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1.1 Configuration (Z331F % Devices D HHIERE, e
1.1.1  Devices OFHEEE (GBI Fik

O TEZEDRNZBIV TV 5 MS Method <° LC method IZFA U TTF &V,
@ Configuration # X £9° (BHZHIXTRSH),

NAFEOT A A OTRHZZ U v
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\' BV N7 A = = —7)» 5 Configuration %
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e 79 v LET,
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(® Mass Spectrometer D% E Z1TVVET,
1) Type ® 7 /VZ v h 5 Mass Spectrometer %R L, Setting—-% 27 U v 7 L

=T

Select the device and then adjust the communication settings to test the device.

Type Mass Spectrometer v

% Model (% Mass Spectrometer % 3R L 7235413 MassSpec Driver @ 48R

HkRE T,
2) Settings ® Detect Instrument #7 U v 27 LE 7,

Device Driver

Name: MassSpec Driver
Version: 1.000

Manufacturer:  Sciex
Simulate Device
® Use default IP address

Specify |IP address 192, 168 . 100 . 2

Detect Instrument

% IP 7 R LR EARMICIT Default AL EFEOMETH Y £ A,

3) 6500, 6500 +F LN 7500 2 U —RDEA  BIITHERS N7 Dual Mass
Mode 7% Low mass & L < |% High mass Z#&R L, Test Device #7 V v 7
LET,

Detect Instrument

Detected Instrument : SCIEX Triple Quad™ 7500

Contact Closure

Dual Mass Mode

® Low Mass

High Mass

Restore Default "

%% High Mass 13, Q1 2% m/z 1250 8% D HEDHAIT THHAL 720,

Confidential - Company Proprietary



4) Device (2B TR X7z Syringe Pump Model & Valve DF = v 7 7R v 7
ZNWCTF 2w 7B ANTLEE Y (V) PRV T bR WA T TF v
Ry 7 AL TLTIEEWN),

Device X

Adjust the ication s and then test the device.
Type -

The test was successful.

Device Display Names

' MassSpectrometer SCIEX Triple Quad 4500
+/| Syringe Pump | Syringe Pump Model

Valve | valve Model

b

Save Cancel

5) WEEZJE LT Mass Spectrometer BED A B4 ZE LT Save 227 V) v 7 L,
RELET,
% Mass Spectrometer DD A ) #2234 4U1E ((EXTix SCIEX Triple Quad
4500 LK), ARIEZZE L TRIFTEET,



®

KRIZ HPLC OFREZITVET,
1) Device DHifixFE R~ L (@ZM), Type D7 /LZ )5 Integrated
System %3 L, Model TiLE iV > HPLC & %38 (Y, Setting---% 7 U
v 7 LET,
(LLF% Sciex Shimazu RUO #i&R L7-56 4 5td L £77,)

2) Instrument type S BMHVO LC #E N Auto 227 U v 7 LET,
EEf I TV ofss HEEEFR S ET, )
ExionLC

E— Sciex Diagnostic Topaz
Instrument type: xionlLC - m . o
Ve Shimadzu i-Series LC System

IP address: 192.168.200. 99 Shimadzu Mexera Series

Shimadzu Nexera/Prominence LC

3) TIZd 5 Test Devices #7 Vv 7 LE 4, Device HiHEIZE Y £9(FX),
2 U T Integrated System #iDOA4RTAZAH LT Save #7 U v 27 L, &
FLET,

Adjust the communication parameters and then test the device.

Type ntegrated Syste v
Model  Sciex Shimadzu RUO SOl settings...

Device Display Names

Integrated System ExionLC
i LCPump - Binary Gradient - Pump B
i Autosampler - Autosampler
i Column Oven - Column Oven

.. Integrated System - System Controller

% ExionLC 2.0 ®#A1%. ExionLC 2.0 Z33&4R L, Settings... 27 U v 7 .
Settings DX A 77 XV, Autox 7 Vv 7 L, 8L TW\WAHi¥ins AH)
ik = EEd, BEFEER%. Test Device #7 U v 7 L CTHm%ZPA L, Save
Uy 7L, IRELET,

Save Cancel




1.1.2  Devices DRt ITIE

*  Mass Spectrometer T, Valve ZiBJI/HIFR, 6500 . 6500 +3 LN 7500 ~ U — XD
et Low Mass E— R & High Mass € — RO W Bz TCHEHLET,
» Integrated System Ti&, HPLC O NAE T I NG EFICHEHLET,

O VEZERNZBAVY TV D MS Method <° LC method (T2 T U £,

@ Configuration ® Devices T, fife L72WEEA 7 U v 7 U CEIR L7112 Edit
70y 7 LET,

BER LIS E S FERCHERE T

SCIEX Triple gluad 4500
Subdevices

Syringe Pump Model
Valve Model

W Activate

= Type Subdevices
b Integrated System Binary Pump
‘; = ExionlC 2.0 Autosampler
n Column Oven

Sciex

Last Modified
2022/09/27

® Mass Spectrometer DR EDFLEIT, 1.1 ERE|TRELZLHELET, HEIC
Devices D[ T Save ## L TIRIFEL £,

@ HPLC OREDOHREIL, 1.1 BERZIIRELLE LET, EEOBMIH 556
X, Auto 227 U v 7 LT, fE, *%éa%’%ﬁ%bmﬁéﬁi?‘o
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= SCIEX OS software ® MS Method £ — K% B\ /=i ko J7iEiz-oun

TR L E9,
» 3MEHEOBEA] (VT rA) ZFEEE LT MRM O b & iz

¥R =TI L) v =2 7T LORNRITEENEE A

2.1 ¥= =7/ CMRM Transition Z{Ek9 5 7

» v ==27 V&3 Guide Optimization>MRM Infusion>Automatic &— F
A LW b o 71T,

» REONRT A= OHIHTRELEZITO 2N TEET,

=  MS Method ®iEE L V. DP, CE, CXP, EP ® Ramping % O f#F] 72 5E
DO & TEREZ TR LET,

[t ] ZOHEZTRD &S 72 ABRE LS NEER S ITAZ T,

% BRMIOA F ANTICREEY — 7 NMFE L, B TR SRMaA A
L LT LE 2 %5E
¥ E— 7 OWMENFH WS, T X ok g clr L T L E

PR~ e

2.2 XV v Patbad 2 Gk

= Excel Z W= A Y v ROFEETIE

2.3 Dwell Time OFRE

» fEB LAY v RO Dwell Time O E LA THET L ET,
= 20 KT LA EORIEZAT O 5B 1%, Rild sMRM Z BE1ID\V e LE T,




*  Training Ti%, 3HEOV L7 7 H 2k L L CRBLOBIEZITVET,
* T H% T Project Z1ERR L T LEAIEAZED T 720,

fEHT D07 7AIX, AFD 3ETT,

Sulfadiazine (SDZ) : MW = 250.3 C10H10N4S02

/L I
NH — s NH,
0

T )74 Ry 7B 250.1

Sulfamerazine (SMZ) : MW = 264.3 C11H12N4S02

CH,
O N
Il

H,N ﬁ—NH—%f \
I _

F)TA Y Ry VEE 2641

Sulfadimethoxine (SDMX) : MW = 310.3 C12H14N4S04

CH,0O
0
N/ \ NH——ﬁ NH,
>::N O
CH,0

E)TFAYV FE Y 7R 310.1
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2.1 ~ =27 )L C MRM Transition % {ER 9 5 &

2.1.1  Qlscan %17\ Precursor ion (MRM ® Q1 Mass) Z{ET 5
¢ Precursor ion ORERGIEB L OV Y VU R T OERMEFIEFVIER F L —
=T THRALN (A Yy FRFER) % TR IEI VN,

@O Home Hifffd> MS Method 74 2% 27 U v 27 LET,

@ Bz D New O FRAGRZIE 7Y v 7 LET,

@ Q1 ZERLET,

@ Q1 Scan OFIEE A E £ 9, Method duration % 5 it
min.|Z, Scan rate % 1000 Da/s |Z, Mass Table N® ,"‘&'3
Start mass 33 & O' Stop mass (2L 21TV T2 MBS Y ....:w"""‘"
@ Precursor Ion 2B S 5 HHZ AT L E T, e

¥ Source and Gas Parameters

lon source gas 1 20 o psi Curtain gas 32 2| psi Source temperature o sl %C
lon somarce gas 2 (] MR CAL gas o

¥ Experiment | @ b
Palarity Positive v Spray voltage 5500 v Scan rate 1000 ¥ | Dafs

Advanced Experiment Settings

Settling time o s ms Pause time 5 3| ms

Q1 resalutian Unit - Step size 01 .| B2
Mass Table  Impart from file.

Start Stop Scan oP EP
ma. Ma... T w )

® vV URCTEENESE %, Bl NI&H 5 Data Acquisition #7 U w7 L,
H® Precursor ion (MRM @ Q1 Mass) NZE L THREHEIN TS Z L%
R, Start 227 U v/ L, 7—2BSEHMLET, EEORRK, 7—2 %2
B L7-1%. Stop. Save 27 U v 7 LCHIEZ LD, T—XE#RIFLET,

| Start + | HStop Save... A

©® Open data exploration to view real time data 71 = >~ =7 w7 L., &
L7277 —% % Explorer E— RE V& £, [LEORMFEHEZ N7 v 7952 &
T, FE IE 72 HINO Precursor Ion &K< L, /MR —HTH 2 M LT m/z
HRRSEET,
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2.1.2

Product Ion Scan %17\ Product ion (MRM ® Q3 Mass) ZiRET 5

MS Method i@ Experiment 75 7 /L A# 7 T Q1 7>5 Product Ion (28] V) £
ZFET,
Precursor ion (& HHID RS D m/z % N1 LET,

% 2.1.1 THER L7z Precursor Ion (Q1 Mass) OfEza AJJLE T,

@ Start mass 35 L O Stop mass (Z 50, Precursor ion 23 % H T % {E (Precursor
Ion+10 Da &) # AJJ L £,
@
Method duration 5 ¥ min Total scan times 02255 Estimated cycles: 1333
lon source gas 2 3 ; :nsl C;D‘gasl I g. “ I
® ¥ Experiment | Product lon %
Polarity Pasitive b Spray voltage 2500 Scan rate 1000 ¥ Dafs
i e, il
Q7 resolution Unit v Q3 resolution Unit v Step size o1 i D8
Start ®smp Sean  DP  EP  CE CNP
ma... M ... v v oM M
@ £ EiZH 5 Options D7 /VZ 75, Ramp.. @RI L 77,
® Ramp Compound Parameters ® % A 7 1727 L ¥, Parameter # 7 /L4 7 L,
Collision Energy Z®&iR L. Strat (FHNT 2 &EEOMWIE) . Stop (T % EE
DF&THHE) . Step size (BEDIEVIE) Z AT LET,
@ Start\ Stop\ Step SiZe L:’fﬁ%ﬂjj Li‘@‘"o Ramp Compound Parameters X
>:< r:[‘raining _@ Fj: T?a 0)1:% L: Ajj L \35 ﬁ"o Select a compound parameter and the values to ramp during the acquisition,
Start at : 5 S‘..u:.u'..= s _.J v Step -] v
Stop at :130 Swopat | 130 v v
W' Apply ramping 1o the compound parameter,
Step size:5
@ W@ FiZdH 5D Data Acquisition 7 U w7 L, Start 7 U v 7 3% &, Collision

Energy % Ramping L7275, Product Ion ZHf5F L CW& 9, #& T, Save
IV LTCT—2ERFLET,
Open data exploration to view real time data 71 =2 > Vv s L, BfE

L7277 —% % Explorer E— F LV B & ., MEDR, E7ZITFFEAY Product
Ion (m/z) %REELE7,

12



2.1.3

MRM #E THK /X7 A—% (DP, CE, EP 72 &) OfslEz=RET S
X fEL7=MRM k7 >y a izt LT, Edit Ramp # W TH/RT A —X
(b LET,

MS Method [Hijf @ Experiment 7>5 7' /L4 &7 > T Product Ion 7>5 MRM (2] Y
RAET,
T E TR CTHER L7 Precursor Ion (Q1 Mass) 3 & Y Product Ion (Q3
Mass) % . Compound ID, Dwell time |Z{b&#4 . 500 & AJJLE T,
# RlZdH 5 Options & 7V ¥ 7 425 Z & T, Ramp...Z#%R L, Ramp

Compound Parameters ¥ 1 71 7 & &K R LET,

Palarity Positive v Spray voltage 5500 o v

Advaneed Experimant Settings

Sartling time o 2 ms Pouse time 5 2 ms Q1 resalution Unit v

Group  Compound Q1 o1
1) 1=} M. ma...

