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2.1 4 # D Configuration
@O Configuration #7 V v 7 LB £7,
@ Devices #7 Vw7 L. X500 QTOF & LC (Z Z CiX Shimadzu) @ Active (Z

Frx v I NASTND ZE%MER LT, [Active Dev1ces|%7 Uy 7 LET,

O ~ Configuration

General Jevices
LIMS Communication 500 QTOF V| Activate
g | Type Subdevices
Mass Spectrometer
. X500 QTOF
Juel AB Sciex
L — | Last Modified
About 2016/01/25
Shimadzu Nexera Prominence LC W Activate
Type Subdevices
Integrated System Binary Gradient
. Autosampler
r Shimadzu Nexera Prominence L€ ojumn Oven
AB Sciex System Controller
Last Modified
2016/01/25%

Data Acquisition

@ Wi EHORE 7 Y v LClimAHCET,

Projects
2.2 51 D Status S o
y 7 ]\ ]73:77%)% Status %ﬁ%mu(% jﬁj— In R 5D

O i FEA F o Status Panel (41 ) /A
y Lij‘o

X 7V w7 ERYIRT I & TERRBERIRIZRY 7,

@ HEL (B X500 QTOF & 5\ % ExionL.C) #7 U v
27 L. Device Details TR %2 HER/ERR L F 77,
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MS Check E\

Direct Control
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KRR S bHERETE £,

e O |V O [ih A

PN I I=RAyiy Ready I E Fault
2.3 X ¥ U7 L— g VRO Y

O Fx VT L—va  BROEELZHERLET,

@ A MEATITEREIEID IZE L, AL T e £
TR LETS

% 1 : Positive, 2 : Negative

<O FREIL, RMLro 1S ERELL EREE LWTT,

2.4 ST —27 7o —
SINTEAT O RN THER S 7230y,

RS LT LIE e SEHA LT Zenidtd:, JIEz45EERT5
15 D D WITEZEMRR L T2 A T F o A E it

Yes No

LC/MS 7t izt A %9
(8 3t A Y v ROMER & RIE]

v i

MS Check D FEfEiZ17\ £7 [2.8 MS Check ? 3]

Yes

sl A MM (Positive, Negative Mode) 4 T L £3

A
VEIZE T T

v

MS Tune Z{TVEEEZMELET
[8.4 MS Tune ®3FElii]
XAER T A i L Ed

¥ RT3 AR MS Check =2 MS Tune OfEH:. &5 WIIBEEEORE L2 LT
FEREITWRIEICT A Z 2B LET,

X A7V —0ORTY g it Infusion B X RLC/MS Sk CEHE L £,
e Infusion : #t 5bmm. #& 5mm
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2.5 BT A—2 (BEH)

INTA—H B Ingusion LC/IMS
Declustering Potential | )74 RTFL—F MM BEE (V) 80 (-80) 80 (-80)
Compound . )23V IRLF— (V):MS 5 (-5) 5 (-5)
Collision Energy TSV IR E— (V) MSIMS 35 (-35) 35 (-35)
lon Source gas 1 FTSAHF—HRX (psi) 20 60
lon Source gas 2 A—RH R (psi) 0 60
Curtain gas h—TUHR (psi) 25 30
Source/Gas "o b gas Q2 IZABAR 7 7
Temperature E—42—RE (°C) 0 350
Spray voltage TO—TJIZhMBERX (V) 5500 (-4500) | 5500 (-4500)
% () : Negative Mode
X BEEOTDHITHRIZEDLE THE ZARE I EE N,

2.6 A=/ N (5%
D i 4 o Status Panel (] : [CHEaM) %27V v 7 LE,
AR Vs o

@ Projects D% 7 Vv 7 L, HHTrY = K 2

AR L E,

. . . Projects
X BFOTRY s MERSERIIT LT )
HIEIR L £97,

@ 4z AILOKZ7 U v LET,

Tr. 00R

4 ©

. Mew Project @

Type a project name.
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2.7 MS Check i

X HEEORELMHELLET,

X OHTICEEF I 2 (Positive 38 XKUY Negative Mode) % 3 L £,
# : Positve Mode D&

@O X500 QTOF £ Direct CDS Control 71 = ‘/ 7w 7 LET,

@ CDS Channel (¥ 1 2%, Start #27 U v 7 LTX%
%0{% Di‘é—o CDSCh |1 v

% 1 : Positive, 2 : Negative ETH

% R—=UTB55E1F Wash Mode (25 = v 7 & Aju, $& Wash Mods
OREELELELT v 7 B LET,

(@) Status Panel ® MS Check 0)7’/1' arvuEI7 V7 LET,

¥ [FAERO#EIEIX. MS Tune @ Tuning Procedures > Positive

Quick Status Check TH1Tx £, Tuni Restore

_ e Quick Status Check

>:< u‘FO)Eﬁﬁ§?§ﬁ<énf: /‘T\S\‘\ /\°—:/‘753K+§j\fgi]5,—é\&j:ﬁl§joéi Megative Quick Status Check
THELHET, R—UB 0841 Cancel RZ U AHLET, D detector optimization

The polarity has been changed. The CDS will now purge for 2 minutes. Negative Q1 Unit Tuning
| PRGN 20% done Positive TOF MS Tuning
Negative TOF MS Tuning

Pasitive Q1 High Tuning

@ @ﬁiﬁﬁﬁ 1% \f: EETQ NeXt -> % 7 U P4 7 l/ ij‘o Negative Q1 High Tuning
@ E @jé/‘jaz‘ﬁ_ :/70/1/Z)§i:4§3:]\ é hi@ﬂa)_f\ TIC Z)\Sﬁﬁ‘ﬂ—é i —’C“iﬁ Advanced Troubleshooting
SEHET,

O ~ MS Tune 5’{ 3 @ Ready
e B s

I O

Positive Quick Status Check

L Positive MS Check Introduction
Introduction >
Achieve Stable Spray / Modify Purpose
Channel Alignment * Quickly calibrate the system and verify mass accuracy and resolution
TOF MS Mass Check in TOF MS and TOF M5/MS
TOF MS/MS Mass Check - Devices
Prerequisites
t * Use the Direct CDS Control icon in the status panel to open the Device
Save Tuning Settings Control dialog

» Select the CDS channel that delivers the positive tuning solution and
start the flow
(X500 ES! Positive Calibration Solution)

Click Next

Data Acquisition




©® #ETDHE. BEIPYIZ Channel Alignment, TOF MS Mass Check, TOF MS/MS
Mass Check DNETHEAE T,

Data Acquisition

@ #5r#. TIX Report i T Pass o MF &7 5| Save Report as [# 7V v
7L, BEISCTHRZ xps 77 A V& LTIRIFLE T (LR .xps).

¥ ARFERIZBHEVWO T Y =7 RN D W E Desktop S H 7 4 VX B ERL LT
RELET),

X 77 Al Positive Mode S = | SO et

QO - MSTune = | .:’i

Crarre sigpmere
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® FROLSIZETOHEAT Pass@ LTHY . Z0OBRELEIFTHEA1T Next >
/AN 270w LET,

© FiE LS r sy o s LCHEEEHE L ET
X ZoEmEmEHCEZA I TCDS ALy FOEREIEE Y £97,

Positive Quick Status Check

Save Tuning Settings

If the results are satisfactory, Save the settings to th
1f not,
* discard changes by switching to a different
MS Tune workspace, or
* restore previously saved settings by selectir
file from Restore Instrument Data.

Save Tuning Settings [EEWENEING

Tuning Settings were saved

Report
I ¥ Save Tuning Settings >

10 Report T Fail, & % /X Navigation THEX D KL 9 [ LposiveMschek |
QL RSN EBARTFH TR ) T L2
EITVET G achiee s

@ TOF MS Mass Check % 7 J v 7 L, Quorwuesced

el #7 Y v 27 L7, TOF MSMS g,
Mass (ZHB)CTHEAE T,

X WIhy Pass NERINZHF Y U T L— 3 UEREITY,

¥ Fail EFERENZEE 1L, MS Tune ZTWEEAMIELE4( [7.1 MS Tune
D it ] %iiﬁiib’(< 7FEW, )

@ T LEomm bmo@ s 00 L. A vb—URERSNE Yes ZBAT
Wi % U % T

# : Negative Mode DiFE

O X500R QTOF #® Direct CDS Control 71 = ‘/ 7 U7 LET,
@ CDS Channel 132 Z3#, Start #7 Vv 7 LTXZZEUOEALCE T,

% Positive Mode 2> HEfE L CEAMET A1/ S— U303 T3, Wash Mode (1
Frxv 7B A=V EEGBL, o L% T oy 7 204 LET,

@ Status Panel @ MS Check ODE TAarEI Vw7 LET,
@ HIE@O~W%5%|Z, Positive Mode & [FARIZEREL £ 97,
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3 G A Yy FOERR L HIE

3.1 MS Method D 1ERL

IDA X YV v KDYERR

TOF MS Z3#r2 5 H BRI MS/MS 04T % ki3 5 oM 51T, MS 1H#H L W MS/MS %3
MOXIGRLE DA T ZBIRNT AR (IDAcriteria : E— 7 IRE . HEEARE) 255
MUHERELTEBLL LT, Y7 by =7 BAHBEATEIR LT MS/MS S 217 E 9,

@ Home #jf - MS Method #7 V v 7 LE7,

MS Method

@ 75‘% IDA Z#IR L E 7, O~ Ms Method

I
I

TOF MS

TOF MSMS

Method Overview

e roncr
Ien Source: TurboSpray

Qt

Estimated cycles:
e SWATH

MRM HR
Guided MRM HR

@ Duration (ZIEHIERERT (4 : 15min) ZAS | 5 Scl)umea“gdfq
L%,

@ A4 —ZABLOTOFMS I TFTHAEZBEZICHELET,

() Temperature 3 LU DP X, BUIALERILEWRA Y — R CID L& H{bH
W% T S A BRIFMRVMEIZRE L T &, (1 TEM : 300, DP : 30 f£/%)

0 * MS Method ; 2 @ Ready ?

BT R )

T 01_IDA _pos
PR LY L L L L L LY
Method Overview 2 Method duration 15

Device: X500 QTOF
lon Source: TurbolonSpray

1 Cycle OHIERFRE(H Bh5tH)

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

......................................................................................................................
E" Source and Gas Parameters

,fj—/y._.x I gas 1 60 p: Curtain g: 30 Temperat 350 C

! gas2 60 P! CAD g 7
= O
; . ik & Spray Voltage
iv Experiment [ioa v —
Polarity Positive v Spray voltage 5500 e v

TOF Ms

MS 0)%&"7@ i TOF start mass 100

% Da Declustering potential 20 Y Collision energy 5 MY
v TOF stop mass 1000 2l pa DP spread 0 s VNpread / 0 R
IDA
= {i Accumulation time 01 Il
TOF MS
TOF MSMS \L {EIJH/E' v “/ DP & CE
al \ %% i53 fH
SWATH
MAM KR . N N
¥ OMEEITEEA
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»*  Dynamic background subtract Zffi 3 2 5851LF = v 7 Z ANET,

IDA Criteria  Small molecule

Maximum candidate ions 20

Intensity threshold exceeds 10

v

HIET 2 MS/MS % (FK 100)

¥ Advanced Criteria

Inclusion List...
Exclusion List...

i B IS5
BV

L E—7 by 7 E MSIMS ¥ 5 E
../ [ +/ Dynamic background subtractwon]
: cps Exclude former candidate ions N
- i MS/MS % HIET 57 Y I —4—
or 6y v s
Aﬂe/ . occurrences A F 2 DIRE D/ IME
xclude isotopes +/- 1 Mass tolerance +/- 50 | ® mDa

B L 72— 272 DWW TREIR & LTRSS 2 $EF (+- O i)

% Exclude List:

% Include List: #9° MS/MS 21T\ 2\ m/z

MS/MS DHEITEFLD HERS LTV m/z

[ CA A &) IR LIBIR S TR W 2D ORE

K VR L=RERHIUTEIZIY fil) 5

X For: @R, 8E LIZREIOM, RICT U A —H—A A ZBR L7220
After # occurrence(s): AJJL7z[BIER7ZFRI U7 U B —H—A A 23R

©® TOFMSMS (I THEZZHITHE L £,

MS/MS D%k E

TOF MSMS
Precursor ion

TOF start mass

TOF stop mass

% Total Scan Time |L#% E 3 % MS/MS B ERFIZIE U TEDLY 30T, £
LTLIEEN,

BROE—27MEAZZE L TINLDOMEARE

50

1000

% Da Declustering potential 80 v Collision energy 35
¢l Da DP spread 0 : Vv CE spread 15
| Da Accumulation time 0.03 : s

HEL Y TR ] MS/MS @ DP & CE

13
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CE Spread (CES) (22T

HBEx AJ14 %5 Z & T, CE-CES 7»5 CE+CES Ofi T CE #4it5| L7g R H AT MLk
BfELET,

N

i

#5]) CE 45, CES 15 O34 : CE 30-60V CTHITEZ1TV ., & CE OB D ALY F LRk
RENET,

IDA X° SWATH 72 &', &0 b@ma 1. HELLTWEEGRRAE LIZWMEEY
e &, MEREN RSy O BEVIE 21T 5 HBEICER T,

ERRFR S LAY T LIk CE 23 558 1%, @H CES 0 M L E£7,

HoEND AT MVIZER DO ALY iz £, o Rn 54 CE ALY
FLOBIEITTE EH A,

Inclusion List, Exclusion List {22\ T

W9 MS/MS 21T\ 2V m/z, MSIMS DRITEX R BRI L T2 m/z 738 % 550 (M
Li‘g‘(}

F v 7 &, Include List...Z227 Vv 7 LET,

Ll L7 A OmimE T, HAYD Mass, RT X° Tolerance & AJJ L £,
el 0595 et 6

Include the following candidate ions

jf To Compound name m/z (Da) Retention time (min) Retention time tolerance (+/- sec)
1 609.2807  5.00 30

Intensity (21358 % O BE % A L OK
l_/ 32 _g,«O Intensity 10 ° cps

@ [Savel# 7 U v 7 L Save As &N LT, 4% CTIRIELE T,
¥ ML —=V 7 TIXIDA LR{FLET,
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3.2

(' Home @ LC Method #7 V v 7 LE9,

LC Method D1ERY
h-j LC Method
@ Newl|#27 Vw27 LET,

(3 Binary Gradient % 71X F[X|Z£%&|Z, Binary Gradient TI3{FE A&, T FREH.,
BALT0T T LELRELET,

X OO EIL, B. Cone [ZfEAEZ AT LET,
@ Flow program @ Table ##&~7 521X, Flow program %7 Vv 7 LE9,

Injection Volume  10.0 pL &A%
Binary Gradient [EGETHGEETATC I:n.:-lurnn Oven Detector A  System Controller
HIE R T B[R]
- = (B Conc % AJJ)
Stop time: 15,00/ min [ Flow pregram
A

T8.Conc 1A Cons ® Flow program Simple

100 Time Flow AConc | B.Conc | B.Curve

@ 1 0.2000 95.0 5.0 0

. 2 5.00 0.2000 5.0 95.0 0

% 3 10.00 0.2000 5.0 95.0 0

4 4 1001 02000 950 50 0

20 5 »[1500 [0.2000 [350 [0 o |

6
0 000 3.00 600 o0 1500

Flow: 02000 mLnin ‘\JILE B - Compressibility settings ¥ -
feene B % / TR L - Autopurge settings ¥ -
B.Conc 5.0/ % B.Curve 0

Pressure limits:

Minimum: 0.0/ MPa Maximum: 66.0 Mpa/T, Ejj@J:‘FEE

& Autosampler # 71X T A SBIZHEEZITWVET,

| Autosampler JERERY

Gradient Column Oven Systern Controller

ii SIL-30AC

| Autosampler

Direct injection

—Sample rack settings

rInjection settings

—Injection settings
-Acquisition cycle time optimization —

-Rinse settings

-Purge settings

Sampling speed: 5.0/ ulis
| Cooler temperature: 5‘ C
- Rinse settings
Rinse type: External only -
Refer flow channels..
External
X Before and after aspiration,
Rinse mode: Dip time:0s -
Rinse pump Rinse pump, then Port,
method: Time:2s e

- Autopurge settings

3 Rinse Settings OFKHEDOINE T %7 Uy 7T 5 EEENELTTXET,
¥ A Sample Rack Settings %% 7 U v 7 35 L KFHENEZRTETET,

15



Column Oven [Py Syster

Binary Gradient Autosampler

Binary Gradient Autosampler REGINGReRE]

| Data acquisition

ﬂ CTO-20A "A SPD-20AV Detector A

v Column Oven
Lamp: D2&W - 7] Auto zero
Cwen temperature: 40| °C Wavelength il i o
uxiliary range: 0 - /
|emperature jimit 160 = Wavelength Chl: 254] nm !
Mavirmls
" Wavelength Ch2: 254| nm -Recorder settings
r valve
Valve L: Mone Mone Sampling: S - | Hz
Valve R: MNone None - 1000 T
Response: 05 v|s
Ready check: Cn Polarity: N -
< Cell temperature: a0| *¢
Ein=—2

® hTLA—T KT Detector A X T TIEN T LA —T LUV &%
@ [Savel# 7 U v 7 L Save As #i®IR LT, Lzt CTRIELE T,

A=

3.3 Valve DExTE
O HEIZ)ER LT Valeo Valve DFEEZITWVE T,
@ TRUFAKRY T 2> (Waste), BARY T 2> (MSonline) ORETT,
¥ OERMREO MSICANET,  #il: 0~0.5%
W AT RERNIZ AT L 0 OO IR E L E T,
Bl - WERFHED 16 73 DOHEIE, 146 DO TRIEL £ 7,
% Position (FABLOBRRHEIZRDLIRELET,

Time (min) Position

IntegratedSystem : Shimadzu Nexera Prominence LC 5

Valve : Valve Model ., 10 A
145 B -

@ [Savelz 7 Vv 7 L Save LET,

16
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3.4 Pl
Direct Control

O &% VE{k L E 9, Status Panel @ Equilibrate % 7 ‘ ®

Equilibrate

Vo7 LET,

@ #7925 MS Method £ X ' LC Method %308, iy
{LEFE (Time : 1) ZBIRL OK &2 7 U v 7 LFET,

@ LC OEBLAS T, 7 2505 — 4 A DI G &
DEJ., 1 S%ICEBA EO Status Panel 28 e [oTI00m o =
@iy TR -

¥ Status Panel O % W3121% Status Panel 4

e ([T ) %20y LET, et 3

3.5 Batch O ERk ﬁ
(D Home F® Batch#7 VU v 27 LE7,

@ Sample Name, Data File (2> 7 IVEHRSCT7 7 A VA EEATILE T,

% Data File |Z[F—£ 3T TR D L OREL TS EENY,

% DataFile (ZV 7T 74 NVFEHEMATLILEIT TN Ny 7 AT v =) Z2FNE
vg—_o

0 ~ Batch E .

D D S T T ©

Y4l Auto-Calibrate..@ Plate Layout...

Sample Name MS Method LC Method Rack code Rack paosition Plate code Plate Position Vial position Data File

1 SampleA 01_IDA_pos o1Lc 54 Vial Rack 01_20IDA_pos01

2 SampleB 01_IDA_pos 01_LC 54 Vial Rack 1 2 01_20IDA_pos02

[BE] BEXE (RR—Z+-*  @# % I& "0 L)OFEAITHELTVERA,
Software |2 X - T Data MM W Y, REENEX 5NV T3 DT, #HH
SINHNWZ EERRHELELET, UTFCHEUOBRHY T TISmI TN,

https://support.microsoft.com/ja-jp/kb/826763

@ MS Method 3 L TU'LC Method 1%, JElZ EER LT T7 7 ANV ETAE T D3R
RUET,

@ Rack Code %% ®I L, Vial position Z ANJHDHWET VX T U HEIR L ET,
% Vial position /X Plate Layout... TH % E TX £,

17
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@ |Auto Calibrate..ilcF = v 7 &0F, 27V v 27 LT FH%
2:#\Z Ton reference tabel 7>tk Iz &b THMEEZED ‘
e

@® Calibration every & CDS channel # A7), &%EL £7,

0- Batch
v

Positive Mode Negative Mode

Provide ion reference and <alibrant 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.
l]un reference table | X500 ESI Positive Calibration Solu., ¥ l [ Ton reference table | X500 ESI Negative Calibration Sol vl
Calibrate every 5 S samples Calibrate every 5 | samples
Calibrant delivery | CDS v DS channel 1 v Calibrant delivery | CDS v CDS channel

—

g ibration Z4T 5 7D Positive : 1
faf¥ > V42 1 (8] Calibration 24T 9 22D E ositive

Negative : 2

* AT OBRIT, BB EICAD KO RGE

¥ BV EEO Edit. ]I BT ARy U T L—va v A AU A ERECXET,

[Tips] Ion reference table OfftE

% LC RMHEIC XV A A URIEITEDY £3, OTOBREEDA 4 L iR E MK <
Cal WARATERWEEITZEYUY T AEA AL D Use DF = 724 LET,

¥ Training CTIEHE LEEA,

POSitiVe Mode [ Wcory  WRooce |

Negative Mode (= —

Reterence tons for TOF MS Cabeation:

v

CCIRRTICAKK

S(T7A-alTiA- 0

18



(@ Save #7 U w7 LT Batch ZR1FL F 7,

[>Tips] HE) ~ U —fEfr (SCIEX OS 1.6 LI%)

v [T D CTE I ©

VIS Method LC Method Rack Type Rack Position Plate Type Plate Position Vial Position  Injection Volume (ul)  Data File Processing Method Results File

01_IDA_pos 01_LC 54 Vial Rack 1 10.0 01_201DA_pas01 01_Target Training
01_IDA_pos 01_LC 54 Vial Rack 2 10.0 01_201DA_pos02 01_Target Training

1) Batch k2, Processing Method & Results File O 7 7 ARERINET,

2) BEAF® Results Table |27 — % #8013 2 %& 13, Results File 2 7V 2 07 b
IR L E 9, BEFD Results Table Tffi ] L 7= Processing Method 7% H &) TR X
ET,

3) #HiT Results Table #{Ea 7T 5441, Results File |2 File 4% A L, 7
% AT D Processing Method % 7 /L2 7 BRI L £9°, (Processing Method
\ZDOWTIE, 5 Analytics IZX DT —XENTOEEZZLTFEW,)

4) THRENKDD E. BRI A E Y £9°, Queue HEi[E D Processing
Status THTOMEITEE 2R TE £ T,

3% Training TIIRE L EH A,

19



3.6 Batch Z{#H L 7= HIE
@O Y7 V% Vial Position CAJIL7=ART v a ity FLET,

v ST T OO CTE CYE C [T ETTE

1DA_Pos InertSustain Amide 1.5mL (105 vial) 5.0 Testigly 01
test IDA_Pos InertSustain Amide 1.5mL (105 vial) 2% 5.0 Testigly 02
test 1DA_Pos InertSustain Amide 1.5mL (105 vial} 2 50 Testigly_03
test IDA_Pos InertSustain Amide 1.5mL (105 vial) 2 5.0 Testigly_04

@ ADLLEHTAD5 5 RELIEY TNV ESIT 558132 0T 2R L £,

o BTy,
@ AvE—UPHTEEONELZMHER L TOK ZEONE T,
X T AAERCE T 5 Calibration Z R L F 7,

Submit Samples

'ﬁ' 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.

oK Cancel

3.7 Queue DA
(O Home F® Queue %7 V v 7 L7,

ST CETE C [

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

v (D Untitled -7 Samples
@ 9/2/2016 11:28:49 AM Cal 01_20IDA_pos Cal Training
(O] 9/2/2016 11:32:05 AM SampleA 01_LC 01_20IDA_pos 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_pos 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

@ D Acquisition Status EOVE2Z Y v 795 & Auto Calibration %3 87z
P27 Waiting ) ORRE TR L TV B O &R L £,

X b3 Kb D &L BEICTONTBIME L 7,
% Submit L7=H% 7 L® MS Method 23272 2561, FHFUIIDOWVT Auto
Calibration 23 fF A S L E T,
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¥ O BHPTHIETA5AIE, Stop a2 U v 7 LTLEEN,

e C pgoran, e Ts @ aan 24,

WETO Data 2R 5100k, E T % 7 ) v 745 L. Y

TNHADLDTICBILIOARY MABRFERINET,

% Data Acquisition ZFE9IITHE 7 Vv 7 LET,

Data Acquisition

T from Cal-2016-02-09-16-16-32.wiff2 (sample 1} - Cal = Spectrum from Cal-2016-02-09-16-16-32.wiff2 (sample 1} - Cal
@ TIC from Cal- 2016-02-09-16-16-32wi12 .Cal, Experiment L - TOF MS (100 - 1000) | @ Spectrum from Cal-2016-02-09-16-16-32.... + TOF M5 (100 - 1000), from 0.360 min
019 O Spectrum from Cal-2016-02-09-16-16-32wif.. SMS of 829.5 (50 - 1000), fram 0.377 min
1267 ] gy 03
1565 4422646 609.2806
3312169 i
g 90 g 12
F-3 - 9220104
£ 60 & o0e
£ £ e 1ranam 610.2840
3066 - 266.1600 jasasE
e \ i 6112865 5295387
0.0e0 0.0e0 odial A | A 1
01 02 03 04 05 06 07 08 09 10 11 12 200 300 400 500 600 700 600 900
Tirne, min miz, D

@ G E D WIESHTE TR OT —# ZHERT 512,
V> 792%¢L Explore ECTF—%MNEE E9,

Acquisition Status

Y95 Queue X T IVY

Est. Start Time Sample Name
5/8/2020 4:01:34 PM  Cal
5/8/2020 4:03:28 PM  blank
5/8/2020 4:34:21 PM sample

