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Figure S1. '"H NMR spectrum of 1 (400 MHz
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Figure S2. 13C NMR spectrum of 1 (100 MHz, pyridinne-ds)
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Figure S3. HSQC spectrum of 1 (600 MHz, pyridine-ds)
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Figure S4. HMBC spectrum of 1 (600 MHz, pyridine-ds)
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Figure S5. NOESY spectrum of 1 (600 MHz, pyridine-ds)



Tolerance = 3.0 PPM / DBE: min = 3.0, max = 50.0
Element prediction: Off
Number of isotope peaks used for I-FIT = 3

Meonoisotopic Mass, Even Electron lons

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

C:0-32 H:0-100 0:0-200 Na:0-1

0628 SY SCP HRpos15 49 (0.205)

1: TOF MS ES+
7.22e+005

100 G67.3306

L L B e e o e s e o e e L s e e o e e e e e L e o e s e e B e L o e o e ey e L4

666.80 GE67.00 667.20 667.40 667.60 B667.80

Minimum: 3.0
Mazimum: 4.0 3.0 30.0
Mass Calc. Mass mDa PPM DBE iFIT Norm Conf(% Formula
667. 3306 667, 3306 0.0 0.0 6.3 41.4 n/a n/a C32 H52 013 Na

Figure S6. HRESIMS spectrum of 1
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Figure S7. 'H NMR spectrum of 2 (400 MHz, MeOH-d,)
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Figure S8. 13C NMR spectrum of 2 (100 MHz, MeOH-d,)
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Figure S9. HSQC spectrum of 2 (600 MHz, MeOH-d,)
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Figure S10. HMBC spectrum of 2 (600 MHz, MeOH-d,)
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Figure S11. NOESY spectrum of 2 (600 MHz, MeOH-d,)



Tolerance =20 PPM / DBE: min = 3.0, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

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

C:0-50 H:0-100 ©O:0-200 Na:0-1

0628 SY SCP HRpos16 57 (0.233)

1: TOF MS ES+
1.73e+005
10 665.3156
%
[0 S L e e ey e ey e s B e e e e ey e e e e e e e s e e O 11
64.80 665.00 665.20 665.40
Minimum: 3.0
Mazimum: 4.0 2.0 30,0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf(%) Formula
663. 3156  663. 3149 0.7 1.1 7.3 38.2 n/a n/a C32 H30 013 Na

Figure S12. HRESIMS spectrum of 2
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Figure S13. '"H NMR spectrum of 3 (400 MHz, MeOH-d,)
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Figure S14. 3C NMR spectrum of 3 (100 MHz, MeOH-d,)
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Figure S15. HSQC spectrum of 3 (600 MHz, MeOH-d,)
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Figure S16. HMBC spectrum of 3 (600 MHz, MeOH-d,)
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Figure S17. NOESY spectrum of 3 (600 MHz, MeOH-d,)



Tolerance =3.0PPM / DBE: min=3.0, max=500
Element prediction: Off
Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

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

C:0-32 H:0-100 0O:0-200 Na:0-1

0628 SY SCP HRpos17 38 (0.159)

1: TOF MS ES+
5.04e+004
100 6653163
%
L e L e o oo e e L B o o e s e e e B s o e e B LA o o L e e o s s e e e s e e A4
664.80 665.00 665.20 665.40
Minimum: 3.0
Maximm: 4.0 3.0 50.0
Mass Calc. Mass mDa PPM DBE iFIT Norm Conf(%) Formula
663, 3165  ©663. 3149 1.4 2.1 7.9 35.6 n/a n/a C32 Ha0 013 Na

Figure S18. HRESIMS spectrum of 3
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Figure S19. 'H NMR spectrum of 4 (400 MHz
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Figure S20. 3C NMR spectrum of 4 (100 MHz, pyridine-ds)
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Figure S21. HSQC spectrum of 4 (600 MHz, pyridine-ds)
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Figure S22. HMBC spectrum of 4 (600 MHz, pyridine-ds)
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Figure S23. NOESY spectrum of 4 (600 MHz, pyridine-ds)



Tolerance =4.0 PPM / DBE: min= 3.0, max =500
Element prediction: Off
Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

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

C:0-38 H:0-100 0O:0-200 Na: 0-1

0628 SY SCP HRpos19 68 (0.273)

1: TOF MS ES+
3.81e+004

10 827.3705

%

[V L R e e B e e el 114

826.60 826.80 827.00 B827.20 82740 827.60 827.80

Minimum: 3.0
Maximum: 4.0 4.0 30,0
Mass Calc. Mass mDa PPM DBE i~FIT Norm Conf (%) Formula
827.3705  82T. 3677 2.8 3.4 8.5 35.7 n'a n/a C38 HE0 018 Na

Figure S24. HRESIMS spectrum of 4



& !

