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How Is Residue Screening Classified’-?—-. =x

= Targeted screening
— Selective acquisition &/or processing modes
— Well defined target list of analytes

= Non-targeted screening

— Non selective data acquisition method.
Acquired data can be used for

[
)—!j

o Checking for the presence of compounds from a I ,? : —
(large) library |

o Finding compound not present in the library,
maybe an unknown or new chemical structure.
Structural elucidation required
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Advantag es Of H R— M S screenin g ? THE SCIENCE OF WHAT'S POSSIBLE!"

= Over recent years use of high resolution mass spectrometry
has gained in popularity as a screening tool in the food and
environmental sector

v Ability to perform non-targeted analysis
v Ability to perform historical (retrospective) data review
v Ability to perform full spectral analysis

v Ability to screen for larger number of compounds and
adducts

v Increased specificity in complex matrices

v Elucidation of unknowns ?
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Current Guidelines for Pesticide, Analysis .
- Waters
(fOOd Safety) THE SCIENCE OF WHAT'S POSSIBLE."

= EU SANCO/12495/72011 (implemented Jan 2012)

 Guidance criteria for method validation and analytical quality
control (AQC)

* Primarily intended for official control of pesticide residues in food
and feeds

 Covers screening methods

* Industry benchmark for pesticide residue analysis

- and in the lack of specific guidelines within other areas of
residue analysis

UniFl

REPORT
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SANCO/12495/2011 — performan:
Criteria _1 THE SCIENCE OF WHAT'S POSSIBLE."

= Sensitivity in line with the relevant Regulatory limits
» MRLs / MRPLs / RCs / ALs / ADIs etc...

= Applicability of the screening method is defined by the false
non-compliant (positive) and false compliant (hegative) rates

= A low false negative rate is critical for screening assays to avoid missing
MRL violations

= Tolerance = 5% false negative rate

= A low false positive rate is important for screening assays to reduce costly
quant / confirmatory analysis

= Desirable = 5% false positive rate

= Mass accuracy tolerance = <5 ppm
= Mass resolution tolerance = =220k (FWHM)

= Retention time mandatory for confirmation PA G
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C h al I e n g es : | % THE SCIENCE D(F]W-Il-I-SSr-IESSIELE?

= One single chemical entity leads to multiple MS peaks, at the same

retention time e e i
— The parent ion

— Isotopes -

— Adducts .

— Fragments

= Multiple co-elutions in real samples ~

200

= Possible presence of isomers I R or il i T
Surface water MS data. 44829 peaks are detected

= Extremely complex data sets!

= Using only the exact mass / RT to determine to presence of a contaminant
may lead to too many false positives!

= Need to use isotopes, adducts, fragments... for compounds determination
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Introducing a new screening solution

for targeted and non-targeted analysis
using HR-MS
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O WATERS PESTICIDE SCREENING APPLICATION SOLUTION

™
Pesticide-Based

A comprehensive solution for high-throughpuf, S e o
mulfi-residue pesticides screening. Specifications

DisQuE™ Dispersive ACQUITY UPLC Xevo G2-S QTof UNIFI Scientific Library
Sample Preparation Kit |-Class System Accurate mass The ultimate
Fast, simple High resolution measurements reference resource
pesticide extractions separations of for precursor
trace analytes and product ions
PREPARATION SEPARATION DETECTION INTERPRETATION

The first comprehensive turnkey solution for routine screening
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O WATERS PESTICIDE SCREENING APPLICATION SOLUTION

A comprehensive solution for high-throughpuf,
mulfi-residue pesticides screening.

DisQuE™ Dispersive
Sample Preparation Kit

Fast, simple
pesticide extractions

PREPARATION

©2012 Waters Corporation
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\_

ACQUITY UPLC
|-Class System

High resolution
separations of
trace analytes

SEPARATION

\

Xevo G2-S QTof

Accurate mass
measurements
for precursor
and product ions

DETECTION

>

Uil

UNIFI Scientific Library

The ultimate
reference resource

INTERPRETATION
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HiéhiResqution Chromatographig;

THE SCIENCE OF WHAT'S POSSIBLE."