(3 Auto Calibration OfE £ % R4 5121%. Queue D cal Eﬁﬂo BXTNT Y 7

Lij—o

TOF MS

Peak finding criteria:

Mass tolerance = 50 ppm
Intensity threshold = 100 cps
Min, peak resolution = 10000
Max. peak resolution = 60000

Calibration Succeeded!
R squared range: 0.00000 - 1.00000

Yes s 13290488 13289023 13291153 13250605 000017 131 13290473 000003 067 74902 28457  Undefned Ye

Yes 2 26615981 26814650 266.17312 26616015 Q00034  1.29 26815050 00008 035 4B atsM 1 e

You o 31516225 31514649 315.17601 31516244 000010 061 31516221 000004 013 48206 351 1 You

Yos 2 35421224 35410453 35422005 35421256 000032 080 3421234 000010 029 55408 33544 2

Yes e 44220487 4224256 44220678 44226437 000030 068 4226450 000013 030 sorem1 a2t 1 You

Yes ves €00.26066 60325020 0831112 60328082 000016 026 ©08.26076 000010 0.17 24103 32 1 Yes

You ¥ 2953903 82040785 82956081 B2053A26 000107 129 AZ953838 000095 115 56238 3362 1 Yo

Yos v 92200080 92196370 92205530 92201025 000045 040 2201045 000085 071 41215 3 Undefned Yes
Yes. No 18219714 15210953 15220475 NotUsed  NotUsed NotUsed NotUsed NotUsed NotUsed NotUsed NotUsed NotUsed NotUsed

[ .
No No NolUsed MotUses NotUsed NotUsed NotUsed MNotUsed NotUsed NotUsed

TOF MS/MS High Resolution

21213390 21218270 2.122.0352 Not Used  Not Used
e 5 6

Parent = 829.53933 Da

Peak finding criteria:
Mass tolerance = 50 ppm
Intensity threshold = 100 ¢ps
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4 Explore iz & %5 — & fi#g#r

T—Z DRFFHEIZDOWNT
e TIC 2% (A). IDA Explore 205 (B) @ 2 fi$i0 Data OB Z F3dH D £9°,
e IDA Explorer % IDA TH(fS L 7= Data fH OfENT FiEIZ 720 £9°, SWATH 72 &,
L DREFEIZDONTIE, RS LTV ER A,
o ELLDOHEND MO A Z N TEET,
o A TIC » b OfiFHT O E H
(24 Peakview - [1DA Survey from IDA_WIhUV.WIFF (sample 1) - E-2] ) |
S SN R T RTOWEFEI

[N File Edit Show Masterview Graph Process  Bio Tool Kit  Window
L.
s L TWET,

[ & (102 _Demo_Training_2 - [ 4= = | I & = gl

A (Rl e A WL B QAEEE
— & IDA Survey from IDA_withU wiff (sample 1) - E-2
&IDA Dependent Sum from DA withUWwmiff (sample 1) - E-2

w | + 8

* ) H R A L7

9% 2.918 .
FR \ 2HE Method @ TIC O
2w | mhEXICAYET
B 6.368
£ 304
5 ] 0.360 2.480 6.456

R

i

Time, min

e B. IDA Explore 75 OfEAT O 1E

r“ PeakView - [Spectrum from IDA_withUVwiff (sample 1) - E-2, Experiment 9, +T... (= il e |
[N File Edit Show MasterView Graph Process Bio Tool Kit Window -8 X * IDA "GE&,’{% L 7": Data
& (8 (102 _Demo_Training_2 ~ | 4= = v | fjj G =N 3] .
B e - MO FIEIC2 D F
BE - wAL DAEEE®E| 0L - % ke[,
L 4 gy o wemasien oy
Graph | Table ‘With & other merged spectra 2
Time versus Precursor Ma...arge for IDA Dependents o N
55| ||174.0914 * AT MV OMETRD
m
a 1e5 ] N ST Y =
g z 143.0727 O HEEARAT | JER AR R
5 § *1 1130.0647
= & . N .
5 s IR E KR2 T T B K 5
15 | 131.0724 i 5 ClmNTx 35‘@—0
Time, min (i (e ‘ r I
500
1109 merged spectra visible Mazs/Charee, Da

o %t Data % [RIRHIAEHTT 5 (Open Multiple Samples...). File 4= File N®
Sample Name <° Sample Info.7»5 HHIDT —% 7 7 A V&% T 5 (Find Wiff
Samples) = & & A[EE T,

o FEAIZRFBHIC D& £ L TiX Software User Guide (HAI, #X) #5EL &
[N

o HXOERNIOE F LTI, Windows DA K — h A == —>SCIEX 0S>SCIEX
OS Documentation 7*H H S TE £4,
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4.1 fiRHT

O Home E® Explore #7 Vv 7 L£7,

4.2 IDA Explorer 7> 5 OfEAT

% IDA THfS L7z Data lZ-DW\W T, A7 MLV ORERRD DAFEMRHT . BRI R 72
TEET,

E. KEx RN R B SIAT O Z &R

(D Open Sample..

.3 %X File Menu @ Open Sample...

Fil

b EHO File | A T
RN UET, 4T 57 — 2 BEREINRVEE T Browse [0 H 3424 ﬁ —
95 Project 1 Data # &R L £9°,

%  Training T TFTDO T 7 A L2 L £

EE

D:¥SCIEX OS Data¥Training X500R¥Data H

@ 04 10.wiff2

@ With the IDA Explorer (IDA Explorer 7»>& B
<). Asastandard TIC (TIC »5BE<) & H
LN EERY, OKEZ7 Vv 7 LET,

% Training Tl% With the IDA Explorer % 3R L

TS,
X T ORKXOYMIEmAME 4.

Select Sample

Source: |C:¥SCIEX O3 Data¥ Training_X500R¥Data¥ ~ | | Browse

Open IDA Sample

X

How do you want ta open this IDA zample?

() w/ith the 104 Explorer
() s astandard TIC

] Only show thiz dialog again if the skift key iz down

[ ok ] ’ Cancel

BE -l TAEBE®

+ Filtering Contrals

Graph | Table

il

fledh : m/z

Time versus Precursor Mass/Charge for 104 Dependents
954, 3351 1298 —=

53

A

Precursor: 1091 Da, +1, CE: 3

40

35

30

700 1

EO0 4

500 1

MassCharge, Da

"
400 {8

£ p: MS/MS BS54~ D

Precursor Ion

(FU = —A

Z>) @ m/z | Retention Time

25

20

05

4217 spectra visible

FEEh:RT

%oz he- e HAEEBE
Spectrurn from 04 10, wiff2 [sample 11 -10...2, +lDA TOF MSMS [50 - 1000] from 0102 min +
5.0 —_
79.0553 &
ERLZR
@ MS/MS
200 400 E00 200

oo

FUE 3% 72D MS/MS D #%

2202 merged spectra visible

Mass/Charge. Da

AN

—~

FRED

W]

Tolerance C Merge 14 O HUfF5 7D MS/MS D#K

FREIZOWVWTIILIBEEZ ST E,)




4.2.1

Reaow v X, U2 kR
A9ICIE U, Graph OFEOY) D 20U X FERICT 5 2 & S AHETT,

e DY) Y & 2

O M EE4A27 YU v 27 L, Graph Y-Axis 75 HBY Ot 2 34R L £,
% Fragment Match TIC (3% ® Fragment Matching ffHKRHIEHA TE £7,

Home Graph

Select Points in Graph Selection

Zoom Graph 5election

Graph Y-Axis

Filters

Assign Names Using M/Z..,

% Training TlZ@Dependent TIC (BRE) IZEHE L T EE0,

+| Filtering Contrals

Graph | Table

Time versus Precursor Mass/Charge for 1D4 Dependents
934.336112.98

900

800

#00

600

500

Mazz/Chaige, Da

400 {0
300

200

TIC

+ Filtering Controls

Graph | Table

Time versug TIC Intensity for IDA Dependents

333.3415/1255 -
2065 | 675 6744/12.54
272158811 41 &

28681 5605752/13.03
297.0542/2.46 4

38215993/353  #-324.1206/9.36
2065 | .
304.0463/8.06 @ :

76051130 —w g

1851 251529138 YW

3849702/952 8 o8 @
3140491410 375.. 551.597413.05

025 155 071 3/265 @ My
- -y w

5.0ed 4

000

+!| Filtering Controls

Graph | Table

Time versus Precursor Mass/Charge for IDA Dependents

00
gm0
700
o
[}
o £00
=4
z
)
3 500
E]
2 299.0514/9.96
am 397.0542/2.46 b
4120693
‘e 3741961/10.78
am
272,093 10,37 —=
200
g 0 15

(DPrecursor Mass/Charge

m/z

@ Dependent TIC

SRR

(3 Fragment Match TIC

Match L7z Fragment @
GRE
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4.2.2  Table F=
O Wi EEsoD Table # 7 2#IR$T5 2L T

i":?ﬂ? éﬂij‘o + Filkeriry
% Training Tl Graph D% 7% 7 1 » ~ | Graeh Table Yo EhEd,

Table DIEH% % 7
wl Vw735 LT,

N

L. J:iﬂd@Dependent TIC (Eﬁ}g‘) Iz L llnde:-c 4 Time md'z tazs Def TIC

l

TLZE,

% Table DEHEBEEZ 7YV v 7 T5Z LT

V= THZENTEET,

423 A7 FLOHEE (Merge)

X HBED m/zRT @ Tolerance N ™ Peak

1 0o (10813 | 01m3 4.8e1
2 011 | 7882223 | 0.2229 1.1e2
3 012 | 3861523 | 01523 2.3e2
4 032 (1570833 | 00333 1.8e2
] 032 | 2391623 | 01623 2.5e2
B 032 | 3maaz 01412 1.5e2
7 033 | 4252408 | 0.2408 1.0e2

(ZHOWT, AL TR RLET,

X ORMIAESICRY . 0B IV MS/MS WELINLARREM N H D F7,

X ATOMATRFOREDRFSNET, LC RMEOLHE R L LEIISC THER L

TLIEENY,

@ @ﬁ?ﬁt@?%n‘/“@ Options (F F) ZBIE £7,

@ Merge...\ZF = v 7 Z )T, Mass, RT gap
Tolerance |Zi# 4 72 fEZ AT LET,

% RT @ Tolerance IX LC @ Peak EIZ&AF
LE9,

Training TIEEN £ 10, 0.1 ZAT)
LTL7EEN,

-
Opticns I

=

General |Mass Defect | Isotope Pattern I Fragment Matchir

erge spectra with similar precursor masses

Mass tolerance: 10.0| ppm

RT gap tolerance: 0.10 min

25

) - wlL IQAEEE® B3 wil L AR EEe =
Filtering Contrals +! Filtering Contrals bl
Graph | Table | Graph | Table
Time wersus Precursor Maszz/Chargg = Time wersus Precursor bMass/Charge fd
aos 7o Merge ] ag4 3361 Merge
500 300
800 200
FO0 700
= =
a EO0 5 o 00
o =g
E: o oo 'E
o 500+ e ! = 500
=z o= z
= L B £ N -
400 45 - ¥ * 400
| 4 F
300 - ’ o >4 200 -
200 {5 S £ | 200
- :
-
e s S ER” .
5 10 15
Time, rnin imne. mi
Q4217 spectravisible > | 2189 merged smt”@
=Ry ¥ 2 ¥
A5 35 A > MS/MS 4 Merge % @ MS/MS %%



4.2.4 Filtering

¢ MS/MS Huf: EZ4u7= Precursor Ion 12 Filter #720MF. BRIOA A ZHH L., f#
MraERwRH 3D ENA[RETT,

X JUL—T79U NOHBIX, FHERETHIETHHTELLOITRD T,
@O M/ Lo Filtering Control /D + 227 Vv 7 L, HmaERE £,

@ hNR—VOWEEBEIL S EERT Y ITBEL HHVEIL T Bk
EEAT L. BHIOEIIRE 2T £,

%  Training TIZLL T DO L 512, m/z % 250~300 (ZHIE L T 72 &0,

% & T 1%, Filtering Control £ - 75 Filtering Control Z#F U T< 72 &0,
(—\ iltering Controls —!| Filtering Controls
- . -
ime: J J Time: \J 300 J
250
m/fz: J J mfz: &:’_f‘/
TIC: J J = J J
Quality: J J Quiality: J J
J J Matched Int, (3t): J J
J y J J
Mass Defect: J J Mass Defect: J J

Graph | Table Graph | Table
Time versus TIC Intensity for [DA Depery o Time wersus Precursor Mass/Charge for 104 Filter 1%
3333415 Filter By
E7E ETATZ5S
3.0e5 279158811 41 & 300 1
| 800 1
2 5 ] 97 0542sq.45  FEA0IE/232 E - B43.4041/11.50  E43 11041 7.80
o 324.1206/3.36 0 e
oo I404EHE0E . @ @ 2 B0y 08 35 6 :
= ] 256.1592/9.13 & 500 - % B48.5395/13.28
1:5e5 267.0645/8.77 &' ‘z‘! F: - ' '
3 ]
1,065 ] « T - b3 100
5.0ed ] 200 1
0.0e0 : ' ;
5 10 15 = 1
Timne, min Time, min
7169 mepyed spectra visible (129 of EIEE)ﬂerged spectra visible
Filter fijo> MS/MS %% Filter % > MS/MS %%
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% [ Filtering Controls {Z2\ T]

LT @ Filter X F[EE T,

X V=77 bhOHEHA (%) BREZRETLIIETHATEL LR £,

Time (Retention Time, RT)

m/z

TIC: Fragment Ion O58E OFEHE

Quality (%):

Product ion OEDFERE 4= Product ion OFEE DFER  (Precursor Ion,
noise & <)

Matched Int (%)*:

F%E L7z Product ion, Neutral Loss (Z—% L7=A 4> D88 4 Product
Ton OFREDFEHE (Precursor Ion, noise, Background ion #Br<, Fragment
Matching DIHZ S 7ZE0,)

Similarity (%)*: 3%E L7z H#E(LA ¥ & —83 % Fragment Ion, Neutral Loss
4 Product Ion O3 DFER  (Precursor Ion, Background Ion % &< ,)

Mass Defect

Defect in Range*: i%& (##%n[HE) L 7= Defect N Precursor Ion O % R
Isotope Pattern®: #¢7E (HE(r[HE) L 7=FNI{KLE % > Precursor Ion DA% %

R

4.2.5  IDA Explorer Z 7= H%'E » MS, MS/MS, XIC D3R
IDA Explorer Z W= EHHAED MS, MS/MS A7 ke XIC DFER

@ Table b HROKEEZ 2V v 7 LET,
¥  Training Ti% RT:10.75, m/z272.1644 (Napropamide) #7 U v 7 L%7,
¥ AN MS/MS A7 hMAMNFERINET,

¥ Fitering Controls Spectum fiom 04 10.wil2 (sample 1) 10,... +IDA TOF MSMS (50 - 1000) fram 10.751 min
Precursor. 272.2 D, +1, CE: 36.0
Tabe
— 450
Index Time miz Mass Defect TIC Charg 171.0794
53 7.21 272152 01252 bde? =
NEE 2721644 01644 1.6et 1 400
FES 1073 2721644 01644 4863 [
219 1076 2721684 01684 7963 1 350
A T TR | 0166 27ed 7 MS/MS
702 1072 2721646 01645 26et [ m
2090 1069 EAES 01645 22e8 [
2096 K] 2721646 01645 30et [ .
2080 1068 221647 01647 1.2e4 1 3 250
2935 1217 2723571 02571 16ed [ H
7493 1143 723571 02571 2563 [ £ 200
1982 1048 272.9577 02577 16ed [
7359 ] 272759 0.2594 Tded [ 150 143 0855
167 ] 2730825 00325 5763 [
5 247 7i0EE | 0ma 33 [ 192.0747
73 245 2730829 00529 4463 [ 100 171.0923
5400 5.74 2731627 01627 9.1e2 1 272.1665
=] 564 2731628 01628 1363 [ 50 !
545 578 ERER 01632 1363 [ >
3= = 3310 nAcos 4Ca0 1 2
)« = b 0 k1 | 1
200 400 600 8d0
3099 of 4217 spectra visible Mass/Charge, Da
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@ WmEAE o AL L (E2S MS, XIC, MS/MS) 7»5 MS, XIC 27V v
7 LCHRRLET,

Bkt - %-he @=L TAEEE
A | Spectrum from 04 10 wit2 fsempls 1] - 10, +IDA TOF MSMS (50 - 1000) fom 10761 min T
Ficcursor 2722 Da, +1, CF: 3501 —
200 &
1710784 MS/MS
2m J J
miny N
21 400 500 &
3099 of 4217 spectra\ns\b\e Mass/Charge, Da
GERL - AT ke SN L TAERE®
XIC from 04 10.wilf2 (salpe 1) - 10, Experiment 1, DX TOF MS (100 - 1000) 272,16 +/- 0.05 Da +
g = 10.72 s
E
< 285 XIC &
2 1e5
= Deh
] i 2 3 i H 5 7 E 5 W n 12 13 14 18 & 17 18 19
Time, min
Whks-%-Llhe - cxm  BAEDOC®
Speotium from 04 1062 [sampl) 1) - 10, Experiment 1, +IDA TOF M5 (100 - 1000) fom 10745 min +
g 2000 2721644 MS &
=
£ 100
5 10052 21004
= .. . I\ L
253 270 271 EERd 273 El 275 776
Mass/Charge, Da

Pane o#8), ELAbE, ZL5 &, HERhEX

@ 45 Pane 5 LICHD, BRIOT A = (FH, Lo, BE), R LAEDE, ZL5IE,
HREX) 27V v 7&F7 v 7 LTLEEN,

% Training TIXLLTO X S ICEEZBEI L TIZSW,

B w L FAEDE® B -v-bhe- [l - gQEE S
| Fiketing Canirals | I trom 04 10.wi2 [sample: 1] - 10, Exper._+/Dé& TOF MS (100 - 1000} 27216 +- 00504 +
3068 10.72 2

2565

I g 208

1078 1 2

1076 726 | 01642 733 1 EEES

07e EAE LS 27ed 1 2 e

072 zieaE | 016k Z6ed 1 5.0ed

e e — mEE — o

§ 8 0 12 14 15 18

3099 of 4217 spectra visible

WLk + - -%-he «=4rm GBABEE
Spectrum from 04 10.wiff2 [sample 1) - 10, ... 1, +DA TOF MS [100 - 1000] from 10746 mi

Tirme, min

Lt -%-he = §AEEHE
pectum fram 04 10.wift2 (sample 1] - 10..... +IDA TOF MSMS (50 - 1000) fram 10.751 min|
recursor 272.2 Da, +1, CE: 38,0

2721844
20000 400 171.0794

g 1s0m & ann

% 10000 52? 200 143.0855

- 5000 1.0032 ,2 1094 = - 153.0690

A J ‘l s
o3 2m 2rl | o o 7 o 200 40 &0 a0
Mass/Charge, Da Mass/Charge, Da

Pane Zf84, {9, £EEICTD

@ HBfID Pane % %#44% . Hif L1285 5 Tool Bar B & S S HHOT
A2y (Erb, HT., ElEmE/R, 8K L7z Pane #f29, 3R L 7= Pane L4t %
[E4. [ZL7- Pane #F <15, 2R L7 Pane A A2THET) 2BIRLTL X,
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¥ Training TlE, IDA Viewer, MS/MS #[& L., L FOHEEHIZL T 7ZIWY,

FE e DAEEE®
GEhr AT e R A UL FAEEE®
HIC from 04 10.wiff2 [zample 1] - 10, Experiment 1, +I0& TOF MS (100 - 1000 272.16 +/- 0.05 Da +

305 10.72 &

255
& 205
155
% 1.0e5

5.0s4

DDeD"

o 1 2 3 4 5 ] Y/ g El 10 Al 12 13 14 15 16 7 18 19
+ Time, rmin

@AY+ -%-he % L GAFEE®
Spechfum fiom 04 T0.wiff2 (sample 1) - 10, Experiment 1, 04 TOF MS (100 | 1000) from 10,746 min

20000 272 .= N N
. AT —=IVD KTy 7 TR, FTNT
% 10090 N <
I o | Vv EER@ T TRy —

5000

) NFTRICT Y T
anan 2ns rpdi] 2728 2730
Mass/

4.2.6  Fragment Matching JLED 7 Z7 7 XA N aFHO>7 Y h—H—A 4 DKR)

D Filtering Controls @ i /E _EdD %7V > 7 L., Fragment Matching % 7 %
70w LET,

@ [Fragment M/Z|IC1335E3 275 7 A A A% AHL OK LET,

@ Filtering Controls ® Matched Int (%) : f&/ME% 10 L% E L £,
X OEITT—XICEIVEEAEELTIEIN,

"Optians — Filkering Controls
‘ General I Mass Defect | lsotope F'attem| Fragment Matching | pS A5 Sim

Timne:

m/z:
Masz tolerance: 150 ppm v

U_
U_
Minimurn [ntensity: 1.0e1 |:> TIC: U—
O_
\

[ Adiust precursar m/z using residual parent

Quality:
Fragment kM /2 @ Meutral Lozs M2 Y 8
1231150 -
! ! Matched Int. [%):

@ [Neutral Loss M/Z[iI3 @80T 2 75 7 AL FaBRETHZLI2LD, 20
HEEKERFOT ) W= — A A DPRBTEET,

X Adjust.. \XF = v 7 HEAND ET ) =Y —A F DN LRIEMD 57 % FFORk
SRR LET,

=+ Filtering Contrals

Graph | Table

Time versus TIC Intensity for 1D Dependents

E.0=5 4
5.5=5 4
5 05 4
4.5e5

4.0=5 o 2r21E6431072
3.5e5 -

Tc

3.0e5
2.5e5 4
2.0e5 4

1.5e5 2r21EB48/10E9
1.0e5 4 272 1B4E/10.7E
722241073

5 0=4 FF2231/10.74
0. .00 2

-
10 15
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4.3 I~ k7T L6 Ot
4.8.1 Standard TIC A b;f:ﬁﬁﬁ (IDA)
@ Open Sample...ém'ﬂ 78 A File %8I L £ 7
$¢  Training TIZLA O IDA OF— X 3R L F9°,
D:¥SCIEX OS Data¥Training X500R¥Data H @ 04

Open IDA Sample X
10.wiff2

How do you want to open this IDA sample?

