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feadt%s, Stop 27 U v o7 LCTHIEZIEDET,
WZF =y 7 2T ET,

]

@ Cyclelz 20 #A5L, MCA (f&%)
X TROHEEAZSEIZL TN,
728, Analyst D/3—2 3 N K o THEmEER S B2 D 97,
MS | Advanced MS MS [ AdvancedMs]
pemded -1 Mot  inpon i
Smber 00 - Starta) | Stop@s) | Temegsess | Scintpe  |Q1MS(@1) -
Polaity _;::m = : Scaniate (1000 = | (Da/5) Fasod Sy
E}::::::\:‘ Polaity Delsy Time: 0 [sec
W (b
MCA 7| Start (Da) Stop (Da) Time (sec)
- Mumbet of scans to sum: 1 1 200,000 350,000 M
<-°:L1.sszfsmp:..g";} (sec} Period Summar 2 |
Duration: 0F5 tmn} Delay Time: | 0f
Cyches a = Total Scan Time
[inchades pauses) [sec]
<HA B>
% MCA (Multi Chanel Acquistion) Zffif] L7245, 1Scan 2 F D 1 Z
AR MR DL, NS HTHOBEEN 0.1 BEFXL DX ET
MCA ZfEH LT 20 [mIffH T 5 Z & T, BEERO/NESE—HTHZ L £,
® Acquire "% > %2 U v 2 L. Data File Name & Sample Name # AJJ L £

(-2 ] |
||| < AHTBEBEOEAL L k>

rAcquir‘e to Disk
SampleName: - QM5 2MCA  <— Scan type % A7)
#*Data File Name (2t &5#)4 . Sample
Scan type # A5 LT —X

C:\Analyst D ata\Projectzs\ExamplehD atah
Name |2
DHERN LT 20 £,

Praject:
Data Filename: SMZ @ ,ﬂ:,]%%% %Aj] :Erowse...
MAJIB)) EFLOEH TIX SDZ & Q1
scan L TWAH DT, Data File Name (Z
[SDZ], Sample Name IZ Q1 scan]|

LAFILTWET,

LComment:

[ bep |

oK ] [ Cancel ]

® OK%#Z7 Vw73 2LT—2PMYIAEN, RIFESNET,
2-3



2.1.2. Product Ion Scan #%7\>, Production (MRM ® Q3 Mass) % iRE
7%

(D Scan Type % Product Ion Scan (MS2) 2L E7,
@ Product of IZBWIDRYS D m/z % NI L ET,
% 2.1.1. THEFR L7 Precursor ion (Q1 Mass) ODfEixz AT LE7,

@ Start, Stop (ZZILE4L 50, Precursor ion 23 TX 5fH (Precursor ion+10Da
BEE) #AILET,

@ [EdltHamp... ] [MS ethod v] Usze [Start Syringe Pump

M Advanced M3

D ot / Wi

7] Parameter Ranee

Scan type: [Product Ion (M52) ']
Sean rate: (Dasz) Period Summary
Palarity Duration: 5001 {min} Delay Time: 0 (zec)

a Pasitive Cycles: [EEIT
() Megative

MG A ® Start (Da) Stop (Da) Time (sec)

Mumber of scans to sum: 1 1 <0000 580,000

Product Of: @ 2512 (Da) |2

Total Scan Time

({includes pauses): nztat (sec)

@ EditRamp #7 VU v 7 LET,

<fie>

¢ Edit Ramp £1%? : DP, CE R ED/NRT A —H BB EZIRINGT — X &
BSTH5ZENTEIHHETT, ~v=a2T7 LV TRI A =X ERiHEbT 5 & X1

A LET,
® Ramp Parameter Settings [ C [Ramp parameter Settings .
Parameter (Z Collision Energy % . e ]
Start k Stop a:%ﬂ%ﬂ 5 k 130 ;5—}\ Parameter: ollizion Energy -
Step GZ 5 %)\jj bi'aqo Start: 5 frealts)
©® OK%7VUw/ L. MifalCEs, || oo | o
Step 5 [wolts)
Ok l [ Cancel ] ’ Help

@ MCAIZF =y 7 ZNTET,

® Acquire #7 Y v 7 L, Data File Name & Sample Name # A /)L, OK %
7V w7 LTV IARZIGD ET,

©@ HUH L7= MS/MS 755 oifivy Product ion  (m/z) %iékL £,
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2.1.3. MRM #liE 4T\, %37 A —% (DP,CE,EP 72 &) Db 4 ik

ET D
¥ fERk L7z MRM k7> vy aiixt LT, Edit Ramp ZfHWWTENRTA—H %
Rt LET,

(D Scan Type # TMRM]| (2L £ 7,

@ ZiLE TOEF CTHERR L 7= Precursor Ion (Q1 Mass) 35 &2 U Product Ion (Q3 Mass)
EANITLUET,

® Time (msec) 2500, ID D&M fbEMHLE AT LET,
X IDIFRANTHEBTE £,

@ Edit Ramp #7 VU v 27 L. Parameter O 7 /)L X 7 A = a2 —1 b ik L7z
T A=K BRI L £, DP O4 . Declustering Potential 23R L £,

X LT 5T A—2DIEEIL CE>DP= (FP) =EP= (CEP) =CXP
<7

¥ ORAERE (kA bz, < L DP & CE oFiifba FEMi L T E &0,
XOABNRT A= OFEMT, 2EERE ISR,

©® Start (N 2EEOHIMIE) . Stop (AT 2FEEDK THE) . Step E (FBED
ROIE) #AHL, OKZ2 YU v LET,

<DP A5>
- = re—— T T +| 10 | Stat Syinge Pump |
l\ Source/Gas | Compound | Resolution | Detector | § Advanced MS
Scheduled MRM _
Decustering Potential 0F) [ gy |-

Entrance Potential (EP) 100 = @/\0 9 )( — 5 @Ajj 'fﬁj e

Period Summar: v
Collision Energy (CE) 300 =

- Palarity, Duration 5.000 (min} Delay Time: 0 (sec)
Colision Cell Exit Potential (CXP) 15.0 = @ Positive .
s - Cyeles: 594 =
() Negative

B (Rl TaiET SR T [ | 1 Mass (Da} | Q3 Mass (Da) | Time (msec) | D
Parameter [Decluslerlng Potential v] DEI:|LIStE[ir'|g PDtEntial '_DP,'
sat 0 ool Focuzing Potential (FP)
— ot Entrance Potential [EP)
Stop: il . . . T
" Collizion Cell Ent. Potential  (CEP)
s[4 (ol Collizion E nergy (CE)
Callizian Cell Exit Patential  (CXF)
[ox | [ camcel | [ Hew

<BE> KT A—H D Step HD AT
CE : 2 Step. DP : 4 Step. FP : 5 Step. EP : 0.5 Step. CEP : 2 Step
CXP : 0.3 Step

©® Acquire "% %7 U w7 L, Data File Name & Sample Name # AJJ L £ 7,
OK%Z27 Vv rdnh&, 7—2PWVIAEN, RIFSNET,
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(@ Data Z#eiR L i il Z Compound % 7 Di%44 % Parameter fSATIC A LET,

® #e\ T DP, EP, CXP 72 X D/F A —4% % CE Hiifbif & [k, Edit Ramp (2T
Start, Stop. Step iz A L Chiifb L, fifiz A LET,

¥ CXPiX1 h7oovarlifioTlEE, CEORRAZEH DT v o F V%
[FIRFIZ Ramping 75 Z LIXCTE EHA,

Q@ E2TONRTA—FOERMILBIOANBKT LIz, A=2—/3—0 File > Save
as %1% L Acquisition Method % i *4 7244 Aif (Training Tid SDZ) TRAFL £7,

W VR TEIEDET,

<EBLFIRER/NT A —F —Ba>

PEAE RS X — A
API2000™ QTRAP® DP. FP. EP. CEP, CE. CXP
API 3000™ DP. FP. EP, CE. CXP
API3200™ 3200QTRAP® DP, EP, CEP, CE, CXP
API4000™ 4000QTRAP®

Triple Quad™ 4500 QTRAP® 4500
API5000™
DP. EP, CE. CXP
Triple Quad™ 5500 QTRAP® 5500
Triple Quad™ 6500 QTRAP® 6500

Triple Quad™ 6500 + | QTRAP® 6500+
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22 XYy RERaTsHE
. ERLTEEEDORA Y v REERT 2 HEERILET,
»  Script 2T 5 5k L Excel 2T 2 HFiERH Y £,

2.2.1. Script Z HW = A Y v ROREE 1L

= Merge MRM Methods : #4(? Acquisition Method % 1 ©IZ L £,

[EE]

% Analyst® Software |Z Script 7314 > A h— /LS TWRNWZ ENHY £,
A VA=A ENTWRWES, PAR—FETIEEZS0,

% Script OEBIWEIIREL TE Y EFHEADT, POHOITTHET I,

= Training Ti%, Training N TERk L7z SDZ, SMZ, SDMX ® 2 2% 5\ NE 3 D
® Acquisition Method % 1 ->® Method (ZA5 AT 5 LA LET,