Separations: (Pw —3-4 s with 12 poi

= Complex separation

— A successful screening starts with the
chromatography

= Minimizing dispersion to enhance

chromatographic resolution and sensitivity

_ Butocarboxim Aldicarb
100- sulfoxide sulfoxide

HPLC
R, = 0.9

%

0.50 1.00 1.50 2.00
Butocarboxim Aldicarb
sulfoxide sulfoxide UPLC
R, =1.3

O B e a1 0T2)
©2012 Waters Cc 0.50 1.00 1.50 2.00 10
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O WATERS PESTICIDE SCREENING APPLICATION SOLUTION

S

~

A comprehensive solution for high-throughpuf,
mulfi-residue pesticides screening.

2 E
DisQuE™ Dispersive ACQUITY UPLC Xevo G2-S QTof UNIFI Scientific Library
Sample Preparation Kit |-Class System Accurate mass The ultimate
Fast, simple High resolution measurements reference resource
pesticide extractions separations of for precursor
trace analytes and product ions
PREPARATION SEPARATION \ DETECTION ) INTERPRETATION
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Xevo GZ S QTof

Xevo G2-S QTof

Accurate mass
measurements
for precursor
and product ions

DETECTION

©2012 Waters Corporation
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260.2014

Sensitivity gain with stepwave: — 10 X
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g 9 O WATERS PESTICIDE SCREENING APPLICATION SOLUTION

A comprehensive solution for high-throughpuf,
mulfi-residue pesticides screening.

DisQuE™ Dispersive ACQUITY UPLC Xevo G2-S QTof
Sample Preparation Kit |-Class System Acciirale mass
Fast, simple High resolution measurements
pesticide extractions separations of for precursor

trace analytes and product ions

PREPARATION SEPARATION DETECTION

©2012 Waters Corporation

Uil

UNIFI Scientific Library

The ultimate
reference resource

INTERPRETATION
\. g
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Data Treatment

Overview

H
Retention time [min]

Surface water MS data. 44829 peaks are
detected

14
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The software organises the data across all channels
iINnto components "
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The Component Approach

Waters

THE SCIENCE OF WHAT'S POSSIBLE."

IE-

206.1242
545.0218
376.9867
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259.1102
462.0824
328.0492
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1.53
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1220
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2363
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3294
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3842
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H*, Na*
H*, Na*
H+
H+
H+

Na*

The software organises the data across all channels

©2012 Waters Corporation

iINnto components

16



Data Processing Workflow

" Waters

THE SCIENCE OF WHAT'S POSSIBLE."

Raw Data

UNi~1

SCIENTIFIC INFORMATION SYSTEM

©2012 Waters Corporation

=
- Lomned

Components

ey
r
[ “Compenerts”

Ao
Application Software

Peak Detection

Isotopes
Adducts
Fragments (MSF)
Charge states
Multimers
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Scientific Library

" Waters

THE SCIENCE OF WHAT'S POSSIBLE."
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Com p rehenSive SCientifi C Li b rary THE SCIENCE OF WHAT'S POSSIBLE."

Waters

= Screening experiments are dependent on the quality of the libraries

= Libraries already available:

= Easy to input your data

= Critical information that is used for ID progéssw

R/
0‘0

R/
0‘0

R/
0‘0

R/
0‘0

R/
0‘0

R/
0‘0

R/
0‘0

R/
0‘0

R/
0‘0

R/
0‘0
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Over 2000 entries of which around 500 compounds contain method related. -
information (RT, m/z for precursor and fragment ions) e e

UNIFI can use Excel spreadsheets

1
7

comd®
LAET W“wd

ES
meﬂ“‘“‘ i m'ﬂ“ ‘i?@x a2

Name (chemical, common, marker residue defimyon)’m% ;:%%"m A T e
Chemical formula

Structure

Retention time

Accurate mass (precursor and product ions)
Fragment ion(s)