() Wit the |DA Explorer
(®) As a standard TIC

@ As astandard TIC (TIC 7»5B<) #ZEOE T,

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

oK Cancel

@ HBOZ o~ 775 EOBER (ZZTiX 7.5 ofF
W) 227070 w7 LET,

@ TIC, UV LaXT7nNr ) v r35L, FRFEEZERTLIT o Ky (X)) ML
HERD BRZICART MVREFERINLET,

DA Dependents |
% Training TiZ, Overlay... #i®R L C J
< 77:_ é v A Specify the mode for viewing 104 dependent spectra. In both cazes
there iz one graph for survey experiments and ohe graph far
dependent experiments.
_:f[?;?[?:p':ﬂeﬁf?u usu%lu -1000) @® @verlay zpectra for dependent experimets
1.0e7 Eo 1
g : B @ MS D TIC i D Usaone spectum for dependent expenments [navigation
. ] 1 betwéen expanimeants iz with the left and right amow keys)
‘é 5.0k 1. | \
£ bk - ’ ~
= 0 0.570 Pk : MS/MS @ TIC ( |:| Orly show th|§d|alog again if the shift key iz down
3 AN
”m& \\ [ 08 l [ Cancel
Spectum from 05 1000wiff2 [sample 1] - 100, .4 TOF MS (100 - 1000) from 7.479 to 7.654 min 'I Spect| \‘
V2 Ged \
o 71921388 | g 05 Ry } 192-’388 F293.1052 N
S et ’
=4 05.1023 A b.1023
o
g 941052 ZTNT Y s LIz O MS 1053
bl il
I st [ . . . . . . + .
: 200 300 400 500 00 0 800 q00 200 300 400 500 00 a0 800 400
Mass/Charge, Da Mass/Charge, Da
Spectrum from 05 100.wiff2 (sample 1) - 100, ..t 9, D& TOF MSMS (50 - 1000 from 7.487 min — @ Spectrum from 05 100.wiff2 (sample 1]-1... M5MS (50 - 1000] from 7. 481 to 7684 min
Precursor. 277.00a, +1, CE: 350 @ Spectum from 05 100.wiff2 [sample 1] - 10..F M5MS (50 - 1000] from 7.482 to 7.687 min
@ Spectum from 05 100.wiff2 [sample 1] - 10..F M5MS (50 - 1000] from 7.483 to 7.690 min
w le 1) - 10..F M3M3 (50 - 1000) from 7.484 to 7.690
& 400 142.9383 EE 1) - 10..F MSMS (50 - 1000] fom 7495 1o 7 630 min
= ple 1] - 10..F M3M5 (50 - 1000] from 7.486 to 7.630 min
5 o 1249819 o
P o ZINT Y v LD MS/MS
£ 1000
- bl
m am 30 400 SO0 ed0 700 BOn  &on T 00 200 300 400 ED GO0 70D GO0 ann
Mags/Charge, Da Mass/Charge, Da
Use... 2N L7256 Overlay... Z IR L 72556
7N Yy LEERMEO MS 12X, ZTNT Vw7 LR &R U IDA @
MSMS L7277 Y 1 —H—A F L DBIR A AT NVITEEND MSMS 33T
FA4 hENES, BRNOT Y A—H—AF HEREETRRINET,
v (RS 22V vy 235 L, MS/MS
BY 7 LTRREINET,
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Overlay... 28R T2 LEXREIN D MS/MS iZ2V\T

$%¢  Training TIFEfTWEH A,
O #FEhEZ Iz Pane il # O Pane IZ3HI L7 & &3, A =2 —/3—)25  Graph
> Split Traces into Separate Panes Z 3R L T 72 &0,

2 BERHRHEXZIN/ Pane 75 120 Pane i L7 & =X, AT ML EEED
4 R~V (Spectrum from «--) /&7 U v 27 LTC&EIRE, 527 Y » 2 L, Remove All
Traces Except Active # IR L F9, HDHWE, BHEUAND AT "L A MLk
#R% . Remove Active Trace Zi&IR L, 1 DT DHIFRL T 72X,

4.3.2 UV DT
UV (Analogue) 7 v< £ 25 ADFER

@ Open Sample.. "=/ .2 HED File 28R L

3%  Training CIILLFOT—X 3R L 77,
@ D¥SCIEX OS Data¥Training_X500R¥Data #'® UV_IDA_withUV.wiff

Shows | Graph Process  Window  Help
@ 2 . Sh A % G Tatal Ion Chromatagram (TIC) Chel+T
= 2 — /N — D Y i
‘;%W ﬁ} Extract Tnns Using Dialag (X100 Chrl+E
UV/DAD/ADC Channel %L?R LE wgk 1 ﬁ‘ Base Peak Chromatogran (EPC) Chel+B
104 Explorer
LCiMS Contour Pane
43| Uv/DADyADC Channel
RN File Edit Show Graph Process BioToolKit Window Help - 8 X
F @ = @ QREEE®
Wik [#-huhe- aarul FAEEAS®
— @ |DA Survey from UV_IDA_withUV.wiff (sample 1) - E-2 +
@ IDA Dependent Sum from UV IDA_withUV wiff (sample 1] - E-2 -
= &
f 30% 2918
5 % TIC
? 0% 6.368
£ am] 0360 1479 1997 2430 912 j{\}
= 0 £ A
05 10 15 20 25 30 35 45 50 55 6.0 65 7.0 75
Time, min
WBELt -%-The-axnul FTAEES®
Shimadzu LC Controller - Detector A, Channel 1 from UV_IDA_withUV.wiff (sample 1) - E-2 +
2.857 &
1.565
1.0e5 UV
5.0e4
2419 6331 0732
0.0e
05 10 15 20 25 30 a5 F.) 45 50 55 60 65 70 75
Time. min
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DAD /7 u= s J/JLADRT

O A ==z=2—,3—=0 Show 7*5 DAD Total weavelength chromatogram(TWC) % E&R L
£7,

% Training TiFE{TWEH A,
R L v - % e heow e DAEEE a8

TWwWC from DataSETE1.wiff (sample 1) - Imp STD 5

0.6089 'fi[J

33778 46790 52960

2|+

6.9843
7.3822 77564
8.3554

Intensity
)
Q
(=]
(=]

UVXWC) Zu~< 77 ADRE (DAD 7—% b OHfiH)

DO A ==—,3—=0 Show 75 DAD Extracted weavelength chromatogram(XWC) % i
WL, M L72WEEZ A LET,

%  Training TIIITWEH A,

Specify XWC Ranges @
Center Width Compoun et %o e Ul - BAEEE® df
R DataSETE1.wiff (sample 1) - Imp STD 5: 254.0 nm
[254 0 50 -
&

06012

00

0.7920
[

50 0.5241

Time, min

UV A7 b ILVDOFRT

%  Training TIIITWEH A,

O TWC H2HWEXWC ET, HHROE—2 2L RNT7 v 7 L CERE, ¥ 7V ) v 7
Lij‘o

@ BN L7-#PHOFE D UV AT MRFRINET,

¥ s~ NI AEOBIESD LIt~ AEBEISEA L. @RnFRINET,
FRENTIRET T RADET ) v 7 TOXBEISESLZ LT, UV A7 ML
MNEIFFICETE S ET,

TWC from Dad.wiff (sample 1) - Sample001

5e4
4e4

3e4

1.88
1.201.66
]

0.46 255 3.51

T
> 0.841.03

05 1o 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 00 95

. Time, min
Wavelen: ectrum from Dad.wiff (sample 1) -Sample001, from 4.387 to 4.658 fin
300
213
250
200 271
=

250 300 350 400 450 500 550 600 650 760 750 800 850
Wavelength, nm




AR
$%¢ UV ® Chromatogram DREf]#H 4 MS HliIZ &b,

O HBEO UV.DAD.XWC v/ u~ 7 I L EE7Y v 7 L, A==2—3—0 Process
725 Offset Chromatogram % 3% L £,

%  Training TIXEIEEMFT LI UV T —2Z2EH L, 0.06 E AT LET,

— @ IDA Survey from UV_IDA_withUV.waff (sample 1) - E-2
@ |DA Dependent Sum from UNV_IDA_with UV wiff (sample 1) - E-2

— @ IDA Survey from UV_IDA_withUV waff (sample 1) - E-2
@ |DA Dependent Sum from UV_|IDA_withUV wiff (sample 1) - E-2

T a0 2.918
o a 267
% s TIC %
£ 40% s 1e7
s %) 2306 2430 Ofbset

(P

:

Total offset min

22 24 26 il

2 30
Time, min

Shimadzu LC Contreller - Detector &, Channel 1 from UV_IDA_withUY|

Fuiff (sample 1) - E-2, offset by 0.060 min

; 2.85 = 2917
1| UV/DAD/XWC 1 pes |
50e4 5.0e4 4
2419 2479
0.00% 0.0e0%
22 24 26 *B 30 32 34 22 24 26 *B 30 32 34
Time. min Time. min

[XTips] Bhi=# 47/ eFRrd 505k
TIC X BPC, UV OA 7t v " L a2FRT A, @HFERINDIZLA T a7 B3R Ty
TERTERWEEERHD 9, TOREIE, 7 b —Z2 LR b\l OMEL2 32 L1E
ELET,

1) V7 bXF—%M LN 0EEOBIELZTTS &, Fid Only show this dialog again
e T 2 I BASTNDEDTTF oy 7 EHNLETELURT A T a7 BN EIELE
7

WAL L CIERRIZT H1Z1X,. FRe Only show this dialog again ...
Fxv BN NLET,

y

¢

BPC Options *
{@J Mass tolerance: (0.2 Da
[[] Use limited mass range
Open IDA Sample X Start mass: Da
Offset X
End mass: Da
How do you want to open this IDA sample? .
[] Use limited time range Total offset: Lr
() wiith the IDA Explarer Start fime i
(®) As 3 standard TIC End time: min

B Only show this dialog again if the shift key is down

0K Cancel

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

0K Cancel

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

0K Cancel
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4.3.3

TIC ®F7~ & Background 7 L&, AT KL DY

= — Show | MasterView Graph Process Window He
TIC 7 H¥ ]\ y7 e 0)§7f\‘ 4} Total Ion Chroemategram (TIC) Ctrl+T
. N 4} Extracted Ion Chromatogram (XIC) Ctrl+E
® Open Sample. LD H E/‘jo) File id?l%?ﬁ L% ‘ﬂ—o 4} Base Peak Chromategram (BPC) Ctrl+B
IDA Explorer
>:< 04 ].OWlffZ %%Ui ‘é—o LC/MS Contour Pane

3¢ IDA ®¥5A1% IDA Explorer 725 As a standard TIC
ZiEOET

@ A==2—/\—5, Show>Total Ion Chromatogram
(TIO% 7V v 7 LET,

@ Select Experiment %4 7 & 27 ® Experimentl +TOF

Select Experiment

UV/DAD/ADC Channel

DAD Total Wavelength Chromatoegram (TWC)
DAD Extracted Wavelength Chromatogram (XWC)
DAD Contour Pane

MS ZE#O £,

@ TIC,XIC 72 LD v~ ~7T AT, HHURTOR 4
NZ7 w7 LTHRLET,

% Training TIT 10~12 T2k L £9,
Background ®Z LB &, AXJ MLOEY

O RN 779 Repdinht N7y 7 LTEIRLEZ
%z, mif o & (Set Subtraction Range) 7 A
BN L ET,

2 BINEIRTAEAIET 7 PR —2 M LR BRI
LTLEZEN,

Intensity, cps

frd e

Period 1

+ DA TOF M5 [100 - 1000)

+|D& TOF M55 (50 - 1000)
+|D& TOF M55 (50 - 1000)
+|D& TOF M55 (50 - 1000)
+|0& TOF M55 (50 - 1000)

Period 1, Experiment 1
Period 1, Experiment 2
Period 1, Experiment 3
Period 1, Experiment 4
Period 1, Experiment 5

R FACTEEY, gQ
TIC from 04 10.wiff2 (sample 1) - 10, Experiment 1, +IDA TOFM 0- 1001
1.0e7
8.0e6
6.0e6
0 10918
20e b ; VI R N
0.0e0 : t
10.5 1.0

X O Nw 770 REBNPE S TRRSNET,

@ HMoOE—7fhHE (FRTIE 10.7 400 Z28EE R v 7 TRERL, ¥ 717
Uy 73252 ET, NI 7 T790 REGIWZANT MR ERRISNET,

TIC from 04 10.wiff2 (sample 1) - 10, Experiment 1, +_\_[_?ATDF M5 (100 - 1000)

Mass/Charge, Da

" 1.0e7 4 12
g 12531 | 13015
%‘ T 151 10.680 11123 11394 11698 12018 12.317 |
2 5 .
T 00e i , : . . ‘
105 1.0 1.5 120 125 130
Time, min
Spectrum from 04 10.wifi2 (sample 1) - 10, Bxperiment 1, +[DA TOF MS (100 - 1000) from 10.6,.._10.wiff? (sample 1) - 10, Experiment 1. DA TOF MS {100 - 1000) from 10.801 to 11.133 min]
" Jed
I 272.1645 Ry 750y KEek L&
H 2351693 19731677
g e i ' SEHJ U2 AT R L
- M |
e 200 300 400 500 600 700 800 300
Mass/Charge, Da
Spectrum from 04 10.wiff2 (sample 1) - 10, Experiment 1, +/DA TOF MS (100 - 1000) from 10675 o 10732 min
" Jed
8 272.1645 Ny 7500 Kedl < #io
£ 235.1692 2731677
g Tet | ) 371.1012 1 IED AT kv
= Del I‘ |lJ| .‘..l\‘.ll " (kl. ; - - - .
200 300 400 500 600 700 800 500
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X OBIRLEH DI~ ADRT v 7 CRENHETT,

X RFEORFHE 1 M OMERRE R RS EL5E1T, BNORMEZ LT L7 ) v 7
LTLIZEN,

@ MEOSUT. BT 2 0EDF&EN S, Clear Subtract Range Z &R L,
N7 TZ 7 ROBEZMRL £7,

% Training TiE, L T 7EEW,
¥ TIC 7 u~ k275 N35E L TARER Pane (ZHIBR L £ (@ 74 = /).

43.4 BPCZ/nu~ /7 LDFER

% BPC (R—aARv'—7r77n~ I TL) 1L, AT MV ETRLBEDOENE—7
DIEOHREFEH LTI ry Lz a~ v T AT,

O A = 2 — XN — ) 5 . Show > Base Peak |srcoptions P
Chromatogram (BPC)% 27 V v 7 L ¥, ass tolerance: 0s
% Select Experiment # A 7 & 7 BAVNT2 G (X | [ Uselimited mass range
Experimentl +TOF MS % i® W E 7, Slertmass: b
End mass: Da
@ BPC Options Glliiﬁ%’l fcﬁ'fﬁ%]\jj L OK L/jzj‘o [] Use limited time range
Mk e % e . - i OAEEEa Start time: min
BPC from 04 10.wiff2 (sample 1) - 10. Experiment 1. +[DATOF MS (100 - 1000) . .
End time: min
Be5
5ot [] Only show this dialog again if the shift key is down
g 425 0K Cancel
5 365
= s 11.407 |12.716
e 3.385 10-721J 13317
0 ’ — R PR | . PR e e j'_., M h -( S,
e0
1 2 3 4 5 6 7 8 9 10 1 12 13 14 15 16
Time, min

4.3.5 XIC/Z7a~ bJ T LADFER
O A=z=—,3—5, Show > Extract Ions Chromatogram (XIC)% 7 V v~ 7 L9,

% Select Experiment # 1 7 & 7 N\ 7285413 Experimentl +TOF MS % &
7

@ EnblEz., m/z, Width(Da), {t&%4 % AL OK LE7,
% Center : m/z & D WITMARX (hE) 2 AL E9,

% Center [ZHL A ANT) L7356, Fox | SpecifyXIC Ranges =]
b m/z 1% Positive Mode 13+H., Center Width Compound =
Necative Mode 13-H k LT BN C12H16M04 0.0z -hwdrosycarbofur

g 6 E @J u+ﬁ C10H11CIMN4 0.0z acetamiprid
L/ i —a—o CAHaM 302 0.0z carbendazim E
. . R CT14H1EM3 0.0z cyprodinil

KO HOHNMLD Excel TUARELTEHEE C11HTENO45 0.0z methiocarbsulfon

F4L, a—&R—X NN TEFET, C1IHTENO3S | 002 methiocarbsulfos
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@ HhEZINZZ7av M7 TACARERV YT, E—2 %280 S50
(Label all overlaid traces, Fill peaks) 71 =2 #&0NET,

FETE W YRR
- @ hydiospcaboluian T0.wif2 [sample 1) - 10. Experiment 1. +1DA TOF MS (100 - 1000) 238107 +/- 0.010 Da +
@ acetamiprid XIC fram 04 10.wit2 (sample 1) - 10, Experiment 1, +DA TOF MS (100 - 1000} 223,075 +/- 0010 Da -
@ carbendszinIC from 04 10.wi2[sample 1)-10 Experiment 1. +[DATOF WS (100 1000]: 152077 +/-0.010Da &
© cypradini XIC fom 04 1042 fsampie 1] - 10, Experiment 1, +/DA TOF MS (100 - 1000} 226134 +/- 0
@ methiocarbsulione XIC from D4 10.wif2 fsample 1] - 10, Experiment 1, +IDA& TOF M5 (100 - 1000) S50 01010 D
@ methiocarbsufcside ¥IC from 04 10.wiff2 (sample 1) - 10, Experiment 1, +IDA TOF MS (100 - 1000} 242085 +/- 0010 Da
5084
carbendazim/ 1.926
4504
4084
3504
methigearbsulfoxide / 3.169
PRl
s prodinil / 3.383
2 254
5
= 2 0ed methiocarbsulfone / 3.252
15e S-hydibxycarbpfuran / 3.269 methiccarbsulfoxide / 8.568
acetamiprig £ 1.775
1.084,
L
| L
0.0s0 by -
1 2 3 4 5 [ 7 g 3 0 1" 12 13 14 15 15 17 18 13
Time, min

Graph | Process BioTools  Window
-

@ Emi% éﬂﬁ_ Pane ;& \il LVCﬂE/‘?O) Pane LL Set Selection...
\ilJL/f\_l/\g: :Cl_k i )l %1‘*‘/\*—*753[5 Graph > Expand Se
Split Traces into Separate Panes %R L. 3 Clear Expansion Ranges
columns # A7JLTOK L %7,

Y-Values By

Remove Active Trace
Remove All Traces Except Active
Remove Traces Below Threshold
Fade Inactive Traces

Invert Second Overlay

AU L TAEES®

+ @ carbendazim XIC from 04 10.wiff2 (sample 1]- 10, Experiment 1, +|DA TOF MS (100-1000): 192.077 +/-0.010 Da Sum Graph Traces
a4 |@ Split Traces into Separate Panes
2a4 carbendazin/ 1.926 o atrincarhutioride / 8.560 o e

el
1 2 3 4 ] [ 7 8 | 0 n 12 13 14 15 7 |
Time, min

Ghde % bhe cxAmBaide %obhe cxABElhe %o oxm@
Ihydoxpcarbofuran XIC fro.1000): 238107 +/ 0.070 Da + acetamiprid XIC from 04 10.... 1000): 223.075 +/ 0.070 Da + carbendazim XIC from 04 10.1000) 192.077 +4 0.070 Da +
10000
{00 3,289 & 1775 & e |7 25 &
5000 ,1 2ed
L i} iy,
5 10 15 5 10 15 5 10 15
Time, roin Time, roin Time, roin
WMok %A N AL AR O T e AL FA A T VI IR N AL
cyprodinil 2IC frar 04 10.wi.. 1000): 226,134 +/- 0.010 Da + | methiocabsulone XIC from 1000): 258.079 +- 0.010 Da F | methiccaibsueside ¥IC om .1000): 242085 +/~ 0.010 Da +
- - 3ed -
20000 3383 & 3282 & a4 &
- 10000 1ot r8 oo
L] | e
5 0 15 5 0 15 5 15
Time, min Time, min T\ma, min

BEOa B —

O /e~ I 0% E2ab =750, A=a2——n256, Edit > Copy Graph
»H DT Copy Window Z 3R L £9°,
¥ Peakview - [Formula Finder TN

% Copy Graph : X% 7 7 A LB [§ File [ Edit | Show Masterview
. . . e = I]ﬁ 2] Copy Ctrl+C
X Copy Window : £y b~y 7 = = Copy Graph

—r | Copy Window

® A ]\%’ ppt 77/]’/1/%@:/\%_;( k L/i'@_o F Cikorin
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4.4

w{ D AEEE®
© W

FEE S HT (Formula Finder )

¥ MS BLUMS/MS 2 SBHBSRNT. 7T 7 A2 " A DIRBEIT HHRE T,
O k%252 IDA Explore 205, MO HT 21T 5 ©— 27 @ MS B L O MS/MS A~

7 MAEFRRLET,

3%  Training TiX., 04 10.wiff2 ®F — ¥ %X, Napropamide (Z- 2V CTHENT,
KR LTLZE, (RT:10.75, m/z272.1644)

@ MS DAY hV ET, BHOE =7 ZOWTRNAKEZEDTERT v 7 L,

Ao —7 28R L £,

X mlz DTN FRIN TR E—2 3. LIS CEEN AT E
o, MEZJE LT, A7 FL® Yl LG, Label Threshold ™ o %1% 8

MNL., BRIOE—27 % T~ L LTL7EE0,

@ A =z2—N—n5 Show > Formula Finder % 34K L Formula Finder #Bix ¥,

@) Formula Finder OA4AVHIZH 5 all INZ % MS/IMS DAY KL BIZ KT v
7'& K 7L, Formula Finder & MS/MS DAY "LvZ& Y 7 S¥FE4,

HC/Bheteroatoms gieater than 1) @

+| Fitering Cantroks Spectrum from 05 T00.wiff2 [zample 1) - 10.. +D4 1755 tin
Precursorpe 2 Da, +1, CE: 35.0
Graph Table /LW’SZ MS/MS
Index Tim Tl (] Hame f w 171.0800
o
» -
3644 1028 | 2721647 2Ead 18 nananamid = % - 1?22033192
L EARE z m ‘
107 [|272648 v—7 U Xk 4 A . ‘ A
@* il 400 B00 TR
4311 of 636 spectra visible Maz3/Charge, Da :
Spectrum from 05 100w (sample 1) - 100, Expeniment 1, DA TOF MS (100 - 1000) from 10.757 min
, 25 ‘L 2721646 MS
X
@
E 185
£ 1.0032
c @ l
% 270 o mt mn il 7 e
Mass/Chaige, Da
N - - M5 Detals - ' Formula Finder =)
Found elemental compasitians MaHS Desis | Conprund Detis ormula Finde J :
‘ WS BSMS  MSMS lsope chur detals Ehargeu W3 tesultsummary for CT7H2NOZ, [MeH]
Hit  Farmula m/z RDE  ppm Rark om Ranl Faund
P Elemertslo  C50H200N10010 55 L @
cszwuz LG R0 03 1 | 3000 | 1 | HaMA 100 ;2721648
Mass tlerance [pa) 5 ® 03phm 2721678
Intensity tolerance [%) 15 @ | U.'I.pm

lon type: | [M+H ]+ v| 0 additior

(5 m/z Tolerance (ppm) 125 &= A LFET,
® Intensity Tolerance (%)IZ 15 = A ) L ¥ 7,

KDL FUNERL S TWNWDHREDEEITREL
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#C / #heteroatoms > |Zi# % 72 (Training TiL 1) Z AL ET,
IRF ERFUSNDITTHR O Z IR L £
5 lsotope cluster details Charge -
ﬂ%%nﬁkﬁj\fﬂi Eﬁ fi%é\ﬁi 0icL i ‘ﬂ—o F'e:l Usze | miz % Intensity . wfidth

Elements from, to (21X, MR T HcE L %+ 0 2721646 |100.0 0.00%
OO TR, EFR% AJIL. Isotope cluster ! 2731678 |19 0.008
details ® VU Ak ETix, MR L

Elements from
72\m/z O Use (ZF = 7 &TET,
Elements to CROHz00W1001055

Elements from, to IZAJJ L7263, JTEE Mass tolerance (ppm)
@%ﬁm(*ﬁ?f?i)l??bﬂiﬂ—o Intensity tolerance (%)

D Eﬁi‘ﬂ @é}ﬁﬁ% Vi Y YD) A %é\&i\ Elements HC/#hetercatoms greater than EI @
from, Elements to (2% OfF#zE A1 L TL
720N,

% Training TlE, AEDO X I ICATIZITHTLIE &0,

© ¥ ® O

@ Formula Finder 7 ¢ > Ko ET (Show Options) 714 2> %7 Vw7 L,
VIS L THREZERELET,

%  Training TlE, FTRO LI ITHEEZIT> TLIE N,

< Elemental Composition ¥ 7 >

Formula Finder Settings *
Result Summary  Dictionaries
Positive ions MNegative ions
0 Oxgencount | | T | (T
R O Phosphorus count ”~ M+NH4] M-H20-H]-
] ) = M+Nal+ M+Na-2H]-
RDE to: 100.0 O %ﬂ%ﬂ = 2 M+CH30H+H]= M-=Cl}-
M+K]+ M+K-2H]-
2M+H]+ +FA-HJ-
[[] Use element limits of natural products ;:::_EL;]_ ::_E‘CCI;IH]
2M+Na+ M+Br}-
Consider also odd electron state.for fﬂgﬁ]‘_ E%EAH]
ms fragment, if common [ any fragment MeH+NH4J++ 2M+FA-H]
MsHsNa]++ 2M+AcO-H]-
MeHsKl+ ¥ | |[BMHE v
oK Cancel

o RDB: R

o MEIJSEUTAEELTLZEV, RDB OKREXWMEEMIZOWTIZ, RDB to Off
HEFL T I,

e Oxygen count / Phosphorous count, Sulfur Count:

e P (VY),S (iH) &b EMDYE . Oxygen count/ Phosphorus count <,
Oxygen count / Sulphur count (ZF = > 7 Z 27, @Y 72E8EE A LET,
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e Useelement...: SEARIEREEOMEAEFRRLET,

e Consider also...: 7V HNAFT L DRBEEITOGAITT = v 7 20T TLTEE0,

e Positive ions / Negative ions: 1HE S5 IMEDOFEHASLAMN A 4 F 4TI L
Er I

<Result Summary ¥ 7 >

Formula Finder Settings

Elemental Composition Dictionaries

m'z reporting format | 0.0000 ~ MS miz error in Ppm R
Order results by combined ranking ~ MS/MS miz error in |\ mDa ~
Combined ranking contribution

MS data MSIMS data

[] Weight MS/MS data in log scale

e m/z reporting format: m/z DF B A RN L 9,

e Order results by: MREMEDNEFR T L E7,
Combined ranking contribution, Weight MS/MS data... Zf#H 3% = & T, MS.
MS/MS OFfERIZHEZ T H 2 & HA[EETT,

< Dictionaries ¥ 7 >

Formula Finder Settings @
| Elemental Composition | Result Summary | Dictionaries |
Canfirm elemental compaozition in ChemSpider Service
File 1: HMDE
DASCIEX 05 DatalTuchi 1_2 Pesticides Screen 1.0 a PubChern
[ File 2: MIST
hMazzBank
[ File : ACD Labs

e Confirm elemental...: {bEWEREEZTeT —FX—RAREDT 7 A V% 3 OF
TERTDHZENTEET, (LEMAHEZ THIT 2O L E3, SR
HEZR 7 7 A )V DFEHEIL. Analyst Database 7 7 /L (*.mdb). XIC Manager ~/
7 hv=7 U X b (Yxiclist), # T XYIY T H X b (Yotxt) WET—F T —~ v
k (*.sdf) @ 4FEETT,

e ChemSpider Service: 71 & A ZHEA SN HIIMKERETT, AT L7 —
A= CF =y 7 e AIVTL T2 &N,

@ OKz#L CHEifzp L Ed,
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@ FormulaFinder ® RNH U E T L EEAT OFE R 3@ Result Summary
%7 ® Order results by TIEELZZNETY — SN TERINET,

Found elemental compaositions [ Cnd Any mind )

Hit  Formula me'z ROE ppm rlé?gnk ;ﬁlpSmMS H:mg Found
CIFH2INDZ | 2721645 03 1 0020 1 141043
@ % B 7 P DR A R 3z Uz m/z

o ppm AT L TV =Y —AFLDE)TAY Ny I AT DORELEFIR,
o MS/MSppm 47 L “VEE (REBTELT7I7 A0 MO” 28R,
e Found %77 4 : @® Dictionaries ¥ 7 Ti% & LIRS TE v N LTc/bEWE
RN (9477 V=740, A A ITA T =HX=Zpb
(ChemSpider) & v FL7=%H M),
¥ TR EIN D EMMARTIIOResult Summary ¥ 7 CRELTZT V¥ vV THER
LT,
% [Find any|R % o 244 & 3 LI RBREHICAE LAV R b F RS ET,

% BH LRI LR, FRT T —RER SN 541 Ton Type 2 CX
o T-mEEMERH Y £7°, @A BT Ion type DT IVH 7 INGABET DA+
A 2 2RO, FE [Find A2 228 LT 2 &0,

SCIEX 03 (===

I.-"'_"‘-.I The requested action could not be completed, Make sure your data is
‘S’ complete and all fields contain appropriate values.

lon type: “ ‘@f 1 additional ion...

