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1 SCIEX OS Software OBl E
1.1 SCIEX OS Software Qi2gh, FH—1>
SCIEX OS Software /R—ABEIE. X7 3> KD SCIEX OS Zic#Hd &, TRA

DESREEER CRRENET. o
HEERROD) \— RO TP OBRERRT S (27 —F2) L (6) ] FELORF -9 (7 o
D DERY) ZERT D EMEFT .
Projects
©
0 SC|E>< OS Queue
Acquisition Processing Management

Configuration

R\ Explorer

I@i Analytics ﬁ

L] N
o— MS Check

1
h1] LC Method - i- MarkerView Ej Library
:’ MS Tune Event Log

MS Method Direct Control

AF—A X)L
SCIEX OS Software R—/ABEEDIBK

e Acquisition : E=EHE, BEAVY R, NyFEEKRSE. T—FEEICETD
BERE.

o Processing : . EEfF#MHT. S1IJS5U—RRICEADIMFTICETZIT—F
fRMIEBE. (MarkerView, Molecule Profiler (A>3 H4EET )

e Management : #2005/ JSU—EE, 1Y -EREZTOIIVR—

A NHEBE,
o A7 —45 X))l (Status Panel) : S X AHIHERIER. 20> 3 — Aoy
NiREESHET .

> Rk 71y (BR) FRMEAEEY DR 320> 3 — My
heLTEATEEY (BX).

*  SATCCAOEAKRRT. BRMABRRDET . (£K : MarkerView, Molecule Profiler 72 &)
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1.2 SCIEX OS Software TDO# 1 (Acquisition) D9—oJ0—

SCIEX OS ZRAWzHT(d. RIEDDH (Acquisition) OEIEEZERL T —FEBUSZITVE T,
TREDHETOEHFTNERNZERLLULTVET,

S AT LF TV IDEN
(MS check, MS tune)

1

&

MS Tune

AV ROAERK
(LC BT MS)

hﬁ LC Method

EE DT ORI
Batch & U\ Queue

LC, MS S X5 LADAEPHER

BT B RT LD PCADIZEHER. MS S 25/, A

SATFLFIVY
MS check. MS tune. MS XKD > >4 — IR

LC Method {Eh%

A9 2 HPLC ™4~ (conventional, Analytical,
MicroLC, nanoLC) . BEBHERRK. ST > SEFfE - Af.
FA—-rP2TS—BE - %E. WS LA-T>DRE.
UV/PDA ODF&TE

MS method DER%

A A>IRAS AT : TwinSpray (ESI &3 U\(& APCI).
OptiFlow (micro flow &23U\(& nano flow). Zdfit

Ay RGAT : TOF MS. TOF MSMS. IDA (DDA).
SWATH (DIA). MRMHR

Batch D{ER%

Batch #ER%753% : FAS. Quick Batch, Plate Layout,
Auto Calibrate. Batch @ submit

Queue DE=H—

DD T IV A LEZHS — BT - BT OEI TR,
DT - BATREERODHERR
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2 RIERID#E(RE
DIEBIILT BICHIZ0. BHIOEFEITO TR, COETE, REREBZIECRHUET.

2.1 EAIHHREDER -

BIEFIDOEFEE LT, MS & LC 73 EER T D EIIHERORIR e E O 21T\
ia_o

@ /R—AEBMEKD [Configuration] Z:#ERL. Z£DIEEKD Devices ZEIRLFE T,

@ MS X7 L (X500 QTOF) & LC=RF A (I : Exion LC) O [Acitivel Z&RU. EiE L
EBRTZ(ERT —H X/ HRILRD ZERUE T, E&iiand L. (CEDD
7. ERCHEN GO ITHBE(L Fail (R) BMERESNFT,

o ~ Configuration

Devices

Devices > Devices
Projects ExionlLC V| Activate

Type Subdevices

Print Templates

LIMS Communication

General

Last Modified
9/22/2025

X500 QTOF

User Management Integrated System Low Pressure Gradient
Autosampler
Queue ExionlC Column Oven
| Shimadzu System Contraller

Calibrant Delivery System

X500 QTOF
Sciex

o - Last Modified
Service and Support \ 10/24/2025

Software Updates

CAC

About

Direct Control

Data Acquisition

> RATFT—HRAITA D TIRENERTEET,
© 7K€ : Running — BIES
£ : Standby — IF&
B 5 Fail - EEREEERLT RS0,
> ZF—HR)RIATE, FRAZDEIY ~ GROT . A— ~o>

TS5—. WS LA —T>%) (CDVWTIRRAEZHERTEET, x 10)
> LCT/I\ARAD . [Direct Device Control] ZiEIRT D&, LC SR IRt )

FLABEARZHETICENTEET, sHHlERIMOMRER Z 5B <

ZE0N,

® Configuration DEEFE LD @ ZERLCEEmEZRHECET .
% [Configuration] MDZDMDELTE (FRIRDHEERZZSBIZE0N,
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2.2 BHENhREDIRNHED

KEDA 2T —IN5 MS KEDIREZHR TEET T . BRREUTD
KIEEDOTVEYT,

wo ||V ith | A

i CER HIE R Ready | MIETF Fault

2.3 v UTL—>3 VEROESR

S X7 LHERR (MS check) YR DBEEIRIEEEE (Auto Calibrate) (CfERT DIFEERDES -
ERZITVE T, HEBEIEME(CHD. Calibrant Delivery System [CDS] (C3@ LTz PP R NLICEREE
3R LUET,

> EEMNIRNLOEE : 1 () - Positive B. 2 (/) - Negative
> MRMLZEATIREFEZEALUTTS,.

@ AAREEDIRNNLADFUTL—2 3 VEROKREZEMELTFSU,
> KREERBLOD 1/3BEULEHDIDNEXRLINTT,
> BREBFBROEFENVIZVNGEEERNLZERDI U THIEL TR,

>  TFEOEMEERSRRNUE TOFFMDMIFIDZLETEFT,

*  ARMNLADFI—T (24) [CEEFTHNLVNLSCTERLZEV, FEFTROBLDER
RCIADFRT,

CDS o
HEATR
channel
1 (%) X500 ESI Positive 5049910 (1x100mL)
Positive Calibration Solution 5032735 (5x100mL)
2 (B) X500 ESI Negative 5042913 (1x100mL)
Negative Calibration Solution 5042917 (5x100mL)

AROEMEZEPEENDHIRY,. UESERLVUTLWRWESEIN—SZTOTFSEL.

CDS R T DEEBRBNFEEL T, KEUCEBRD TERWEENSHDEY . CDS D/(—Z%1TS
ZH(C. UTFOEFEZERRUTTFS0,

X FFM(E [2.6 MS Check] &2 8BR<TIZEUN,
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2.4 SRATFLHERDHRN

DIEITDRNCS AT LAOHEMERIR I & CHEER < T2\, BIRIDERN S DEBEDZELT, DfEINE&E
EREZITOTCIEKIET. SRTLADIRNHER(CRIIEF Y,

TREDHEIORRICIE UTERBERORNEHRULTED XY,

HAMFLTLRN | | SFETROBERE | | pedSraTBytvEl. .
LC/MS 3 H/\ MS Tune D=/

i) 4

MS Check D}

MS Check TIFEERIEESRTAFITYIZEEBNCITV. LR—BbOYWERTEET ., LIR— b2
REFIESRRHER. RO XFAOT EEUTESHAWERITETS.

* Eﬁg(i\ MS 2 X5 LAEABED MS Check X° MS Tune DFER. H3\[EEEROERIXETHERZITVMERICTDILZE
HEHULET .

2.5 J’O0>x 9 MOYERL
CNHSEHBRTIDMDOAVY RPOF -5 E, ZNSOIT7AILERINT R TIAILS (O
N EERUET. FO>T 2 ME [ D:¥SCIEX OS Data | LU FICHERRESNETS,

TO>T 0 NMIMEEDLBITIER T2, SCIEX OS Data T A IIASARICRFESNET . TAILFRNIC(E
BHBEDH T I A )L BEEERR ENET

@ SCIEX OS Em®d L&A E (61 : ) BERL. RT—
DRI ZHEET

@ FRIOZT U LZERT DIHEEFED O Z#ERUET.

> BRICHEMEBHFOTO> T MRIEIRTDIFEE. TILFD
AT —HSBIRTEZET,

® New Project /\IJLAT. FiMRTO> 10 hDEiiE AN [Training |
L. N #&RUET,

CE
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2.6 MS Check D}

MS check ZXME< Z & THMRICEREDIREZHE L. BSMHIEEHONDETERLET . DITCHE
R348t (REFT 4 TBKV/ HBDNERAT«T) TEMLUTFS0N,

MS check [FDHHEEPCREZHER CETDIERD—D(CT DI ENTEHT ESEEFZVEED
TEROEFAEDIBRICIIIBE XY, —EDDHBICEMIAS CEZHEDLET.

2.6.1 Positve Mode T®D MS check DEjit

=  MS check D#{iE

O RF—HR)\RILEREZE, [X500] #(CHDB. A

@ Device Control (%) T CDS Channel (& 1 Z:&U, Start %

D RFT—HRJ)CRIUICHB MS Check D B 77> #ERUET,

@

[Direct CDS Controll Z=#ERUFET,

Uy oIULT, NEBATHUEY.

» CDS channel : 1 : Positive. 2 : Negative

Device Control x

CDS Channel 1 v

Wash Mode

> I\—>ZFEMI dHa(E [0 Wash Model (CvIDE/NN—HBIBENET,
> =2 2DEEITOTLLESV. TOTRVZEFEBINT/(—2Z1TVWET,
>

FTwOENTEN—EFHRTUET,
MS check Bt

M5 Check ’3

> R—AEBEME®D [MS Tunel Z#ERL THLE®D [Tuning Procedures] &D. RIS g

[Positive Quick Status Check] Z3&ERUTE. EHROIRENAIEETY .
> JESUTORMBAR. Ay - SHEREN. BIT/—ISNET.
[Positive Quick Status Check] DEEHDFILVES., wERL 7

ESE

Tuning Procedures v

Detector Optimization
Pasitive Q1 Unit Tuning

Negative Q1 Unit Tuning

0 ~ MS Tune

Introduction

Purpose
+ Quickly calibrate the system and verify mass
4 TOF MS Mass Check in TOF MS and TOF MS/Ms
5. TOF MS/MS Mass Check P .
rerequisites
6. Report

7. Save Tuning Settings status panel to open the Device Control dialog

Click Next

accuracy and resolution

* If the CDS in not running, then use the Direct CDS Control icon in the

+ Note: The tuning procedures start the CDS automatically.

Data Acquisition

@ Ready

11/ 89




® CDSHEMELBBNICH>TILHMEBASNET . TICHRET DFETHENFHFEFT,

Status Check

Modify

Achieve Stable Spray

- A O
Y R ©

Running

L2

Projects

| Fun again ] view Calibrationfi stp |

Tum on the CDS. 1f necessary, adjust the source and gas parameters to
achieve a stable signal
Once 3 stable signal is achieved, Stop the acguisition and dick Next.
¥ Source and Gas Parameters
Curtain gas 30 *| psi lon source gas 1 B psi
Spray voltage 5500 v Temperature 200 s
Average of 30 spectra - Confirmation Mode
1329049 8295393
4000 132,908 - 8205438 '\ X500 QTOF
3000 0 I
800
2000 600 | ‘
o [\
1000 |
200 I\
W y i A
s 12s ;w2 1me 992 624 295 68 830
Item Min  Max  Actual Status  ltem Min  Max  Actual Status
Mass (Da) 132,004 133.0049 1328055 Pass | Mass (Da) 6294393 829.6393 6295435 Pass
(5:;\] IMONSY  onh  erqt 23852 Pass (5(‘:7’: 100 1000 destt 13000  Pass

Data Acquisition

> 30 ART NLZETEBN(OROER(CBITUET
> Intensity 12 resolution 7@ EDEUEZ FHIFESR T =0\,

@ LIRFDIER. Channel Alignment].
Check] EB#ICEHET .

[TOF MS Mass Check].

[TOF MS/MS Mass

® TK [Report] T Pass @ pFrREINES. BECGUT KD LIR— hzREF

L. BFD EEIRLTLIES0N,

> HEVNDOTOZTU A, HB0L\E Desktop FHICTAILSZER L CEERIFL TR,

o LR— NI :

Positive Quick Status Check

rememsaee [N

1. Introduction

® 5 Channel Alignment
& : TOF MS Mass Check
& 5. TOF MS/MS Mass Check
L v oRepor

7. Save Tuning Settings

2. Achieve Stable Spray / Modify
Save the report file in XPS format.

Click Next for the final step of saving the settings obtained from this tuning
procedure,

Report Generated 2025/11/17 14:04:18

124

B 8 A E

Tuning Procedures ¥ Ji Restore Instrument Data v [}

Run Again

(e reports |

Processing Procedures: 1 of 1

roesizsinea

Data Acquisition
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® _ [Save Tuning SettinQSJ (CC Positive Quick Status Check
REZFRFITDEEE.

ART7 9 Save Tuning Settings
il ZERUEY 1. Introduction
o = b'.éble spray / Modity If the results are satisfactory, Save the settinc
0 3. Channel Alignment If not,
O 4. TOF MS Mass Check + discard changes by switching to a di

e e MS Tune workspace, or
5 F MS/MS Mass Chec " . .
O 5. TOF MS/MS Mass Check * restore previously saved settings by ¢

0 6. Report file from Restore Instrument Data.

7. Save Tuning Settings d ) :
Save Tuning Settings WS

@ BEELED © ZERUCEEZEHEUEY.
> CcoBEmEmZEHU3E CDSAR TOXRRIIBEMN(CEILELUET,
=  MS check T lFaill] ’&RERESNEZBES
AEOLSIC. EDFELS—S3>FRT Fail O fRrancpaE.  EEEEEEENNN
RUESZELRD S EEERDDET, COBEE. OL>fz tDIER [TOF D
MS Mass check] KDIBEICEBEZEBLUEI .

@ [TOF MS Mass Check] Z:#RU. Manual Calibrate Start ‘75:’7
Dw2OUET, kIHTDERD [TOF MS/MS Mass Check] &E
TH#THEHFET,

> WINE Pass @ HRRSNIEBSRITEHRET,
> HBHE Fail ERXRRSNEBEE [MS Tunel (CT MS 2K FREEEITOINENGDET,
D2THIEET Pass @ (Claoes. BREICGUT EIDOLR— hEREFUETD,

BTy USEELEED @ Z#ERL, Aviz—2KRR%E Yes ZBA CEEZRHAUE T,

90000

@ ®

2.6.2 Negative Mode T®D MS check D=Eji
» MS check D#t{i

O RF—HR)\RILERFZE. [X500] #E(CHD. 77+ 1> [Direct CDS Control] Z&RUZE
g_o

@ Device Control T, CDS Channel (& 2 &0, /{\—>%ZRMY 53%E(E Wash Mode (C
FTwIOUT29UE/N—2U0UTTFSEV. IN—HRTHDVIERE

ISR BtartE o Uy L TRy TRsE S 8%,
>  Positive Mode N'\5:&#t U TIRE T 2IHBE, EARIMKHI/ (-2 oschame
MHETY, Wash Mode (CT. 29U EEMELUTTFE0N, P —
n MS CheCk F’ﬁyﬁ Wash Mode
5 -~ )

>  [MS Tunel] @ [Tuning Procedures| &0, [Negative Quick Status Check| HEEFR T,
@ [Negative Quick Status Check] OEEARILVES, EEIRULE T,

% LABROOEREILEIRD Positve Mode S ZE(CEMRUL T EEUN,
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3 DIRAYVY RO EY > T IVIEDRE
COBETE. HIFETSBITHERT DDAV v ROVEREZBRRLET,

3.1

MS Method D{ERL 5%

*  Training T(X IDA (CDWTHRERUE Y,
¥ ZNLSORIEESRIfOMEEN 2SR IS0,

MS XVv RDIERH

MS Method (FHRZIZAV Y RGATHBEIRTEE I D TR AT (T TRERIEREZZE LE

R “RRn B0 UAETY. TNENRENS0EIOTENCIEL TRIRLET,
> TOF MS - HPLC SBHCLDBRDBSNDIRDDTUH—

>

H—A A DIEHRZESDEREE MS T —SFTRE T 3,

TOF MSMS - &H5HhUSIEBELETUL—Y—AA>2D m/z
BZIBTE L C. EDREE MS/MS TEREUS T D,

Ql - MWEWRI«I)LY—ZFABUT. FED m/z EBEIRD—IE
lBDHZFZBE B TZEDARE MS T —FZEUS T B,

IDA - —TFEEB%E (USA7UY) ZBIICHRD ZAFEMN(C
MS/MS Z1TS (DDA or Data-Dependent Acquisition)

SWATH - %ED m/z&5HOD TOF MS &, HB3—EDIER T
BEUCEE ZEK(C MS/MS 9 3F & (DIA or Data-
Independent Acquisition)

UTFEFEES IUBEFET BN E UIEDETI .
MRMHR - TOFMS & TOF MSMS 2% 5h\ UDIFHFHAATLAV Y By TUR—H—1

>

>

> OREBEIEREIFEM DD MS/MS 1BIRZEGEIGLE T,

Begin by

O

TOF MSMS
Qi !
SWATH
MRM HR

Guided MRM HR

Guided MRM HR - I SEMDOERKXE MS/MS DR MGZRE(L T DCH(C. FERZ

ERUTZXY W PMERSIRIKRE.
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3.1.1 IDA XYY RODVER

IDA XYV R(E MS & MS/MS OmADIEHRE —EICEBLEYI, TOF MS St ciktisnezE—o
[CXTFLT. BSNUHERELTHVWEERE (Criteria) Z7t(C. BEIHIC MS/MS Diia M9 30 A
;% (Data-Dependent Acquisition) T9, TOF MS F—ANSEERBX IcE—2(23 LT MS/MS %=
175 THA0IL] ZEDRUGHST—SFEE L. LCIAHEMD DHBFENE MS/MS SEiTICERLUEY,

= AV FMERDFHEN

@ R—ABEELED [MS Method] Z&EIRL. AL ENE H5
IDA ZEIRLUE T, | TOF Ms
s DIFIERIR & DETE (o

TRESROSX. BCHEIRHZASIULET.

@ Duration (C(EZBIERER (B : 15min) ZAHNULET, LCOSSZI> MEBICENDETAAL
TLIEE0N,

- MS Method IATIER

"h 01_IDA_pos (Training_X500R)

......................................................................
Method Overview

Device: X500 QTOF
lon Source: TurbolonSpray 4NN NN NN NN NN NN NS S S S S S SN NN NN NN NN NS S S S S SN SN NN NN NN NN NN EEEEEEEEEEEEEE |

. AAEICEDBINSA—SF—& TOF MS DRDETE
Source and Gas Parameters MIBE T3 A >ALICEE T B&TEE. TOF MS (IO RICIGUIEES
EHEHEZRELUEXI,
*  Training T TRZSZ(CHRELFET.

® Source and Gas Parameters DIEET(ETRZESZE(CHEUEFINMRE(CIGUTEELTKL
20,

> BMCAZRERMEEYI™1 > Y —X CID iMEEEDtEMZE T EINDRFRMESREL T
Z&0\. (Bl Temperature : 300 (&K 750°C). Declustering (DP) Potential : 80 — 30
#2E. Collision Energy : 10 — 5)

@ TOF MS DEEIIHFIEENDD FELMEEER L TANDULEXT ., TRIDEMED FEEY)
DOEAFT(IRENIMET IO TEEEELTLZS0,

> [Experiment] (F—EDDHTY bZEEKUET, BE(CISU T Experiment (BINTE.
B DIEFEDRIEZEAENDETZD AV Y ROVEKERIEET T,

TN NN TN N N N I N N N N N N I N I N I I I I N N N N N N N I I N N I N N T I N N N N N N N N N N N NN

* ]
Source and Gas I ¥ Source and Gas Parameters -
L] -
Parameters - : lon source gas 1 60 S| psi Curtain gas 30 ol psi Temperature 350 :ec :
~ ) =i

47"/’,’?‘@“2E : lon source gas 2 60 P CAD gas 7 :
L] -
= .

.

‘sEEEEErrRRRoREERRRIIR

Rd ‘ Declustering Potential & |
» ¥ Experiment |TOFMS .. -
. / T~ Collision Energy 3
r Polarity Positive v Spray voltage 5500 v — .
e P -
TOF MS DERTE & TOF MS ‘/x :
r TOF start mass 100 % Da Declustering potential 30 MY Collision ener ay 5 Y "

"
" TOF stop mass 1000 2| Da DP spread [ Y CE spread a v L

.

“ Accumulation tim:

| SRR
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> A AZVIROFEEFLCHRICHKTF L T
WEI., TNETNOERHFETRES

SELIZEN,

Source and

LC 5% (ul/min) 51-150

Gas Parameters D&E1E

151-400 | 401-800 8ookl Lk

Curtain gas (psi) 25 30 35 40
ion Source Gas1(psi) 30-50 40-70 50-90 60-90
ion Source Gas2 (psi) 30-50 40-70 50-90 60-90

Temperature (°C) 150-250 250-500 500-650 600-750

BE) MS/MS lISDE¥E (U517 U7) DEE

TRESROSX. BCHEIRHZASDIULET.
® IDA Criteria (HEII(C MS/MS ZES I D E—UDEIR) (. TRZSE(CHRELET,

IDA Criteria  Small molecule

Maximum candidate ions :
BAMS/MS #1: 100

Maximum candidate ions 20

¢
TR 4»\

Intensity threshold exceeds 10 cps

( Exclude former candidate ions

+/| Dynamic background subtraction /

Intensity Threshold exceeds:
BRI DI TUD—H—AAHRE
DE/IME

L

For 5

Dynamic background
subtraction (DBS) :

- JAXE—=2®D MS/MS [ol##

- E—=U by JfHE%ZE MS/MS 3

DEIE

After occurrences

-

¥ Advanced Criteria

Inclusion List..

Exclusion List..

Exclude isotopes +/- Mass

BN

X AE

Exclude former candidate ions :
BUAAEZEDIRUVERESERVZSHD

ViU = BENGNIEEICEDEITSD

T~

tolerance +/- 50 v @ mDa

T~

BIRUEE—DICHULT
BN E U TR I D&0

Exclude isotope +/-:

Mass tolerance +/-:
Eﬁptﬁ—ﬁp%@
BEREHBEORE

Inclusion List & Exclusion List

Y& . For: X's, After Y occurrence(s) [ (Da) (mDa/ppm)
= XPHE. YERFRCITUA—H—aA
> %#EIR
= EODfthd IDA criteria
Inclusion List... Exclusion List...

F9 (ffl : inclusion List)

ZAHILOK LET,

FTwIUTLIESLY,

IDA: Inclusion List ©. BM¥ID m/zgEE. HEICIES
(T Compound Name, Retention time KT}
tolerance # A UE Y (Retention time W ARBARIZES
FO0ZEAN=BICBELTEDHEITET),

(Inclusion List M#+) Intensity (E—/2758EDRIE) '

Inclusion 3L\ Exclusion List #{ER 9 diEE(E

MS/MS ZHUS. BRI DD D m/z hNRED> TLWDIBEIERALET .
Advanced Criteria ZB=. Inclusion &3\l Exclusion List Zi#R9 B3 EHBTD/\RILOEE

IDA: Inclusion List & X

Include the following candidate ions

Intensity 10 :

Retention  Retention
time (min)  time tolerance (+/- sec)

30

m/z
(Da)

609.2807 5.00

Compound
name

cps

% IDA criteria O TN DFRESRIROMEERIZEZ SR IIZS 0,
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»  BEEST S MS/MS DFHlIERE

® TOF MSMS (FTFTHZSZE |

TOF MSMS

Precursor ion
TOF start mass

TOF stop mass

CERELET,
MS/MS MS/MS 1[Eld&7=0 | Declustering Eggifion&
AIEEE DIEE R potential e Sg?'/ea 4

50 % Da

1000 . Da

Declustering pmemlal

DP spread

Accumulation time

A energy

CE spread

= CE Spread D%7E

e Collision Energy DAIME(C LT, CE Spread AJMEZSIWZENS. BUIEZS > T LA

5 MS/MS ZHS bi@'o 1) CE 35, CES 15 Dig&

RO MLB& MS/MS =45 £ U TR ENE Y,

o EDFLEMTE ERDEFEME (CE 35, CES 15) ZF(CMEALTULEIN.
WBT—REZEVNFEY . BECEUTEEERRETT.

e IDAYO SWATH 12 &, B~ FHEEIT DY TIL B (ES> )\ DOE

MS/MS AIE(CHBZITY .

o {EEMT EIC

e CES #{EH9 31H4E. Accumulation time (& 25ms M _EICE%

JLDOBE

= Total Scan Time DR

S(FTEFE A

S CE Eh'd 35 a2MEMR LER A[CES = 0],
FLTLRE 0,
o 8513 MS/MS 5 — 4 (FFEE LT 1 DD MS/MS 2RI ML ERB T8, & CEBBITDRARS ~

: CE 20-50V Z5>T7 L. INS5DOFIX

HILDEZEARLT

THIEYD) OHEFERYR

» [Total Scan Timel (IXAYV v RERLE(ICRRESNEI ., Candidate Ions FIoBERFR/AE
(IO TENDFEFIDTEROE—IREZEZEBELU CINSDEZFRTEL TLZE0),

b 01_IDA_pos (Training_X500R)

Method duration

Total scan time :
ZEERIENS
20 E—2) +a

FNEY,
= #0.8%

135

al scan time: 116

191 DIVICHERERE. 1Y+ D)LIEMS & MS/MS OERIEEYIDE

= {ERUAYVY ROREF

LEEDH

/ lcycle

@ VEREULT=MS XV W REZRETDBICIE. Ao EB 74> KDAT
23 EBRUTRFULTT S,

> [Savel (FLEEZFT 355,

>
>

[Save As| (F&BIZTITCTHRREFEIT DHEE.
[Lock Method] (3RTFE. AVwW REZECERVVRETIREI DHBETI,

AVY RDFTE BFSTERDTA AN DOEFFT,
B PA_final (Example) x H L IPA (Example) x

Lock =itz X

DAV

BEDOAVY R

: TOFMS + TOFMS/MS=0.1# +0.6# (0.03 *

17N

Save
Save as

Lock Method

Lock =1z
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3.2 LC Method D{ER%

h-j LC Method

Z ZTIl& SCIEX Exion AC, AD, AE U —XRUEZRHR LC £ LT, LC-MS
DICTERT DD LC AV Y RIEKBEmEm =R UET .

@®© R—ABEEKD. [LC Method] ZFEIRLZET,

@ HBLD New ZERFT DL, [LC Method | EREIHNFRRSNET
> LC SRAFTAREFNDEZ2-IICEOTBRNERRDFT, [EAITDIEEDER -

Configuration] TRIRUEERTEICEENDIES 1—I)LH. TR R CHREHEN R RSNE
R

. SEAERBLUVR>CT (Binary Gradient) DEE
® EAEZ% Injection Volumn THREULE T,

@ [Binary Gradient] ZJ (X FR&ESZ(C. Binary Gradient TE#IEAZ (B.Conc ([CAN).
DR, DT OISLEZRELET,

> FHIRMZETCTEREULUET, R 0.2 mL/min, 5%B, Pressure Limit Maximum (Z{EHH
DR T = EER T =), FRI(F UHPLC 1~ (<130MPa) Z{FERULTULET,

f—————_————
jecti 10.0
it flome_199_ |
CINELTREIC L Autosampler Column Owven  System Controller
||-:| AD Pump Binary Gradient
e 5 ; r Gradient
Stop time: 15,00 min A
75 Cons CIA Cone ®) Advanced Simple
100 Time Flow A.Conc | B.Conc | B.Curve
o 1T 0.2000 950 |50 |0
" 2 5.00 0.2000 5.0 95.0 ]
o : 3 10,00 0.2000 5.0 95.0 ]
40 4 1001 0.2000 850 5.0 0
20 5 11.01 0.2000 95.0 5.0 ]
6
3 3 min 2 124 15
. r Compressibility settings
Flow: 0.2000| mL/min
AConc 05.0 % +| Compressibility settings
B.Conc 5.0| % B.Curve 0 Compressibility
- T [/GPa)
Pressure limits:
’V Minimurm: p.0 MPa Maximum: | 130.0| MPa Mobile phase A:|Water v || 045
Muobile phase B: | Acetonitrile || 1.20

- Autopurge settings

> A0 Gradient ZFWCTAERTOI S LAZIERLET .
» Compressibility Settings TIXBHRDEMEREZEIRT DI ENTEET,

18 / 89



A—MY TS5 —DEE

® Autosampler 77 (F FTRIZESE(SGREZITVET .

Injection Volume uL

Binary Gradient ENW=Ry-IEI0 Column Cven  System Controller

AD Autosampler
[ p

| Autocsampler

r Injection settings

Direct injection

- Sample rack settings

Sampling speed: 5.0| wlis

| Cooler temperature: 10 =¢

njection settings

Contrel vial needle stroke:

Air gap volume:

r Rinse settings

Rinse type: External only
Refer flow channels..
External
. Before and after aspiration,
Rinse mode: Dip time:0s
Rinse pump Rinse pump, then Port,
method: Time:2s

- Acquisition cycle time optimization

- Rinse settings

- Purge settings

- Autopurge settings

B2 TIVREF 1I0CIEHELTVWEIN, B TILICHUTEELTF S,

Rinse type @ [External only] Tl&. =— RILDIMAIZHEFELUET .