Isotopic patterns

Isotope intensity

Expected ion ratios

Theoretical spectra

19
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Data Review

" Waters

THE SCIENCE OF WHAT'S POSSIBLE."
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Data Review - W e
Two Key Workflows | e aiers

= Non-targeted workflow

¢ Obtain a summary of the identified compounds that are present (and
absent) and determine concentration

¢ Provide a list of all compounds that meet user criteria ( retention
time, accurate mass measurement of precursor and fragments,
adducts found, isotope ratios, user-defined limits)

¥ Provide a list of spurious results (e.g. RT & accurate mass
measurement shifted, isotope ratios questionable..)

Summary / Overview of the Results

Present & Absent. Compounds that need
Quantity. reviewing

©2012 Waters Corporation
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Review: Summary Page

" Waters
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(=] Vifaters LINIFL - ASMAS Pest QuanQual: Analysis Cernter

N e Welcome to UNIFL { é ASMS Pest QuanQual: An... X ‘

| search folders.. 2| | @

Workflow

@)
Workflow

Summary

O Batch Overview

an o

Review
' IDs with no flags - summary
= IDs with no flags - details

© IDs with no flags - quan
= IDs with flags - summary
' IDs with flags - details

= Excluded targets

N v (B

#' Administrator, UNIFT [Admi

©2012 Waters Corporation

—_———

Injection

%' Unknown in Red Pepper 2

Components |
4 N -
15184 C t | No data to display |
g R % 15184 = Total numberof
Review all components in this injection, .
. ) components found in
sample
( 33 Identified Components )
1." Review the identified components in this
injection,
Review...
( 5 446 Missing Components )
g Investigate the data for this injection.
Investigate...
L J
0 ®K
22



Data review for non-targeted analy: Wt -
Fragment ion identification arers

THE SCIENCE OF WHAT'S POSSIBLE."

‘- EES

| Review

£ Red Pepper Quan + Scre.. X Search folders...

Investigate Report

fa € | Review Results | st B Process ~ @ Edit ~ g Tools ~ e ~

| §? Unknown Red Pepper 1 Sample position: 1:28 | Replicate: 1 Hexazinone  Identified Components u &

Identified pesticides in the sample

| Workflow he

Workflow (]~

Summary Ttemn name: Unknown Red Pepper 1

' Batch Overview

= Result Summary

Review

© Blanks
| ' Standards
@ Identified Component Review
' Identified with Fragments

ra
g
"

—

1163

© Identified Without Fragments
~ Missing
= Unknown (Over Threshold)

# Hardy, David [Admih'i'g'

©2012 Waters Corporation

Intensity [Counts]

Dicrotophos 7.23

Chlortoluron

9.28

Metolachlor
5.09

Atrazine-desethyl
|

Fenpropimorph

45

T
6.5
Retention tim¥ [min]

Channel name: Integrated : Smoothed : Mass Chromatogra...

Hexazinane|

100
%

1-+

e | 1.32e+04

1+ Mass Chromatogram (22.7 PP...
—6.61

1.22e+03

T T
6.5 6.75
Retention time [min]

Compaonent name: Hexazinone

W 2e+05

17108746

Inte... [Counts

13006443

Item name: Unknown Red Pepper 1
253.16601

25416884 27514833
[ 26514218 [

1
140 180

MSE data

[n]
3
:
g
3
i
]
g
i

T
260 280

In name: Unknown Red Pepper 1~

17108775

L
a2
8

165.09090
A

130.06499
| |— 137.09652 ‘
L

L. [Counts]

28512232

T
140 160

280

%o oal
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Review: A
o . . : | Waters
Positively ldentified: Data Confirmation T