. ; !
a i 1 o -1 pEm

Figure S25. 'H NMR spectrum of 5 (400 MHz, pyridine-ds)
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Figure S26. 3C NMR spectrum of 5 (100 MHz, pyridine-ds)
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Figure S27. HSQC spectrum of § (600 MHz, pyridine-ds)
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Figure S28. HMBC spectrum of 5 (600 MHz, pyridine-ds)
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Figure S29. NOESY spectrum of 5 (600 MHz, pyridine-ds)



Tolerance = 3.0 PPM / DBE: min= 3.0, max =500
Element prediction: Off
Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
193 formulale) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-32 H:0-100 ©O:0-200 Na: 01
0628 SY SCP HRpos20 38 (0.159)
1: TOF MS ES+
2.40e+004

100 669 3466

L e e e O ELALE ms ms SL L e e sl 14
66880 669.00 66920 669.40 669.60 66980 670.00

Minimum: 3.0
Maximum: 4.0 3.0 50.0

Mass Calc. Mass mDa PPM DBE iFIT Norm Conf(%) Formula
669. 3466  B660. 3462 0.4 0.8 5.5 33.0 n/a n/a C32 H54 013 Na

Figure S30. HRESIMS spectrum of §
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Figure S31. '"H NMR spectrum of 6 (400 MHz, MeOH-d,)



P95 " 0b U_M__
BISE PR ,/»
i Bl )

\

—JM.LLJL_JMMM_‘

F o

Figure S32. 3C NMR spectrum of 6 (100 MHz, MeOH-d,)
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Figure S33. HSQC spectrum of 6 (600 MHz, MeOH-d,)
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Figure S34. HMBC spectrum of 6 (600 MHz, MeOH-d,)
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Figure S35. NOESY spectrum of 6 (600 MHz, MeOH-d,)



Tolerance =20 PPM / DBE: min=3.0, max =500
Element prediction: Off
Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

388 formulafe) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:0-50 H:0-100 0©:0-200 Na: 01

20151219 584 157 (2.817) Cm (148:164)

1: TOF MS ES+
1.76e+008

100 8293838

E

1 o B e e 1114

828.60 828.80 829.00 829.20 829.40 829.60 820.80 830.00

Minimum: 3.0
Mazimum: 4.0 2.0 50.0
Mass Calc. Mass mDa PPM DBE iFIT Norm Conf(%) Formula
820. 3838 829, 53834 0.4 0.3 7.4 4.1 n/a n/a C38 H6Z 018 Na

Figure S36. HRESIMS spectrum of 6
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Figure S37. '"H NMR spectrum of 7 (400 MHz, MeOH-d,)
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Figure S38. 3C NMR spectrum of 7 (100 MHz, MeOH-d,
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Figure S39. HSQC spectrum of 7 (600 MHz, MeOH-d,)
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Figure S40. HMBC spectrum of 7 (600 MHz, MeOH-d,)
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Figure S41. NOESY spectrum of 7 (600 MHz, MeOH-d,)



Tolerance = 2.0 PPM / DBE: min =3.0, max =500
Element prediction: Off
Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

388 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-50 H:0-100 ©:0-200 Na:0-1
20151219 S85 163 (2.926) Cm (157:168)

1: TOF MS ES+
4.53e+005

10 829.3839

%

e AL e e s o e L LA ey s 4

828.60 828.80 829.00 829.20 829.40 829.60 829.80 830.00

Minimum: 3.0
Maximum: 4.0 2.0 50.0
Mass Cale. Mass mDa PPM DEE i-FIT Norm Conf(%) Formula
829. 3859 229,383 0.5 0.6 7.3 10. 8 n/a n/a C38 H62 018 Na

Figure S42. HRESIMS spectrum of 7
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Figure S43. '"H NMR spectrum of 8 (400 MHz, MeOH-d,)
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Figure S44. 3C NMR spectrum of 8 (100 MHz, MeOH-d,)
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Figure S45. HSQC spectrum of 8 (600 MHz, MeOH-d,)
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Figure S46. HMBC spectrum of 8 (600 MHz, MeOH-d,)
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Figure S47. NOESY spectrum of 8 (600 MHz, MeOH-d,)



Tolerance = 2.0 PPM / DBE: min= 3.0, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

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

C:0-50 H:0-100 O:0-200 Na:0-1
20151219 SB6 164 (2.943)

1: TOF MS ES+
2.83e+005

100 829.3832

L e e e LA o o s e o L L e e e e e e e e sl 4 14

828.60 828.80 829.00 829.20 829.40 820.60 820.80 830.00

Minimum: 3.0
Maximum: 4.0 2.0 50.0
Mass Calc., Mass mDa PPM DBE iFIT Norm Conf(% Formula

