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'H-NMR Spectrum of 4 (500MHz, CDCls)
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BC-NMR Spectrum of 4 (125 MHz, CDCls)
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COSY Spectrum of 4 (500MHz, CDCls)
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HMBC spectrum of 4 (125 MHz, CDCls)
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Elemental Composition Report

Single Mass Analysis

Tolerance =2.0 mDa / DBE: min =-1.5, max = 80.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

96 formula(e) evaluated with 1 results within limits (up to 10 best isotopic matches for each mass)
Elements Used:

C:0-100 H:0-100 O:0-20 Na: 01

MEJORADIOL-NEG 489 (4.530)

1: TOF MS ES-
3.69e+006
66 297.1860
%o~
298.1891
| 297.1261 297.3167 208.1376 299.1711
2?5-0135129&17135 2068003, | Meivlie 208.3205 599 0544° | 2992062 3000882
296.00 296.50 297.00 297.50 298.00 298.50 299.00 299.50 300.00

Minimum: -1.5
Maximum: 2.0 10.0 80.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
297.1860 297.1855 0.5 1.7 8.5 1215.5 n/fa n/a C20 H25 02

HRMS spectrum of 4 (negative-ion mode)
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