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HILIC- Detected Masses |DE NT

P12 v [ J=
A B C D E
1 |Compoun Formula Mass RT CASID
2 224.0223 5.16
3 167.018 5.16
4 267.9731 5.18
5 443.2352 5.98
] 192.134 ]
7 485.2456 ]
8 266.1711 6.03
9 286.0748 6.05
10 231.1825 6.05

11 327.2252 6.06
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HILIC- STOFF-IDENT , Filesearch* IDENT

Startseite Wir Stellenangebote Ausschreibungen Kontakt Impressum

&
-
b=
=
z"}f
h"’lr;s?_ ot LN Umweltqualitat Wirtschafti Kommunen UmweltWissen Publikationen Veranstaltungen Presse Umwel
ER\ b
Themen A-Z  Abfall Allasten Anahytik/Stoffe Buden Energie Geologie Klima Lirm Luft Matur  Strahlung Wasser “

STOFF-IDENT Filesearch
lon species —
0 » STOFF-IDENT search help
rPm Manual STOFF-IDENT and RTI

W
Example file search

DragnDirop and select your files below...
Example MassHunter export file search

Example MarkerLynx Marker export file search

Example MarkerLynx results export file searche

(3 File search Example MarkerView export file search

Example ProFinder export file search

Example SIEVE export file search

...or select local files. ..

Example TraceFinder export file search

Example Unifi export file search

Source Lists
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HILIC- Results and Download IDENT

Filename [max.255)

mweltWissen Publikationen Veranstaltungen Presse UmJuSsilisRis

rgie Geologie Klima Larm Luft MNatur Strahlung Wasser

Include Sources?

_ Categﬂries

SelectDeselect all

Results File Search help cruciure found 101, 101 visible ¥

Target Target mass A mass STOFFIDENT-ID SMILES

+| Target identifier
| A mass
| CAS
7.0 4432374 0.0016 ¥| Name
14.0 487 2635 0.0011 | SMILES CN(C)elceo(cel)CO)(cTcec(ce... | bis[4-(dimethy
230 245 1169 0.0005 InChi CC{=0)Nc1c(Cn{C)n(-c2cccce... | M-{1,5-dimeth
InChi key
20.0 184 1148 -0.0006 QOCCOCCOCCOCCD 2-4{2-[2-(2-hyd
| IUPAC
350 297.2085 0.0002 CCC{D)C{CCNIC)CHclcooent... | B-(dimethylam_
+| Elemental formula
240 2311013 0.0005 | Monaisotopic mass Cclec(no1)C(=0)NMNCc1coocct MN*-benzyl-5-m
240 2311013 0.0005 logP CclofNC=0)c(=0)n(-c2cccoc2)... | M-(1,5-dimeth
[#llogD
+| Tonnage
MassBank

Additional names

Categories

Download Close
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HILIC- LogD Filter

IDENT

A B C D
el A Masse CAS

14 Sl generated 57 '0.0006  108-80-5

33 Sl generated 146 ~0.0003 1852-17-1

96 Sl generated 347 '0.0004 459-734

10 Sl generated 28 '0.0003

9 S| generated 28 '0.0003 826-36-8
30 Sl generated 144 '0.0002 826-35-8
16 S| generated 79 -0.0004 69-59-6

2 Sl generated 8 0.0002 143-24-8

E F
logD Mame

-1.1 1,3.5-trnazinane-2 4 6-trione

-1 perhydropyrnimidin-2-one

-1 ethyl glycinate
-0.3 2-[(dimethylamino)methyl]cyclc
-0.3 2-[[dimethylamino)methyl]cyclc
0.3 2,2 6 b-tetramethyl-4-piperidone
0.3 2.2 6 b-tetramethyl-4-piperidone
-0.3 xanthine
-0.1 tetraglyme

1
2
3
4
5
6 31 Sl generated 144 0.0002

7
g
9
10
11

5 5l generated 24 "0.0005 1672-58-R
12 26 S| generated 117 0.0008 7% e
13 7 Slgenerated 23 " O€\€
14 27 Sl generated 116 -0 Loud 818-61-1

0.11 N-Formyl-4-aminoantipyrin
0.12 MN-{dimethylinylsilyl}-1,1-dimetl
0.15 N-Acetyl-4-aminoantipyrin

0 22 2-hvdroxvethyl acrvlate
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Workflow non-target/ hidden-target Screening |DENT
nonpolar molecules (RPLC)

RPLC-MS
measurement

extracted features
via vendor software

accurate masses/formula and
retention time

STOFF-IDENT
“Molecular screening”

results
‘hidden targets’

Filter

logD via RTI

best match
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RPLC- Deteced Masses and retention time IDENT
- BE9- - QFH I~

Home Insert Page Layout Formulas Data Review View #
File Hi View !