W@ AT OFER . Ton type [ TITEHI S NI-FNA A, ARICE RIS ET)
additionalion # 7 V v 79 5% & | B S OFHINA 4 AFR B FREINE T,

WS result surmmary far CTPHZZMOZ, [M+H]+ R
% 272 645 P ; . . S _ .
s 0.0/phm / Bk : DORRREY 2 b TR LA
50% 2731ETE Additional ions ]

o il
lortype: |[M+H]+ 12 v oL QL additionalion... >
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f R OMEAN TR I N DA TIZ RV, HOWIEIMAINA F oD TFRERERD

H41%. Ton type DF LT U SIBET DAL 42 %R0, FE Vi
VEMLUTCREREEZHRL TS,

TINET L TEIRTE A4 4 1%, @D Elemental Composition ¥ 7 CTi%
E LA A TT,

@ HrE ORI A IR LT MS/MS details DX 74227 U w7 35L. ZOMEHH

WItth Of R E 7 h—Y— & L1277 T 7 A v b F v OO IR E RS B R
ShEd,

Display type @ 7 /L% 7 . /)25 Best fragments for formula Z3{R3 5 & | @®IRL
THEAD 7 T 7 A v MRk RPN FRIINET,

(] -
M5 Detailss MSMS Details  Zompound Details

*n a?
Parent mass | 272, 1644 Charge <= Mass tolerance [mDaEl #C/#heteroatoms >E|

24M5/MS peaks  Display type: [Al -|BE e
Fragment details for C17HZ2NO2|Al
All even electron

. ‘I‘ """"""""""" Fragments for formula

Best fragments for formula
= - mRH (]

Da

BE OB D TR SN2, @ TIE LWHERRR A IR L 72356813, 1
AT DORRE LTZT T T AL AT DE— I PNREERLS T XRTIFE S,
— IR LR E LS 2 WGAIX B TE W T 77 A R %o T2
D, IRBETE THRENE LIEWVERICRDZENHDHDOT, R, B®IRL
MRS TE LW E I I 5 Z & T £,

M5 Detail: | MSMS Details | Compound Details

Parent mass 272.1646 Charge <= +1 +  Mass tolerance N (ZEZ)) %) 7:7— 7 ap—
9 A
20 MS{MS peaks. .Qiq:ﬂ'tw'._ Best fragments For Farmula E % |ﬁ
Fragment details iy C17H22M02 ¢ —_ - o B TN S —
i 1T /\ T—T DAt — Lz ROFER
1
a 24
5
§\ i C17HZ2H02
H CTZHTTIFCT3HTT0 T
T2

&0 80 10 1m0 | 777 AV NORBAKNENE&REE L BAT
=1E LR D FTREM: K

Parent mass 2721646 Charge <= +1 a5 TOET SN e oE; ©

F TR TTECETTGLOT: =)

20 M3M3 peaks .ﬂgp],ay.t\mq; Best fragments for Formula -8B B '@

Fragment details fof CTOHZ2NTS T

1 esmmmmEEm (4 4 / 5
= C3HEN o4 777 A NOIRBARBB DI or
E &
= Caton e o
5 0 AN TR S R B =R IEMFEOFHRL D FTREMER
s CaH12M "
£ 1 : : : : : I I LEH il\lbb I : I

£0 g0 T RES 140 160 180 0 20 40 260

miz, Da
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XOIRBRBTEZT T 7 A PAEIEE LV D70 E 13X Mass tolerance (mDa)®
flia k% < L Find | R % o 28 LET,

% MS/MS 77 7 A2 FOMBIHTOXMRELEELT H556121%, MS/MS OY il
@ Label Threshold [»] #Z5 % L CH /¥ [Find|[R & > &ML £,

@ Compound Details ¥ 7% 27V v 273 2% &, @Dictionaries ¥ 7 TR E L7127 —#
NR—ATt v FLTALEWMACHEEE RS R TEET, URNT v ENTMk
s ) v TDHE, EBMRUIALEYOEEN T REINET,

X HEANFRSNR2WVGEERHY 77,

MS Details | MSMS Deta

Compound Details

Details For C33H40M209, ChemSpider match # 2
Matches in Local Files

_omposition: CI33HAONZ0S, MassE08.2728

P — il
s B B DD 3EssLLTo®y <7,

o FRL TV DHHIE A .mol T TIRAT,

o FRLTWHILEMIZOWTDOFEMI%Z ChemSpider DV = 7 A |k % B
WTHEIR,

o FIRLTWHMIEZ Y Uy 7 R—FZat—,

o MRINTALEWE IR,
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4.5 77 7 A hOJRE)E (Fragments Pane)

% HEE SN TSRS Fragment Ton OFFE 217V, Fragment Ion 7> HA81E
DL oy % @9~ D HERE T

BRI LTz*mol 7 7 A NEBiAiATe Fk
X ToOEEXAE*mol Mol File) B TIRFEL TBE £,

@O #ik %2212 IDAExplore 726, 77 7 A2 FOIREAEIT ) MS/IMS # &R~ LE T,

% Training T3 Napropamide (22O CHEHT L £9, MS/IMS OA%FR L, D O
Pane ZHIFR, H2HWIER LTI ZEW,

@ A ==a—3—»5 File > Open mol file... #38 L, HeEMoy | e L sion oo ¢

& OpenSample..

mOl file % Eﬁ % jﬁ ‘g_o I@E Open Multiple Samples.. C

Open Heat Map TICs from Wi

% Training TIXZ D7 4 /L ¥ N? Napropamide.mol % AT < Find Wi Samples

N Open T2D Data
7ZE0, Open Text Data
Open Mol File...

@ HeERofA Lickhs W RBrra MSMS 02~ ML EIZ KT /& Ry
LT, ERLE MSMS D A7 "AaEY v 7 XFET

@ A==—/—/15 Show >’_Enagments Pane ##IR L £7,
G ) rF L7572 FORBMTENET,

® A7 MVEOHMOE—2% RT7 7 L TCRIRT S Z LT, WIS T o8E Lol
J& I NTE B X O Fragment DU A R33N, T4 ENET,

©)

Fragment pane O/ L

Show ‘ Graph  Process

4 Total lon Chromatogram

1 Extracted lon Chromatog 2 - = '*( ﬁ Q E m
r J 1) - 100, Experiment 4, +IDA& TOF MSMS [50 - 1000) hom 10.755 min +
Mass Calculators &
EorTR s Eincier 1430500 -101.0845
| Fragments Pane U
5 -172.0892 -144.1030
£ 1000 -128 0?96 _
= 172 0524 730694
L A t
BD 70 80 SU 100 10 120 130 140 150 160 170 180 #90 200 210 220 230 240 280 260 27@ 280 280 300 30 320 .
Mass.r‘E:wargE Da @
uu- o aAEOEm RS Y= == =
r | N | napropamide, selected composition EWTHZZNDZ [272.1645 D4 @ al i Paaks

Hum  Broke Bond Rad

4 "
ol p miz H  Bonds Closu . Emor [ppm Composition -
/\ 127.0542 1 1 47 CI0HT+
s|F CH,
1280621 0 45 C10HS+

o m
1 ]
o e EXT R ERRE B | 0 |80 CTHI4H O
E N EEE GRNGREE CI0HG
I Ne N EEE @] 23 C7HIEN.O+
¢ | ca TR T 0 |25 TIZHTT0+ =
ET N ERE GRNEREE RETTREE 1
\\ Murm. fragments: 25
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i
@
Labeling OF = v 7 %43 & MS/MS 7 ~/LFRIRN 725570 6 FEREL

74 a2 (Add arrows markers..

.) 75 Use Arrows for Relative Peak
WZEPY £77,

@ e|plise «am  BA GTAEESS
Spectrum from T Remoue All Arrows TOF MSMS (50 - 1000) from 10,755 min +
Precursor 272, 20 Use Arrows for Relative Peak Labeling ] -
&
56.0654 1201145 171.0800
g zom
g 1000753 128.0615
£ | !
2 1w 143.05849 199.0751
72,0808 L ‘ | | "
L } | il |
G0 70 B0 A0 100 110 120 130 140 150 160 170 180 180 200 210 220 230 240 260 260 27 260 280 300 3o 320
tMass/Charge, Da
o= Kol === SIED I EY=1=]=]] =
C | n | naproparide, selected composition C”HZZND2 (2721645 Da) il Fragments | Paaks
0 P Mass/Charge Intensity (%] Assigne Emor [Da) Radical =
P /\EH 570336 1140 1.927 0 =
3 56 0554 7034 5537 B |-
Cl| Br 720445 16.75 0360 [=]
72.0808 3276 0434 [=]
|| Na 740964 2267 005 B
« | ca 1000753 B43 4298 =]
1001121 1003 [] -
Ry Matches: 16 of 20 peaks, 58.4% of total intensity

®

X LAY OREEL

Fragment pane O/ LD

TAaUE

wWEHK., OK LET,

ZiE TR

7V w7 L, UTFEZZBIRBOLME

REZITH> TS TESNY,

Fragment Options.

i

Fragmentation

Mandmum number of C-C bonds to brealk:

| Also break C-C bond if either carbon is bonded to a hetero atom _|

S— Bt G ORE D HICRE
°‘_’""’" - RESEOHIENE
Only break single bonds . f—;{;\tﬁﬁ?ﬂgﬂ
¥| Breskring bonds J J C-C Dl R iEE
Masimum rumber of bonds to break: |3 v] ‘ T ERLEFEEL
—

C-C OB DFFE
‘ FROEFE QEHESS M

| Alow ane bond dosure (double bond formation) )
| Include beute force rearrangements MEROBE S ONE
7] Alow radcals LA AL OFFE
Peak Ust PeakList
' - HEEE

| Mass tolerance: 0.010 Da -

| ¥ Constrain using peak kst

| o Ee2d MNLFICH B Peak D

Require evidence for previous step when brealingbond

#FTT (Check FHi4E)

Display

Do not show fragments with mjz less than 30,0

Automaticaly recalouate on-the-fly

2 PR EofAZEEE, 1
PS4 Peak BEE This
| # D[RS

Display

ED miz DIRE

e mEREEELAMNC HE

#ICBHRET L

Training Ti&, L FOFEAEZEH L T 7E X0,

DOFERNT Software User Guide (AASL, X)) 22
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ChemSpider B DRBEFEED DIBES AT HIk
$¢  ChemSpider 17 1 &L AZBEFH DS MEHTRE T,

@ wiRAE=&#Z|2 Formula Finder 726, 777 A2 FORBEIT 5 {LEM O SHT
ZITWET, ZOFE, ChemSpider ZfAWVWTC AL T A T —H_XR—ZADKBBEITWVE
7,

¥ Training Tl& Napropamide (22 THEHT L £ 9, Formula Finder ®7 ¢ > R
7 & MS/IMS DAL, 70 @ Pane ZHIBR, &2 WIREL T 7ZEW,

@ Compound Details # 7% 7V v 7 L, MBEINTALEWOMEEZ R LET,

@ FormulaFinder 7 1> Ko LD ¥ REL a2 v r+2E @THERLTNE
FEYE DS REEFTREZR Structure Pane & L CH Il x4,

@ THRIFEL7=*mol 7 7 A Vit riAte FiE] OQLIEIZE->TT7 7 7 A FOIRE
PITWET,

% Sutucture Pane & MS/MS % U > 7 4%(2i%. Structure Pane Foodl % Hy
D MS/MS A7 MV EIZRT v 7&Ky 7 LET,

7N
| e 3 | fa |
zEANEC O kY =]=]=1" =
" i ils| C d Detail
i) it eampmsil s [ FindAny | [ Find | [ MS Detaik | MSMS Details| Compound Detais m
M5 MSMS MSMS
Hit  Fomula m/z RDB pPm  pock pom  Rank  Found Details for CLTHZINOZ, local match #1 B OB
CiHzINDz  |2721848 80 | oo | 1 |28 | 1 [1003 Matches in Local Files - Napropanis
p— [ Composition: C17HZINDZ, Mass 271.1567
1 Napropamide [
o
ChemSpider Matches oA
N
1 [ Nisoretine Ci;'\g chy
2 [C] Ethyl 1, 3dimethykd-phenyld F-diydio-.. =
Maproparide
\
CRu- T AEEE® N EL DAEREE® =Y
cln Mapropamide L / Fragments| Peaks
CHy 7 —|
alp CH, r Mass/Charge Intensity %) Assigned Eror (ppm) Radical  +
s | F N | 12aomr 2807 25
a i [ 128087 15.58 13 [=]
ol e | i | [T2a.0853 B [ ]
| 41 H 28,1145 g E
" 1l = 0 CH, 29,1148 58.2 E H
2 H 143.0854 21.97 =] b
¢ | ca ‘ 1520617 11.62 = |
H Semarna Taman = 1 T = g
\ Matches: 18 of 21 peaks, 89.6% of total intensity
Wikt -%-tae amm i DAEEE®
Spectrurn from 04 10.wiff2 [gample 1) - 10, Experiment 4, +IDA TOF MSMS (50 - 1000) from 10.751 min +
Precursor; 272.2 Da, +1, CE: 35.0 \4 -
With 7 other merged spectra &
o *
=3 30004{ *58.0651 171.0797
;: | *129.1146
= 2000
i} *72.0807 "114.0909 | *143.0854 (1)
[ - *
k) 1000 | 1 | ( 199.0748
c
= | " ‘| . l I | I
60 80 100 120 140 160 180 200 220 240 260 280 300 320

Mass/Charge, Da

7/1’ aVET 7T 471295 L, Formula Finder & Structure Pane 23V > 7
INnFEJ, EEAEDN) AT v 7 ENTWAEEE, Formula Finder F Tl
{bEWZ BRI 5 &, Structure Pane I[ZFRENA2EEX L BEICUID DY F£
—a—o

©)
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4.6 Mass Calculators (22T
D A ==2—,3—@ Show > Mass Calculators T{T\ %7,
BEREEEOHE
(D Mass Property % 7 Ci#hr3 2 #1%% Formula, Charge State (Zffi%k (357 %
AN LET,

Formula (239D, "H+ charge agent (else electron) D F = v 7 7R v
7 AT = v 7 & AiL, Charge State (21X 1720 LIL - 1 & A S5 & Positive
Mode |Z+H, Negative Mode |3-H & L THEE &4 HEFIHE T £7,

Charge State A/Jffil:  Positive Mode: 1, Negative Mode: -1

Fy—T LR BEOREEE &N 72084513 1. -1 2 A7, Neutral Loss
R EF =Y LT RUWIRIEEDOREEE &N 720 IGE1X 0 2 A7,

H ko545 : C33H40N209, Charge State:l, H+OF = v 7 F
Na A5 6] : C33H40N209Na, Charge State:1l, H+DF = v 7 &
Calculate 7 VU v 7 LEJ,

@

Mass Property m Property Positive Mode emental Composition| ~ Mass Property Prog Negathe MOde Elemental Composition
Formula: C33H40M203 Formula [C33HAIN209 | [Caleulate |
Charge state: 1 ‘H+' charge agent [elze electron] Charge state: "H+ charge agent (else electron)
Composition: CIH4IN205+ Composition: |C33H39N209- |
Charged monoisotopic mass:  B09.28066 Charged moncisotopic mass: |607.26610
Monoizotopic miz: B09.28066 Monoisotopic miz: 607 26610
Charged average mass: B09.696 Charged average mass: 607.673
Mominal rmags: B3 Nominal mass
RDE: 15.0 RDE: 15.0

R4 DEHE & BREE

(D TIsotopic Distribution # 7% 7 V w7 L., fk&E AJ19 5 & Blim EORNRE— 27 3
I ET,

MUZ s em]
BAEES®
AAList | AA Modifications
L
Mass Property | A4 Property | Mass Acauracy | Isotopic Bistribution”)| Elemental Compesition | Hygermass | Unit Conversion | Custom Elements |
o7
Formula: C33H40N202 Charge state: 1 JJrerlay pattern on spectrum
Merge distance: 25000 "H+' charge agent (else clectron) | Calculate M
v Intersity Isotopic Distributionfor C33H40N203H + 1
100 i
Cr—T—
1
610.23333 38.217 80 I
| 61128573 8.902 = - i
612.28344 1.542 g
= 40
613.29208 0.217 =
614.29467 0.026 20
61529723 0.003 )
616.20875 P 602 510 sl1 612 63 612 i3 518
Mass/Charge, Da i

X ZOMDZ TIZHONWTIEHL Manual #2723 0,
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5  Analytics IZ X 55— & f@#7
5.1 R 75 Library O ¥ {i

OZORTIE, BEEEARHDOWVNITA T TV =T 7 A NVEBA LR L &)
DOEEFECRRE L E 7, HEE AR L O Training TIEEAH YL ZNHE L £,

¥ TATTIV—T 7 ANAFLEBIIL TEE2BICHRELET,
Libra
(@ Home E® Library #27 UV v 27 LE7, ’

@ AVR=PT 2R ER, L4757 7 A /VZERL Open LET,

@ Al zxz7Y w7 L Telba®EiERN L, Add To Compound Library (23 B4 #i & A
B, Next #27 U w7 LTA »iR— MEEZITWET,

%  Training TlI Free_Pesticide.mdb % A > 7R— h L £,
@ Finish#27 U v 27 LCRT LET, REDSIEZOERITAREICRY £,

5.2 LI

e
(D Home F® Analytics 7V v 7 LE7, /
@ [Projects|& /L4 7> L, Training X500R ##4R L £, HADE

Project: Training_X500R

O T D (O T O

5.2.1  HIHRREDLER
X ORAICRET D2 L THES
oy hCiEitE @ﬁ@ﬁ/\o Project Default Settings X
e )( - & é: L/ Tfjﬁ‘ﬁﬁ VG\ % i TO Set Project wide defaults for quantitative processing methoc
® 75? 70 i y‘ '7 o L/ . Qualitative Processing Method Defaults

St e A
. . S Work L t
Project Default Settings Z &R | "7 =

Integration Defaults

l./i é o Integration Algorithm MQ4 v

¥ Retention Time (RT)
oo T T
XIC width 0.02 Da
— Default
Expected RT 0.000 min

v Training X500R

AT Half Window 30.0
Project default settings...

Update Expected AT No ~
Report Largest Peak

¥ Integration

@ Quantitative Processing Tl Vi ook Wit ; pains

%Zﬁ%al . Eiﬁg*ﬁ L:'fjﬂiﬂq j‘ Minimum Peak Height 100.00

:l\‘ 1 ~ El_:/\x 5/N Integration Threshold 3
E (‘7 /I/ J i ‘A ii%)j *{t’: > *ﬁ % Gaussian Smooth Width 1.0 points
Eify% o) %’fq:%: % EX XE L/ jz ‘a—o Noise Percentage 40.0 %
Baseline Subtract Window 2.00 min
2% Signal to Noise Algorithm (% Peak Splting 2 paints
Units & Calibration Defaults
EH AT,

¥ Units & Calibration Defauts ——0————————

Relative Noise v Concentration units

) ) Regression parameter Area W

Relative Noise -
Regression type Linear v

Standard Deviation Weighting type None

Peak to Peak

| Pecktopesk | o G Jrep
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@ Qualitative Processing Ti%., FTRZSZIEMEMITIHERATL7 477 ) —%—
FROKHNT A—HEEBRELET,

X OBREITRWITIGCTERELET,

Quantitative Processing Set Project wide defaults for qualitative processing method parameters

Qualitative Processing * Library Search

Library Search Algorithm Candidate Search hd

Workspace Layout
Results Sorted By Purity v

Algorithm Parameters

/| Precursor Mass Tolerance +- |04 Da

/| Collision Energy A eV
Retention Time +~ JO8 min
Fragment Mass Tolerance - |04 Da
Ignore Isotopes In Unknown Maximal Number Of Hits | 5

/] Use Polarity Intensity Threshold 0.05

[ Use Collision Energy Spread Minimal Purity 10.0 %
Use Compound Specific Purity Threshald Intensity Factor 5

@ Workspace Layout iX, FANIRE LIZBEDOLA T 7 N7 7 AL (T—T7 VD
REERY A X REROER, 7 v~ 87T 5388, % Pane OALESCY A X7 L)
Bt IARE T,

% SCIEXOS Y7 F7 =7 version 2.1.6 76 OMEEE T,
X T T ANBROVGRITREE T, FANRGELTELVA T U NI AR DY

1% Browse.. [ B L £ 7,

XOFHFNIT 7 4V FRE STV DAL, 382 7 7 A /L) Default layout used
CHBNEIRSILET,

PRAFE - D'¥SCIEX OS Data¥Training X500R¥Project Information

Project Default Settings X X
Quantitative Processing . .
Set the workspace layout default for the current project and newly created projects.

Qualitative Processing
Project: Training_X500R

»
Workspace Layout Default layout used for new results [C\.n\training.glayout

Preview: T ey 2]
[
— e e ——— e b
-

e Rooe  Lrew ]
B FTRCOBEMKT LE LIS [Savelx 7V v 74, [Close|t 7V v 7 LET,
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5.3 EEffTE X —Fy NAT ) —= 7
5.3.1  f#HT A Y v ROERL
' 7
@ Results|z 2 V v~ L New %8R L £, [ nee |
@ R+ AHT—Z 52T RCTRINL, =>7T A a2 CHEABICY > I LE2BEI L ET,

% Training T FRIZ2FBICEROE T,

1. Select batch samples to process

Cugssntslbooation:s G¥5GIEX D6 B aterTiajning X500R\Dats\ [ erowse... |

*Available R Selected

Browse...

[1 samples 05_avocado.wiffZ]

Selected
[ samples 06_carrot.wifiZ] a
[ samples 07 strawberry.wit] 4 [ 03 1wiff2
3 L
[ samples 09_grapes.witf)] 4 E] 04 10.wiff2
[l samples 10_crange.wiff2} W 10
[l samples 11_banana:wiff) 4 [g] 05 100.wiff2
B samples 12 lemon.wiff2} W 100
., (€] unknown screening_2 Data EURK'014.v 4 (] samples 03 rucolawiff2

fi Wn'ﬁﬁ!?hq_(\mﬁbf_? Data EL . ¥ rucola
4 [£] samples 04_org bananawiff2
¥ crg banana
4 [£] samples 05_avocado.wiff2
™ W avocado
| e ] 1 @) i 0 cancti2
W carrot

E— 4 T e by

¥ strowbenry .

o« C——— >

2. Select a processing method
3. Select a workspace layout

4. Select a comparison sample for Non-targeted workflow

<None> v

@ 2. Select a Processing Method Tl New |27 V v 27 LET,

< 2 (Al H LA ORRHT DBSIL. Select a Processing Method @ [Browse.. [ 5 BEFED
T ANEERLET,

@ Workflow TIIfT+ 27— 7n—%@RLET, EREEF—FT Y MR T Y —=
> 71%, Quantitation and target identification |ZF = v 7 Z AiLE T,

¥ EROLHOMENTOBEA L. Quantitation (ZF = v 7 2 AN E T,
X REV U TINEBRLET, BRL2WVGSIZEERIRISNET,

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

Components i M ouen
+/| Quantitation and targeted identification

n

Integration Non-targeted screening

Library Search

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

Calculated Columns Sample Name "
03 Twiff2 (sample 1) -1
Flagging Rules 04 10wiff2 (sample 1) - 10

05 100.wiff2 (sample 1) - 100

samples 03_rucolawiff2 (sample 1] - rucola

samples 04_ org banana.wiff2 (sample 1) - org banana
samples 03_avocado.wiff2 (sample 1) - avocado
samples 0&_carrot.wiff2 (sample 1) - carrot

samples 07_strawberry.wiff2 (sample 1) - strawberry
samples 08_tomato.wiff2 (sample 1) - tomato

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

Formula Finder

1.0e7

5.0eb

0.0e0

12 2 4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19
Time, min




Components Tlx, FTHEZEEBIZ, EEHDWFIFX—F v NAZ Y —=2 T2
TH5A4 A DiFRE L TEAE WA EHAE, TT 2R, DU IRFRRE 2 A7)
L. A Ao 23R U E9,

Retention Time Mode: T X115 RT {EHA72WGE, T X 0 TEIRLT-
B — 7 2 U TN B — 7 BRRER L E T,

‘ ‘ Chemical Fragment ‘ XIC ( Retention
Row IS Group Name Formula Adduct{Ch ... | Precursor Mass [Da) Mass (Dal Width (Dal Time Mode
» 1 | [ 1-Maph.. 1-Maphthalenea.. C1ZH1INO [M+H] + 186,09134 0.01 RT value

R [ 3-hydr.. | 3-hydroxycarbof., C1ZHI1SNO4 [M+H] + 236,10738 001
T 3 ] ssulame | asulame CBHIONZO4S  [M+H]+ 7310434 001 Find top peak
: 4 [ atrazin.. | strazine-deseth.. CIH4CIMS [M+H] + 146.0328 0.01 ::: ; i:::

5 []  averme.. avermectinBla  C48H7Z014 [M+MH4]+ | 89052603 0.01 Find 10 peaks
[~ | ¢ ] bendio... | hendiocarb C1IH13NO4 [t +H]+ 224.00173 001 Find all peaks

HHN LD Excel TERAL THE Labt—&X—XA MR TEET,
BMEE % Export LTI & Excel T L7ZDH Import 52 &b TXET,

WEEIZC L BDEEEZITOGEIL, IS I T LADOEHEKDITT = v 7 AdL, &G D
IS Name U 7 A TIETIAF T U NOWNIER S EZ LET, T XTORMSONEL
HET HHAILIS Name 77 A Ex47 Y v 27 LCFill down on columns %
B’OET,

