COMPOUND NO. $13 (METHOD A)
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Elemental Composition Report

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

108 formula(e) evaluated with 3 results within limits (up to 5 best isotopic matches for each mass)
Elements Used:

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

COL31

170104_AA_MPLC1_51b_NEG 212 (2.467)

100 493.0982

%_
1 447.0923

494.1028

515.0811
444.5215 577.0563 629.0823 897.5944

174.9530 235.9232 327.0488

Page 1

1: TOF MS ES-
2.97e+004
895.2065

893.1892
896.2077

897.2081
891.1789 942.2202

Minimum: -1.5

Maximum: 5.0 15.0 50.0

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

447.0923 447.0927 -0.4 -0.9 12.5 221.9 0.252 77.70 C21 H19 011
447.0869 5.4 12.1 21.5 223.3 1.696 18.34 C28 H15 06

447.0986 -6.3 -14.1 3.5 224.9 3.230 3.96

Cl4 H23 016
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COL31
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COMPOUND NO. $13 (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

108 formula(e) evaluated with 3 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
447.0891 447.0927 -3.6 -8.1 12.5 68.2 0.112 89.39 C21 H19 011
447.0869 2.2 4.9 21.5 70.4 2.254 10.50 C28 H15 06

447.0834 5.7 12.7 -0.5 74.9 6.799 0.11 Cl0 H23 019
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Col 32

170125_AA_MPLC1_51b_NEG 20286 (16.907) 3: Diode Array
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