1

i *F and E Qual View 1

(] componentname 14 || | Expected RT (min) | Observed RT (min) | Mass emror (ppm) | Expected Fragments Count | Identified High Energy Fragments | Adducts | 1sotop
1 Atrazine 7.53 746 -142 2 2 +H i
20 szoxystrobin 847 844 -1.49 3 1 +H, +Na, +K
:3_ Chlortoluron 7.26 7.23 0.61 0 0 <H, +Na, +K
4 Dicrotophos 1 a1 a21 041 3 ][ ne ok ‘E
5  Diuron 7.7 7.64 0.05 1 1 <H, +Na
6 Fenpropimorph 1152 1163 1.0¢ 1 1 =+H
7 Hexazinone 6.63 6.60 1.80 2 2 +H, +Na, +K
8  Metolachlor 9.33 9.28 -216 2 2 +H, +Na, +K
- -

Chromatograms

Item name: Unknown in Red Pepper 2 adts ‘_ Item name: Unknown in Red Pepper 2 =
Channel name: Integrated : Smoothed : Mass Chrom.., =|| | Description: Unknown in Red Pepper
iDicmtophDsi ! 23ghf308 =l
421 =5 =
T a— ol £ Se+05
30000 a5
z il 3 206,13665
] 2
=7 =
z e Ca 19302560
g 2 11207553 297.13935
: . = sl ] | / 38TI4193 46716853 54517181
T T N T T T
5 10 15 = 100 200 200 400 500 =

& Administrator, UNIFI [Administratorn? : E®E 90 @R
_ = ——  ——— — =
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Review:
Positively Identified: Low & high energy,t

data for all adducts

" Waters

THE SCIENCE OF WHAT'S POSSIBLE."

8]~ &1 My wore

{ e Welcome to UNIFI éh ASMS Pest QuanQual: An... X ASMS Pest Master: Analy...

| Search folders.. - P| | | 0

Workflow

Summary
= Batch Overview

=) Result Summary

Review

0 IDs with no flags - summary
© IDs with no flags - details
) IDs with no flags - quan

0 IDs with flags - summary

0 IDs with flags - details

=) Excluded targets

©2012 Waters Corporation

' KOs [ Process ~ (O Edit > ¥ Tools ~ B | T rie ~

§2 Unknown in Red Pepper 2 Sample position: 1:40 | Replicate: 1| Metolachlor IDs with no flags - de... L:Ihe sample set is not found, modifications will only be saved to the analysisw 98

Item name: Unknown in Red Pepper 2

Channel name: Integrated : Smoothed : Mass Chromategram (22,7 PPM) :+ 2841406+ 285.1442+ 286.1379+ 287.1405+ 306.1224 +307.1249+ 3081197 +309.1211 + 322.0961 + 323.0995+ 324.0935+325.102...

Metolachlor
It
7 40000
5
(e}
2
,_":f ] L 1
T T U U U U U U T T
85 86 87 88 89 ] 9.1 9.2 93 94 95

Item name: Unknown in Red Pepper 2
Channel name: Smoothed : Mass Chromategram (22,7 PPM) :+252.1141 ; 2: TOF MSe (50-1000) 25-35€V ESI+

Int... [Counts]

T 1 T
96 9.7 9.8 99 10 101 102 10.3

T
8.5 8.6 8.7 8.8 89 9

Item name: Unknown in Red Pepper 2
Channel name: Smoothed : Mass Chromatogram (22,7 PPM) :+176.1428 ; 2; TOF MSe (50-1000) 25-35eV ESI+

1500 =0.29
A Low energy data: precursor ion
G T T T 1 1
al 92 a3 a4 9.5

T 1 T
96 9.7 9.8 9.9 10 101 102 10.3

— 4000 0,29
ﬂ - -
§ High energy data: fragment marker ion
E G T T T T T T T T 1 1 T T T T T T 1 T
86 87 88 &9 a a1 a3 93 24 9.5 96 a7 9.8 a9 10 101 10.2 103
Retention time [min]
% 0 ®x
1 | S T | [— 1
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Review:

Positively ldentified: Quantification Result Waters

THE SCIENCE OF WHAT'S POSSIBLE."

l 2 Welcome to UNIFI I A ASMS Pest QuanQual: An... X | [# ASMS Pest Master: Analy... l ISEWC’? folders...

