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Figure S1. 'H NMR spectrum of 1 in CDCI3
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Figure S2. *C NMR spectrum of 1 in CDCl3
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Figure S6. HMBC spectrum of 1 in CDCl3
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Figure S8. 'H NMR spectrum of 2 in CDCl3
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Figure S9. *C NMR spectrum of 2 in CDCl3
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Figure S14. HR-ESI-MS spectrum of 2
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Figure S16. °C NMR spectrum of 3 in CDCls
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Figure S19. 'H-'H COSY spectrum of 2 in CDCl3

‘ L AL.M_‘L J'ﬁ\' Mol

25516
gradient enhanced BMEC

Figure S20. HMBC spectrum of 3 in CDCI3

1 (ppit

1y



20200915-16-2-55-16 #1 RT: 0.00 AV: 1 NL: 9.79E7
T: FTMS + p ESI Full ms [200.0000-600.0000]

100 311.1485
955
903
85
807
759
703
657
60
55
50
45
404
35
303
257
203 3121518
157 3131041
107 309.1331
5
E 310.1.365 312.3621 1 314.0690
o T n - ’ Y
preee e P P P P e P e T
309.0 309.5 3100 3105 3110 3115 3120 3125 3130 3135 314.0
miz
.
Figure S21. HR-ESI-MS spectrum of 3
F-S05-1
5500
5000
4500
8000
3800
3000
2500
2000
1500
1000
L - 500
M
/
D N N I T VR, X .‘I\" (SRR | S
& e ) T A e
= - RaR=N -] L - =N =1 ]
== o e e S g e | 00
e B T e e e e L e e e e L i i o 2 e L e L e o e B e e e
L8 05 %5 90 &5 0 75 70 &5 &0 55 50 45 40 35 30 25 20 15 10 05 OO0 05

Figure S22. '"H NMR spectrum of 4 in CDCls
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Figure S23. °C NMR spectrum of 4 in CDCl3

=R

DEFT with decoupling [o-a3

FoL0iZ

~122.4
~117.4
785
68.1

~61.7
-56.5
Jlr39 1
34.8
338
238
21.5

\

oL 011
oL oD
(0. 005
0. 008
0. 00T
(0. 005

0. 005

0. 003
0. 002

i ] I

= l Mo coo

0 om

; - - ; ; - - : ; - - : ; - - - - - -
20 MO0 00 160 10 150 180 150 140 130 120 110 0 S0 SO O & X &0 30 0 0 00O -0 -20
1 fpmm)

Figure S24. 135-DEPT spectrum of 4 in CDCl;3
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Figure S27. HMBC spectrum of 4 in CDCl3
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Figure S30. °C NMR spectrum of 5 in CDCls
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Figure S50. '"H NMR (CDCls , 600 MHz) of S-MTPA ester of 2 (2a)
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Figure S51. ESI-MS spectrum of 2a
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Figure S52. 'H NMR (CDCls , 600 MHz) of R-MTPA ester of 2 (2b)
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Figure S53. ESI-MS spectrum of 2a
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Figure S54. 'H NMR (CDCls , 400 MHz) of S-MTPA ester of 3 (3a)
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Figure S55. ESI-MS spectrum of 3a
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Figure S56. 'H NMR (CDCls , 400 MHz) of R-MTPA ester of 3 (3b)
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Figure S57. ESI-MS spectrum of 3b