= Rinse mode (&, HFR— hafE> TREERNRETVET. Y TILDEEIE(ISRER
F 9 D5E(E [Before and after aspiration] Z#EIRUEJ . RO DBAEEFERUET,

= Rince pump method Tl&. U XR T THREBZRURNMNSHEFELUET . R3 DBEE

ERLUET.

INATILNANDZ— RILDZE UiIAHE E (FIEEED 52mm Z{EH.
HAfflad Sample Rack Settings F%#i#IR I D EBRERENTKRCTETET.

NSLA—T >OBRE

® PNSLA=T AT TIEIASLA-T RESZRELET,
Oven temperature (ASAREE) (£40C
BENEZEITDETONERIBLRALELDI(C, [Wait for temperature equilibration before

>

>

runl ZERLUTHEEI,

Pump Autosampler EBESE System Controller

ﬂ Column Oven

A: CTC-405

| Column Cven A

-Cwen A - Advanced

Cwen temperature: 40| °C
Temperature limit(Maximum): a0 °C
Ready check: On

Wait time:0min
Ready range:1.0°C

«| Wait for temperature equilibration before run
Wait time: 0 min

Ready range: 1.0| =C
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@ UV EZE PDASMIBEN T3 BaET [EEEmm =

FIRTIYIUTHREGNET R —

<
™
3
2
i
L
5
3
x
| &
%l a
]
€«

HERTER. CH 74Ok AT>a>% [
IR LT [LC Method] ZREFLTTFEUN,
> [Savel (FEE=XI3HEE.

[Save As| (IZBIZ[TITTHRRERTFTIT D,

[Lock Method] (FMRFE. XAVY REZEBE TCETRVVRETREFLE I, Lock =NeXAYVwY
RDAT (&, BF>EBOT7AOAHDEET,

>
>

3.3 RBVDBXIULIDEE (AT>3>)

MS AARDIEEICHDRIBUDEZ/ULT ZFERALU T, Y TILCEFENDIEREDBRENTEET,
fEA(C (3 Devices D [Configuration] ME%TE(C Valco Valve ZEOWENSHDET,

o NSL/FFEREBHSHIEEZ. /ULTZEAL TA AR EEO7 - XA ZAARET D
BENSHDET,

o MERTIDER) ULT FEBEAREDING > TREEDYIDEZINTEET . BDfIE
TREBRICEND L SEESNTLDIN. H5NUHITHRIES0N.

o JULTYIDER M EMIERE (G LC AV Y RRTITVWES (TH).

D LCAYVwY RzRE. £AI(CdH D Valve : [Valve Model |2 &ERUZE T,

@ AICIENIBEEREDIET/ULTIZYIDEZIREBEZANDLET. TRIFARSI 3> (to
MS). B/Rh=> 3> (to Waste) DEEHITI,
» Position (FA BV BHMREH(CIRBLIEZTFELET,

> CAIERIGE 0-1 DU 11-15 3% MS (CANRVEEERITT . BRTRHEETE. HDLI7D
HrBFRE K D OIESD (CERTE U

353—0 <
IntegratedSystem : ExionLC Time (min) Position
Valve : Valve Model o ° B
1 A
11 B

SERTH. CB 74> EDATS3>%58RUT [LC Methodl ZREFELTTF S,

> [Savel (FLE=IBHE,
> [Save Asl (F&EIZ{ T THRRGFEIT D,
>

[Lock Method| (3RfF#E. AV W REBETSTRVVRRETHRIFLUE T, Lock SNeXYVw
RDHT (. BAFEIZRDT7A AN DEFT,

®
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3.4 SRAFTLDOEEE

BN LCERZRIEL. DSLA—T > MSAAVIREEZZEMBEETMNEAL. AT ALK
s A S

Direct Control

® RXF—42)RILD Direct Control & 0. TEquilibrate] ZBIRLET, ®

@ INH'SHFTERAT D MS Method B KT LC Method Z3IETF. FE#EHE
BfE (Time : £8) Z&IRLU OK Z#IRUE T,

Equilibrate
B LC DREATAL. HRXT—RA RO EED T :
> ATE(CEETE UFBRRES. 25— 2RI (CZspip | MM SR ’
F9. LC Method | 01 LC v
. CH T
3.5 Batch - EHEDITDOIZHDIEERA S

3.5.1 Batch DiicEh & A D
DRI —EDOY > TILICDWVWTDIEHRE AT LUET,

® /R—AE@EL® [Batch] Z&RUET.
@ 1ITEHXIDBERERZADLTIIZEU,
> [Sample Namel] [Data File] (CH>TILE®CT71IL&ZADUET,

» [MS Method] ~ T[Plate Position] (FFILF I A -1 —HSREEITO TS,

»  [Vial Position] (IO A2 —, EULIEFEAN (OAERT]) (CTEHREZEITOTLE
=0\,

[Data File] (FE—RZFEMAEY. BIAICIRDLIFZELTIIZE,
> [Data Filel (CHTIAIIAZERAITBHEE [\ UN\wIRXSv 1)) TRYIDFT,

0 ~ Batch 3 .

A\

v OO I [ CT CTE I CEI O

Sample Name MS Method LC Method Rack code Rack position Plate code Plate Position Vial position  Data File
1  SampleA 01_IDA_pos 01 LC 54 Vial Rack 1 1 01_20IDA_pos01
2 SampleB 01_IDA_pos 01 LC 54 \fial Rack 1 2 01_20IDA_pos02

CER] WHXF (AR—R+-*.,@ # % /& N )RE)DEAIHELTVWEEA.

Software (C& D T Data A'FNVRLVRE, RESNERZTDBENHDFEFIDT. FRESNRWN &
ZR<HERUET., UTICHBELUDOFINSG DEITDTITSEBIZE0,
https://support.microsoft.com/ja-jp/kb/826763

® {ERk LTz Batch Z{®1F3 3BaFE. L0 EB XDEFELTTFE0,

> Export &RI D E.txt HBUNE.csv TREFTETET . RIFTE—R—X KT excel ED
wOF. TTHBSOIAE—R—XNEEJEETT,
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3.5.2 CDS ZfEA U= B EhEIEDEND

O SHMTEHBERRELBNTY 354, EIEINE ”““"ed[ ]‘ manns-..— |
(CFT B g%ln‘ %%?R N —F%%ﬁ% (c H 9 Batch Automation v ¥4 Auto—CaIibrate...
BELT RS, '

@ [Ion Reference tablel Tl PHEMA(CEOET X500 ESI Positive / Negative
Calibration Solution] ZZEIRLTLZEL\. CNEHE T, B TFD [CDS channell (&
Positive = 1, Negative = 2 [CERELTF &L,

® [Calibrate every] (HEE LY > T)LE D3 (C Auto Calibrate ZEMELE T,
@ [Calibrant delivery] (& CDS Zi#RUL. OKZ2OUw O UZET,

RO EETEMEEWIGIG  Positive Mode - Lo EeE ey Negative Mode -

Provide ion reference and calibrant delivery settings to be applied automatically, at the correct frequency during acquisition. Provide ion reference and calibrant delivery settings to be applied automatically, at the correct frequency during acquisition,

lon reference table | X500 ESI Positive Calibration Solu., ¥ Jon reference table | X500 £51 Negative Calloration Sol.. ¥ ]

Calibrate every 5 . samples

'\ Calibrate every 5 : samp\esv\
Calirant defivery  CDS v (DS channel |1 v Calioant defivery  CDS v DS channel

G EXNN T, BEBHECHERIBIAASEZZETCEEI, UTD Tips ®TSBLIEEUN,
*  Training TEERLUEE A

= [Tips] Ion reference table DiRE

LC ZHHICLDA A BENEILT BDIBENDDET, DITDOBIFED A A > MEMEL Cal HY/ X
TERWNSE(EXRHIT DA A D Use DF TV OZMNUET (FEEH : X500 ESI Positive Calibration
solution),

lon Reference Table Editor A

Provide ion reference details for the calibration settings

Name: | X500 ESI Positive Calibration Solut... % m

@) Positive MNegative

Reference lons for TOF MS Calibration:
N Eeference lons for MS/MS Calibration:

Use Compound Name Precursor m/z (Dz) Use for MS/MS CE for MS/MS DP for MS/MS oduct of 609.25066 Da)
" o o o o Use Fragment Name Fragment m/z (Da)
2 15 | amino-dPEG 4-acd 2 - 1 [ crHzno 17409134
3 [ amino-dPEG 6-acid 30 50 2 v 104 195.06519
4 |/ amino-dPEG 8-acid 30 50 g o 23612812
5 v [reepme 1 =~ - - 1 26518597
ol [ | ALITLVS “ - 5 [ c 39721218
o S | AT + e » - 6 [« C23H30NOB 44819659
ol [ Hental - - 7 C33H40N209 £09.28066
9 ™~ 30 50 é
10 [/ Triacetyl-B-cyclodextrin + NH3 30 50
11 Triacetyl-B-cyclodextrin + Cs 30 50
12

> MS/MS D reference ion (F. [Use for MS/MS| TiEIRE=NzEDZEFEHRAULET,
> Save &0 Batch ZRFUE T . ZEER(IREDODFLUEICERMRENET,
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3.6 LC-MS DhDEta

HIIECTIERk LTz [Batchl ZfER LT, LC-MS DHfizmMiaLE 9.

> SRTLDOFEAEE. Queue (FFFHIRRRIC/R D TULE T, Submit &(FBEEH(CHOHTH R
=NFE9,

® B >F)L% Vial Position TALUERSS 3> (ctty hUET,
v [new — Nopen  fsae o]

IDA_Pos InertSustain Amide 1.5mL (105 vial) 5.0 Testigly 01
IDA_Pos InertSustain Amide 1.5mL (105 vial) 24 5.0 Test\gly 02
IDA_Pos InertSustain Amide 1.5mL (105 vial) 24 5.0 Test\gly_03
IDA_Pos InertSustain Amide 1.5mL (105 vial) 24 5.0 Testigly_04

@ INTOYZIIZEHET DiHEFE. ALDSubmitpREy>ZoUw o, —EDB> T )L %R
EIBDHAF>TDITEERLTNS Submit @OV IUET. FTRIDLSBRAYEZ—HR
N, OKZ&ERI DL, BREASNET,

> HE® Auto Calibrate DB ZMEER L FE 9. Batch  [EIEEIIES X
DATITEICIT U T, submit UTZITENARRESNE ® _
9, Auto Calibrate DSEEEHE TR REINE T, L9 Confirm the selection of samples

Total number of samples to be submitted: 3 of 86

The calibrant: X500 ESI Pesitive Calibration Solution, will
be applied every 8 samples.

3.7 Queue DR

[Queuel Tl&. Batch M5 submit UTE@ESiorDRis / BE. #8277, D ROMHE
O TEET,

®© R—LAEELED [Queuel ZFEIRTDETHREERNHETET .

o

Acquisition Status Est. Start Time Sample Name LC Method MS Method Data File Project

v "3) Untitled - 7 Samples
® 9/2/2016 11:28:49 AM Cal 01_20IDA_pos Cal Training
"D 9/2/2016 11:32:05 AM SampleA 01_LC 01_20IDA_pes 01_20IDA_pos01 Training
® 9/2/2016 11:47:09 AM SampleB 01_LC 01_20IDA_pos 01_20IDA_pos02 Training
® 9/2/2016 12:02:13 PM SampleC 01.LC 01_20IDA_pes 01_20IDA_pos03 Training
® 9/2/2016 12:17:17 PM SampleD 01_LC 01_20IDA_pos 01_20IDA_pos04 Training
® 9/2/2016 12:32:21 PM Cal 01_20IDA_pos Cal Training
'@ 9/2/2016 12:33:37 PM SampleE 01_LC 01_20IDA_pos 01_20IDA_pos05 Training

> Start / Stop THOWODRE MEIENTEEXT, AT LADOFE(LES ANV
TICRD>TVET, 707« Tk DifE—RELIRETT.
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@ [Acquisition Status| MOV ZEIRI D&, [Submit] ULIzB > TILAERTEET,

> [O] (IDWFEH. TO ] DR, [9 ] DR TERUET.
> Auto Calibrate 52K (&, DHfE T MS Method WENDBE(C cal ZFALFE T

> B THIET BB, ZIERUTLIES W, ARDOA Y EZ—HIENE I DT,
AT 3> s&8IR%E. OK Z3&IRU T Queue & 1E&

TFEL,

Select when you want to stop the queus:

> StOp NOW (3:%*)'—[':']_6:5%0)5%,?;\\_6%%? L/ig_o ®) Stop now
StOp After e o)i’/EZ’S\ LCLMS >( \J \\J H@EﬁiﬂﬁFEﬁ Stop after the current tasks are completed
FTRTR, ERONZFELLET.

> E%}%ﬁ*ﬁ& F;I:ﬁté\ / E F;I:ﬁ a_ 5 i’/EZé (j: % \fUS:EZ ;Ewslsas”e;eect‘l'ie(dést?:g‘jl;e a;?;::‘:;‘ i_ttaatlés for the sample will be Warning. After the
BEIRU TR B S
o

® SAIFEHRD Data #HER I BIC(L. EE FEFD BRI DE. UTILSIALALTTIC
(b=BILAA>OOY RIS L) BLUBERINRYT MUK RESNET,

> Data Acquisition Z2 9 (C(FEBE HERUE T,

> Data Acquisition (3T —FBEHFHATY ., IO NI SAY MS AR NLOIREIFTEE
TA.

Data Acquisition

+TIC from Cal-2016-02-09-16-16-32.wiff2 (sample 1) - Cal = Spectrum from Cal-2016-02-09-16-16-32.wiff2 (samgle 1) - Cal
@ TIC from Cal-2016-02-09-16-16-32.wiff2 .Cal, Experiment 1, « TOF MS (100 - 1000) | @ Spectrum from Cal2016-02-09-16-16-32.... + TOF MS (100 - 1000, from 0.360 min
08— (O Spectrum from Cals2016+02-09-16-16-32.wif...5MS of £29.5 (50 - 1000), from 0.377 min
1.2¢7 1 ~§og—"031
1.5e5 4422646 600.2806
3312169 i
g 90 . 1z
-4 = 90e 9220104
E 608 £ :
= £ 60st] 1ra1em
= " 4. ) 2841
206 = E*sa . aa3ze | 010840
3.0k | - 6112865  §29.5387
oen o000 L Ludisadlpd A LE f |
01 02 03 04 05 06 07 08 0% 10 11 12 200 300 400 500 600 700  £00 900
Tirne, rrin m/z Da

> Ao VRS> %1)w /793 &, Data Acquisition TERRENTL\BF—4% [Explorer]
LTUZIVGA LFTR. FBIANTEET,

Acquisition Status Est. Start Time Sample Name

@ Ey(é 9B fQueueJ 0)'/”_'7297) I/O y, v 03_5 (] @ @ 5/8/2020 401:34 PM  Cal
& [Explorer] ETF—45%Z[MAE. PO 5/8/2020 4:43:28 PM
BTROT—IZHERTETET, ® 5/8/2020 43021 PM  sample

® [Queuel @ [Call 17C 9] 5T
IOV wOT3BE, BEIFEIEDER %

TOF MS

Peal finding criteria:

= — " W, Mass tolerance = 50 ppm

DI ENTEFT (THMHIESRS i bl o0 39
Min. peak resolution = 10000

Max. peak resolution = 60000

RD xps T7 IV BHEET). P T

squared range: 0.00000 - 1.00000

F ffffffidd

No 212130 21218270 21220352 NolUsed  MotUsed NolUsed NotUsod NotUsed NotUsed NotUsed MotUsed NotUsed NotUsed
6 [ 0

TOF MS/MS High Resolution  Parent = 829.53933 Da

Peak finding criteria:
Mass tolerance = 50 ppm
Intensity threshold « 100 ¢ps
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[Tips] Queue EEDIRE

> AIERREROY > TILOHIR. AIEGHIREDT > TILETDOANER. AERHDT >

TILODHIRIRE, Queue L THRRIDIEEHZREI DI ENTEET,
= |Manage hhSEELET .
E=EE © P

il

Edit samle.. —Queue TEIRUISHIESHEIREDY > ) L= BBk
Delete samples —Queue TEIRUSHEFEIREDY > T )= LT F SO THIBR
Delete allsamples below| < BIEEAHDH > F)LA>F 21— I T

Clear queue

Clear all selections

Maove row to top %E,E\UE'?%'}*%@ \ﬁ_,\a)ﬂ-/j) L@lng

Mave row up

Maove row down

Collzpse all rows

Expand all rows e@'/‘\‘TOD-U-\/j)I/CI:} (\y }%Eﬁ:ﬁ
Display Columns.. eQueue @5']0)13_%7_]__\/3'515_%7_]__\%5%@

Cancel remaining processing
Grid Display Settings

P

Select the columns to display:

W Acquisition Status Plate Code User

+/| Sample Name Plate Position +/| Project

+/ Est. Start Time +/ Vial Position Data File Status
Acquisition Time /| MS Method +/| Processing Method
Sample ID &/ LCMethod +/| Results File
Barcode Injection Yolume (ul) +/| Auto Processing Status
Rack Code +/ DataFile +/| Batch Automation Status
Rack Position Scanned Barcode +/| Decision Rule Summary

[Tips] Idle BREIDZEE

> Queue DREDY>T)ILZRFER, REFBMMNEBI DL, LC (FEETILEED.

Standby DIRREICED E T,

> _LEEDFETERRE Configuration M Queue (Cd 3 Instrument idle time MDBFRE TiE
AJEET Y,

0 ~ Configuration ﬁ

Devices Queue Settings

Projects
Instrument idle time 60

¥ |42

User M jeme .
Hser Manag.m_mt Maximum number of acquired samples allowed 300

|m +/| If a sample is missing, then proceed to the next sample

If calibration fails, then proceed to the next sample
conses
Licenses +/| Save the calibration data to the current project folder instead of the SCIEX OS/TempData folder

LIMS Communication
Auto-Calibration with CDS

General Purge CDS at the next batch submission or when the Queue is restarted

About

X ZOMOFEFRIMOMEER 2T SRIIESN.

MS (&

/\%
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4 Explorer ([CXkDT—5#ir

Home £ [Explorer] Z20Uw O U T#HZITWET.

o T—HDERTRFEICDNT

> TICH,S (A). IDA Explorer 5 (B) D 2 #8%B0D Data DRHEANHDFET,

> DA Explorer (B) (& IDA TEWS U= Data ADFRFTFAICIANE T, SWATH IR E, Aol
EFECDVNTE JIGLTHWEEA.

> ES5OFENSEMOBTEEZR< CENTEFET.

o A, TIC hSODFEMTOAEREIE

1§ Peakview - [IDA Survey from IDA_withUV.wiff (sample 1) - E-2] - .Elﬂlﬂ

4 File Edit Show Masterview Graph Process Bio Tool Kit  Window
i S B DB I * FRTOAETSEICHI
Gk [wkie can il GAEEE® 9,

LCuy
— & IDA Survey from IDA_withU wiff (sample 1) - E-2 +
&

- 8 X

mpl
@&IDA Dependent Sum fram D& withUWwiff (zample 1) - E-2

* FRAEImE (XfERE U /A
R 7 Method @ TIC DERE
% 0% ' SCIRDFET
o |
L 6.368
5 iﬂ: 0.360 2.480 6.156
L . JJJ},(

Time, min

e B. IDA Explorer iS5 MDA HAEIE

r[‘ﬂ PeakView - [Spectrum from IDA_withUV.wiff (sample 1) - E-2, Experiment 9, +T... E@g1
iy File Edit Show Masterview Graph Process Bio Tool Kit  Window - F X
& g (102 Demo_Training 2 - | 4= = v | QA EEE &
B3R - S L ﬁQ..Em-@A&Q % o Ay € - | * IDA TEUS Uz Data FAD
¥ Filtering Controls Spectrum from IDA withUW .. - 1000} from 2.914 min + ﬁq:*ﬁ'%z/f(ga D 353_0
Precursor: 2331 Da, GE: 350 _
Graph | Table ‘With § other merged spectra &
Time versus Precursor Ma..arge for IDA Dependents * Z/\O l\) b@ﬁﬁ;ﬁb‘b*ﬁ
) w5y |174-0914 ISR, FBIRMRZRIS S
g . | 143.0727 ﬁg %ﬁﬂﬁ% BHlciToC
2 § * ('130.0647
a =
e} 2eb 4
=
1e5 131.0724
Time, min e (e |
500
1109 merged spectra visible Mazs.Chares, Da

> 1E#0 Data Z=REF(CHRHTI B(Open Multiple Samples:+). File &> File M Sample

Name t° Sample Info.WNSBHIDT—5 T 71 ILZt&FE IS (Find Wiff Samples)Z &6
AJEET Y,

> EERRERBA(C DEFE LU TIE Software User Guide (HANX., /X)) #8Z S0\,

> WMYXODOERICDODEHFULTIE., Windows D XS — A= 1—>SCIEX OS> SCIEX 0S
Documentation "SESEBTEET,
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4.2 0% S LAH SO

®

4.2.1

Standard TIC ZAVV/=f#tr (IDA)
Open Sample---33 L\ File Menu @ Open Sample:--SBERD File Z#ER L

FY. ZHIT BT —INRRSNRVES(E Browse [h' 53
Data ##IRUZE9.
*  Training TIZLUFD IDA DF—F%ERUET,

As a standard TIC (TIC h'5HI<) ZEUEY,

Broo0O% MSALOER (Z2TE 7.5 D)

D:¥SCIEX OS Data¥Training_X500ZT76¥Data 1 04 10.wiff2

w2 TNOVYIUET.

TIC. UV EZAFTINTVYITFTDE RRAEZERT
2042 RD (H) MIIBELEND, BIREICART MUK RESNET,

*

Training Tl&. Overlay... ZERU T ZEL,

— (8) : MS®DTIC

— @ 1DA Survey from 05 100, fiff2

N File

%29 D Project 2D @ =
=

Open IDA Sample

() wiith the 1D& Explorer

[ (®) As a standard TIC

OK

How do you want to open this DA sample?

[] Only show this dialog again if the shift key is down

DA Dependents
there iz ohe graph for survey experiments and ohe graph far
dependent experiments.

(#) Overlay spectra for dependent experiments
\

/

— (#E) : MS/MS D TIC

! \
Iﬁ Orly show this B"alog again if the: shift key is down
\

O Usze one gpec:trum for dependent experiments [navigation
between e\{periments iz with the left and night amow keysz)

X

Specify the mode for viewing 104 dependent spectra. In both cazes

@ D& Dependent Sum from 5 1 emerrreprermere—rry - - - /|
. 1.0e7 : ]],66 ‘\‘ [ 0K l [ Cancel
7528 9158 98217 TR U
TSk 1019 pa11 3382 4310 5911 6677 Jgops N7 L 141531 15731 16.063
£ 0570 \ )
" I T T I A nooo 13 Moo % 17 1B 18
R4 Time, min \‘

Spectum from 05 100.wif2 (sample 1) - 100, 4 TOF WS [100 - 1000) from 7479 to W min

Spectum from 08 100.wilf2 (sample 1) - 100, A TDI% (100 - 1000] from 7479 ta 7,681 min

Mass/Charge, Da

Bed 1 192 1136 92 1052 1 l L 1052
- HTNDUw T UEBRD MS
951023 _ 1023
g = 961052 : = 2961053
(el [ Il . . . . , . . (el “ m ‘l. ‘ l . . " , . N
2000 300 00 500 B0 700 800 500 2000 300 400 500 B0 700 800 500

Mass/Charge, Da

Spectrum from 05 100.wiff2 [sample 1] - 100, .t 9, +IDA& TOF MSMS (50 - 1000] frar 7 467 min
Precursor: 277.0Da, +1, CE: 35.10

Ll

— @ Spectrum from 05 100.wiif2 (sample 1)-1... M5MS (50 - 1000] from 7.481 to 7.684 min
@ Spectium from 05 100.wiff2 (sample: 1) - 10..F MSMS (50 - 1000] from 7.482 to 7.687 min
@ Spectum from 05 100.wiff? [sample 1) - 10..F MSMS (50 - 1000] from 7.483 to 7.630 min

= 1) - 10..F M5MS (50 - 1000] from 7.484 to 7630 min
= 1) - 10..F MSMS (50 - 1000] from 7.485 to 7630 min

g M0y ewss | 7)oy o UTEERD MS/MS
L 1249819

z 2000

10

M 20 W00 40 S0 G0 70 800 o

Mass/Charge, Da

2 1] - 10.F M5MS (50 - 1000 from 7.485 to 7.530 min
_| HHQ.0494
* i ity
100

T
T
Mass/Charge, Da

Use.. ZEIRUTZIBE:
ATILoIwW I UT=EERBID MS (C(3.

MS/MS LIz TUAR—H—A A2 HFR</\

1S54 henExd, BIOTUH—H—

AA> (FWED) Z20VvDIITDE
MS/MS Bt > DU TRRSNE T,

Overlay... Z&RUIEHZE:

SITNO Uy OUIERR EE U IDA
DYADILICEFND MS/MS I
TEREETRRINFTT,
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Overlay...Z#RIT B ERRENS MS/MS [CDWT

*

>

[Tips]

Training TFTLEE A,
> BEREENUZ Pane ZfE4 D Pane (CHEILIzWEE(FE XZ1—/\—=m5. Graph > Split

(Spectrum from ...

Option DFEERE

Traces into Separate Panes Z3&RL T TZE0)\,

BREZ NI Pane N5 1 DD Pane BB ULIEWEE(E. ART ML LEEIDS A SIL
) ZEOUwWOUTERE, 5OUw I L. Remove All Traces Except
Active IBIRUE I, HDL\E. BHILIHDANRT MUY A NL%EEIRE., Remove Active
Trace ZiERL. 1 DI DHIBRLTLIZE0,

A NLEDONFOREETHEE I BIC(EAZ1—/\—0D Edit> Options...Z&ER L. Graph
bia_o

BERIE T(CRESN CVEHDRENIRD 2. BEPRENERIE DR RSIRNSZE(E,

>
Appearance 5 J Ci&E
>
File | Edit | Show Graph Pre
= I]ﬁ Copy Ctrl+C
Copy Graph
Copy Window
Paste Ctrl+V
Select All - Ctrl+A
Options...
Reset Options
4.2.2 UV FDRFT

A Z1—)\—® Edit> Reset Options Zi&RITDET TAI MRECRDE T,

Options
{Graph Appearance | Pesk Labeling & Finding Auto Processing  XIC  Fikering

Title font; Set Automatic label font: Set
Auxis caption font: Set... Default caption font: Set..
Auis labed font: Set... Set all fonts to default

Trace colors: Set

Line width 1 ~

UV (Analogue) 0% 'S ADFER

\
® Open Sample...»SBEM®D File Z:EFRULE T, ﬂi

*
*

@ AZ1—)\—m Show Hh'5 UV/DAD/ADC Channel Zi#RUZE

a-o

File

'}

Training TIIUTFDFT—F%RIRUET,
D:¥SCIEX OS Data¥Training_X500ZT76¥Data H9® UV_IDA_withUV.wiff

Show | Graph  Process  Window

104 Explarer
LZfMS Conkour Pane

Help
@ Total Ion Chromatogram (TIC) Chrl+T
h ﬁ Extract Ions Using Dialog (<IC) Chrl+E
@ Base Peak Chromatogram (BPC) Chrl+E

LN File Edit Show Graph Process Bio Toel Kit  Window Help a x
= @ LA geY=]=]=]::] {#  W/DAD/ADC Channel
e B EY=l=EE
@ IDA Survey from UV_IDA_withUVwiff (sample 1) - +
@ |DA Dependent Sum from UV_IDA_withUV wiff (sample 1) E2 —_
— &
2 e% TIC 2.918
= 60%
R, 6.368
£ x| 0360 1479 1997 2480 2912 J{\L
B 0o 4 ol
05 1.0 15 20 25 30 35 45 5.0 55 6.0 65 70 75
Time. min
MELA e -% : b LB QAEEE®
Shimadzu LC Controller - Detector A, Chani Hioml_lv IDA_withUV wiff (sample 1) - E-2 +
2.857 &
1.5e5
1.0e5 UV
5.0e4
2419 6.331 5732
0.0e0™
05 1.0 15 20 25 3.0 35 iﬁ 45 50 55 6.0 65 7.0 75
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= DAD 707 MNSLADRT

® AZa1—/)\—d Show H5 DAD Total weavelength chromatogram(TWC)%Zi&#RUE Y.

e

L — W | % A = = = BAEBEE e =
o 4 TmT I % o
*  Training TEHTLWEEA. TWC from DataSETE1 wiff (sample 1) - Imp STD 5 151 +
4000 0.6089 6.9843 &
6.3117_7.1358 .