®

oo T oo Jopos ——
s [ | wme | el e aacn| M) | @ | MO | e | i |t |
1 [0 | 1-Naph.. 1-Naphthalenea.. C12HTINO 1 [M+H]+ 186.09134 0.01 RT value 49 15 _xxx
1 2 D 3-hydr. 3-hydrexycarbof...| C12ZH15N04 1 [M+H]+ 238.10738 0.01 RT value 3.29 1S _sooc
] 3 [] | asulame | asulame CBH10M2045 1 [M=+H]+ 231.0434 0.01 RT value 1.85 15 ooc
1 4 [] | atrazin.. atrazine-deseth.. C3H4CINS 1 [M=+H]+ 146.0228 0.01 RT value 0.58
] 5 1S 300 C48H72014 1 [M+NH4]+ 890.52603 0.01 RT value 12.53

Library {E# />S5 % Import A[AECT9, Import->Import components from a

library database... " HEEL £97,

fI‘raining vf(t\ !j: ImpOI‘t'>ImpOI‘t COInpOl’lel’ltS from a | Import compenents from a library database...
text... Z 8 Y, D'¥SCIEX OS Data¥Training¥Quantitation Methods H ™
Pesticide.txt Z# R L £77,

Integration TiX, &0 OB OMBRB LI ONELEZITWVET, BE—7 25 FLMHE
HENTORVERIE, £157 A =252 EF % [Applyla 27V v s Lrav /7
DI L £,

HHOE =7 B S TOWRWERIX, E N7 v 7 TE—7 o zlA £,
BEACEWD & 25 IR OEECTHREGE L £ 7,
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Workflow

For each component, configure the parameters to optimize peak integration

Components Integration Algorithm: MQ4  Signal to Noise Algerithm: Peak to Peak
Integration > 1-Naphthal ~ o 1-Naphthaleneacetamide (NAD) (186.0862 - 186.0962) from 100 (05 100.wif2 (sample 1))
3-hycroxycarb, v Retention Time (RT) Ares: 9.183¢5, Height: 210525, RT: 4,30 min
ary Search weleme 1 width 001 s Noise Region Start-End: 4.25-4.75
atrazine-deset... . 2.1e3
finBla Expected RT 4900 min 5065 4.90
- avermec e
Calculated Columns
Calculated Columns bendiocarb RT Half Window 300 sec Lo
benthiavalicar.. Update Expected RT o v -
Flagging Rules bifenszate P i X 1865
boscalid Report Largest Peak e
RE
butafenacil v nteoration
butocarboxims. A I - 1.6e5
- pply peak parameters to all of the cemponents
Formula Finder buturon 1.5
carbendazim Minimum Peak Width 3 points
chlerantranilip... 14e5
dnidon-cthyl Minimum Peak Height 100.00 es
clethodim S/N Integration Threshold E 1265
clomazone . =F
clothianidin Gaussian Smooth Width 10 points. g 1165
crimidine Noise Percentage 400 H
g 1.0e5
cycloydim Baseline Subtract Windk 200 it z
olfenamd aseline Subtract Window min 000t
cyromazine Peak Splitting 2 paints 00t
DEET
demeton-S-m... ¥ Units & Calibration Defaults 7.0e4
desmedipham 06t
Siethotencarb Apply units and calibration parameters to all of the components
dimefox 504
dinotefuran Concentration units
4064
dipropetryn Regression parameter Area ¥ 2064
disulfcton-sulf... !
emamectin B1a Regression type Linear ¥ 2064
etaconazole Weighting type None 1.0e4
ethiofencarb
o Remove outliers automatically from the calibration curve 0060 L
ethiofencarbsy.. .
e 12 3 4 5 6 7 8 9 1011 12 13 14 15 16 17 16 19
cthiofencarbsu..
stofencrox 2 Apply Time, min

[RA—VU T BLIOBES T A—F]

- Min. Peak Width : 3% /& L7 ¥*— 7 g (points) Z# X 5 — 7 &8 LET,

« Min. Peak Height : 32 L7 & (Intensity, cps) #HB25E—7 2oy LE T, X=X T4k
DHEOICRIET DT LT, /A ARBEDRNE—7 1TFy SRR £,

+ S/N Integration Threshold : 3#E L7z SIN ##8x5—7 2Ry LE T,

+ Gaussian Smooth Width : A L — 0 72T 5BE. e AN LET,

- Noise Percentage : iz KE < 5, XN—XT7 A4 VBN ENY | E— 7 HEEN/NS <720 5,
- Baseline Sub. Window : X"— 27 A L & L CRET D 5/NREEZ KT DIRIC/ Y £, Peak if
7 2-3 fFFLEE A Default fEIZ72 0 £,

- Peak Splitting : lE% K& <95, FNizt—2 % —oDE—27 L LTHRBLLT < 9,

_[BeRiR]
- AR EROFE, B TE2RELET,
O Apply unit and calibration parameter to all of the components : F% T L 72 EMRD /T A — X
DT RTORD SRS DERICTF = v 7 & AILET,
0 Remove outliers automatically from the calibration curve : ME#R) S/ EE BB T4 L
£,

¥ REEALE L Apply[E 2 Y v LET,
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(@ Library Search Ti¥, Perform Library Search |ZF = v 7 % Ai, KE&HIZff

MTLT7A47 7 ) =R AT

—DNEHEH D 5E
72 ERBEMITHIBRZ ST 25672 &L R

X IA477Y

A—F iR IE

Configure the library search parameters

+/| Perform Library Search ]

Li‘g—o

&2, Precursor Mass Tolerance <> Collision Energy
WIS CTRELET,

) |

. Library Search Algorithm Smart Confirmation Search
RE T L3 * NI T SR
. Results Sorted By Purity v
VX0
Libraries To Search +/| Search All Librarieg
S /| Free PesticidsN]  Search All Libraries 7213
- ERT29475 ) —icF =/
Algorithm Parameters
+/| Precursor Mass Tolerance +/- 04 Dl TOleI'ance
Collision Energy +/- — * 4%)%‘3‘5 Data, 71 -
Retention Time +/- i ‘_%:}l_“LT\ DT%&/%E LT <
Fragment Mass Tolerance +/- | 04 Dal fi é " N, TOF D data T'ﬁz
BEsr % S U7z Library O854
Ignore lsotopes In Unknown Maximal NumH E%" 5mDa @f_‘_ 733 D i ‘j‘o
+/| Use Polarity Inteny __ -
SRR E

Use Collision Energy Spread

Use Compound Specific Purity Threshold

Mini "

Inten

RIZE 0,

EHEINL5G1E Help 2%

[BBETALITY XBE Y — MZHONT]

Algorithm

RFRIT ik

Candidate Search

Algorithm Parameter (

HLE: )=y AT —=

N

THESE RIS & LT MS/MS & sk

Confirmation Search

I/\

Components THE L 72 {bA#4 TREL S L7 MS/MS % #%5R,
Components DILEMAL N T A 7TV =% L B 58581 e v M LA
e x—Fy N2y ) ==

Smart Confirmation
Search

#%@%f
S A

b MET

< ] [Smart Confirmation]

Confirmation Search . Candidate Search DJIHEIZKZE,
Components TRELIALEWA E—BTHHOEMRKEL, By bLAEW
41X Algorithm Parameter |

RELTALEML EZDTAT T V=Nt v b

RS TR LTIZTIA T 7 ) —TClX
oA D MS/MS Tt v b,

HSE . ¥ —Fy h R ==

ZEESW TR,

FA4 75— MS/MS DB — 27 723,

Unknown A7 RVIZKL T,

Fit LA Hit LTV 02 TELH

RevFit Unknown ® MS/MS O E— 2 23, 5475 U —hd MS/MS I2xf LT,
evit PR Hit LTO DO THEH

Purity WHFDANLT MARIT, —BLghofct—r 25
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Calculated Columns #7 UV v 7 L, SE LU TREEITWVET,
¥ Training TIIITWER A, FHEMNIL 64 B2 ZTSHITZI0,

@ Fragging Rules TiE, HEE O OANERES PNV EERE O LR - TIREA S+
NIFERIZONWTANA, TA MTHZENTEET, £/, HEMEE, REER. [
fifkte, 94770 —2a7% FHAICBT2EHEEORELITWVET, LEIZ
U TRHELET,

0 FZHTTH RulelcF=v 7 EZANET,

¥ Training CTiX, FX%%£%(Z, Concentration Acceptance & Qualitative Rules
WZF v 72 ANET,

Workflow ) .
Define a rule to flag results in the table.
Components sidrole L oo i Wimpor— J oo
Integration Apply Rule Rule Name Formulas or Columns Used in the Rule
. lon Ratio Cenfidence
Library Search
Accuracy Acceptance Accuracy

Calculated Columns T )

Concentration Acceptance Calculated Concentration
Flagging Rules > Integration Acceptance Quality, Asymmetry Factor, Total Width, Retention Time Error (%)

vl Qualitative Rules

% A RuleName#7 U w73 5L, REBENFRINET,

¥ 45 Rule #Z& ¥4, E#BD Accept changes and return to Fragging Rules % 7
Vw7 325E, TOMEEICEY £7,

Fragging Rule D&IEHH IZDOWT

(D Ion Ratio Acceptance CTiL, Components T 2 DLL E®D Analyte 2 1 71— & L
THRELTEGAORELOFHEEZZELET, MRM-HR 7 &7 —# 2B\, [H
LE}Z 0)77771/]\/])7\]_/ I/\’Cﬁﬁﬁ%ﬁ5l3%3@4’ﬂ‘/tt@ﬁﬁw ﬁﬁﬁfﬂ—o

% Constant...: HA, US A X, Variable:- : EU [q) =77

% Configure the confidence levels for the ion ratios, as applicable

Rule name [IGARALIS ACcEptance

P Results Table @ Ion Ratio Confidence 7 7 L o constant oerance
\_. pX E l_/ 71; 1l2l *E‘}_L‘ Lﬁ i) "C V A . "CG?%% é Variable Tolerance

v A [ ]
Acceptable Marginal Unacceptable
litative Rul; N N
j/l/ gi a ° Qualitative Rule % Difference % Difference % Difference
Constant Tolerance < |20 < 40 >= e

%  Training CTIEHE L EHEA,

@ Accuracy Acceptance Tl%. Standard <
Quality Control @ ‘ﬂ_ :/ 7O}I/L:‘O I/ \ _,C - € Accept changes and return to Flagging Rules

E 0)#4://@\’ [ % % }HE—‘ L/ ji ‘a— Identify the standards and QCs that are outside of the specifications
Rule name ACCuracy Acceptance
% BEED BAMLIZYA | Results Table @
o Maximum tolerance for accuracy:
'IZ/l/7j) eV 7 &V/\/I) 7 /r ]\ é hi ‘@—o /| Standards at Lower Limit of Quantitation (LLOG) +/- | 200
o .. BTN /| Standards +- | 150
% Training TIERE L E® A, | Qustty Controls ) o0
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@ Concentration Acceptance Ti.
unknown Y 7Lz T, ABE
RED LR - TREZRELET,

X OREMEN O E . Results
Table DEANRNE L T2 T A4
FEnET,

% Upper Limit {2 10 & AJ), 7 A
ZiEATHZ Y v 27 LT, Apply

< Accept changes and retum to Flagging Rules
Identify the unknown samples that are outside of the concentration range

Rule name | Concentration Acceptance

Analyte Lower Limit Upper Limit

[ 1-Naphthaleneacetamide (NAD)

3-hydroxycarbefuran

asulame Apply to all analytes the Lower Limit of Calc. Concentration

strazine- desethy|-desisopropy| Apply to all analytes the Upper Limit of Calc. Concentration

avermectin Bla

to all analytes the Upper Limit of Calc. Concentration #i%&.5 & %712

ONTH 10 NHBALSHET,

(@ Integration Acceptance TlE., FEH I 7= °— 7 IRIZ-SU T Integration Quality,
Asymmetry factor 72 & OFAHIPFH LR E L ET,

¥ EEEA BT . Results Table 0 Integration Acceptance D7 5 A1 b

DERRINET,
3% Training CIEXE L £

€ Accept changes and return to Flagging Rules

Identify the peaks that are outside of the integration specifications

Rule name | Integration Acceptance

NEAVVN

Integration Settings

Integration quality
Asymmetry factor
Total width

Retention Time Error

(& Qualitative Rules Tl¥, B &7a7E, REFRFME. RIMIRLL,

Lower Limit Upper Limit Tolerance (+/-)  Tolerance Units

0.800

0.500 20.000

0.250 0.500 ® Emror %
% Absolute

TAT TV —=RaTE,

FHAIZBT 2 EHEOBREELITVET,

4 Accept changes and return to Flagging Rules

Configure the confidence levels for the qualitative rules, as applicable

Rule name |Qualitative Rules

4
Apply Qualitative Rule gﬁ:;pr;?_‘bcf
v Mass Error (ppm) < 5 <
Fragment Mass Error (ppm) < 5 <
vy Errer in Retention Time < 0.2 <
v 9% Difference Isotope Ratio < 20 <
vy Library Hit Score > 60 >
Formula Finder Scare > 0 >

®
Marginal Unacceptable Combined Score
Difference Difference Weight (36)
10 >= 10 30
= 10 0
L () Error %
04 = - 20 @ Absolute
40 >= 40 20
40 <= 40 30

%  Training TlE, RAZSBITHELET,
¥ BHEHOMEITEEZAT LEJ, Combined Score Weight (%)X & FF 100 12725

FORFHBIEEAL LET,
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® [Save|z 2 Vv L. ki AV v RICAHIE T TERIELET,
% Training TIZMTS & AN LET,

[MQ4] Untitled Method

Workflow

Define a rule to flag results in the table.

Components

Integration Apply Rule Rule Name e —— P
E:I Accuracy Acceptance Accuracy
Caleulated Columns V| Concentration Acceptance Calculated Concentratian
vl Integration Acceptance Quality, Asymmetry Factor, Total Width, Retention Time Error (%)

Qualitative Rules

Formula Finder

| E—

(D Process New Results O M IZ K Y . 3. Select a workspace layout Tid,
1_MTS.qlayout # W E 7,

ZE 4 % B3 Browse.. [/ & IR L £,
X PRI - D¥SCIEX OS Data¥Training_X500R¥Project Information

Process New Results X

1. Select batch samples to process

Current Location: CASCIEX OS Data\Training_X500R\Data',
Available Selected
I w unknown screening_2 Data EURL 014.wiff. ] B 03 1wiff2 -
¢ w unknown screening_Control_2 Data EURL LI
I (€] UV_IDA_withUV.wiff 4 [2) 04 10wiff2
I [E] x_MRMHR.wiff2 W
4 [£) 05 100.wiff2
¥ 100

A B samples 03_rucola.wiff2
n W ruccla
] B samples (4_ org banana.wiff2
n ¥ org banana
F] B samples 05_avecado.wiff2
u "

< Training_X500R > Project Information ) 2 Project Inform
AT~ Bz
VA -4 1) EHEE i
< [ 1_MTs.glayout 2021/09/01 14:10 (

' [ ] 2_6Us.glayout 2021/09/02 10:18

2. Select a processing method
v <

TPALEMN): [ 1_MTS.qlayout <] [Layouts “.glayout)

3. Select a workspace layout —~—— ;
4, Select a comparison sample for Non-targeted workflow

<MNonex> v

[Process |7 U v 7 Ufithi & 9247 L £,
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5.3.2  fROHER

O AT &5 L. Results Table RFERRINFET,

@ /1> Components and Groups % 7 % i#®(}, Sample Type, Dilution Factor,
Actual Concentration | FXZ 2B AN LET,

ﬂ Componenis and Groups I [l

Sampl 1Q4] Results Table (Untitled)
tions ¥ - _
op rh 13 rows Filters:0 e <l :H 0 =0
All Companents 4
Sample Sample Dilution i Actual
i Name E Type Factor || T Concentration
1-Naphthaleneacetamide (NAD)
1 1 Standard 1.00 - Naphthaleneacetami...| | 1.000
3-hydroxycarbofuran —
78 10 Standard 1.00 -Naphthzlensacetami...] | 10.000
| -
Fsulame y 155 | 100 Standard |~ ] 1.00 -Naphthaleneacetami..| | 100,000
atrazine-desethyl-desisopropyl | 232 | rucola 10.00 ~Naphthalenescetami...
avermectin Bla 309 | org banar Standand 10.00 -Maphthaleneacetami... | N/A
= Quality Contral - -
bendiocarb 386 | avocado Blank 10.00 -Maphthaleneacetami... | N/A
benthiavalicarb-isopropyl | 463 | carrot Double Blank | 10.00 -Maphthalensacetami... | N/A
bifenazate | 540 | strawbemny| |Solvent 10.00 -Maphthaleneacetami... | N/A
617 | tomato Unknown 10.00 -Maphthaleneacetami... | N/A
boscalid - ——

@ Sample Type (F7T VX T UNLIBRLET, T XTOY T ONTANLE

D

% Sample Type [%., 1~100 : Standard, rucola LA F : Unknown % &N E 4,

(@ Dilution Factor %, Unknown : 10 Z A1 L F 7,

® Actual Concentration |ZITIEEAKOILE L LT 1~100 x AL ET, ZDfE%
>4 T? Component XM AHITIE, 77—V EE4E27 U v 27 L, Apply
Current Analyte’s Actual Concentrations to All Z 2R L £ 4,

Actual Retenti... < a - Found Calculated
Concen... Time rea At Mass Concentrati...
R o

Paste
10

Copy Entire Table
Fill Down

Select All Rows

-
=]

su< 775, BREBORR
@D

Apply Current Analyte's Actual Concentrations to All

7|

Accu

Ctrl+C
Ctrl+V

Cirl+D

[

IIIE\GZ\ Display the Peak Review, Display the Calibration Curve) 71 =

YEIV v L, B2 ROMERE R RIEET, Results Table, 7 r~ K77
L, BRERIZY 27 LTEY, Bl Component & INT 5 & KRN EDLY £,
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(2 Components and Groups # 7 7»>5 3-Hydroxycarbofuran #7 V v 7 L7,
S—— Cr— [rccesevos + T3

Samples| CnmponentsandGrDupSI [MQ4] Results Table (01_Terget.qsession)

Y 13rows Filters:0 [ Qualify for Rules Filters AN NN ETEIINETR G868

All Components
Inclex ‘Eamp\e Name 7| 5?;‘:" | E:(“l; 7| ComponentName | c:::::‘ 7 R“{Fm”'ei"'v Area | :m:; C::'::::‘ V| Accuraey | Library Hit

y 2 1 Standard | 100§ 3-hydrorycarbofaran 1.000 320 14833 238,108 89.99 ——
3-hydraxycarbofuran NEEEED Standard | 1.00 | 3-hydroxycarbofuran 10.000 111.01 droxycarbo,
asulame 156 100 Standard | 1.00 | 3-hydroxycarbofuran 100.000 99.00 ,—-—.%ff___t droxycarbof.
atrazine-desethyl-desisol 222 ruco Unknown | 1000 | 3-hydroxycarbofuran NA '—'—‘E,fﬁ N/A FEE A % cquired M,
avermectin Bla YT 5 Lok 000 | 3-hydroxycarbofuran | N/A JEEIE N/A
bendioca 000 | 3-hydroxycarbofuran | N/A <0 N/A ired MS.
benthiava ?

wened Component = & (2R

) CEEE PE R
butafenac TaNBration Tor 3-TyarowycarbeTaranty = 34/2.94915 x + 1357.66200 (r= 0.99921, * = 0.99863) (weighting: 1 /)
butocarboximsulfoxide 25
buturon
z 265
carbendazim i
chlorantraniliprole 165
cinidon-ethyl 0e0
H 10 15 20 25 30 35 40 45 s0 S5 0 65 70 75 0 85 90 95
dlethodim
Concentration
comazone
st tsgration | B ) ) =
crimidine IS |1 - 3-hydroxycarb...sample Index: 1) | 10 - 3-hydroxycar...sample Index: 1) 100 - 2-hydroxyc...sample Index: 1) Peak review display settings...
Area: 448362, He..e3, RT: 2.20 min | Area: 3.001ed, He..d, RT: 220 min  Area: 343265, He..ed, RT: 2.28 min |
cycloxydim e -
Retention Time (RT) ———————————— N 10000 N N -
cyflufenamid | 1"”"1 |3:2%0 1 3250 { 3283 ¥ % Y-axis (spectra only)
Expec in 0 0 0 4
cyromazine 2345 23 45 2345 .
RT Hal c ¥ Fill peak (XIC and spectra)
Time, min Time, min Time, min i
et rsu~ k
demeton-S-methyl-sulfone Updat org banans - 3-h..sample Index: ) avocado - 3-hydr.sample Indexi ) carrot - 3-hydrox..sample ndex 1) | W irror MS spectra
Area: N/A, Heigh..N/A, RT: NfA min  Area: 1.060e3, He..e2, RT: 250 min  Area: N/A, Heigh...N/A, RT: N/A min
desmedipham
¥ Integration  ——————————————————————— ‘ ’L 3587 T ¥ Mirror MS/MS spectra
diethofencarb N 0 o -} 0
Minimum Peak Width 3 points 2 3 4 5 23 4 s 2345 .
dimefox - . T Integration parameters
Minimum Peak Height 100,00 ime, min ime, min ime, min

- ¥ Get ChemSpider hit count

Show navigation controls

@ T d7u~ 7708 (HE, M) (ZOWTERELET, £ETHITE, 70
~ T4 EO > Peak review display settings % &R L £ 7,

% Peak review display settings Tid, 7T 57 B~ O X MOJLRKOFH
MY fOPEK I ERHRETEET,

@ Appearance % 7 ® Number of rows, Number of columns TZH#%, OK L ¥ 7,

Peak Review Options

Peak Review Options

Appearance | Zoorming

Appearance

+/| Zoom time axis to view peak
Number of rows: 1 v

+- |30 RT Windows
Number of columns:
Zoom intensity axis to:
Overlay: [ ) 100.0 percent of largest peak
Don't overlay hd 3.0 times the baseline height
Highlight active graph using: 1000.00 s
Bold, italic title and grey background v 1000 cps, or largest peak
Mark expected RT with arrow When overlaying:
| Zoom y-axis NOT using overlays v |

& Z7uv~ k77 L4 E®D Options > Show navigation control %R 2 & |
nrav st QBEEBE cxrsnEd,

BB, ). 32e smigo~—vngrsnst.

% % Pane 7L BB 71« 23, JHC, Bl 4> Rodor, B8, M43,
<,

X (Open data exploration) 7 - = 1IN L 7= — ¥ % Explore ~ER L £7°,
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FEMT/NT A—2 DER . =n
® %\ga:}'—s I/ A= ]\73 AE@:%%%“(b\é/{?}—&{ﬁ Minimum Peak Width 3 points
%%E L/\ 7 0 }\ ﬁ?AO) Eo‘—ﬁﬁzﬂﬁjiff%ﬁﬁ L/jz.g—o Minimum Peak Height 100.00

S/N Integration Threshold | 3
>:< %/Q 3 )( _ & @%ﬁgﬁﬁﬂl’)l{ \T ﬂi\ [5.3.1 ﬁ@*ﬁ){ y \‘/ }\“o)rf/lzﬁi"] Gaussian Smooth Width 1.0 points
%7;;% EE < 7"4“ é [/ \ Noise Percentage 40,0 %

@ &% Apply k7 ) v 7§ 5L, BRLEY LT e =2l o T
/EE L?‘:/\c’? )( __& 7j§}i@%é j/bi ‘a—o Retention Time (RT) ——78M8 —

Expected RT 348 min

X OBV UTNE—TICIDONT A= IRECREEDGETE arvsrvinon 200 see
U—F%Z/%Hﬁ <72 X A Update Expectad RT No W

Report Largest Peak

LY I e—7 QC%E LIENRNTGRA—REFMEIES 1 - 1-Naphthal...ple Ind

= | - .
Area: 1,050ed,... RT: 4. Copy Integration Parameters

D BIRULT-V o I NCEE KBS E =%, 7a~< 7 2000
FLhbLEEZV T LET,

@ Update Processing Method for Component % &R
Lij— 0 — Revert Peak to Original Method

Revert All Peaks for Component

Update Processing Method for Component

1000

Intensity, eps

Time 1

roces hod +
@ [Process Method ][> & Edit embedded method... % i (Rl Process wethod « K]

N N . Edit embedded method...
W, AV v F&ZFEH%, Process & Close| 7V v 7 L%
T Save embedded method as...