O A==——=)5 Script > Merge MRM Methods % &R L £ 9,

J File Edit Miew Tools Explore Window | Script Help

(=1 & | % P2 | ¢ mOreate Guan Methods from Text Files
B Create Text File fram Quan Methad

g =
o 4= = o 5 0 D 0 P DBS Settines for IDA

=l m DeleteCthers

S8 Configure P} DF TTracker
m Export IDA Spectra

m Export To JCamp

,aﬂ Security Configuration

G Hardware Gonfiguration P Make MetlD MEM-IDA Methods
‘.. Report Template Editor m Manually htegrate
i Tune PEY Mazcat
Merge MRM Methods
e Fesolution Optimization %“ i I

@ Merging MRM Methods 7 1 & RU D& £7,

F . i
B Merging MRM methads I - - = | B

Help

Original method: D:vAnalyst DatabProjects\KE_Training_ T estvicquisiion Methods\SMZ_MAM. dam

Maw Mathad: [:\Analyst DatasProjects\KE_Training_T est\dcquisition MethodshSkZ_SDZ_SDM=_MAM.dam

D hdinalyst DatahProjects\KE_Training_ T est\Acquizsition Methods\S0Z_MRM. dam Add

Methods o be D:analypst DatahProjects\KE_Training_T est\Acquizition MethadshSDkx=_tMAM.dam

merged:

N

Femave
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@ Original Method HH ® L= K& v &ML, 4+U Y F L7235 Acquisition
Method (*.dam) #%&RL, OKAKFX ML E7,

¥ BN 7= Method & & SANFEREINET,

% Acquisition Method (*.dam) %, D : ¥Analyst Data¥Projects¥Project £
¥Acquisition Methods 7 4 /L Z 2 S LTV E T,

=  Training T/%. Training W TER L7z Method Z @R L TS 72 &1,

@ New Method THH ® | A& 2L, FoRSH-EEIC THHD Acquisition
Method 4% A ) L £,

[EE]

¢ BEFED Method 42 AT 5, £ o | RZ %4 L TEEFED Acquisition
Method (*.dam) #&IRT 5L BN L7- Method 1F EEXZINETHEN
TI0n?” EAvtE—Y (FHRZBR) BN8lbhEd2, IRLT YES A% %
XN TLIEE N,

¢ YES ARZ U & L7-0H5 T, Method 3 HIBR S E T,

File E¥fnalystDatal41¥Projectz¥Meree MRM Method test¥fcquisition Methods¥100 dam already existz. Would vou like to replace it?

Yes Ha

& Methods to be merged THH ® Add A% 12T Original Method (ZiE/F 5
Acquisition Method %33R L 9,

» Training Tl Training N CIERL L7-@) & £72 5 Method 2341 L T< 72 &\,

¥ ®IN4 5 & Methods to be merged DU A MIERENTWVE ET,

¥ 5B L 7 Acquisition Method % Remove R % LN CHIBRT 22 L & Tx £,
® Go A% 9 & Merge SNET,

@ ©®©FMitk. Exit R % L T Merge MRM Method Hiffi% U, Script %

® File > Open 75, Merge #%1E S 4172 Acquisition Method #BH< &, T®
LAYy FPfE SN TVETS,

M5 |Advanced MSl
Scheduled MRM
Experiment: |1 - [C] Enabled %Y L
([— SN <Merge % D Acquisition Method [H[ i >
(@) Dasic Advance:
Scantype '
Period Summary
Polarity - Duration: 1288 {min) Delay Tme: 0 {sec)
@ Posttive = .
N Cycles 17 = Cycle: 45451 (sec)
() Negative
( 2\
Q1 Mass (Da) | Q3 Mass (Da) | Time (msec) D DP (voits) EP (valts) CE (volts) CXP (volts)
1 250900 9z 100 5000 SMZ 55000 10,000 32000 T4.000
3 750.900 108100 5000 SMZ 55.000 10.000 77000 14.000
3 250.900 156.200 5000 SMZ 55.000 10.000 19.000 4,000
1 264900 92,300 5000 507 60,000 10,000 35.000 4,000
Total Scan Time T ke B 764,900 108.200 5000 s0Z 60.000 10.000 78.000 4,000
fincludes pauses) o 5 264,900 172.000 5000 s0Z 60.000 10.000 21.000 4,000
e — 7 310800 92 000 5000 SOMX 70000 10,000 44000 4000
SEMELES f F10.800 107,800 5000 SOMX 70.000 10.000 33.000 4,000
9 310800 156.000 5000 SOMX 70,000 10,000 25000 4000
10
\ /
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2.2.2. Excel Z W= XV v ROFEEITE

»  Training Cl%. Training N CIERK L 7= SDZ, SMZ., SDMX N ® 2 -5 Acquisition
Method % & L7c Method Z1ERT 5 HiEE /T LET,

» WEMRAY Y R77A4/L (*.dam) % Excel THREL. B5IZZ DD —FoHT
AV REAERT D ZENTEET,
» RKEE, AT OSAIERT 2 L ERITT,
- #HEOMRM FT Vv a v EEAETIEA
- WALEBOWREEZITIEE
—  Secript Z AW\ T MRM ##E4 (2.2.1 53X 1002.2.2 Script Z# =AY v KD
WA ) Lz, Dwell Time 72 & OMREZIT 2 BE

[HE] AKiED Pasting MRM to Excel X, Analyst®Softwarel.4.2 UL EIZE 5D
HEEEIZ 72 0 £77, Analyst® Software 1.4.1 Tld, Analyst® Software 1.4.1
Hotfixes to December 2005 (Patch) (Z& FILAMREIC/R Y F£9°,

< Pasting MRM to Excel #/E 15>

@O Acquire Mode T Template & 72 % Acquisition Method (*.dam)  (Training T
I% SDZ.dam) %#BAZ. 54 (Training Ti¥ 2mix) CTERIFLET,

@ MRM 7 —7 NV ETHEZ U w7 L E&NT A—=Z2H50E CEP 2[R /3T XA —4
WF =y 72 NNERSEET,

% CEP 225\ T : CEP 3B EITIAAEN H 53T A —=F1Tm D) 7,
Acquisition Method T CEP ZF/r 38712, LAEOEEEZITS 2 & T,
Instrument Default fif (Q1 7*5 Analyst® Software 73 H#)itH L 7= CEP Off)

WA SHET,
01 Mass (Da) | Q3 Mass (Da) | Time (msec) v} DP (volts) | EP (volts) | CE (volts) | CXP (volts)
1 250.900 52.100 500.0 SMZ | 55.000 10.000 32.000 14.000
2 250.500 108.100 500.0 SMZ | 55.000 10.000 27.000 14.000
3 250.900 156.200 500.0 SMZ | 55.000 10.000 19.000 14.000
4
v Declustering Potential DP
v Entrance Potential EP
v | Collision Energy CE
v Collision Cell Exit Potential CXP

@ Ctrl ZHLANnE, HERXTA—=ZDHA FLVESSE 1 FTOIRL (BLomn
KizLE£7), Ctrl+C T’ —LF7,

Q1 Mass (Da) ¢ D ; 2 D | DP(vo p 0 P (vo
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@ Excel ZEB L, &y OfF@z~—x (Ctrl+V) LET,

® BT 2% MRM % &Te Acquisition Method (*.dam)  (Training TiX SMZ or
SDMX.dam) % B &, [FERICHH A [ U Excel (IZ~—2Z M LET,

® MEIZSUT, Excel ETTime (msec) fizii%, EELET,
%¢ Training T/ Time (msec) % 100msec (ZZHE L TL7ZIWY,
¥ 7 Time  (Dwell Time) (2OW T, %R 2.3 BB X0,

Hd9-e-|= Book2.xlsx - Microsoft Excel e ELlR
il - BA AL HE T4 BE = v @ o
G17 - A
A B C D E F ] H
1 264.9 92.3 S0(5DZ 60 10 35 14
2 264.9 108.2 50|5DZ 60 10 29 14
3 264.9 172 50|5DZ 60 10 21 14
4 310.9 92 S0(SDMX 70 10 44 14
5 310.9 107.8 S0(SDMX 70 10 33 14
6 310.9 156 50|5DMX 70 10 25 14

@ BFNADLTHLHHEZ a2 —LET,
X OZEROBMIFIRLARNTSES N,

Analyst® Software |2/ MRM 7—7 )V E&2E7 Y v 7 L, &23T7 A —X% ZHIFR
LE7,

@ MRM 7—7 NV LDk DT %27 U v 7 L, Ctrl+V T Excel IZ{ERL L7z %
/\o‘_‘x ]\ L/ja—g—o

@1 Mass (Da) Q3 Mass (Da) Time (msec) (1] DP (volts) EP (volts) CE (volts) CXP [volts)

N

o
IC)