829. 3852 829. 3834 0.2 -0.2 7.5 39.3 n/a n/a C38 H6Z 018 Ka

Figure S48. HRESIMS spectrum of 8
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Figure S49. 'H NMR spectrum of 9 (600 MHz, MeOH-d,)
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Figure S51. HSQC spectrum of 9 (600 MHz, MeOH-d,)
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Figure S52. HMBC spectrum of 9 (600 MHz, DMSO-dj)
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Figure S53. NOESY spectrum of 9 (600 MHz, MeOH-d,)



Elemental Composition Report Page 1

Tolerance = 5.0 PPM / DBE: min= 3.0, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

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

C:0-38 H:0-100 N:0-1 0O:0-200

20160227 POS SCP 87 474 (1.897)

1: TOF MS ES+

9.08e+005
100 822.4128
L o e e LA s s e e B L B ) O e e e o el 414
821.60 821.80 822.00 82220 82240 82260 822.80 823.00
Minimum: 3.0
Maximim: 4.0 5.0 30.0
Mass Calc. Mass mDa PPM DBE iFIT Norm Conf(%) Formula
822. 4128  822.4123 0.5 0.6 7.5 42.2 n/a n/a C38 H64 N 018

Figure S54. HRESIMS spectrum of 9
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Figure S55. '"H NMR spectrum of 10 (600 MHz, MeOH-d;)
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Figure S56. °C NMR spectrum of 10 (150 MHz, MeOH-d;)
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Figure S57. HSQC spectrum of 10 (600 MHz, MeOH-d,)
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Figure S58. HMBC spectrum of 10 (600 MHz, MeOH-d,)
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Figure S59. NOESY spectrum of 10 (600 MHz, MeOH-d,)



Elemental Composition Report Page 1

Tolerance = 10.0 PPM / DBE: min = 3.0, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

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

C:0-50 H:0-100 N:0-1 ©O:0-200

20160227 POS SCP 85 446 (1.784)

1: TOF M3 ES+
2.89e+005

10 9864303

%

L o B 4

985.60 985.80 986.00 986.20 986.40 986.60 986.80 987.00 987.20

Minimum: 3.0
Maximum: 4.0 10,0 30.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
986. 4803  986. 4808 0.5 —-0.5 7.5 39.5 n/a n/a C44 HT6 N 023

Figure S60. HRESIMS spectrum of 10
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Figure S61. '"H NMR spectrum of 11 (600 MHz, MeOH-d;)
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Figure S62. 3C NMR spectrum of 11 (150 MHz, MeOH-d,)
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Figure S63. HSQC spectrum of 11 (600 MHz, MeOH-d,)
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Figure S64. HMBC spectrum of 11 (600 MHz, MeOH-d,)
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Figure S65. NOESY spectrum of 11 (600 MHz, MeOH-d,)



Elemental Composition Report

Page 1
Tolerance = 10.0 PPM / DBE: min = 3.0, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
220 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-35 H:0-100 MN:0-1 0:0-200
20160227 POS SCP 89 441 (1.765)
1: TOF MS ES+
1.93e+005
10 664.3906
L e LN e s s e s e e s s s s e e B B LN B e s e s s s s s e e L e e s s s e el 14
663.80 664.00 664.20 664.40 664.60 664.80 665.00
Minimum: 3.0
Maximm: 4.0 10.0  50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm anf[‘?é) Formula

664. 3906  664. 3908 0.2 0.3 4.5 37.9 n/a n/a C32 H38 N 013

Figure S66. HRESIMS spectrum of 11
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Figure S67. '"H NMR spectrum of 12 (600 MHz, MeOH-d;)
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Figure S68. °C NMR spectrum of 12 (150 MHz, MeOH-d;)
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Figure S69. HSQC spectrum of 12 (600 MHz, MeOH-d,)
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Figure S70. HMBC spectrum of 12 (600 MHz, MeOH-d,)
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Figure S71. NOESY spectrum of 12 (600 MHz, MeOH-d,)



Elemental Composition Report Page 1

Tolerance = 10.0 PPM / DBE: min = 3.0, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

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

C:0-35 H:0-100 MN:0-1 0O:0-200

20160227 POS SCP 90 457 (1.826)

1: TOF MS ES+
1.32e+005

10 678.3699

%

L o L o o e e e o e e e e L e e o e o s e e o e e L e o e e e e e S L e e e o e s s s e e ey e s 4

677.80 678.00 678.20 678.40 678.60 678.80 679.00

Minimum: 3.0
Maxipum: 4.0 10.0 50.0
Mass Calc. Mass mDa PPM DBEE iFIT Norm Conf(%) Formula

678. 3699  B678. 3701 0.2 0.3 b.b 37.0 n/a n/a C32 H56 N 014

Figure S72. HRESIMS spectrum of 12



