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Figure S1. HRESI mass spectrum of compound 1;
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Figure S2. *H NMR (600 MHz, DMSO-ds) spectrum of compound 1;
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Figure S3. *H NMR (500 MHz, DMSO-ds) spectrum of compound 1;

9791°1
m.au._/
959¢€°1

066511
6TEF 1
OPPSIy
SSLS T~
vL09'1/

6£06'1—
1s6'1/
72507/

K5ez.
788¢°C
086¢°C
T90F T
051+
3] ol

[RE Y
So6¥'C
Iise
€o1S°E

1S8€F—

SLT8'P
LSES'P
PO¥8°Y
8PP8'p
8YLI'S,
£L61°S|
0127~
0S1€'S
wcum.mw

1Eres

5.2 4.8 44 4.0 3.6 3.2 2.8 2.4 2.0 1.6 1.2
f1 (ppm)

5.6



Figure S4. *C NMR (125 MHz, DMSO-dg) and DEPT spectra of compound 1;
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Figure S5. COSY spectrum of compound 1;
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Figure S6. HSQC spectrum of compound 1;
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Figure S7. HMBC spectrum of compound 1;
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Figure S8. NOESY spectrum of compound 1;
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Figure S9. *H NMR (500 MHz, DMSO-dg) spectrum of (S)-MTPA ester (1a);
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Figure $10. *H NMR (500 MHz, DMSO-ds) spectrum of (R)-MTPA ester (1b);
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Figure S11. HRESI mass spectrum of compound 2;
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Figure S12.*H NMR (500 MHz, DMSO-ds) spectrum of compound 2;
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Figure S13. *C NMR (125 MHz, DMSO-ds) and DEPT spectra of compound 2;
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Figure S14. COSY spectrum of compound 2;
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Figure S15. HSQC spectrum of compound 2;
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Figure S16. HMBC spectrum of compound 2;
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Figure S17. NOESY spectrum of compound 2;
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Figure S18. HRESI mass spectrum of compound 3;
T: FTMS + p ESI Full ms [120.00-1000.00]

Relative Abundance

100
95
90
85
80—
75
70—
65
60
55
50
45—
40
35
30
25
20
15
10-

o

193.1220 | 197.4646

195.1377

190

200

231.1589
C 12 Ha3 O4 = 231.1591
-0.9675 ppm
253.1407
Ci2H22 O4 Na =253.1410
-1.4296 ppm
213.1483
| 233.1628
| 2551467
219.1248 , , 269.1148
2114827 | | 225 1458 | ] 263.1848 | 274.2736

210 220 230 240 250 260 270 280

miz

21



Figure $19.'H NMR (500 MHz, DMSO-ds) spectrum of compound 3;
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Figure $20.*H NMR (500 MHz, CDCls) spectrum of compound 3;
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Figure S21. *C NMR (125 MHz, DMSO-ds) and DEPT spectra of compound 3;
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Figure S22. *C NMR (125 MHz, CDCls) and DEPT spectra of compound 3;
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Figure S23. COSY spectrum of compound 3 (CDCly);
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Figure S24. HSQC spectrum of compound 3 (DMSO-ds);
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Figure S25. HMBC spectrum of compound 3 (CDCls);
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Figure S26. ECD spectrum of compound 3;

10

CD [mdeg]
o
|
.
/

-10
200

250

300 350
Wavelength [nm]

29

400



Figure S27. HRESI mass spectrum of compound 4;
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Figure $28."H NMR (500 MHz, DMSO-ds) spectrum of compound 4;
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Figure S29. *C NMR (125 MHz, DMSO-ds) and DEPT spectra of compound 4;
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Figure S30. COSY spectrum of compound 4;
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Figure S31. HSQC spectrum of compound 4;
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Figure S32. HMBC spectrum of compound 4;
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Figure S33. ECD spectrum of compound 4;
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Figure S34. HRESI mass spectrum of compound 5;
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Figure $35.H NMR (500 MHz, DMSO-ds) spectrum of compound 5;
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Figure $36. *C NMR (125 MHz, DMSO-ds) and DEPT spectra of compound 5;
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Figure S37. COSY spectrum of compound 5;
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Figure S38. HSQC spectrum of compound 5;
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Figure S39. HMBC spectrum of compound 5;
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Figure S40. NOESY spectrum of compound 5;
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Figure S41. HRESI mass spectrum of compound 6;
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Figure S42."H NMR (500 MHz, DMSO-ds) spectrum of compound 6;
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Figure S43. *C NMR (125 MHz, DMSO-ds) and DEPT spectra of compound 6;
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Figure S44. COSY spectrum of compound 6;
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Figure S45. HMBC spectrum of compound 6;
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Figure S46. Crystal packing of compound 3;
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Figure S47. Crystal packing of compound 6.
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