€ MS X 7R RINTWHERT A—4 L Excel TIERLT=H T LM —E L7
ER—=X NENFEHA,

<= ME D >

Q1 Mass (Da) Q3 Mass (Da) Time (msec) (1] DP (volts) EP (volts) CE (volts) CXP (volts)
254 500 §2.300 100 SDZ 50.000 10.000 35.000 14.000
254.500 108.200 100 SDZ 50.000 10.000 29.000 14.000
254.500 172.000 100 SDZ 50.000 10.000 21.000 14.000

310,800 52.000 100 SDMX 70.000 10.000 44000 14.000
310.900 107.800 100 SDMX 70.000 10.000 33.000 14.000
310.900 156.000 100 SDMX 70.000 10.000 25.000 14.000

= S

0 A==2—"—0 File > Save #7 U v 7 L Acquisition Method % f&{7 L £79,
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£ 1 _X—RPENBRFGRA—F—E&E

H Al INTG A —H
API2000™ |QTRAP® DP, FP, EP, CEP, CE, CXP
API 3000™ DP, FP, EP, CE, CXP
API3200™ 3200QTRAP® DP. EP, CEP, CE. CXP
API4000™ 4000QTRAP
Triple Quad™ 4500 QTRAP®4500
API5000™
Triple Quad™ 5500 QTRAP®5500 DP. BP, CE, CXP
Triple Quad™ 6500 QTRAP®6500
Triple Quad™ 6500+ QTRAP®6500 +

£ 2 BRI D/NT X —Z OYIHEL L OHEEER

%  API3200™System # L N 3200 QTRAP® System Z J:iE & L 7=/ T4,

P DP | FP EP CEP CE | CXP
Instrument | Instrument
™
API 2000 DP | 360 Default Default CE 4
Instrument | Instrument
7L
QTRAP® DP | 7L Default Default CE 4
Instrument | Instrument
™
API 3000 DP | 360 Default Default CE 4
API 3200™ Instrument | Instrument
7L
3200 QTRAP® DP | 7sL Default Default CE 4
API 4000™ - 4000 QTRAP® DP
Triple Quad™ 4500 + QTRAP® 4500 S Instrument 2oL CE 6
Triple Quad™ 6500 - QTRAP® 6500 20 Default
Triple Quad™ 6500+ QTRAP® 6500+
DP
API 5000TM Instrument
7 7
Triple Quad™ 5500 - QTRAP® 5500 :0 sL Default sL CE | 10

% DP & CE3LEMIRAFD/NT A =272 ) £,

% CEP @ Instrument Default & i ?

o CEP (3 Q1 &HBEMERH Y, Ql BWRE L2525 T CEP K& < 22 2[5

b ET,

o CEP ZZEMICLTHE, QlIZ mz Ex AJ13 %5 &, Analyst® Software (3 CEP
OfEZ BB CTHHE LA LET, (Instrument Default fi)

0 CEP [Fb#HIEE ITEIREN D DH/NT A—2 T £9, Lo T, MlEFECRRE
25 CEP ot — L CEfAT 5 XY Y, Instrument Default B4 V720703, &
DEWGENRHD £9, (KT 2MHEDREE)

2-11




2.3 Dwell Time DR E

O —FOWNAICTF ¥ o RV AR LIZBRICE. 1 T Yy a 4720 0 Dwell
Time Z WU ET H Z EMNMEIZR D F9,

% Dwell Time {ZDWT, 245 (2MRM FZ7 Py a ) OflZRLET,

Peak Start Peak End

¢% HF"L(.\/CD?L%'S~ 4 g8/ =Dwell time+Pause time

10-30sec

|
LTJ

Dwell time

8 Pause time
AT =3 L

RS HEcEeERn

Ch.2 Ch.2 Ch.2 Ch.2
Ch.1 Ch.1 Ch.1 Ch

AAA/

Settling Time

Cycle time

2<FAIEHLTE. ThEh
BFro I TREEETAE

DwellTime : 1 h 702y a B AF vy =0 7T 50284 58 (msec)

Pause Time : pause between mass range

1 oo varaAXyx= 7 0L0E%, Q2 (2 va k) (Ko7t
AFVERPEHRL, RO T Vv a v AX Y =0 7T HLMICELEEZEY
Bz 5 (msec)

Settling Time : Positive, Negative DY)V ¥ 2 FFff] (msec) . FEFEIZ LY
B2 F9,

1R 00 a1 RA L FaAX Y =0 7T 2028 T 50H (msec)
= Dwell Time + Pause Time + Settling Time

Cycle Time : IOV T 1 HRA  FAF ¥ =0 725D ET 5 RFH
2 7Yy g »d MRM BIEDSA

— 1CycleTime (msec) = 1 FZ7> Vv a3 HD (Dwell Time + Pause
Time + Settling Time) + 2 F 72T a3 H® (Dwell Time + Pause
Time + Settling Time)
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< HEE DI/ NRIEE >

P Fe Dwell Time [Pause Time | Settling Time
API 2000™, QTRAP®
API 3000™
API 3200™ 3200 QTRAP® 5 2 700
API 4000™_ 4000 QTRAP®
API 5000™
Triple Quad™ 4500, QTRAP® 4500 9 9 50
Triple Quad™ 5500, QTRAP® 5500
Triple Quad™ 6500, QTRAP® 6500 2 2 20
Triple Quad™ 6500+, QTRAP® 6500+ 2 2 5
<Dwell Time & Pause Time DX EHFT >
Dwell Time
S | Advanced MS|
Scheduled MEM
Experiment: E [] Enabled
Scan type: [MF{M MRVD v] @ Baszic Advanced
Period Summary
Polarity : - Duration: 5.000 {min) Malaw Timer f-e)
oo odec @5 Dwell Time =
Q1 Mass (Da) | Q3 Mass (Da) Time (msec) 1] DP (volts)
1 100 50 50 a 40
2 200 150 50 B 50
3 300 250 50 C &0
Jotel Scon Time, T |Gees) [5[s00 & 5 : &
5 00 550 50 F a0
:
Pause Time
Acquisition method MS Advanced MS I
= Acquisition Method
=-4%. Mass Spec 29.991 min
=& Period 29.991 min
% I
= M Shimadzu LC System Resolution Q1: [Unit ~]
~2 Equilibrate Rasokition 09: IUnit ,I

2 Injection

Pause Time

Intensity threshold (total
count):

Settling time:

e

Pause between mass
ranges:

1

)
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Dwell Time DR ELE

n FEROEASIIKEEDOERNS 1 V=250 10 RA v ML EMEICARY £,
(A7) == T DOEAHIL 35 RA » MBI Y £97,)

= {5l & LT, Positive Mode 100 %43 —#53#7® Dwell Time Z{RET 572 OFHH
FHEZ, E—7 OBEHEZ 200 LT 5L RO LS £,

B) 100 psr—F o hr
v — 7 @h 20 7z DT,

20sec/ 10 "1 > F=2.0sec = 2000msec Cycle Time

2000msec / 100 f%43= 20msec

Dwell Time = 18msec. pause Time =2msec &35 L BWI &b,
Dwell Time /3 18 msec

—FOHTIZET % Dwell Time B FEDEE A

» DwellTime #Fi< 75, /A XL RELRDMANHY £7,

= Jfk Analyst® Software Offit#liod HifiZiZ cps T. Zhid count/sec, DE Y,
1R & 720 ORI LBz £,

= MRM T/ A XA 1count A-72HE, /A XD eps IFLLTFTD XL 1720
— Dwell Time % 200msec THIE L7246 : 1count x  (1000/200) =5 cps
— Dwell Time % 10msec THIE L7254 © 1 count X (1000/10) = 100 cps
» Dwell Time BNEL RV EFFTLRIEHD ) A ANKEL R £,
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Dwell Time 38E< 725 &, I Y 5 &

. S ARARKREL LD (SINBEL D) OT, B—7 Dkimnding
. 7 DRI A ABFEDHDT, Height DIFHLHOXHREL D

n P OBEDE LIERKRDY D Point 12/ A ARG ENDMHERPIEZL DD T,
Area DIEHOEINKEL 25,

[FE%]

¥ MRM h7 v vy a VEEBSTEICIE, 1 hT70 Yy a %4720 @ Dwell
Time ZEENIRET D 2 L 3L EITR D £

1 D® experiment IZfERKRTEX S MRM F 7V a vy

Analyst® Softwarel.3 X 99 £ T

Analyst® Softwarel.4~1.4.21£299 7> YL 3 T

Analyst® Softwarel.5~1.52 [THEFEIC L VIR R N T Uy a VBB ERY 7,

— 5500 U —RLIS 299 F TP g F T, Scheduled MRM Z1{# 4%
LBA1X 1000 R 7Yy a v ET

— BB00 ¥V —X:1250 T ¥ 3 ¥ T, Scheduled MRM #4554
12500 7> a v FT

Analyst® Softwarel.6~1.6.3 |THEFEIZ LD AK N T Vv a VEBRERY £,

— 4500, 5500, 6500, 6500+ U —XLU4 1300 T a v FET,
Scheduled MRM %1 4 543413 1000 kT > 2> 3 v F T (3D Period
@ Scheduled MRM VAR — K L TWEHA)