5 0.7968 77 73822 7.7564
R 33778 46730 52960
=

= UV (XWC) 207 MSADERSR (DAD F—Ih S50DiH)

® AZ1—)\—®d Show H5 DAD Extracted weavelength chromatogram(XWC)% #RU.
}Hﬂllj:ll L/j_ L\/&E;&ljj L/i | Specify XWC Ranges (3]

g_ Center Width Compound -
° j 254 [0 | -
' |
*  Training TIFETLWEEA. | | @EL 5 Tolaamus-@aEESe

150

o +f

=

= 50

= UV ARD MLDFRR
*  Training TIETWLEEA. e S

o [z
© TWCH3U\EXWC £T. BROE—0%ERSYY | - M
LTEIRE. 9TIL0UYILET, Lo

@ BRUZEBDFID UV AT MUIRRSNE
ED

25¢ \ \
> OX NISALOEREDDLEICYOIR=ZREIHE =\ A v
BdE. SNRRINFET ., RARSNZIRRETT D Eh,
ADED U OTSERHIBTDZET UV AIRY . \
NULOEB(CEESNET. s e

Intendty

» ATJtEYh
> UV @ Chromatogram DEsfEi#hz MS fI[CEHEFT .

® B#D UV, DAD. XWCDoOX M S AEEIUYOIL. XZ1—)\—D Process h*'5
Offset Chromatogram &i®RUET,

* Training _C(Et?ﬁ(&t“ﬁ@fﬁbf— W —5%ZFEAL. 0.06 EANDULFET.

-
@ DA Dependent Sum fram UV DA -thV.MH( S ple 1) £z @ IDA Dey
I

1 TIC

=@ DA Survey fram UV_IDA withUVowif (sample 1)
pendent Sum from UV_IDA_withUV.wiff (sample w) E2

% Intensity (of 2.9e7)
Intensity, cps

20% 1 2.306 2480

1
22 24 26

8 30 32 34

Shimadzu LC Controller - Detector A, Channel 1 from UV_IDA_withUV.wil

Offset
J 2.857 Total afiset min 2.917
UV/DAD/XWC
5.0ed X
2419 ‘
0.0e0™ 0.0e
22 24 26 s 30 32 34 30 32 34
Time. min
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4.2.3 TIC DFR & Background DiFEE. AT NLDFG

— e Show | MasterView Graph Process Window He
" TIC an? l\o 7A(Da=§2|'\ 4+ Total Ion Chromatogram (TIC) Ctrl+T
~ . . 4+ Extracted Ion Chromatogram (XIC) Ctri+E
\
@ Open Sample"'jJ bEE’\JO) Flle %&;Rbgsg_° 4{» Base Peak Chromatogram (EPC) Ctri+B
* 04 10.wiff2 ZEUF T I,[;ql-:ils::iL.r Pane
*  IDA DiZE(F IDA Explorer iS5 As a standard TIC Z#U'E Y e

@ AZa1—)\—H5. Show > Total Ion
Chromatogram (TICO)Zz2oUwvw 2O ULZET,

® Select Experiment 451 7702 M Experimentl +TOF MS
ZEUVET,

@ TIC, XICIREDoO~Y MS AT, BRfhEDEH%E R
SwOUTILEALET,

> KT DIRGE. &S DSt ' RSO UTRIEL
F9,

*  Training TIE 10~12 DHEEILKLET,

DAD Total Wavelength Chromatogram (TWC)
DAD Extracted Wavelength Chromatogram (XWC)

DAD Contour Pane

Select Experiment

Period 1

Period 1, Experiment 1 +IDA& TOF MS (100 - 1000]

Period 1, Experiment 2 +IDA& TOF M55 [50 - 1000
Period 1, Experiment 3 +IDA& TOF M55 [50 - 1000
Period 1, Experiment 4 +IDA& TOF M55 [50 - 1000
Period 1, Experiment 5 +IDA& TOF M55 [50 - 1000

]
]
]
]

*  RIEAEMIESTILIUyoFERRE FAO BV ITBERIT—ILERICBRDET,

= Background D&, ANRDI MLDFLT

© Ny oI5 T>2 RERDEDZ RSWI U TERUIERIC,
EmE &> & (Set Subtraction Range) 71 > 7Zi&IR
LET,

> 2 BEFMBRIBBEES T hM—E2RUHASEIRLTL
ZE0N,

> N O0SO2 REFNES JTRRENE T,
@ BHoE—ofhE (FTRIT(E 10.7 2f4ihA) ZBEALRSY

ARL %0 Ao «am kel

TIC from 04 10.wiffZ (sample 1) - 10, Experiment 1, t!_Dlj«TDF MSTT00 - 100

1.0e7
8.0e6
6.0e6
4.0e6

Intensity, cps

2.0¢l
0.0e0

10918

b mw;,——_u_rf\‘—”

105 )

JTEIRL., 9TIIWOUYDTBZET, I\ ITTI> REFIWEART MURRENE

ER
TIC from 04 10.wiff2 (sample 1) - 10, Experiment 1, +\DA TOF M5 (100 - WDDD_]
o L0671 12.872
1 AR 12531 | 13015
B 1 11423 11394 11698 12018 12317
= 0.0e0 ﬂ t T T T T
105 1.0 15 120 125 130
Time, min
Spectrum from 04 10.wiff2 (sample 1) - 10, Experiment 1, +IDA TOF MS (100 - 1000) from 10.6... 10.wiff2 (zample 1) - 10, Experiment 1. +/DATOF MS (100 - 1000) from 10.807 to 11.133 min]
" Jed . N e St
E 272.1645 Iy D55 RERE &
‘g - 2351 69?: 2731 677 qzi):] L/EZ/\O '\) l/
= (el —t l 4 T T T T " T
200 300 400 500 600 700 800 500
Mass(Charge, Da
Spectrum from 04 10.wiff2 (sample 1) - 10, Experiment 1, +DA TOF M5 (100 - 1000) from 10.675 to 10.732 min
" Jed . N w At
§ ot 272.1645 I\ D055 RiBE LR
2 235.1692 2731677 AT ML
g led ' ' 371.1012
= Oel || | Ll l b .l " (. — . . . : .
200 300 400 500 600 700 800 500

Mass(Charge, Da
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> BIRUEEMDR@NOAD RS Y I THREREE TS,
> FEORTRE 1 BOAERRERTNIEDIHEE. BHORKEZSITILT )Y IUTIEE,

® BEICHUT., & PO DADTERENS, Clear Subtract Range Z&IRL. \w oI5
T ROIEEZEFHRFUET .

*  Training Tl&, BERUTLZEN,
= Pane ZE9. HIIf9 3. 2EMEICT D, IEXKTSD

® B Pane &3BiR%, BEE B3 Tool Bar HMSEMOT7rI> BQ
(EH5. HIBRT 2. LEEZEZRI D, BIRUE Pane &Y. EIRUTE Pane LISV EE T,
FEUJz Pane &R 9 D, EIRUE Pane LIV ZHIBR T D) ZiBIRLTLIEELN,

*  Training Tl& MS AT MLZHIBRL TS ZE0),

4.2.4 BPC LU XIC /07 MNM'S LADf#EIT, TDMDIHEE

= BPC&OYMNISLDEFRR

> BPC (R—XE—00OXKISL) (F ART N ETREBEDSVE—DIDEEDHZ
ERLTITOY bLEION KM SLTY,

® AZa1—/{—m5. Show > Base Peak Chromatogram BPC Options X
(BPC)%O IJ \y 0 ngsa_" Mass tolerance: Da
> Select Experiment 4 -1 7O MRS E (S Experimentl | O Uselimited mass rane
+TOF MS ZBUE T, o
End mass: Da
@ BPC Options (CI3iEHMEZ AL OK UET, ] s s e e
e % v A - oa 1] Start time: min
BPC from 04 10.wiff2 (sample 1) - 10, Experiment 1, +IDA TOF MS (100 - 1000)
End time: min
6e5 12,533
. Seb [] Only show this dialog again if the shift key is down
% 5 OK Cancel
£ Jeb 11407 |[12.716
1e5 10.721 | 13317
1 2 3 4 5 6 7 8 9 Tim;?m‘n 1 12 13 14 15 16
[Tips] BhESd17O00%&KRIDHE
TICY® BPC. UV DA TY MIAEZRTYT DR BERRINDS | BPCOptions X
FOONEN TV TERR CERVBANSBDET, TORE. T h— [ g R
ZIRURNSBEDEFZ I D EEFELUERT . :
> S0 hF—&RURDSEBRORFETS S, FaE Only show | ="
this dialog again ... (CFTYINADTNBDTFTY o= | =7 :
LET &Y 1 7OInEELET. Erdmass: Ds
> H(CESERME L CTIERRICT BIC(E. FE2 Only show this dialog | [ Useimiedtmerane
again ... ([CFTYIULFT, Start time: min

End time: min




=  XICYOX NS LADRTE
® AXZa—/)\—h5, Show > Extract Ions Chromatogram (XIC)Z=2oJUw 2O UZEY,
> Select Experiment 51 77O M BV 2B E (& Experimentl +TOF MS &#&U'ZE T,
@ ENBIEC. m/z. Width(Da). {t&EM&ZASIL OK LET,

> Center: m/z &2WL\EE/AT () ZADULET,

> Center [(CHBERZEANUIZBEE. REND m/z (& | Specify AT Ranges
POSIt';IVS‘_ MOde (3:+H\ Negatlve MOde (;_H t LJT Center width COIT‘lDOLIHd
a@]ﬁf%bijo C12H1EN04 0.0z I-hydroxycarbofuran

> BENUHExcel TURMELTHEFTE, J8— || [COHTCR 0@ Tscetariprd
&NR—Z I\b‘f%i@'o COHIN3IOZ2 0.02 carbendazim

® BREESSNZIOXY M SAICERIZEDHTE

D, E=0ZZDDITI(CIE (Label all overlaid traces, Fill peaks) 771 > %3&

UF7.

> SNILIRRSNBVNBEEANRT MLOfikEh _E T, Label Threshold = Z&hHh\L. BMD

E—07INILUET,

» EREEU Pane (VO MISAL. ART ML) DHE

oA - % C[Rla] ;AU BAEES®
— @ 3-hydroxycarbofura 4 10.wiff2 (sample 1) - 10, Experiment 1, +IDA TOF MS (100 - 1000): 238.107 +~-0.010 Da +
@ scetamiprid XIC from 04 10.wiff2 (sample 1) - 10, Experiment 1, +|DA TOF MS (100 - 1000): 223.075 +- 0010 Da —_
@ carbendazimXIC from 04 10.wiff2 (sample 1)-10. Experiment 1. +IDA TOF MS (100 - 1000): 192.077 +-0.010 Da 2
5e4
| carbendazim / 1.926
p  ded
=)
2 3ed
g Zed 3-hydoxycarbofuran / 3.289
=
cetamipnd / 1.775 e
Oe0
1 2 3 4 5 6 7 g 9 10 11 12 13 14 15 16 17 18 19
Time, min

O AZa1—/)\—=m5. Graph > Split Traces into Separate Panes ZiER L. 3 columns Z A7

LTOKULZFET,

Graph | Process BioTools  Window

[ S %-a . =, R R == 1=] ] Set Selection...
— @ 3-hydroxycarbofuran XIC from 04 10.wiff2 (sample 1)-10, Bxperiment 1, +IDA TOF MS (100 - 1000): 238.107 +/- 0.01C E'x'pal‘" Selected Y-Values By,
@ acetamiprid XIC from 04 10.wifi2 (sample 1) - 10, Experiment 1, +IDA TOF MS (100 - 1000): 223.075 +-0.010 Da SRR mEEeEe e
@ carbendazim XIC from 04 10.wiff2 (sample 1) - 10, Experiment 1, +IDA TOF MS (100 - 1000): 192.077 +-0.010 Da Clear Expansion Ranges
5ed4 ) =
carbendazim / 1.926 Remove Active Trace
U, ded Remove All Traces Except Active
(=8
; 3e4 Remove Traces Below Threshold
B Fade Inactive Traces
& 224 3-hydtbxycarbofuran /3.289
= Invert Second Overlay
1 ceiamiﬂmﬂ 775 e —
00 i - -
1 2 3 4 5 6 7 3 9 10 11 12 13 14@ Split Traces into Separate Panes
Time, min PN - PN
GEA s %o b A B % ke e G T - - 5
3-hydroxycarbafuran XIC fr_00) 238.107 #0010 0z T | acetamiprid XIC from 04 100} 223075 +-00100a T | carbendazim XIC from 192077 +-00100= T
15000 o - 5e4 -
3.289 & 1.775 & 1.026 &
10000
ded
a2 & 8000 2
& 10000 3 » g 304
= = =
2 » 2 6000 z »
2ed
£ s000 £ 4000 £
2000 Ted
0 ‘ 0 * 0e0 +—
5 10 15 5 10 15 5 10 15
Time, min Time, min Time, min
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= #WOUD

D WOUSIEFNENIOT RIS A LSO 2 FrasszneNS Uy oL, e R

SwIUTIEARUET,
> WEEUSOTBEAR. B PO OBEROYAS Link Y-Axes RIRLTL R
(A
@k wo i (o) e mm B @r s %l @) e %
3-hydroxycarbofuran XIC fr...00): 238107 +-0.010 Da + acetamiprid XIC from 04 1..00): 223675 +-0.010 Da
15000 + 3289 E 775
: 10000 4 '
w uw
S 10000 { =3
2 > 2 »
2 2 5000
£ 5000 | £
15 20 25 30 35 15 20 25 30 35
Time, min Time, min

&= =
+ +
- Sed 4 -
& 1.926 &
4e4 | '
a
; 3e4
= +
E 2e4
£
Ted A
0e0 T T r r T
15 20 25 30 35
Time, min

Q@ 1&EhH D\t ZIL KT DIHS(FED L TR I 28EEZ RSV I UFET,
> RIBEGEMEZESTIVOVYOFEREGE FPAO22IUYITDELIT—ILERRICR

NEI,

= Pane OB®. ##MOY>D. BUEDE., ZUSIE. EREE

® &Pane BLICHDT7AOY (NS, BB, BUEDE. =

TAA> =IOV IRRSYILTLIESLY,
% Training T (& ZEAL. UTFOLSCEEEBREL T EE0,

LEIE. EREE) "SBEND

AEL+ %o anm Il GRAEES®

3-hydroxycarbofuran XIC from 04 10.wiff2 (sample 1) - 10, Experiment 1, +IDA TOF MS (100 - 1000): 238.107 +- 0.010 Da

Time, min

15000
3.289
w
S 10000
=
@
5
£ 5000
0
10 12 14 16 18 20 22 24 26 28 30 32 34 36 38 40

@k - % A L UL B REE oo -% A

10000

1.926

L\

% -l Aufee]- %o lfml e Ul - BABEME

acetamiprid XIC from 04 10.wiff2 (sampl...OF MS (100 - 1000): 223.075 +~-0.010 Da + arbendazim XIC from 04 10.wiff2 (sampl...F MS (100 - 1000): 192.077 +-0.010 Da +
— Sed4 —

1.775 & &

Aed
w w
53 53
- - 3e4
2 2
% 5000 % 2e4
E E
Ted
0 0e0
15 20 25 30 35 40 15
Time, min
» EEOIE—

20 25

Time, min

30 35 4.0

®© OXMSAZEEIE—TB(CIE. AZa1—/\—h5, Edit > Copy Graph 3L\ (& Copy

Window ZERUZF I,
> Copy Graph : X577 1)L
> Copy Window : Evw bW IRz
@ RA>Moppt T7AILEFCR-XAMUET,

o Peakview - [Formula Finder] N

iy File | Edit | Show MasterView
== Iﬁ' 3 Copy Ckrl+C
- Copy Graph
| Copy Window
+!  Filrarin
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4.3 IDA Explorer h*5Dfi#tr

IDA THYS U Data ([CDWT. ART NLOWHERN SIEERT. FFIMRRIGAE HRA I 2SS
(CITDTENTEFT.

iy File

@® Open Sample:- &3 L\(& File Menu @ Open Sample:-- S BM®D File %% ni -
RUET. 2T BT —INERRINRVIESE Browse [h 552249 % Project 1D Data %=

ERUFET,
* Training TEUATDI 7 A I)ILZERLET,
D:¥SCIEX OS Data¥Training_X500ZT76¥Data H9¢D 04 10.wiff2 Open IDA Sample bt

How do you want to open this 1DA sample?

@ With the IDA Explorer (IDA Explorer 0'58<). F/2(& | | @wittepabmioer |

As a standard TIC (TIC h'5B<) DELESMZEEV. O As 2 standard TIC
OKZoUvwIULFEY,
] Only show this dialog again if the shift key is down
*  Training TI& With the IDA Explorer Z3#RL T EEULN,
¥ UTFORROMRBEENHEEET, oK Cancel
BE - Wi L TAEEES® Bl hds s%-Tae aamd i GAEEE
+ Filtering Controls il Spectlum. from 04 T0.wiff2 .[samp\e 17-10...2, +ID& TOF MSMS [50 - 1000) from 0.102 min +
w Precursor 1.009._1 Da, +1,CE: 35.0 E
Time versuz Precursor Mass/Charge for 1D4 Depemdelﬁst;4 171258 79.0553
. % .’3' 354
500 - ‘.L
fHitddh : m/z 1
' or > - 5
- B MS/MS BUSFEHD Precursor || EIRUTZRD MS/MS
= Ion (FULH—Y—AA>) ODm/z
g o / Retention Time (RT)
5 500
= an |8 751
300 1.04
e v :
, ngq =¥ -' 1 - 0.5
RN ¥z 34 5 6 7 & 4 ¥

Tirne, i . 0o-
ﬁiﬂi . RT = 200 400 =] 800
4317 spectra visible Mass/Charge. Da

S EVERHD MS/MS D

_}EEGD Tolerance T Merge & DEUSEHD MS/MS DEX

GEECDW\WTIILEZSEBIZEN,)
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4.3.1 fitmaptlDE;X, URABRRSE
> B®IIECIEU. Graph QDI DEBZ X MRRICTDZENFIHETT .

HEDTDEX
© EEEZEHEIYUYIU. Graph Y-Axis 'S BN OHEEaZEIRUFET

> Fragment Match TIC (343D Fragment Matching RF(ICERTEET,
*  Training TIZ@ Dependent TIC (G&E) (CEBEL TS0,

Select Points in Graph Selection
Zoom Graph Selection

Home Graph

Graph Y-Axis 3 or Mass/Charge @

Assign Names Using M/Z... Dependent TIC @

Filters " Fragment Match TIC ®
4.3.2 Table &R

Table DIEB®%ZOUwV D
@ @ELEB@ Table ’5’7%5@%3‘5:&?%&32@%3} + Filterin 1] IBILET. VY—baEn

ESER
> Table DRIAR (Time, m/z, TIC2&) &y oy Huphl [

BCETY— hg—%:tb\—cggsg'o [Inde:-: Time 'z Mazs Def TIC J

1 00 1091M3 | 01m3 4 8e1
2 INN 7ER2229 | 02229 1.1e2
*  Training Tl Graph D5 J% 20w L. ti@ Dependent TIC a3 012 | 38961523 | 01623 | 2.3e2
(58E) [cLT<=0. 4 |03z |157.0039 |00838 | 1.8e2
5 03z 2391623 | 01623 2.5e2
[ 03z oz o1z 1.5e2
7 033 4292408 | 0.2408 1.0e2
+ Filtering Controls + Filtering Controls + Filtering Controlz
Time versus Precursar M ass/Charge for IDA& Dependents Time versus TIC Intensity for IDA Dependents Time versus Precursar Mass/Charge for [DA Dependents
934,3361/12.98 338.3415/1255 -8
300 SB05I7E/101E e 1065 675674441254 300
5 . 278.1588/11.41 +
500 &00
;o f 255
'8 550.5752/13.03
700 397.0542/9.45 * 700
& - 3821593/953 #-324.1206/336 =
g &0 "1 senscaccce® ¥ 8 P
5 4] L 5
ms| TS R
= IBAG702/902 9 g @ = 399.0514/9.46
4nn Yy - 314049141 0.375-.- 551.5974/413.05 400 387.0542/9.45
4 1065 - ° 206938 T
- it TRITIZES W e 3419611078
R .G 3 2790531 /10,37 —
L TE e A 2 5.0ed
20040 420 e 5 200
gzt = "
LN 0.0e0
e 5 10 15 10 5 10 15
Time, min L. Time, min 4 Time, min
2
® precursor Mass/Charge [—| @ Dependent TIC —|® Fragment Match TIC
m/z RS Match U7z Fragment igE
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4.3.3

ANRD MLD#RE (Merge)

> IBTE®D m/z. RT @ Tolerance AD Peak (CDWLWT. BELTERRLUET,
> BIHBRICRD. KDEBDLLMS/MS HESNBOEEENSBDET .
>  BIOFRTIFOREMRFINE T, LC ZHDEEERE, RE(CSUTHERELTSZEEL,

) @EEJ:OD (Show Options) J7-f 1> Options ZE £,

@ Merge...[CFTwvO%ZMF. Mass, RT gap Tolerance [

(CESMEZ AN ULET .

¥ RT ® Tolerance (& LC @ Peak & (ICHELE T,

¢ Training TIZZNZEN 10,

0.1 ZABLTLZE L,

Options I

General | Mass Defect | Izotope Pattern I Fragment Matchir

erge spectra with similar precursor masses

—

RT gap tolerance: 0.10 min

Mass tolerance: 10.0]

Filkering Controls

3 Sl AT oL W R EEE e EEI'MM

Graph | Table

Time wersus Precursor b azs/Charge g
9594.3361 /1

300 4

200

700 A

G600

500 4

Masz/Charge, Da
I

400

Merge &1

I w
=] o
=] =1
L
"I
‘ ] E'
-
] ]
I
* I
L 'o'-.- L

Graph | Table

+! Filtering Controls

v R N = l s ==

Time wersus Pre

a00

00 +

FOo

B00

500 4

MaMarge, Da

200 +

200 +

400 45

Merge #%

curzor baszs=/Charge g
9943361 41

5 10
Time. min

15

La217 spectra wisible )
BUSEHD MS/MS #4

< 2169 rmerged spectr@

Merge M MS/MS #4
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4.3.4 Filtering

> MS/MS BUUS=MJz Precursor Ion (C Filter ZhMF . BRI A> B U, ST ZES5(1CT

DT EMBIRETY

> JL—7Ob0HEBE. RMHEREIDETHRATEDRLDICRDET.

@® EmEAL LD Filtering Control MAD, +

@ RR—2DEE=SE(C
L. BRIOHIRZMNFET,

EoUw oL, BEEESET.
VT RERSYITEE. 3045 TILTU v IEEiEE A

*  Training TEUTFTDEKDIC. m/z7%& 250~300 ([CHIFRL TS IZELN,
> #&T#. Filtering Control E@BD‘B Filtering Control ZE U T Z&0N,

Filter 10> MS/MS %X

(—\ iltering Controls —| Filtering Controls
me: 1 J Time: m! J
W Y
- 250~ 300
mjfz: J J m/z: JiJ
TIC: J J e J J
Quality: J J Quality: J J
J J Matched Int, (%c): J J
= =
v J v J
Mass Defect: J J Mass Defect: :J J
Graph | Table Graph | Table . .
Time versus TIC Intenzity for IDA Depery . A Time wersuz TIC Intenzity for 1DA Depe Filter #
Filter g1
3383415
E/RE/AATZR
3.0e5 4 27915604141 3.0e5 27915881141
]
2.5e5 297 0542/9.45 663.4016/13.32 2.5eh 4
| e
= : X a e = 272164641071
= 1565 286.1892/913 of [ 15e5
eh ) ]
267.0645/8.77 —8' * 25615324913
105 4 1.0e5 ] 267.0645/8.77
- - L L
a
5. (led | 50:0{ #q ® Mo
‘a -I .-.' J -
0.0e0 4 0.0e0
10 5 10 15
Time, min Timne, rir
2169 me%ed spectra visible @Df 2169 erged spectra visible

Filter % MS/MS %1
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Filtering Controls [CDWT

> LUF O Filter "B]JgET T,
> JL—7DOrDIER (%) FEMEEREITDCETHRATEDIRIICRDET,
e Time (Retention Time. RT)
e M/z
e TIC: Fragment Ion MEEDIEE
e Quality (%): 1rA>. /14 X%ZBkR< Fragment Ion DiEEDIEEDE Fragment Ion Di#E
DOER(CH T DR
e Matched Int (%)*:5%7%E U7z Fragment Ion, Neutral Loss (C—E U7z Ion MD38FE D Precursor
{gn), Background Ion Zp&<% Product Ion HDEE (Fragment Matching DIEZZSBL &
e Similarity (%)*: FREUCEELLEYE—ET D Fragment Ion, Neutral Loss @ Precursor
Ion, Background Ion Zf&<% Product Ion DR
e Mass Defect
e Defect in Range*: F&E (#E#(A]EE) LJz Defect D Precursor lon MHZERR
e Isotope Pattern*: F&E (#E%(nIgE) UJIzEMf{ktbZ$D Precursor lon MHZ KRR
4.3.5 IDA Explorer ZHUWZzHHNWED MS, MS/MS, XIC DFRR

IDA Explorer ZHWZEHHWMWED MS, MS/MS XANRJ ML & XIC DR~

® Table "5BHNOEIEZT JvIULET,

*

Training T(E RT:10.75. m/z 272.1644 (Napropamide) Z2Uw /2 LEY,

% A MS/MS AR NINWTRRESNET,
+ Filtering Controls Spectrum fiom 04 100wiff2 [zample 1] - 10,..., +DA TOF MSMS (30 - 1000) from 10.751 min
Precursar 272.2 Da, +1, CE: 35.0
Table -
Index Time m'z Mass Defect TiC Ehalgf 171.0794
] 72 a1 |01m 4462 1
NEE 272.1644 01644 TEed 1 400
2128 [10.78 721644 |06 4.8e3 1 MS/MS
18 [ 1076 2164|0164 7563 1 30
207|107 721646 | 01646 2764 1
a0 |10 721646 | 01646 26ed 1 -
2090|1088 721646 | 07646 2264 1
0% 107 2166|0766 304 1 R
2080|1068 2T | 0847 1204 1 ¢ A
HE 1207 2722571 02571 The3 1 %?
2% 1149 2722571 02571 253 1 £ 200
1982|1048 2l | 057 1Ee3 1
2/ |11 72 | 0259 1463 1 - 1430855
167 244 73095 | 0095 5763 1
W |24 73096 | 0032 35 7 T98.0747
173 245 703 | 0092 1453 1 100 1 171.0023
540 574 7367|0167 91e2 1 2721665
550 584 7al68 07168 1383 1 50 !
545 578 7332|0162 1363 TR »
J . FIE FECC r‘;?‘) ACIR nACIE _ A C-7 1 7 U ” I I | l | ‘ ‘ ‘
200 400 £00 800
3089 of 4217 spectra visible Mass/Charge, Da
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@ BEEALD W i 1. (EHMNSMS, XIC, MS/MS) S MS, XICEZIUwW I L TERRL
x9, -

Bt -%-bae-wam L gAEEEH #
il Spectum fiom 04 10.wiff2 (sample 1) - 10,.... +IDA TOF MSM3 (50 - 1000) from 10,751 min +
Precursor: 272.2 Da, +1, CE: 36.0 -
= 400 MS/MS &
m'z Mass Defect TIC Chag™, 171.0794
PRI TINTT] i 20 I ‘
il u . ‘
200 400 00 800
3099 of 4217 spect)\vwsible \ Mass/Charge, Da
AL -Y-bae - axgalll - GAEEEH®
AIC from 04 10.wilf2 (smple 1) - 10, Experiment 1, {DNJOF M5 (100 - 1000} 27216 +/- 0.05 Da +
g 10.72 ;
(=N
7 s ' XIC
£ e
£
- e, T T T T T T T T T T T T T T T T T T T
0 1 2 3 4 5 £ 7 ] ] 0 1 12 13 14 15 18 17 18 19
Time, min
ikt -%-HNue - «an | TGEHBEE®D
Spectrum from 04 10.wilf2 [sample 1) - 10, Experiment 1, +ID4& TOF MS (100 - 1000) from 10.746 min +
y MS "
g 2 2721644 &
2
3 10000
g 1.0032 21094
. - : : : L o ‘ -
269 210 m mt ] 21 i 276
Mass/Charge, Da

4.3.6 Fragment Matching (3tBDI ST A> MEIFOT VU H—H—1 A > DiR3R)

IDA @ MS/MS h'5., BRI EIE(CHEZI 9D Product Ion U\ &E. Neutral Loss LY, ZD
S =9 D Precursor Ion B ULEI .

