378
199 | 1480518 191.1066 208.0565 2850948375 1429 376.1747°951461 464 1494499.1857 539.1675 555.1808590.1838

125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600 625 650

634.2130
miz

Minimum: =1.5

Maximum: 550 5:0 50.0

Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
341.1378 341.1389 s I -3.2 10.5 564.3 n/a n/a C20 H21 05
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Figure S 37. IR spectrum of 3
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Figure S 38. UV spectrum of 3 in MeOH
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Figure S 39. 'H NMR spectrum of 3 in CDCls;
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Figure S 40. *C NMR spectrum of 3 in CDCls
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Figure S 41. DEPT spectrum of 3 in CDCl;
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Figure S 42. *H—'H COSY spectrum of 3 in CDCl;
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Figure S 43. HSQC spectrum of 3 in CDCl;
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Figure S 44. HMBC spectrum of 3 in CDCl;
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Elemental Composition Report

Page 1
ov
Single Mass Analysis o]
Tolerance = 5.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
194 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-100 H:0-200 0:0-50 Na: 0-1
Xevo G2 Q-TOF/YCA166# 24-Nov-2015 Waters
20151119-C POS 13 (0.237) Cm (11:16-(1:7+22:39)) TOF MS ES+
8.33e+006
1 4359778 525.1470 745.2636 959.3162
Q% | 191.1070213.0890 274.0524 413.1957 |  457.1597 925 647.2504 713.3286 ' V- 847.3654869.3474 s
T T T
150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000
Minimum: =15
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE i=FIT Norm Conf (%) Formula
435.1778  435.1784 -0.6 -1.4 10.5 416.7 n/a n/a C24 H28 06 Na

Figure S 46. HRESIMS data of 4
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Figure S 47. IR spectrum of 4
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Figure S 49. '"H NMR spectrum of 4 in CDCl;
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Figure S 51. DEPT spectrum of 4 in CDCl;
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Figure S 52. *H—'H COSY spectrum of 4 in CDCl;
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Figure S 53. HSQC spectrum of 4 in CDCl;
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Figure S 54. HMBC spectrum of 4 in CDCl;
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Elemental Composition Report

Page 1
Single Mass Analysis o7 0 0
Tolerance =5.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off o) = NgHOH
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons !
178 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-100 H:0-200 O:0-50 Na: 0-1
Xevo G2 Q-TOF/YCA166# 21-Dec-2015 Waters
20151123-A HRMS 12 (0.233) Cm (10:15-(2:8+21:54)) 1: TOF MS ES+
1.73e+006
397.2015
193 2864 1915072 274.0533 353.0845 | 4102121 4691323 510 1500 5810487 640.2748 7153464 s
T T T T T T
150 200 250 300 350 400 450 500 550 600 650 700
Minimum: =1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE i=FIT Norm Conf (%) Formula
415.2121 415.2121 0.0 0.0 9.5 390.1 n/a n/a C24 H31 06
Figure S 56. HRESIMS data of 5
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Figure S 57. IR spectrum of 5
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Figure S 58. UV spectrum of 5 in MeOH
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Figure S 59. *H NMR spectrum of 5 in CDCls
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Figure S 60. **C NMR spectrum of 5 in CDCls
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Figure S 61. DEPT spectrum of 5 in CDCl3
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Figure S 63. HSQC spectrum of 5 in CDCl;
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Figure S 64. HMBC spectrum of 5 in CDCl;
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Figure S 65. NOESY spectrum of 5 in CDCl;
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