@ ZHE LT A Y v RIZIRET 5121, [Process Method |72 % Save embedded
method as...ZE O, BEFOHDIZ EHEEZTHITEFEDO 7 7 A VEER, HDHV)

p il Az 2 A fo 1 Q Za 2z 1l 2 )
Va2 /N7 )75 Uoave @ i UKTo

FEfES BBV Vanai negretion] [ [opions < Jo] [}

IV |10 - 2512 £ 108.2 (Standard) 2512 / 108...Datatcurve_sulfawiff), (sample Index: 4)
Area: 60403, Height: 5.860¢3, RT: 171 min

X OBEIS CTITVWET, e oo

Minimum Peak Width H points

5500

>:< :‘[%j:ﬂ L 7": & jwiles }\ a 3 N é‘fﬂi Minimum Peak Height 20.00 o

S/N Integration Threshold %

jt%ﬂ_‘_\‘j— 6 &: 6j: A ;5-) 7 U \y Gaussian Smeoth Width 10 peints e

4000

7 LE j‘ Noise Percentage 200 %
° 3500

Baseline Subtract Window 040 min z
z 3000
Peak Splitting 2 points | &
2500
Retention Time (RT} ————————————— 000
R .
37|
O v~ 7T LEE EE OO . : 1500
Expected RT 171 min

r 7 v 7 L ES ‘3‘0 RT Half Window 300 sac 1000

Updste Expected RT No 500

® E— 7 O)Eﬁ%% 7 U b4 7 L/ i —a—o feport bargest Pk ! 05 10 15 20 25 30

® ZOFEERT o7 LTE—2ZO '
EumCHEL £97,
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X ILD/RT A —Z IR YA 1E Manual Integration #i0DF = v 7 24+ L £ 7,
|4 (E cha)wu%%ﬂ“ﬂ—

D F5or8, Fey b LTRIMLIL RNES . s Rk 7 2 Wl 2 2 ) o
rFAZ ik, =72 RBRHEICLET,

Manual Integration E Manual Integration E

blank - 251.2 / 108.2 (Blank) 251...e_sulfa.wiff), (sample Inde - 2512  108.2 (Blank) 251..e_sulfamiff), (sarnple Index 1)
Brea: 59, Height: 7.333el, RT: L64 min : MAA, Heights MAA, BT NS min

100 4 — 15 100 )

1636

80 4 a0
1 PR
: ' - il
E 40 VW v E 40

20 4 20

0- e 0 ~—

15 16 17 18 15 16 L7 j:)
Tirme, min Tirne, min

BREROFR, BEHXSiT. REROBEALTE

O BMEBENPFR I T ZRWIEGATE Results Table A Lo .7&7 Uy 7 LET,
% MBS U T Regression 27V w7 L, EASITOREROFEHEEZ AT LET
e Regression Parameter : Area—Hight D% 5
e Regression Type : fREHMEDOFEIHD AL E
e Weighting Type : EA ST DEH

Regression Options

Applies to: 1-Naphthalencacetamide (NAD) in Standards in the Samples or Components panel

Calibration Defaults

8e5

Regression Parameter Area v

6e3 Regression Type Linear v
Z
I 465 Weighting Type 1/x -

Automatic Outlier Removal
2e5

Apply Automatic Outlier Removal

3 s 10 2 w0 T @m @ o JGoncel  Jhep ]

Concentration

X OB TORDOBREROELS T 72 8% —FECTEHE T 5121E. All Components %
27U w27 L. Regression TEH L7,

Samples | Components and Groups I

Options

— @ Calibration for 1-Naphthaleneacetamide (NA 4 0.99897) (weighting: 1/ x)
@ Calibration for 2-hydroxycarbefuran: y = 2410... = 0.98920, rz =0.99861) (weighting: 1/ %)
@ Calibration for asulame: y = 1184.58154 % + 2. 0.99957, ¥ = 0.98915) (weighting: 1/ %)

= @ Calibration for atrazine-desethyl-desisopropyl... = 0.999632, r* = 0.99927) (weighting: 1/ %)

All Components @ Calibration for avermectin B1a y = 279,97222 ., = 0.99544, * = 0.99091) (weighting: 1/ %)

@ Calibration for bendiocarb: y = 2037 0.99959, r* = 0.99978) (weighting: 1/ %)

@ Calibration for benth\avahcarb-\soprop 0.99985, ¥ = 0.98970) (weighting: 1/ %)

Tx

1-Naphthaleneacetamide (MAD)

Area

I-hwdrmwvrarhnfuran

10 20 30 40 50 60 70 80 a0

Concentration
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F— & OB L ik

® Lﬂﬂ'@“é IZ. Results Table Hifi45 . More > Add Samples Z &R L, Available
BIMLIZWY 7L 23R %, — T Selected (B8 L £,

% Training TiFE{TWEH A,
@ OK %7V w7952 & TResults Table IZBIMELET,

[ Select Samples

Select the desired samples

Current Location: CASCIEX OS Data\Training_X300R\Data m

Available Selected

=]=]=

- 03 Twiff2
Table display settings...
Py 9 04 10.wiff2
| Adds Recent Table Settings 05 100.wiff2
samples 03_rucola.wiff2
p
Add custom column... samples 04_ org banana.wiff2
M=k samples 05_avocado.wiff2
samples 06_carrot.wiff2
5 | [M=+F
[M+F

samples 02_tomato.wiff2

[M=h Hide selected row(s) samples Og*g'apes'w‘_ﬂ
samples 10_orangewiff2

samples 11_banana.wiff2
samples 12_lemon.wiff2

B unknown screening_2 Data EURL 01

unknown screening_Control_2 Data E

I
I
I
I
I
[
I
I samples 07_strawberry.wiff2
I
I
I
I
I
I
I

Remove selected samples

@ T —XZHIBrT 5121%, Results Table THIFR L7V MTA2 I L, Results Table [
A £ More > Remove Selected Samples # %R 7§25 Z & CTHIBR S E T,

XOHIERE, TR 2 LI TE A, LB U THIBRATIZE E L&D Results
>Save as TEEMRZIRIF LT ZSVY,

A7 Y —= v TRERDHER

@O RT X° Mass % ® Confidence 7 7 A TiL, f#HT A Y v~ RYEAKRFD Qualitative Rules
THELTEEHBIZOWTRALENE ) PDBERRINET,

,, —~
e RT Mass Lsotope Library
Index Sr:::::: S;;::)EIE T;t::frn Component Nam7 Llliun Re’ Confidence |Error Con...| Confidence | Confidence
P2 1 Standard | 100 3-hydroxycarbofurg 3.2 v v v v
T 10 Standard | 100 I-hydrowycarbofur 32 v v v v
ECTIRET) Standard | 10D 3-hydrowycarbofura 32 v v v v
o 233 rucala Unknowen | 10,00 I-hyedrompcarbofuran 3.2 v v [ ]
REN) org banana  Unknown | 10,00 I-hyydrospcarbofura 13 v [ ]
T38| avocade Unknoan | 10,00 3-hydroxycarbofura 3.2 v [ ] [ ]
© 464 | camat Unknown | 10.00 3-hydroxycarbofur 33 v ® ®
s strawberry Unknown | 10,00 3-hydroxycarbofur 331 v [ ] [ ] )
. =1 . — N Defi lifyi :
¥ OMEIXT R TOMPEE TR LE TN, shinfe | rmeesdimere ol
v [ ]
b DR IRRER 2 IEFORITT DITIE A2 |
len ratio v i v v
@ Define a quahfylng row:x 7 U > 7 L, f i g g ciai
. % Mass error
EE L 7T HBICOWTEZYTHAEAD .A ciat
e Frag. mass error | %/ v |V |V c12t
F = Vﬁ%%bij—o /:\IJERT v | W] | WV ciat
" ci1zt
. . e | v | v | V] | v
% Training TIFITWEHE A, C teioee crai
Ill\ Library v v v v c12t
C.H, Formulz v v v v cizt
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@ WH, 7~ N T LOBNEERLET, Do BT 0 5 3
Training TIIITWEHE A, ple Index: 1,

o BE 184 m v 95 Voaxis (MS/MS spectra onl

@ ‘/G\!i\ 2%%#6 Ja< ]\O)j]"j‘héﬁﬁbm 1.84%  Fill peak (UC and spectra)

Peak review display settings...

$E|30)%§,‘%/j—<\ MS :?5 cl: U MS/MS 1) i ? __/Em% M?rror MS spectra
& RO ST A= — DRRIEROR I EBRIET [ e e

S

1 2 3 Get ChemSpider hit count
%  Training T Integration parameters OF = >  Tmemin v  ghow navigstion controls

7z LET, - ‘

@ 74— EREAE > T, T A Y v FIERF O
Concentration Acceptance T L 72/ MAB DG F  recomor | calulatea 0 | 10 | |

186.091 0.9 Clear Filter

i Mass Concentration Error... | Ci
AWRTEET,
Pass | Filter by Flag

13|
2 Results Table @ Calculated Concentration 7 ¢ /L S e e
F—TAarAEs ) v r$5EAROLD REE = g -

MFET S ET, Filterby Flag—Fail #38INT 5 &, o o | 20w
Upper Limit >10 OFERDBNA T A RSV ET,

¥ R AT T AV E—T A 2 ¥ %22 ) » 27 LT Clear Filter 22OV E 1,

¢ Results Table ® Used # 7 LDF = v 7 &9 L, TOT—HRA v FahE
BN L ET,

X OBEOALEWNR D DR, R L2V Sy & Control &— % 7 L7228 HEEGRIN
TAHZENTEET, ZOHA. ResultsTable & 7 v~ b FosMim I ITER L
TALEH DOT R TCOBFRMPFEREN., BERIZEREXINET,

F—y bRI Y —=V TIETDORR

@ Niew [#2 U v 7 LT XIC+MS+MS/MS %#EOET, @R L7ZE—2 0 XIC & X
OMS (FHfh : =ZH), KA B <7 —2), MS/MS (Ffh : I, Kt : 79477
U—) BDERINET,

........................

pe———" T T

K
100 - 3-hydroxycarbofuran (U...00.wiff2), (sample Index: 1) — 4 Spectrumfrom 05 100.wi___from 3277 10 3 304 ﬂi\. XIC _rsor- 2381 Da, CE: 350
Area: 3.442e5, Height: 1.100e5, RT: 3.28 min @ [C12H1ENO4+H]+ 6655-82-6) , CE=35+15
238.1076 . -
1.0e5 3281 20000 XIC Side by Side & [Ye3.0740
MS/MS

8041 yC 10001 MS XIC + MS 181.0840
g 3 2331107 ' 207.0844
2 B.0s4 z L KIC + MS/MS b e
2 40w 2
- ~  -10000

2.0e4

0.0e0 : 20000 -100%

20 25 30 35 40 45 237 238 238 240 241 100 150 200 250
Time, min Mass/Charge, Da Mass/Charge, Da

¥ Peak Details ¥ Formula Finder Resuts ———— [[EJ) [EEM v ubrary search Resuts ————————— £
Precursor m/z Mass Error (ppm) Retention Time (min) Name Formula Score  m/z (Da) Error (p Name CAS# Formula MN
238.107 08N 3.29 I 3-Hydroxycarbofuran 16655-82-6 C12H15NO4 2371

%  Unknown % 7 /LZEW T, Library Confidence 2351 & 72 - 72 fE RicHW
TIEXICEBELWNMS, MS/MS # L >0 EfEsd LE T,
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BBt DR B

(@ Results Table ® Sample Type D7 A L Z—T A 2L a2 sV v 7325 LHHD L
DM AFRRTINET, Unknown (ZF = v 7 Z ANLET,

RETTE T e;
Sample P n

- Component Actual -
Isactor Name Concentra Define a qualifying row: RT
Confi...
Clear Filter v’ .

Unknown [ Standard %% tonratio v L4
Unknown

[ Blank A Mass error v v
Unknown [[] Doukle Blank L
Unknown [[] Quality Control ‘_A, Frag. mass error | |8/ 4

Unknown
Unknawn [ Solvent fz FT \'d v
Unknown 1,

C lsotope v vd

Unknown
Unknown Ill\ Library v v
Unknown Cancel C.H, Formula i v

% KE%%E|Z, Define a qualifying row: (v F = v 7 & AN E T, ®
Frxv s fETHTIEA ® L27 Yy s LET,

@ Components and Groups TiZ All Components %7 U v 27 L %7, Results Table
@ Library Score 7 7 A % &R LB (Sort selected column from largest to
smallest) 74 2> %27 U v 7 LTAa7 OEWIRICW O X, &5 ORE R %A
THERR L £ T,

X Trammg T4 Grapes/Boscalid, Librar y Hit : Nicobifen #7 U v 7 L ¥ 7,

n

*= - - S
" 5800f 1001 rows Filters: 15 /| Qualify for Rules Filters &y ¢ fm . C | 3a _-Ez

All Components

Index | Sample Name | 5?;‘:* v ':l“‘:ﬂ v| ComponentName | c:::::‘ v “T’::::‘ “v| Aea ¥l ;f‘;"ﬂ‘; v‘ cf:‘:::::m v Accuracy | Co':;i [’:ll:s {:::.ﬂ cl;:ry Library Hit v Ls‘::’: |

S byogenbotuen LY 552 stewbeny Unknown | 10.00 | carbendazim N/A 188 1670e4 | 192077 | 4196 N/A vV |V v | ¥ Cobendam 100.000

|- Unknown | 1 T 9. 268e5 | 343 8.933 T Smart Confirmation] | 100.000
ssulame 471 carot Unknown | 10.00  boscalid N/A 0.79 4387e3 243040 1770 N/A v ¥ | ¥ | ¥ | Nicobifen [Smart Confirmation] | 97.471
atrazine-desethy-desisopropy! 656 | banana Unknown | 10.00 | boscalid NA 979 285163 343040 | 0.183 N/A v | ¥ | v | v | Nicobifen [smart Confirmation] | 90828
avermectin Bla 232 | rucola Unknown | 10.00 | 1-Naphthaleneacetamid...| N/A N/A N/A N/A N/A N/A N/A
bendiocarb 233 | rucola Unknown | 1000 | 3-hydroxycarbofuran | N/A 348 5788e2 | 238108 | <0 NA v | v v No Acquired MSMS NA
benthiavalicarb-isoprapy! 234 | rucola Unknown | 1000 | asulame N/A N/A N/A N/A N/A N/A N/A
bifenszate 235 | rucola Unknown | 1000 atrazine-desethyl-desiso.. N/A N/A NA N/A NA N/A N/A
— BESRETT Unknown | 10.00 | bendiocarb N/A N/A N/A N/A N/A N/A wa
butafenacl

butocarbaximsulfoxide

buturon REMN verai riegrsion (B -[-]=]=]=] Lopions v Jo] L[]

carbendszim EXF [ rapes - boscalid (Unknown) -.es.wii2), (ssmple Index: 1) | = @ Spectrum from samples ..fiom 9.782to 9.610 min @ Spectrum from samples 0..:343.0 Da, +1, CE: 35.0
Area 7.268¢5, Height 14615, RT: 280 min @[C18H1202N20+H] @ Library Spectrum: Nicobifen , CE=3520
chiorantraniiprole ¥ Retention Tme (/1) —— \ 0%
2003 343.0402 307.0629
cinidon-thyl e win
Expected RT 9830 us
clethodim RT Half Window 300 s0% 271,087
clomazone PR - 3450373 1299910
Update Expected RT No & g S 43,0923
3 . e !
clothianidin z £ 7% ISRDRSEN W .. ¥ R B
Report Largest Peal g g 0% J’
crimidine £ £
¥ Integratio £ som £
cycloxydim Ted 50
vl Minimum Peak Width 3 points. 50%
cyfufenamid
Minimum Peak Height 10000
cyromazine o 0ed 100%
oer S/N Integration Threshold 3 s 5 10 111 42 a4 6 100 200 300
0 . Tirme, min Mass/Charge, Da Mass/Charge, Da
demeton S methy-ufore o e S [SP— erenRenits —— gl
desmedipham 400 * Precursor m/2 Mass Error (ppm) Retention Time (min) Name Formula Score m/z(Da) Error (p CASE  Formula
diethofencarb 200 min 343040 0715 9.80 L hicobifen [Smart Confirmation]
> noint

@ FAT TV —HF—FORMEMRT BT L

1 MS/MS @ Library Search Results % Name CAS# For.. MM (Da) Fit
y U D4 7 L/‘i —a—‘ M Nicobifen [Smart Confirmation] !

3¢ Nicobifen (% Boscalid ®RI4,

¥ MOBHN S LG AT - E TR RINET IMEMAE 2 Y v 735 & MS/MS @
JU—DARY MAREE L ET, ToREME R KT 52 Yy
27 3% & Table E® Library Hit/ Library Score 73:# &) L ¥ 97,
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®

I AT 51013, [Results [0 Save 4RO Hi% T T
BAEL £, I

Open..

’I‘ralnlng VG\ 5i N Tl'alnlng & Zl ﬁfj % {Tj‘ c‘j T{%T—% l/ jz ‘a—o ! Recent results

T

Save as.

FoRT BN T DM AT L0413, [More |2 27

Y v 7 L Table display settings... Z E O E TV FE ]

R 1 [ V) B
sotope | Librai Table display settings...

Visible TlIh T LADOFRIGEF RSP BEIR T Number ©fi-'0onf
Format Tl AJ) LI Y I A8 H8 B 7 ) £ 0 %7,

I TANLIEANTEUL EOEIZ, EET — 7 M ANFIRSNRWIZIT T

7 CERFEIC LIRS N EEA, _ _

Project: TrainingX500R
Show and hide specific columns in the results table

Column Groups:

[ mport.___Jl export.__|
Export.. |Tld#Ex 7 7 A /L& L
"C{%T—‘ *’C i{%f L7 7 ColumnName /[ Visible [ Number F... LIS Supported B
Accuracy 0.00
/]) }I/;gf h%‘ }\U k Z)) T % i vé— Accuracy Acceptance O O
Acq. Methed Name O
Acquisition Date & Time O
Actual Concentration =] 0.000

Training T (% . [Import... |7 &
D:¥SCIEX OS Data¥Training X500R ' target quantitation.cset Z#E U FE
7

BEEE. LAT Y b (F—F L OIRER A X,
*ﬁ%{ﬁ?@i‘%i—\‘\ 7 =< }\7“\3‘5‘3;&\ %\Pane @{i%%#/]) PeékRevwew
X\f;ﬁ E) 7&{%7{? Lij“o Calibration Curve

Statistics pane

Views|# 2 U 7 LC Save current layout... & & 0%, 4 Show hidden panes

?Tj:o J: U\{%ﬁ% % %E_ E l/ i 'a‘ (#aﬁ% qlayout) Tabbed view
Tile vertically

T 7V FRIE & L TRIFET 51213, Set current layout e herizontaly
as project default... N, AMHEHELE T, Tum offtiing

Apply different layout to current results...

PRA7SE : D'¥SCIEX OS Data¥Training X500R¥Project e et ot o et i

Information

BMoOvATT N&eA AR — T 5I21E, Apply different layout to current
results... Z® O E 7,
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@ WFEZIE LT Report % {Epk L 7., Reporting] 5 Create

report and save Results Table... &, HHOT 7L — Create report and save Results Table.
}‘ N ﬁﬁﬁ?ﬂ%i@*ﬂ Li‘a‘o | Export results

Create Report

/C“'f%ﬁ 5‘6 7:'}_) atlé‘ '_./:E_’ Generate o report wiing @ predefined template end speofied foge

2z j_ Template name Al Peaks Qual v|[
L/ A Z‘ =[] % ,fj‘ cj— jz o Template description
P P! Repart shewang resull table for anabytes far sach samphe in WISYWAG style.
[All Peaks Qual] Template .
Create #7 U v 7 L &
a o
Report format ® ‘Word POF (s34 HTRAL
Report title All Peaks Qual_Report_2016_07_18_154332 [ Browse, |

Create an indandual report for each sample
(Recormmended for large reports; Repont titles will be appended with somple reference)

%  Default @ Template % [cose ]
C:¥ProgramData¥SCIEX¥Analytics¥Reporter |ZfR7F S TWET,

¢ FOfth, https://sciex.jp/support-tools/analyst-multiquant-reporttemplate 7> 5
Hvom— KA[RE T,

[ %Tips] & D75 % Results Table |25/~ St 5k#HE (SCIEXO0S V7 hv =

7 versionl.5 LAFE)

¥ EEOHERXEZFRET L LT, FHEIOANTEL BECHRBEICHET S Z
ENRTXET,
Bl - NEAEHE (IS) OO EE 25 N L E9, (IS OmfEE s EE TE - 7=
EERE L, 80~120 ORICEWGA, 77 v X VTR EX LET,)

¥  Training TIFE TV EH A,

1) EE _EFRO Results > Open #8381 L, BEAFD Results Table Z2F/r L £7°,

ple

Edit embedded method...

Save embedded method as...

Recent results MNew...
2) Wififi £o Process Method > Edit embedded -
method Z &R L £, e

3) Calculated Columns #7 U v 7 L, Add Formula %7 U > 7 LE7,
4) WEZEIZ, AN EREELITVET, e

° Formu].a Name . ISTD Variation Workflow Define a custom formula to us flagging r

) Components AddFormuIa E"E|EtEF
° :T:t: : 100* [IS Area]/MEAN([IS Area]) Integration Create Calculated Column Formula Name

e Sample Type : Standard

Calculated Columns r

Flagging Rules
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https://sciex.jp/support-tools/analyst-multiquant-reporttemplate

[MQ4] Modify Method X

Workflow « Accept changes and return to Calculated Columns X Discard

Components Use the calculator to create a new formula

Formula name | ISTD variation /
- 100*[IS Area]/MEAN([IS Area]) «—

End Time MEAN value will be calculated using the
C MAX End Time st 5% following sample types:
End Time at 10% Unknowns
SUM MEDIAN Expected lon Ratio
Expected fT Only if the sample name contains...
e | o [ = |

Fragment Mass

- - - Height Crlvifihesampis e ol
+
Height Ratio

Qcs

Integration

Calculated Columns ~ »

Flagging Rules

Injection Volume

Treat "M/A” values as | Error ¥ Integration Acceptance Only if the sample name contains...

Integration Type

lon Ratio - N
Solvent Blank C
lon Ratio Confidence

15
\ 15 Actual Concentration
15 Area

15 Area / Height
15 Baseline Delta / Height
15 Comment
15 End Time

process & close]] close [rep ]

5) Fragging Rules 27 U v 7 35 & Warning NERINET DT Yes Z2EVE T,
6) AddRule#27 U > 7 L, FTRIZZIZL, ANERELZITVET,
e Role name : ISTD variation

o Flag a results columns : ISTD variation

[MQ4] Modify Method

Workflow € Accept changes and return to Flagging Rules % Discard
Components Rule name ISTD variation /

Flag a results column 1STD variation -
Integration

Flagging criteria Range v

Step 1:  Define the values for the flagging criteria Step 2: App\ythew sample types
Calculated Columns ®) Value for all components Valued per component type +/ Unknowns
3 Lower limit | 80 By c§mponent hd Only if the sample name contains.. |Typecamma sepal
Flagging Rules » i o ? L =
Upper limit | 120 Standards

Only if the sample name contains... |Typecomma sepal

7) Process & Close 27 V v 7§25 & Warning NERINET DT Yes ZiROVE T,
8) Results table 23 FE1E &1 F 9, Results table (% ISTD S mamar s B
variation OB E 1, IS HfE D2 H)
- _ [MQ4] Modify Method
WZOWTHRMBENDO L DTN T4 bE =
2/1./ jz ‘a——o Components ﬁ

Define a rule to flag results in the table.

Integration Apply Rule Rule Name —
] lon Ratio Acceptance (@

V| Accuracy Acceptance Accuracy
Calculated Columns 4 Concentration Acceptance Calculated Cc
V| Integration Acceptance Quality, Asyr
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5.4 U=y NAS ) ==
541 R A Y v FOMER —
© [Results]# 7V v L New &3®IR L %7, [ ve |
@ T 5T —Z 2T _NTRIRL, =>7 A 2 CTHEAMCY > I 288 L £,
% Training T FRIZ2FBICEROE T,

Process New Results

1. Select batch samples to process

Current Location: CASCIEX OS Data\Training_X500R\Data',
Available Selected
v [H] 03 1wiff2
04 10uwiff2
03 100.wiff2
samples 03_rucolawiff2

on
samples 04_ org banana.wiff2 Datal, Browse...

samples 05_avocado.wiff2 Selected

v (@
v (@
v (@
v (@
v
I J samples 06_carrot.wiff2 rl w unknown screening_2 Data EURL 014.wiff
I J samples 07_strawberry.wiff2 ¥ banana
[ J samples 08_tomato.wiff2 4 @ unknown screening_Control_2 Data EURL
v [E [ -+ |
v (@
v (@
5

samples 09_grapes.wiff2 ¥ org banana

samples 10_orange.wiff2
samples 11_banana.wiff2 n

3l ples-iz: d

2. Select a processing method _ Browse...

@ 2. Select a processing method ® New..J# 27 V v 27 LET,

¥ 2 6] H LA O fEHT OBSIE, Select a processing method ¢ Browse.. [ & EEFED
77 ANEERNLET,

fl ’
@ Workflow Tl ﬁ@*ﬁ—j‘ AHADT—T7 7 Select the workflow and then select a

o= & I/ T N NOn'targeted Quantitation

Quantitation and targeted identification

SCI‘eel’ling &:% T ‘7 7 %Aﬂi ‘é‘o |U" Non-targeted screening

Library Search

The recommended Reference Sample has beer

Calculated Columns Sample Name
unknown screening_2 Data EURL 014.wiff2 (sa
Fla gg i ng Rules unknown screening_Centrel_2 Data EURL 008,

Formula Finder

TIC from unknown screening_Centrol_2 Data EI

Non-targeted Peaks i

(& Library Search Tl%. Perform Library Search |ZF = v 7 # Afl., K&E&HE|fH
AT 27477V =BT A—FERELET,

¥ Training Tl%. Candidate Search, Free_Pesticide Z &R L £79°,
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1)

$%¢  Training TlZ, Minimal Purity (2 10 # A L7, RE LML EOH DM
MR R LR £,

i &/ Perform Library Search

Library Search Algorithm Candidate Search hd
Results Sorted By Purity v |i
Library Spectra Type All Spectra v
Libraries To Search Search All Libraries

/| Free_Pesticide - .."'