> 18#® Product Ion. Neutral Loss D ADHBIEET Y, Or RFRICIRANDE T,
® BMDFT—4% IDA Explorer THEET,

*  Training TEUTDOI71IL@ERUET,
D:¥SCIEX OS Data¥Training_X500ZT76¥Data 1 04 10.wiff2

@ Filtering Controls ®M @EEJ:OD (Show Options) 77-r 1>~ Uw/Z L. Fragment
Matching 97 20Uw 2O ULET,

® [Fragment M/Z|IC(335EFT B TSI A> bAA>Z A L. Mass tolerance : ¥ ADFHFEE.
Minimum Intensity : &/IMB. (CfEZ AN LTOK UFET,

Options — Filtering Controls

| General | Mass Defect | Isotope Pattdn| Fragment Matcing | MOVMS Gim

Tirne:

Mass tolerance: 150 pEm T e

[ Adjust precursor m/z using residual parent

Fragment t4./2 Meutral Loss M2 Guality:
|1zams0 (3 | @
| | Matched Int. (21 [ [ ok | [ Comcel |

@ Filtering Controls @ Matched Int (%) : 0.1 ~10FEZAHDUL OK UET, ZHNICKD
Filter(#)Z1TULVE T,

D_

07

Minirrumn |nterisity: 1.0e1 TIC: D_
D_
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> EET—HICEDBEEELTLIZE0,

BAE - AL B QAEEE de ERr WL R e e OaREE
+ Filtering Controls A | Spectrum from 04 10.wiff2 (sample 1) - 1._.cursor: 317.2 Da, +1, CE: 35.0, CES: 150 T
With 1 other merged spectrum, noise filter...r = 1.5), Gaussian smoothed (10.0 points)  —
Graph  Table &
Time versus TIC Intensity for IDA Dependents 171.0801
70
3.0e5
60
2.5¢5
. 50 199.0748
2.0e5 53 I
o _ _ = 40
= 272.1648/10.71 @ 2721629
1.5e5 5
= a0
1.0e5
20
5.0e4
- S 10
31 e.zggm 0.73 >
0.0e0 (_\/ E
123455?851‘u—r'r‘\'213141515 0
Time, min 200 400 600 800
Mass/Charge, Da

> |Neutral Loss M/Z |[CE3EBDBBETZ IS IR NERET BT ECLD. TOIEEHE
EEOTUD—H—A A HRECZET,

¥ Adjust (CFTVIZANDET VDY —A AN SEHEMBDED EF ORDZIRERLE
ED

4.4 #AES ( Formula Finder )
> MS BKLU MS/MS INSHRMREENT. TSR b A DIREZITOMEETT,

@ FIRZEZSE(C IDA Explorer 5. kD ZEITD E—2DD MS KU MS/MS ART L%
FRUET,

*  Training Tld. 04 10.wiff2 DF —4&%3&U Napropamide [C DWW TET. TR U T < ZEU. (RT:10.71.m/z 272.1646)
*  fRHT LI L\KDI(C IDA Explorer @ Table @ Pane (ZBREL. MS SXKU MS/MS M Pane #&XRxULZE T,

@ MSDRARINLET. BHOE—JCDNWTEMHRZESSHTRS YT Ll et 2w

L/T%}R L/ 35 g_o g 20000 2721645
% m/z DSARUBRRESNTORNE— I UEORIFCEENTHIA | ™ |
FNFLEA. BRECHOT, ARTNLOY # FOBXRZEHNL. B S e
MDE—DZSNILLTSIZE, Mass/Charge, Da
. . . Show | Graph  Process BioToolKit Window Help
® AZa—/){—m5 Show > Formula Finder Z:#RU Formula 4 matogram (TIC ClaT
Finder BIEI7ZHEX 9. o E
4} Base Peak Chromatogram (BPC) Ctrl+B
@ Elements from, to [C(&. RERITDTREZTDHRD TR, LRZ Formula Finder (3 oot
AJIU. Isotope cluster details DU b LTE. #BDHIC """
ERLUZVWWmM/z D Use [CFTVIZMNTET, E—
|sotope cluster details Charge |+1
% Elements from, to (CASUTETTER. TRBDEHH A TR Pealf | Use ||m/z % Intensity | Width
b\?i—bﬂig‘o W (2721644 1000 0.009
1 W (2731676 |15.3 0.008
% BHOEBETEN DN BHZE(E. Elements from, Elements
to [CEDIBERE A LT LEL, Bemension ] @

Elementsto  |[C50 H200 N10010 55 |
Mass tolerance (ppm) 5 @

Intensity tolerance (%) @
#C/#heteroatoms greater than EI @

*  Training Tld. BRIDEKD(CANZEITOTIZE,
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® m/z Tolerance (ppm) (C5&FAANUET,
® Intensity Tolerance (%)(C 15EEEZ AN ULET,

X BEEA A DBEMEWGEDRMDA ANAERD TNDREDZERMEZKREL<E

TLIZE0N,

REf (%ﬂﬁﬁq-lga@

SEL

+ Filtering Controls Spectrum from 04 10.wiff2 (sample 1) - 10, E... Precursor: 2722 Da, +1, CE: 35.0, CES: 15.0
‘With 7 other merged spectra, noise filtered (n...iplier = 1.5), Gaussian smoothed (10.0 points)
Graph Table
Nm 800 171.0804
72 8 100 B8 - o MS/MS
555 72.257 } 1 12 jﬁ/ 3 500 4
58 | 242 — 2T R 3t F— 0 00 =
203 N 53 AN 100 0.0 @ 400 4 199 0759
2 E—2OUX B 263 2 84 00 2 A
g o= Eenia Joez 1 T 00 = 2 272 1623 :
1051|1168 [2737822 [64e3 1 0 v 18 *\ M ‘ H
U< E 200 400 600 800
1420 of 2169 merged spectra visible Mass/Charge, Da

Spectrum from 04 10.wiff2 (sample 1) - 10, Experiment 1, +IDA TOF MS (100 - 1000) fro

0675 to 10.773 min, noise filtlered (noise multiplier = 1.5), Gaussian smoothed (10.0 points) ':

B ]®

Intensity tolerance (%)

HC/#Fheteroatoms greater than D @

5000 MS 2721651
4 4000
o
= 3000 5
= .
E 2000 H
£ 1.0036 H
10082 * 21095 :
A | A i
269 270 271 272 273 274 275 276
Mass/Charge, Da . B
e = MS Details MSMS Details  Compound Details Form u |a FI nder =
Found elemental compositions ind Any n F_
M5  MSMS MSMS SulopEelislaiisal Charge |1 ~| —4 M5 result summary for CT7H22NO2, [M+H]+ H
Ht | Formuia m/z RDB pom gk ppm  Rank  ound Peak | Use | m/z % Intensity | Width °
Ci7HziNo2  |2721645 |80 | 22 | 1 nana || [ 7 (2721844 [1000 0.009 100% 7
1 W |273.1676 [19.3 0.008 80% -
Elements from l:l B0%
40% 2731683
Elements to |C5[)H2[)D N10010 55 19
20% - ppm
Mass tolerance (ppm) @

lon type: | [M+H}+ ~ J 1 edditional ion...

@ #C / #heteroatoms > (Ci&E

SHME

X IRFREKFUNDTEDLEZFIRLE T,
¥ RABD TRIARQIZER O (CLET.

Formula Finder OAI®RICHD

(Training T&0) ZAHUET,

A 2% MS/MS DA MLEIC RS WA ROW

~UTT. Formula Finder & MS/MS AR NL&EU>OSHEET,
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HA R AR SRAF DIBMFRERR &

TR DEEDEBIINS > F 2 I DRRFBREZHRE T D ENTEET.

©® ZTEIBHE(EFormula Finder D« > RJLET

U, BECRUTHEELET.

*

Training Tl TRDKSICEREZITD TIEEL,

(Show Options) 71> Uw

<Elemental Composition 727>

Megative ions
A
[M-H20-H-
[M+Na-2H}-
M+CI-
[M+K-2H}-
[M+FA-H]-
[M+AcO-H}-
[M+Br}-
[M+TFA-H}-
[2M-H}-
[2M<FA-H]-
[2M=AcO-H-
[3M-H-

W

Formula Finder Settings
Result Summary  Dictionaries
Positive ions
y Oxygencount __ |, [M+H]+ A
FOET O Phosphorus count 7~ | T+NH4]
. . N . [M+Na]=
RDBto:  [100.0 [] Oxyeencount - 3 [M=CHIOH=H}+
Sulphur count
[M+K]+
[ Use element limits of natural products Em:n]l-_li]—
[2M=<Na]+
Consider also odd electron state for {f\ﬂgﬁ]‘_
Oms fragment, if commeon  [] any fragment [M+H+NH4+=
[M+H+Nal+=
[M+H=K]++ w7
0K

Cancel

RDB: AEeflE

l/\O

[ )
Consider also...:

<Result Summary 97>

HEIIGCTEELUTLESL. RDB DAELMEEMICDULTIE. RDB to DIEZZEE L TLIEE

Oxygen count / Phosphorous count, Sulfur Count:

P (UX). S (&) Z=5VEEMDIHS. Oxygen count / Phosphorus count Y2, Oxygen
count / Sulphur count ([CF TV OZMNT. BHRBEZANDLUET.

Use element...: SEMNRTRIEROERRZERRUET,
STHIA AL DRRRZITOHBEETF TV IZEMNTTIZE0,
Positive ions / Negative ions: 8E SN THADIELEDZ i+ A > FZERUET,

Formula Finder Settings

Dictionaries

miz reporting format | 0.0000

£

Order results by

combined ranking w

Combined ranking contribution

MS data

[ \wieight MS/MS data in log scale

(CLEEZMNTD T EEREETY,

MS miz error in ppm

MS/MS miz errorin |mDa

MS/MS data

e m/z reporting format: m/z DRFERZEIRULET .
e Order results by: RFERDIEEZIEELFT.
e Combined ranking contribution, Weight MS/MS data

LRI LT MS. MS/MS OfER

42 / 89



<Dictionaries #27 >

Formmula Finder Settings @
| Elemental Compozition | Flesult Summary | Dictionaries |
Confirm elernental composition in ChemSpider Service
File 1: HMDE
DASCIEX OF DatalTuchi 1_2 Pesticides Screen 1.0 a PubCherm
[T File 2: NIST
IaszzBank
[ File 3: ACD Labs

Show all databases

e Confirm elemental...: {tEVIERESDT —IR—AREDT7A IV % 3 DFETEIRTDIEN
TEFEY, {LEMBBEZFAITIDCERUE T, BIRAIGER DT 7 7)LDFESA(L. Analyst

Database 7 7-7JL (*.mdb). XIC Manager V7 b T 77UX L (*.xiclist). 4TXIDOFFX
E (ixt), #BET—FTA—<Xwv b (*.sdf) D4 FEETY,

e ChemSpider Service: SA LR EBASNIZAIFHRFROIFETT ., BHATDIT—FIR—XI(C
FTvIOZANTLIZE,

OKZzi# LU CEEZMUET,

@ FormuIaFinderd) INT &R & HBRETORERN @D Result Summary 7T D
Order results by TIEEULIETY — hENTERRESNET,

A
Found elemental compositions MQF'WW)

Hit  Formula m/z RODE  ppm rlé?gnk EﬂpSmMS E’IaSrl;ﬂkS Found
CifHZIMOZ | 2721645 0.3 1 2020 1 141043
@7z RV ZHR DB Z R fHnzzpnsk Uiz m/z

e ppM AL : TUA—B—AA>DE)T7AY NEYVIOAL A DEEZRR.
e MS/MS ppm AT A : “FHIEE (BB TEIRISITA M) "EF R

e Found 5/, : @D Dictionaries 5 J TRE URRZHF TEY fUTELEMEER R (E: 51
TIJSU—TJ7AI)b. B : A>SA>FT—IR—=ZAH5 (ChemSpider) Ew ~UEEBED).

¥ RRSNDEMHER(EO@Result Summary 9 THRELES>F I TERUET,
s Find anyRo> 207 & BEURREMCABURVRRERRENET,
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R > EM U CHHBRITRRENARRESNRNES : MTECHEREE0,

(1) FRIS—HFrSNZHS(E Ton ép ik CSIAN D IEAIRENHDET ., @ESE(C
Ion type T ILF D HSIEET DT A ZIED, BE Find RY>ZIBLUTIZE0,

SCIEX 05 =

#W% The requested action could not be completed, Make sure your data is
S complete and all fields contain appropriate values,

L

lon type: e w 1 additional ion... II:> lon type: | [M+H]+ v

(2) TRIZS—NMTRRESNIZIHE(E. HE UTSHERREET OSMF T (HMREHERN R D 5o 28]
BEMEN B DET, LBRDO~ODENZE [ oo %
BEREUTHSEBE Find /R5Y> %1
UL CHEREERL TS ZE0,

Mo elemental compositions were found, Formula Finder settings need
to be adjusted.

@ HEEDTOFER. MS Details 7 Tld. Ion type (C(FELAISNIZAINA A> . AiEICR RSN
2 (#=) additional ion Z20Uw o9 3 &, EAIESNIZMMDINA A BERATRENE T,

M5 Details  MISMS Detaile  Compound Details

S rezult surmmmary for CT7HZZMOZ, [M+H]+ %E : ;,EIJ
® — Bk . ORIV X N TERU TR/
o0 o4hbn / SEtEENZEMMAD

1%

2731676 Additional ions

e
lontype: [MeH) @ |\ 1 additionalion... >

> FEROEAINFESNSERN TRV HBVEAINA AN FERERLDIHEL, Ton
type DT ILF D SIEETS DN A> &R, BE N> =i CTRERZHEER
TLEZau,

> TIVFITERTE M40 A (E. @D Elemental Composition 57 TREULEA A
ta_o

B FEDOHEMINZEIRL T MS/MS details DFT&0VUwITDE. DRSS IR
ZTIR—B—EURTSTAS b A DR RBERNFTRENET

Display type M)LF > h5 Best fragments for formula Z3&R 923 &, &R U TR
DI SITA> NaBERNRRENET.

MS Details] MSMS Details  fompound Details
Parent mass [272.1544 Charge <= Mass tolerance (mDaEI #C/#heteroatoms >E|

24M5/M5S peaks  Display type: | all |v = % .@

Fragment details for C17HZZNO2| Al
All even electron
—————————————————————— for Eoro ]

Best fragments for formula u. T

Da
R
_n_l_'_
T

[*2]

]
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X BB TEIEISTAS MEREMEELDDIRNGEE(E. ®Mass tolerance (mDa)DfEZEAE

< UBEFind/Re> = LET,

¥ MS/MS IS0 MO OMREZZEE I DIHE(CIE. MS/MS @D Y & Ed Label
Threshold () #ZE L CHEE FindjRe> % LET,

X BEOERMHHEAINRRISNIZRC(E. OTEUWEMRRNZRIRUZIZE(E. BakDHoxd
REUETSTAD MMAZDE-INEER IRTRBENE T, —7. BRUIHERK
ANEULKRBWEE([F IFBTERNISTAS MIEOTZD. IRBRTETEBENELL
BUORRCIZDTENGDDT, BRUZHEBEMNMELLDEDIHDES MIIEDET,

MS Details | MSMS Detalls | Compound Details

Parent mass 272, 1646 Charge <= +1 «  Mass tolerance HC ek . ey S
_ N(EMS)TZT7IE—,
20 MS{MS peaks..nlsphrl\inﬁ'.- Best fragments for formula E % |ﬁ j__ _ j ) L@j t —. |/§I \/ '{0)13_%/%
P

Fragment details f C17H22N02 3

----------

ra

miz errar, mD'a
oo

"ESHSN

CA7H22HO2
T - S 258 CTZRT Tl CT3HTIO
] CBH%“D m:;ﬁ—m!a— ¢

&0 P o 0 1%

m'z

TSOA> FORBABN S RIBEERIF

= 1EUULVERRDB]EEMEKX

Parent mass 2721646 Charge <= +1 +  Mass tolerance {mDa) 1 #Cf#heteroatoms > 0

20 M3{M3 peaks .Ms,pLay_t\me,; Best fragments For formula - B
Fragment details fof CI0H22ZN7S J

----------

| g nrEamERnr

=@

0 f— g L

m/z erar, mDa

CAH12M

8]

€0 50 100 120 140

TSI A> hDIRBAEN IR or
REBAER
= NIERFDMERDEIEEERX

@ Compound Details #7720 Uw /233 &. @Dictionaries 9 J TERE LT —FX—XT
Ev MUTIEEMEBEERDZZENTEFT. UR NPV ITSNbemazo v s

D& BRUTALEYDBEN R RSNET .

MS Details | MSMS Dety

Compound Details

Details For C33H40M209, ChemSpider match # 2

Matches in Local Files

~ompo; —C33HA0NZ209, Mass:B08.2728
1 [] Reserpine
e
_ChemSpider M atghs

CH

il

W B GENSUTOEDTY,
o XRULTWLVB1EEZE . mol IZ T1RF-

o MREINIALEMZ —EF T

o RRUTWBIEEWCTDWT DM~ ChemSpider DU T YA MERWTERR.
o« XRLTWBIEERE I Y TR—RICOE—,
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4.5 JSIOA> MDRERE (Fragments Pane)

> EESNEERHS Fragment lon METEZITL). Fragment Ion hSiEiE L DOREAEND
#=IFE I DHEET T,

FELE*.mol T7 I EHRFHADHE
> FoEmEiE*.mol (Mol File) EX TIREFELTHEET,

© miZESE(C. MS/MS Z&RRUE T,

*  Training Tl& Napropamide ([CDWTHHTLET . MS/MS DAHEFRL. KD D Pane ZHIBR. H3WEBLTIEEL,
File | Edit Show Graph F

il = Open Sample...

@ XZa1—){—h'5 File > Open mol file... &Z&IR L, HETHED  [@@ Open MultipleSamples... C

mol file %F';ﬁgia_o C-?pen Heat Map TICs from Wi
Find Wiff Samples
*  Training T ZD I A )LD Napropamide.mol ZFWNT K &0, Open T2D Data

Open Text Data

| OpenMolFile.. N

® BERXDELICHS WU Rey>%E MS/MS DRI ML EICR
SwIROVIUT., @& E MS/MS DANRT ~MLzEL /Oét‘iﬁ

@ AXZa1—)\—h'5 Show > Fragments Pane Zi&RLFE T,
® Fragment pane DA LD "I ITDETSTA RDBEMNMTONET .
® A TD Fragment E£/z(& Peaks 97 L TRICRDA A EIVUWITDE, MWiHT DEBDIEE

BRUOART MLANEEN L T/I\A S bEnE 9,

> ARTBNIVEEIEEERD—ZZ RSwvI U TGERI B2 ET. Mind B Fragment MU X
NE(EBBEENEEN LU T/\A S0 hENxEd,

¥ MS/MS D m/z DFEAUEN. BIRUJZ Ion D m/z NSDETRRICENDDFET,

Show | Graph  Process

Total lon Chromatogram | g - | 4a my TAEEE®

4 Extracted lon Chromatog 1) - 100, Experiment 4, +IDA TOF MSMS (50 - 1000) from 10.755 min
Formula Finder ~143.0500 -101.0845
| Fragments Pane @

T 0892 -144. 1030
muj J -129. 0795 -73.0894

|+ 0

Intensity

i O | :

B 70 &0 0 100 110 120 130 MD 150 180 TID 180 150 20@10 20 Z0 A0 Z0 m1 i Z0 280 a0 30 30 .

%, Mass/Chers
FERS C T .@|(H)E  noe
clu napropamide, selected composition C17H22N02+ [£721645 Da) @ @ Flagme Peaks
1] 2 =]
olep méz Nﬁm BBroonkdes EI%Z‘EI Fad  Emor [ppm Compasition -
- CHy ™ 17w (1| B | B |47 CI0H+
3 1802 |0 |1 B 15 CI0HE
Cl | Br 0 1281070 4 1 [ | £ |&0 C7HI4N.0+
129.0693 1 1 B | B |28 C10.H3+
I | Na @nae [0 |1 | 0 23 CTHIGN.D+
¢ | ta oM |1 (1 | [ | O |25 CIZHTI0+
199.0754 - 1 0| |2 C13H11.02+ -8
\ Nurn, fragments: 25
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MS/MS SNV ZEDMNSEANEICR T (C(E.

741> (Add arrows markers...) h'5

Use Arrows for Relative Peak Labeling F v %4 E 9,

@i Plre wnrm 88 gam <~ (B):
Spectrum from Remove All Arrows FTDF MEMS (501 I (3.]__)
Frecursar ZTZ'IEVQE Use Arrows far Relative Peak Labeling ” ¢ T

58.0654 1201145
2000

W& BB T/ Product Ion
IBE USSR TE CBiE LBE TR Product Ion

L?RL;T Ion. W& LICKIETERT
SN (fE) :

BIRUE Ion h"BOETERR

100.0753

[ | |

128.0615
1

Intensity, cps

1000 1430849

J‘h ||“

199.0751

I
|

60 70 60 90 100 110 120 130 140 180 160 170 180 190 200 20 220 230 240 20 260 2@ 280 280 0o 30 30
Mass/Chera Me
- iy e
CEPSE L EEEL QoEEw®
c|H hapropamide, selected cnmpnsitmn'I:”,HZZMDZ+ (2721645 Da) dd Fragments | Peaks
o s |
ol e Mass/Charge Intensity [%)  Assigne Errar [Da) Radical »
A CHy e 57033 11.40 1527 B |z
3 55,0854 7034 5537 B
of e 0 L 720445 1675 0360 B
CHy 72,0808 276 0454 0
|| Na 74.0%4 267 0105 @]
| ca 100073 3343 123 0
1001121 1003 ] il
K -
R
o 7
Fragment pane & t®dD PAA> " OIUvILU. UTZEE([CRROFZEEE.

OK UE 9 LB ERITSNE T,
> ALEYIOBECE

UTEsSEZ 1T TLES L\, Training TEUTOZGZFER LT IEE0N,

Maximum number of bonds to break: B} e

Maximum number of G-G bonds to 1 w
B Alzo break C-C bond if either carban iz bonded to a heteroa

[ Allow one bond closure (double bond fnrmatinmf_ ¢

% ERIEDFHM(E Software User Guide (BAX., 8X) ZZERIIZE0)N
X
Fragment Dptlu:rns : Fragmentation
Fragmentation . A OREDHCRE
[[] Cnly break sinele bonds Q | : ?*ﬁ%giﬁgu%?ﬁé
@ Ereak ring bonds o C-C O X 5“;&
J — + NTORT e

«  C-COBREDFE

BIROHE (2 EEATIK)
. HREOERAONS

[ Include brute force rearrangements
@ Allow radicals |

Peak List

Mazs talerance:

@ Conztrain using peak list

0ot Da

(] Require evidence for previous step when breaking bnndJ

Digplay

Dn not show fragments with m/z less EIJ.EI

oK Cancel

Da—\'_

[ Automatically recaloulate on-the—fly .
—\—

. STHILA A OHFE
Peak List
_I_ B IEE
. ARYTBNILAICEH S Peak DIHFR
: (Check %= #t32)
. 2 AT EDOREE. 1 HFrREZE®D
Peak MNIRE=NZBDICIRD
Display
Eﬁl \

EES)

BENZEER L/7' BRICEBNICHETE

Fragment pane DEFOEESIUYHFBZ T RESNET.
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ChemSpider SDRFEBRHSIBEZTHADHIE
% ChemSpider (IS X EHIFEDHANMERTIETT,

@O FHRZEZSZE(C Formula Finder h's. 50 XY ROIRBEZITOILEYIOMEM D EITUE
9, COFR. ChemSpider ZAWTA> S0 >F —HIXR—ADRFRZITVNET,

*  Training T(& Napropamide (CDWTH#HTLE I, Formula Finder @I > RO & MS/MS MFHEFE L. 55D D Pane %=
HiBR. HDWNIBLTZE0,

@ Compound Details 772 20Uw O L. &RESNIALEMDMESEZRRTUET,

® Formula Finder 94> RED ¥ 74O>mIUwHITRE. @TERRUTVEBENE
EE0JHE/R Structure Pane & U CHifZICHEZ Y,

@ MRTFEUIZ*.mol J7 AL Z5HADTTE] DOMUBRICHED TIST A hDRBZITUVE
a_o

> Sutucture Pane & MS/MS zZU >4 3(C(F. Structure Pane Lol 77+ 1> z=BHHD
MS/MS AR ML EICRSYIROVIUET,

EXts ..\ = =
BEea 1T § AEEE®
) : i G d Dtail
P cllgieriiel eEst, s [ Findény | [ Find | [ MS Details [ MSMS Detais| Compound Detais m
' M5 MSMS MSMS N
Hit  Formula iz RDB PPM RBivk ppm  Aank  Found Details for C1THZINOZ, lacal match # 1 BB
ciHzinge | 2rzieh[ 80 [ oo [ 1 (28 1 [1/1043 Matches in Local Files + Maprapamids:
—— Composiion: C17H21NO2, Mass: 271 1567
1 O s
. whop
ChemSpider Matches A
-
1 [ Nisowetine Zﬁ;\g ey
2 [C] Ethyl 1, 3-cimethyl 4-phenph4.7-dipdio-.. —
Naproparnide
A ¥
IAEEE® HEL GAEEBE®
£ | | Wapropamide m{ Fiagments | Pesks
CHy =
ol e CH, H Mass/Charge Intensity (%] Assigned Error [ppm) Radical =
s | F " ||| 1280817 28.07 25
5 » || 1281087 1558 19 [&]
ol e 11 H E I NETGE 540 K B
0 =N H 58.21 [7] 3 =
I [ MNa = H 1430854 7197 [m]
< | ca | IR 1162 = \
. e nrna [T = 1 = S
\ .: Matches: 18 of 21 peaks, 89.6%% of total intensity
@A % he - A, TAEES®
Spectum from 04 10.wilf2 [sample 1) - 10, Experiment 4, +ID& TOF MSMS (S0 - 1000] from 10.751 min +
Precursor: 272.2 Da, +1, CE: 35.0 \4 -
With 7 ther merged spechia
&
@ M
=% 3000 *58.0651 171.0797
;: | ¥129.1146
= 2000
[ ¥72 0807 *114.0909 | *143.0854 (1)
[ - *
= 1000 ‘ 1 ‘ r 199.0748
o
= | . |\ " | I L :
&0 80 100 120 140 160 180 200 220 240 260 280 300 320

Mass/Charge, Da

® 7/1’] ' T7OF5T 4 J(C9BDE. Formula Finder & Structure Pane iNU > &anZE 9,
BEIEEMHNUI N7V TSN TULBIBE. Formula Finder E Tt &Y EIRT B &
Structure Pane (CERRESNDBEREBEB TYIDENDD XY,
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4.6
>

Mass Calculators [(CDWT
A=13—)\—®d Show > Mass Calculators T{TL\E T,

MEEEOHE

@ Mass Property JJ Tt 9 24k % Formula. Charge State (CffiZ% (3%F) ZAHDULZE

ER
>

>

(451 C33H40N209, Charge State:1. H+DF T v IH)

Formula (C(ZH MDA, ’H+ charge agent (else electron)DF T v IR IR (CF T WV
27 Atl. Charge State (C(& 1 72L\WU(E-1 & ASIT D &L Positive Mode (E+H. Negative
Mode (F-H & UCHERBEEZBHETE CTEET,

Charge State AS#l:

Fv = UTDIRRBRDBEEENM D WSS 1. -1 ZAN.
U TUVRWRREDIFEEEN D 2W5E(F 0 ZA ],

Positive Mode: 1, Negative Mode: -1
Neutral Loss iR EF v —=

> Na IR mstEHl : C33H40N209Na, Charge State:1. H+DF T v IH
@ Calculate #z27Uwv 2O UET,

Masz Property | a4

Positive Mode

Negative Mode

ic Diztribution

CA3H4OM209
Charge state: 1

Formula:

CISHE M09+
Charged monoisotopic mass:

Gompozition:

Monoisotopic miz
Charged average mass:
MNominal mass: 09
RODE: 15.0

R RDE

otopic Distribution E | Mess Froperty |aA P
Farmula: CAZH4ON201
@ H+' charee agent (else electron) Charge state: —17
Composition: CRIHAIN209-

60928066 Charged monoisotopic mass: 607 26610
filg 28066 Monoizotopic m/z 50726610
FOORET Charged average mass: 507 674
MNaminal mass: il
RDE: 15.0

Calculate

B H+ charge agent (elze electron)

@ Isotopic Distribution 7720 Uw o L. #EkEANT D EEHm EDORMIARE — IR REN

ga-o

ma =k
AA List I AA Modifications
| Mass Property I AA Property I Mass Accuracy f sotopic Distribution | Flemental Composition | Hypermass | Unit Conversion | Custom Elements |
—
Formula: C33H40M209 Charge state: 1 Overlay pattern on spectrum
Merge distance: 25000 "H+ charge agent (else electron)
Isotopic Distribution for C33H40N209H + 1M

mfz Intensity

610,28393 38.217
611.28673 8.902
612.28944 1.542
613.29208 0.217
614,29467 0,026
615.29723 0.003
616.29976 2.519e-4

CEENrTT

100

Intensity

605 610 611 612 613 614 615 616
Mass/Charge, Da

% ZOAMDAITICDUNTIFERX Manual Z28B< =00,
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5 Analytics ([C&DT—f#r
5.1 #RFRIC{EAT S Library O#fi

¥ SATSU—TJ7AINZHFRICAFUREREIUTZESECHRELE T . REEARHB LUV
Training T(3AHIBHENRELE T,

® Home Lt [lLibraryl Z20UwoOUET,
ibrary
@ A2R—bhIBERZENS. ZEIDIT7I)LZEIRL Open LET.