— 4500, 5500, 6500, 6500+ U — X : 12560 h T v 3 F T,
Scheduled MRM % 1§~ 535413 4000 K723 T

[FE#]
XERE THIMEO®mWRIE 2 FE T 21213, RIEREPSLETT,

% 20 U ESrE T 58 A1%, %ik® Scheduled MRM & % WMk,
Scheduled MRM™ Pro OffE H #BEIOD W= LFE T,
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3. WE

TDETENDHZ L
= Analyst® Software @ Acquire &— R{Z DWW TR L £,

. flxOWEAY v R (Acquisition Method) DERL S 1EF LTV Acquisition
Method D EF| 72 HRE DR &IE LA ZHEAT L E T,

3.1 HFEFHED A Y v ROWPEZFRHIIT 9, Posi/Nega AA »F > 7 CRIET D 5k
n EEORAY y REMfo TRIFCHIET D Z E R TEET,
= 4500, 5500, 6500 > U — R[]} ® Positive & Negative 1]V & x THIE %
179 HIETT,
3.2 W% XbYl- THIEEIT 5 Hik

= O MRM A Y > FOREZ, Kz XO)> THET L2 &N TEET,

3.3 mfREEZRE LAY vy RTRIET % kL

. SERRIIA A EEETCKAT HEITHY . HEOWEIOMERE A &K A E
D 1>TT, ¥t EMO /3 fEFEIZIE Unit, Low, High @ 3N H Y |
Acquisition Method FCZEHAIEEZ: Z L N CTE £,

3.4 Scheduled MRM™ (sMRM) ETHIEZIT D HiE
= Analystl.5 22 GBS 7-HERE T,

» FREOKRKOA, FEELZ MRM F 7 oY vava®=F—FHERE
TNHAY ZALTE, YA 7 NVZA DafFF LR35 H Dwell Time % & ARAL
LTHETE 5, mEERERNEETT, 2O —FoIAZI T,

= sMRM KD Positive, Negative DY)V £ 2 DU Tl Analyst1.6.1 LI
THIBLTVET,

3.5 Scheduled MRM™ Pro (sMRM Pro) & THIEZITH ik
= Analyst1.6.2 2> 5B S L7 HERE T,

= 4500, 5500, 6500 >V —XTIEMWZZF £9

= MRM hrJ72 v a2 &I Window IEZRETHIENHESLRE, LV
sMRM DOFEIZ R ETE D Lo £ L7,
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3.1 HREFHD A Y v FORKHIE, Posi/Nega AA v F 7
> HFEFEOA Y v REfo CRIFICHIET 5 Z LN T ET,

<JSHBI>

Positive/Negative [7]FRFHIE

Precursor ion scan = Neutral Loss scan O [&] R &

TERRIZIE. A) TERK L7= Method (Z:BIN$ 2 J5i%, B) 2 -5 Method % #l7

BOEDLHED 2FENH Y 7,

4500, 5500, 6500 U — XLISFClx Posi/Nega )V & % Fifi]2% 700msec
TL7=A, 4500, 5500 2 U — X Tl& 50msec, 6500 2 U — X Tid 20msec,

6500+ Y — X TlE bmsec LRI 220 £ Lo, A 7V H A K& L.
JRE 2D Z & 72 < MRM @ Posi/Nega AA v F L Z7HIENTE £,

A) 1EpL L 7= Method 12BN % F ik

3¢ Training TIELATHE TIER L7 Acquisition Method ZfiH L T Positive/Negative
ElSEEE S i (5 AP

@O 21 FBTIER LAY v FEBE £,

@ A==2—2_"—/)5 File > Save as Z# R L., Y724 8] (Training TIlE
Experiment) TR7FL £,

@ Period #4727 VU v 7 L., Add Experiment %

HIRL £,

@ Experiment BN FEFT DT, BIMEH

7= Experiment % H D IR E

#% Training TlX Polarity % Negative (ZZ % L. HA#®O MRM &2 A LE T,

l/ji‘a—o

Acquisition method

= [M Acquisition Method
549 Mass Spec 4.998 min

#

| MS _ Advancec

Expetiment

Sran tune

[

(n

Add experiment

A Integraty

Add IDA Criteria Level
Delete this period

Acquizition method

s |Advanced MS|

=M Acquisition Method
248 Mass Spec 6.007 min
| E-é Period 6000 min

..... $+MR

Experiment;

Scan type: [MHM [MRk]

7)

Scheduled MRM

[T] Enabled

(@) Basic

Impart List

Advanced

Period Summary
Folarity @ Druration: E.000 [rmin] Delay Time: 0 [zec)
© Posi
- Postive Cpoles: x® = Cycle: 130 [sec) I @
@ Megative
01 Mass (Da) | 03 Mass (Da Time (msec) 1}
1Experiment @ Cycle time 1 243100 156100 1000 Dz
2 249100 108.100 1000 D72
\ 3 263100 156100 1000 Mz 1
q 263.100 108.100 1000 MZ 2
Total Sean Time o eann 5 309.100 156100 1000 D 1
fincludes pauses): : ls=cll I 309.100 108.100 1000 DM 2
7

Edit Parameters...
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® Cycle time (sec) % L. Dwell Time % #{% L £ 7,

$¢ Total Scan Time (sec) 134 Experiment @ Cycle time (sec) (2720 £9°, 72k,
Pause time 35 X O Settling time ORFAE N TWE T,

% Cycle time (sec) 4 Experiment @ Cycle time (sec) D#FIZ7Z2Y £,
Experiment 723482722 12X V. Dwell Time # T 20 ENH 55450
HV F£7, Dwell Time DX EDHEEZSEZIZHEEIE L T LI,

® A=z2—/"—0DFile > Save lZTAY v F& FEXHEELET,

B) 2 ©® Method ##i7& 8 2 ik
O MALbED 2250 Method % B & £,
¥ Training Tld Positive.dam, Negative.dam Z BT 720,
@ Ctrl*¥—%#HL7-FF, BE L\ Experiment %7 Vv 7 & FT7 v 7 L% 7,

fcq on Method ¢ Acquisition Method:

Acguizition method MS l Acquisition method MS
= ficquizition Methad Experir =-M Acquisition Method Exper
- @ Mazz Spec 5000 min = @ Mass Spec D000 min
=& Period 5000 mir Scan ty s JSermt=h [ Sean
B +MRM
= ,_1 Shimadzu LG System
a Foeilibacao noo _» Franilikeata Bal

@ BEERA Y Y RO [Period] OXF E T Y AZEETZ T, AV Yy ROw—UN0
TExE7,

¢ Bcguisition Method:

Acquizition method

= Acquizition Method
—-4% Mass Spec 5005 min
| & DowedmE 05 min

Scan type: MRM (MR

@ fEpK &7z Posi/Nega BV B2 A Y v~ KD, Experimentl : MRM (+) &
Experiment2 : MRM (-) Experiment ® Edit Parameters % Z L Z 1B & £,
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B Source/Gas DX TH I VI L AF 2V —ADNRFGA—ZN—FHLTNEI L%

B LET,
*¢ Tonspray Voltage (IS) LISANDENERDGEIT—HIETIZESN

(IS)  IIFFFRWIIRY £,

—

% TonSpray Voltage

Source/Gas | Compound Source/Gas | Compound |

lon Sowce:  Twbo Spray lon Source:  Turbo Spray

Curtain Gas (CUR) ’—100: Curtain Gas (CUR) l—mu:
Colision Gas (CAD) w3 Colision Gas (CAD) T ]
lonSpray Voltage (1S) 45000 : lonSpray Voltage (IS) | 45000 : ]
Temperature (TEM) [ 00 ] Temperature (TEM) [ 500 z
fon Source Gas 1 (GS1) [ s00 3] lon Source Gas 1 (GS1) [ w2
lon Source Gas 2 (GS2) [ 80 &l lon Source Gas 2 (GS2) [ 80 :'

® Cycle time (sec) %2 L. Dwell Time Zi# L £,

‘ Period 1 Experiment 1 Parameter Ta... r_i'| eriod 1 riment 2 Parameter Ta... EI’

3¢ Total Scan Time (sec) 134 Experiment @ Cycle time (sec) (2720 £9°, 72k,

Pause time 3 L (" Settling time OEFE A G EFN TWET,

% Cycle time (sec) (¥4 Experiment ® Cycle time (sec)

T—HRA P ERGEND ZE AR LT,

DFFNZ 720 F7,
Experiment 723482722 12X Y, Dwell Time % T 20 ENH 5550
H Y FEF, Dwell Time DX EDHEASEIZ, HHMEIZIW,

% Dwell Time (I — 7 OEEHRFHNSG T —F R MaRH L T10R Y ML ED

Acquisition method MS | Advanced M3 |

= — Scheduled MEM
E|--- Acquisition Method Experiment: [F] Enabled
Bg’ Mass Spec. 8,007 min (@ Basic () Advanced
| @ Period £ i Scan type: [MHM [tFiM) v] -