Dwell pr EP CE CXP
tim.., fvl M MM

1 3L

Bl oo e ]

Parameter D 7V X 7 A = a— gl L7V T A —X Z3RIRL £7°,

X ALY 587 A —Z OJEFIE DP=CE=>=EP=CXP T,
XOBAE, fLEmE i, 22Kt DP L CE Of{kid 3 L T2 S W,

% 7500 (2%, DPIIH Y £HA

Strat (FIIN3 2 B/EOHHIE) . Stop (HIINT HEEDOK THH) . Step size (FBIE
DRV IE) % A7) L. Apply ramping to the compound parameter (ZF = > 7 &
)\ﬂ\ OK ;E‘ 7 U “/ 7 Li‘a—o Ramp Cerpcnund Parameters

BT T 24 % Data Acquisition 7 U v 7 L, Start &7 Vv 735 &, K£/3F A
— & % Ramping L TW& E7, & T, Save 27 V v/ LT — X5 RFLE

R

Open data exploration to view real time data 71 =2 > 7V v 7L, B
L7c7—% % Explorer £— F XV P& M8 L. Axiiifii% Mass Table N D% 3

13



% Parameter ATIC AT LET,

¥ CXPixl1 horovarTlIitE IV, CEORLAEHRD N TV
2 > Z [FFFIC Ramping 75 Z I3 TE £HA,

bl L7z T A= 2 ThE%. MS Method E# Save %2 7 /v 27
L. Saveas £ V. 4#i% T CTMS Method Z££1FE L 9,
% Training TiZ SDZ LRFEL £7,
% 7500 1L, MEIZIL UTC QOD Db E TV E T, BERD [HEEE : QOD
Ol (7500 DA) | #ZHL T EEW,
© Status Panel o2 U PR F L0 kAL LET,

14



2.2 AV REFEET 5H71E (Excel Z W22 Y v ROFES L)
» {ERR LD A Y vy REGRT D HEERIT LET,
* Training TiX, 2.1 ~==7 /L CMRM L7 V¥ a ra2Ekd 51k, TFF
ik L7z SDZ, SMZ., SDMX ® MS Method ##f5& L7- A Y v RE{ERT 2 Hik

R LET,
* MS Method 7 7 1 /L% Excel THifE L. ST DO—F T A Y v REAERK
THZLENTEET,

= KEIE. UTOBEICHEMNT S & HHTY,
- HBOMRM 7oV a rERAET D%E
fie LIZROMWMELTT O H6

< Pasting MRM to Excel #:/E )7 15 >

O FEARIZ72 5 MS Method (Training Ci% SDZ) % B % | 5l|4 (Training Cl¥ sulfadmix)
TRAEL ET,

@2 MS Table N4 TOHIAH %1%
KL, Ctrl+C T —LET,

Mass Table  [ERRTENEA Apply scan schedule

Group  Compound Q1 Q3 Dwell DP EP CE CXP
. o ID ID ma... ma... tim... V) v W (V)
®I EXCBI % E@J L N @ T = t L 1 sDZ SDZ1 251200 156.100 500000 430 00 280 00
7;’ Tjﬁ_:_ $I§ % /\ob_‘ x ]\ (Crt1+V) L 2 SDZ SDZ 2 251200 92.000 500.000 43.0 100 3%0 100
- *

EJc RS
fitr L7z Mo MS Method BRI &, EFC & [FAARICH U Excel (I2X—Z M LET,
MBS U T, Excel T Dwell time %2 F1%%, EELE T,

%% Training Tl Dwell time % 100 msec (A H L T 72 &0,

X I 72 Dwell time (ZOWTIE, ik 2.3 Z2 I Z S0y,

Al ¢ I~ SDZ
{ kEE SEREA 8 HAR B A&

A B c D E F G H | J
1 |sbz sDz1 251.2 156.1 100 43 10 29 10
2 |shZ sDZ 2 251.2 92 100 43 10 39 10
3 |SMZ SMZ 1 265.1 108.1 100 46 10 37 10
4 |SMZ SMZ 2 265.1 gz.1 100 46 10 45 10
5 |[SDMX  SDMX 1 311.2 156.2 100 51 10 31 10
6 |SDMX SDMX 2 311.2 92.1 100 51 10 35 10
7
8
g
10
11

©® Excel ETHEFNAN L THIH#HiHEZ 2 E— L F T,
(M MS Method (2 Y, MSTable NDORXT A —42ZHIRL., ZELOHTLE T v
L. Ctrl+V T Excel TERK - e L2 EZ~X—A M LET,

15



Group Compoun

ID d
1 sbZ sDZ1
2 sDZ sbZ2
S SMZ SMZ 1
4 SMZ SMZ 2
5 SDMX SDMXT
6 SDMX  SDMX 2
*

Apply scan schedule

Q3
ma...

.....

nnnnn

.....

Dwell DP
tim... )

100.000 430

100.000 430

100.000 46.0
100.0C0 46.0
100.0C0 51.0
100.0C0 51.0

® MS Method EHEdD Save L0 EEZRIFEL ET,

# 1 fEEFER /8T X —F D yIHifEE X VA #IE

EP
)]

0.0
0.0
10.0
0.0
0.0
0.0

CE
)

290
390
37.0
450
31.0
350

CXP

o o oo o o o

API3200™System 35 L " 3200 QTRAP® System % i & L 7=/ ¢4,

HFE DP EP CE CXP
Triple Quad™ 4500 - QTRAP® 4500 Triple
DP + | Instrument
Quad™ 6500 + QTRAP® 6500 CE 6
20 Default
Triple Quad™ 6500+ - QTRAP® 6500+
API 5000TM DP + | Instrument CE 10
Triple Quad™ 5500 - QTRAP® 5500 40 Default
Instrument
Triple Quad™7500 L CE 15
Default

XDP & CEHMEEMIKIFD/NT A—=ZIZ72) £7,

16




2.3 Dwell Time DX E

— BT TF % o R AL LRI PP a 2479 O Dwell Time
EHUNCERET D Z ENMEITRY FT,
Dwell Time {22\ T, 2%% C2MRM hZ7 ooy g ) OflZRLET,

Peak Start Peak End
¢<— HPLCDIEZ & A LR =Dwell time+Pause time
10-30sec
=
Dwell time
....... 0 A Pause time
*;;E'“E;‘S’ =LA
*\ X O] HELHBERY
Ch.2 Ch.2 Ch.2 Ch.2
q./'_ ; Chi ChA ChA ChA
v v Settling Time
cycie time
2<{RFIAHLTE. Thth

BF oIV TRHRESAIAE

DwellTime : 1 7 Vv a2 AX ¥ =27 F5DIZET HEF# (msec)

Pause Time :

1 FIoovarvaAxy=07 L%, Q2 () Pa k) (TEo7oA

FUERPHL, RO R TPy a v e AX vy =0 7T HEMFICEBEZ Y0 B

Z % WF#E (msec)

Settling Time : Positive,

R0 ET,

1hT7r0vary1RAy hEAX Y =2 79 5 DICET DR

= Dwell Time + Pause Time + Settling Time

Cycle Time : 2TIZONT 1 ARA » M AF ¥ =0 7§ 25D 8T 5HIFH

2 kT2 Yy 3 ® MRM JIEDEE

— 1Cycle Time
Time + Settling Time)
Time + Settling Time)

pause between mass range

Negative DY)V 5z FFE] (msec) . HEREIZ LV

(msec)

(msee) = 1 h7>Y> a3 H?D (Dwell Time + Pause

+ 2 7Yy arHD (Dwell Time + Pause

17
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< FHEE DIR/NEREE >

FEAE Dwell Time Pause Time Settling Time
Triple Quad 4500, Triple Quad 5500 2 2 50
Triple Quad 6500 2 2 20
Triple Quad 5500+, Triple Quad 6500+ 2 2 5
Triple Quad™7500 2 2 5

<Dwell Time, Pause Time, Settling time D& EHZFT >

Advanced Experiment Settings

Settling time ] : ms Pause time 5 : ms
Q3 resolution Unit v
UERE I mport v | Apply scan schedule
Group Compound Q1 Q3 Dwell DP EP CE CXP
D ID mass (Da)  mass (Da) || time(ms) | (V) (V) (V) v
1 Group1  5SDZ1 251.000 92.000 100.000 60.0 100 320 100
2 Group1 50Z2 251000 108.000 100.000 60.0 100 270 100
3 Group1 SDZ3 251.000 156.000 100.000 600 100 180 100

% Advanced Experiment Settings 733/~ SALTWRWEAIX, B4 £ Advanced

> Show advabced parameters # 2R L £ 97, I Q

D e T ©

Show advanced parameters F
2.3.1  Dwell Time O E L
EROGAITHEMERESRET 5720, 1 =2 5720 10 A > FAEEHELEL £
oo (RZ V== T OREIT 35 HRA 2 MRLEIZRY £7,)
fil& LT, Positive Mode 100 %53 —# 73#7 % Dwell Time #RET 272D OFHHE S
HBIE, E—7 OHEZ 20 358 RO L IITRY ET,
Bil) 100 plor—F ot
E— 7 g5 20 HOHE
20sec /10 7RA > h=2.0sec = 2000msec Cycle Time
2000msec / 100 f457= 20msec
Dwell Time = 18msec. pause Time =2msec &35 & BWIZ &5,
Dwell Time /3 18 msec

18



2.3.2  —FHHrIzEBIT 5 Dwell Time i%E O E

Dwell Tlrne 75_’9\11< ToHE, JAXBRELIBRDMEADRH Y £7,

SCIEX OS Offt#i O BN cps TH Y, ZHE count/sec, 2F V., 1 H7- 0 DR
FEVZZS L LTI 72 0 £

MRM T/ A X¥ 1ecount A->728E, /A XD cps FLL DX DT 0 |
— Dwell Time # 200msec TH|E L7245 © 1count x  (1000/200) =5 cps
—  Dwell Time % 10msec CTHIE L7255 © 1count x  (1000/10) =100 cps

Dwell Time 3 FI< 2V £FT L RIBD /) A ANRKREL 2D £,

2.3.3 Dwell Time 3L 725 &, BHIZNT D HESR
A RAWRKEL D (SINNEL 725) OT, B—7 OmnEinsg

B — 7 DY ) A ARFDH DT, Height DIEHHEH K& 25
E—2DOEED S LT O Point 12/ 4 ANEENIHRENEL RDHDT,
Area DXL E N KEL 05,

[E%]

MRM FT o2y g UEAEEPTEICIE. 1 F TPy a3 47~ @ Dwell Time
BHEUNCERET DI ENRVEITR D F5,

2.3.4 150 experiment [Z/EKTE 5 MRM F 7Py a ¥
4500, 5500, 5500+, 6500, 6500+, 7500 > U—X :1250 h TV g F T,

Scheduled MRM %A 53546134000 h 72> a3 o FT

[HE%]
R E 2 D FRBLME O i OHIE 2 9 5 1213, RFBRES S BT,

20 BB ED ST AT 254 1%, %k Scheduled MRM O fifi il % B &)W L
i—g—o
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3

B

CDETENHZ L

SCIEX OS ® MS Method IZ2W e L £ 7,
HEx DREA Y v B (MSMethod) DOERTTIER JOE R OERMZeBERE DG & TE ik
TR LET,

3.1 HHEEHEDOAY v ROWEZFIRFIZIT 5, Posi/Nega AA v F 7 THIET 5 Hik
#5D A Y ~ F(Posi, Nega)zfti> CRIFFIZHIET S Z LM T E9,
Positive & Negative # 81 0 B 2 CHIEZ1T 5 HIETT,

3.2 WA XYl-> THIEZIT O ik

BE D MRM 2 Y > ROWUER, R a2 XU THET S Z LM TEET,
3.3 SREEARVEL Lz A Y v RTHIET 5 Fik

IRREIEA A HZE R CEAT DN TH Y . EREIITFOMRES FJ HEUE
D 1-OTY, Bkt U EM D4y fiFREIZIE Unit, Low, High @ 3N H Y |
MS Method ETEE L, HENAEETT,

3.4 Scheduled MRM™ (sMRM) & CHIE%1T D ik
FFEDORE OA, FEE LT MRM F 7o Vv arv b2 =X —FT HERE
TNIAY ZLTY, A7 NVZA LEME LRSS Dwell Time %Kk
LTHIECTE S, @MEEREENEETT, 20— FocaEZTT,
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3.1 BAEF D AV v ROEKIE, Posi/Nega A A v F 7
> BHEFDOA Yy Raflio TRIFICHIET 22 B TEET,