Q AllzEOUYOLTREEYZEIRL. Add To Compound Library (GEE&#NE AT, Next
'OUwW O UTA iR— MEFERITVLET,

*  Training Tl Free_Pesticide.mdb - >/R— MULZET,
@ FinishZzoUwoOUTRTUET, REINSIECOIEEFAEZICIRDET,

nalytics
52 ([FUsIC

® Home £®d [lAnalytics] Z#20Uwv 2O UET,

@ Projects #F)ILF DT> L., &ZHIZTOST IS (2 O

Project: Training_X5002776 (LI

Z Tl Training_X5002T76) =&RUES., o
5.2.1 MRREDES
> BYICRTET 3T ETERTOD T NCIEHBORT/ (SA—5 & UTERTEEY.

) 75:7’)I/>'7"j>b\ Project Default
Settings Z#EIRULF T,

Project: Training X500ZT76 [ Resufts |

Default
v Training_¥500ZT76

Project Default Settings

itati ing *
QT e FeREse iy, Set Project wide defaults for quantitative processing

Qualitative Processing Method Defaults

Signal to Noise Algorithm | Relative Noise

Workspace Layout
Integration Defaults

Project default settings.. k Integration Algorithm MQ4 A
et el ¥ Retention Time [RT)
Relative Noise
XIC width 0.02 Da
Standard Deviation
Expected RT 0.000 min
Peak to Peak
= RT Half Window 30.0
Update Expected RT No v
= = H v Report Largest Peak
@ Quantitative Processing Tld. K%=Z&%
¥ Integration

(: \ to _O@Hj (:1%% 3-5 7) I/j U XA'\AD*E Minir;um Peak Width 3 points
DEME. REROVPRMZRELF T, T 10000

S/N Integration Threshold 3

> Signal to Noise Algorithm (XZERJEET Gaussizn Smaoth Width 10| poins
g_ ° Noise Percentage 40,0 %
Baseline Subtract Window 2.00 min
Peak Splitting 2 points
Units & Calibration Defaults
¥ Units & Calibration Defaults
Concentration units
Regression parameter Area W
Regression type Linear »
Weighting type MNone

+/ Applyto current project Use for new projects in current data roof

50 / 89



® Qualitative Processing Tld. TRZ&SE(CEMFNTICHERIT D SAISYU —H—F0RE
IS A—FEZKZELET,
¥ BREFRRCEL TEELET,

Project Default Settings

Quantitative Processing Set Project wide defaults for qualitative processing method parameters

Qualitative Processing * Library Search

Workspace Layout Filtering Options
Library Search Algarithm Candidate Search v
Retention Time +/- JIS min
/| Precursor Mass Tolerance  +/- | 0.4 Da +/| Use Polarity
/| Collision Encrgy /-] 5 eV Use Collision Energy Spread
» Advanced
Scoring Parameters
Fragment Mass Tolerance  +/- | 0.4 Da Intensity Factor 5
Ignore Isotopes In Unknown Intensity Threshold | 0.05
Scoring Criteria
Results Sorted By Purity v
Minimal Purity 100 % Use Compound Specific Purity Threshald
Maximal Number Of Hits 5

@ Workspace Layout (&, BRICEREUZBEERDOL 17O I 71V (—TILOFRRIEBER?

A X, REEFEDOFRR. 0O NS LA, & Pane DAEYH A X1 E)
> BEHICT IAI MEESNTULDIBEG.

® INRNTOFREMRTULELES

NFE9,

7 5%

IAFHET

=T 7 - )LH Default layout used--- TEENHEIR

T7AILHTRBRNWBEEFZEZMCUET . BRICREULELATZOR I 7LD BBIHEEE
Browse.. [ 53&ERUE T,

{RTF5cH - D:¥SCIEX OS Data¥Training_X500ZT76¥Project Information

Project Default Settings X

Qualitative Processing

Workspace Layout »

Quantitative Processing

Set the workspace layout default for the current project and newly created projects.

Project: SCIEX_Training_X500R

Default layout used for new results C:\...n\Quant_MTS.qlayout

Browse...

Preview:

W/ Apply to current project

Use for new projects in current data root [WEIEIZETEEERES

Apply

(AIAINRIL:-N

Close

Iy ILET,
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5.3
5.3.1 FRITAY W RODOIERS
@ Resultsz2 w2 L New &EIRUET,

EE2fftrEI—UY NROVU—-=2D

@ BT —FZ2INTERL, =>7VO>THEAAICH>TILZBELET.

*  Training TR TRZEEZ(EVET .

Process New Results

1. Select batch samples to process
Current Location: CASCIEX OS5 Data\Training_X300ZT76\Data\
Sort by: A->Z Ascending v
Byailable i

I (] EAD
I L] MRMHR

1 05 100.wiff2]

] samples 03_rucola.wiff?]

[ samples 04_ org banana.wiff2)
E] samples 05_avocado.wiff2]
[ samples 06_carrot.wiff2)

[1 samples 07_strawberry.wiff2]
[ samples 08_tomato.wiff2]

[ samples 09_grapes.wiff)]

[1 samples 10_orange.wiff2)

B

E] samples 11_banana.wiff2] :
[ samples 12_lemon.wiff2) o

14 wnknown scrsaming 2 Data EURL D14.wiff2
[ w unknown screening_Control_2 Data EURL O

Browse...

Selected

4 [2) 03 Twiff2
W1

4 [2) 04 10miff2
oo

4 [2) 05 100.wiff2
¥ 100

4 [£] samples 03_rucolawiff2
W rucola

4 [£] samples 04_org banana.wiff2
¥ org banana

4 (€] samples 05_avocado.wiff2
¥ avocado

4 (€] samples 06_carrot.wiff2
W carrot

4 (€] samples 07_strawberry.wiff2
W strawberry

Browse...

® 2. Select a Processing Method T(d [New

a0V IUET,

% 2 BIELBOREFOBRE. Select a Processing Method @ [Browse: - |h" S BEF AR A Y v

RI7 AV ERUE T,

@ Workflow TE##FI 2070 TJO0-&ERLEFT., FELY—TY NROU-Z2T(4.

Quantitation and target identification (CF T v OZANZE T,
> TEEDHFOEMDGEEE. Quantitation (CFT v IEANET,
® KFXH T EERUET . BRURVESEEERIRENET,

» . .
Select the workflow and then select a reference sample, if applicable

Components 4
Integration

Library Search

Calculated Columns

Flagging Rules

Formula Finder

+/| Quantitation and targeted identification
Mon-targeted screening

The recommended Reference Sample has been automatically selected. Change the selection only if required.

Sample Name &
03 1.wiff2 (sample 1) - 1 @

04 10.wiff2 (sample 1) - 10

05 100.wiff2 (sample 1) - 100

samples 03_rucela.wiff2 (sample 1) - ruccla

samples 04_org banana.wiff2 (sample 1) - org banana

samples 05_avocado.wiff2 (sample 1) - avocado

samples 06_carrot.wiff2 (sample 1) - carrot

samples 07_strawberry.wiff2 (sample 1) - strawberry

samples 08_tomato.wiff2 (sample 1) - tomato W

TIC from 05 100.wiff2 (sample 1) - 100

1.0e7
5.0e6
0.0e0

12 2 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19
Time, min
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® Components TlE., TRIZSE(C. FEHDWNIY—TY NAOU-—Z_J(ERTDITL
H—H—A>DEHRE LU TEEMR SR, XIC DtiE. HHANIFERFRRZ AU,
A A> = ERUET,
> 55U Excel TR UL THLL ETE—R—XA M TEFET,

>  BIEIERK LT Export LIz ED%Z Import UTES CEMNTEET,

*  Training T(& Import->Import components from a text...zi&(. D:¥SCIEX OS mpert components from 3 [brary catsbase.
Data¥Training_X500ZT76¥Quantitation Methods (D Pesticide.txt ZZERUE T

Cimport L opor—Joptons

Row | 1S | Growp | Name Formuia [Pt TR | g D9 | TemeMode | Tmedmw | 'SName o

w1 O T-Naphthalenzz... | C12H11NO M-Fl-  126.001%4 0.0z AT value T <IDA TOF M3 (100 - 1000) ¢
s 2 O 3-hydroxycarbof...| CI2HISNO4  [M+Hl+ 23810738 0.02 RTvalue 1 +IDA TOF Ms (100 - 1000)
7 2 O asulame CBHION204S | [M+Hl+ 2310434 0.02 RTvalue 1 +IDA TOF MS (100 - 1000)
7 o+ O atrazine-deseth.. | C3HATING [MeH]- 1460228 0.02 F 115 (100 - 1000)
s s O avermectinBla | CABHTION4 [M+NH4l+  890.52503 0.02 5] : 0.02Da=+10mDa Tiht, prmscioo-1000

g6 O bendiccarb CIHI3NGS  |[MeHl= 22409173 0.02 F 1S (100 - 1000)
s 7 O benthiavalicarb-.. | CISHZ4FN203S | [M+H]+ | 28215052 0.02 RTvalue 1 +IDA TOF M (100 - 1000)
7] s | O bifenazate CITH20N203 | [M<Hl+  301.15467 0.02 RTvalue 1 +IDA TOF MS (100 - 1000)
> Library BN ST L H—H—1A>% Import 932 EMNAIEETT . Import->Import

components from a library database...SBELE YT (GEE [7.2MRM HR DEEfE
#r] @ [Tips] &#ZESBIEEWN),

> Retention Time Mode:EE—E—J &L THRASNDIBERT IAIL D RT | foeieon
Value Z3&RULFE T, EHE—INMRE I DuREN B DHBE. TILIIZT mun
Find XX peaks Z:&RUZFE T,

Find top peak

Find 2 peaks
Find 5 peaks
Find 10 peaks
Find all peaks

- REEEOREE

> MWRETDIHDDIS HSALFT VI, BEHRDD IS Name IS ATREIILIITIZ NS
TOMER D @ EIRUE T .

> IRNTODZRIUAESE UTEREITDIFEF IS Name Ao AEZHIUwW LT Fill
down on columns ZEUE9,

] E

i [0 [om] v | e [ e | e [t | s | e | e |
1 [0 | 1-Naph.. 1-Naphthalenea.. CIZH1INO 1 [M+H]+ 186.00134 0.01 RTvalue 4.9 [
] 2 [ | 3-hydr..  3-hydroxycarbof... C12H15N04 1 [M=H]+ 23810738 0.01 RTvalue 329 15 000
[ 3 [ | asulame  asulame CBH10NZ2045 1 [M+H]+ 231.0434 0.01 RTvalue 185 1S e
j\& [0 | atrazin. atrazine-dessth.. C3H4CING 1 [M=+H]+ 146.0228 0.01 RTvalue 058
[ |5 15 0 C48H72014 1 [M+NH4]+ | 89052603 0.01 RTvalue 12.33

@ Integration Tl&. ERDDEDDERD LUOEEZITVNET., E-INSELEDEINTWL
RWBEIR. &I\SA—FEZEE, Apply 2oV wvoLoOX MM ISAICKRUET,

% E—UhEHG > THHNE—IMEDSNTULRWNEEIZ. RSYIJ U TENE—U%REIR
FRBEEDDAUVICEDDET, TNTEEDDALINRVNGEEIX. BIEESE(CIED/N
IA—FEZEZBLET,

¥ EHEEYN G DISE (XEROBECHERUET.
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Workflow . . .
! For each component, configure the parameters to optimize peak integration
Components Integration Algorithm: MQ4 Options v
..................................
Integration > . 0 Olanzapine (313.1381 - 313.1581) from B_C18_STD 50ng_m (2_805_C15_STD S0ppb.wiff2 (sample 1))
Retentio || Area: 149927, Height 8.56425, BT 13.25 min
- .
Library Search XIC width 0.02 Da - 8.5€5 Y325
Ceuoted Expected RT 13270 | min 5065
Calculated Columns RT Half Window 1200
7.565
Flagging Rules Update Expected RT -
= - 7
/| Report Largest Peak 7.0
grati 6.5¢5
- Apply paak parameters to all of the companents
Formula Finder 5.0¢5
Minimum Peak Width 3 points
5.5€5
Minimum Peak Height 200.00
5.0e5
S/N Integration Threshold 100
Gaussian Smooth Width 1.0 points s 45e5
=
Noise Percentage 400 % e 40
Baseline Subtract Window 2.00 min 565
Peak Splitting 2 points
3.065
¥ Units & Calibration Defaults
2.5¢5
App fiorati to all of the
pply un ration parameters to all of the comp S0
Concentraticn units : 1,565
Regression parameter Area ¥ =
= 1,065
Regression type Linear v 3
o 5.0e4
[+, Weighting type 1x v K
g
%+, Remove outlers automatically from the calibration curve _ 4 o* 0,060
------------------------------- 2 4 6 8 10 12 14 16 18 20 22 24 26 28
l Apply l Time, rmin

. [Retention time (RT)]
e Expect RT : FE&EN3 RT
e XIC Width: E—2 &8 (6 : 0.02Da=+10mDa)

e RT half Window : N3 RT (CX UREUAE (B : 120sec = £60sec)DEEANTIRE =
NdE—UBDUET

e Report Lagest Peak : %7 UTcRFRRIDEFEN CREHSNTERAE—UZBDUET
. (RA—S OB LUVERINSA—4H]
e Min. Peak Width : 3¥EULZE—2M& (points) #8BX3E—U&BE D ULET.

o Min. Peak Height : ¥ EE LfziE < (Intensity, cps) ZilBX 2 E—U%EBEDLET . N—XS511> &K
DEBDICHEITDZET, A XPBEDRNE—DFREDSNR<IRDET,

e S/N Integration Threshold : 88U/ S/N ZBBX B E— U= BE D UET.
e Gaussian Smooth Width : RA—>> 0% NN BBE,. BEANDUET,
 Noise Percentage : [EZAZT < T X=X/ LD, E—UEBENNEBADET,

e Baseline Sub. Window : R—XS51 > EUTHRTEIT DR/ EELZRR T DIR(CIADET ., Peakid
D 2-3 EZIZEH Default fBICTZDE T,

e Peak Splitting : IEZAE < 9312, BNEE—UZ—DDE—TJEUTRHMLLIREDET,
»  [RER]
o H{IIRBIRDIEMR, EHIITFZRELET.

e Apply unit and calibration parameter to all of the components : &FE UTEARERRD/ S A -4
DI N TOKRDERIRT DRICF TV IZANETT,

e Remove outliers automatically from the calibration curve : #REEH SHNUEZE BEI TR L
EC I

> REEZEUEE Apply Uy ILET.
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® Library Search T(Z. Perform Library Search (CFTwvO%Z AN, KESE(CERITDSA
TS —PRE/SA—FIEHREULET.

*  Training T(& Smart Confirmation Search. Search All Libraries Zi#RUZEY,

> Precursor Mass Tolerance t° Collision Energy /& EARZRZAAFICHIBEZ DT DHBERE. K
SO TEREUET .

Workflow
~ N
Components

Integration

Library Search »

Calculated Columns

Flagging Rules

Configure the library search parameters

+| Perform Library Search

Filtering Options g *ﬁ%jﬁjblex_L\%

Smart Confirmation Search
W' Search All Libraries

w'| Free_Pesticide

Library Search Algorithm

Libraries To Search

~——

Search All Libraries /=
(F. FRITZISA1TSU—

(CFTvo
Retention Time /- min
T0|el’a nce /| Precursor Mass Tolerance =/~ | 04 Da /| Use Polarity
* {9 D Data. S
= - . = l:‘ Collision Energy +/- eV Use Collision Energy Spread
173U —(g}:‘f\ UCE&
}:HELJ_C<7::EL\O TOF * Advanced
@ data TR SNC
Libra ry @Lj = \L",%‘ Scoring Parameters
5 m Da (L_. 73 D as a_o Fragment Mass Tolerance  +/- | 0.4 Da Intensity Factor 5

Ignore Isotopes In Unknown Intensity Threshold | 0.05

FEERDIRIN

= ==
Scoring Criteria E¥%Hi;3_r2bm o
— Results Sorted By Fit v * ﬁ%éﬂ%iﬁ
i sy oo . e &3 Help 2#&08
inimal Puri X se Compou < ﬁéb\
[
Maximal Number Of Hits 5

» [BEZINIVXLEYV—HICDONT]

Algorithm

RERTTE

Candidate Search

Algorithm Parameter (CEDZE. RHMD & LT MS/MS Z1RER
W > AHA—GYy R ROU—Z=D

Confirmation Search

Components TRE UEEYIH TERER SN MS/MS Z18%R,
Components DIEEMRNSATSU-BHFHERBDBEEFEY FURRL,
RS-y N NROU——2D

Smart Confirmation
Search

Confirmation Search . Candidate Search DJE(CI&Z&.

Components TRE UAEER E—RITDEDZRRL. v MURWEES
(& Algorithm Parameter (CE DUV TIRZR,

Wi 55y hNRoU—=—>0

BROFRTR

R SREUEIEEMRETDSAITISU—-AEY b

- % [Smart Confirmation] : kD& TERLIES IS U —-TlEEY b
9. BlIEEYID MS/MS ThEw N,

SA4TSU—dD MS/MS DE—2H, Unknown AR NLICE LT, ENE

Fit 7 Hit CTLBONTER,

RevFit Unknown @ MS/MS E—2OMN, SA4TS)—Hhd MS/MS (T LT, ENJE
(T Hit ULTWLWBDOHNTER

Purity Fit &5 KU RevFit ZH#EHY (CFTM L 72—
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© Fragging Rules TlZ. BE£:8Z=. RIFEKE. B, S/J35VU-XO7%E,. IEBHICH
ITREEEZREL. IMIEERICDVWT/I\ASA TR ENTETET, {EITDRule (C
FIVIEAN. TDXFHZEIUYITBEREBMANTKREINET ., TRESE(SREL
gg—o

@ Qualitative Rules (CFT v IZAN., TDXFINZIOIUYVIUET,

fAr] A . .
Workflow Define a rule to flag results in the table.

Cor ts
Components Add Rule v | Delete Rule [ mport.. |

Integration Apply Rule Rule Name Formulas, Columns and Rules Used

Columns: lon Ratio Confidence

Library Search

Accuracy Acceptance Celumns: Accuracy
C [l S
Caleulated Columns Concentration Acceptance Columns: Calculated Concentration
Flagging Rules > Integration Acceptance Columns: Quality, Asymmetry Factor, Total Width, Retention Time Error (%)

Qualitative Rules Columns: Mass Errer Confidence, RT Confidence, [sotope Confidence, Library Confidence

- [
dEEEEEEEEEEEEEEEEENEEEEEEEEE?

@ Qualitative Rules TIFFTRIZZSE(CRELET . FIEIDIEB(CFTVIZAN. SIEFLE
AERETDEZRELET .

e Mass Error (ppm) : L A—HY—1A>DHEE
e Error in Retention Time : FAASN DR (HBXT F 7z (@3B T 5H4ih)
e % Difference Isotope Ratio : BRUELEYIDHEARN SETE N DEMAIALL
e Library Hit Score : 515U —H—FD—EX
¥ BIFEATRFOIKRCIG U CEECZEE LTS,
% Combined Score Weight (%)(3&5t 100 (C/IRDB KD ICHRIEEHICEEZ AN ULET,

Workflow @ € Accept changes and return to Flagging Rules
Components Canfigure the confidence levels for the qualitative rules, as applicable

. Rule name POUSISIVERUIES
Integration

......................................................................................................... N
Library Search : v ® yRad :

E Acceptable Marginal Unacceptable Combined Score .
Calculated Columns . Apply Qualitative Rule Difference Difference Difference Weight (%)

= /] Mass Error (ppm) < 5 < 10 »= 10 30
. H
Flagging Rules B
H Fragment Mass Error (ppm) < 5 < 10 > 10 0

H
H . . O Error % =

- 5 > H

HEY 4 Error in Retention Time < 1.5 < 2 >= 2 20 ® Absolute =

. H .

Formula Finder : [/] % Difference Isotope Ratio < 25 < |30 >= 15 20 f H
: ! :

= W Library Hit Scare = 50 > 30 “= 30 30 H

H H

Formula Finder Score > 50 > 20 “= .
........................................................................................................ -

@ HEMEDHDFELIES. EEBD Accept changes and return to Fragging Rules #2oUw 09
dE. TOEEAICREDET,
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@ IRERFVERLEF(E Accuracy Acceptance £ w O L. BEDHFSREEREULET,

(& _EEBD Accept changes and return to Fragging Rules #2Uw 2O ULET,

Workflow Define a rule to flag results in the table.

Components

Integration

lon Ratio Accepte~.ce

Concentration Acceptance :

+/| Standards at Lower Limit of Quantitation (LLOQ) +/-
+/| Standards +/-
| +/| Quality Controls (QC) +/-

Library Search

Accuracy Acceptance
Calculated Columns

Flagging Rules

Integration Acceptance

I

d

Qualitative Rules

@ ATFD

*  Training TEMTS EABDUET,

Save

’I

€ Accept changes and return to Flagging Rules

Identify the standards and QCs that are outside of the specifications

Rule name PACCUFSEIACCERIENCE

Maximum tolerance for accuracy:

I Iw oL, BRAY Y RCRRZEMNITTRELET.

20.0
15.0
15.0

R3ER

@ 3. Select a workspace layout TlEL- 77D h&ERUZEJ . Traininig Tl& 1_MTS.glayout

ZEVFET

% ZEIBME[Browse N SERUET.
¥ RTFSEH : D:¥SCIEX OS Data¥Training_X500ZT76¥Project Information

Process New Results X

| 1. Select batch samples to process

| Current Location: CASCIEX OS Data\Training_X300ZT76\Data",

Sort by:
Available
I+ L1 EAD
I+ [ MRMHR
I+ [ SWATH
[ w unknown screening_2 Data EURL 014.wi
[
[

A->7 Ascending v

@ unknown screening_Control_2 Data EU
[E] UV_IDA_withUV.wiff

Browse...

Selected

< [E] 03 1wiff2
W
< [E] 04 10.wiff2
W
4 [E] 05 100.wiff2
¥ 100
- M samples 03_rucola.wiff2
¥ rucela
- M samples (4_ org banana.wiff2

< Training_XS00R »

ANZr5-
PN
2. Select a processing method
v <

C¥SCIEX OS Data¥Training_X500ZT76¥Quanti

I7AILA(N): [1_MTS.qlayout

Project Information v o O Project Inform

&H

FOE
[} 1.MTS.glayout
] 2 GUS.glayout

2021/09/01 14:10

2021/09/02 10:18

| [Layouts (*glayout

3. Select a workspace layout

1_MTS

4. Select a comparison sample for Non-targeted workflow

v

o 220 EXE CT

Process

w7 )T U ERITUE T,
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5.3.2 EROHER
O RFEHERIDD &, Results Table "R RESNET,

@ #RId Components and Groups 47 %&, EEDILEYZEEIRUET . TEEDHETIT
wESE(ILENC EOE2EFEEZHRLUET,

RERDIER

= Results Table D%E

> Sample Type SKU Actual Concentration (FRESZE(CANDULET, KEIDEHTIL
DTEEEN Calculated Concentration (CRRENFET,

e Sample Type (FTILF T HSEIRUET .

>  Blank (J=>>7%7) , Standard (BIXIEBED > FIL. BREFIEKF) , unknown (GRXIH>
)L, ¥HERE) E@RUTLSZEE0,

Sample: J Components and Groups I [MQ4] Results Table (01_Target.gsession)

Options e

z rh 13 rows Filters:0 [0 | T =@ ]|
3-hydroxycarbofuran - /
asulame Index | Sample Na.{ 7| TS || Component Name ¥ S5 v|ft™ ol Area W e 7| Accuracy 7

P Type po Concen... Time Concentrat... Y
atrazine-desethyl-desisopropyl
in Bl 2 1 Standard [ -hydroxycarbofuran 1.000 .29 44832 0.900 89,99
avermectin Bla —
79 10 Standard [2-hydroxycarbofuran 10,000 .29 3.007e4 11.101 111.01
bendiccarb —
p 136 | 100 Stand.. |+ |PB-hydroxycarbofuran 100.000 .29 3.452e5 08.999 99.00
benthiavalicarb-isopropyl 233 ruccla Unknown 2 -hydroxycarbofuran rray A8 5.788e2 <0 N/A
bifenazate 310 | org banana e [2-hydroxycarbofuran N/A N/A MN/A N/A N/A
— Cuality Control

boscalid 387 | avocado Elank ! [ -hydroxycarbofuran N/A 3.59 1.069e3 <0 N/A
butafenacil 484 carrot Double Blank [2-hydroxycarbofuran M/A N/A MN/A N/A N
hutnrarhaxime lfrvide 541 strawberry Solvent 2-hydrowycarbofuran N/A N/A N/A N/A N/A

e Actual Concentration (C(% Standard (BIZIiEEY>TIL) OEEEANDULET., CCTlE 1~

100 ZANLET . CDEZMDETDILEYD U N
(Component)[CRIREEBI(C(E. T—TILEZBETIwY  concen.™| Time 7| A 7] aimoss ¥|concentatc. 7|
27U, Apply Current Analyte’s Actual Concentrations & . o
to All Z:#8RULFET . % Copy Entire Table
- o
Apply Current Analyte's Actual Concentrations ta All L

»  RERORT
> (Display the Calibration Curve) 77/ >0 Uw O U TIREREFRRSEET,

% [5.2.1 BT XAY Y ROERK] THRE#RZ ST Workspace Layout Z3&TE UTCIBE (FBEICR
RESNTWVET,

» OO NS LDERR
() (Display the Peak Review) 7-rd>%=20Uwv oL TCE—DUZFRIEET,

% [5.2.1 B XYY ROERK] TOON hZEEE Workspace Layout Z5%7E UTEmE (FBE(C
RRSNTWET

> Results Table, 270N M5 A, RERIVU>OLTHD, BldD Component ZiEIRT D &
B U TERRIENDDEY,
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O & iR ow

Sew— O T O

Sampl

asulame

atrazine-desethyl-desisopropyl
avermectin Bla
bendiocarb

benthiavalicarb-iso

3 | Components and Groups I

rh 13 rows Filters: 0

carbofuran

butocarboximsulfoxide

233 | ruccla Unknown | 3-hydroxycarbofuran MN/A 3438 5.788e2 <0
bifenaza — — dEE — Unknown | 3-hydroxycarbofuran M/A MN/A N/A N/A
ZIN
boscalid Com ponent “— t (g 2N | Unknown | 3-hydroxycarbofuran N/A 3.59 1.069e3 <0
— T
butafenacil 464 | carrot Unknown | 3-hydroxycarbofuran N/A MN/A MN/A N/A
<

buturon

carbendazim

I
RT | Mass |lIsotope|Li™
Sample ol —R e lent... Calculated . 5
Index | Sample Na... 7| Tine | Componel }Ei%ﬂ% e 7| Area T Concentrat... 7| Accuracy 7| Confi...| Error... | Confi... | C
2 1 Standard | 3-hydroxycarbofuran 1.000 3.29 4.483e3 0.900 89.99 v v v
79 10 Standard | 3-hydroxycarbofuran 10.000 3.29 3.991e4 11.101 11101 v v v

/ v v
N/A
N7A A v
N/A

HREHR

chlorantraniliprole
cinidon-ethyl
clethodim
clomazone
clothianidin

crimidine

Calibration for 3-hydroxycarbofuran: y = 3472,94915 x + 1357.66209 (r = 0.99931, r* = 0.99863) (weighting: 1/x)

3e5
2e5

Area

1e5

0e0

40 50

Concentraticn

60

cycloxydim
cyflufenamid

20O SIS A or ART ML

.m 3.277 to 3.304 min

cyromazine
DEET
demeton-5-methyl-sulfone
desmedipham
diethofencarb

dimefox

dinotefuran

dipropetryn

disulfoton-sulfone

poctrum from 05 100..

FoToy
Area: 3.452e5, Height: 9.325e4, RT: 2.29 min . [C12H153MO4 +H]+

20000
3.293 2381076
et J 10000 239.1107
1
0e0 L
1.520253203540455055 236 238 240 242
Tirme, min Mass/Charge, Da
¥ Peak Details ¥ Formula Finder Results —

Precursor m/z Mass Error (ppm) Retention Time (m Name Formula Score m/z(Da) Erro

238107 0.871 3.29

70 80

a0

O0EEE(DED CrEEn RN e R

-@ Spectrum from 03 100....1, CE: 35.0, CES: 15.0
@ Library Spectrum: 3-Hy...xycarbofuran, CE=3520

100% 1350796
& ' -| 36.0280 ‘ Fws.u.mu
= L
£ U:=J 'I| 1 ‘I | I
£ o0m
100 150 200 250
Mass/Charge, Da

¥ Library Search Results &

Name CAS#  Formula MM
L 3-Hvdrowvearbofuran o

Data Acquisition

F|RI 370 NS LEFOEE

View

e XIC: T2

(rL—ZJTREHIE5EZBRLTIIZEW)

e XIC + MS + MS/MS : M (175U —HB—FDFERER)

2 (it #2) ZZEIDC(E. 2OV
'S I\F5_ £ Options > Peak review
display settings Z:#RUFE 9.