- ¥ cu B ;E:;Fv Calibri 11 Ay = g[%] 5./-,,. Siv _
L - F‘a;;te - Format Painter B 7 U-|iE-|[&-4A- EES|EE H =V
% a Clipboard ] Font a Alignment
F'ajte J = 028 - P | == @ i
Clipboar - £ ER— E F S gnment
1 substance name  rt1 nm2 3 logD
C10 2
3
A4 Mefformin 169 092 F
1 |identifie s Chloridazon 236 1.11 3
6 Carbetamide 250 165
2 7 Monuron 255 1.93
3 8  Metobromuron 275 224
1 L2 Chlorbromuron  29.0 2.85
10 Metconazole 299 359
5 11 Diazinon 319 419
: 12 Quinoxyfen 342 498
13 Fenofibrate 351 528
39 14

H4r M| ta®

A

4 4 » M| targets | calibration %3
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RPLC- STOFF-IDENT ,,molecular screening“ | D E NT

Startseite Wir Stellenangebote Ausschreibungen Kontakt Impressum & E

& %
- L]
Startseite Wir 1l ¢ Ausschreib Kontakt ; ‘;
0’9’ 5 Ii-;' E
N 3
E ’\ z‘p'f;' jf‘-
% A, o L ELE Umweltqualitat Wirtschaft Kommunen
"’w’?ﬁg Themen ITEEGTENTETRRNT S l(‘??'E H\Um .

Themen AZ Abfal Alasten Anz Themen A-Z Abfall Altlasten Analyti/'Stoffe @ Boden E

STOFF-IDENT Molecular screening
STOFF-IDENT Molecular screening (suspected targ

Collapse 4 Search

3

N ! Collapse Search Ll &

D wvalue is directly used.
5 pH
ase columns with logD values < 0.35. The calculated logD
lon species
+0 3 il
ersed phase columns which have logD values > 4.00. The
Stationary phase
ppm
c18
DragnDrap and select vo 5 w tracting one logD value (-1)..
lon species
+0 W
Stationary phase
Source Lists c1a w
¥ SelectiDeseledt all DragnDrop and select your files below
¥ sUMS
| NORMAN

Search history
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RPLC- Results and Download |DENT

Results Search content He|p found 35, J5visible T ®* Fixed Co

Target Rt pH dep Score Best Target mass A mass RTI
W

Unknown % 236 e [ ] 164.0950 0.0099 827

Unknown 236 ) ] 1640950 0.0252 827

Unknown 236 ] [ 1640950 0.0252 827

Please note:

® Green indicates neutral molecules with logD values between 0.35 - 4.00. The calculated logD value is directly used.

Yellow indicates neutral molecules but they are in the lower hydrophobicity of reversed phase columns with logD values < 0.35. The calculated logD
value is corrected by substracting one logD value (-1).

® Purple indicates neutral molecules but they are in the higher hydrophobicity range of reversed phase columns which have logD values > 4.00. The
calculated logD value is corrected by adding one logD value (+1).

® Blue indicates negatively charged molecules. The calculated logD value is corrected by substracting one logD value (-1)..

® Red indicates positively charged molecules. The calculated logD value is directly used.

10
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RPLC- Results and Download |DENT

found 35, 35 visible T £ ® Fixed Columns I

Target Rt Score Best logD DB logD RTI MlogD (RTI-DB)
“

Unknown 236 s [ ] 0.09 1.1 1.02

Unknown % 236 ] e 3.73 1.11 -2.62

Unknown % 236 ] e 3.73 1.11 -2.62

Please note:

® Green indicates neutral molecules with logD values between 0.35 - 4.00. The calculated logD value is directly used.