Import List

Period Summary

@D A==a2—_"—0DFile > Saveas n"H AV v REREFLET,

3-4

Polarity Duratian: 6.000 [mmir) Delay Time: O [sec)
() Positive =
i Cycles: 2’5 = Cycle: T I @
@ Megative
Q1 Mass (Da) | Q3 Mass (Da Time (msec) D
il 249100 156.100 100.0 D 1
2 249100 103100 100.0 DZ2
3 263100 156.100 100.0 M7 1
4 263100 103100 100.0 MZ 2
Total Scan Time e 5 309100 156100 1000 Oh 1
fincludes pauses}: i ls=el IS 309100 108100 1000 Dhx 2
7
E dit Parameters... @




[EE 1]

X U7 Cycle Time AR EINTWARWE | FEMENMET T 2580860 £7°,

¥ Cycle Time IV —ZIE LT —FRA 2 b A S LICHRE L ET, #F#ML Dwell
Time OREDHE (2-12 2—) BRI TTE 0,

[EE 2]

3% Settling Time & (. Positive & Negative DY)V 3z K5l T3,

% Positive & Negative O]V B X IC KL BERRFH T EEEEICE LD 9,
<BIEOR/NREM> DRE ZSRTZE N,

< Settling Time D& EH T >

Acquisition method M5 Advanced MS

=l Acquigition Method
=-4F Mags Spec 10002 m
=-¢% Period 4984 min

B2 +MAM , i
% ~MRM Resolution Q1: | Uit v
=4 Period 5008 min —_—
i : | Unit -
ﬁ -MRM Resolution Q3: L 4
=] 1 Shimadzu LS System
4 Equilibrate -
Intensity threshold (total
3 Thjection co::ts}y veshold (total g
[ Setthing time: 50 [ms) ]
Pause between mass
ranges: 5.007 (ms)
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3.2 Rl Z X8> CTHIEZITS. EUZFRFXEIY
> DO MRM * Vv Fa, B2 X9l CllETHZ N T E 7,

<JSHHI>

2 %57 53 BT
B CTA A VROFMNEET LI WEgGE

Training TIXATR TIER L 7= Acquisition Method ZfEFH L, LATD X 972
o TN OV T Method Z1ERK L £97,

Period 1 THIET 2 XZLEWIL 4 43 £ TIZIRH L. Period 2 THIET 5 %5
{LEWIE 4 53 LIFE 10 5 £ Clois 35970

(Period 1 @ Duration % 4min. Period 2 @ Duration iZ (10min-4min) = 6min
W20 £97,)

@O 21 FBTIER LAY v FEBE £,
@ A=za—/—/5 File > Save as #&{R L., 77 A V4% [Period] & AJJLT

RIELETS
@ Mass Spec #4727 VU 7 L., Add Period % &R Acquisition method MS a
L%, Period 2MEMINET, = R c:uisitiun | Expetime
B B4 Od i

& Perind 4904  Add period

2Rl B Lee
B —MRM

@ 13 H® Period @ Duration (ZHIEREREIZ AT L FE T,

3¢ Duration (21X 1 % B @ Period THIEXMZILEM OIS H N+ 58 T 7 5 FEfH
DFD, ZZTiEdmin Z AT LET,

® 2% H ® Period @ Duration |ZOHIEREMZ AT LET,

»¢ Duration |Z1% 2 F H @ Period THIEXGALED DOV N +431258 T3 D Reft],
SFD, 22T 6min (10min 7>5 4min Z 5| W2EEE) 2 AL £,
AJ1t% . Mass Spec OF/RRFMHAERERRICHEY LET, Lo T, 2Tk
AMEFRFE A 10min 12720 97,

® A=z2—X—5 File > Save Zi#4R L FEX{REL 9,

[EE]

X K &2 Xl > 7285 %, Positive E— K& Negative &— NOY) Y B 2 1ZIELRFH
MWD £9,

% Positive & Negative O]V B X IC KL BERREHITEERICE LD 9,
2-13 "= VRO <HFEEOR/NREM> ORE TS IZE N,
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3.3 fEREEEL LTHIEZIT
> OfREEEREE LI A Yy RE{ERLET,
<fEpiEEDE  h >

fREEZ K LT LIk T, A A VBELZN LS ENTEET,
FL/AXE EH L, EKE (SIN) RZEDLLRWEALH Y 7,
FENRREWES (m/z500 0L ) 2B R"HY 9,

s SFEPREVGEDAY v b KM DT DHEED DN, /A X
D _EF BB,

n DAL ROLIEICEST, Ny T T RBTIERLGERHY T,
IZLY 7T SRES TR £ O T, JKE (SIN) 22O ETHRF<IZE0,

. UTY NV ERET D RNARERR A TE LT, SREE % & LT b RO
ZITWET,

= Q1/Q3 = Unit/Unit, Unit/Low., Low/Unit, Low/Low. & TOHlAHHET
HWEL, BG L7=7—% @ SIN &g L E 7,

S

A zcans from S.an'upl-ﬂﬂ [

<Resolution {Z-2DVW\T > % ZIE Unit
11.
= Resolution 13 Q1. Q3 AW H1A A D m/z D AN
PSR £ sug.zx;ulfh,ﬁ“liﬁ
—  Unit: @iEfl7> 5+0.7Da OHiH 3*!’___51,2. e
—  Low: default OF%E CTiX EEN H+1.5~2Da D#j
ZA scans fr SIMPTE™TA1
(ZE 5 mIRE Tﬁ ""E Low
311.2
~ Hight ®&&17°5+0.5Da Ol i i
smgi_fléy23
| 370 1215
e mreha

@O 21FBTIER LAY v FEBE £,
@ A==a—/—/5 File > Saveas ZiE#R L, 77 1 /L4 % [LowRes] & AJJLT

RIELET,
@ Mass Spectrometer @ Advanced = Acquisition method M Advanced S |
MS id_—’ 74 U D4 4 Lij_o =-[M acquisition Method
= @‘ Mass Spec 6,000 min
@ QLB LV QIDIFELTNTN -égﬂﬁmm
Unit, Low (Z Lij_o - 1 Shimadazu LC System . ;
o Equilibrate Resalution 31:
@ A= a2——/x5 File > Save .i" Injection Resolution 33
IR L EEXLRAFLETS
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3.4 Scheduled MRM

» Scheduled MRM (2D THgat L £ 97,

= sMRM 1. ZEMOEHERRIORIH% DA% MRM CTHIET HHEEETH Y, H3E
REFICOZMRM F 7 o Vv a rNEND 2D, UV Dwell Time D% E D A HE
20 FET, ZORE, SIN2H EL, XVIEWLLOQ R ELNALEENHD £,

m T ERICKLERT—ZRA L FOBRENARERLVETOT, T—FD
FHEMENBLI D, F%%’%@fﬂﬁ<&é%%ﬁ%ﬁéni¢o
LS — M. A AN—T > NS E N EE T,

3.4.1. Scheduled MRM & [X?

= kD MRM 2BV T, SIN % EiF 272912 Dwell Time #£< 35 &,
T RA MDD L ﬁfﬁﬂiﬁﬁﬁﬂﬁ“éﬁﬁ IHYELL, — 5T, HIE
Z TS0l T =2 R A MEHERPT A, Dwell Time 2545 < 729, SN 23
ETT2BERRBOLNE LT,

SIN%E & T H1=dwell timeZ &k<T % =T —FRA UMY BRESMET TS

| !'. cycle
|| time

/' J l\\r
EJ 37

Tare. min

dwell time=25msec X 100F ¥ 3L
time  cycle time=2500msec
10secE—JEL5. T—2RAb=4

BEMEHITA-HT—HRAUMIZEE LT =dwell timeAV )<Y . SINAMET 5

/)y cycie
o | *tima
1.0e8- ! :
5.0u8- ™ | |
[

N R, v Al .
o ] i Fi] 0

?;f dwell time=5msec X 100F¥> %Il

cycle time=500msec
10secE—ig45, 7—2RAF=20
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NGOV LU EHRETDHIZODOTEL LT, Period X8 D O MRM] 735 %
LIVETN, MUK Z XD Z S 3L <. BRI A A—T"y TR Tl
NGB MM %L 720 £,

ZLDMRMMS U3 %80
PeriodZ: B3 2HENHD
LCOBHBERMNEELTWAIRENDHS

= F FBFMZEX YLD (X, FEFIZHLL

= IS RIL—TYCEERT BI5SICHE

B85 7.0

—J7 T, sMRM &, FLEWREHT DRHOFIR DA% MRM THIET %
TNFYZXLTHY, K\ Dwell Time & #b]72 Cycle Time DX ENFIREL 725
728, SIN & FHEMEOW YT &8 b S L RN IR TE £,

Dwell Time I% 5~250msec (3200, 4500. 5500, 6500 >V —X) H AL,
10~250msec (2000, QTRAP, 3000, 4000, 5000 VU —X) O#iH THERE

SNET,

sMRM(Z, FEEVDBFLHFFREDRIEDAEMRMTRIETES
WHEGEZIZOAMRMES D ar B, KL dwell timeDEEE A AT BE.
= SINEEAYH EL T, #RMICKYVIEVDLOQDEXE M AT BE
HERIZBEGT —3RA M EG AT 6E

>T—ADBRENELLGD, BRI, %CVHIELLS

EA0% s =1 1
NARIL—TIDHIZEZ !