XIC
ct
ar XIC Side by Side
o
KIC = MS
5 KIC = MS/MS
¥ XIC = MS + MS/MS

T L

TR )

O Uw oL, 0 MREEFART NLORRZTDBERFT.

L options ____« pEl ]

Peak review display settings...

v Fill peak (XIC and spectra)
Integration parameters

i Get ChemSpider hit count

¥  Show navigation controls

Copy All Graphs

Copy Active Graph
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® Peak review display settings Tl&. FR9 DO bDER. X EHOILADEE® Y #hDIL

R TS5T5A MLOARERENZETETET,

@ Appearance F 7 ® Number of rows. Number of columns TZ&E#%. OK UE Y.

Sample Name ¥ - ComponentName ¥ ( Sample Type X ) Mas
Area: Area X, Height: ‘Height X, RT: [Retention Time % min

Columns | sog ¢ el

Accuracy

Accuracy Acceptance
Acq. Methed Name
Acquisition Date & Time

Peak Review Optio
Appearance | Zooming | XIC Graph Title Appearance | Zooming | XIC Graph Title Appearance | Zooming | XIC Graph Title _
Number of rows: 2 WIJ v
Zoom time axis to view peak
Number of columns: | 4 v /- |30 RT Windows
Overlay: Don't overlay hd Zoom intensity axis to:
Peak Fill Style: Dotted v
@ | 1000 percent of largest peak
Mark expected RT with arrow 5.0 times the baseline height
Manual Integration(Percent Rule) | 0 v 1000.00 cps
Reject manual integration if difference in new area is less than specified % of criginal area
1000.00 cps, or largest peak
When overlaying: | Zoom y-axis NOT using overlays ¥

Actual Concentration
Adduct / Charge
Area / Height

Area Ratin

® o0~ M= LG ED Options > Show navigation control &R 3 &, n n
noOv NS atEicErenEs, BBz 0w o938, FigOR—SHERRSNE

g_o

> Zpanesto HEE »oo @ EC, BIYa> ROER. BE. 8T, T

. BER)IN\SA-—HDEE

O PECHLTIOR MISABICERSNTNB/SA—SBEEE

BL., OV M SLADE—URHAEZEBLUET.

> BISGA—SDOFMCDNTIE. [5.2.1 FFTAY Y ROERKR] 2

SRIES0,

B Apply B Uy o T B E . BRUEH S FILE—S(CEBL

IS A—INRRENFET .

Expected RT 2.430 min

RT Half Window 120.0 sec
Update Expected RT lo L4

[] Report Largest Peak

¥ Integration
Minimum Peak Width 3 points
Minimum Peak Height 200.00
S/M Integration Threshold 100

Gaussian Smooth Width 1.0 points

YL TIE— LD/ SA—IBEERRESEBIPEFUTE e s

SRS,

Baseline Subtract Window 2.00 min

Peak Splitting 2 points

@

@

» EBEUEBD/I\SA—H—22YTIE—IICRRESES

BIRUEY > D)VICEZRREE 2%, JONVNMSAL
=EIOVYIULET,

Update Processing Method for Component Zi#R LU %
ER

1 - 1-Naphthal...ple Ind Brom e
Area: 1.050e4,..,, BT 4.0 Copy Integration Parameters

2000
é Update Processing Method for Component
Z
g 1000
=
Revert Peak to Original Method
4 5
Time | Revert All Peaks for Component
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FERAVY ROEELREF

(LEMDBIDEER ERITAY Y REZET BHE(, 5 D O
Method [h'> Edit embedded method...Z &, XVw REZEE, | —
Process & Close [#2'Jw /2 L%, Edit embedded method.

. ave embedded method as...
S+4J5U—H—FORREMFOEBICHEALET. : t

CDIREIISELTL\D Result Table L TOREZEELRNDET,

® @

BRULIZOON M SLAERILARIR T DS vomerrrea 0
(;\

AO0< RS ABEEFEBOBEIUW I, s 0
gsg_o Peak Splitting 2 ain Joon

tO_OODEﬁﬁJﬁ%g |J Vi 0 L/gfg_o Expected RT 171 min 1500

TOFEFEFRSYILCE—VDAmTHL T T §
F9.

> TTDI\SA—-FCRIIHBE(E Manual Integration HEDF TV IZEHUET,
> (Open data exploration)77-f O (R&ER U= —45% [Explorer] NEREUET,

> BEUEBMAVYRZIFZ7AILEUVLTHRET BIC(E. Process Method ‘73"5 Save
embedded method as... Z &, BIFEOEDICLESTITIICIEIBFO T 71ILZEIR, D
WERIZEAD LT Save #0Uw o LET,

FHEN BB~ vencai inegraton [ N ) [opions ][

Apply 10 - 251.2 F 108.2 (Standard) 251.2 / 108...Data\curve_sulfa.wiff), (sample Index: 4)

Area; 60403, Height: 5.960e3, RT: L71 min
S —_r 4= Integration @——0———————————— » ety .
WME (IO TITLWET,
Minimum Peak Width 3 points

5500

E | S/N Integration Threshold |
W L/ 35 4500
IV IUET, :

Gaussian Smeoth Width
4000

Noise Percentage
» 00

T 3 @& =
El &

2000

Intensi

Retention Time RT) —M— 2000

RT Half Window 30.0 sec 1000

ort Largest Peak 0

E—SJLLUTORBENT

© I520%, E—0EUTRBLELRBRVEE, E—omt7r 1> Brouvoszce

(CLD. E—DZFRBICLET.

pl vianual Integration EI A Manual Integration E
blank - 251.2 £ 108.2 (Blank} 251..e_sulfa.wiff), (sample Index 1) 1 Nhlagk - 251.2 7 108.2 (Blank) 251...e_sulfawiff), (sample Index: 1)
Area: 59, Height: 7.333e1, RT: 1.64 min i Nf&, Heights MA&, RT: NSA min

100 1l 100 - —_—

1636
80 80
g V| PR

:: LNk

Inten;
Interpity

N—— N——
1] 0-
15 16 17 13 15 16 17 1e
Time, min Time, min
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» REBROFRR. EHOT. REBROEREZEE

> Results Table @ Used S LADF TV IENT E. TDT—IRA > NEIREZFENSERIL U
ig-o

> WE(CISU T Regression Z220Uw L., EH DI AREROIEEZEZELET

e Regression Parameter : Area—Hight
DZEE

. Regression Type | REROEBDEE ;I/
 Weighting Type : EHDIFDZEE N N it - :

Apply Automatic Outlier Removal

¥ B TDRRDORERDEHDITIREZ—IETEE I BICE All Components #20Jw I U,
Regression TEEULFX T,

X EHO AN D BE. B UZUL\KSD % Control F—HFIMURNNSEENEIRT BT ENT
=FFI, COIFE. Results Table &0 0O~ MERSREEICIEER UIZIEEVID T R TDIEHRN
KRESNBREREENREZTINTE | e Components anc Groups
a_o

Options

7. =0
All Components -
9.97322 ... = 0.99544,
7

9261 x ... = 0.99989, ¢

1-MNaphthaleneacetamide (NAD)

3-hvdrowwrarhnfuran

= F—ADEMEHIER
*  Training TEATLWEE A,
@ 3BiN9 BI(C(E. Results Table EEA_ED More > Add Samples Z3&iRL. Available TiEhl

LieWB> 7 )L%i#R%E, — T Selected (C ma
BEHUED,
pao =

@ OK%EZUwI$BTETResults Table (T [ o
Ebﬂéﬂgf@'o Recent Table Settings

Select Samples
Select the desired samples

Current Location: CASCIEX OS Data\Training_X500ZT76\Data

Sort by: A->Z Ascending ©

Add custom column... Available

M=+ v (3 EAD
S | M=t I 21 MRMHR
o v [ SWATH

—_ [M=] Hide selected row(s) | : ' E
. AL/ —_— N unknown screening_Control_2 Data
@ T—/S’%ﬁu Bﬁ@’% (C (g:\ Results Table T HU M=k [ UV_IDA_withUV.wwfgf -

BRUWT—4 (1T) Zi®IRL. Results "
Table EE4A LM More > Remove e Tmsmeese
Selected Samples Z#iR9 D = & THIBR
=NE9,

X HIBRE. TIIRIZEEFTETEAS

Expected _|Retent...
RT Add custom column...

8k Unknown | Olanzspine NA 13.27 N/A NiA

23 [B.C18.5TD Sng L Unknown | Olanzspine NA 1327 1323 14036 :
) ‘ B.C18.5TD 10ng_mL Unknown | Olanzapine N/A 1227 13.23 3.004¢ Hide selected rowls)
45 |B.C18.5TD50ng mL Unknown | Olanzspine NA 1327 1325 14927

56 ‘B,ms,sTDmung,mL Unknown | Clanzapine N/A 12,27 13.20 2.384e7 Add samples..

67 | B_C18.STD250ngmL Unknown | Olanzapine N/A 1327 1324 7.223e7
Remove ;ehdei samples.
" RBROREF Results « | Repd

® RRERFTBICIE. Results|p'> Save ZEURE M TRELET, |
* Training Tl Quant EERFIEMTITRELE D, 1 Recent results
I
Save as..
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5.3.3 RO U—Z 2V EROTER

@® RTY>Mass FD Confidence IS ATIE. BT AY v RYEREFD Qualitative Rules TERE L
FFIEBICDWT/I KA UM E S DHIERBRARRENE T,
> Al Sample ZE7z(& Components and Group 7 %&&U, B> TILHBWIIMDT E(C
B ESNTER D DERZHZLUE T,
rh 13 rows Filters: 0 ' Quzlify for Rules Filters . 3 Lz e EEE .m

All Companents
. RT Mass | Isotope I.ibraa
Sample Dilu... Actual . s m - -
Index Sample Na.. 7| i | ~Component Name 7 ¥| Area |7|Confi...| Error... | Confi... | Confi... Library Hit
Type Factor Concen

Components and Groups I

1-Naphthaleneacetamide (MAD)

2 1 Standard | 1.00 3-hydroxycarbofuran 1.000 4.482e3 v v v ' |3-Hydroxycarbofuran
3-hydroxycarbofuran —
79 10 Standard 1.00 3-hydroxycarbofuran 10.000 3.991e4 v v v v 3-Hydroxycarbofuran
| .
asdiame 156 | 100 Standard | 1.00 | 3-hydroxycarbofuran 100.000 345263 v v v | 3-Hydrowycarbofuran
atrazine-desethyl-desisapropyl 233 | rucola Unknown | 10,00 | 2-hydroxycarbofuran NAA 5.788e2 v v v No Acquired MSMS
avermectin B1a 310 | org banana Unknown | 10,00 3-hydroxycarbofuran M/A N/A

bendiocarb 387 |avocado Unknown | 10.00 3-hydroxycarbofuran NFA 1.069e3 v v ‘ Ne Acquired MSMS

—
pins b 77rows Finers:o B cuniy T TEEL L=

1
; /R | Mass |1sotope| Librar)
Sample _| Dilu... Actual ) : ; ) |
10 Index | Sample Na... 7| i 7| Component Name 77 | Area ) Confi...| Error... | Confi... | Confi... Library Hit
I il -
| 156 | 100 Standard | 100 | 3-hydroxycarbofuran 100.000 345265 PR R RV ENTRI———
rucola —
163 | 100 Standard | 100 | boscalid 100,000 9.603e5 v | v v |« | nNicobifen [smart Confirmation]
5 -
°rg banana 167 | 100 Standard | 100 | carbendazim 100,000 2.273e6 v | v v | v |cabendazim
avocada [ 187 100 Standard | 100 | ethiofencarb 100,000 9.975e4 v v v |« |Ethicfencars
carrot [ 188 100 Standard | 100 | ethiofencarbsulfone 100,000 6.279e4 v | v v |« |Ethictencarbsulphone [Smart..
strawberry [ 189 100 Standard | 100 | ethiofencarbsulfoide 100,000 62405 \ v v v | + J Ethictencarbsulphoxide [Sma.

= XIC, MS. MS/MS DFx

w=/7)w LT XIC+HMS+MS/MS ZiBUET, BRUIEE—DID XICHKIUMS (B
& =R, REEm/\F—->). MS/MS (B . R : SAJ35U—) iR REINE
g_o

@ [Options]Tld. MS/MS DHEHOIEITERRT MS HKU MS/MS DI S—/ERESENHETS
F9, BECWRUTEELTLSIZEL,

tions v d g
8_C18_STD 50ng_mL - Olanzapi..pbwifi2), (sample Index; 1) | ~ @ Spectrum from 2_B0S_C18..m 13320 t0 13373 min  — @ Spectrum from AB05_C18 ... +1, CE: 35.0, CES: 15. o] ]
Ares: 1.499¢7, Height: 8.564e5, RT: 13.25 min @ [C17TH20N4S-H]+ @ Library Spectrum: gnaepi...(132539-06-1), CE=352  Peak review display settings...
" 313,1479 0e0 e 0
| 1 T T
s | 13.249 | ]] ¢ % V-axis (MS/MS spectra cafiem =
7
.o XIC . MS MS/MS v Fill peak (XIC and spectra)
5 5
- 5 - -
=z Es & ¥ Mirror MS spectra
= 4e5 E E 2e5
5 5 2 )
z 365 £ = v Mirror MS/MS spectra<m mm mf mm ==
2e5
3 ¥ Integration parameters
165
0e0 o i
& 10 1z 14 16 18 312 314 316 100 Get ChemSpider hit count
Time, min Mass/Charge, Da v ‘
¥ Peak Detals  Formula Finder Results ———————— [Tl ¥ Library Search Results Su avigation contror
Precursor m/z Mass Error (ppm) Retention Time (min) loi Name  Formula Error (ppm Name  CAS#
313,148 03916 1325 v [ Olanzacine 132538-06-1 C17H2ONAS 312.14] ‘ m
XIC
B_C18_STD 50ng_mL - Olanzapi..pbwiff2), (sample Index: 1) || — @ Spectrum from 2_B05_C18..m 13.320t013.373 min  — @ Spectrum from 2_B05_C18_... +1, CE: 35.0, CES: 15.0
Area: 1.490¢7, Height: 8.564S, RT: 13.25 min @ [C17H20N45-H]+ @ Library Specirum: Olanzapi... (132539-06-1), CE=25215
I 100% HIC = M5
8es
13.249 Y131470 2560897
7e5 . XIC + MS/MS
- Sed 0% 313.1473
F] B | , ] 0% | e dds |
a2 4e5 2 Tt £ s | I " T
i g =
£ 3¢5 £ =
2e5 -5ed -50%
1e5
0e0 Jl—’L -100%
8 10 16 18 312 314 316 100 200 300
Mass/Charge, Da Mass/Charge, Da
¥ Peak Details ¥ Formula Finder Results ————————— [0 M ¥ tibrary Search Results —————————— [[EN
Precursor m/z Mass Error (ppm) Retention Time (min) loi Name Formula Score m/z(Da) Error (ppm Name  CAS# Formula MM (Da) Fit
313148 -0916 13.25 Ny [N Olanzavine 132539-06-1 C17H20N4S 312.14087 973
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% MS OFEABLNER/\F—>% =5 —TFKRIBDIC(E Mirror MS spectra (CFTvoI%&EA
nx9,

¥ MS/MS DfftEZEAENRRT DIC(E. % Y-axis [CFTvIZANET, > Peak

review display settings Tld. Row DN EETETEIDT. BEEELTIZEL,
Traininig Tld 1 Z#RLUE T,

Unknown B> )LICHUT, Library Confidence h'Bz14 &> EfERICDWLWTIELO D
EHERUET,

= BEMHOHEEH

© BXIINEORREHRTDICETTILEGT
2 )V IUET,

Sampled | Components and Groups I

[MQ] Results Table (01_Target.gsession) I

7L 580 0f 1001 rows Filters: 15

*  Training T(d Unknown IR TO#ERZ—E(CHRTD A @mrm sssssasnes,
f= & . Components and Groups & J £ d. All q Index | Sampie Name 3 S2Ple |1
Components %igzj\“ Sample T y p ejja'bo)j’(}b 1-MNaphthaleneacetamide (MAD) o E
F—X—0% 20Uy ILT Unknown D#HCFTYVI%Z b o et 552 |swawbemy  3Unknown
ANFET. o || 702 | grapes Aunknown

@ Results Table @ Library Score 15 AZER U
<HE (Sort selected column from largest to smallest) 7 >%&2Uw /o U TCRIATZDE
WIBICHUE R, SRDOERZIRCHRLET .

*  Training T(& Grapes/Boscalid. Library Hit : Nicobifen Z2'Jw /2o L%,
& 5 77001001 rows Filters:1 W/ Qualify for Rules Filiers %M :H AN =N cH N EEEE [More ] ]
. .
AII Components
— Index | SEMPle o) Sample g Dt o et Name | AR Retenthe o | Found Galeulated o/ ey ] fn':; [”.Af Icf::pe é:?"’ Library Hit | LB o
Name Type Factor po! Concen... Time AtMass | Concentrati... ¥ - - - i Score
1 (NAD)
552 | strawbery |Unknown | 10.00  carbendazim N/A 88 16794 | 192077 4196 N/A v v |V V| Cabendazim 100000 | |
3-hydrowycarbouran -

& 702 Unknown | 10.00 Nicobifen [Smart Confirmation] | 100.000
ssulame TH 471 | camot Unknown  10.00  bosealid N/A 979 4387e3 | 342040 1771 N/A v v v + | Nicobifen [Smart Confirmation] | 97.471 |
atrazine- desethyl-desisopropy! [ 1856 | banana Unknown | 1000 | boscalid N/A 9.79 2851e3 | 243040 0183 N/A v | v v |+ | Nicobifen [Smart Confirmation] | 80.828 |
avermectin 812 316 | org banana |Unknown | 10.00 | bifenszste N/A 1048 50362 |301.177 | <0 N/A v @ | ® @ |MCPAbutoyl [Smart Confir.. | 29.192 |
bendiocarb 232 | rucols Unknown | 10.00  bifenazste N/A 10.77 s508e2 201041 <0 N/A ®  ® @ |MCPAbutoyl [Smart Confr..  27.282 |
benthiavalicarb-iscpropyl [ 254 |rucola Unknown | 10.00  DEET N/A 747 20554 192138 | <0 N/A v | v | v | @ |NoMath 0.000 |
P 270 | rucola Unknown | 10.00  fenpyroximate N/A 12.48 17843 422207 2984 N/A v | v ® | NoMsth 0.000 |
soseal 273 | rcols Unknown | 10.00 | flusslanil N/A 267 s7a2e 324723 <0 N/A v @ NoMsxh 0.000 |

oscali L

200 . [T T P — - W inen aunien samaae | on Wi PO B B S FON VI nnnn .
butafensci
butocarboximsulforide
R [0 7] 2] apaea [ options [ L[]
carbendazim

) I [arepe: - boscalid (Unknown) ..eswifi2), (ssmple Index: 1) | = @ Spectrum from samples .from 9.782 t0 9.810 min = @ Spectrum from samples 0... +1, CE: 35.0, CES: 15.0

chlorantraniliprole Ares: 7.268e5, Heights 1461e3, RT: .80 min @ [C18H12CIZN20+H] + @ Library Spectrums Nicobifen , CE=33:0

¥ Retention Time (RT) 100%
cinidon-ethyl 1.4e5 Ma50 3.5 343.0402 307.0629
Clethodim Expected RT 9830 | min s 2ou

2
clomazone RT Half Window 30,0 sec su 50% 270e72
1065 3450373 280.0526  [342.0387
clothianidin Update Expected RT 0w 3 2 R 139.991233 2020
& 80 ERE 3 " | N
crimidine Report Largest Peak £ £ b 0% L I + |
z £ 2
cycloxydim ¥ Integration é 6.0e4 é 1.5¢4 =
cyflufenamid Minimum Peak Width 3 points 4.0e4 1.0e4 50%
346.0401
cyromazine Minimum Peak Height 100.00 2.0e4 5022 i
DEET $/N Integration Threshold ] 0.0e0 0.0¢8 -100%
s 10 11 12 32 34 348 100 200 300
demeton-S-methyl-sulfone -

Gaussian Smooth Width 10 points Time, min Mass/Charge, Da Mass/Charge, Da
desmedipham Noise Percentage 200 ¥ Peak Details ¥ Formula Finder Results ¥ Library Search Results
diethofencarb Baseline Subtract Window 200 in Precursor m/z Mass Error (ppm) Retention Time (min) Name Formula Score m/z(Da) Error ( Name CAS#  Formula
dimefox 343.040 0715 9.80 B Nicobifen [Smart Cenfirmation]

Dt Srittinn > it

® SATSY—H—FO:ll%=HRI B(C(E MS/MS T Library Search Results 27w 2L

ES

> ML S DIZEF—ETRRSNF T, HliRHZEI Y IITDE MS/MS DTL—DXR
ST NUVEBUET . TORMBZERICKIRT D(C(E o,

Z=OUw9BE Table £d Library Hit/ Library

Score NMEHULET,
% Nicobifen (& Boscalid D5,

*4 Library Search ResulsS

tasnsnasnsnnsnnnn®

Name

CAS#

N Nicoifen [Smart Confirmation]

For...
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»  BEEEROEE—DDHIH

BEBEIINTO/RZRRUEITH., SIMIEBDORENERZIERRICT BDIC(E. AL _ED Define
a qualifying row: Zi2/ELE 9,

@ Define a qualifying row O I)ILFDI>= 00w oL, EIEBICDWCIERRETIEED
FIvIOZHILET., 4 *DF TV IOZE—IETHIICE L ¢ LZ20UvIUFET,
TTICRY (IRTOBERZRRT D) (ClE ERFTvVvIZEANET,

> COFRECKDTaILI =D > TLBIHE(E Result Table £ E(CZDIREENTRRESNE
9,
%  Training TIHETLEEA.

’h 60 of 77 rows Filters: 7 |+/| Qualify for Rules Filters % & & ek ChA IhA CH. A ~
Sample _| Dilu...
Index | Sample Na.. 7| e Facth Component Name \/ . Error... | Cc
L 471 | carrot Unknown | 10.00 boscalid .. lon ratio V| | [V v v
463 | carrot Unknown | 10.00
- A Mass error v v v
465 carrot Unknown | 10.00 ".A, Frag, mass errar v Vv 4
[ 466 | camot Unknown | 10.00 | strazine-desethyl-desi{ Ao o I, v
| 468 | oot Unknown | 10.00 “C isoope 7 v v
469 | carrot Unknown | 10.00 - (=]
472 | carrot Unknown | 10.00 butafenacil Ill\ Library vV v
473 | camrot Unknown | 10.00 | butccarboximsulioxidg C,H, Farmula v v 4

@ JOXY M SATEBHNE-INEHSN TV LZHRLE T, RSN TUVRVGS(EE
DINSGA—F—F&BLUFET,

% E—UONENEINDEZOREFRBIICEE LI MS/MS iiFRRrEN. SIS —HY—FD
ERERMENET,
*  Training TIETWLWEE A,

. BRORE =

It
Mew.

O BRERETBICIE. Results)hs Save mEUZARNITRELE | .
g_ o ] Recent results

*  Training Tld. MTS &&BIZFITTRIFLET. :_

Save as.

= Result Table DRFREELL 17D MREF

D TRTBHSLOHRELTE LIZLEAE. Morel22Uw oL
Table display settings... Z&UEEZITVETD, J TN B & &

> Visible TIZHS ADERR/FIERRNEIRTZE. Number Format T
TATUEED (CEMEF BB RINMIDENDET I, CC CADULIEEMTE EfE
(d. EBF—TILCANBRSNBNEGTRL, T8
STEICERMENE B A S —

Show and hide specific celumns in the results table

> [Export.Jc@®mEEI7(ILE LTRE. Import..fT

(IREFLIZD 7 A ER AL ENTEFXY,

Table display settings...

onfi__ | Confi

Column Name | Visible [Number F.. LIS Supported [E
Accurscy 0.00
Accuracy Acceptance ] ]
Acq. Method Name [m]
Acquisition Date & Time O
Actual Concentration 0.000
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ME(ICIEHU. L7 (—JILOFRREBEYCH A X, REFEOXR
T~ 20X NS A, & Pane DAIEYUA X1 E) #IREFELE
a_o

FIAILNREE U TRET BT Views[EoU w2 LT Set
current layout as project default... zZ&W, ZERELET,

¥ FTFE5E : D:¥SCIEX OS Data¥& 70> 12 h¥Project Information

BHIRBLA7IMEUTRIFET DICIE. Save current layout... 3%
N BB SIMRERZEERELET,

BEMRFELIELA 7D hEA > R— N9 B(CIE. Apply different

GICI®LC)

Peak Review

Calibration Curve

Statistics pane

Show hidden panes

Tabbed view

Tile verticalty

Tile horizontally

Turn off tiling

Apply different layout to current results..
Set current layout as project default..

Save current layout...

layout to current results...33\\(d Recent layouts Z&U'E T, ety '
" m—l\{’Fﬁﬁ Reportable |
> WE(CHUTReport ZERR LET ., L7R— N Result Table TERRESNTLDIAN o
TOERNHEIB/RERDEITDT,. HAORERED(IE Reportable F 1 v I%=4t ®
LE5. B
> ZFJ/zld Result Table DFRIER TLR— MR ET IR DAHZHME UETS ., EFLE
&BaD Define a qualifying row:Zz2oUw O UCIRRETDIEHOF TV IZIHUEFET., @
DF TV I —FETHT(CFe L=2zToUVIUET,
L
K IJA )L —REERD row R L. BRLWREDZE(FME e P ot
(CIt U C Define a qualifying row MFEEZ =S (CHEZRLET 1 % o j J ° >
A \ass e
'E 65 of 77 rows Filters: 7 /| Qualify for Rules Filters :At;,gm o : : :
Joa ' V] | [V v
" 1sotop V] | V] v
illy vsrsry v | v []
CH, Formul AR v

@ 73\5 Create report and save Results Table...Z&U'E
ER

@ Create Report BIEIC(&. BMDF

EULFET,

> Template name (& All Peaks Qual ZERUE T,
*  MS/MS OfER%Z D9 BIBE (S Positive Hit Qual Z&RULET,

Reporting v Views

>TL— b HAOER. RIFREH

Create Report

Generate o report using @ predefined template end specified logo ‘fm plate View
Template name All Paaks Qual v [T
:
Template description [Resect shawang result table for analytes far sach samphe in WIS TG style. ||
[All Peaks Qual] Template
.......................... Replace Logo.. Jf View Pages.. |
Report forma o o PDF B Csv HTRL ‘¢’
------------------------- v
Report titfe

Create an indnaclual repert for each sample
[Recommended for large reperts: Report itles will be appended with sampie reference)

m,h

Create report and save Results Table.
Export results

Export MarkerView Peaks List
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® Report format TEHEHI T B LR— bDFEIX (Word FE7z(& PDF) Z&i#EIRUE Y.
@ |Browse...CRIFFZIEEL. BEHARZMITET. CreatezoUvIULET,

> Default @ Template (& C:¥ProgramData¥SCIEX¥Analytics¥Reporter (CRFESNTULVE
ER

> A, https://sciex.jp/support-tools/analyst-multiquant-reporttemplate M55 >
I:I_ HE_]-EET?O

[Tips] B9¥ - {ERDETEE%E Results Table [CRREE S HEE
> AROFHEREZREITDET. StTENSHNIEZBR CHEICHEI DI ENTEET,
B : NEPIRAE (IS) OEEDOZEZFHELET . (IS DEEEZFIHMETEI > IEZEH U.
80~120 DEICEWMES., JSVF IR EELET.)
*  Training T>ETLEEA.

@ fEAFHD Result Table THREI DHE(E. BIEA LD
Process Method > Edit embedded method Z#iR U ZE

a-o Law _§ B8 |

@ Calculated Columns Z2Uw 2. |Add[h5 Formula Zi&#RUE T,
@ KZEESE(IC. ANDEREZITVET, Workflow

Define a custom formuy

e Formula Name : ISTD variation Components vy
« X : 100%[IS Area]/MEAN([IS Areal) Integration =N
e Sample Type : Standard Library Search

Calculated Columns >
[MQ4] Modify Method X

Workflow € Accept changes and retum to Calculated Columns X Discard

Components Use the calculator to creaW

. Formula name | ISTD variation
Integration

Description | Type a description for the

ﬂ 100°TIS Areal/MEAN(IS Area])
EAENE

NN I K

] - ] -]

Flagging Rules

4 00O p
I:29 m
Note: T mended for formulas ¥ Formula Details
that cc ction, that compare
" Columns | searc P| Regression parameters  MEAN value will be calculated using the
Treat resulting textvalues as | Error (N/A) following sample types:
15 Actual Concentration Unknowns
15 Area 2
15 Area / Height Slope Only i the sample name contains... | 1§
1S Baseline Delta / Height Intercept | Standards
15 Commen t Quadratic coefficient
15 End Time Linesr coefficient e sample name conmame. | 1y
15 Expected AT Constantterm acs
15 eight Only i the sample name contains... | 1§
15 Integration Type
15 Mass Info T Blanks
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@ Fragging Rules #2Uw 29 % & Warning &R S
NEIDT Yes ERUVET,

® AddRulezZ'JwOU. TRIEZE(C. AN EFEZIT
AESEN

e Role name : ISTD variation

e Flag a results columns : ISTD variation

[MQ4] Modify Method

Jorkflow
Workflow Define a rule to flag results in the table.