Yellow indicates neutral molecules but they are in the lower hydrophobicity of reversed phase columns with logD values < 0.35. The calculated logD
value is corrected by substracting one logD value (-1).

® Purple indicates neutral molecules but they are in the higher hydrophobicity range of reversed phase columns which have logD values > 4.00. The
calculated logD value is corrected by adding one logD value (+1).

® Blue indicates negatively charged molecules. The calculated logD value is corrected by substracting one logD value (-1)..

® Red indicates positively charged molecules. The calculated logD value is directly used.

11
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RPLC- Results and Download |DENT

I Results found 35, 35 visible ¥ & m Fixed Columns | [

Target Rt pH dep Score Best adj. logD RTI A logD (adj-DB) MName =
W

Unknown Y 236 L —— ® 0.1 0.02 2,587, 10-tetraoxaundecane =

Unknown 236 » E— 1.11 -2 62 B-tert-butyl-m-cresol

Unknown % 236 L) [ 1.11 -2.62 2-tert-butyl-p-cresol

Please note:

® Green indicates neutral molecules with logD values between 0.35 - 4.00. The calculated logD value is directly used.

Yellow indicates neutral molecules but they are in the lower hydrophobicity of reversed phase columns with logD values < 0.35. The calculated logD
value is corrected by substracting one logD value (-1).

® Purple indicates neutral molecules but they are in the higher hydrophobicity range of reversed phase columns which have logD values > 4.00. The
calculated logD value is corrected by adding one logD value (+1).

® Blue indicates negatively charged molecules. The calculated logD value is corrected by substracting one logD value (-1)..

® Red indicates positively charged molecules. The calculated logD value is directly used.

12
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RPLC- Results- Score Proposed Best match IDENT
and Download EEkEE

| Filename (max.255)

|
| | results xls

[ |Include Sources? . . .
Results Search content Categories found 35, 1 visible v # Fixed Columns |:u

[ ] Select'Deselect all

Target Rt pH

Mame
|v| pH dependency

[#] Target identifier
[+ Best match

v Monoisaotopic mass

Unknown Y 236 1A mass

|w| logD DB

[+ logD RTI

[ A logD (RTI-DB)
[ Adj. logD RTI

[w] A logD (Adj.-DB)
[ Structure

[ | STOFFIDENT-ID
¥ CcAS

0.02 2.5,7.10-tetraoxaundecane 4:

¥ Name
[v] SMILES
[1InChi

[ InChi key
[V IUPAC
|#| Elemental formula
[ 1logP

[1logD

|w] Tonnage

[IRTI

[ I MassBank

[ | Additional names

[ | Categories

| Download

13
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Workflow non-target/ hidden-target Screening |DENT

polar molecules (HILIC) and nonpolar molecules (RPLC)

HILIC-RP-ToF
measurement

Extracted Features via
vendor software

HILIC RPLC
very polar and polar region midpolar and apolar region

accurate mass/formula and

accurate mass/formula : .
retention time

STOFF-IDENT STOFF-IDENT
via “File Search” via “Molecular screening”

results
‘hidden targets’

results
‘hidden targets’

logD <0 . logD >0 logD via RTI
—= g

HILIC results Exclude best match

14



Open-Access Platform ,FOR-IDENT* FOR)

=»| Software of analytical hardware vendors I D E N T

a
v

Search via Excel FO R ) Fragment masses and

Single search files with mass transformation products
R IDENT
< > m?‘rag
l ‘/ | ‘/ STOFF-IDENT data In silico fragmentation
‘/ with only water
L relevant substances
--+ Browser / Web Application [—s| "€'¢V2 :‘/: 4l MassBank

as first filter.
Mass spectral Database

a / a

Pathway prediction

Search via Excel Using filtered data |___ systems
. Vi X . - g .
Sf'e|amh'¥rlua Excel fles with Mass with other databases like EAWAG BBD/PPS
Iteasrg\;l\gts ;nnadss targets, fragment and tools to develop (TP prediction)
T masses and i
a score and improve
re(Lesr;:]uonR t+r|r;e etontion fime P Further externals
g (using RTI) results. < »I Looking for and evaluating

further tools and databases