U.?G
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3.4.2. Scheduled MRM Method D {Ef%

<A Yy FEREFOER >

= Scheduled MRM * Vv KiZl% Retention Time OFHANLEL T, FAjICHEE L %
WE., EEMNT 235 L T, Retention time DR Z TV E T,

O ko MRM £ — FTiEmZHlE L £7,

@ WIZHAS L7727 —# % Analyst @ Quantitate £— K L <X MultiQuant (2T
Results table % {Efk L £ 7,

@ ODOHEEFIZAEH L7z Acquisition Method % B & . Scheduled MRM (ZF = v 7 %

ANFET,
M5 | Advanced M5 |
ChedUTET e
@B ) Advanced
Scan lype: [MHM[MHM] ']
Perind Surnmary
Palarity Diuration; 6010 [min] Delay Time: 0 [sec)
@ Posit
S Wje Cyoles: 3 = Cycle: 30300 [sec)
() Megative
MRM detection windaw: B0 [sec) Q1 Mass (Da) | 03 Mass (Da)|| Time (min) D
1 250900 92100 S00.00 FhiZ
2 250900 108100 500.00 #MZ
3 264 900 108200 S00.00 fDZ

@ VL FDOFHETOD Results table 7> 5447 @ Retention time % Scheduled MRM
A > F® Time (min) ZAJJLFET,

¥ #BREIL Excel 7 7 A L EI L TUTWVE T,

[Excel # 7= MRM A ~ RO Hik]
1) BIfED Acquisition Method DFD ETEHEZ UV v 7 L NTA—XETUIF v
EANNET, Fxv 7B ANDHI LT, BIRSNTZ AT A—=ZDEANPRPIC

HRENET,
@1 Mass (Da) | @3 Mass (Da) | Time (msec) 1] DP (volts) | EP (volts) | CE (volts) | CXP (volts)
1 250.500 g2.100 500.0 SMZ | 55.000 10.000 32.000 14.000
2 250,300 108.100 500.0 SMZ | 55.000 10.000 27.000 14.000
3 250.900 156.200 500.0 SMZ | 55.000 10.000 18.000 14.000
4
v Declustering Potential DP
v Entrance Potential EP
¥ Collision Energy CE
v Collision Cell Exit Potential CXP
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2)

3)
4)

5)

6)
7)

Ctrl ZHH L7235, KRXTA—H DX A "VESZ LHITO@EIRL (Broman
Kz L F7), Ctrl+C T’ —LF 7,

Q1 Mass (Da) J¢ D D | DP S 0 P (vo

sl —

Excel ZH L, &lmDOE#a~—A K (Ctrl+V) L%,
TE Rl EAE R D Result table 2B % £9, Analyte Retention Time (min) @
Yl KinsdE, 28— (Ctrl+C) LE 9,

ultiQuant - esults Table (sulfa curce_EK.qsession)
Rl [[M Q4] Results Table (sulf kK.qsession}]
m File Edit Process “Window Help

~

% 2 BH OTraining_sufadmis =

Components & Groups 15 | E > e @ @ U Al Sample Types ? ﬁ Q

Index S’?:'"?ée ‘ Salrrjple Sample Type | 15 ‘ Component Name‘ IS Name He_}z:teiwl
Al Internal Standards "
12 Ee BE blank Blank | |251.2/1082 311.27196.3 H
2 blank Blank ] | 2B2/920 IM.2/156.3

Al Analptes —
2512 /108.2 3 blank. Blank 1.2 /156.3 Mt
265.2/320 BE o1 Standard [ | 251.2/108.2 31.2/156.3

s 01 Standard ] | 28B2/920 IM.2/156.3

| |6 01 Standard I11.2/156.3 N/& EEn

= v°— L 7= Retention Time % 4) C52f% L 7= Excel IZ~<—2  (Ctrl+V) L.
KT 2 8A6EY (F v %) OED Time DFNZ AL LET,

A9~ - Book2.xlsx - Microsoft Excel
Tr{Il BA A=Z L7 HE T4 G| =T
K8 hd Fx
A B G D E F G H
1 250.9 92.1 1.43 pMZ 55 10 32 14
2 250.9 108.1 1.43 pMZ 55 10 27 14
3 264.9 108.2 2.24 BDZ 60 10 29 14
4 264.9 172 2.24 FDZ 60 10 21 14
5 310.9 107.8 3.49 BDMX 70 10 33 14
6 310.9 156 3.49 FDMX 70 10 25 14

5) CERL L7z Excel ¥ — F DI T 2a T XTERRNL, a2 — (Ctrl+C) LET,
Analyst ® Table - C, £ Eo®/LVEZRIRL, X—Z K (Ctrl+V) LET,

Ms | Advanced M35 |

Scheduled MRM
Experiment: Enabled
@ Basic () Advanced
Scantype: | MR [MFib) -
Perod Summarny
Polarity [Druration: £.000 [mir] Delap Time: 0 [zec)
@ Posi
@ Fositive Cycles B0 = Cyele 10000 fsec)
() Negative 7)
MRM detection window. B0 [sec) I 01 Mass (Da) | 03 Mass (Da} [ Time (min) D DP (uolts) | EP (uolts) CE (volts)
il 250 800 82100 143 SMF 55000 10.000 32000
2 240,900 106100 1.43 SME 53.000 10.000 27.000
E] 264.900 106.200 224 SDE 60.000 10.000 29.000
4 264.900 172.000 224 SDE £0.000 10.000 21.000
Target Scan Tine: ] N 310,800 107 500 349 SDMH 70000 10.000 33.000
-] 310.900 156.000 3.49 SOMX 70.000 10.000 25.000
7
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B MRM detection window DX EZITWVET,

= MRM detection window X MRM OF —# ZHfg4 M OELZER L E T,
21X, FRO LS 60sec DA, o7 —7/4F @D Time (min) TiHE
L 7= iy DS HIFRER £ 30 sec D FA, £ Dpksy D MRM HIE # 1TV E 77,

<R DIERHFFNEZE LN A Y v REHWTWAEREES >

¥ MRM detection window 23T X5 & GO ZRETERWEARH D £,
WIZRELSEKRE LT X584, Dwell Time 238 20 J&E (SIN) N FER5D
LEnH0 £7, BEIL. SO ETHEHTLZ EAHELEL 3,

MS ‘Advanced MSl

Scheduled MR

Experiment: Enabled
@ Basic () Advanced
Scan type: | MRM [MAR] e

Period Summary

Puolarity Duration: £.000 [min) Delay Time: 0O [zec)
® Post
@ Fosive Cyoles: ‘0 = Cycle: 10000 [sec)
() Megative @
MRM detection window: 60 (sec) Q1 Mass (Da) | Q3 Mass (Da) | Time (min) D DP (volts) | EP(uolts) | CE wolts)
q 250900 52100 143 SMz 55.000 10.000 32000
2 |2s00m0 108.100 143 Mz 55000 10.000 27000
@ 5 |254000 108.200 224 i 50.000 10.000 20,000
4 |269800 172000 224 spZ E0.000 10,000 21000
Tanget Scan Time: ] 5 |soem 107800 349 SDMX 70000 10,000 33,000
b | R EFES 156,000 349 SDMX 70.000 10.000 25,000
7

Edit Parameters...

Tips : sMRM T Time (min) & 0] ZAJ19 % & 2kEH CTHIEL £,

© Target Scan Time DX EEITWVE T,

= Target Scan Time &%, Cycle time #= L ¥ 3, EXO X ST 1 sec DA,
ORI EN 54 MRM F7 Yy a @ Dwell Time OEF 1 sec
(2725 X912, %4 @ Dwell Time 23 H B8R I E T,

X 1 E—=27H72Y 10 T—F KA ¥ MR LIZWERREIE, H50 Ll o
MRM 73#r 24TV, B — 7 iR A b %, ©— 27 8/10 L2 52 AREBICAT 5
TEEHEELET,

@D A==a2——® File > Save As #7 VU v 7 L Acquisition Method 4 % AJJL
RIFLET,

3-12



3.5 Scheduled MRM™ Pro CTH|ET 2 (4500, 5500, 6500 > U — X D)

3.5.1. Scheduled MRM™ Pyro & [3?

» Scheduled MRM™ Pro ([Z2W Tt L %7,

Scheduled MRM™ Pro 7 /L = U X AL, Analyst ® Software /3>— 2 > @ 1.6.2
MBS - HEE T,

4500, 5500, 6500. 6500+ U — XTI AW I AMEREIC /A0 9,

a. Flexible Window Width(Window) : MRM k Z >3 3 > Z & |2 Window i % 3% iE 7] GE
3% Window ([ZHIE L72WKEE] (sec) Z AL THEHLET,

b.Dynamic Window Extension (Threshold) : ®XZ(bEWNEH Lk 5 £ TF —# Bifs
% HENE R

3 Threshold (Z&E L72V> Intensity # AJJ L CHEHA L £, ZEMicT 5 &, MRM
detection window 73 HEIIER S5 AIEEMERH D £,

c. Dwell Time Weighting (Dwell Weight) : E® MRM k7> ¥+ 3 {220 T Dwell
Time % FEi Al HE

% Dwell Weight (287 % AJ1 L £7, Dwell Time OHIETIEH Y £+ A,

d.MRM-Triggered MRM (Primary/Secondary) : &M b7 > Py a v THBALAED N
BRSNS EMR NI oYy a 2B TEMNE
% Primary/Secondary (2. 1] F721% 2] TEE - ©M%ZE L. Threshold (2

EEH N7 Uy a VOBE LW Intensity Z A L THEH L ET,

e. Group MRM-Triggered MS/MS (Group)
B Sz b MS/MS % H 8

CEMRA N T YUY g U TRE LAY

$¢ Group (ZIX[F UibAM4 . Primary/Secondary ([ZIXE&HH - A OFEE.