Components

[

Integration Apply Rule Rule Name. PE—
4 Accuracy Acceptance Accurac: y

Calculated Columns V| Concentration Acceptance Calculated Ce

V| Integration Acceptance Quality, Asyrr

[MQ4] Modify Method

Step1:  Define the values for the flagging criteria

Calculated Columns

®) Value for all components Valued per component type

Workflow © Accept changes and return to Flagging Rules % Discard
Components Rule name ISTD variation /
Flag a results column ISTD variation v
Integration
9 Flagging criteria Range v

Step2: Apply the values to the following ssmple types

v Unknowns

Tt ks " Lower limit | 80 By cfmponent - Only if the sample name contains... | Type comma sepal
Upper limit | 120 Standards
Only if the sample name contains... | Type comma sepal

® Process & Close #27Uw /293 & Warning "&RRESNE I DT Yes BRUVET .

@ Results table "BEtE =M ZFE 9, Results table (C(E ISTD variation
DOIEMEIMNEN. IS mRBOZENIC DWLWTHRMEHDED(F/\1S1 ~

SNEXY,

*H 20 20 =H cHl

#
(C:;l::elant o et W 2P § va:i:—izn
0.07 N/A 17.066
0.09 21.42 104,051
1.08 108.19 97.497
10.05 100.52 105.832
99.88 89.68 92.520
0.44 N/A 1276.339
0.59 N/A 10631.348
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54 J>8—Y R NROU—=D
5.4.1  BRIFAVY RO
® Results[E2U w50 New ZBRUET

@ BT —FZ2INTERL, =>7VO>THEARICH>TILZBELET.

*  Training TIE TRZSE(GEVFET,

Process New Results

1. Select batch samples to process

Current Location: C:ASCIEX OS5 Data\Training_ZT\Data'
Sort by:
Available

i €] 05 100.wiff2
samples 03_rucola.wiff2
samples 04_org banana.wiff2
samples 05_avocado.wiff2
samples 06_carrot.wiff2
samples 07_strawberry,wiff2
samples 08_tomate.wiff2
samples 09_grapes.wiff2
samples 10_orange.wiff2
samples 11_banana.wiff2
samples 12_lemonwiff2

A->7 Ascending <

[
[
[
[
I
[
[
[
[
[
¥
3
:
"

B 2 4
B unknown screening_? Data EURL 014.wiff2] E
E unknown screening_Centrol_2 Data EURL 008.: E

I AL L N e e s annnanannn

® 2. Select a processing method @ |New..

Data'
Selected

4 (8] unknown screening_2 Data EURL 014.wiff

¥ banana

4 (€] unknown screening_Control_2 Data EURL

¥ org banana

Browse... Edit...

ZoIUvIUET,

% 2 EIELBEDBRITOE. Select a processing method 0 [Browse:- | SEEED T 7 1 L%

BEIRUET.

Workflow T3##th9230—2oJ0O—-&EUT.

Non-targeted screening (CF T W IZ ANE T,

Library Search T(&. Perform Library
Search (CFTVvDOZAN. BZSE(C(E
BI2351475U—0P&E/\SA—-—F%%
EULFT,

Training C(&. Candidate Search. Search All
Libraries Z:#&RULZE Y.

Library Search Algorithm Tl(&
Candidate Search Z#RUFK T,

*

»
Select the workflow and then select a

Quantitation

..... LATRIN T g sted Jggntification

Library Search
Calculated Columns

Flagging Rules

Configure the library search parameters

The recommended Reference Sample has beer

Sample Name
unknown screening_2 Data ELURL 014.wiff2 (sa
unknown screening_Control_2 Data EURL 008,

[ /| Perform Library Search

Library Search Algorithm
Results Sorted By
Library Spectra Type

Libraries To Search

Area Ratio Threshold
{Unknown/Comparison)

Algorithm Parameters

+/| Precursor Mass Tolerance +/-
Collision Energy A
Retention Time +/-
Fragment Mass Tolerance +/-

Ignore Isotopes In Unknown
Use Polarity

Use Collision Energy Spread

Use Compound Specific Purity Threshold

Candidate Search
Purity

All Spectra

Search All Libraries

| Free_Pesticide

0
0.4 Da
& eV
0.5 min
04 Da

Maximal Number Of Hits | 5

Intensity Threshold 0.05
Minimal Purity 10.0 %
Intensity Factor 5
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@ Flagging Rules Tl(&. Qualitative Rules (CF TV IZAN. TDXFH=EIOUYITD

>

&
WET,

[REBENRRENET . SATSYU—XO7, EREITRERICHS T DEREDHREZIT

FZIBEOEIEEZE LE I, Combined Score Weight (&5t 100 (2B KD ICKRIERI(C

BZAPLET,

> Flagging Rules MEH(CEDI(CIE. Accept changes and return to Fragging Rules =72

UwDUET,

*  Training Tld. REESE(CRE

UET.

€ Accept changes and retum to Flagging Rules

Workflow . .
’ Define a rule to flag results in the te ) ) - )
Configure the confidence levels for the qualitative rules, as applicable
Add Rule Rule name | Cualiianie Bules
Apply Rule Rule Name v ) 1]
e ] lon Ratic Acceptance ] Acceptable Marginal Unacceptable Combined Scare
Lib ary searc Apply Qualitative Rule Difference Difference Difference Weight (%)
Mass Error (ppm) 2
Calculated Columns
Fragment Mass Error (ppm)
F|agging Rules » Error in Retention Time i{;sm‘:'e
Qualitative Rules % Differance lsatope Ratio 2 2 2
.......................................................................
4 Library Hit Score 50 30 50 H
H
D V| Fomuls FinderScors 50 20 H

“n

.
-----------------------------------------------------------------------

Formula Finder T(ZB&hERRAFATIFDFERKD LR & Tolerance & EULE Y.

Use Formula Finder (CFxTwZ% Atl. Synthetic Compounds ZEU'E T, Limits D
Max Element, Mass Tolerance (JBEEZEE UE

*

ER
Training TIERZESZE(CANDULET,

Configure the Fermula Finder options that are used to identify compounds

/| Use Formula Finder

Type of Compound

O Naturally Occurring Compounds
@® Synthetic Compounds

O Other

Limits

Max. Element C43 H75 Br2 CISF3 13 N10 016 P1 53

Mass Tolerance

@ Non-targeted Peaks TI(3fEAT9 DIRHFIFR

>
>

*

DFHE E E—THBERAZHRELET .

Exhaustive (DEWEE, MERE—TJBRET DO TEARAIMNDFET,

Area Ratio Threshold : ZLE I BIHFE (CERTE
—hA%& 1> hO—ILETBRIBEEICEDLEEASDUET,

ROET,

LET. @QTT—45%Z 2 DU LEY, »D
HIE UTZEU LDOEDIMRERI SR &

Group Peaks by adduct or charge (CFT v OZAND E. A DZAlA A > Z4FE U,

BEUZRD ELTIIL—TEEanxzd.
Training TERZSZE(CRELEY,

Configure the parameters to use to find the non-targeted peaks to add to the extracted ion chromatogram list

Minimum retention time ]

Maximum retention time

Peak detection sensitivity
Fast
Area Ratio Threshold (Unknown/Control) 10
Group peaks by adduct or charge v
Fragmentation mode ® CID EAD

min

min

Exhaustive

CID and EAD
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Save E UYL, BIFAYVY RICEZBIERFTRELET.
%  Training TIEGUS EAHDULET,

@ Process New Results EIHE(CRED. 3. Select a workspace layout Tl 7&’7
UwZOU. 2_GUS Z&UXETY,

¥ RTFSEHI : D:¥SCIEX OS Data¥Training_X500ZT76¥Project Information

<« Training_XS00R > Project Information

2. Select a processing method

LTS~
C¥SCIEX 05 Data¥Training_X500R¥Quantitation Methods¥02_GUS.qi m A £E

|| 1_MTS.glayout
3. Select a workspace layout [ 2 Gus.glayout

2.6Us

4. Select a comparison sample for Non-targeted workflow

org banana (CA\SCIEX OS Data\Training_X500R\Data\unknown screening_Control_2 Da... ¥ |

Cancel | m
@ 4. Select a Comparison sample... Tld. Z2#Tz 3 2HED 1> hO—)L7—5FZ&IR
UEY,

> ENEhE UIRWES(E. AIEERUERA.
*  Training T@ER%ZEZ%E(C. org banana Zi&UZET,

® Process oy o UBRIIESRIFUET.

5.4.2 HBROMER
O REHERIDD &, Results Table "R RENE T,
@ BECEHUTLAT7IRBIUORTIBDHSLADHEEEZELUET,

% S [5.3.2 WEROMER] ZISRIIE,
*  Training TIFEBELFREA.

= BEiEoHERH

@ Results Table @ Sample 77 &2 UvoU. #{iidd7—4 (ZZTldbanana) Z&ERUE
a-o

Samples | fomponents and Groups | | [MQu) Resuts Teble (Untitied
= 5 1294 of 1319 ron
banana
orgbanana e, = Sample S
Name
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@ Library KU Formula Finder @ Confidence 55 ATIE. BT AYV W RYERREFD
Qualitative Rules TIRE UZIEB(CDW T/ KA UTEMNE DR RENE T,

® Area Ratio comparison 7S5 A%ZERL. B (Sort selected column from largest to
smallest) 7-rJ>%Z20Uw O U TRV DEWVECTEZET .

*  Training TERZEE%I(C 202.042 / 5.30 20 Uv I UFET,

. =
[d " 775 rows Filters: 0 *H :H 20 =0 B EEE\
banana i - At
Sample Found _|Retent... 3| oY | 19~k Formula Formula
pl N R o " o N
org banana Index | TP " 7| Component Na... 7| Area 7| ¢ 7" T | Confi. Confi.f  UbraryHit V| LibraryScore | g (0L, W) (Rer” V] Area Ratioof comparison ]
228 |bsnans | 300.0556/830 | 3.989¢5 300056 |8.29 = W ENoAcquired MSMS | N/A CBH12F2N30SP | 99 093,499
[ #/225 |banana |301.0487/829  |3663e5 301049 (829 % @ v ENoMatch 0 CEHON10OPS | 87
y 102 |Ganana | 202.0428/330 | 3.837e6 | 202.043 | 5.30 T Whigbendazole g8 C2HENDO3 &7
7720 |banans | 5625031/1508 | 4741e5 562503 1507 = @ |+ =NoMatch 0 CIH2BICISIOR... | 93
[ #1658 |banana |368.1635/7.01 |6320e4 368164 (702 % @ = v BENoMakch 0 C19H22N50P | 90
7 224 |banana | 299.0525/829 | 3.734e6  299.052 (829 3 @ v JFNoMatch 0 CIIHI2FN40PS | 92
_— *aauwEEEEE*

> SATSU—H_FOREEHETSEAE. Library Score HSAEERL. 7>
=5 Uw L TAATOEVECLOER =7

@ 20N MOPIART ) bb‘%ﬁréﬂfb\mb\%é(at (Display the Peak Review) 71 1>%
oy oULET,

® MS BKU MS/MS RS NRVMEE(R View 27U w U, XIC+MS+MS/MS &3&U'E
ER

> MS (F&e:=8). MS/MS (BF&: FAl. ke : S/J35U—) Z#2RUFT,

aﬁtht 423 RI: 531 min

0. o3
— XIC MS | (i—" MS/MS
org banana - 202.0428 /5  wiff2), (sample Index: 1) Spectrum from unknown scre] 5294 t0 5.316 min w0 ¥ XIC
.
fow
H

5020035 as0es2 . ow XIC Side by Side
J:E l\ I/ ,, |199.675 [
X . :I —~ I:' ) 531 e L/m 0975 [ 203.0006 zns‘uus* 5 P XIC + MS H
A | i ;
= H
! EA % I | : XIC + MS/MS :
48 50 51 52 53 54 55 56 57T 00 01 202 03 04 0%
—_————
Tirme, min Wass/Charge, Da ' XiC + Ms + Ms/vs n ST TEIVIY
¥ Pesk Details ¥ Formula Finder Results ———————————— [l ¥ Library SeSM [T
Precursor m/z Retention Time (min) lon Ratio Name Formula Score m/z(Da) Ermor (ppm) Error MS Name CAS# Formula MW (©a) Fit Rev.Fit Purity
202043 531 N/A
Joanana - 2020438 /5,30 (Unknown) . ELRL D14witt2), Gample Indess )| Spectrum from unknown screening_2 .0 - 1001) from 526240 5314 min = @Spectrum from unknown screen..5 (50 - 1000) from 5.307 min
5,30 min 100% Precursor: 202.0 Da, +1, CE: 35.0
—FE j} L - h02.0430 @ Library Spectrum: Thisbendazole . firmation] (148-70-8), CE=35215
%Y 530 su 65,0363 1310602
: g . s | wsda
E 203.0457 2040379 % J T I
0 I Lt 0% L .
49 50 51 52 53 54 55 56 57 200 a1 02 w3 04 100 150 200
Tirne, min Mass/Charge, Da Moass/Charge, Ds
¥ Pesk Details ¥ Formula Finder Results ——————————— [[Gl ¥ Library Search Results —————
Precursor m/z Retention Time (min) lon Ratio Name Formula Score m/z(Da) Error (ppm) Error M Name CAS® Formula MW (Da]
202,043 530 N/A B CI10HTN3S 841 20204335 19 1 B Thiabendazole [Smart Confirmation] 148-79-8 C10H7N3S 201.25053

® HFHRARITISR AR I B(CIE MS T Formula Finder Results #0Uw O UES ., {&H&
3’5@532‘(’,% Results Table [Ckie e 3 (C (M52 U VoI LET,

........................ WTTTAE T
;1 e e s —3 (016 ]
Name Formula Score m/z(Da) Error (ppm)  Error MSMS (ppm)  Hit Count Formula
3 CBHOFNO2P 851 20204277 1 25 0 Finder Results
o3 CI0HTN3S 1 20204335 19 E
K] CAHEFINZO3 828 202043 22 02 0 C1OHTN3S
3 CTHSFINZ02 728 2020426 35 12 3
3 CSHIOFZNO3P 568 20204301 47 16 0

% ChemSpider OS> XzEAN=S FER%Z 2w 793 & ChemSpider FTEW ~
LI b &M LUBERXH IR TEET (BEv FURVES(MEIERRTESNERA) .

Ew MUEER TEEREAZTOHE(. (4.5 T30 X2 hDIFEE (Fragments Pane)]
#SBUTLIZE0,
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@D SATSYU—YH—FOFEREER I B(C(E MS/MS TD Library Search Results 727w
TUET,

----------------------------

R oo Naime CAS#  Formula MM (Da) Fit RewFit Purity CE(eV)

K Thiabendazole 148-79-8 C10H7N35 201.03607 100.0 881

© SATSYU—H—F MR ERMZZEX THERNT DICIE. FBIAYVY REZEL
F 9. Process Method [h'5 Edit embedded method...Z&f, ZM4EZEE L TREIC
Process & Close /#7Uw 2o LZET.
(osicrs - JEL1X]
> BRI AVY RZFRFIT DT, ‘Process Method ‘73"5 Save embedded | ek review display settings..

method as... 2RV, BIfFOEDICEESTISICEBTFDOI 7 MILZE
R, BDNFRIBEZANDLT Save 20 Uw I ULET,

0% FOFREDZEE(F Options [CRELET,

% D)\ SA—F%ZEIEFRRICT BIC(E, Integration Parameter DF T v Integration parameters
0%91‘[_/353—0 + ¥ Get ChemSpider hit count

Show navigation controls

S Y-axis (spectra only)
Fill peak (¥IC and spectra)

W
W
¥ Mirror MS spectra
W

O BREAREFTBICE. Results[h'> Save ZBUGHERF TRIFELET.

@ WE(CISUT Report Z/ERR L E T . 73"5 Create report nd
and save Results Table...zZiE, BHDFT>TFL— & (All Peaks . :

Qual). HOERZEIRL. &RIZfHFTTOoOKZOUYIULET. |

Create Report

Generate @ report viing

Export results

Export MarkerView Peaks List

ed template ond specified logo Template View

Template name v
Template description [, sull table for analytes for each sample in WISYWIG style, || = bt
[All Peaks Qual] Ternplate
Replace Logo.. W view Pages..|
Report format o Word PDF sy HTHL

Create an indmdual report for each sample
[Recommendied for large reports; Report titles will be appended with sampile reference)

(cee—— Rooe ]

%  L7R— b& Result Table TERRESNTVB IR TDERNENDTMRERDETITDTREIISG
(T Result Table L TL/R— RS E T DRI DHZihE LE I . Define a qualifying row:
HOUVOU TR RETIIERBODF IV IZNUET,

CH A v

(E 65 of 77 rows Filters: 7 +/| Qualify for Rules Filters = _

Define a qualifying rov ibra

i i onfi

v ]

| K2 vl v
A wass error v | v v
B Fogmasseror || W v
/:\ue RT V) | v
“C sotope v v v
1l vierary V] | v ]
CH, Formula V| | v d
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5.5 SAJSU—EMAE

5.5.1 SA4TSU—J 71 IIVDOMMELE
BEERAAI\DOASATSU—FIERIT D ENTEET,

% LibraryView™ VI RO T 7HA A R=ILENTVBBEHRIHRTT .

X FIREREIET(CEBREDS A IS - & ERAINIBEETDRIEEIRETY.

@ LibraryView™ VI Dz 7HEEBLET., TAT VI (THB.
[ LibraryView 177> 20 Jw O ULFEI,

%  SCIEX OS ko[ Library Z20Uw 2O UL TCERETET,

@ Manage EOH71 > (Add New Library) #2Uw o LET.

6 LibraryView
Views: EE
Manage All Compounds
¥ LIBRARIES ke
B Forensic Libriizenac B () Trans-delta-
Y Industry Lib_ B
B Natural Toxind  Lets you add a new library with
At 1 b selected compounds.

® Enter Library Name ([C(3&#E AN, AFDAdd [JBRUET, Avtz—IHhRRENLS
Yesfe 7w LET., TNICED Test DSATSU—HMRETEET.

-
Add New Library Manage
Enter Library Name: Tesf 1 u M
¥ LIBRARIES
Select the Compounds to insert into the new library En Test
Name ™M P RARALINAT L Dae Fer RII

5.5.2 MS/MS D&
X OINTOBERNEERRETT .

X ERECEAYIBROBEDHIRE I B5A(E LibraryView™ VI MO T 7HARE LD E
9 (LibraryView™ VI RO T 74 > X b—ILENTOROVSERES MS/MS BZR(ITIEET
IO, BRI EVIBEROREHIBREITETEEA)

® Home Lt Analytics #2Jw 2 ULET, Icz ——
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@ SATSJ—(CEHET D MS/MS 2R RUF T,

*  Training Tl&. [5.4.2 EROHER] TERALRE MS/MS Z#&RRUE T,
*  CCTIHEHRADZEVET,

5 ==
— b 2640r0ws Fiterss0 ¥ ¢ NIRRT G888 [More ]
LA
All Components >

Library
Retenti... _| Found
! P i . )
Time | At Mass | Us... 7] Area Ratio of comparison 74 Confi... Library Hit |

Index | SampleName < Component N..¥| Area |
1021265 / 13.04

102.1266 / 5.53

[§ 641 |banana -301.043?:5.29 3.662¢5 | 8.29 301.049 | | 666,287

1214 | banana ‘ 902.7285/1441 6.724e3 14.25 903.738 497,746 @® | NoMatch
FrT— e e Taamn - P - B

102.1266 / 15.73

[MQ4] Peak Review (02_GUS.qsession)

org banana - 301.0487 / 8.23 (Unknown) 30... Data EURL 008.wiff2), (sample Index: 1) 100%
Area: 5.435e2, Height: 6.000e2, RT: 8.30 min

3000 =

2000 T

1000 £.299 ®

Py i .
70 75 30 85 a0 95 0%
Time. min 01 02 03 04 0B 06 07 08 09

¥ Pesk Details ¥ Library Search Results &
Precursor m/z Mass Error (ppm) Retention Time (min) lon Ratio Name CAS# Formula MM (@Da) Ft Rev.Fit Purity CE (V)
301.049 N/A 830 NiA

banana - 301.0487 / 8.29 (Unknown) 301....Data EURL 014.wiff2). (sample Index: 1) Spectrum from unknawn screening_2 Data ....278 min Precursor: 301.0 Da, CE: 35.0
Area: 3 662e5, Height: 1.909¢5, RT: 8.29 min %

162 9704 a01 4503
8293 172.0350 176.9859
1e5 ] [ 50% - 259.0026
}: Add spectrum to library
el i 0% —
70 75 8.0 85 20 95 100 T/ r= Sy
Time, min MassiCharge, Da
¥ Peak Details ¥ Library Search Results B
Precursor m/z Mass Error (ppm) Retention Time (min) lon Ratio Name CAS# Formula MM (Da) Fit Rew.Fit Purity CE(e'
301049 /A 829 NIA

® MS/MS t&A2Uv L. Add spectrum to library]
ZRUFET

Compound Name  301.0487 / 8.29

@ Add spectrum to library OBE C}MEEWHPESRS ™ 0™ ’
3S5ATSUT7AI. ART NUEBREAAILTOK . |

Formula 3 Charge [M+H]+
L/ ?I'_ g_ ° Theoretical Mass Precursor m/z 301.04874
Polarity Positive MS/MS Fragmentation 10 |
Callision Energy CE Spread 15 |

Spectrum from unknown screening_2 Data EURL...recursor: 201.0 Da, +1, CE: 35.0, CES: 15.0

100%
162.9704 301.0503
176.9859 2590026
0% | 2049799 !
62.0442 109.0762
1
amm| 161.9776 ( 2500195 |
0% I L bohl | |
100 150 200 250 300
Mass/Charge, Da
o]

® LibraryView™ VI RO T7HA A M—=)LESNTVBIEER(E. BEREUEARY MUISIRE
EMRETEET, LibraryView™" VI NIT FZEESE. ZERDZESTILIUVI>HTFD
Edit Mode TiREULE T,

LibranyView

views: EIEIE] | E]

Manage Test
Name = CAS
¥ LIBRARIES u M
W Test 301.0487 /8.29
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6 MS Tune DEE | M Tune
X COBETRKIEONDHEEETBNULET.
% NS ORTEFBIMOMEEREZZ SRS,
6.1 HEf

MS Tune TIFR#EEZ TlC UTCBEDITREDFH S HEZITOICODMEEZ R EHTVERT, &S
AT ALLISUEREAY Y RGSMUHHEBETNTH D, [Tuning Procedures] SR IT B EN
TE%Y,

> AT LODHl & AR (FEHARER(C TERMIAMENHDFERIT, FiLLDHEMER TS0,

CDS
channel
1 (%) X500 ESI Positive 5049910 (1x100mL)
Positive Calibration Solution 5032735 (5x100mL)
2 (/) X500 ESI Negative Calibration 5042913 (1x100mL)
Negative Solution 5042917 (5x100mL)

6.2 Tuning Procedures D&%
R—AEELD [MS Tune) EREUET, ALD SN HHERIEITET .

Tuning Procedures + W Restore Instrument Data 9

Begin by starting an optimization procedure.

e Positive Quick Status Check : B8R ERBE. DREEOF TV
e Negative Quick Status Check : BERIEERE. DEFEEDF T VD posiive Quid s chect
o Detector Optimization : #&H23DEE

Negative Quick Status Check

Detector Optimization

e Positive TOF (MS) Tuning : TOF £EPDETLHE. &EL Positive TOF MS Tuning
« Negative TOF (MS) Tuning : TOF &EBDEEFEE. BB egative TOF IS Tuning

Positive Q1 Unit Tuning

e Positive Q1 Unit Tuning : Q1 resolution (Unit) DiA%E

Negative Q1 Unit Tuning

e Negative Q1 Unit Tuning : Q1 resolution (Unit) DiE%E Positive Q1 High Tuning
e Positive Q1 High Tuning : Q1 resolution (High) Dii%E Negative Q1 High Tuning
Advanced Troubleshooting

e Negative Q1 High Tuning : Q1 resolution (High) DA%
e Advanced trableshooting = X7 AR (SCIEX X5 J@E\T)
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6.3 Positive/Negative Quick Status Check
AHERE(E [2.6 MS Check D] SRS,

6.4 Detector Optimization

AHEET(E BIEE (CRESBORBIEZITVE Y . REREOR FE (CIRHESEEDREE TS
DHEETT, BERFOFEL—UZFERAU CTRBELREEEZREL TI<NET.

REABRDRE(IA 1 BB R(CEBEL TTFV, Fe, BMERTEPEZZHR UL AT LAZED
HFERMUICRAETEMUE T,

ZHEEAR (S [X500 ESI Positive Calibration Solution] Z{ERUZE Y. 516 UICIZERROER % 5
|F7B7=8. Channel 1 O NUICAZR Uz BFEA = EIMEER T =0\,

CDS Channel | 1 v

@ Direct CDS Control 77« I W%/ w /L. CDS channel 1 #&AT p—
OK L/ig_o Wash Mode

@ Tuning Procedures & D Detector Optimization Z&IRUE T,

Detector Optimization

Detector Optimization Instructions

2. Achieve Stable Spray / Modify Purpose

3. Detector Optimization * Adjust the detector voltage to provide the optimum sensitivity

4. Report -
5. Save Tuning Settings Prerequisites ] o .
R R * Use the Direct CDS Control icon in the status panel to open the Device
Control dialog
* Select the CDS channel that delivers the positive tuning solution and
start the flow

(X500 ESI Positive Calibration Solution)

Click Next

® [1.Introduction] ORE=EMERD L. EEIRUET,

> EEHASOEAER

B :
REZREBLT Dot izOETEZHAE UL,
BIESAY :

27— )LD Direct CDS 77 1> & D, Device control 51 7047 %= {EH,
Positive calibration solution AR =1/ CDS channel Z3&RU. X&EZHIAT D

@ [2. Achive Stable Spray] Tld. EEFRN CDS KDBE(CERBEINTLDIHZEHEL TH
SEZNEE C/E10. ZERUET,

> ETFDTICDLL—XTREZHHZ%RSD & Average Intensity DRMETEHMELET . M5
M pass (CRDTESRICEHFT .

» Source and Gas Parameters. TOFMS (35 T A )L NEETHIBLUTTF L,
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® [3. Detector Optimization] HEITLET .

® [4. Report] THEREDODRESENFTRINET, EREZHRES., BENMETNE
XDREFL. TRISEATTE0,

@ Save Tuning Settings @ THRRZREFLET,

*  IRHERERA (CHEL, BERBEQAS /O TVNEFET. COREERF 2700V B EREICIRDETDOT, AW E
EIRDFY . RBLRIRHIFEEN 2650V B X LRt F TT@EB 20N

6.5 Positive/Negative TOF MS Tuning

AHEHETIE TOF MS & TOF MS/MS D73 fi#HE ERE (CBIN D/ S A —YDEEILZITVE T, BHIR
EARERUTEMUET.

TOF MS Tuning (& MS check &E#k(C positive & Negative THITSNTHD. BEBSRETNTN
DIREDEDZFERALUET

=  Positive Mode DI5&

Device Control

@ Direct CDS Control 7-f 3> %1 w /L. CDS channel 1 Z&A, T .
TOKULZFEY,
% SREDIEMIE [2.6 MS Check DEHE] £ZSBLIEE, i

® Tuning Procedures & D Positive TOF MS Tuning Zi&RUZE Y,

® [I1.Introduction] MWEEHER L T Automated %3ER L. wOUWIULET,
> REHASOEAER

B : DiREE ERECAT D/ (S A -5 Z &1t

AR
RF—4ZX)FRIL Direct CDS 7 1> KD, Device control 5+ 7O %{EH.,
Positive calibration solution AR EMN/= CDS channel Zi#RU. ERZMIAT Do
Automated H* Manual Z:iEiRT 3,

Automated : Achieve Stable Spray X5 v 7M. 1—H—DNEEU(CEFIEN

57,
- A P T
Manual : 1—HY—hH'& X T

j_“ Y, j’%ﬂ;u.ﬁﬂ L. 7ZJLTY Positive TOF MS Tuning
ANLCKO>TRESNDIER | . [
BiEx L BET3CENT s S ot

=3

Data Acquisition
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@ [2. Achive Stable Spray / Modify] Tld, #Z#
BB CDS KDTE(SLERESNTUVDIHZHER

UZEYF, T B
» Source and Gas Parameters. TOFMS (&5 = N
JAIL NBRETRIBL TR0, ST L E

® SIFILDOEEE TELU. -

EERUET,

T v s s [PV ¥

CNB#ZBENICETUET .

® [17. Report] THERDIBESHRRSNET.
fERzRIES. RENMEINE %
BATLR—bMEUTRELET.

