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Elemental Composition Report Page 1
Single Mass Analysis
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Figure S1: HR-ESI-MS Spectrum of 1 (isosuberosenol A)
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Figure S2: *H-NMR (500 MHz, CDClI3) Spectrum of 1 (isosuberosenol A)
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Figure S3: **C-NMR (125 MHz, CDCl3) Spectrum of 1 (isosuberosenol A)
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Figure S4: DEPT135 (125 MHz, CDClIs) Spectrum of 1 (isosuberosenol A)
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Figure S6: HSQC Spectrum of 1 (isosuberosenol A) (From 6c15 ppm to dc 35 ppm)
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Figure S7: HMBC Spectrum of 1 (isosuberosenol A)
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Figure S8: HMBC Spectrum of 1 (isosuberosenol A) (From dc 79 ppm to dc 85 ppm)
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Figure S9: HMBC Spectrum of 1 (isosuberosenol A) (From dc 38 ppm to dc 53 ppm )
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Figure S10: HMBC Spectrum of 1 (isosuberosenol A) (From Jc 15 ppm to dc 36 ppm)
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 10.0 mDa / DBE: min = -1.5, max = 50.0
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Number of isotope peaks used for i-FIT = 3

Monoisotoplc Mass, Even Electron lons

T4 formulale) evalsated with 2 results within limits (up to 50 best isotopic matches for each mass)
Elemnents Uised:

C:0-500 H:0-1000 O:0-200 HNa: 0-1

26-Fab-201121:53:25

SC2-27 26 [1.561) AM (Cen,3, B0.00, Ar 5000.0,345.00,0.70,L5 10} Srm (Mn, 2x1.00). G {8:30) 1: TOF MS ES+
32384004
- 261.1848
2431748
274 3780
5%
38,3011
216 2161 | 3463325 463.3534 587.3575
35TS £50.2828
o i | ! oo S iy T45.8090 B0 RO
100 200 300 400 500 800 700 800 200 1000
0 10
Maas Cale. Mass mia FEM DARE i-FIT Formula
243.174%  243.17489 0.0 0.0 60,8 017 H23 O
243.1725 2.4 9.5 3.5 9g,. 3 C15 HZ4 (] Ma

Figure S13: HR-ESI-MS Spectrum of 2 (suberosain A)
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Figure S14: *H-NMR (500 MHz, CDClIs) Spectrum of 2 (suberosain A)
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Elemiental Composition Report

Single Mass Analysis

Tolerance = 5.0 mDa / DBE: min = -1.5 max = 50.0

Elermant pradiction: Off
Mumber of isotope peaks used for i-FIT = 3

Monaisotopic Mass, Even Electron lons

Page 1
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Figure S24: HR-ESI-MS Spectrum of 3 (4-hydroxymethyl-54-pregnan-3, 20-dione)
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Figure S25: *H-NMR (500 MHz, CDCls) Spectrum of 3 (4-hydroxymethyl-54-pregnan-3, 20-dione)
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Figure S31: HMBC Spectrum of 3 (4-hydroxymethyl-58-pregnan-3, 20-dione) (From dc 42 to 70)
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Figure S33: H-'H COSY Spectrum of 3 (4-hydroxymethyl-5p-pregnan-3, 20-dione)
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Figure S34: NOESY Spectrum of 3 (4-hydroxymethyl-54-pregnan-3, 20-dione)
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