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Supplementary Figure S1. '"H NMR spectrum of 1 (600 MHz, DMSO-ds)
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Supplementary Figure S2. 3C NMR spectrum of 1 (150 MHz, DMSO-ds)
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Supplementary Figure S3. HSQC spectrum of 1 (600 MHz, DMSO-dg)
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Supplementary Figure S5. Selected HMBC spectrum of 1 (600 MHz, DMSO-ds)
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Supplementary Figure S8. HRESIMS spectrum of 1
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Supplementary Figure S9. IR spectrum of 1
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Supplementary Figure S10. '"H NMR spectrum of 2 (400 MHz, DMSO-ds)
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Supplementary Figure S11. 3*C NMR spectrum of 2 (100 MHz, DMSO-ds)
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Supplementary Figure S12. HSQC spectrum of 2 (600 MHz, DMSO-ds)

| |

Q_Luu,%!__hjl l"-Lhu

. s I"‘L“J_.Lp_. 1 . ppR
— : @ ° =
= - 2
= “ - LI
3 a L1
— a @ @ ol g e 4
—] . s 4 40 I
— & ’.
— & . £ y i L
— 1o
1 o 1z
—4 ° @ ©
. e L1
I1¢
- ® @ #.
g
o ® i
] - &
- s i
a 3 1 —

Supplementary Figure S13. HMBC spectrum of 2 (600 MHz, DMSO-ds)
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Supplementary Figure S14. Selected HMBC spectrum of 2 (600 MHz, DMSO-db)
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Supplementary Figure S15. NOESY spectrum of 2 (600 MHz, DMSO-ds)
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Supplementary Figure S16. Selected NOESY spectrum of 2 (600 MHz, DMSO-ds)

Tolerance =21 PPM / DBE:min=3.0 max=500
Element prediction: Off
Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

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

C:0-100 H:0-100 ©O:0-200 Na: 01

SCPs12 neg 49 (0.205)

1: TOF MS ES-
1.52e+004

10 527.1918

L e L o s L o e 1

526.70 526.80 526.90 527.00 527.10 527.20 527.30 527.40 527.50 527 60 527.70

Minimum: 3.0
Maximm: 4.0 2.1 50.0
Mass Calc. Mass mDa FPM DBE iFIT  Norm Ca_nf(‘l'}) Formula

527.1918  327.1917 0.1 0.2 15,5 3.5 n/a n/a C28 H31 010

Supplementary Figure S17. HRESIMS spectrum of 2
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Supplementary Figure S18. IR spectrum of 2
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Supplementary Figure S20. '*C NMR spectrum of 3 (100 MHz, DMSO-dj)
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Supplementary Figure S21. HSQC spectrum of 3 (600 MHz, DMSO-ds)
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Supplementary Figure S22. HMBC spectrum of 3 (600 MHz, DMSO-ds)
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Supplementary Figure S23. Selected HMBC spectrum of 3 (600 MHz, DMSO-db)
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Supplementary Figure S24. NOESY spectrum of 3 (600 MHz, DMSO-ds)
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Supplementary Figure S25. Selected NOESY spectrum of 3 (600 MHz, DMSO-ds)

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

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

C:0-100 H:0-100 ©:0-200

SCPs23 neg 41 (0.170) Cm (41:55)

1: TOF MS ES:
1.10e+006

100 543 1870

%

L1 o L o B o o L B o o e e e e 4

542.70 542.80 542.90 543.00 543.10 543.20 543.30 54370

Minimum: 3.0
Maximum: 4.0 2.0 50.0
Mass Cale. Maszs mDa PPM DBE i-FIT Norm Conf(%) Formula
543. 1870  343. 1868 0.4 0.7 13.5 42,4 n/a n/a C28 H31 011

Supplementary Figure S26. HRESIMS spectrum of 3
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Supplementary Figure S27. IR spectrum of 3
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Supplementary Figure S29. '*C NMR spectrum of 4 (150 MHz, DMSO-dj)
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Supplementary Figure S30. HSQC spectrum of 4 (600 MHz, DMSO-ds)
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Supplementary Figure S31. HMBC spectrum of 4 (600 MHz, DMSO-ds)
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Supplementary Figure S33. NOESY spectrum of 4 (600 MHz, DMSO-ds)
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Supplementary Figure S34. Selected NOESY spectrum of 4 (600 MHz, DMSO-dg)