@ TRICEATTE0,

iocooooooeeoooeo
H - HE E

[18.Save Tuning Settings] @ THREEFFUE
9,

© BEHELED © ZERUCERZRFRECET.
> CoOBEEZRUSE CDS/RTDFERIGEENICFELELET.

= Negative DIF&

Direct CDS Control 7- 0%/ w2 L. CDS channel 2 %%
ATOKULET,

X ERTEDFHME [2.6 MS Check MEME] 2SBS0,
@ Tuning Procedures &0 Negative TOF MS Tuning Zi#IRUE Y,
Ch R EEZSE(CIRELET.

MAIAAAIAAIAIAIAIIID

Device Control

Wash Mode
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7 TEODft - MRM HR XYY RDERL & fifthr
7.1 MS Method D{ER%
7.1.1 MRM HR XYY RDERL

MRM HR XV w RTIE, MS EFETERSID MS/MS Z#EDIRUDHL TT—FEUFLE T . TOF MS 5>
WCTTVA—B—AA> DR E. MS/MS TSI A hEESITEEEDMICECEREINET,

XYy RMERDGEN
® R—AEELED [MS Method] Z#RL. A Lo [N »5S [MRM

HR] ZERUETY. =
> IDA REMAYVY RHS MRM HR XV R+ T2EETBIHA . oF el
[Experiment] BDFILI I A -1 —h5 [MRMHR] Z#IRUET, &
DBF. [Source and Gas Parameters] D& (FZDFEFMIFINET, at
DA
SWATH
n MRM HR 2 DE Guided MRM HR

CTETEISTU RO MRM HREIEA Y v KRz s LE T, I
T CIOHLICNA, B 71 hEw HHE 223074, [MILTAFY - N
A> m/z223.07450 T. MS/MS IS5 X> cELT m/z126.02, 72.99 /le/\|
#BIRUT= MRM HR XV Rafes L% N

TEIZTUR

»  AAEICEDBINSA—SF—& TOF MS DHRDETE
Source and Gas Parameters DIEETIEA A>ALICEA T B5&E%R. TOF MS (IDITERICIEUIEEE
EHZREUET,
*  Training TIETFTRZESE(CRELET.

@ Source and Gas Parameters DIEET(ETHRZESZE(CHEUEFIMRE(CIGUTEELTL
&0,

> RACABEREEMY°1 >V —X CID iiEE DEEMZ DT ENDERIFRMECERE L T
7Z&0\. (Bl Temperature : 300 (&KX 750°C). Declustering Potential : 80 — 30 2E.
Collision Energy : 10 — 5)

® TOF MS DEEIIHFIEENDD FELMEEER L TAND LTI, TRIOEMED FIEEY
@ﬁ*ﬁxﬁf (FRENMET IO THEEEELTIZS,

P v Source and Gas Parameters .
.
: lon source gas 1 70 +| psi Curtain gas 35 +| psi Temperature 600 s cc .
= -
: lon source gas 2 a0 o) psi CAD gas :
. :
" Ul
e e e e e i L P A Of
K Experiment [MRMER % J 1®% & Spray Voltage I Declustering Potential & .
Xperimen — P .
H / ——— Collision Energy :
Polarity Positive v Spray voltage 5500 v =
TOF MS
TOF start mass 100 < Da Declustering potential 80 Y Collision energy 10 Y] :
.
: TOF stop mass 1000 2| Da DP spread 0 MY CE spread 0 sV :
.
-‘ Accumulation time 01 * lesec o —— :
*
®sussEssEEEEEEEEEEEEEEEEEEEEEEES EEER wal IEEEE (m/2) I ................................... .*




@ TOF MSMS (MRM HR) DFER>ERRICHEIRRZANDLET,

> Compound ID (HMtEYIE (1BEHDIHEERITCTERD L ZAT) . Group name (HMER
TABDULFET,

> Precursor Ion. $E® Fragment Ion. Accumulation time , Declustering Potential ’ Ot
Collision energy (& 5MNUSHRELTADLTLIZE,

¥ Fragment Ion (FE&EfE+10Da DI T —4FEZEEBULET.

¥ Mass table ®RBIFOIE—UT Excel IRECR—AMTBRTENTEZFI, AUZFILD
MRM HR HAOT0DEMMEESD NS> 223> DY —>2F D ENTIRECIRANET,

TOF MSMS
Enhance dynamic range
Mass Table Apply TOF start/stop mass Apply scan schedule Import and autofill... Sort by precursor ion
Compound Precursor  Fragment | Accumulation ) . . Q71
G Declust Potential (V) Coll
D roup name lon (Da) lon (Da) Time (sec) eclustering Potential (V) ollision energy (V) BT
1 Acetamiprid 1 Acetamiprid 223.07000 126.01810  0.5000 20 30 Unit
2 Acetamiprid 2 Acetamiprid 223.07000 7298610 0.5000 80 75 Unit
*

1)  Appy TOF start/stop mass : MS/MS Zi5FEDEHHE THIE T DB (TERALET . FHITD
EXFD TFragmentIon (Da)l 5. Start/ [

+/| Apply TOF start/stop mass Apply scan schedule
Stop ZfERIC AN T DTILICEEESNEKI D
T, EBOREHEEESTELET. Compound . pracursor | TOF
ID PNaMe | on(Da) | StartMass (Da) Stop Mass (Da)
1 Acetamiprid 1 Acetamiprid  223.07000  50.00000 620.00000
2 Acetamiprid 2 Acetamiprid  223.07000  50.00000 620.00000

2)  Q1lresolution: Q1 DNREEZEE CETEI.
IFFRRDB S A LI LD [Show Advanced Parameters| #i#iR9 3 & [Mass
tablel (SBIIENET,

3) Importand autofill...: 1) ZERALU TCLWVRWMEESIERTEEXYT, 175U —(CEEEN
| FLoHAA C M HR DAVY RZ{ERR T D ENTEET,
*  Training TIEEBUER A
> BRI BE [Import and Autofill MSMS Scan Information] (TE) HBEIEET.

> T IHPAHREETNET.

=

e Accumulation time : T&EHFE

e Default declustering potential : DP

e Number of fragments to include : BRI D S>>
23> %

e Populate the MSMS table :
e Append to existing list : BXfF [Mass table] (TN

e Overwrite exiting list : [Mass table] Z L&
4)  Sort by precursorion: 7L H—HY—AA>DUUEZXET,
5)  Apply Scan Schedule : JXIE?D [sMRM HR| ZZE8B<IZE0\,
6) Enhance Dynamic range : S EEY > TILICEWTHAMFIVIL O DRBELVET,
® AL ERA7Z/O>KDAVY RICERTZEDIITRIFLEY (B : MRMHR)
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7.1.2 sMRM HR (scheduled MRM HR) XYY RD{ER

ZEOS 223> mEEUTCERTEIDE. 1 U)LY 1 A& Accumulation time &+ (CHER T
BDEENHULKIRDB I ENEZIBNE T, TDEH. ZHEEVMOBLEEEFHFIE DA MRM HR DHFZETD
CETINZLET D ENTRET. S/NLE. T—4BIRM. LLOQ, %CV DE_ENRASHET,

>

DIRRAFTIEC T, HENUHBLRBZHRL THEXT,

B —F DI,
NARI—=TIRSTIZES !

>

AIEZSZ(C MRM HR XYy RZEHR L. SMRM HR XYW RCEHUE T,

@ [Apply Scan schedule] Z#&R9 D&, IHEEMNBINENET,
@ [Retention time (min)] & [Retention time tolerance (+/-s)] ZAHDULEY,

> SHICHERUCBEEEZADLUET,
>  WE(IHEU T Accumulation time Y2 tolerance FDiAEZITD T IZE0),
> Mass table ODREFIE—-UT Excel IRECNR—XAKRFBDZENTEFT, AUZFILD
MRM HR H5070 DRSSO D S22 3> DN -2 D ENAIREICIRDF T,
TOF MSMS
Enhance dynamic range WIJ
Mass Table Apply TOF start/stop mass +/| Apply scan schedule Import and autofill.. Sort by precursor ion
Compound Groun name Precursor  Fragment | Accumulation Declustering Collision Retention  Retention
1D P lon (Da) lon (Da) Time (sec) Potential (V) energy (V) time (min) time tolerance (+/- s)
1 Aldicarb 1 Aldicarb 208.10000 11605280  0.0500 26 1 1.50 30
2 Aldicarb 2 Aldicarb 208.10000  89.04190 0.0500 26 20 1.50 30
= Aldoxycarb 1 Aldoxycarb 223.10000  86.05950 0.0500 45 20 210 30
4 Aldoxycarb 2 Aldoxycarb 223.10000 149.02180 0.0500 45 12 210 30
5 Azoxystrobin 1 Azoxystrobin ~ 404.10000  372.09790  0.0500 51 19 5.50 30
6 Azoxystrobin 2 Azoxystrobin  404.10000  344.10300  0.0500 51 29 5.50 30
7 Bendiocarb 1 Bendiocarb 22410000 167.07030  0.0500 48 12 8.30 30
8 Bendiocarb 2 Bendiocarb 22410000 109.02840 0.0500 43 25 8.30 30

® ALtm BB 74> LD&E1EDIFTRIFELET (Bl : SMRM),
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7.1.3 Guided MRM HR ZER U NS> 253 > DFR

ZHAERTERA LT, EEYICEERX MRM HR DEFE/\SAX—4 (TLh—Y—AA>. TSTA
A A>. DP, CE) ZB#& L THEKRIT D ENERFET,

> ZREVBOBR (X5 —)LFEEEFET7ERZKUJL) & 100~10ng/mL. 500uL FZERAEL

7.
> IMITOS USSR TS LG 1ML DHSZS UL SEBELET. |
@ MS Method Zi®RL., [ENE 10D [Guided MRM HR] ZEIRUET. a
= Preparation DIHBZHREUET . ISDAH

MRM HR

Aut ti Bl E UK (& Guided B ZEIRUE T, :
@ Automatic (B#&iE1L) < uided (F&hsxiEib) Z&ER
® Polarity (Positive. Negative) Zi&RUZET.

@ [Find transitions automatically] (b>>=> 3> B&Esk) &L <[ [Use known tran
sitions] (BRI SS> 3> oi@Eit) ZERUTIZE0N,

>  [Find transitions automatically] (rS>>< 3> BEIER)

e Compound Name. Charge(ffi#f). Precursor Ion ZAHULZET,

e Number of Fragments to Use TIIEKT D NS> 3 > HDBRUET
>  [Use known transitions] (BEX b>>>2 3 > DO&giEdt)

e Compound ID({t&#4). Precursor Ion(Q1 Ti&R9 B3 A> ). Fragments to Use(Z 014572
N A)VEIBELE T,

Guided Optimization - Guided MRM HR

elect the mode of optimization.

Method Creation g A +omatic Polanity g positive

llllllllllllllllllllllllllllllllllllllllllllllllllllllllllllllllll

Find transitions automatically

Compound Name:

Charge: 1 v

Precursor lon: Da Number of Fragments to Use: ' § -
@ Use known transitions

Enter the transitions:

¥ TOF MSMS
Mass Table
Compound Precursor Fragment
ID lon (Da) to Use (Da)

1 Compound 1 829.50000  200.00000

® AHHEHoIE5. LD [Continuel 20Uy O UET,
» SUSTSBRUVRTL—DORSS 3 > DEE
® BEREZ 1 MLOASASUDDICEESD. USRI T(ICy fUFET.
@ UMD E—DOF 1 -T2 XTI SI—ZEBHUA A Y —ANEHRLUET,
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SR FICTI0 UL/ min IBETERUET,

= Initial Conditions D%E
® [Source and Gas Parameters] (F#IEMEZERULET .

[TOF MS] (& [TOF start/stop mass] TENDDFA A& SN D&EEZREL. [De
clustering potential | (F#JHAEZERAULET.

@ ERU. AEZRIELET .
> TICHREL. BHODFAAHEA SN TND & ZMRBLET .

¥ BIAEFFI-TDOROIF—ICLD. ART MU RRECRDZENGDEIN. LIES
<EDERELFT. R<HAR S UZZDUFTHRIN MiFERZ—IFIY(C 20 pb/min
RICEITFRTET, BEIDFECORFMZIGHET D ENHERFT,

>  LEFEMERTERVGSE—B U @B KLUVQDISGA—SZRHEL TR,

Guided Optimization - Guided MRM HR

¥ Source and Gas Parameters
Curtain gas EH S opsi lon source gas 1 20 S opsi lon source gas 2 0 S opsi

o Methed Editor Spray voltage 5500 Sv Temperature o M

¥ TOF MS
TOF start mass 100 S Da TOF stop mass 1000 l Da Accumul lation time 02500

Polarity  Posite Declustering potentia 80 v Collision energy 100 v

ing o
Mass Informati 609273
re
Average of Spectra: 10
Tic ToRMS
30001 139.5788
. . TR ] sesaa0e
s L — 02216 .
- 3 609.2730
] ] ;
: - 6102746
£ £ 1400812 5703144 369.2140
0e0

ol L1
002 004 005 008 Q10 200 300 400 500 €00 700 800 900
mmmmmmmmmmmm

@ BRNODFAAHEECHRESNTWSZ xR L. ENNEZRUET,

» NS a e EEREL
BIB&a> [Optimize DPJ. [Obtain the Product Ions]. [Optimize CEl (IBEMIEHET

@ #£7T1% [Review Report] WFRRENFT ., BERZHRL. ELDLR— hEFRFITDCE
ZOUYIL, GRIZMTTRIEFELET,

EIEN =) w /93 E MRM HR XYy REBEEMER SNE T, REZHERUZEIZM T
TREFELUEY,

> Mass table DRZE(EF] E—UT Excel REICR—ZARITBENTEFT, AUZFHILD
MRM HR A&AO0DERAMESD RS> 23 >DY—>%29 D ENTIREICIRADE T,

» LCZEA(CIHU T, Source and Gas Parameters & FELTTF UL\,
® Aro EB 74O KDOAYY REFRIFLUTTFSU,
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7.2 MRM HR OEEfFH
7.2.1 IR EDZEE

@ |Projects&aFILF D> L. ZHITBTOSTU MEERUET,
Q@ VEREZZEEIDICIE [5.2.1 FHIREDZERE] 2SR IZEL,
7.2.2 BIFAYY RDERE-1  Fragment Mass ElE
® Results®@oUwOU New Z&ERUE T,
@ I ZT—F=BRL. =>T7 I CEBARICH>TIL
ZREMUEI, 1, Select batch samples to process
*  Training TIREESE(GRVET. ey PSYT—
@
® % Select a Processing Method Tl& %’JU w2 LE ‘ ngﬁ%ﬂiﬁﬂ;‘fmwm

> 2 [EIERBFO#TORR(E. Select a Processing Method M
Browse: - i SEHFD I 7 1)L ZERIRUE T,

Sample
Sample 0.01pph spikd

@ Workflow T3 ITD2D0—0JO0—ZBRULET. E2& U
S—5wv cXOYU—=>J(d, Quantitation and target identification (CF T W% ANE
9,

> TE=E2EDHOBEFDIZEE. Quantitation (CFTVIZANET,

s REDSTLERR
L/ gsa— g;R L/Td‘{’ \iﬁ Select the workflow and then select a reference sample, if apph(able

A(JEEZ.] ;ETRéngs ............................................................
Component: ! W/ Quantitatio
a ° : Quantitation and targeted identificatio .
Integration H Mon-targeted screening :
H

.,
-----------------------------------------------------------

The recommended Reference Sample has been automatically selected. Change the selection only if

Sample Name
« MRMHR.wiff2 (sample 4) - 0.01ppb
« MRMHR.wiff2 (sample 5)

Calculated Columns

Flagging Rules

® Components TERRENBIEHR(E. MS method TAFILTE MRM HR DILEYIEHRN B ENH
(CRRENFET, HE(CISGU T Group, Name, Fragment (Q3) Mass #ZEUE T,

> Fragment (Q3) Mass 8K U Experiment Index 15 ANFRRETNRVGE(E. Options >
Table settings 7'5 Fragment Mass & KO Experiment Index (CF T W I%Z\NE T,

Row I &= Name"’Che'" Add... Pre(ursorﬁ— Fragmeni (Q3) .XIC R?len Rellenlion 1S Moo, Experiment A/-
Form... Mass (Da) Mass (Da) Width (... | Time... | Time (... Index
1 [0 | Acetamiprid | Acetamiprid 1 223.07 126.0181 0.02 RT val.. 2 +TOF MSMS of 223.1 (...
] 2 [0 | Acetamiprid | Acetamiprid 2 223.07 72.9861 0.02 RT val... 3 +TOF MSMS of 223.1 (..
ve 3 | [0 | Acetamiprid | Mg = 223.07 0.02 AT val.. 1 +TOF MS (100 - 620)

® FHRANTBHEE. Name & Fragment (Q3) Mass &= A 4. Precursor (Q1) Mass (CfE
HANTDE. %H I D Experiment Index I"EHEITIEIRESNE T,

> TOF MS ([CLBDEEERHETY, TDHE(E Name & Precursor (Q1) Mass ZA N UET,
> Experiment Index BN ZEHDIBZE I TILF I N5%ET DT —FEERUET.
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> Excel "5OIE—&R—XNETHETT,

> SAJ3U

@ Integration LABEDIRIEIS.
&R DR
SHEEARNREY =1

7.2.3

73
(=)

nn

—h\5 Fragment Mass DfEZ 1 > /R— 322 EEAEETT (LUFESE

(5 Analytics (CKDT—F#ET] ZZSRIIZE0N,

)o

=

7LD [5 Analytics (CKDT—FHEMT] BZISBIIZEUN,

Samples | Components and Groups I

All Components

Acetamiprid Group

Acetamiprid 1

Acetamiprid 2
Ms

TR EE8a8 [ More |

L 13rows Filterss0 W/ Qualify for Rules Filiers

%M AN AM /=M cH

Index s:;":f | SampleType ¥| ComponentName ¥ Co’:‘(‘::l‘r v| Aea 7| Height ¥ "eT‘ier::i‘" ,S,'&:i 7] Used cf:‘:::::... 7| Accuracy 7|

NERRE Blank Acetsmipnd 1 WA NiA NiA WA N/A WA N/A
[ 4 0.001ppb |Standard Acetamiprid 1 0.001 2.593e1 1.281e1 8.56 EX) 0.001 116.36
7 0oipph |Stenderd Acetamiprid 1 0010 15242 296161 854 126 0009 3577
[ 10 0.1ppb Standard Acetamiprid 1 0.100 1.664e3 3.755e2 8.55 1584 0.097 97.17
R Standard Acetsmiprid 1 1.000 17194 | 3564e3 854 8107 1007 10073
16 l0peb|Stenderd Acetsmiprid 1 10000 1706e5 | 3421st 855 27328 2997 9997
[ 19 Sample Unknown Acetamiprid 1 N/A 6.282e2 1.343e2 8.55 58.0 0.036 N/A
[ 22 007oob | Ouslite Control _ Acetamionid 1 0010 19332 | 3750e1 855 230 2 oon1 11207

Calibration for Acetamiprid 1:y = 17060.31969 x + 6.07935 (r = 0.99998, r* = 0.99997) (weighting: 1/ %)

35 4.0 45 5.0

Concentration

[Tips] HR-MS

/MS S+ 2J'SU—h5 Fragment Mass DiE%E 1 >ik— I35

» Fragment
k

®

EMNITd~Z>
Library
er=x7 i

© ® © O

Mass DREEZEEFERNRVEE. SATSU—BIRNSA MR- hTEFET.

Training TIEEMUEE A

73"5 Import components from a library
database Z20'Jw O ULZFET,

223 RBCTFIVIERANET,
—EN55%HT D Library Z3#RUE Y,

BN ST DIEEMDIEIRIC/ ZANE T,

OK Zz2oUw 29352 ET. Components (C

Import compenents from a text file..

Import compenents and integration parameters from a text file,

Impert compaonents from a library database...

EBINENET,

Processing Method - Import Compounds from LibraryView Database X

Select libraries. compounds and rela*=- #~~~ment masses (and intensity level) for the processing method component list
Include fragment mass(Da) of intensity | @ V| 1stthighest)  [of] 2nd
1747 of 7535 selected (total) 1747 of 1747 selected (Forensic_HR-MS5/MS5_2.1) Show Selected Find Compone
All Compounds (1st) (2nd) (3rd)
@ +/| Compound Name Formula Mass (Da) Frag) Frag Frag
Forensic Library721270 Mass (Da) Mass (Da) Mass (Da)
Forensic HR-MS/MS_2.1 ® . /| | 1-Hydroxytriazolam C17H12C12N40  358.0388 331.0272 176.0253 341.0352
Natural Toxins_v2_TT rev +/  1.3-Dimethylamylamine CTHITN 1151361 57.0692 41,0383 43,0543
+/ 10,11-Dihydro-10-hydroxycarbarnaze C15H14MN202 2541055 194.0865 2371030 182.0813
Antibiotic_HR-MS/MS5_1.0
W 11-Hydroxy-THC C21H3003 330.2195 313.2157 193.1220 207.0007
NISTESL_HR-MS/MS_1.0 o 1-Hydroxy-THC Megative C21H3003 330.2195 311.2012 268.1465 173.0069
Mycotaxin_HR-MS/MS_1.0 /| | 17-alpha-Methyltestosterone C20H3002 3022246 | 109.0916 97.0088 285.2216
Natural_Products HR-MS/M5S_2.0 /| 17-Hydroxyprogesterone C21H3003 330.2195 97.0645 109.0645 98.9839
Pesticide_HR-MS5/MS5_1.0 +/| | 2-Amino-5-chlorobenzophenone CI13HT0CING 231.0451 154.0035 105.0680 126.0255
BAstzhnliba HR_RAC/RAS 10 +/  2-Amino-3-nitrobenzophenone CI3HT0NZ03 2420691 165.0295 226.0638 119.0420
Y B 11100 1annean 113 noa oc moe 270004
I [hep
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7.2.4

fRITAY Y RDIER%-2 Fragment Mass OB E)EIR

> MS/MS DBRIEEFEZLT TRE (MS Method T Appy TOF start/stop mass Z:%E) Uz

*

() %‘:/J'J w27 New with optimized fragments...Zi&R U
F9,

Training TIEEBUEE A

F—HDIHBET, RBIRTISITA MM A ZBENTIEIRT DHEETT,

Mew...

Mew with optimized fragments...

@ BT BT—AIEEIRL. => 7> TEEARICH>TILERE L. Next[Eo v o ULE

3_0

Process New Results

1. Select batch samples to process

Current Location: CASCIEX O5 Data\Training_X500ZT76\Data\

Rl A7 Ascending v

Available

I ] EAD

4 (] MRMHR

4 [E] MRMHR_3mbe_DAD.wiff2

W 3mix
W 3mix
¥ 3mi_10ul
¥ 3mix_30min
¥ 3mix_30min

i ET v MRMHR wiff?

® Components TERRENBIEHR(E. MS method TAFILTE MRM HR DL EYIEHRN B ENH

(CRRENFT T, BENRTNUI Next 2O v I UET,

Process New Results with Optimized Fragments X

Samples

Sample Types
Component Concentrations

Optimization Settings

Make sure that all of the information in the table is correct. An accurate precursor m/z gives the best results.

Row IS
1
2
3
4

Name Precursor (Q1) = IS Name
Reserpine 609.28066
Flunitrazepam | 314.09355
Caffeine 195.08765

v
v
v
v

2 + TOF M5MS of 609.2807 (50 - 620) ¥
3 + TOF M5MS of 314.0936 (50 - 620) ¥
4 + TOF MSMS of 195.0877 (50 - 620) ¥

v

@ Sample Types TIIREIR(CZHT DT —FICDWVWTTILSY T H S Standard ZiEIR U

Next&®OUw O UET, ZETDT IR THEMRLK EHB 1 DI Standard EE&FELE

g_o

® Com

Samples

Components

Sample Types

Component Concentrations

Optimization Settings

Examine and identify sample types. A minimum of one sample must be a standard.

Row = File Name

1 ¥_MRMHR_3mix

Sample Type

| Standard v |

Next

a0 I)vIUET,

ponent Concentrations T(IM&E#RHDUNE QCH > TILICDWTERDBEZ AL

Samples
Components
Sample Types

Component Concentrations »

Optimization Settings

Review or assign actual concentration values to the relevant components. The best optimization is

achieved when all concentration values are specified.

Showing 3 out of 3 components  Show All Components

Row | Component ¥V = 3mix30min

1 Reserpine 0
2 Flunitrazepam 0
3 Caffeine 0
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® Optimization Settings T TRESE(CT ST A b A > DFIRHFTER E R IKTE
L. RE&IC \Process \7&0 Uw2IUET,

Process New Results with Opt

mized Fragments

Samples Configure the settings to optimize fragment selection.

Components
¥ Retention time

Sample Types

Initial retention time tolerance 0 min

n

Component Concentrations
Optimization Settings Retention time drift tolerance 1 min

¥ Fragments criteria

Fragments ta quantify Individual fragments v
Number of fragments to optimize 2
Find fragments that match MS/MS library spectra v

¥ Quantitation

Fragments to give best @) LOQ LDR

¥ Custom processing method parameters

XIC width Use this XIC width for all analytes | g2 Da

LN | = R
@ WEROMERIGERNRIEYZ17ILD [Analytics [CKDT—F] ZZSRIITE0,

)
O alytics | L3 Read
Rerioa ¢ TR © |
i
Samples | Components and Groups I [MQ4] Results Table (Untitled)

X

‘b Grows Fiters:0 W 0.z [ options _« ] L[] x]
Calibration for Reserpine 397.2118: Net encugh dta peints.
Actual Retention
Sample Name 7 Concentra... Time | Concentration 2500
[ zvio30min | Standard erpine 397.2118 0.000 c09.281 | 397 <2 points 2000
3mi30min  Standerd | Reserpine_195.0646 0.000 609281 195065 29533 46122 | 18.0% <2 points NiA
[ 2mix30min  Stndard | Flunitrszepam 268.1007  0.000 314004 268101 1102¢5 | 1674ed | 1292 < points N/A 1500
Im30min Standerd  Flunitrezepam 2390972 | 0.000 314094 239098 35204 | 5303e3 | 1292 <2 peints N/A f:
3mi30min  Stendard | Caffeine_138.0662 0.000 195088 138066  1355e4  1516e3 | 439 <2 points NiA 000
[ amix30min  Standard | Caffeine 110.0712 0.000 195088 110071 4010e3  4955e2 | 440 < points N/A
500
0
02 04 05 08
Concentration

al Integration | (] -]~ ]=]=]=] [ options ] ]

3mix_30min - Re..mple Index: 4) | 3mix_30min - Re..mpleIndex:4)  3mix_30min - Fl,.ample Indexi4)  3mix_30min - Fl.ample Indexi 4)  3mix_30min - Ca..mple Index: 4)
Ares: 2.652¢3, He, R 1803 min || Area: 2.953¢3, H.., BT 18.03 min  Ares: 110265, Ho, RT 1292 min  Ares: 3.52084, Ho., R 12,92 min  Areas 135584, H..3, RT: 439 min
¥ Retention Time (/) ————————————— 1000 1000 1500
s000
15000 1292 1292
Expected RT 18024 | min 2000
Z 2 2 10000 z £ 1000
AT Half Wind: 300 H H £ £ 000 £
a1 Window sec z 500 o £ 500 1803 £ £ £
Update Expected RT No W £ £ £ S £ 2000 £ s00
oot Lorasst Pk 1000
eport Largest Pea ;
pon e 0 0 : 0 2 0 : 0 £
v ton. —m4m 718 19 1718 19 2013 14 2013 14 4 5
Vi Peck Wicth B sorts Tirne, min Tirne, min Tirme, min Tirme, min Tirne, min

Data Acquisiti

> TTSURD M A BEZEE T DIHE(E
R FFZEBLES Iy I UET,

M5 Reoptimize fragments... Z&i&

e ...

MNew with optimized fragments
2]=]=
I

Reoptimize fragments...
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®SCIEX OS BNV _1 7LD EAN &
BFHYA bEDATO-RTEFET., BIFTERALIZEN,
https://sciex.jp/form-pages/manual_dl

S HEHR— FDOTERN &
KASHI-—E— - ATV IOX /| 7TUT—23>8R— b
o ZHERADEERLESVTIIESERLALIES0N,

Tel: 0120-318-551 Fax: 0120-318-040
E-mail: jp_support@sciex.com

A SA T ML JEEDEEN &
BR— LAR—=ZDTFERTA M5 AT F X VI NI T VOFERERE, EFEN—Z2T8)
BEZFRTEEFT. SIFTTEALLZSV. (AT —FFEN)
e SCIEX Now™7R— AEIE

SCIEX 7/k—LR—= > support > SCIEX Now Dashboard
https://sciex.com/support#

e SCIEX Now™ My Learning Hub
SCIEX 7R—LR—= > support > SCIEX Now Dashboard > My Learning Hub
https://training.sciex.com/#/dashboard

e SCIEX Now™ J—XHh&~0O%Y
SCIEX7R—L/R—=> support > SCIEX Now Dashboard > My Learning Hub > #Z4~0%7
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