Threshold (ZIZEMH MRM h 7> Yy a @ Intensity ORIMEZE L. IDA
Ay RafE L ET,

M5 Advanced M3

Scheduled MRM

Enahled . Import List

() Basic (%) ddvanced

Experiment: ‘-1 v.
Scan type: :MHM[MHM] v

i e
Polaity Duration: (D017 | min]  Delay Time: _D | (sec)
() Pasitive R i =
O Hegative e L ]

Cydle zi'fub'ud | (seal
MR detection window: |50 lsec) 01 Mass (Da) | 03 Mass (Da) I Time (min) | I I Group I Window (see) SP;':::I‘;W Threshold l Dwell Weight I
Scheduled MRM @ Enabled ®F = v 7 % A#L, Advanced ZER 42 &
Tt i o
EEGE KholUMATHENTZS T 2 (Group, Window, Primary/Secondary.
Threshold, Dwell Weight) 23BN SivE T,
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Scheduled MRM™7 )L31) X L

- €3 D Scheduled MRM™ 7 JLT1) X L~ DELE L -

E1) RO — 7T — 1 FOERS EDIENW — 7Tl — 701 FOEELICL.

— Windowtgld. £a45 EL B, 85IRE T,
 P—OIEA AR L — 41 Windowlgs & 5° & 733,
— E—IMELERL D E 5y L EO RS T —SE BT S

B2 K707 T 0T A AOTHICLS T —2OBENVLE.
— UL IR EFFEL T NS EE—00@S D,

£3) BREOE LD, BRELMEL VES W Odwell timesd R<LIZLy.

«— dwell timeld, £/5EL B @5IEREE Tl
— SINLEELEDT- &, BEGEL EES D dwell timez EXL7z L v — I T5-T1h 3,

24) TEHDOMRMES D% 30 ¢ — bR SN R TSI E A OMRME 225232 D BITE
ZE A2 ehTEh . AERRDERICEZ S OCERD,
— EEAGMRMHS 0L VT — o MBS TLELOIZ, EEAGMRMAS UL 305 JIE T 285N
otz vgls,
— RIEDEERER LT 206, B8 EUAD20OM DL a2 T SUBOMRME S0 3 0%
FEZ a7 dwell timeh S3<E-TLEDDOTTEGL,

S‘ IEX Answers for Science.
Knowledge for Life

Flexible Window Width (Window) &

Flexible Window Width (Window): MRMK52 <= al_Wmdowmsfé.,ﬁ,E—J*g_'

Primary |

Secondary Threshold | l}chIWnlghl|

01 Mass (Da} | 03 Mass (Da} | Time {min) | i | Group | Window (sec) I

~ Ao — IR ZIE0 T Windowlg® (B < [ Z32TE ¢ 22 &HVTTRE.
— Window({ZAIFEL 7=\ B8] (sec) AL TIFEALE S,

B — RN L — T (FEE R TA L) F—ofih T O— R (BRERTESRE) 2WELG NS (EIFRETE)
— windowlE FFE<T EL 1(+ 80sec) — windowgldE< 7=+ (£ 90sec) — windowfg(dE<L7=L 1 (£ 90sec)

[+ @ 7 Monocwolphos T Slandad) 224 57 1270 - Dala ovensh guan mlf | +‘l pn.wd rfwm TATE 7 T2 T+ Dala oveenph guant wil jzam. +b? N andard] 298 4 7 T4 2 Dala oveenpfd gua
Asna 35705, Haght T 54265, AT 340mn 5 Haght 4 Ba8ad AT 17 49me reiarﬂw nm AT 1207 mn

'\ J
1455 J|“° 45e4 Finae Wied }-\I\mm
B dned |

1 ‘\ A J | T.0e4 Fo .'Hl

§ eo T B £ 0w ’ 2]
H i I e b | | L '\ Ed
(A ] ] g2 { i |l Il : \
el | 1504 : 4 ’ i oo
ek 4
T 1004 ! fei i
o : ! : 20st A A
- 5063 ; i e
e 3 i iy
M 77 3v ix A 3 30 02 e o L3 120 e ¥ado 105
Time, min Time. min Time. min

S‘ IEx Answers for Science.
Knowledge for Life
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Dynamic Window Extension (Threshold)

Dynamic Window Extension (Threshold)
HREEYHNBHLEDIETT IMBZEDLER
- ; |

3 : Primary / &
01 Mass (Da) | 03 Mass (Da) | Time {min) ‘ D | Group | Window (sec) Sacoin Threshold | Dwell Weight |

=
‘\!x

1

— Threshold ™% TE {B% T O3 7. BEIETICMRM detection window# 451 T BB RIFIERE T 2.
— g R LD TS RS TE T - SIS DEEELEN D
— Threshold(Z. SRFELI-L Intensity AL ET .

{EED Scheduled MRM™ 7 JL. =) 4 Scheduled MRM™ Pro 7))L 4

o RTH Tz,

Ee RTAV N TH,
S U windowlg T 7 ILARA L (2 WindowlEE IEEL
F—RERSE pARL AL,

F 2 HIET
i

5 B i =%
S‘ IEx Answers for Science
Knowledge for Life

Dwell Time Weighting (Dwell Welght) P

Dwell 'Fime Weighting (Dwell Weight): MRMkZ2 2332 Z EiZdwell tlme"éuEET"ﬁ

Primary | .
i | Group ‘ Window (sec) Secon Thieshold | Dwell Weight |

01 Mass {Da) | 03 Mass {Da) I Time {min}

1

{E&40. £ LOQEE Rebah Tl 3/EE40 dwell times = R<T22&T fE3D Scheduled MRM™ 7L iy
MRMFRS>202 3240 Signal-to-Noise(S/N)hE _E.

Dwell Weight{< 5t AHL& 9, Dwell timed Bl Cidd Yt A,
Flad B 313 —Tx CEEEL,

[F @ e 7 aally Conte] 2737 7 952 - Data pasteae D0 7 7 Chbioleon 2 Siantad 2137 7 22 Dt pearcis S0 WP
Ao 2 Wuu«w 72203, AT T17 smtwymamzrm
16200 o s =
14000 soe | —= —— =
- it Scheduled MRM™ Pro 7)JL.J') A L
10660 chedule ro X3
g - ”mm
T e dwell timeh'! 315
4000 mr 4000 716 |
- A\ - /‘/.N:\ LR mm
B raroraEaes o ;;Jl 75 76 77 CETm e R T i y
Tame, min Tieme, min
SIN=37.4 SIN=55.5 | e =
%CV = 11.85 (n = 10) %CV =76

SCIEX Answers for Science.
Knowledge for Life
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MRM-Triggered MRM (Primary/Secondary)

- ’\!} =
MRM-Triggered MRM (Primary/Secondary): BN a> THRIEEMLBRMESh -
LEMEANS DI av BT CGERMAE

Primary |
Secondary

Thresholkd | Dwell Weight |

01 Mass (Da)

03 Mass (Da) | Time (min} I L[] | Group Window (sec)

EEAMRMR 52552 TRIFELfoE — 23S, SR 7z Threshold (% 1247 5 Bt AMRMR S22 a2 BIE
172,

RO - e AR ETHEROEEENHDD

AF B, MultiQuant™ W7k 27l STES LU HETE S,

Primary/Secondaryl. I1|37[312] TEE- EHERTL . Thresholdic i E M523 a OFGELICL
Intensity® AHLE Y,

Thmw, 10l Dimathaale S7TIID Foel| [ ® Tam Fod? T TR Timagnoars 7 [Untrowey 2238 7 100 Predm [+ Tawr ot Thwn O Drvethoats T [Utnown) 2299 7 7980 Froln
Area 2 384e5. Height: & 300ed AT 224 min A 2 Ke5 Heght € B00ed. AT 224 miy Ara 2 3%4a5 Haight & HNed. AT 2 24 mar
Ted I
188 5_\2 24 |I| 224 e Tz 2
Bt J\ et | Bt JI i
" [ . { MRM Ratio o | MRM Ratio
B el : g = 1.000 & et 1.000
£ g T E
L I‘ 2w 0802 LA 0.802
204 f | 204 Sia 0.526
] : AE
i . i _ L_\ o 0248
J i o,
g fm——— e — P = e A, | 0180
18 z0 FY Y] 26 28 18 20 28 28 18 20 FYL Y] T 0174
Time, min Time, min 2

HOENA A ARSI SToS, 2SRM GEE B 28500 32) OFF. BEL Zdwell timeX A LAL

sc I Ex Answers for Science.
Knowledge for Life.