<JSH B>
— Positive/Negative [F]FFHIE

— Precursor ion scan <> Neutral Loss scan @ [a]#Ff| &

4500, 5500 > U — X Tl% 50msec. 6500 > U — X Tl% 20msec. 5500+, 6500+,
7500 >V — X Tl bmsec EMEERIZHEL 720 F Uiz, A 7 VX A L&KL,
REZEND Z L7 < MRM @ Posi/Nega AA v F > ZHIENTE ET,

A) R L7z Method [ Z3BNY-2% 51k
Training TIXAETHE TIERK L 72 Mass Method % il L T Positive/Negative [FlRFHlE S
EZER L £,
O 21FETHER LAY v REREET,
@ M4 LD Save > Save as &I L, Y4724 77 (Training ClX Experiment)
TRIFLET,
@ M/ Lo Add Experiment % 7 /L4 7 > L MRM Z &R L £ 7,

Method Overview a

Device: SCIEX Triple Quad 4500 Method duration 1 v
lon Source:  TurbolonSpray

Add Experiment  *

Neutral Loss ¥ Source and Gas Parameters ———
Precursor lon lon source gas 1 20 .
Product lan lon source gas 2 0 .
Q1

Q1 Mi

3 ¥ Experiment | MRM vl —
M Polarity Positive v

@ Experiment 2B N ET DT, BIIS7- Experiment % HORMIZEHE L
\iﬁqo
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Training TiX Polarity % Negative [IZZH L, LA TD X 5IZHAIO MRM &h4 A
HLET,

Method duration 1 : min Total scan time: 0.240 s Estimated cycles: 250
¥ Source and Gas Parameters
lon source gas 1 35 + psi Curtain gas 40 + psi Temperature 0 +| °C
lon source gas 2 70 e psi CAD gas 9 :
¥ Experiment | MRM v
Polarity Positive v Spray voltage 5500 ol Vv

Mass Table  [TRTNINED Apply scan schedule

Group Compound Q1 Q3 Dwell EP CE CXP
1D ID mass (Da) mass (Da) | time (ms) | (V) [44] [\Y]

1 Group 1 SDZ1 251.000 156.000 100.000 100 250 150
]
*

¥ Experiment | MRM v
I Polarity MNegative v I Spray voltage 4500 sV
Mass Table  ([ETEINNRD Apply scan schedule
Group Compound Qi Q3 Dwell EP CE CXp
1D ID mass (Da) mass (Da) | time (ms) | (V) [\%)] )

1 Group 1 SDZ 1 249,000 156.000 100.000 -100 -30.0 -15.0
)
*

& Cycle time (sec) ZfE#d L. Dwell Time Zii% L £ 7,

Total Scan Time (sec) (%4 Experiment @ Cycle time (sec) O&FHT/R D £,
723, Pause time 3 L (" Settling time OFF 23 E £ TV £ 4, Experiment 231
272222k, Dwell Time ZiHHET 2 LENH 55503V £7, Dwell Time O
REDHZ BB THEME L T EIV,

® MWmA LoD Save > Save IZTAY v Ra EEXREEFELET,

[FE1]
)72 Cycle Time NRE SN TWRWE . HEHMEME T T 285803 H 0 £9°,
Cycle Time [ZE— 2 g E T — X KA v bMEED EITHRELE T,
FEMNE 2.8 D <Dwell Time > DR EEZZ ML 7280,
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Settling Time & (%, Positive & Negative DY)V % 2 FEf T,
Positive & Negative DY) V) B 2 \Z LB 72 RE T3 E EIC B2 0 57,
< BB OR/NREM>DORE ZSRITZE 0,

< Settling Time DX EHFT>

% Advanced Experiment Settings 23 & /R S L TCW AR WEHEIL, WA Lo
Advanced > Show advanced parameters %R L F 3,

BWows -

D e T ©

Show advanced parameters
L3

Show advanced parameters F

¥ Experiment | MRM v
Polarity Positive v Spray voltage 5500 v
Settling time 15 s ms Pause time 5 : ms High mass cooling time: 0 ms
Q1 resolution Unit v Q3 resolution Unit v

Apply scan schedule

QO dissaciation Simple v
Group Compound al Q3 Dwell EP CE CXp
ID D mass (Da) mass (Da) | time (ms) | (V) V) [\U)
1 Group 1 SDZ 1 251.000 156.000 250.000 100 250 150
-
*
¥ Experiment | MRM v
Polarity Negative v Spray voltage 4500 : v
Ad i Experiment S
I Settling time 15 : ms I Pause time 5 : ms High mass cooling time: 0 ms
Q1 resolution Unit v Q3 resolution Unit v
Mass Table m Apply scan schedule QO dissaciation Simple v
Group Compound al Q3 Dwell EP CE CXp
D D mass (Da) mass (Da) | time (ms) | (V) v v

1 Group 1 SDZ 1 249.000 156.000 100.000 -10.0  -300 -15.0
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3.2 R 2 (X B> THIEZ1T S, B U A RXEIY

> HH O MRM AV v Fa | KEZRY > TRETLHZ LN TEET,
<JiH >

- BT

- BPFTA A UROGFMEET LW E

Training CTILATR TER L 72 MS method ZfH L., LLFD XL 5 222 7 Aflc

2T Method Z{ERK L £,

— Experiment 1 THIET 2 x84LAMIL 4 70 F TIZHH L, Experiment 2 T
HES DAL AL 4 7 LIE 10 0 £ TITIEH T 29 7L

O 21 \ETIER LAY v FEREET,

@ M LD Save > Saveas IR L, 77 A V4% [Period] & AJJLUTRIFL
£75

@ A Lo Add Experiment 2 7' /L% 7 L, MRM %3&{R L E 7,

Method Overview I}

Device: SCIEX Triple Quad 4500 Method duration 1
lon Source: TurbelonSpray

Add Experiment v

<>

Neutral Loss ¥ Source and Gas Parameters ———
Precursor lon lon source gas 1 20 o
Product lon lon source gas 2 0 -
o

@ EE A7 £ Options & 7 /L% 7 > L, Apply experiment scheduling Z 3R L £,

O S O O

Options v

Apply ionization scheduling

Apply experiment scheduling

s
Apply experiment scheduling J
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¥ Experiment | MRM v
Start run time 0 : min Stop run time 4 : min
Polarity Positive v Spray voltage 5500 v
mass Table  [FSSNED Apply scan schedule
Group Compound Q1 Q3 Dwell EP CE CXP
1D 1D mass (Da) mass (Da) | time (ms) | (V) I\ V)
1 | Group 1 | SDZ1 251.000 156.000 250.000 100 250 150
*
¥ Experiment | MRM v
Start run time 4 : min Stop run time 10 : min
Polarity Positive b Spray voltage 5500 Y
Mass Table m Apply scan schedule
Group Compound Q1 Q3 Dwell EP CE CXP
ID ID mass (Da) mass (Da) | time (ms) | (V) V) (V)
1 Group 1 |SMZ 1 | 249.000 156.000 100.000 10.0 30.0 15.0

& 1#%H® Experiment @ Startruntime (20 Z AJJL. Stopruntime (Z 4 Z AJ)

LET,

©® 2% H ?® Experiment ® Start run time (2 4 Z# AJJ L. Stop run time (Z 10 & A

jj L/i‘é—o

(™ WifEA FD Save > Save Z IR L FEX(RIFEL F9,

[EE]

B2 XYl - 7284 1. Positive £— K& Negative &— FOY) Y B 2 (X

‘/[Z‘g:c‘:fcﬁ D i‘j—o
Positive & Negative DY) V) B8 \Z LB /2 REI T E EIC B2 0 5,

23 FED <FEEOR/NKEME> DXz ZTZMIIZE 0,
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3.3

SfFREA T E L CTIIEZAT
> fRRET L Lo A Y v REAFR L £,

<{EfiFo e v k>

DIRGEE TT D2 LIk T AFVBEZM ESHELZENTEET, FFENPK
WS (m/z 500 LI L) IZRHZRPRIAENE T, SHERK D DIFET DHERDER
720, A RO ERANLI2W=HTT, 2L/ A4 XE ER L, EE (SIN) BnED L7
W, B LKIET T 258080 £95,

SRREE BT A EICL T, Ny T T KRR TIRAEARHY £7, 72721,
VITFNARRE L THD I ENRZWNID, FEE (SIN) REDLZRW, b LUK T T 55
Hbd0 ET,

WP Y T B RET D RNAEERIR 2 E L C, SReE A B E L2 RO 21T
WE 9, Q1/Q3=Unit/Unit, Unit/Low, Low/Unit, Low/Low. & COflAAHH Tl
EL, S LT —4 0 SN &l LET,

<Resolution {Z- 2O\ T >

A zcans from Slpiﬁplsl'1 [N

Resolution 13 Q1. Q3 Z i ¥ 51 4> D m/z DHiH 11I;1 1 i Unit
- LA
IR ET 3002 1f |L312.3
—  Unit: FEMENS 0.7Da £ 0.1Da O#ifH s 7 i
—  Low: default OF%E CREMENH+1.5 ~ 2Da @ -4z Da
%ﬁ CA scans frgii-SamprE T 'L'E=1 Low
— High: @E[l7°5 0.5Da + 0.1Da OfilH b gq1g b
1 ’ 1
1 1
ggg_gmmﬁ
I3 HP
----- e ta

O 21ETIER LAY v FEHEET,

@ MmmA LD Save > Saveas IR L., 77 A4 /4% [LowRes] & AJJLT RAF
LET,

@ A £ Advanced & 7' /L% 7 > L, Show advanced parameters Z84R L 97,

Wow -

R I e O

Show advanced parameters
EX

Show advanced parameters F
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@ Q1 LU Q3 DAMiRAES Z 2 Unit. Low 2 LET,

¥ Experiment | MRM hd
Polarity Positive hd Spray veltage 5500 : s
Advanced Experiment Settings
Settling time 15 e ms Pause time 5 : ms
I Q17 resolution Unit v Q3 resolution Low v I
Mass Tabile Apply scan schedule
Group Compound Qi Q3 Dwell EP CE CXP
ID ID mass (Da) mass (Da) | time (ms) | (V) (\"] [\
1 Group 1 SDZ 1 251.000 156.000 250.000 100 250 150

B HmEA LD Save > Save IR L,
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High mass cooling time:

QO dissaciation

Simple
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3.4 Scheduled MRM(sMRM)
» Scheduled MRM (DWW TR L £ 9,

sMRM /&, S bEM OB R O/#% O 7% MRM THRIET HHRETH D . LB
FRIZDOH MRM b7 P a UNBH 729, £ Dwell Time OFXENAIREE 72D
F9, ToORE, SINABHEL, KVEWLLOQ B ELNLLENH Y £,

(2. MEEICKLERT —ZRA 2 FOBARNRFREL 220 T O T, 7 — X OFHMEN
R0, #ERAVIZ%CV 75>1EE< RONRBHIFFSNET, BT —FIHT. ~A AL
— 7 BB R HEEE T

3.4.1  Scheduled MRM & (32
= fERO MRM IZBWTIL, SIN % EIF 572912 Dwell Time # < 5 &, 7—%
WA NN L, BEMEMET T AMmICH Y £ L, — T, FHMEE BT
HIeDIZT —HRA v N AT & Dwell Time 23 < 720 . SIN ME T4 %

BGERRBOLNE LTz,

SINEHIFATF-hdwell timeZE{T 3 > TF—aRA IV EHAY . BEENETTS

4 |
{
| || cycle

+ et | B4
il | 4Ded- Il B
| f nr

405 . I I ' H | “Alme

? I i Il | 2064 {

) ) A j“-!\ A W rI| jH i f‘ A

Al\ .V, A ool 4l |
b 5 0 I3 2D ] B 35 B &% 50 %5 o X 7

B B

Time, min Time min

dwell time=25msec X 100F+>RJL

I .
i;{;: cycle time=2500msec

10secE—/iEkELS, T—4RAU=4

ﬁﬁﬁ’&ﬁ)lf%f'&)T—’i‘k'fzhﬁ’éiﬁ@? =dwell tlmebfth(&U SINABMET T3

\ Cycie
\time

|I |
i I
»J ' ! e ’
) . ik, /
Al . _A 1A h ﬂ‘ . A
ns 10 15 BE 7o 28 a0

’I\,‘
a2
Tme.min

Ej F?rﬁ': dwell time=5msec X 100F¥>#JL

cycle time=500msec
10secE—JIBS ., T—4RAUb=20

i

-
FEEFE
T %
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s IOV EWRETLHTEODREE LT, [Period XE1Y ® MRM ] 735 %
HIVETN, WUNCFE 2 XY 5 Z L3 L < FrloA Av—Ty MW R Tl

N R 5 M%< 720 £,

Z2{OMRMFS 22308
PeriodZEBMNT2HENHS
LCOBHBHMARELTWILEMRDHD

= FFERZERYSDI(1E, FEFEICE#LL

= RTINS RIL—TYFCEFERTHBEICHE

= —J T, sMRM &, &bEWNEHT R OFI% DA% MRM THIET 5
THTY XLTHY ., £ Dwell Time & #8172 Cycle Time DR EMNAIHE & 72D

72, SIN & FHMEOWm T 2 b ST RN IR TE £,

*  Dwell Time (% 5~250msec (4500, 5500, 5500+, 6500, 6500+, 7500 >V —

) OFPHTHBBRESNET,

SMRMIZ., BEEHDBHIFEDRTE DA EMRMTRIE TES
MHERLEZIZOHFMRMIS OO av B, Bl vdwell timeD & EASTTRE,
= SINLEAREL T, #ERMIZKVIELLOQMD R TE A AT HE
BERICBELT IR D IS T RE

>T—SNBREN KD, BRI, NCVAELL D

B —F .
N RI—TINGHIZESD !

