School of Chemistry Mass Spectrometry Service

-

SamplelD bppCOOEOLA Submitter Izar Capel
Sample Description o
Analysis Name D:\Data\malcolmhalcrow\cmic\bppCOOEOLA_239828 GE4_01_47123.d Supervisor Malcolm Halcrow .-
Method 3a_AccMass_Loop_Positive.m Acquisition Date 12/06/2018 17:43:39
Instrument maxXis impact Source Type ESI lon Polarity Positive Scan Begin 50 m/z Scan End 1500 m/z
Intenséz BPC 49.0000-1500.0000 +All MS Summary of Results
x1097
3] 1 Name RT BPC Area(%) UV Area(%) Confirm Formula Results
2_ Cmpd1,1.0min 1.04 no uv
E Cmpd2,1.1min 1.10 no uv
13 2
OE T T T T T T T T T T T
0.6 0.8 1.0 1.2 14 Time [min]
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Cmpd 1, 1.0 min

Intens. 1

+MS, 1.0-1.1min #60-64, -Peak Bkgrnd

!
x106_ CAUTION!
| Too intense, dilute sample
i 1+
25 488.1445
CAUTION!
20 Too intense, dilute sample
1.5
1.0
0.5+
225.1962
288.1448 413.2260
337.1769 ’ 997.2589
0.0 T T . l } l T L 1 R " i T T T t = Y T T T T
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In;%%_ CAUTIONI +MS, 1.0-1.1min #60-64, -Peak Bkgrnd|  Confirm/Find Formula Results
] The section below shows the results of formula calculation. If an expected formula was provided and found these are the
5] 4881;445 results that are listed. If no formula was provided or no matches were found the system has attempted to determine the
T ' formula constrained by the parameters listed to the left
: CAUTION!
1 Too |ntense, dilute sample .
1 P Cmpd 1, 1.0 min
2.0
] 4891(;456 Meas. m/z lonFormula z m/z err[mDa] err[ppm] mSigma Score Sum Formula Adduct
1 489.145575  C31H17N60O 1+ 489.145836 0.3 0.5 204 100.00 C31H16N60 M+H
154 C30H2IN205 1+ 489.144498 1.1 2.2 320 50.36 C30H20N205 M+H
o C31H17N60 1+ 489.145836 0.3 0.5 204 100.00 C31H13N50 M+NH4
1 C30H2IN205 1+ 489.144498 1.1 2.2 320 50.36 C30H17NO5 M+NH4
i C33H22NaO3 1+ 489.146115 0.5 1.1 19.8 100.00 C33H2203 M+Na
1.0- C31H23Na203 1+ 489.143710 -1.9 -3.8 30.6 100.00 C31H2403 M+Na2-H
] 1+
i 490.1409
0.5
J 1+
] 491.1422
0.0~ : L, . A - . ;
488 490 492 m/z
Smart Formula Parameter Value
Expected Formula
Adducts Considered M+H M+NH4 M+Na M+K
M+Na2-H 2M+H 2M+Na
Smart Formula Search Parameters
CHNO and adducts considered
implicitly
Formula Search Minimum
Formula Search Maximum
Algorithm Parameters
Tolerance 4 ppm
Match to Isotope Pattern(mSigma) 40
Electron Configuration even
Estimate No of Carbons yes
Filter by H/C Ratio 0<H/C<3
Number of Double Bonds & Rings 0< rings&DB < 80
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Cmpd 2, 1.1 min

Intens. +MS, 1.1-1.2min #64-70, -Peak Bkgrnd
X105
1+
| 4881427
3_
2_
1 -
590.0666 658.0543
157.0825 225.1962 ﬂ 997.2601
0 . 1 . | | L l NY WY L ™ . . ! . , . i
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Intens, | +MS, 1.1-1.2min #64-70, -Peak Bkgrnd|  Confirm/Find Formula Results
x104_ 1+
| 4881427
1 formula constrained by the parameters listed to the left
37 Cmpd 2, 1.1 min
1 Meas. m/z  lon Formula z m/z
1 488.142655 C21H22N509 1+ 488.141204
1 C22H18N905 1+ 488.142541
21 C21H22N509 1+ 488.141204
1 C22H18N905 1+ 488.142541
1 C24H23N3Na07 1+ 488.142821
| C22H23KN704 1+ 488.144310
| 1+ C21H27KN308 1+ 488.142973
14 489.1451 C18HI9KN1302 1+ 488.141625
| C27H24NNa205 1+ 488.144438
_ 1+
490.1411
| "
1 491.1422
R L v S L L S
487 488 489 490 491 miz
Smart Formula Parameter Value

Expected Formula
Adducts Considered

Smart Formula Search Parameters
CHNO and adducts considered
implicitly

Formula Search Minimum
Formula Search Maximum

Algorithm Parameters

Tolerance

Match to Isotope Pattern(mSigma)
Electron Configuration

Estimate No of Carbons

Filter by H/C Ratio

Number of Double Bonds & Rings

M+H M+NH4 M+Na M+K
M+Na2-H 2M+H 2M+Na

err [mDa]
-15
0.1
-15
0.1
0.2
17
0.3
-1.0
18

4 ppm

40

even

yes

0<H/IC<3

0< rings&DB < 80

err [ppm]
-3.0
0.2
-3.0
0.2
0.3
3.4
0.7
2.1
37

mSigma
33.0

38.7

33.0

38.7

32.7

4.2

8.2

8.2

36.5

Score
75.74
100.00
75.74
100.00
100.00
50.04
100.00
69.34
86.07

Sum Formula
C21H21N509
C22H17N905
C21H18N409
C22H14N805
C24H23N307
C22H23N704
C21H27N308
C18H19N1302
C27H25N05

The section below shows the results of formula calculation. If an expected formula was provided and found these are the
results that are listed. If no formula was provided or no matches were found the system has attempted to determine the

Adduct
M+H
M+H
M+NH4
M+NH4
M+Na
M+K
M+K
M+K
M+Na2-H
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