‘ Review | Investigate Report

@ € | Review Results

‘ hgprmms'%Edh v &F Tools ~ B | (F File ~

| Workflow

§? Unknown in Red Pepper 2 | Sample position: 1:40 Replicate: 1 Diuron Quan View LThe sample set is not found, modifications will only be saved to the anaiysiq %9
Workflow mary ¥ *F and E Quan View 1 z T o | B
Summary (] Componentname |1 Expected RT (min) | Observed RT (min) | Calculated Concentration | Adducts | 12
© Batch Overview 1 Dicrotophos a11 a1 33543 <H, +Na, +K
LAt 2 Diuron 77 764 28357 +H, +Na
Ravie 3 Fenpropimergh 1152 1163 24786 +H
© IDs with no flags - summary —
: . 4 Hexazinone 663 6.60 25032 +H, +Na, +K H
5 Metolachior 933 9.28 29154 <H, +Na, +K
6 Monglinuron 7.00 6.94 27.839 +H
© IDs with flags - details 7 Sebuthylazine 836 8.26 30580 =+H
O Excluded targets | =
: 8 Simazine 648 645 28566 +H
i P— - —
romatograms ation Calibration =
Item name: Unknown in Red Pepper 2 = Component name: Diuron % RSD: 23.564
Channel name: Integrated : Smoothed : Mass Chromatogram (2... Equation: Y = -6.30e+003 + 1.58e+003"X R*2:0.994170
Diuron Weighting: 1/X
763
“é 10000
S o 2.5¢+05
&
-
b
=
T T T e LI L) T T T T T L) ] T ¥
5 10 15 - 2 50 75 100 125 150 175 200 225 250 g
% 0 ®Q
| M ——mml —ml

©2012 Waters Corporation
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Components with Flagged Values THE SCIENCE OF WHAT'S POSSIBLE™

vl 5] My Work ‘ e Welcome to UNIFI é,a ASMS Pest QuanQual: An... X ASMS Pest Master: Analy... l |S'earch folders... p| | O @'

Investigate Report

¢ < | Review Results

' Wity ) Process ~ @ edit v ¥ Tools ~ B | [ File ~
Worlkflow i d §2 Unknown in Red Pepper 2 Sample position: 1:40 | Replicate: 1| Cyanazine Limits view L:I'he sample set is not found, modifications will only be saved to the analysisw 998

Workflow *F and E Qual View 1

s“mmar’ [:I Component name |E|Mass arror (ppm) | Expected Fragments Count Identified High Energy Fragments Adducts | Isotope Match MzRMSPPM | Isctope Match IntensityRMSPercent | betector counts L=
O Batch Overview 8 Sebuthylazine 173 0 0 +H 1.4 046 513
(o] 4
b=l iy 9% Atrazine-desethyl 0.0 2 1 +H k3 20,04 118
Review

10 Buprofezin 0.55 1 0 =H, +Na, +K 0.4 151 457
© IDs with no flags - summary ]T a
- 2 : Chiertel 0.61 0 0 +H, +Na, +K 5.78 89
= IDs with no flags - details S ket ! - N LR
o IDs with no flags - quan 12 % cyanazine 061 1 1 +H +Na

B (YN YRS - -
. |
@ IDs with flags - details

Warning that a measurement is out

o Bxcluded targets Chromategrams

i ; _ of tolerance and allows the analyst
Item name: Unknown in Red Pepper 2 .
Channel name: Integrated : Smoothed : Mass Chromatogram (22.7... iption: to review th e d ata manu al Iy
[Cyanazine| .
N &z 24109645
i 2 21015656 214.08507
5 5000 ‘| L S |‘r g 378.33128 :?31.94954 32812058 243.[?9355
D (w] 0 T + T T 1 : T T T * T T
| 25 5 75 10 125 15 210 215 220 225 230 235 240 245 250
Item name: Unknown in Red Pepper 2 X Item name: Unknown in Red Papper 2
Channel nare: Smoothed : Mass Chromatogram (22.7 PPM) :+214..., Description: Unknown in Red Pepper
w300 -6.23 i 21118010 51408483
s - i 225.19653 24613342
2 1 071 ¥ 361 546 Ls.sz 027 1455, 3 : | | lk | 23315308 |
0 e - - - T T T T T T T T T
o5 H 75 0 125 15 210 215 220 225 230 235 240 245 250
Retention time [min] mfz

% @ ®K
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Looking for Unknown Compounds

Supporting Software Tools
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Managing the Unidentified - e
Candidate List | aters

THE SCIENCE OF WHAT'S POSSIBLE."