0sa I N
T Il

4.0

p
35
Time, min

0.5 1.0 15 20 25 3.0

29

Confidential - Company Proprietary

1.0



3.4.2 Scheduled MRM Method ?{ER%
<A Y v PAERFOEE >
Scheduled MRM % V> RiZiX Retention Time O{F#RAS B CF, SFATICFEAE T, % ]
E. TEMATZ2 30 L T, Retention time OMERZITUVVE T,

PEkdD MRM £— R CHEMAZTIE LET,

WIZEASE: L7-7—# % SCIEX OS @ Analytics E— R|ZT Results table # {Ek L
75

@ OORFERFIZMHEH L7z MS Method % B %, Apply scan schedule (ZF = v 7 % At
75

)
@

¥ Experiment | MRM hd

Polarity Positive hd Spray voltage 5500 vl ¥

Advanced Experiment Settings
-

Settling time 0 S ms Pause time 5 Soms High mass cooling time: 0 ms
Mass Table Apply scan schedule Apply sMRM triggering QO dissociation Simple .
Group Compound Qi Q3 Edit Dwell EP CE CXP Retention Retention Q1 Q3
D ID mass (Da) mass (Da) dwell time time (ms) | (V) (\)] ) time (min) time tolerance (+/- s) | resolution resolution
1 Group... Azamethiphos 1 325.000 183.000 100 21.0 150 0.00 30 Unit Unit
2 Group... Azamethiphos 2 325.000 112.100 100 51.0 150 0.00 30 Unit Unit
3 Group...  Acibenzolar-S-methyl 1 211.000 136.000 10,0 39.0 150 0.00 30 Unit Unit
4 Group...  Acibenzolar-5-methyl 2 211.000 211.000 100 100 150 0.00 30 Unit Unit
5 Group...  Azinphos-methyl 1 318.100 160.000 100 13.0 150 0.00 30 Unit Unit
6 Group...  Azinphos-methyl 2 318.100 132.000 100 210 150 0.00 30 Unit Unit
7 Group... Azoxystrobin 1 404,100 372.100 100 19.0 150 0.00 30 Unit Unit
8 Group... Azoxystrobin 2 404.100 344.100 100 290 150 0.00 30 Unit Unit
9 Group...  Anilofos 1 368.000 199.100 100 19.0 150 0.00 30 Unit Unit
10 Group...  Anilofos 2 368.000 125.000 100 420 150 0.00 30 Unit Unit

@ Import &7/ % 7> L. Update retention times from a processing method... % 5
ITLET,
& Results Table {EkRFD Quantitation Method #ER L Open #7 U v 7 L £,

Mass Table /| Apply scan schedule

Import compounds from a file...

Grou S Update retention times from a processing method...
D (Da)

Import compounds from a library... 3
Grou i £ v 00

Group... Azamethiphos 2 325.000 112.100
Group... Acibenzolar-5-methyl 1 211.000 136.000
Group... Acibenzolar-5-methyl 2 211.000 211.000

B oW N =
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® MRM * Y KIZ Retention Time [HF#GeAAEINE T,

Method duration 15 % min I Target cycle time 1000 S oms I sMRM Summary
Minimum dwell time 3 v ms Maximum dwell time 250 Soms
¥ Source and Gas Parameters
lon source gas 1 35 + psi Curtain gas 40 . psi Temperature 0 = TE
lon source gas 2 70 + psi CAD gas 9 -
¥ Experiment | MRM v
Polarity Positive v Spray voltage 5500 : v
Advanced Experiment Settings
Settling time o S oms Pause time 5 S oms High mass cooling time: 0 ms

Mass Table  ([EEEENNNNED +/| Apply scan schedule Apply sMRM triggering @ QU dissociation @ Smple

Group Compound Qi Q3 Edit Dwell EP CE CXP | Retention J| Retention Q1 Q3

ID ID mass (Da) mass (Da) dwell time time (ms) | (V) (W] (W] time (min) | time tolerance (+/- s) | resolution resolution
1 Group... Azamethiphos 1 325.000 183.000 100 21.0 150 |3.59 30 Unit Unit
2 Group... Azamethiphos 2 325.000 112.100 10.0 51.0 150 |3.59 30 Unit Unit
3 Group...  Acibenzolar-S-methyl 1 211.000 136.000 10.0 39.0 150 {571 30 Unit Unit
4 Group... Acibenzolar-S-methyl 2 211.000 211.000 100 100 150 {5.70 30 Unit Unit
5 Group... Azinphos-methyl 1 318.100 160.000 10.0 13.0 150 {5.03 30 Unit Unit
6 Group...  Azinphos-methyl 2 318.100 132.000 100 21.0 150 |5.05 30 Unit Unit
7 Group...  Azoxystrobin 1 404.100 372.100 10.0 18.0 150 521 30 Unit Unit
8 Group...  Azoxystrobin 2 404.100 344.100 100 29.0 150 |5.23 30 Unit Unit
9 Group...  Anilofos 1 368.000 199.100 10.0 19.0 150 (744 30 Unit Unit
10 Group...  Anilofos 2 368.000 125.000 10.0 420 150 (743 30 Unit Unit
n Group...  Aramite 1 352100 191.100 10.0 190 150 |s.8s8 30 Unit Unit
12 Group...  Aramite 2 352.100 57.100 10.0 43.0 150 [|9.88 30 Unit Unit

(T Retention Time tolerance DR EZ{TVVE T,
Retention Time tolerance |& MRM D7 — ¥ ZEf%9 2 K OME 2 EH L £,
Bl 21X, ERO X S 30sec DFE. 7T —7 /D Time (min) TEE
L 7B iy DY R £30 sec [l D7, £ D[y @ MRM JUIE 21TV £ 4

<y DIEHEFNZEE LRV A Y v REFAWTO D854 >

MRM detection window LT E 5 & HMEHAEZRMETERWIGENRH D £7,
WHZRSERE LT X554, Dwell Time 23 < 720 | JEE (SIN) BN TR 58
BNHY ET, @FIL, 30U ETHEMAT L L AHELET,

Tips : sMRM T Time (min) (Z (0] Z A7 5 & 2RfH CRIEL £,

® Target cycle time O EZITVET,
Target cycle time &%, EX® X 512 1000 msec D, EORREICKRTI SN D2
MRM k7 >3 3 > ® Dwell Time O& &2 1000 msec (2725 K 512, KRk
@ Dwell Time 75 HB/FHE I E T,
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11— H7=0 10 57—

© Apply sMRM triggering %
Apply sMRM triggering (% 1st Transition (FE&A 4 >) @ threshold %

HRA v N EBEELTEWEA R SR H 60 Uil o MRM
ST ATV, B — 7 IR TERAE., B —708/10 L R 5 lE2 RKEHICATHZ L %
HEE L 4,

==

AxX &

L%, (Optional)

%i‘ L/\

% @ threshold ##8 2 7= & %2, 2rdTransition (fERA A4 2) Z#HUGFLET, 2D
REMEBEZ WG E (=27 BHEBLL 2 WS
WD T, Dwell Time OEiRIICA Y 9,

* Expenment | MAM

Polarity

Positive v

Advanced Experiment Sattings

Setfling fime

Mazs Table

B2 EY®~nn s wm

E @

Group
D

Azamethiphos
Azamethiphos
Acibenzobar-S-._
Acibenzotar-S-_
Azinphes-methyl
Azinphos-methyl
Areaystrobin
Agenystrobin
Anilofos

Anilafos

Aramite

Aramite

Aldicart
Aldicart

1) A o Save > SaveAs #7 U

L] v ms

Compound
o

Azarmethiphos 1
Azamethiphos 2
Acibenzolar-S-methd 1
Acibenzolar-S-methy 2
Azinphos-methyl 1
Azinphos-methyl 2
Azcuystrobin 1
Asoonystrabin 2
Anilofos 1

Anilofos 2

Aramite 1

Aramite 2

Aldicark 1

Aldicarh 2

Spray woltage

Pouse time

o Apply scan schedule

al
rmass (Da}

325000
325.000
211.000
211.000
318100
38100
404.100
404100
368,000
358,000
352100
352100
208.100
208,100

3500

" Apply sSMRM triggering

a3 Edit
mass (Da)  dwell time

183,000
112,100
136,000
211,000
180000
132.000
372100
344100
199,100
125,000
191,100
ST.100

116,000
EN000

Dwell

R0AT

hamT
20006
26906
E5623

55683

0o
ne
ne
oo

CE

210
$1.0
390
100
130
20
190
1|0
190
420
190
430
1noe
200

Dynamic background
sublraction

High miass cooing fime:

Q0 dissociotion

CXP
w

150
150
150
150
150
150
150
150
150
150
150
150
150
150

Retention
tirme (min}
359
359
57
5T
503
5.03
521
521
744
744
980
928
3.28
328

?

Retention Primary  Trigger Q1
time tolerance (+/-3) trigger  threshold (cps)  resolution
B ¥ 500 Unit
0 I
30 v 500 Unit
20 I
30 ~ 500 Unit
0 v 1000 Unit
> -
0 ~ 500 Unit
5 I
30 ¥ 500 Unit
b I
30 v 500 Unit
0 -

v 7 LART AT TIRIFLE T,
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4 fEZHr (Explore £— K)

CDETERDHIL

= SCIEX OS software @ Explore &— F{Z DWW TR L £7,
7w T LARANT MVEB LR EEFRRT 5750, B O & O
DA L IEREZHEL TR LET,

Processing

A

Explorer

i

Analytics

33



4.1 SCIEX OS ¥ 7 b7 =7 Explore | T~ 72 H&RE
4.1.1 TIC Data DA —7> 7 ua~ N7 T LINEDANRYT M ILOERR
O SCIEXOS Y7+ =7 kit s Explore 227V v 7 LET,
@ A==2——® File LY Open Sample... Z&R (F7=Fva—rhy b7 A=
YEZTNZ Y v7) L, BHWO File 2B & £,
#¢ Training Ti¥ SCIEX OS_Quad Data_Example @ Projects 7% Data %%
L. GenOl.wiff ZPHNT7ZE0,

Select Sample *

Source: | C¥SCIEX OS Data¥Example 7500TrpleQuad Pr ~ | | Browse...

