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Compound Formula  Name RT Algorithm

Ca0HesOn3 Poecillastroside A 6.251  Spectrum Extraction
6
x10
MS Spectrum
Cpd 1: Poecillastroside A: -ESI Scan (6.134-6.473 min, 62 Sca..
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Figure S1. (-)-HRESIMS analysis of 1.
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Figure S2. '"H NMR spectrum of 1 at 500 MHz in CDsOD

~4.0E+07

~3.5E+07

~3.0E+07

~2.5E+07

- 2.0E+07

~1.5E+07

~1.0E4+07

~5.0E+06

~0.0E+00




26315-thomas-161-porp2p7-el

«8

v 4 3

- E =
- 8
L d L g T ’ T v T . T . L . L b T b T . T hd L o T b L d L d T o L b T hd T . T
44 42 40 38 36 34 32 30 28 26 24 22 20 18 16 14 12 10 08 06

f2 (ppm)

Figure S3. COSY NMR spectrum of 1 at 500 MHz in CDsOD

2.5

3.0

3.5

r4.0

f1 (ppm)



T bkl

26315¢thomas-161-porp2p7-el

IR

| ' o

0 | 0 o

v ! °

f ;

TR

: 39 . (T O@e0 oo
l| .0'. ' © o o ® ecf
'oo amm & W e e o 0

L b T . L b L d T 4 L] . T b L b L ¥ T 3 L al Ll \ 4 Ll ¥ L] . T . T b T 3 T hd T 3 T . T i T . T
50 48 46 44 42 40 38 3.6 34 32 3.0 28 26 24 22 20 18 16 14 12 10 08 06
f2 (ppm)

Figure S4. TOCSY NMR spectrum of 1 at 500 MHz in CD:0D

f1 (ppm)




26315-thomas-161-porp2p7-el

S D oot e D g O

KR K1 1=

3.0

-4.0

4.5

—
% 2 |w
5 o
" ' ] ,,‘

a
T . . B
48 46 44 42 40 38 36 34 32

Figure S5. NOESY NMR spectrum of 1 at 500 MHz in CDsOD

f1 (ppm)



26315-thomas-161-porp2p7-el

~ 7000000

- 6500000

- 6000000

~ 5500000

~5000000

~4500000

4000000

-3500000
wmnmao
NS & [3000000

~2500000

62.4
62.3
g |

46.2

\

- 2000000

~1500000

~1000000

500000

-0

~-500000

~-1000000

T v T . T v T o T v T v T . T v T . T . T * T . T T o T . T
160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
f1 (ppm)

Figure S6. °*C NMR spectrum of 1 at 125 MHz in CDsOD
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Figure S7. HSQC NMR spectrum of 1 at 500 MHz in CDsOD
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Compound Formula  Name RT Algorithm

CuH70013 Poecillastroside B 6.581 |Spectrum Extraction
6
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MS Spectrum
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Figure S9. (-)-HRESIMS analysis of 2.
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Figure §10. 'H NMR spectrum of 2 at 500 MHz in CDsOD
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Figure S11. COSY NMR spectrum of 2 at 500 MHz in CDsOD
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Figure S12. TOCSY NMR spectrum of 2 at 500 MHz in CDsOD
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Figure S14. *C NMR spectrum of 2 at 125 MHz in CDsOD
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Compound Formula |Name RT Algorithm

CuH70013 Poecillastroside C 6.559  |Spectrum Extraction
6
x10
MS Spectrum
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Figure S17. (-)-HRESIMS analysis of 3.
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Compound Formula  Name RT Algorithm

CuiHesO13 Poecillastroside D 7.049  Spectrum Extraction
5
x10
MS Spectrum
Cpd 1: Poecillastroside D: +ESI Scan (6.982-7.277 min, 54 Sc..
791.4567
0.75
0.5
0.25
763.4603 779.4548 | 814.5258
0 I i L I

750 760 770 78 7 800 810 820
6 Counts vs. Mass—to 8garge (m/z)

Figure 526. (+)-HRESIMS analysis of 4.
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Figure S32. HMBC spectrum of 4 at 500 MHz in CDsOD
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Compound Formula Name RT Algorithm

CasHesO15 PoecillastrosideE  7.109 Spectrum Extraction
5
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Figure S33. (+)-HRESIMS analysis of 5.

36



23715-thomas-508-d
1h

H

porpép4p4

Poecillastroside E (5)

-120

-110

- 100

-90

-80

~70

-50

40

-30

-20

-10

--10

283y
QP
’

H-2 H,-26
ﬁfﬁﬁ-\:ﬁﬁ dee32n884s
T w 'Il W
I a [ ! fird b ¥ H gy ”

g 5 £42 48 44 ¢ 3 d g 88 29 49
o - - ~ o0 - -~ - e o o w wi L m o -
I ] ' I ’ T N T ' T N ] N I N ] N ] N ] N ] N I N Ll ' 1 N 1 N I ' I N I ' I ' I ' I ' I N I ' I ' ] N T
54 52 50 48 46 44 42 40 38 36 34 32 30 28 26 24 22 20 18 16 14 12 10 08 06 04 02

f1 (ppm)

Figure S34. 'H NMR spectrum of 5 at 500 MHz in CDsOD
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Figure §35. COSY NMR spectrum of 5 at 500 MHz in CD3OD
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Figure §36. NOESY NMR spectrum of 5 at 500 MHz in CDsOD

39

f1 (ppm)



23715-thomas-508-dr-porp6p4p4

D-Glc Poecillastroside E (5)

C-18

_~172.78
17216

— 134.57
— 132.44

— 180.06  “Grm—

I I T I I I T I I I 1 T T I
180 170 160 150 140 130 120 110 100 90 80 70 60 50
f1 (ppm)

Figure S37. *C NMR spectrum of 5 at 125 MHz in CDsOD
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Figure S§38. HSQC NMR spectrum of 5 at 500 MHz in CDsOD
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Compound Formula Name RT Algorithm
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MS Spectrum
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Figure S40. (+)-HRESIMS analysis of 6.
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Figure S41. '"H NMR spectrum of 6 at 600 MHz in CDsOD
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Figure 542. COSY NMR spectrum of 6 at 600 MHz in CDsOD
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Figure S44. HSQC NMR spectrum of 6 at 600 MHz in CDsOD
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Compound Formula 'Name RT Algorithm

CasHesOn4 Poecillastroside G 7.384 Spectrum Extraction

MS Spectrum
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Figure S46. (+)-HRESIMS analysis of 7.
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Figure S47. 'H NMR spectrum of 7 at 600 MHz in CDsOD
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Figure 548. COSY NMR spectrum of 7 at 600 MHz in CD3OD
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Figure S49. TOCSY NMR spectrum of 7 at 600 MHz in CDsOD
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Figure S50. *C NMR spectrum of 7 at 150 MHz in CDsOD
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Figure S51. HSQC NMR spectrum of 7 at 600 MHz in CDsOD
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Figure S53. UPLC-qToF analysis of the four monosaccharide derivatives
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Figure S55. ESI-(+) mass spectrum of D-(+)-glucose derivative
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