5 Waters UNIFI - ERA 20 Quan.
IR i - T vy v
|E§e_\;_lew Investigate Report

i 4 | Review Results

2 Welcome to UNIFI A ERA 20 Quan + Screem: A.. X

| Injections and Components ©
jections
[:I Mame

§? Unknown Red Pepper 1 Sample position: 1:28 | Replicate: 1 Acetamiprid | My new view

| Type | Acqguisition status Limit status Sampl Item name: Unknown Red Pepper 1 Injections:
1 UniownRedPepperl 47 Complete s |Unknown -
T S % Candidate Mass 256.3009
2 Unknown Red Pepper 2 ﬂ? Complete A Aefl [Componem:: ]
Il Show All -

Unidentified
candidates: | Contdt s 8473575
15,657 ¥

7.56
Candidate Mass 435.2907
/
156 & 66
Candidate Mass 321.1310 Hexazinone o Eas
o Candidate Mass 624.3739
!
5 6 7 & a 10 bEE: 12 13
Retention time [min]
Components (Unknown Red Peppert Courit:'l_:ﬂ-
[] status | name 2a | Form
. _ Item name: Unknown Red Pepper 1 # X Item name: Unknown Red Pepper 1
2 E-Dichlorbe d CTHSCIZND
€  26-Dichlorbenzami Channel name: Integrated : Smosthed : Mass Chromatogram (22.7 PPM} :+22... Description: Unknown Red Pepper 1
@ 345 Trimethacarb C11H15MO2 " 20712785
g
@  3-Hydroxycarbofuren C12H15NO4 g
2 247.13028
% Acephate CAH10NO3PS = 3 50405
= 1000 . AR | of 56317345
Acephate CAH10NO3PS
(-2} epl . N = % | I i 31?.18068 542.24381—” { ?35.25353
B ceampra 7 [ R e e . .
£ 750 475 g 100 200 200 400 500 600
€  Acbenzolar-S-methyl CBHEN2OS2 §
el Item name: Unknown Red Pepper 1
O  aden C12H1ac50sPs %“ 500 Description: Unknown Red Pepper 1
[x] Alachior C14HZOCINOZ % = 38514627
Alanycart C17H25M30452 = E
iy o s 250-] g 500004 16509086
11 Aldicarb CTH14NZ025 e 85.02795
.- o l i i 17005958 30013338 39409095
12 @ Adicarb sulfone CIH14NZO45 o] - Peptimninsn, E ol gl (i £ 564.17593
o T T T T T T T T T T T T
13 @  Aldicarb sulfoxide CTHL4NZ035 25 5 75 10 125 15 100 200 200 400 500 600 _ =
B ! 2o e Appl t
M Allethrin 1947603 Retention time;[min] miz L =

2" Administrator, UNIFI '[Ad.m‘i'ﬁstrator

%o ®@x
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: : AW,
Data Review A Wi ]
Two Key Workflows | e aters

Unknown Components

Eilter Data:
Halogen searching, Neutral loss, mass defect

filter...
Elucidate Structure

Binary Compare:
Sample A versus Sample B Add to Scientific Library

Statistical Review

m 15 500 Unknowns!!

¢ Reduce the unknown component list - use of filters (halogen, neutral
loss, mass defect filters...), sample comparison, statistical analysis

¥ Elucidate structure seamlessly — Full Toolset integrated into UNIFI

¢ Potential to automatically add IDed unknown to the Scientific Library

©2012 Waters Corporation 30
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" Waters

THE SCIENCE OF WHAT'S POSSIBLE."

