COMPOUND NO. S20 (METHOD A)
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 15.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

162 formula(e) evaluated with 4 results within limits (up to 5 best isotopic matches for each mass)
Elements Used:

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

CoL31
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Minimum: -1.5

Maximum: 5.0 15.0 50.0

Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula

577.1587 577.1557 3.0 5.2 13.5 181.5 0.004 99.65 C27 H29 014
577.1616 -2.9 -5.0 4.5 188.1 6.555 0.14 C20 H33 019
577.1592 -0.5 -0.9 35.5 188.2 6.672 0.13 C45 H21 O

577.1651 -6.4 -11.1 26.5 188.7 7.106 0.08 C38 H25 06
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COMPOUND NO. S20 (METHOD B)

Col 32
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 15.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

162 formula(e) evaluated with 4 results within limits (up to 5 best isotopic matches for each mass)
Elements Used:

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

Col 32
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Minimum: -1.5
Maximum: 5.0 15.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
577.1557 577.1557 0.0 0.0 13.5 175.6 0.001 99.92 C27 H29 014
577.1616 -5.9 -10.2 4.5 183.5 7.893 0.04 C20 H33 019
577.1499 5.8 10.0 22.5 183.6 7.947 0.04 C34 H25 09

577.1592 -3.5 -6.1 35.5 186.0 10.409 0.00 C45 H21 ©
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