E-(£] sMRM July 12020.wiff2 ~

i #2-Blanks
¥ #3-5TD1-5
-y #4-QCLow-10
i #5-5TD2-25

Pd HE ACMadiem RN

@ WEMghoOPrO MU TE KT v 7 £ L-WEHEZ 7 o~ s 77 ANTER
Ty 7L, BEpEBIHLT A T 7V w7 LTHERLET,
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@ A==2—/3—0 Window 75 Graph Selection Window % Z&R L £,
@ Graph Selection Info Hif237. 5 EA3 Y £9°0 T, Show point symbols 71 = > %
IV THE TEARERA U NEBL I a~Y NS T ARKRRINET,

0N Pt Bt Show Onph  Preor BoTeslkit Wiedow  Hil

Fa e BARNTE W

TIC! E : | T berm E 2B ] 1 L.mc. 3,

@ELr - %-Lhw-anaAgdl -  BRIEODS i

b 5 8o T 1005, Exmnr 1, 6 EP-T0500 2 el P | ER0 3281 +
z

I e EFAS ol sasple - Flarcamd | (2300 / 228

At

T
et ]
saas |
e |
2064 {1
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5 £ E(SCIEX OS Software Analytics E— FiZ &k 3 ER)

CDETERDHIL

SCIEX OS Software ® Analytics &£— K TOEEIZOW TR L £,
Project ® SCIEX OS_Quad Data_Example NIZH DT —HFC hL—=7
HICHES LT — X 2> T-MEROIERZR Y, TEEHMWNE LI 217
WET,
fifi AR D @ MERE ORI LIS HEZ S L T TR LE T,

5.1 Results Table OfftE & fifthT

5.2 A Ao FRTIE

5.3 #atalH (Statistics)

5.4 Metric Plot DYERK & 52477 1E

5.5 MEEE—SCIEXOS THAHTEAEET VT Y XAIZHONT

R~ =2 T VD RV T A = OEESEICS>& £ LT, SCIEX OS @
Help # T2 72 &0,
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5.1 Results Table Ot & fE#T
¥ fENT A TED DRI EE~ = =2 7 /UIZHE > T Results Table #1ERk L TRIEL T
<IN,
% b L<iE, SCIEX OS_Quad Data_Example @ Project 75 EFAB_MQ4.gsession
® Results Table Z# il L £ 97, (7 — ¥ X EFAB.wiff 2 H L TIER L T\ ET,)

5.1.1 fRFEZN TV 5 Results Table %5 <

Project: SCIEX OSQuad Data_Example

@©  EiE _EE# O Results > Open 23R L 97,
@ Open Results Table session B2 & £3 DT, HAYD Results 7 7 A /L& IR
LT Open L%,

5.1.2 BRUICHWDRA » R &R, £RITE DD HiE
<BERIZHAVWOLNTWARA v RIS D8 IERE>

> Results Table 7> b O#EAE71E & M OFREHE A b OBIETIENH Y 7,

TRCREZ I3 SR Calibration Pane T4 27 U v 2 L, Show Excluded
Standards (ZF = v 7 Z AL TL 720,
<Results Table 7> 5 OEAVEH >
(D Results Table =T, BRAL72WRERARA > D Used DF = v 7 4 L ET,

<BREBRDORTHEEA D DEAETHE>

O BT DERA > b ETEZ U v 2 L, Exclude selected analyte 3R L £ 97,

@ FAY IDPREBERDOERASND EAEDLITRD ET,

@ TXTOMRM FT7 Vv a il onT, ™A v M EBEATL5A51F, Exclude-All
Analytes Z#E IR L TTF IV,

Calibration for Flonicamid 10y = 1495755 » + -T82.78203 {r = 0.09996, r* = 0.99991) (weighting: 1 /%)

Ted
el
Sed

ELE]
2e5
1e5

el

[ Exclude selected analyte

Exclude all analytes

Area

ZDHRA VN EBRSL

0.5 1o 15 20 2.5 30 3.5 4.0 45
Concentration (pph)
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<A SN TODRA ~ FZREFICED DBEFE>

> Results Table 7> 6 OEESTE LM EROFRBEHE O OFIELFIENRH Y £,

<Results Table 7> 5 OEBIEL >
(D Results Table T, &7 WEMAA > FD Used IZF = v 7 &2 ANFET,

<BREBRDORTHEEA D DEAETHE>
O EOWARA U PO ETHZ U v 2 L, Include selected % 3R L &£,
@ FA Y IPRERICEDONDEFHFEDLIZRY £,
@ T _TO MRM hr7 ooy g iimonC, "My MaEDH DI85, Include all
analytes Z &R L TTF I,

Calibration for Flonicarmid 1ty = 1499175 = + -612,21430 (r = 1.00000, ¥ = 1.00000) fwveighting: 1 7 )

[ Include selected analyte 7¢5 |
fied

el 4

ELE

2e5 -\
1ed 4
lel -

Include all analytes

Area

ZDORA - EB

05 10 15 20 25 30 15 40 45
Concentration {pphj)

5.1.3 B/ T A—XEMRET Dk
> ZIKTﬂE‘X FTlX Blank TE—7 D STV AEE, BE—27 & LGRS LW
BN T A= 2 BT D5 EE TR LET,

(D Results Table Hiifi4 _FE® Display the Peak Review 71 =2 7y L
T/~ NI L5 FRRSEET,

@ Peak Magnifier 7 = [{] #7 U >7 L, @RINTWH7 R~ N7T L (3
RanTWsrra~ 77 AF KEOKETHENLTWET) ZIERLET,
L —=27"Ci%, Halofenozide 1 (Analyte) ® Blank (Sample) Zi®{R L T 7=
S,

BEE vorvicos B [opeons ] o]=]X
Blank - Halofenozide 1 (Blank) 32.. ata\EFAB.wiff), (sample Index: 1) STD_0.05ppb - Halofenozide 1 (Sta.. ta\EFABwiff), (sample Index: 2)
Intearation frea: 356, Height: 1336e2, RT: 197 min firea: 43861, Height: 2.727ed, RT: 195 min
1.951
Minimum Peak Width 3 points 900 25000
Minimum Peak Height 100.00 800
5/N Integration Threshold | 3 100 20000
aussian Smooth Width | 1.0 paints 00
z F
Noise Percentage 400 H 500 I
Baseline Subtract Window | 0.20 min = o -5
Peak Spli 2 i oo
eak Splitting points
n 1970
Retention Time (f) ——————————————— 200 @ 5000
: 100
Expected RT 195 min
0 0
RT Half Windoy 300 sec 18 19 20 21 18 19 20 21
Update Expected RT No Time, min Time, min

@ NWNTA—HEEHEL, Apply%?)/ﬁbiﬁ“
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kL—=22"Tl%, Min. Peak Height % 100 7> 300cps IZZHE L TF I\,

. Manual Integration n

Integration
Minimum Peak Width 3
NS
Minimum Peak Height 300,00 Apply &
S/N Integration Threshold | 1 00
Gaussian Smooth Width | 1.0 points .
&
Noise Percentage 40.0 % 2 500
Baseline Subtract Window | 0.20 min = a0
Peak Splitting 2 points
Retention Time (RT)
Expected RT 195 min
RT Half Window 300 sec 175 180 185 190 195 700 705 210 215
Update Expected RT No + Time, min

@ E— 2713 LWV E CHFE S, Results table IC KBS LE T,
(& Results table ™ Area & Height ®fEN N/A (2720 . Modified ODMIZTF = v 7
SAY ET,
% Modified 1%, 3/ NT A =2 POV TN B T 2R LET,

Apply 7 U v 7%, IN/AJ 12729 | Modified (25
B AV NUE 3

rh 18 rows Filters:0 ' Qualify for B ilters *M 2l 20 ~+'d cH % E E l

Index | SampleMame ¥| Sample Type ¥ Component Mame v/ C°'¥;::“d v é:’o':'j:‘:'::‘e v Con::;:‘:“on | Area ¥| Height ¥ ‘e}ie;'ei"“s Modified 7|Used 7 c::cl:
b3 Blank Blank Halofenozide 1 Quantifiers Halofenozide Mya, Mya, MNya, Ifa Mya,
0 sTo_n.0sppb Standard Halofenozide 1 Quantifiers  Halofenazide 1.05 ERT I 95 ] 104
|15 STD_0.5ppb Standard Halofenozide 1 Quantifiers Halofenozide 0.50 440341 264975 185 =) 0.57
EN STD_Spph Standard Halofenozide 1 Quantifiers Halofenozide 5.00 3838419 2287314 134 =] 494
N 27 Blank Blank Halofenozide 1 Quantifiers Halofenozide MN& EXi 192 134 [} <0
I 33 STD_0.5ppb Quality Contral Halofenozide 1 Quantifiers Halofenozide 0.50 422451 248571 195 [} 0.53
I 39 STD_0.5ppb Quality Contral Halofenozide 1 Quantifiers Halofenozide 0.50 411919 241174 195 [} 0.52
N 45 STD_0.5ppb Quality Control Halofenozide 1 Quantifiers Halofenozide 050 417355 242730 195 =] 0.52
N 51 STD_0.5ppb Quality Control Halofenozide 1 Quantifiers Halofenozide 050 302861 225109 104 =] 0.40

Manual Integration u

Blank - Halofenozide 1 (Blank) 320.0 7 120.8 - (Path: DASCIEX 0§ Data\SCIEX 05_Quad Data_Exarple\Data\EF&B.wiff), (sample Index: 1)
: ) Area: W/8, Height: M/8, RT: N7 min
ntegration
1000
Minimum Peak Width 3 points 900
Minimum Peak Height 300,00 800
S/N Integration Threshold | 3 w
600
Gaussian Smooth Width | L0 points &
c 500
Noise Percentage 400 % £
= 400
Baseline Subtract Windaw | 0.20 min 200
Peak Splitting 2 points 300
Retention Time (RT) we
0
Eepected KT 1905 min 175 1.80 1.85 190 195 2.00 205
Time, min
T ann
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514 AEHLIHER AT A—IRELTNTOT —ZIZHEMT 2Tk
> 5.1.3 THB/\T7 A—F %R, Apply L7=% 7/ (Z Z Tk Blank) BISMZD

WTCTIHIEDORE G R T A—ZDEETT,
> HLOREZTXTOY U7 VICEH T 57-912i%, Update Processing Method
for Component OIENMEL L 701 F97,
@O Peak Review Hiff = T4H27 YV~ 27 L. Update Processing Method for Component
ZBEIRL £7,

Blank - Halofenozide 1 ¢Blank) 328.0 / 1209 - (Path: DASCIEX OS DatabSCIEX OS_Quad Data_Exarmple\Data\EFABwiff), (sample Index: 1)
Area: N/A, Height: NA&, RT: N/A min

1000 Copy Integration Parameters

I Update Processing Method for Component lh

Update Processing Method for Group

200

600

Intensity

400 Apply integration parameters to sample within a group

200 l Revert Peak to Original Methad :
W SRR \

0

175 1a0 185 1.90 195 200 2.03 210 2.15
wwwwww

WR%, &Yoo —21xt L, Wﬁbtﬁ YNT A =L THIRINET,
Resuls table - Area & Height, Calculated Concentration 73 F&EHH L 71228
DY ES,

@ Update Processing Method for Component (Z XLV, &2 TOH 2 FILHRFE L/3T A
— AR EINT=D T, Modified BlOF =~ 7 NEZ F7,

© ©

<l >

Revert Peak to Original Method : Apply Z17> CT/3T A —X % 5H L=,

EHFTO/NT A —=HITRT Z LA TE £, Update Processing Method for

Component Z &R HENZA N T,

FEy /3T A—H DT X, Process Method ##ifE3 2HTH ARETT,

@ M4 £ Process Method > Edit embedded method 7> & e 1Hi i % B
TET,

@ MBI T Results table )T 20T XTONT A—% (KRR
DEHMMFTRLRN T v a VOBRRGEDT) BT LI ENTEET,

@ BE LT-1%. Process & Close 7 U v 7§52 & T, ZDA Y v RAEH
S, TRCOMEPHFIESNET,

@ offline R

Edit embedded method...

Save embedded method as...

B 0E ...
Open...
Recent methods 3
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516 AR LIEE—IMENN T A—Z L ERMBITHA Y v F (Processing Method) ~
RAFT 2 ik
> 5.1.4 TEHELEED/ X7 A—21F, EEMITH A Y v K (Processing Method) ~
HBHIZRFSNFEFAD T, T%T?Té DHEENIRNE I IZLTFE,
(D Update Processing Method for Component % L < |% Edit embedded method %47

@

5.1.6

S 721 . WA D Process Method > Save embedded method as Z &K L £,
Save As HE N FERENFE T DT, File name |24 R Z 11 T Save TIRIEL £,
EEXRAELAETT,

@ offline

Edit embedded method...

Save embedded method as... l‘_

MNew...

Open...