Looking for Unknown Components...?

...Use a Filter Approach

Category Navigation

Discover

Home

Halogen Match Search Settings
Neutral Loss Search Settings

Mass Defect Search Settings
Common Fragment Search Settings
Elemental Composition Settings

31



Candidate list has been reduced

from 15,000 to 50 by using haleg

filtering

a Waters UN"’:I’j ERA

- - H ] My Work 2 Welcome to UNIFI

|F_5e_g_1_e\_|y Investigate Report

é ERA 20 Quan + Screen: A.. *

" Waters

THE SCIENCE OF WHAT'S POSSIBLE."

|TS'ean:h folders...

i 4 | Review Results

jections and Compeonents ©

Injections

| Acquisition status

Limit status

Component Plot =

Sampl

47 complete
ﬂ? Coemplete

Ly

ik

Unidentified
candidates:
50!

Item name: Unknown Red Pepper 1

429
Candidate Mass 445.2045

4
Candidate Mass 371.1462

| ity B Process > G cait > ¥ Tools ~ B | (e ~

Filter Data

8.67
Candidate Mass 329.0041

| 867
Candidate Mass 250.9995

7.53
Candidate Mass 833.3165

w by Retention Time [z

Injections:

[unknmn ']
Components:

[ ign level halogen ]

T T
53 ] 6.5

T T
7 75 8 83 9 9.5

Retention time [min]

T
10 105 11

] st | Mame
g @  Candidate Mass 903.2617
9 ©  Candidate Mass 803.2529
0 @  Candidate Mass 8333165
1 ©  Candidate Mass 9012207
iz &  Candidate Mass 348.5890
|57 ©  cangoatemass 2508985
14 @  Candidate Mass 329.0041
5 ©  Candidate Mass 3509857
160 ©  Candidate Mass 327.0071
T ©  Candidate Mass 638.8061
18 ©  Candidate Mass 627.7974
15 ®  Candidate Mass 5812530
0 ©  Candidate Mass 252.1143

Candidate Mase 9679884

| Mo data to display.

Item name: Unknown Red Pepper 1
Description: Unknown Red Pepper 1
— 229.00407
£
3
2 2e+05 62437152
= ?5‘}'985?3 82938754
: 250.99951 4550882
g 17490146 | 63146634 53030081
E P I A A 0 b |
T ) T T
l 200 400 £00 1000
Item name: Unknown Red Pepper 1
Description: Unknown Red Pepper 1
¥ 25e-05] ~9BgE33
= 39511678
: 203.12249
g W |’ 55716812 829.38660
£ Py PR U T A PIAFIT - -
T f T T T
200 400 £00 1000
e

%0 ®a
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Searching external libraries in the
elucidation Toolset
Online search MassBank

" Waters

THE SCIENCE OF WHAT'S POSSIBLE."

Workflow

Workflow

Summary

© Batch Overview

Review

Identified - Summary compare
Identified - Details

Identified - Across All Samples

Quantification

@ O 0 0 O

Unknown Components Plot
#  Elucidation Toolset -

W Screening_070

[«

Item name: Screening_070 Channel name: Low energy : Time 3.5852 +/- 0.01... ~
Description: Mordgraben

1.07e7
167 232,10835
o 7.5261
=
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8 g O WATERS PESTICIDE SCREENING APPLICATION SOLUTION
P Summary

= Waters has introduced the new Pesticide Application Screening
Solution

— Chemistries: pesticide-specific installation specs, sample prep,
columns

— Hardware: ACQUITY UPLC I-Class, Xevo G2-S Qtof MS

— Software: UNIFI — IntelliStart, experimental LC and MS methods ,
scientific library, customised screening reports

= Support routine analysis of food safety and environmental
screening: pesticides, ....

= The pesticide solution is flexible: can be modified & adapted

= Tools to help you meet the regulatory requirements for routine
accurate mass screening _ _ _ _
v The most comprehensive routine application

solution for food and environmental screening
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