Slgorithim Pararmeters

&/ Precursor Mass Tolerance =/~ | 0.4 Da
Collision Energy +/- B5 eV
Retention Time +/- NS min
Fragment Mass Tolerance =~ 0.4 Da
Ignore Isotopes In Unknown Maximal Number Of Hits | 5
+/| Use Polarity Intensity Threshold 0.03
Use Collision Energy Spread Minimal Purity 100 %
Use Compound Specific Purity Threshold Intensity Factor 5
Workflow

Define a rule to flag results in the te

© Flagging Rules Ti¥. Qualitative
Rules ICF =y 7 & AT U v 7
THEREHBB AR RSINES, 7 ApplyRule  Rule Name
A T7Z7 ) —RaT7  FHERENE R Library Search [ lon Ratio Acceptance
B é1§%ﬁg@§£ﬂ;%?ﬁw\ij—o Calculated Columns

¥ Training Ti&, REZEICHRE L%

‘g‘o Qualitative Ru\e‘s“

X XEHOMITEEELEELET,
Combined Score Weight IZA& 100 (2725 & 5 ICKHB ICEZ AN LET,

P

3% Flagging Rules OHEEIZE 521X, Accept changes and return to Fragging
Rules #7 U v 27 LE7T,

v A ®
ooy Cuerus S M Useee Conpredseon

Mass Error (ppm) < 5 < 10 = 10 20
Fragment Mass Error (ppm) < o < 10 = 10 0
Error in Retention Time < 2.5 < 40 == 40 20
% Difference lsotope Ratio < 5 < 20 >= 20 20

v Library Hit Score B 60 > 40 <= 40 50

v Formula Finder Score B 50 > 20 “= 20 50
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@

Formula Finder T3 HBhERAEHTRFORLEL D EFR & Tolerance % i%/E L E 7,
Use Formula Finder (2 = v 7 Z AL, Man-Made Compounds # &£ 7,
Limits ® Max Element. Mass Tolerance |ZiEEZE L E4,

L. Configure the Formula Finder options that are used to identify compounds
Training TIEXZZEICATIL .
se Farmula Finder
\32 —ﬁ—o Type of Compound

© Naturally Occurring Compounds

® Man-Made Compounds

© Other

Limits
Max. Element C49 H75 Brz CI5 F3 13 N10 016 P1 53
Mass Tolerance o

Non-targeted Peaks CTIIfi#HT I~ 5 REFIRFH] OHFiPH & ©— 7 IS EZRE L T,
Training TIZXEZSZICHRELET,
Exhaustive [ZTVNEE, MERE—7 ST 5 O TRITIREFR 223000 £,

Area Ratio Threshold : @ C7 —# % 2 DL E®OY, 7»»>OT—FH&E=a v ha—
e LTRGBS 256, O E AN LET, BE LEU LD S OAKRER
KRG LR FT,
Configure the parameters to use to find the non-targeted peaks to add to the extracts
Minimum retention time 0 min

Maximum retention time 0 min

Peak detection sensitivity

Fast Exhaustive
Area Ratio Threshold (Unknown/Contrel) 10
Group peaks by adduct or charge v

Group Peaks by adduct or charge (ZF = > 7 Z Aivd & RS ESAlA 4
ERPEL, BEELIZKDE LT/ A —AbEnE T,

Savel# 7 Vw7 L, i 2 Y v RICAHTE T TRIELE T,
Training TIZ GUS & A L £,

Process New Results DE/[EIZE Y | 3. Select a workspace layout Tl
7 Uv 7L, 2_.GUS Zi#UE T,

PRA7SE « D'¥SCIEX OS Data¥Training X500R¥Project Information

<« Training XS00R > Project Information

2. Select a processing method

ATANS-
C¥5CIEX OS Data¥Training_X500R¥Quantitation Methods¥02_GUS.qi -

[ 1_MTs.qlayout
3. Select a workspace layout [ 2 6Us.qlayout

2.GUSs

4. Select a comparison sample for Non-targeted workflow

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

Process Cancel m
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@ 4. Select a Comparison sample... TlX, ZofiftT 29 55602 ba—1LF5—4
ZERLET,

3 Training TIEX %252, org banana #EWNE T,
X ESENT A LR WIGEAIX, MHEBIRLEE A,
@ [Process|& 7 Vv 7 UM & F47 L £,

5.4.2 AR OHER
O fEMTKI D &, Results Table NFE R INET,
@ MEIISUTLAT U hEERELET,
% Training TIFEE LEH A,

M OBREFRHOLAT Y bEA L R— T BICHE, Views |27 U v 2 LT Apply
dlfferent layout to current results..."Hi% 4 7 7 A L EENE T,

¥ LA T U ERFET DITIT Save current layout... 2 E Y, WEHRE LET,

¥ T 7 ANV REREE LTRIFT ST, Set current layout as project default... %
BN, AMERELET,

@ BEECCRRFT DN T LK AELEE LET, More |2 U » 7 L Table
display settings... Z R ORELITVE T, Visible TiZ W T LDRIRIERIRH IR
T, Number Format TIZ AT L7218 D IZH TR HFRmNEI 0 b 7,

3% Training TIIAE LEH A,

¥ HHIZ Results Table % 3~ L7, T’*"C@F%ﬁi IREINTWRWEEIT,
ET1 T LD T 4 LA —=° Define a qualifying row ([ZHETORMADZRE SN TS
N ET EERF: 71 ﬂ/fﬁ@ KRGE : KA, TOLEITMHRL T

SV,
%‘I‘HE@%%@J Sampleﬁgomponents and Groups I [MQ4] Results Table (Untitled
. L 1294 0f 1319 row
(D Results Table ® Sample # 7 %27 U v 7 L banana
i j—o org banana Index Saiple 7| 3

Name

@ Library # X O Formula Finder @
Confidence 71 7 AZDOWT, BEDORE R OLFER LIEEMH 5 WII AR RER %
FEFRIZT HITIE, Define a qualifying row: EATRETRETIETIESTNINTREINTRD %2 7
Vv 7 L, FEEOF =y 7 2404, 2O THTHETA @ 22 ) v
LET,
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- rh 1294 of 1319 rows Filters: 14 +/| Qualify for /o C i
ba
il - Define a qualifying row: ad N

org banana Index | SampleName v|SampleT..w| ComPonent o uct .
Name v ® / Charge Mass

1 banana o 3711020 /0.01 [ VAN, 7 v
2 |banena Unknown  445.1169/0.03 | ' M1+ 445,117

— & Masserror 4 v
3 |banena Unknown | 114.0907/0.11... [M=H]= 114.091
4 |banana Unknown | 152.0465/0.19., | &% Frag.massemor |/ V| [meig- 152.047
[ s banana Unknown 355.0722/005 | fpamr v vRTER 355.072
: & banana Unknown 279.0922 /0.16 uC — 7 v e 270.002
7 |bansna Unknown | 177.0534/0.16 M= 177.053
e banana Unknown 149.0228/0.28... |||\ Library \'d VI mere 149.022
[ 9 |banena Unknown | 166.0421/0.71... | CHy Farmula v V| [MeNHal- 166043
10 |bansna Unknown | 150.0649 /0.29 o7 e T MH]+ 159.065

@ Confidence 771 7 A TiX, fiffir A ¥ v NERKEED Qualitative Rules T%E L7-HH
WZOWTRALTEME I DRFERINET,

@) Area Ratio comparison 77 7 A% 3R L, E (Sort selected column from largest
tosmallest) 74 a2 %27 U w7 LTAa7 OEWVIAICIE O X 7,

Samples | Components and Groups I [MQ4] Results Table (Untitled)
Opti b
rh 1294 0f 1319 rows  Filters: 14/ Qualify for Rules Filters

BE8 Wﬁl

2 E Library | Form... . q
Sample _| Sample _|  Component Retention Found _| Precusor’y | LY | Fom-- | = | by | Fomula | Formua _| Combi.. | Aea __|NonTa..
5 | e U Y e Y R Y i | s T e | B EEAD ] oo e e Y| G e | R
A *unnnfennng®
05 [barena  Unkown | 2020428/5.30 | 38466 530 0083 MO | ¥ | ¥ Tbendmoe 96132 CHINGO3 GT008 | 915T0 | 446272
M0 [benma | Unkeown | 2970557/829 |498966 | 329 W 970% ¥ | ¥ Imaail 9468 CUHUMC. 3032 90305 | 14162
655 |banana  |Unknown | 1230794/1014 | 221865 | 1001 123080 12079 V| NoAcquicdNSMS NA  QHTINGP 91958 91958 | 6874

® Table 75 XA & %12 202.042/5.30 %7V v 7 LE,

® (Display the Peak Review) 7 A4 2> %27 U v 7 L, ©—7 L AT fLEFR
~EEET, ResultsTable b7 v~ ~7 7 AFYU 7 LTHED O Component
BRIRT D ERRDEDY £,

¥ MS B LU MS/MS BRERI N WVWHA1F View [CEE L 9,
XIC+MS+MS/MS Zi5s L JBIR L=V 7L XIC B L O MS (F : FEiH),
R BiER S Z—2) . MS/MS (5 : EJl, K : 9475V —) 2FF-LE
¥+,

? " XIC MS

(sample Index ) Spectrum from = from 5.284 to 5,318 min

XIC Side by Side

50%

% (of 10}

020435 2050852

s 1932675 |

B = hua— s | 1900075 [ zus‘uus#‘ XE + Ms
-Z:\;\ 0% L |

53 54 55 56 51 200 200 22 3 204 XIC + MS/MS

g 0% ]
Time, min Mass/Charge, Da XIC + MS + MS/MS 0.6 07 08 09
¥ Pesk Details ¥ Formula Finder Resutts ——————————— [T} M

¥ Library Sear!

Precursor m/z Retention Time (min) Ion Ratio Name Formula Score m/z(Da) Error (ppm)  Error MS Name CAS# Formula MW (Da) Fit Rew.Fit Purity
202043 531 WA
= ) o EURL DL4:0ifF2), (sarmple Indexc 1) || Spectrum from unknown screening 2 .0 - 1000) from 5202 ta 5,314 min ~ — @ Spectrum from unknown screeni..S (50 - 1000 from 5.307 min
5.30 min 100% Precursor: 202.0 Da, +1, CE: 35.0
. 2020430 @ Library Spectrum: Thisbendazole ..firmation] (148-70-6), CE=3515
o 85,0363 1310802
N EQ YL 530 50% e \ s | w5433 ‘
A 203.0457 2040378 N J T I |
S 0% L
49 50 51 52 53 54 55 86 57 00 w1 202 203 204 100 150 200
Time, min Mass/Charge, D Mass/Charge, Da
¥ Pesk Details ¥ Formula Finder Results —————————— [[EJ ¥ Library Search Results ———————————
Precursor m/z Retention Time (min) Ion Ratio Name Formula Score m/z(Da) Error (ppm)  Error M! Name CAS# Formula MW (Da]
202043 530 N/A n CI0H7N3S 841 20204335 19 1 B Thiabendazole [Smart Confirmation] 148-78-8 C10H7N3S 201.25053

D RN RS R 2 FER 9 A 121X MS F @ Formula Finder Results #27 U v 7 L £,
Bkl & T B HLREL% Results Table (o xmd 2121332z 27 1 v 7 LE+,
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R R R RN . WESSL e, U

£ & Formua Fnder Rets —}
Name Formula Score  m/z(Da) Error(ppm)  Error MSMS (ppm)  Hit Count Formula
3 CEHOFNOP 851 20204277 1 25 0 Finder Results
CIOHTNIS 841 202043 5 3 :>
N CAHGFINZO3 828 2020434 22 08 0 ‘ CLHTNIS
3 CTHSFINZ02 728 20204226 35 12 3
N CSHIOFZNO3P 568 20204391 47 36 0

ChemSpider O 7 A & > Xz A\ 72 J71% Hit Count [ZfENF RSN E T,

ChemSpider b TEf & 72 DGR A » THEEMRIT 21T 2 A1, %
Vo Z LTEIELET 45 777 A2 hoIf)E (Fragments Pane) &),

T4 77V —H—FOFEREZMHERT H121E MS/MS T O Library Search Results %
7V v 7 LET,

W@ L35 1LA#% Results Table [ZM 51 ilw Vo LET,

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

I N oo Nime CAS# Formula MM (Da) Fit RewFit Purity CE(eV)

K Thiabendazole 148-79-8 C10H7N35 201.03607 1000 88.1

TAT TV =Y —F MR 72 &S5 2 X THEMATT 2120, T A Y v R
EAEELET, 5 Edit embedded method... #J# Y, {224
B LTI =2V 7 LET,

soen

ﬁg*ﬁf vV P4 F‘%{%ﬁ‘ﬁ‘é L: Lj:\ PI‘OCQSS Method |7j) B SaVe | Peskreview display settings..
embedded method as... 22T, BEFD & DIC EFEZ T 5I12IFBE
D7 7 ANERIR &5 WFHEEATILT Save 7 U v 7
LETS

y D ~ ]\ 0)%%#&@%%6\3: TE&E Li?o - ¥ Get ChemSpider hit count

45 /8T A—4 & IFRICT 5L, Integration Parameter o
Fzv7ENLET,

96 Y-axis (spectra only)
Fill peak (XIC and spectra)

Mirror MS spectra

L S Y

Mirror MS/MS spectra

FERARIET 5121%, Results |75 Save #IBOLRT& (T CTIRIEL 3,

WEIZJE LT Report %A% L3, [Reporting [5> 5 Create report and save
Results Table... Z®& Y, HRYDOT 7 L — ]\ HTE A IR L AT %117 T OK
75’7) /7 Liﬁ Create Report

Generate o report wsing @ predefined templote end specified logo Template View

Template name Al Peaks Qual v

Template description [Reoart shawing resull table for analyles far each sample in WISTWIG style, ||| ==
[All Peaks Qual] Ternplate

replace Logo. Jl view Pages.]
Report format ® Word FDF coy HTML
Repart title Ilrouse...

Create an indnidual report for each sample
(Recommended for large reports; Report titles will be appended with sampie reference)

I T
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5.5 T4 77V —BIAE

5.5.1 TAT T V=77 A LD
% LibraryView™ Y 7 b7 = 781 VA b —/L EN TNV D BEHENHLRTT,
OFHBEIIETICBEFED 7 A4 77 V) — &I H SN D561 2 OBEIIRE T,

(O LibraryView™ V7 v =7 DOERENLFE T, TAZ by FITH D,
[ LibraryView |7 A4 2> %27 U v 7 LET,

@ Manage J:O)E'}’/f 2> (Add New Library) #27 U v 7 LE7,

LibraryView
views: EIEIE]
Manage All Compounds
¥ LIBRARIES
B MMHW_HI-RE g New Library
B WRTMD

Lets you add a new library with
selected compounds.

@ Enter Library Name (2134 % Ail, £ FOAdd [#ROET, A vb—UBE
FENES Nes|E 7V v/ LET, ZhICED Test DT A 75 U —MMEETE &

D
r
Add New Library Manage
Enter Library Name: Test I v LIBRARIES u M
Select the Compounds to insert into the new library Ev Test
Name M Ex MMHW Hi-Res for M
5.5.2  MS/MS DXk
I
(D Home E® Analytics #27 UV v 7 LE7, /
@ ?4 75 U b—&zﬁﬁ‘a‘é MS/MS %2%7?“ L/ji‘ﬂ—o Analytics

% Training TiE, [5.4.2 EROME] THEA L7 MS/IMS #F&K =< LET,
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¥ Z Z Tl Area Ration of comparison D fE @ @& WIE T Y — k& i),
[301.0487 / 8.29] Dk /3y & ROV E T,

Samples | Components and Groups I

All Components

102.1265/ 13.04

102.1266 / 5.53

102.1266 / 15.73

_
L 260w meso ¥ EEETETPTETETEEND GEEEE DE R

Library

Index Sample Name 7| Component N.. 7| Area 7|

[y 641 ‘banana 301.0487/8.28 | 3.662e5 8.29

1214  banana ‘903‘?385»’14.41 6.724e5 14.25 902.728 487.746 @® | NoMatch

[MQ4] Peak Review (02_GUS.qsession)

Pp— 1 e —— Popions —+]0]

org banana - 301.0487 / 8.25 (Unknown) 30... Data EURL 008.wiff2), (sample Index: 1) 100%
Area: 5.435e2, Height: 60002, RT: 8.30 min

3000 =
2000 z 501
1000 8.253 ;g‘
ol 1 .
70 75 80 85 9.0 95 0%
Time. min 0.1 02 03 04 05 06 07 08 08
¥ Peak Details ¥ Library Search Results
Precursor m/z Mass Error (ppm) Retention Time (min) lon Ratio Name CAS# Formula MM (Da) Fit RewFit Purity CE(eV)
301.049 NIA 830 N/A
banana - 301.0487 / .29 (Unknown) 201....Data EURL 014.wiff2), (sample Index: 1) Spectrum from unknown screening_2 Data ... .2?3 min Precursor: 301.0 Da, CE: 35.0
Area: 3.662¢5, Height: 1.909¢5, RT: 8.23 min 100%
629704 301503
8.293 . 178.0350 176.9859
185 Ly 50% {espaez < 2550026
109.0762 -
J | ‘ Add spectrum to library
0e0 0% L1 L
70 75 1) 85 9.0 95 100 o o = ST
Time, min Mass/Charge, Da
¥ Peak Details ¥ Library Search Results |
Precursor m/z Mass Error (ppm) Retention Time (min) lon Ratio Name CAS# Formula MM @a) Fit Rew.Fit Purity CE (el
301.049 MIA 829 /A

@ MS/MS k%42 U~ 27 L. |Add spectrum to library |2 @ 0VE 7,

@ Add spectrum to library O CTl3bAW4

%ﬁﬁ—a‘ 5 \3 /r 7 \3 U 7 7 /r /I/\ Z J\o y }\ Compound Name | 301.0487 / 8.29
/I/‘rﬁilﬁ %Ajj L/ T OK L/ i To Library ‘ Test v |

® LibraryView™ ¥ 7 b7 = 7 554 v 2
b/ STV D BERRIL, Bk L7 A

Spectrum
Formula Charge
Theoretical Mass 01 000 Precursor m/z | 301.04874
Collision Energy == CE Spread 15
Polarity Positive
Spectrum from unknown screening_2 Data ....278 min Precursor: 201.0 Da, CE: 35.0
100%
162.9704 3010503
80%
60% 176.8859 50,0026
| 204.9799 I
40% { 69.0442
109.0762
20% 81.0437 | 141.0699 239012
0% il b I

7 MRS EDNVRSE C& £97, LibraryView™ Y 7 b = 7 & B & | 34 Ay
EHXTNT Y v >FFO Edir Mode T L £77,

LibraryView

views: EAEIE] | E]

Manage Test
Name = CAS
¥ LIBRARIES u M
W Test 301.0487 /829
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6 EEHAIE MRMHR Method DERR & 4T

MS Method D {Ef

MRMHE 2 /v ROER

(D Home £ MS Method %7 U v 27 L&,
@ [New|?>5 MRM HR # &R L £,
@ THREZZBIZRELET,

@ Temperature 33 X DP (%, BUIARZER LAY
A Y —2Z CID M D1bEWa ot S HBRIC

6.1
6.1.1

. Wl R E L T E W
(1 TEM 30, DP 30 FLE)

MS Method

New v

Save|

TOF M3
TOF MSMS
Q1

DA

SWATH

MRM HR

Guided MRM HR

"5 MRMHR [N K
BERTH 1 Cycle ORISERH(E Bt 50)
Method Overview 1 —
Device: X500 QTOF Method duration 5 «| min Total scan time: 0.468812 sec
Ion Source: TurboSpray stimated cycles: 630
SN N L
MRM HR ¥ Source and Gas Parameters A A=A DEXE
(TOF MSMS Scans: 6)
Ton source gas 1 60 - psi Curtain gas 25 : Temperature 400 : C
Ion source gas 2 50 o psi CAD gas 7 b
HEL Y Experiment [mMemiR  w| ————f HERPE MS DOHE
/
Polarity Positive v Spray voltage 5500 : v
TOF MS
TOF start mass 100 s Da Dedlustering potential 80 Y Collision energy 10 v
TOF stop mass 1000 +| Da DP spread 0 v CE spread 0 TV
Accumulation time 01 S e
TOF MSMS %1) %92) MRMHR @é&hﬁi—»
Enhance dynamic range )
%5) Mass Table @) Apply fragment ion mass Apply TOF start/stop mass Apply Scan Schedule Import and autafill.. Sort by precursor ion |
%4)
Compound Group Precursor Fragment | Accumulation Declustes Collision
1D name ion (Da) ion (Da) time (sec) potential (V) I I
1 Acetamiprid 1 Acetamiprid  223.07 126.0181 0.0500 80 30 )
2 Acetamiprid 2 Acetamiprid  223.07 72.9861 0.0500 80 75 |
fb&hs ITr—T74% Q1 Q3 Fi%EH  DP CE

® [Save|p 7z ing Save 22 U v 7 L, Akt

[%Tips!]

1)

FTRIFLET,

F8€ L 7= Fragment Ion % =10Da OHETT — & Hufs L £ 97, (&M : MRM (2FH24)

2) fHE L7=#iH?D Product ITon 7— 4 ZHUf5 L £ 9, (WHM : Product Ion Scan (Z4H24)

% CEspread : CEX [EEfE | OB T Ramping L72N 5T — X BGE2TVET,

Compound Group Precursor { TOF TOF E Accumulation Declustering Collision CE
1D name ion (Da) start mass (Da) stop mass (Da) Etime (sec) potential (V) energy (V) spread (V)
1 Acetamiprid Acetamiprid  223.07 50.00000 240.00000 | 0.0500 a0 30 0
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3) Import and Autofill MSMS Scan Information ##E., High Resolution Library »»
5 Fragment Ton & #2385 ETHFENAIRETT GEMIIRIEZ 22TV

4) Precursor lon Z/NSWEHIZY — b 425 Z L BA[RETT,

5) MREM D EIREM ZYET, E& EREA X L7254 1E Enhanced dynamic
range |[ZF = v 7 %f]\ﬂi‘fo

% Accumulation Time 73 0.025sec UL FOHE., Fxv 7 2 AND LE LD | v—
TNFRENET DT, 0.025sec YA EDOfEEZ AT LT FEW,

[%Tips!]

K VIEEZ BT TWGEIE, QL O fRiEAE Low IZA KT 5 Z & CHREDATRE T,

ady
@ #4i_ko [Advanced|’> 5 Show advanced paramters % &R L £, o O

@ Mass Table EiZ1% Q1 Resolution 7 7 AMBINE IV EF DT, @

r% Unit & ?%/T é LT é F)T;gf & 7/1/7 U v 7 L C Low Declustering  Collision Q1
IR L F9, potential (V) energy (V) | resolution
80 30 Low

%3) Import and Autofill MSMS Scan Information #$8E %/
LAY v FERRFGE
1) Import and Autofill MSMS Scan Information #27 U v 27 L £,

2) HERMHRE

. Accumulation time EAL S OFEFEIREH
o Default declustering potential &{bLE&# D DP &

. Number of fragments to include: /T2 F 7V a ¥
. Populate the MSMS table

hZ v va rEBEFY A MT
hTvVvarvE EEETS
3) HMDILEWPID N TWDETA 77V —ERIRLET,
4) AV v FRiC

BT 5

o Append to existing list

. Overwrite existing list

Populate the

5 Apply #7 Vw7 LET,

MSMS table:
@ Append to exi

sting list

Overwrite existing list
unds:
Select re compounds to populate the MSMS table
Compound Name CAS Formul Mass (Da)
v 24-62-6 C10HL0CI203 248,0007
2686-99-9 C1IH15NO2 193.1103

3-Hydroxycatbofuran 16655-82-6
-Keta-carbofuran 16708-30-1
4-CPA 122883
5-Hydrosy- clethod) one

135156-54-2
50594-66-6

not available

€1ZHI5NO4
CL2HLINGY
COHTCION
CATH2ECIND6S

COHEN2052
CHHICIFINGS

2371001
2350045
1060084
07,1169

§-Hydrogy-C Ifane (- not available CATHZECINO 65 07,1269
5eHydroey- i not available €IHLICINGO3 2710472
S-Hydrony-thisbendazal 948110 CLHINIOS 2410310
6+Chlor-3-phenyl-pyricazin-d-ol | 40020-011 CLHTCINZO 2060247
Acephate 0560-18-1 C4HLONOIPS 103.0119
Acequinocyl 57060-18-7 €24H3204 3842301

135410-20-7 CLHLICING 2220612

34256-02-1 CLH20CING2 269,163

2099922
3609965

5)




6.1.2  sMRMHR 2 YV ROfER
(D Apply Scan Schedule (2 v & AiLE T,
@ Retention time & Retention time tolerance™ % AJj L %7,
X LB T LITRENFRETT,

TOF M5SMS

Mass Table ® Apply fragment ion mass Apply TOF start/stop @ +/ Apply Scan Schedule Import and autofil... Sort by precursor ign

®

Compound ID  Group name  Precursor ion (Da) Fragment ion (Da) | Accumulation time (sec) Declustering potential (V)  Collision energy (V) || Retention time (min)

Retention time tolerance (+/- s:

1 Acephate 1 ! Acephate 184.00 49,0000 0.0500 30 31 1.00 30
L oo | ozem . . - .
[Tips!] FEH@% AT 5802, TOFMS & LIEMRMER|Z LY UF o og
B A LETERTHVLERH Y £7,
sSMRMIZ., Bt EMDBHERORIEDAEMRMTRIETES
WWBREEIZOAFAMRMIS U O3y RN, ELvdwell timeDEXEDIATHE,
= SINLEA M EL T, FHERMIZEVELLOQDERTEM AIEE
HERICHERT—IRA I ERG T RE
S T—20FRENR KD, FHERMIZ, %CVHIBELLES
BES—FDI.
NARI—TINDHIZERh !
0.0M — j\’qﬁ‘\

% LC Method OfERE LU Batch OfERKIE [3 79#r A Y v FOMEREJIE] %

TS TZS 0,




6.1.3 Guided MRM HR #fffl L7z b7 > 23 a OB
% MRMHER O N7 Uy a & i@k TERT 2 2 &0 m
HiE T, 1: ... |
¥ AMFFOL) VR T ERELET, = @
® HOME C MS Method %7 U v 7 L%, .
@ New > Guided MRMHR %7 U v 7 L7, = v