Tolerance =2.1 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
238 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-100 H:0-100 ©O:0-200 Na: 01
SCPs13 neg 24 (0.109)
1: TOF MS ES-
7.57e+005

100 5251769

L e D L L e 14

52470 52480 524 .90 525.00 52510 52520 52530 52540 52550 52560 52570

Minimum: 3.0
Maximum: 4.0 2.1 50,0

Mass Cale. Mass mDa FPM DBE i-FIT Norm Conf(%) Formula
525.1769  325. 1761 0.8 1.5 14.5 41.9 n/a n/a C28 H29 010

Supplementary Figure S35. HRESIMS spectrum of 4
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Supplementary Figure S36. IR spectrum of 4
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Supplementary Figure S38. '°C NMR spectrum of 5 (100 MHz, DMSO-dj)
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Supplementary Figure S39. HSQC spectrum of 5 (600 MHz, DMSO-ds)
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Supplementary Figure S40. HMBC spectrum of 5 (600 MHz, DMSO-ds)

[ tlul ‘L J'__U__JU.ULJLI}JAMJMJM:A%_

- 30

Tm



o O

& s
=

D S

<a

v n@a‘
T
3.5

FINEN

ML ppm
=]

&
S

Lol a =

L=:]
= 8

- &

30

40

- S0

&0

" {8

Supplementary Figure S41. Selected HMBC spectrum of § (600 MHz, DMSO-db)
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Supplementary Figure S42. NOESY spectrum of 5 (600 MHz, DMSO-ds)
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Supplementary Figure S43. Selected NOESY spectrum of 5 (600 MHz, DMSO-ds)
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Supplementary Figure S44. MS spectrum (A, negative mode; B, positive mode) of

the hydrolyzed product for §



Tolerance = 2.1 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

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

C:0-100 H:0-100 ©O:0-200 Na: 01
SCPs18 neg 26 (0.116)

1: TOF MS ES-
4.23e+005

100 673.2127

%

1 e L e o oo e e e e e e LA o o o e e e o e B L L e e e o e e e e e e e e . e s s s

672.60 672.80 673.00 673.20 673.40 673.60

Minimum: 3.0
Maximum: 4.0 2.1 30.0
Mass Cale. Mass mDa PPM DBE i-FIT Norm Conf(%) Feormula
673.2127 673, 2132 -0.3 -0.7 15.5 40.4 n/a n/a C33 H37 015

Supplementary Figure S45. HRESIMS spectrum of 5
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Supplementary Figure S46. IR spectrum of §
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Supplementary Figure S47. '"H NMR spectrum of 6 (600 MHz, DMSO-ds)
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Supplementary Figure S48. '*C NMR spectrum of 6 (150 MHz, DMSO-dj)
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Supplementary Figure S49. HSQC spectrum of 6 (600 MHz, DMSO-ds)
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Supplementary Figure S50. HMBC spectrum of 6 (600 MHz, DMSO-ds)
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Supplementary Figure S51. Selected HMBC spectrum of 6 (600 MHz, DMSO-db)
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Supplementary Figure S52. NOESY spectrum of 6 (600 MHz, DMSO-ds)
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Supplementary Figure S53. Selected NOESY spectrum of 6 (600 MHz, DMSO-dg)



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

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

C:0-38 H:0-100 0©O:0-200 Na:0-1

SY0923pos16 24 (0.109)

1: TOF M3 ES+

4.95e+004
100 5671837

L0 o L 14

566.70 566.80 566.90 567.00 567.10 567.20 567.30 56740 567.50 567.60 567.70

Minimum: 3.0
Maximum: 4.0 5.0 50.0

Mass Calc, Mass mDa PPM DBE 1=FIT Norm Conf (%) Formula
567, 1837  367. 1842 -0.3 -0.9 1.5 3.4 n'a n/a C28 H32 011 Na

Supplementary Figure S54. HRESIMS spectrum of 6



