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Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM [/ DBE: min = -1.5, max = 100.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

8 formula(e) evaluated with 1 results within limits (up to 20 closest results for each mass)
Elements Used:

C:20-35 H:40-55 0O:0-5 Na:1-1

05-8-17-18 31 (0.512) Cm (1:60)

TOF MS ES+
9.72e+003
10 449.3756
%
450.3788
4513684 453.1786
443.2960 445 2611 447.4193 4553281 456.3430 4591718 461.4512 "
m
444.0 446.0 448.0 450.0 452.0 454.0 456.0 458.0 460.0 462.0

Minimum: -1.5
Maximum: 5.0 5.0 100.0
Mass Calc. Mass mDa EEM DEE i=-FIT i=-FIT (Norm) Formula
449.375¢6 449.3759 -0.3 -0.7 5.5 462.3 0.0 C30 HS50 O Na

Mass spectrum of lupeol
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Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = -1.5, max = 100.0

Element prediction: Off B, Byt Pyl pt
Number of isotope peaks used for i-FIT = 3 P o - I e,

LS \ o . .
Monoisotopic Mass, Even Electron lons A L S

13 formula(e) evaluated with 1 results within limits (up to 20 closest results for each mass)
Elements Used:

C:50-55 H:70-75 N:0-5 0:0-5 Na:0-1

05-3-B-29-42 53 (1.755) Cm (1:61)

TOF MS ES+
1.65¢+005
10 8935530
894.5562
%
895.5503
. g87.5700 088-5600 891.4988 896.5621 837.5646 oo 5266 __901.1965901.6452 903.2147 o
S -L o NN - L. . .- S WSS WSSt Nt Suutby AN - - -7 B e e
88.0 890.0 892.0 894.0 896.0 898.0 900.0 a02.0 904

Minimum: -1.5
Maximum: 5.0 5.0 100.0
Mass Calc. Mass mDa FEPM DBE i=-FIT i-FIT (Norm) Formula
893.5530 893.5557 =-2.7 =-3.0 20.5 361.3 0.0 C55 H74 N4 05 HNa

Mass spectrum of phaeophytin a
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Analysis NameSVS9FRF 1790000
Method: FLAGMD
Sample Ma Default
Analysis Infno column BLANK NO IMIECTION

Instrume LC-MSD-Trap-WL
Operator: Operator

Print Da 2014009 03:34:38
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e
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02
|84 7T
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