Recent methods 3

TFHI T — 7 2%k =t % 51k (Manual Integration)
FHEITE—7 2 584121%,. Manual Integration Mode % L £97,

Peak Review [ @ Enable Manual Integration Mode D7 A = > %
27Uy 7 LET,

R TLRBOEN—=AT A U ZGINWT, BE—7 2T E T,
Manual Integration % Ffii L 72 &*— 7 22\ T, £ Diték (Manual Integration)
DF x> 7PN ET,

Iqﬂ +/| Manual Integration E

Apply STD_0.5pph - Flonicarmid 1 (Standard) 230.0 / 2028 - (Pat.. OS_Quad Data_Exarnple\Data\EFABwiff), (sarmple Indesx: 3)
Area: 65577, Height: 36117, RT: 1.02 min

Integration
Minimum Peak Width 3 pints #5000
Minimum Peak Height ~ ||00100 S0000

S/N Integration Threshold | 5
25000

Gaussian Smooth Width | L0 points
Fa
Moise Percentage 400 % & 20000
. : e : =
Baseline Subtract Window | 0.20 min 15000
Peak Splitting 2 points

10000
Retention Time (RT)
5000
Expected RT 1.02 min

- - 0
RT Half Window 30.0 sec 0.80 0.85 0.00

Update Expected RT No w

ZOEAMEEZ L% TH . Manual Integration O F = v 7 44, £721E
K27V w7 DA=a—n5 Revert Peak to Original Method %3®IR4 25 Z L2 X
D, TOE—7RICRT Z DB TEET,
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5.1.7  Results table ®F /~iXE (Table display settings) #=Z& W3 % 5k
> Results table DETRREXZLLT HZ LNTE LT,
O Results table & A D
More > Table display
settings % R L £ <]  Process wethod + [
@ Results Table Display
Setting BE A % £ 9 DT, @8 a8 [ore X0
. Table display settings... I{—
Results table (2R #7720 “E;‘?““"" 7| Modified 7| Usi I .
ime Recent Table Settings 3
I8 1s1 z -
AH® Visible (2F = > 7 & Add custom column...
AL FE T, Number Format T |10 B i
IR, FREEOR IR E
DODFRERELF LEd, # Results Table Display Settings X
ﬂ—_\..a— 5 /J\ﬁ‘ﬁu —Fa)ﬁ]—‘iﬁ %_) % Project: SCIEX O05Quad Data_Exarmple
Showe and hide specific calumns inthe results table
E-’C“% i.@r—o Column Groups:
B - A LA
— s P B = Column Name E | Visible | Number Format | LIS Supported ‘:
ﬁ]‘@ui@,fﬁ&i‘ T 7 Accuracy 0.00 ‘E
}]/@:)\jj 45,%7,]—_\' é htﬁb \71‘:‘ cj“( Accuracy Acceptance ] [ —
e e Acq.l.\n.e.thod Mame . =
fcﬁ < N /Eiﬂ-l_ﬁ L\— %_) }iﬂﬂ% é jVL Acquisition Date & Time =
Actual Concentration 0.00
T A, Bdduct / Charge B B
R 17« Area 0
@ ZEHELTOK%ZZYv7LZE gt =B &
\@——O Area Ratio [} 0.00020
Area Ratio of comparison [7] | 0.000 1}
Asyrnmetry Factor [ 0.0
Barcode [}
Baseline Delta / Height [ | 0.000e0 B
Calculated Concentration 0.00
Comparisan [} (=]
Component Comment [} (=]
Component Group Marne [ [l =
Sawe as project default settings
<Al >

Export TE/E L7z Table display settings # &7 CX £9, F7-. Export THRIF
L 7= Table display settings 7 7 - /L% Import Tt AP Z & TEXET,

Save as project default settings ICF = v 7 Z ANV TOKZ 27 Uy 7 35L&, Zh
PAFE, HTHRAVER & 415 Results table (Zxf L THIED Table display Settings D% iE
DI S AVE T,
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5.1.8  FHI/NT A—FROREHNL, MEROEH DY EZ LTS 2 I51kE
> FGNT A= ZRRERAL, MEROMEHONMRE L LR T D5 ENTEET,
ILSHMT DHH53 /3T A —Z RREHRAL 2 B0E L TR < L8R T,

@ EiE _E# D Projects > Project default settings 23R L £,

Project SCIEX OSQuad Dat_Example IZ

Default

wer
v SCIEX O5Quad Data_Example

él Project default settings... I

Project secure export settings...

Enable project medified peak warning

@ Project Default Settings FHifi23FH & £ T, Quantitative Peocessing MM % 13
WLET,

@ Integration ®IEH T3/ T A — & OFHES°, Units & Calibration Defaults ™
T H TR BN B O EOYIMIREEZEE LT, Save 7 Vv 7 LE
R

> . - !
Quantitative Processing Set Project wide defaults for quantitative processing method parameters

—_— ‘ Integration Default
Qualitative Processing regration Hersults

Integration Algorithm MQ4 v

Integration

Minimum Peak Width 3 points
Minimum Peak Height 100.00

5/ Integration Threshold | 3

XIC width 0,70 Da
Gaussian Smooth Width 10 points
MNeise Percentage 40.0 %
Baseline Subtract Window | 0.20 min
Peak Splitting 2 points

Retention Tirme (RT)

Expected RT Q.00 min

RT Half Window 30.0 sec

Update Expected RT Mo v
Report Largest Peak

Units & Calibration Defaults

Concentration units ng/mlL

Regression parameter Area W
Regression type Linear %
Weighting type 15 v
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5.1.9  Peak Review DR H{E (7 o~ 7T AOHH) #2855 51k
D Peak Review [#f A _E® Options > Peak review display settings %8R L £79°,

Covons___ JE LX)

STD_0.05ppb - Flonicamid 1 (Standard) 230....Examp|e\Da|t {__Peak review display settings.. |
Area: 6884, Height: 3014, RT: 1.02 min

AL0L v Fill peak (XIC and spectra)
3500 B

3000

@ Peak Review Options B NFRINET DT, RARFEOREEZITV, OK %7~
Vw7 LET,

<Afie >
%1 Number of rows, columns : - T 257 v~ M7 T L5 (fE, B
%2 Overlay: 7 v~ N/ 7 AOEREX OHRIE
%3 Highlight active graph using : FRIRTIIEA T £ HA)
¥4 Zoom time axis to view peak : 7 7~ F 7T LD X EiDOYLRKFR DK E
%5 Zoom intensity axisto : 7 B~ ~ 77 LD Y #iDOFR R FIEDKE

< Appearance ¥ 7 > <Zooming ¥ 7>

Peak Review Options

Humber of rows: R +/| Zoom time axis to view peak >:<4

Peak Review Options

Appearance Appearance | Zooming

Humber of calumns: >.<1 2 v - 3 RT Windows
Drerlay: >:<2 Zoom intensity axis to; >:<5
Don't owerlay v () 100.0 percent of largest peak
Highlight active graph wsing: >:<3 10.0 times the baseline height
Bold. italic title and grey background v 200,00 cps
Mark expected RT with arrow 1000.00 tps, o largest peak

When overlaying:
| Zoom y-axis using owerlays v |
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5.1.10 fEE®DOZr~ 77 2L0W5FEx (XIC Side by Side)
> [LEOYV T INVEITE—27 @ Intensity & T AR L E3, &K 6 @D
YTV BRI D LT,
@O Peak Review [HiE A L View > XIC Side by Side Z 3R L £,
options o] x]

KIC

v
STD_0.05ppb - Flonicamid 1 (Star
Area: 6884, Height: 3914, RT: 1.02

BLwiff), (sarnple Index: 2)

3500

000

Acan —

@ XIC Side by Side ND& T NZ T U inbHET 58 0 7V AR TS IZE W,

v ~Ropions__+]0]

1: Blank v 12: TapWater v 6: STD_0.5ppb v 13: TapWater_0.5ppb v
Blank - Flonicamid 1...f), sample Index; 1) || Tapater - Flonicami.., (sample Index 12)  STD_0.5ppk - Flonica,.), (sample Index: ) TapWater_0.5ppb - Fl.., (sample Index 13
Arear M/A, Heightt NAA, RT: NAA min Area: 137, Height: 106, RT: 1.12 min Area: 18903, Height: 42631, RT: 1.02 min Area: 79388, Height: 42634, RT: 102 min

40000 40000 40000 40000 Y020
30000 30000 30000 30000

=y ey E= =y
20000 I 20000 I 20000 & 20000
5 5 = 5

10000 10000 10000 10000
1122
0 0 . i e 0
1 10 10 L1
Tirme, min Time, min Time, min Time, min

<>

XIC Side by Side ®7 v~ 7T LOFTREEEE T HERT, 51.9 2R L T ZE
A

5.1.11 Results table THE D Sample Type DAHFKR I 25 ik
> Results table T, 5E® Sample Type DAFRIEDHZ ENTEET,

(D Results table ® Sample Type OIEHH % DAHED "_“" Uy s L, RIEZD
Y TNVOREBEICT =y 7 ANET,

‘L 100f18rows Filters: 1 U

Index | SampleMame 7| Sample Typel Yanpnnent Name 7| c“';;’::“" ¥| MassInfo ¥ ISNan @
e — - = H__/\
31 | STD_0.Sppb Quality Contral 1 Clear Filter 0.0/202.8 (Mo 15 >.< i"%/ S 75_2 ?6 & G\_ )j:'t"g)‘i},j{j\ 6j: N
| HRL AL .
D STD_0.5ppb Quality Contral 0.0/7202.8 (Mo I5)
L [ Standard . o
| STD0.5ppk Quality Centrel [ Blank 0.0/2028 Mo 19 Clear Filter 23 &R L * "9"0
49 | STD_05ppb Quality Control [] Double Blank 0.0/ 2028 (Mo 1S
[ s5 | STD_0.5ppk Quality Contral Quality Control 0.0/ 2028 (N ISy
— Unknown
|73 | TapWater0Sppb | Quality Conteol Esmm 0.0/ 2028 (N 15
79| TapWater 0.50pb | Quality Control 0.0/ 32028 (N5
|85 | TapWwater 05pph | Quality Contral 00432028 oIS
| a1 | TapWwater 05pph | Quality Contral 1042028 oIS
|97 | TagWater bppb | Qualiyy Contrl 0072028 e)
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5.1.12 Results table D ~¥x D FFikE
> Results table I[CE RSN TWVWAHEIHHOW RN TE £, BEZ /NI WIEIZ
W20, HAORRIAZI R X5 Z EBAHETT,

B4 BT O~ 2

@O Resultstable ET, W~AKEXTVIIOEBZ 7 Uy 7 LET, BRLISIDE RIS
AR LET, BUEDS B RBRICIEASE D 2 ENTEETS)

*H :H 2 A=l

& Qualify for Rules Filters

Ssmpiepe ¥ OB g Cmpod | Component - hewd
Blank Halofenaozide 1 Quantifiers Halofenozide [AL
Standard Halofenozide 1 Quantifiers Halofenozide 0.05 1.95
Standard Halofenaozide 1 Quantifiers Halofenozide 0.50 1.95
Standard Halofenaozide 1 Quantifiers Halofenozide 5.00 2287314 1.94
Blank Halofenaozide 1 Quantifiers Halofenozide A8 192 194
Quality Control Halofenaozide 1 Quantifiers Halofenozide 0.50 248571 1.95

@ Results table ®45 EiZ& % Sort selected column from smallest to largest (5-JI6)
74 =2 B . £721% Sort selected from largest to smallest (IIE) 71 = [ %
7V oI FTHEWRFEINTEET,

3@ Removes any previous sorting 7 =2/ =] TRIREET,

@ Qualty for Rules Fiters | (I 5@
Component < Compound Component Actual | Area ‘off Retention _

(| SpRURR Mame Type Group Name Concentration REEEIR = Time
Blank Halofenozide 1 Quantifiers Halofenozide SR 11 2.00
Blank Halofernozide 1 Quantifiers Halofenozide R 214
Unknaown Halofenozide 1 Quantifiers Halofenozide [, 1.97
Blank Halofenozide 1 Quantifiers Halofenozide SR 1.97
Blank Halofernozide 1 Quantifiers Halofenozide RN 1.94

HHEH DI ~E %
Results Table FC, W~z 7-WHEHAZZ Y v 7 LIzEF,. BE#ISE-WIGET~F
T 7 LET, BEIELOBRIZEWRANERINETOT, BHADLEATT RE

v 7 LET,
& Qualify for Rules Filters A . Ji . “C. I||\. C.H, . o E E E
Area W
| Component Compound Component Actual . Retention
SIS MHame N Type Group Mame Concentration 3 a2t 0l Time
Blank Halofenozide 1 T Quantifiers Halofenozide MN/&, 136 1.97
Standard Halofenozide 1 Quantifiers Halofenozide 0.05 27274 145
Standard Halofenozide 1 Quantifiers Halofenozide 0,50 41 264975 145
Sandard Halnfanmida 1 Miantifiars Halnfanaride 5N ETETIEEN o7n7v1a 104
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5.1.13 Results table =7 /L TiHAIAD DN E L THIT 2 HiE

>

Results table # 7 % A2 NMEXTHNTAHZ LN TEET,

@O MifEA LD Reporting > Export results > Export and save Results Table % #&4R

LET,

S T— 0 T O T O

lesults Table (EFAB_QaTl_MQd.gse

Create report and save Results Table...

