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Non-target screening — statistical sample comparison
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Intermediate solution - MassBank Converter GUI

Works in both directions (.cef > MassBank; MassBank - .cef) Spectral display for single CE

it o [o] & &)

Open files MassBank infomation MS-MS data
Convert MassBank to .cef fie | Required Parameter Value 10,0V -
8) Create MassBank input fie Vi Acceseion
v Tele 1000 L 1 1 1
> 7 CrestonDate
v Aythors Sescha Lege, Uni Tibingen 900 -
vl License CC-BY-SA
4 Copyright (C) Uni Tubingen, 2015 800 -
Publication Lege et 31 00t, PubMed D.
E Comment Reference standard 8 700 I
] W Name 2 é 600 -
= = - ] 5 v Compound class B
—— — 7| Formuls 2 500 -
{ V| Exactmass 2
| oseotes | | cosesaecane | - £ w0 i
v InChi « 300 |
InChi Key
Compounds Chemspider 200 -
[Swmezhe x| ¥  instruments Aglent 120 Infinty §HPLC; Aglent 6550 QTOF
| am— 71 instrument type LC-ESLOTOF 100 E
H V| MSType us2 " A
¥  lonization mode POSITIVE 0 T T T T
Colision energy 10.0V, 20.0V, 0.0V 0 50 100 150 200
v Precursor miz miz
I Precursor type
7| MoFie - - : - : - Add Product ions from clipboard
1 Accurate mass = Exact mass | Mass error Absolute Relative Annotation
[ppm] abundance abundance Decimal seperator:
|44 0287 440485 1793 137 1 -
|46.0847 460551 847 s8s17 531 Column seperator
a 46.1014 78 1
Meta-data included from xIs- w205 % : || e
. {46 2820 70 1
schema, imported from e & X
a 55,0538 $50542  -1072 78 1
ChemSpider, and/or manually o som o s : Productons fiter
. 57,0697 570899 403 205 2 b abeokte BOGRJSRCE: °
edItEd (120325 720918 1013 % 1
720445 720444 1 8s8s7 808 M relative abuidance: °
(72,0808 720034 4896 54 1
JSMH Lo A Keep only annotated ions.
(77.0381 770388 S84 59 1
{89 0382 890386 483 & 1
l96.9603 122 1 . Apply | [ Applyto an compounds
= ! |« it )
- = Save as template | | Open template Apply 1o a8
[~mamwwu] | Delete compound
e Chemspider Token: - . - . .
[ convensea | o Fragment list, filtering options, and paste functions
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Intermediate solution - MassBank Converter GUI

Individual data files for each CE are generated

| AGDOD442 - Notepad
File Edit Format View Help

IWCCESSION: AGO00441, AGO00442, AG000443
RECORD_TITLE: Chlorotoluron, QTOF, CE=10,20,40v
DATE: 20150820

AUTHORS: Sascha Lege, Uni Tibingen

LICENSE: CC-BY-5A

COPYRIGHT: (C) Uni Tidbingen, 2015
PUBLICATION: Lege et al DOI:, PubMed ID:....
COMMENT: Reference standard

CH$NAME: Chlortoluron

CH$COMPOUND_CLASS: Pesticide

CH$FORMULA: C1OH13CTN20

QST B0 Generate customized output format

CHY$IUPAC: INChI=1/C10H13CIN20,/cl-7-4-5-B(6-9(7)11)12-10(14)13(2)3/h4-6H,1-3H3,(H,12,14)

SR from MassHunter to FOR-IDENT;

ACSINSTRUMENT: agilent 1290 Infinity II HPLC; Agilent 6550 QTOF
ACSINSTRUMENT_TYPE: LC-ESI-QTOF

ACSMASS_SPECTROMETRY: M5_TYPE MS2
ACSMASS_SPECTROMETRY: ION_MODE POSITIVE use same fOrl | lat tO generate n lport
ACSMASS_SPECTROMETRY: COLLISION_ENERGY 20.0V

MS$FOCUSED_ION: PRECURSOR_M/Z 213.0789 .

MS$FOCUSED_TON: PRECURSOR_TYPE [M+H1+ flle (_Cef)

MS$DATA_PROCESSING: IGNORE_PEAK abs.int. < 5
PKINUM_PEAK: 29
PKSPEAK: m/z int. rel.int.

42.0332 139 1

44,0493 1153 7

46.0648 81039 509

47.0684 126 1

72.0446 159015 999
113 1

72.3945 100 1
72.4326 113 1
72.9377 99 1
73.0480 181 1
77.0387 437 3
96.9601 404 3
101.9389 131 1
104.0494 656 4
105.0574 85 1
109.9647 85 1
113.0148 396 2
125.0144 795 5
132.0433 305 2
133.0515 368 2
137.9637 84 1
140.0260 9355 59

213.0784 3833 24
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