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Figure S1. *H NMR spectrum of compound 1 in CDCl;
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Figure S2. **C NMR and DEPT spectra of compound 1 in CDCl;
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Figure S5. COSY spectrum of compound 1 in CDCl;
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BB Elemental Composition - m} X
File Edit View Process Help
o neE 8 M O x|
Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min = 0.5, max = 20.0
Element prediction: Off
Monoisotopic Mass, Even Electron lons
70 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:0-35 H: 0-200 0:0-100 Na: 0-1
Mass I Calc. Mass [mDa l PPM ]DBE l Formula l C ] H [ (] [Na]
265.1420 265.1416 04 1.5 25 C13 H22 04 Na 13 22, 4}
1: TOF MS ES+
1.42e+007
100+ 265.1420
%_
263.1263
266.1460367.1587
249.1480251.1290 256.1124 261.1183 I l 269.1259
0 ) g — A A A 1 " 5 A &3
oot e e et et i e e et et
248.0 2500 2520 2540 256.0 2580 2600 2620 2640 2660 268.0 270.0 2720 2740

For Help, press F1 [

Figure S7. HRESIMS spectrum of compound 1
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Figure S12. COSY spectrum of compound 2 in CD3;0D
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n Elemental Composition
File Edit View Process Help

o sleE & M o x|
Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min = 0.5, max = 20.0

Element prediction: Off
Monoisotopic Mass, Even Electron lons
70 formula(e) evaluated with 2 results within limits (all results (up to 1000) for each mass)

Elements Used:

C:0-35 H: 0-200 0: 0-100 Na: 0-1
Mass | Calc. Mass | mDa | PPM | DBE | Formula | ¢ | H|o]|Na|] A
2651420  265.1416 04 15 25 C13H22 04 Na 3 2 4 1 v
1: TOF MS ES+
2.14e+006
— 265.1420
%_..
- 267.1587
] 1339-1267 252 1257 263.1296 1 279. }215
3 —— e ..‘..,.‘ ....... e L o
2400 2450 2500 2550 2600 2650 2700 2750  280.0
For Help, press F1 4

Figure S14. HRESIMS spectrum of compound 2
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Figure S19. COSY spectrum of compound 3 in CDCl;
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ﬂ Elemental Composition - O X
File Edit View Process Help
o neE 8 M o x|
Single Mass Analysis
Tolerance =10.0 PPM / DBE: min =05, max =200
Element prediction: Off
Monoisotopic Mass, Even Electron lons
62 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:0-35 H:0-200 0:0-100 Na: 0-1
Mass | Calc.Mass | mDa | PPM | DBE | Formula | ¢ | 1 |onNaf
249.1448 2491467 -19 -76 25 C13 H22 03 Na 13 2 3 1
1: TOF MS ES+
2.05e+007
100+ 249.1448
05—
265.1420
;51 1614
191.1421
207.1390 247.1331 267.1587
0 I " P - 4 ; l | il ] J miz
ety gttt EARERAEERIERESnE R feffmimteperimpefepfeppe et rnnu,”[”.,]n
190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 2?5 280 285 290 295
For Help, press F1 [ A

Figure S21. HRESIMS spectrum of compound 3
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B Elemental Composition - a X
File Edit View Process Help
o n@@ & M o x|
Single Mass Analysis
Tolerance =5.0 PPM / DBE: min = 0.5, max = 20.0
Element prediction: Off
Monoisotopic Mass, Even Electron lons
66 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:0-35 H: 0-200 0:0-100 Na: 0-1
Mass |Calc.Mass ImDaIPPMlDBE IFormula I C l H IOIN-I
243.1588 243.159 08 -33 25 CI13H23 04 3 23 4
1: TOF MS ES-
7.01e+006
— 243.1588
*-4
s 259.1579 279.1385
1579 261.1362 ;
0 - . N 1 " 1 n 1
Eaid | 1 1 1 1 1 ] 1 T 1 1 ) 1 1 1 1 1 1 T 1 1] ] T 1 i | 1 1 1 1
2150 2200 2250 2300 2350 2400 2450 2500 2550 2600 2650 2700 2750 280.0 2850
For Help, press F1 [ A

Figure S28. HRESIMS spectrum of compound 4
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B Elemental Composition - m] X
File Edit View Process Help
| =@ s M o x|
Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min = 0.5, max = 20.0
Element prediction: Off
Monoisotopic Mass, Even Electron lons
69 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
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C:0-35 H: 0-200 0:0-100 Na: 0-1
Mass | Calc. Mass | mDa | PPM | DBE | Formula | ¢ | H|]o[nNa|
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Figure S35. HRESIMS spectrum of compound 5
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Figure $36. *H NMR spectrum of compound 6 in CD;0D
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Figure S37. *C NMR and DEPT spectra of compound 6 in CD;0D
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Figure S38. HSQC spectrum of compound 6 in CD3;0D
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Figure S39. HMBC spectrum of compound 6 in CD3OD
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Figure S40. COSY spectrum of compound 6 in CD3;0D
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Figure S41. NOESY spectrum of compound 6 in CD;0D
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Figure S42. HRESIMS spectrum of compound 6
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