6)
@

®
®

-

. ~ Guided MRM HR
Preparation Z#5%E L 79,

Automatic (B#Eif#Ek) b L <X Guided (v == 7 /W2 L A &Ew(k) 238N L £
‘g_o

Polarity (Positive or Negative) % iR L £,

Find transitions automatically (7 > 2> a o HEERk) & L <% Use known
transitions (BEEID b TPy a v OFEl)  ABIRL £,

[Find transitions automatically]

1
2)
3)
4)

Compound Name # AJJ L £,

Charge(flif0) % 2R L £,

Precursor Ion # AJ/J L £,

Number of Fragments to Use : {Ef7T 5 7 > T a U HODERIR,

[Use known transitions]

1)

Compound IDULE#4). Precursor Ion(Ql TE#EIRT 5 A 4 ), Fragments to
Use(Zn &7 b A L)EFRELET,

CELLELLLGLS Preparation
L Preparation > Select the mode of optimization. @
2. Initial Conditions

3 Optimize DP Method Creation g Automatic (@ll done for you)

4. Obtain the Product Ions Guided (you have some cantrol) @
5. Optimize CE Polanty @ positive

6. Review Report

7. Send MRM to Method Editor Negative @

® ' Find transitions automatically

Compound Name: Reserpinr @
Charge: 1 "
Precursor lon: 609.2 S oDs Number of Fragments to Use: | 5 v

Use known transitions

Enter the transitions:

¥ TOF MSMS

Mass Table

1 Compound 1 829.5000  200.00000

Continue #7 U v 7 L£7,
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Initial Conditions

# Preparation

® %X © ®

P

®

ource and Gas Parameters —w \_,

@ Curtain gas 25 : Ion source gas 1 20 : psi lon source gas 2
Spray voltage 5500 MR Temperature [} s °C
* TOF MS
TOF Start niass 100 S Da TOF Stop mass 1000 * Da Accumulation Time
Polarity Positive Declustering Potential a0 TV Collision Energy

Searching on mass: 568.4

Mass Information: Found a mass at: 568.4
Intensity: 1
Area: 0

1.0e5
. F/J\/
0.0e0

Initial Conditions Z&%E L £ 97,

Initial Conditions(Af A > Y — A7 X —H) ZffHE L 7,
MWECEFITBAL < 0,

TOF MS OFEE 24TV E T,

M CTEFITBA L <723y, JEH. TOF Start — Stop, DE. CE A%
Li‘ﬁﬁo

[Start|&2 U v 7 U, BEZEBIGLET,

TIC NLECEIZHER) LTV A Z & HAYD Precursor Ton MM STV 5 =
EEMEERLET,

LSRR TE WAL, STOPE 27V v/ L, @, O%HillL £,
Next #7 U v 7 LET,

DP ®ii%% . Fragment Ion BEMOEE, & N7 vy a @ CE | N TH
e

Next #7 U v 2745 & ., Guided MRM HR Report 23ERk &£ 4 DT, Save as
report /5 LAR— R A {RTE L £7,

Continue 7 U v 279252 & TMRMHR XV > RREHENWERLSILET DT, 4Hi
2T TRIFLET,

Mass table % E27 U v 72 L5 428R%, [Ctrl+C)] T2 & — L Excel (23—
A RTHZET AY VF D MRMER B & 1 7 OVERSAR ST D b T 0P =
VDR =TT HZENAREICR Y £,

568.3154

139.5824 609.2901
1
5000 568.3354| |569.3285
139.5784 569.3383
609.2759
0 L

Intensity, cps
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6.2 TE B MEHT
SCHEAREREIX, 5 Analytics (IZ K DT —HfTOEZ TS T I, |
O Home E® Analytics #7 U v 7 LET,

Analytics

@ [Projects|# 7L % %> L. Training X500R %R L £,

Projct Training xso0r| [T | TR T T O

6.2.1 fIHIEREDLE

ORMICRETDZ LTI v Y =7 M TIHBOMT T A —2 & LTHEM
TEET,

XOFEMNT [6.2.1 WIHIEREOEFE] IR I,
6.2.2  fENT A Y v FOVERL & FE R ORER m
@ [Results]# 2 U v 27 L New 28R L £,

@ M 57— 2 &R L, =>7 A 22 CHifiA

1/E‘IJ &:ﬂ‘ 7 }D%%@J L/ i -91—0 1. Select batch samples to process
0 . . < N & C t Location: CASCIEX OS5 Data\Training_X500RY
>.< 'I‘raln]_ng "C‘.\!\i %5%&; EU\i ﬁ—o UA::;IEHZCE non ata lraining

@ 2. Select a Processing Method Tl 75’ 7w
7 LET,

X 2 [ HLEOMAT ORSIX. Select a Processing

Method @ [Browse..] MZP SEEED 7 7 A VRN = =
Sample 0.01ppb spik

LET, VR Ta—— ]

@ Workflow T3 +2V—27 7n—%RINLET, EREEF—FT v NRA7 ) —=
> 71X, Quantitation and target identification |ZF = v 7 & AL E T,

X OEEOHDONTOLATL, Quantitation (2T = v 7 & ANET, (FH T
ZERLET, BRLAWSEAITEERER SN E T,

[MQ4] Untitled Method

>
Select the workflow and then select a reference sample, |fapp|\cab|e

Components " [ Quantitation
i Quantitation and targeted identification
‘ nteg ration MNeon-targeted screening

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

Calculated Columns Sample Name
*_MRMHR.wiff2 (sample 4) - 0.01ppb
Flagging Rules «_MRMHR.wiff2 (sample 5) - 0.1ppb

*_MRMHR.wiff2 (sample 6) - 1ppb
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® Components

s HEIRIIS

TEREINDEHIL. MS method TAS L7 MRM HR OfL&WE
KR E AV E T,

Group. Name, Precursor Mass, Fragment Mass, XIC width, Experiment Index

o |15 | amn | meme | e e, P [P | wc[nen | tton] | e
1 [J | Acetamiprid | Acetamiprid 1 223.07 126.0181 0.02 RT val... 2 +TOF MSMS of 223.1 (..
| 2 O | Acetamiprid | Acetzmiprid 2 223.07 72,9861 0.02 RT val... 3 +TOF MSMS of 223.1 (..
v 2 O | Acetamiprid | Mg - 223.07 0.02 AT val... 1 +TOF MS (100 - 620)

Experiment
DIARETT,

@
®

Integration DIEO#MEIL, [6.8.1 f#HT A Y v ROMERK] 25 E|2
FERAEMRLET,

Group, Name [ZHEEZE LE7,

Fragment (Q3) Mass I, HOREHEEEZ AL ET,
MRMHR 7215 C72 <, TOFMS (Z LD E&EH AJRETT,
Excel 2260 2 B —&—A h{ A[HETT,

Index 2 FR L7V 5E 1L, Options > Table settings 7> 5 &

Samples | Components and Groups I

All Components

Acetamiprid Group

Acetamiprid 2
MS

BEa8 [ vore |

%W A0 AW =0 c@ B CHE

B 13rows Filters:0 W Cualify o

Sample Actual c Retenti... Signal Calculated
Indes | WFS 7| SampleType 7| ComponentName ¥| €M 7| Awes W] Heght 7| 17 e | Used 7| 2 EUNE 7] Accuracy 7
NE B Blank Acetamiprid 1 N/A N7A N/A N/A N7A N7A N7A
[ 4 0.001ppb | Standard Acetamiprid 1 0.001 2593e1 | 1.281e1 856 36 0.001 116.36
[ 7 0.01ppb | Standard Acetamiprid 1 0.010 1524e2 | 2.967e1 | 854 14.6 0.009 85.77
[ 1o 0.1ppb Standard Acetamiprid 1 0.100 1.664e3 37552 853 1584 0.097 9717
[ 12 g Standard Acetamiprid 1 1.000 1719e4 | 3564e3 854 810.7 1.007 100.72
[ 16 | 10ppt Standard Acetamiprid 1 10.000 1.706e5 | 3427ed 855 21328 9.997 99.97
19 Sample Unknown Acetamiprid 1 N/A 6.282¢2 1.343e2 8535 38.0 0.036 N/A
|22 | 001ocb  |Ouslity Control_ Acetamiorid 1 0.010 1.988e2 | 3750e1 855 23.0 A loo1 112.97
Calibration for Acetamiprid 1: y = 17060.31968 x + 6.07935 (r = 0.99998, r* = 0.99997) (weighting: 1 /)
z 1e5
<
0e0
05 10 1.5 2.0 25 30 335 40 43 5.0 335 6.0 65 70 75 8.0 85 H

Concentration

ZEAMX[5.3.2

HE

AN

FEROMER 2 ZSRTES 0,
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[*%Tips!] Fragment Mass D55 E &5 W23 72 554 . Import > Import components
from a library database 2> HERET 5 Z & H AIETT,
1) Import > Import components from a library CEEEEEES T 70

database #7 U v 7 L%, e

2) BMTLrIrVva T2y s B ANET,
3) Library —%&» 5% 9 % Library Z3®IR L £7°,
4) ALEW—EN SR DB ORI/ B AILET,
5 OK%7 V273 5ZL7T, Components (2B NFET,

onents and integration parameters

Import components from a library database...

Select libraries. compournds and relat] 2) asses {and intensity level) for the pr i hod 2 list

Include fragrment mass{Da) of intensity levelts: o/ LstMighestl [ and W] 3rd

14 of 5310 selected (total} 14 of 5310 selected (All Compounds) Show Selected < Find Component >

(s (Znd) (3rd)
3) . +/  Compound Name Formula Mass (Dal Fragment Fragment Fragment
ides srelated PRCP HR_201 Mass [Da] Mass (Da) Mass [Da]
TOM Library 10 - Alachlor CLAH20CINO2 2681183 | 132.0086 147.1466 1621608
Tuchi 1.2 Pesticides Screen 10 and wiater P [ Alsnyeard CITHZSNZOS2 3091287 910083 1380784 1500705
MsssBank | |Albendazole C1ZHISMI0ZS 2650085 | 1810337 2341069 1500442
@zs0an
| |Albendazole Suffone CI1ZHISNI04S 2970783 | 1500829 266.0338 2240315
llegal Drug Library 3
e | Albendazole Sulforide CLZHISMIOIS 2010834 | 1500685 2080183 1910007
HRAR All-in-One vL.1 | |Aldicar CTHMNZOIS 1900776 88.9382 890136 69,9054
Pesticides Screen w1l | Aldoycarh CTHLNZO4S 2220674 57.9825 85.9521 86,0400
Drug_CHIBS_ 160516 | |Amatryn CIHITNSS 22705 6R.IT8T 580346 529000
Antibiotics &M library 20141120_updated n: o Aminopyralid CHHACIZNZO2 205.9650 133.9671 160,9645 1610400
Benivt) sPhyc(v5) 4Tlegd) | |Bmitraz C19HZIN3 o392 1320569 107.1045 1631500
TOM Lorany 10- €  |Beflubutamid CIBHITFANGZ 3554195 90.8316 110369 327.1065
| |Befunolol CIGHZINGS 3911471 558797 177.1165 2031438
Water_pesticieds 2
Frerpesticledsy Benalagl CIHZTINGI 3351678 | 1480506 111109 1211018
HRAM Forensics v2.0 w Pest Bendiocarb CHHIINGS 2230845 808645 810445 109.0024
Mvrataxin | ihrare ol
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7 0

7.1 Tune DOHFE

ERDRREDIR T, AT T ARIEENROT 2 —= 7 (%) 2175 LERH
D ET,

MS Tune /X3 /v% 27 U > 7 L. 4 Tuning Procedures k£ ¥ % Tune f§fEZ BIR L, 3
i L E9,

Acquisition Tune HERBIFMEFEIZ LV R RSNDOABENEDY *
9, FI% X500 QTOF System TOH| & 720 97,

2 @ REady

| Positive Quick Status Check I

Negative Quick Status Check
Detector Optimization
Positive TOF MS Tuning
Megative TOF MS Tuning
Positive Q1 Unit Tuning

Negative Q1 Unit Tuning

Positive Q1 High Tuning
Negative Q1 High Tuning

Advanced Troubleshooting

Tune OREIZFE T 533X CDS (Calibrant Delivery System) X Vit ¥ 3, CDS
(2 ) 722 A A THEf < 720,

CDS HEEHS AHIELIR FhAE (BIska )
1 X500 ESI Positive Calibration Solution Positive € — F DRI {EH
2 X500 ESI Negative Calibration Solution Negative € — N OFEE (CfEAH

Tune IIXEEEATITo TN EFE T,
FIFTHBEPIATONET A, %6 Stop (1) <° Next (ROIEHE ~ETe) 72 X HE THEAE
TAHIMERHY F9,
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7.2 Tune HHE

(22T

BHEREITRIEDOE Y TT,

X500 Y —X, ZenoTOF7600% Y — Xz 5@ 4 Tunetigk

Tunetse

nE

Quick Status Check

BENEF v ) 7L —2 a0, BRESREDMELZERLET, BENICIABALZI L,

TOF Tuning

Quick Status Check T3 {Th AR WL 5 ARTOFICET 2 BF v U T L — 3 VoI X —KFAE
(FEREEW. NS LU ZenoTrapifen &) #1TWET, BIC—EXEX v TF 2V REIC
EHELTLIEI W, FERAERERLCIZBEICIT> TS L,

Q1 UnitX% UHigh Tuning

QIUEMDOHREELBEHDF vV TL—3aviaiTWET, MS/MSRENELIHE, 72
TIVHh—Y—AFVOBEFRATNTNDE EZITTVWET,

Detector Optimization

IRHBOFAREZTVES, AICIE, ¥7IIREQETEZREALALEICT>T{EE L,

7.3 HIEKIZHWT
CDS %, 1% Positive F— F, 2% Negative E— ROFHIEIFEbivET,

7.4 MS Tune O FEfiti (f51])
% Tuning Procedure |2 T1T 9 E— REER L, xIFHEAT Tune 217V E 7,
$%¢  Positive TOF Tuning O#| &7 L £ 9,

$i : Positive Mode @ Tune #5E (X500 > J —X)

O A7 —# A Pane ® MS *ﬁ@Direct CDS Control 77

A1arz7 )y 7 LET,

@ CDS Channel 1 1 #&0, Start 27 YU v~ L% e
%%@Eﬁ Di—a_o Wash Mode

¢ 1 : Positive, 2 : Negative

X =V AT 551X WashMode (Z2F = v 7 # AN, BB LELEZLT =y
JENLET, AFONext> 227U w7 LET,

@ Home F®» MSTune #7 YV v 7 LET,

CDS Channel | 1 v

Tuning Procedures + i Restore

’

> l MS Tune | Positive Quick Status Check

H Detector Optimization
Positive Q1 Unit Tuning

MNegative Q1 Unit Tuning

MNegative Quick Status Check

|

@ |Tuning Procedures |75>%\ Positive TOF MS Tuning %%

Oi\ibg—o

MNegative TOF MS Tuning

Dncitive (1 Hinkh Tining
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& AFD Next> 227V

0 ~  MSTune

Positive TOF MS Tuning

Introduction

Achieve Stable Spray / Modify

TOF MS Performance Before Tuning
TOF MS/MS Performance Before Tuning
Initial TOF MS Mass Calibration
Collision Cell DC Offset Tune

Initial Vertical Steering Tune

Coarse Mirror Plate Tune

Final Vertical Steering Tune

Focusing Orifice Tune

Fine Mirror Plate Tune

Channel Alignment

TOF MS Mass Calibration

TOF MS/MS Mass Calibration

TOF MS Performance After Tuning
TOF MS/MS Performance After Tuning
Report

Save Tuning Settings

v 7 LET,

Introduction

Purpose
* Optimize the parameters for resolution and sensitivity in positive ion
mode

Prerequisites
* 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 £ Positive Calibration Solution)
* Select Automated or Manual
* Automated: after the Achieve Stable Spray step, the procedure
will complete without user intervention
* Manual: the user controls the steps, overriding any optimum
values determined by the algorithm

Click Next.

Automated
Tuning Process
Manual

™y ?
@ Ready :
Tuning Procedures v Ji Restore Instrument Data » [ X}

Act

L Positive TOF MS Tuning

o
|

et
Pl

e, cps

ave Stable

Tum on the COS. f necessary, adjust the source and gas parameters 10 achicve
2 stable signal.

le signa is achieved Stop the acquisitien and click Next.

) Tur Curtain gas s : on source gas 1 50
Speay voltage 500 v Temperature 20
" ! =
207

Ion source gas 2 30 Ses

Spectrum
509 2805

8205395

35

Acquisition
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EHTFD Next> #7 U v 2795 L, BEIYIZ TOF MS Performance... 75 A X —
FLET,

Q- MSTune

™ 7 -0%

@ Running
o

Positive TOF MS Tuning

te to assess the TOF MS/MS performant

1. Positive TOF MS Tuning

@ Achieve Stable Spray / Modif

before

2 8 continue with the procedure. The
in subsequent steps.

: = low does not pas
TOF MS/MS Performance B

e Average of 7 spectra - Confirmation Mode

18512845 2821252 43433370
4020 1852288 0212 s 20
%000 o
2000
3000 o~ 553385
“n 1500
200 2000
. 1000
- 2000 55 P
P sk 9038 || 50
s913sa w0 |
Tunin o 0 L o]
L W e % % 2 2 w0 W W0 e s a% 4
- ; Item Min  Max  Actual  Status  lItem Min  Max  Actusl  Status  ltem Min  Max  Acual  Status  ltem
Mass 18502845 18522845 185.12836 Pass | Mass 29811252 29831252 29821236 Pass | Mass 49423370 49443370 49433314 Pass | Mass
Lo Resolion 10000 50000 35392  Pass | Resolution 10000 50000 3623  Pass  |Resolution 10000  S0000 36164  Pass | Resolutiof
Sumintensity 100 lesll 18224  Pass | Sumintensy 100  lesll 32405  Pass | |Sumlntensity 100  lesll 48136  Pass | ‘Suminte

Error (ppm)  -100.00  100.00 048198 Pass Error (ppm)  -100.00  100.00 -0.54015 Pass Error (ppm)  -100.00  100.00 -113716 Pass Ervor (ppt
Average TIC of 7 spectra: 841842 cps

@ ¥+, Report B/ T7= 5 [Save Reportas|# 7 U v 7 L. MEZG U TH R
R LET,

¥ ARFERIZBHEVWO T Y = 7 PN D W E Desktop S H 7 4V F B ERL L T
RAFLET (JEEF.xps),

0 >  MS Tune

Positive TOF MS Tuning

1. Positive TOF MS Tuning Report nild

< cEaEaa
TOF MS Performance At Tuning Pass 000489088345645916, previos was

Siope: 0.
0.000489074957730627
Delay. 5.32182030097241, previous was 5.32530345833416

00

verage o 10 spacis - Conbemation Mode Compiate

arvrage nc 020

AAAIIVIVAVA19

I
»

T wew SCIEXcom Y

/S/QIEX) Instrument Tuning Report

Instrument Name: X500 QTOF Manufacturer:
Instrument Modek: X500 QTOF Target Instrument: X500 QTOF
fon Source: TurbolonSpray Serial Number: 82016150991
imizati Positive TOF MS Tuning
TOF MS/MS Performance After Tuning Pass ‘Siope: 0.000439087957841416, previous was
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0 ZOREERGTTDHHEIFIATD Next > &7
U w2 L, [Save Settings|# 27 U v 7 L%,

O “TLEoERESD @220 0271, Ay
T—IUNTHS Yes A THHEAZA L £,

% ZOEEEBALEZA 7T CDS BT
EELIEEY £,

X FEITCDS N7 %Ik A2, Direct CDS

Control TAary &=7Y v L, Stop
7y LTXEEROH T ET,

X 7 7 A )L : Positive Mode

% Negative Mode D54 : Positive & [AIARIZEIEL £ 9,

3¢ Positive Mode 7> 5t L CEAET 285813/ 3 — U 0343 CTF, Wash Mode (2
Tl ANNA—UZEBL, OB LE LTy 7 E24LET,
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7.5 B AR D oAb
% X500 Y — X Tl& Positive Mode T3 L £,
X MBS U T CDS IR D/R—T 2T T IEE NN,
X Stk O FoE E X Positive 35 LY Negative Mode i 52 B ES L E T,

fil : Detector Optimization ##E (X500 >V —X)

@O X500R QTOF £ Direct CDS Control 7 1 :“/
%y U P4 7 Li‘?‘o CDS Channel | 1 v

@ CDS Channel /% 1 &, Start #27 U v 7 LTX
%EU{% Di‘?‘o Wash Mode

@ Home F®O MSTune #7 VU v 7 LET, T oTune

@ Tuning Procedures 7>% ., Detector Optimization % RN REESTCTM

@*R L% '9,—0 Positive Quick Status Check
MNegative Quick Status Check

Dietector Optimization

Positive Q1 Unit Tuning

Megative Q1 Unit Tuning
Positive TOF MS Tuning

® APFDONext>%227Vv7 LET, Negative TOF MS Tuning

@Ready f-0x

0- MS Tune y
[Foring rocesues + [ s o - 5]

Detector Optimization

Instructions

Achieve Stable Spray / Modify

2 Purpose
Detector Optimization * Adjust the detector voltage to provide the optimum sensitivity
Report

Save Tuning Settings Prerequisites .
* 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
(%500 £51 Positive Calibration Solution)

Click Next

Data Acquisition
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® BHEWIZH S TIAPNEASNETOT, TIC NLZET HETHIHFLET,

¥ R blc%E A TIC OEEIE 5,000~20,000cps T3, 5,000cps LA FOHATX
ITC OFENMNELRY FT DT, ZOEAITIEYR— DT 4 —L RY—

EAETIHRSIZSVY,

@

Curtain gas 30 >
Spray voltage 5500 HE
OF MS -

d 025

Time, min

BELTEBAEEDStop 27V v 7 LET,

lon source gas 1

Temperature

21000

§ s0

0
800

psi fon source gas 2 30 psi
*«
[
Spectrum
8295561
1y
810 820 830 840 8
mz, Da

Tuning Procedures v i Restore Instrument Data v [ X}

TR COTTETET EON

Spray / Modif

| + Detector Optimization >

The system determines the optimum detector voltage.

(Note: If the detector optimize:
Support to replace the detecto;

When optimization is complete, Click Next

Optimal Voltage Selection Criteria
Minimum Intensity (cps): 2000
Minimum Increase (%): 13

Intensity vs. DETECTORHV

2200 2300 2400

DETECTORHY, Vols
Current : 2550
Intensity: 22093
Optimal : 2500

epor Optimization is performed in 25 V intervals. The maximum detector voltage is
700V

2650 V or higher, then contact SCIEX

2500

2600

2700

Intensity, ¢os

Spectrum
8295553
1000
8305582
500
8315613

o i
825 826 827 828 829 830 831 832 833 834 235 836 837 838 830 840

Data Acquisition
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©@ %+t/7%. Report H[H T/ b Save Reportas 27 U v 7 L, LE|ZG U THER
ERAFLET,

mre
0 = MS Tune 5’1 @ Ready v=0
| Restore rsirument Data ~ 1]

Save the report file in XPS format.

Click Next for the final step of saving the settings obtained from this tuning
pro
Tun
Drocessing Procedens: Pages 10 1
4 28 DEEB
/ﬁgx) Instrument Tuning Report
erumetame. TG0 Vo R
0o

Dencns Cimiericn
Sam Ty Sumeg.

X RERIEIBHEVO e Y27 FN® DT Desktop 2 H. 7 A V& ZER L T
BRIFLET (JEE T .xps),

0 ZOREEXRGFTIHEEITEAETD Next > 227U v 7 L,
Vw7 LET,

Save Settings |47

0 = MS Tune BN

A

Detector Optimization

Save Tuning Settings

I the résults are satisfactony, Save the se1t
If nat,
* duscard changes by switching to a
MS Tune workspace, or
* restore previously saved settings b
file from Restore Instrument Dat:

Save Turing Setings

@ &7 Leomim bmo@ %2 s 000 L. A vb—URTED Yes 2%A THTI%
%Eij‘o

¥ CDS R 7REhNTWAEATX, Direct CDS Control 7 A :T‘/ Uy
7L, Stop &7 U w7 LCH&EROM L ET,
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®SCIEX OS i~ =27 LD ZENe®
UTFHA b0 Fyrm— T ET, BIETTHEMASESI N,

https://sciex.com/Documents/manuals/explorer-tutorial-ja-secured.pdf

https://sciex.com/Documents/manuals/sciex-os-software-user-guide-ja.pdf

SR R—FDTEN®
Attt —— Ay I X | TTVr—va Y R— N
THHOEBEL L) TAESEBEALTES N,
Tel: 0120-318-551 Fax: 0120-318-040
E-mail: jp_support@sciex.com
4L TA L L=V TEIEO Z RN e

et TR — AR— D R A M b, AT F A, V7 N7 = 7 OFRAER Y, 45 K
L—= v ZEE A TE 4, BIESTHHIZE N,

Home > #AR— bk > Kb AR— N&E - >V —L > BfEHIEICET 28
http://sciex.jp/support/support-tools/movie-manuals
Home > Support > SCIEXNow > Training > Course Catalog

http://sciex.com/support/training-front/course-catalog

MEACOAMEATEET, BHEBNBLOEOFRE EToMRHITHRET A,
RICIE, FfSNcER 2 — Ry FEEHL TRV,

Fo, FESNZER=— Ry ME, oBRBITIFEEH LW TTFIN,

AB Sciex 1s doing business as SCIEX.

For Research Use Only. Not for use in diagnostic procedures.

The trademarks mentioned herein are the property of AB Sciex Pte. Ltd. or their

respective owners.
AB SCIEX™ is being used under license.

© 2022 K.K. AB SCIEX.
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