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Figure S1. 'H NMR (500 MHz) spectrum of compound 1 in DMSO-d..
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Figure S2. 3C NMR (125 MHz) spectrum of compound 1 in DMSO-ds4

F39-20-21_190417 © w o

single pulse decoupled gated NOE “" = S §&:§2§‘7’§33“1“‘1§§8£ ““": B 3
wy © (=] e P D S O - e e @ wy o .
- v - @ = e = P e s s 100000 mm o~ -1
R B = i i -0.030
+0.025
+-0.020
-0.015
+F0.010
|
+0.005
|
| +-0.000

T T T T T T T T T

220 210 200 190 180 170 160 150 140 130 120 110 100 SO0 81 70 60 50 40 30 20 10 O -10 -20
f1 (ppm)

S3



Figure S3. '"H-'H COSY NMR (500 MHz) spectrum of compound 1 in DMSO-da.
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Figure S4. 'H-'H NOESY NMR (500 MHz) spectrum of compound 1 in DMSO-ds.
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Figure S5. 'H-'H HSQC NMR (500 MHz) spectrum of compound 1 in DMSO-ds.
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Figure S6. 'H-'H HMBC NMR (500 MHz) spectrum of compound 1 in DMSO-d.,
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Figure S7. The HR-ESI-MS data of 1.
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Elemental Composition Report-

+

Single Mass Analysis+

Tolerance =50PPM / DBE: min=-1.5 max= 1000+«
Element prediction: Off «

Mumber of isotope peaks used for I-FIT = 3«

+

Monoisotopic Mass, Even Electron lons«

142 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)«

Elements Used:+
C: 0-50 H: 0-50 0: 0-20 Ma: 0-1 |

Minimun: -1.6¢

Maximum: 1000 50 100.0+

Mass Calc. Mass mba PPM DBE -FIT Morm  Conf(%)
401.1575 401.1576 -0.1 -02 75 721.7 n/a n/a

S9

Formula+
C20 H26 OF Na«



Figure S8. The UV spectrum of 1 in methanol.
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Figure S9. The CD spectrum of 1 in methanol.
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Figure S10. The CD spectrum of 7 in methanol.
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Figure S11. The CD spectrum of 11 in methanol.
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