Export and save Results Table.., I

== Results Table — Metric... Export MarkerView Peaks List 3 E
Component Compound Component Actual Transfer results to LIMS... Calculated
K q . Accu
Name Type Group Name Concentration Concentration
Print »
Halofenozide 1 Quantifiers Halofenozide AR <0 [T

)

=

Export 2358 & £ 90T Format, Columns, Rows O&IEH TH T A
TEREBIRL, OKZ27 VU v 7 LET,

@ Save As 23X E O T, BR{FT 55T, File Name # AJJL Save 7 VU v
7 LET,
<AiliE>
Format : Format
Use dot () as decimal separator - * zse dot(‘)as:m:al.seplaram
3e COmma as decima separator
IR EFIE Ry b () BFEHLET,
Columns
Use comma (,) as decimal separator - Export ol colurmns
/J\ikﬁ_iga%cj: = :/.,\7 (, ) %,fjﬂi‘)zﬁ Li‘a‘o @ Export only visible columns
Rows
@ Export all rows
COlumnS . Export anly currently wisible rows
------- 1
Export all columns - 3EFREAR>TNAEAE | B I T
TRTHDEINET,
Export only visible columns -+ RARINTWDHHEHAOA M SLET,
Rows :

Export all columns -+ FERRFERS>TWAHEHEA ST XTHAINET,
Export only currently visible columns - BERR IV TWHIHHE DA M) &
FI, TANE ) o TICE o THETRIZR > T HHEBITH I S EE A,

SEMIIT Export B4 F o Help & B 72500,
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5.2

®

A A DFIRITIE
A F D ERERY 7 u~ N T A FICETRTHZ LT, BRTHBEICHERL,
B DY E N FIREIZ 72 0 97,

Results table % P &, MHimA LD Process O Offline R
Method > Edit embedded method % &&#R L

I, -

ss Method +
Edit embedded method...

Save embedded method as...

Modify Method M A = x4 o <, B e,

Components O % R L, Group #lZ 7 /L— Open..
Recent methods 3

THE NI LET, T

[MQ4] Modify Method

Workflow

s

Select or verify the analyte and internal standard names and r

St (mport v ] Export

Integratlon Row s Group Name Pr:::::?éi?l
» 1 [T | Flenicarnid Flanicamid 1 230
T 2 [T1| Flanicamid Flanicamid 2 230
Calculated Columns R [71 | Halofenozide Halofenaozide 1 329

Flagging Rules, % 7 V 7 L .Ion Ratio Acceptance %27 U » 7 L $£79, Tolerance
(%) OB EN/20 EFT DT, A4 HOFRMEAE AT LT Process & Close %
7V v 7 LET,

Workflow

Define a rule to flag results in the table.

Components / AddRule ] Delete Rule i

Integration Rule

Formulas or Columns Used in the Rule

lon Ratio Confidence

r

vd Accuracy Acceptance Accuracy
Calculated Columns ) .
V| Concentration Acceptance Calculated Concentration
Flagging Rules ] Integration Acceptance Quality, Asymmetry Factor, Total Width, Retention Time
Workflow € Accept changes and retum to Flagging Rules
Components Configure the confidence levels for the ion ratios, as applicable
. Rule name [IGARSHIOTACEEpTanCcE
Integration
® Constant Tolerance Flag ion ratios if the «
Variable Tolerance @ \slue for all o
Calculated Columns v A Value for all co
Acceptable Marginal Unacceptable .
Qualitative Rule - " - < 5 P Lower limit
Flagging Rules 3 % Difference % Difference % Difference
Constant Tolerance < 20 < |40 >z a0 Upper limit
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@ 7 n—7fr &+ 7= Components ® 2 FHUBENEMA 4 & L TR I,
Results table BNHEE X1 E 9, Results table @ Ion Ratio OMHIC A A Eeds,
Ion Ratio Confidence DRI FFAMEAN NG NOHIENF R INET,

rows Filters:0  CQualify fo

pd BEY BEY WY B |

NN BB 8 [vore _ ~ ] X]

Ion
C C d C Actual Retention Calculated
P p P - q a q
Name 7| Type | Group Name Concentration T| Area 7| Height 7 Time 7| Used 7| Concentration 7| Accuracy 7| Jon Ratio || Ratio Confidence
Halofenozide 2 Qualifiers Halofenozide NS 1533 481 186 0,01 [P 4,37 [ ]
Halofenozide 2 Qualifiers Halofenozide 0.05 5245 33T 195 0.03 92.62 011 v
Halofenozide 2 Qualifiers Halofenozide 0.50 54504 33118 185 0.54 10812 0.12 v

(® Peak Review W ZF L FE7,
Peak Review i 47 - Options

> Peak review display settings %

STD_0.5ppb - Homple Indes: 3)

[opions - OS]l

Peak review display settings...

Area: 54504, He...8, RT: 1.95 min

30000 «I ﬂ\l,gm

® Peak Review Options H[H N F /R I ET DT,
Appearance ¥ 7 @ Overlay T Qualifier and
Quantifier with Ion Ratio Lines Z#&4R L C OK % 7
Uy 7 LET,

@ FEMAFrOIra~ T T HIA A HOFFAF
ERTMPERINET,

Intensity

100
0

+ @ Blank - Halofe...mple Index: 1)
Area: 98, Heig.... RT: 1.96 min
1non -

900 -
900 -
0 -
600 -
500 -
400 -
300 4
200 47

+ @ STD_0.05ppb - ..ple Index: 2)

Intensity

Area: 5245, He.... RT: 1.95 min

25000

20000

15000

10000

s000

Intensity

250000 A

200000 4

150000

100000 A

18 2.0

Time, min

¥  Fill peak (¥IC and spectra)

Peak Review Options

Appearance

Mumber of rows: 1 v
MNumber of colurmns: 4 v
Owerlay:

Don't overlay v

Don't overlay

All components for group

Analytes and 15's separately for group
Internal Standard with Analyte

Qualifier and Quantifier with Ion Ratio Lines

+ @ STD_0.5ppb - H...ple Index: 3] + @ STD 5ppb - Hal...ple Index: 4)
Area: 54504, H..., RT: 1.95 min

Area: 495252, ... RT: 1.94 min

2000000

1500000

Intensity

1000000

500000

18 2.0

Tirre, min

<A >

Results Table ®

AN

Ton Ratio <° Ion Ratio Confidence 7' Results Table (2R S WEEIE, [5.1.7 D
EEZEES HIE] 5L, Table display settings [ T
Ton Ratio =° Ion Ratio Confidence DIHHIZF = v 7 Z AN TL 72 E W,
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53 (LEOHFHORTIE
> (LEOHFRZRES 5 LT, #EDANIIEE B CIBICEES 5 2 &8
TEET,

> B NEBEEE (IS) DOmFEOZLE) 2 5F M L £,

O© i BB Results > Open ##R L, BEfF?D Result Table # &~ L £ 7 (sulfa

curve.qgsession),

@ ofiline R

Edit embedded method...

Save embedded method as...

Open.. ] :
[ 8 New..

Recent results 3

© WA =D Process Method > Edit embedded et et ,
method Z 3R L E 9, T
@ Calculated Columns #27 V > 27 L.
Add Formula z7 U v 7 L £, Workflow e custom fomul £ use i fscging e
@ TREBEIC, AN EREETOES, | oo €)

Integration Create Calculated Column Formula Name

Open...

[MQ4] Modify Method

Formula Name : ISTD variation
. : 100*[IS Areal/ MEAN([IS Areal)

Sample Type : Standard Flagging Rules

Calculated Columns  »

[MQ4] Modify Method

Workflow € Accept changes and retumn to Calculated Columns X Discard

Components Use the calculator to create a new formula.

Formula name | 1STD variation @

- 100*[IS Areal/MEAN([IS Areal) @

Integration

Calculated Columns ~ »

- - - m FriTne PR
. COUNT MAX STDEV ) following sample types:
Flagging Rules End Time at 5%

End Time at 10% Unknowns

Expected lon Ratio

Expected RT Only if the sample name centains...
_ ot @ | ¥ snaares

Fragment Mass

- - Height Dty 1 the sample name contains...
Height Ratio ace
Injection Velume ) _
Treat "N/A" values as  Error - Integration Acceptance Only if the sample name centains...

Integration Type

lon Ratio

lon Ratie Confidence

1
\ 1 Actual Concentration
1S Area

IS Area / Height

15 Baseline Delta / Height

1S Comment

15 End Time v

o]
® Fragging Rules #7 U v 7 9% & Warning BERINFET DT Yes ZUNE T,
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® AddRulex7 Vw7 L. FR&ZE|IZ, A&

Rule name : ISTD variation

Flag a results columns : ISTD variation

[MQ4] Modify Method

Workflow
Components

Integration

Calculated Columns

Flagging Rules 4

Rule name
Flag a results column

Flagging criteria

pt changes and retum to Flagging Rules

ISTD variation
ISTD wariation

Range

X Discard

Step 1:

Walue for all components
Lower limit | 80

Upper limit | 120

Define the values for the flagging criteria

Value:

By cfmponent

per component type

v

RE %

GUAES

Step 2 Apply the values to the following sample types

+/ Unknowns

Only if the sample name contains...
Standards
Cnly if the sample name contains...

QCs

Only if the sample name contains...

Blanks

Treat N/A values as:

Error

Type comma sepat

Type comma sepal

Type comma sepal

Process & Closefl Close

@ Process & Close #7 VU v 79 % L Warning NERINFET DT Yes 2 RONE T,
Results table 23 F 3 &£ 9, Results table (21X ISTD variation OHHN BN &
v, IS EHREDOEEZHOWTIHFRMEANAD L DIIANA T A FENET,

rh 7 rows | Filters: 0 | 8 Qualify for Rules Filters Al 2
Sample Sample Component Compon... Component Actual Retention ; Calculat... *ISTD
e Name | Type ¥ MName v Type | ElmE Group Name Concentration i Time | | concen.. | B [ variation
1 blank Blank 251.2/108.2 Quantifiers  |311.2/156.3 N/A 44 1.87 0.07 N/A 17.066
I 4 01 Standard 251.2/108.2 Quantifiers |311.2/156.3 0.10 411 172 0.09 91.42 104.051
| 7 1 Standard 251.2/108.2 Quantifiers  |311.2/156.3 1.00 6115 17 1.08 108.19 67.497
| 10 10 Standard 251.2/108.2 Quantifiers |311.2/156.3 10.00 63021 17 10.05 100.52 105.932
| 13 100 Standard 251.2/108.2 Quantifiers |311.2/136.3 100.00 548132 170 99.28 09.88 92.520
| 16 Samplel Unknown 251.2/108.2 Quantifiers |311.2/156.3 MN/A 21144 170 0.44 N/A 1276.339
19 sampled Unknown 251.2/108.2 Quantifiers |311.2/156.3 N/A 256285 1.67 0.39 WA 10631.348
[MCH] Poak Rrview (pulfs cunve quescion]
Be & —— N T I 62
bisck - 31120 156 [saeoghe Indc 1] 01-301 271563 (sampls ladeie ) V- 310201563 (.. (sample indes: 3y 10-J11.2/ 1563 .. (saerghe Indasc 4) 100~ 31121 1563, (asergh Inda 5 2/ fenmpie tedec 5 [Rampe 31127 (avgle ex 11 |
dven: 134, Hoight Tl RT: 343min  ves 13010, Heig_Ted RT: J4Gmin  Avew 12191 Heig. Bed AT J48min  Aces: 12245 e B RT- 24Gmin  fres: 11968, Hewp. el AIT: 348 mis) i ek AT 14T mn  |ives 1329308 He 65, R n
w 200
- o Ym0 y [yam 00 Aan 500 3am 0000 1an oo
3600 1
a0 1500 000 00 o0 i e
Y 000 300 500 A
i =0 250000
) q 0 S : f 2 S |
P o §F L ' ' § o
= S T e oo = mm R L e
e 3 000 1000 100000
finid 000 ! 1000 100000 |
w0 e w0 e ! ) i 50000 i
" e B Py P . [y S Y — S o IL !
5 15 45 25 35 45 25 a5 45 25 35 45 25 35 45 25 35 45
Time. min Tirrw, mran Tirrw, man Towm, run Tarm Tierw frin

ZAUZ XY, Unknown T#H 5 Samplel I3 L2 @ IS O fEL Standard (2L
RTRENWT LR TEET,
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5.4 WEFEE (Statistics)
> Results Table @ Statistics #REA T 5 Z & C, M HEAEIT I D L TX

7
541 PIME, R, CVE (%) OFFE LT 0z O Offline
@O WA _EO View > Statistics pane Zi®{R L £7°, ﬂ [ Process method v %]
@ Statistics Pane 7&K/ R 341 £ 7, Statistics Pane I - Zi;::: :“;me
# @ Group by Concentration for Standards % 7 U ﬁ -1
v 7 L. Group by Concentration for QCs % &R L Raset lavout Arulated
£75

% EREUAMz Y. “Sample Name 23[FE—" 7> “Standard & L <132 QC” O#EIEE %
FRIEDHZ ENAEETT, 723, Sample Name X° Compornent Name D2 H %
Results table 7> 52 AJGE T,

“1 || Group by Concentration for Standards v [l Calculated Concentration v E

R Component Name | Actual Concentration ‘ MNum. Yalues Mean | Standard Deviation | Percent CY | Accuracy | Yalue #1 |
1 Halofenozide 1 0,05 lofl 0.04 NA& NA& 28,17 0.04
2 Halofenozide 1 0.50 lofl 0.57 NAA NAA 11301 0.57
3

Halofenozide 1 5.00 lofl 494 [ NFA, 98.82 494

@ Sample Type 7% Quality Control (272 > T\ 2[R CIRE DY > 7 /-2 T, Mean
(F¥E) . Standards Deviation (BE¥#E{F =) . Percent CV (CV fE (%)) . Accuracy
DB RRRSIET,

Row | ComponentMame | Actual Concentration | Num. Values | Mean | Standard Deviation | PercentCV | Accuracy | Value#1 | Value#2 | Value#3 | Valuetd | val
V1 Halofenozide 1 150 100F 10 150 102 203 90,06 153 152 152 .40 152

@ Statistics Pane A A F® Calculated Concentration 27 V v 7 5 & Area X
Height TORRERICERE T 52L& TEE T, Area X° Height OGEIT.
Accuracy OYENIRRINEHE A,

<dHE>
ZOBEEEIT O T-I2iE, R U (Actual Concentaration) ¢ Standard %7213 QC ®
VTN D T LSBT,
@i TlX, Results table FIZ[A UREE D Standard 28 1 D L7722\,
Standard Deviation, Percent CV (X N/A TR RSN TWET,
Value # % Results table D4 % ODENEK xS E T, Results Table T Used O F
x v 7 BAML T DG EIERE RIS S 7e 72 Num. Values (25 £
T, Value #OBUEIZI Y 1 LAY £7,
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5.5 Metric Plot DAERK & F297 /5754
» Metric Plot ®#2/EIZ L V. Results table FOEED —SOfEIZDOWT, T 7%
VERT A Z EMTEET,

@D Resulttable - THill X#h) ICREL- noEaEE Poe 121X}
WIEHZZ U v 7 LET, Ctrl F—& M LA , B em— ,
el (Yl [CERELZWHEZZ Vv 7 L
F7, BRLIAIDFRICKELET,
(K7 %A F Tl X#HiZ Height, Y #
(2 Area ZfEE L TWET,)
© Results table [Efif7 D More > Create
Metric Prot with new settings %% L
R
@ Metric Plot Pane 3%/~ S £ 7, Metric
Plot Pane £ £ ® Options > Regression %
HIRLET,
Regression M 2350 & £9°, MEM & FEIC, BIEORESCEA ST ERRETE
%9, Regression Type = Weighting Type ##5E L COK %27 U v 7 LE7,

Add custom column...

Add samples...

Set 'Used’ / 3

I Create Metric Plot with new settings I

Create Metric Plot with saved settings 3

Fegression Type: Linear v
-
v Display "N/A" a5 0.0 Weighting Type: | 17x v |
Show 58I’T’Ip|E names Include deviation lines
Show legend B std devs, Multiplier: 2.0
Use percent Y-axis Percent Deviation: t a0
[ ok J concel ]

Loptions ____+ ]2 ] X

Haloferozide 10y = 167157 x + 16.66486 (r = 099981, r* = 0.99962) {weighting: 1/

def A

2efi

Area

1ef

2025 40e5  60e5 805 L0ef  L1Je6  lde6  Lbes  Lies  20e6  2.2e
Height
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5.6 2R —SCIEX OS THEMATE 2 E&ET /LT Y XAITDONT
> SCIEX OS @ Analytics E— R TlE, SHEEOEET VI Y X L&HATEBY, &
NWENLLTD LD M 3 dH 0 £,

v MQ4: —RHIZB Ll b T L a3 ) XA TY, Analyst Software @ Quantitate
Mode T® IntelliQuan TEH S TWA MQII 7 /LT Y X ATHEWT /LT Y X
LTT, KT7TFABMTHHL TS Results table (EFAB_MQ4. gsession) %
MQ4 7L TY ALZAEH L TER L TOWET,

v AutoPeak : fEHEL 2 P BHEE L - — 7 ETVICESE E—J HEAERD
F 9, Saturation Correction HEAEN & U . MS O HZFDOAIFINC X 5 EMRED
RN T —H T CRIET HZ ENTEET,

v' Summation : TREREIFRICIE T2 -7 NHDGE. BEIMIZE— 7 miE
PHETATNALITY XATT,
GLP fiiz% COFHITEBTTHO L TEBY £ A,

Vi & LCiE, @EIL MQ4 THENT L., MHERO/F7e 82 MIE L7-WiEAIT
AutoPeak ZBEIHD L TWET, (Summation DAL, @HEBTTOLTED F
HA,)

¥ KT NT Y XAOFEMIZOWTIE, SCIEX OS @ Help # Z& < 7280,

57 ERTLTY K ADEI K ]

@© ® mw E# @ Projects > Project default Bemple [ R

— Default

settings Z 3R L £ 7, W cr

v SCIEX OSQuad Data_Example

#I Project default settings... I

Project secure export settings...

Enable project modified peak warning

@ Project Default Settings i 235 & F 97,
@ Quantitative Processing MIH%Z E&4R L, Integration Algorithm % 7 /L X7 D
HIRL T, Save &7 U v 7 LET,
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5.8 LaR— b OERE
ERmREAZLR— N LTH TS HE

> TEEAEREZ Word R PDF O LAR— e LTH T2 N TEET,

[EE]
K RNR=UgNlLoT, 77— FOHENRELRD ETOT, TOHOITEALES
U,

3¢ ML Reporter Manual 2 22 i< 7230,

X AEEDOLVAR— T 7 b— MIBFETERNZLET, ZHLOBEREIT,
BRELYVZRBEVW-ZLETOT, Bt R— FA~THERK I,

(D Resultstable Z & 9, =R ELELMATHEIT, LTIREFELELT
TEEW,

@ T _EEBO Reporting > Crate report and save Results Table 23R L £ 7,

@ Create Report Hfi 23 F /R SUE T O T, Template Name D7 /L2 7 > CTHIIZH
ST LVAR—= 77— FEBIRLET,

@ Report title ® Browse 7 U w7 L TT7 7 A WVELD AT EARAFHARIRL £7°,

® Create &7 Vv 735 & LR— MPMERRSIVET,

@) offline § Create Report

Generate a report using o predefined template and specified logo Template View

I [Template name ® | Calibration Curve v |

Template description

I Create report and save Results Table...

® Export results " " " .
H E Report showing File Inform ation, Statistics Table
Export MarkerView Peaks List | = (standards) and Calibration Curve for analytes, 1
page per analyte,

ual Transfer results to LIMS... tal
itra nct

Report format @ Word PDF CEW HTHL

[Report title @ Calibration Curve_Report_2018_05_17 165643 [ Browse.. | ]

Create an individual report for each sample
[Recommended for large reports; Report tities will be

appended with sampls reference)
® [ciose
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<A >

T 74NV DO LVKR—KFT 7T L — b2, C¥ProgramData¥SCIEX
¥Analytics¥Reporter D 7 4 /L X\ RAF S TVET,

% DO, https://sciex.jp/support-tools/analyst-multiquant-reporttemplate 7> & % 7
v a— RARE T,

T 7 L— F OFREFT1EIT Reporter Manual # Z& 72 &0y,

Fyra—RLELR—bTF o7 L—bBRORE - E LTV AR — T 7 L —
M, ERROTZ A VHIRAFEL T EI N,
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https://sciex.jp/support-tools/analyst-multiquant-reporttemplate

BEEH : QOD Dk (7500 D7)

Ny 7 7T Rimn, v by 7 ZARROpEY— 7 LHEEM O — 7 NEZR -
7235612, QO Dissociation {9 Z & T, ZOREZEH L L ITHRDB TEX L5680 H
D ET,

LC RN D HRRERE ST THREATT 22 L2 HER L E7,

%8s & 72 5 Transition % & ¢e MS Method (MRM) % B & £,

Advance ® k1% 27 U v 27 L, Show advanced L W advanced ~ 3
parameters 7 U v 7 L CF = v 7 & AIVET,

)
)

Apply ionization scheduling
v Show advanced parameters
Ramp...
Advanced Experiment Setting ff 2B I E T,

@ QO dissociation OF = v 7 KRy 7 ATF = v 7 &\ L, Simple Zi&IRL £,

" Experiment | MRM v
Polarity Positive v Spray voltage 5500 Y]
Advanced Experiment Settings
Settling time o +| ms Pause time 5 T oms High mass cooling time: o ms
Q17 resolution Unit b Q3 resolution Unit b

e avle (TR

Apply scan schedule /| Q0 dissociation Simple hd
Group Compound Q1 Q3 Dwell EP CE CXP § Q0D
D ID mass (Da) mass (Da) | time (ms) | (V) V) V) wv)
1 Group... Compound 1 200.000 100.000 100.000 100 300 150 j -100

@ Mass Table D#%D Row 12, #FT7T 5 Q0D (V) Offiz -10 ~200 (Negative I,
10~ -200) DO#HFPHATATLET,
% Row (21, ®72% CompoudID # A /JLE7,

®

Apply scan schedule

Group Compound a1 Q3 Dwell EP CE CXP | QoD
1D 1D mass (Da) mass (Da) | time (ms) | (V) V) V) V)
1 Group 1 SDZ1 251.000 155.700 50.000 10.0 300 150 -10.0
2 Group 1 SDZ2 251.000 155.700 50.000 100 300 150 0.0
3 Group 1 SDZ 3 251.000 155.700 50.000 100 300 150 300
4 Group 1 SDZ 4 251.000 155.700 50.000 10.0 300 150 600
5 Group 1 SDZ5 251.000 155.700 50.000 10.0 300 150 90,0
6 Group1 SDZ6 251.000 155.700 50.000 10.0 300 150 1200
7 Group 1 SDZ7 251.000 155.700 50.000 10.0 300 150 150.0
8 Group1 SDZ8 251.000 155.700 50.000 ] 10.0 300 150 180.0
*

® Dwelltime I%, E—Z1RZE[EL T

LTL7EEN,)
@ Saveas LY. 4% TMS Method #£F L £9,
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{ERk L7= MS Method T, ¥ 7% LC-MSHIE L £,

@ WIE LT —4#% Explore  L< (% Analytics THfT L., Ny 7 7T 00 RopiEY
— 7 DR RS20 Q0D ZRE L LT,

VBN U T, BIZ QOD O#PH A2 D THEE L., falfEz ke LET,

B fiE % Mass Table N® QOD IZ A L&,

Save as £ V. £4Ai% (i} TMS Method #f#7F L £,

® e &

QO dissociation

o FxulFTHI LT, HEFEBICALZETOA T THEHLES

. MHMTH\SmMMWD®ﬁ%%%%Li¢

e QOD @ Default /% Pos-10, Neg 10 T9 (Q0 LRI UED7=, FEEH LRV £9)
o %< OEA . Default M fE ¢

CP OR  DJet 10y QJet

_____________ =__-

\?‘—-_—-'] E ‘J l + QO dissociation Simple v
/ [ A

VOLTAGE

CP OR  DJet 10, QJet Iy

v Q0 dissociation | Enhanced W

VOLTAGE
e ———p—————

mTorr range /

Simple

QJet®A A HA F& IQ0 Lo XM DB (&£ 1 E)

e QIIBITHIVVarzpxX—LEkOBEEL, A A EZMELES

e DP L[S, (RVWMETIZZ FAZ—%0 L, @VMETIZT ) A—Y—AF %7
FITAT—=varyLET

Enhanced

IQO Lo XL QO = v RO ENL A (RERHIK)

e Enhanced Q0D /%, CE LR UnZENLL EiC iz, SV D—H—AF L %T7T7 7
ArT—varLET, BEUMS3NTEET,
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hi gk #ITH WENE
2022 4 12 H K 2022 412 H 7500 % BN

QOD D ¥ii{l % B

RO EATEET, ZHANBLIOZOFHE L TOMEMITHREEA,

For Research Use Only. Not for use in diagnostic procedures.
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