Group MRM-triggered MS/MS (Group)

-/ =

Group MRM-triggered MS/MS (Group)
AN O A THERIES YA BB I -oMS/MSE B B G (IDAE)

Primary |
Secondary

01 Mass (Da) | 03 Mass (Da) | Time (min} [ [ | Group || Window (sec) Threshold | Dwell Weight |

IDABIEDEE. 12OMRMEZ 23 E R —EL TMSIMSE RS § 28, <h U 220552
Ef&IZEIGEMSIMSERF ¢ ZalEEMN S,

Group(Z(IRIL{LE &% . Primary/Secondary(c[d5EE A -EHHADISE.
Threshold(Z(IFEHAMRME S 52,3 (Dintensity DERAZE RIEL.. IDAA » FEIERLE Y.

& Secondary [t /47: Secondary / 7,242 Primary

EEOIINIRET2E, AL D0E —9HMRM-
Triggered MRM (A — (2707 3D T, R
FREGE—oMgHENED. EEITL TS0
F—42h Threshold® f22 T HEN3ET. &,
P mb5 00 3 B ES 7aL . IDAG Which

exceeds TR ELIBEA L v D3 037D
BENBALLCSTMSIMS DT — 24 B8
2hTLVE,

S‘ IEX Answers for Science
Knowledge for Life™
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3.5.2. Scheduled MRM™ Pro 7 /L= 1 X 2 Method O1ERK

(@D Scheduled MRM @ Enabled ®F = v 7 % A#L. Advanced %R L £,
@ kD SMRM £V v RICA~ED 95 b, LEREHEZRELET,
@ A==2——® File > Save #7 U v 7 L Acquisition Method Z# &% L £,

E=periment. |1 -

Scan type: | MRM [MFb)

Scheduled MR

Enabled Import List

() Basic () Advanced

‘eriod Summary

Polarity — Duration: 17.465 [ Delay Time: |0 [se]
giz:se Cycles: 1457 = Cycle: 0.7000 [secIA B C D E
MAM detection window: |60 [sec) Q1(I::)ss Q:G(I!S:;;s :r":'; (11} ‘ Group Wi(';:?:;" :;i:r::z:y Threshold ‘::.:;::t (“::s) nA
3 1841 143 27 |Acephate 1 acephete a0 1 1000 1 Bl [T
4 1841 43 27 |Acephate 2 Acephate an 2 1000 1 51 1t
5 23 126 63 |Acetsmiprid 1 acetamiprid &0 1 1000 1 &1 1t
6 23 29 63 |Acetsmiprid 2 acetamiprid &0 2 1000 1 &1 1t
et S T 7 4001 2362 128 |Alanycara 1 Aarycarh &0 1 1000 1 L
o7 fs=e) g 400.1 a1 128 |Alanycarb 2 slanycarh 50 2 1000 1 E3 1
1T os  [i6t1 (o4 |Aacetoscions 7 [Aicars store o0 |2 T I
BT A Bl
A Group 1 OB HONTHEED MRM 7> VY a2 o THIET 2854, [ T
k&= NI LET,
fil%# > MRM k7 >y a D7 —2 Btk 28 & L £ 7, Retention
5 | Wind Time 7% 10min ® & — 7|2 60sec ® Window % ET 5 &, 9.5min~
AW 1 10.5min £ TF—4 ZHBHLET, EASHLE MRM hT Py a v
WCDOBRFEHTT, ANNEITOROVEEIL, MRM detection window O
REDAITRD E£7,
ZOHTAETIHEDOMRM kJ >V 3 ) Primary 7> Secondary 7%
EFLET, Primary IZRE L7 MRM h7 Yy a VIXEICHIE
Primary | SAVET 23, Secondary ZiE L72 MRM k7 » g i, filxic
C /Secondary | & L7 Threshold ffi% Primary © MRM F 7 >3 g » OEEN

B2 IR HIE S E T, Group DT, 1] A7 5 & Primary,
(2] Z#Z AN+ %L Secondary (2720 £4, —>® Group (KD
Primary & Secondary i ET 52 &N TEET,

D | Threshold

MRM-Triggered MRM <T@ Primary MRM k5 >3 3, Group
MRM-Triggered MS/MS T® Secondary MRM K T > T3 3 >
Dynamic window extension ® kU —& 72 258 (Intensity) % EF
LET, ZOMHEIZ 0L EOBMEEZRET DMENRHY 7,

[AE]
2T 5 & A (Intensity) (ZB34> 57 MRM detection window 73
HEER SNDARERHY £3, BEER S ERVWEAIE
100000000 @ X 5 72 K& B fii = ATl & £7,

Dwell
Weight

ZOHT NI EEDMRM kT 3 D Dwell Time % . i MRM
FooovarlESERETDHIHEICEERE LET, Default fEIX 1]
TT, MEOEVLAMIZIZEV Dwell Weight (<1) ZiRE L. RE
DIEVMEAMIZIEE W Dwell Weight (1~10) 2% E L £9,
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<RELOEE>

DESDILEMEER D MRM +J >y 3 o TCHRIET 284813, £ 50 MRM
Moo vvarzili L CANTOINENRLD £7,

FILZNLV—IZB L TCWATRTO KTy a i, Time (min) 77 A0OH|C
[f] U Retention Time ZFff-> TWAMLERH Y T3,

FILZNA—TIZBLTWDETXTO TV a0k, Window (see) 7 ADH
WCBE A Ff> T DORENH Y 97,

F_XTO Primary h 7> YT 3 id, AL 7 /—7IZ Secondary F 7 ¥ a v
AT DA Primary h 7Yy arE AT LET,
HLERLEZ V=TI MRM R 0Py avB—2LnRW0WgEE, 0
N7 oYy a i  Primary 7Py a b ET,

& DD Acquisition Method @ H T TZ % Period (£ 1 277 T,
% 72 Experiment (£ 2 D TTY,
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4. f#HT (Explore £— K)

CDETENDHIL
® Analyst® software @ Explore &— R{Z DWW TR L £97,

"R hTTLRANRYT VB LR EEARKRT D HIES, ML OV
A ETERE B L T TR L E T

&l File Edit \iew Tools Explore Window Script Help

éﬁﬂ%@; Show L3

Extract Iong ki
ﬁ' - Extract Wavelengths 4
Duplicate Data L3
EE Cionfigure |
= Backeround subtract 4

B Security Configuration

I'EE Hardware Confiuration

%% Report Template Editor il Centroid

A Smoath.. Crl+K
AR Gaussian Smooth..

L7 Baseline Subtract..
A'|| Instrument Optimization JDG Threshold

(% Tune and Calibrate

A Compound Optimization

(% Manusl Tuning {ilL Noige Filter...
w2 Acquire Periodic Moize Filter..
it Add
ik Subtract
B Overlay

% IDA Methad Wizard
T Build Acquisition Metho

Euild Acquisition Eatch

Z7 Egrazs View ’:'Q Add Arrows

o 1 ¥, Femave All frrows
[Z Open Data File @. Home Graph
e Qpen Compound Databa

|5 Guantitate e Force Peak Labels

EBuild Gluantitation Me th

“{* Quantitation ‘Wizard

Review Results Table % Link .
d Companion Software é Remove Link
] Expand L4
m MultiCluant 2.1 Mot malize »
S| Feporter 3.2 f!: Set Selection..

+ Set Threshold.. |

S
[E]=3

>
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4.1 Window T &« 72 HRE

> Window T T& 2HEEIC OV TN LET,

4.1.1. TICData DA —7 > 7 ua~ ~ T T LNEDART MILDER

(O [Example] ® Project Z &R L £,

S\ File Edit View Tools Explore Window Seript Help

@ = & [& ! ERN = | el ilEprore Mode V| |j |Exam|3|e x V|:

@ Explore E— R® Open Data File #4727 U v 7 L, HA® File B & £7,
$ Training Tld Triple Quad 7 4 /L H D Gen01l.wiff Z BT 72 &\,

Select Sample [’X-
A% Explore Pleaze select a data file and a conesponding zample:
(& Open Data File D ata Files Samples
[Z3 Example

~

caur
[C3 Mol Files
[ TOF
(23 Training_sulfa3mis
I Triple Quad

=] LCWithMass Wi
@ HHORMEOMOIMATEEZ K7 > 7 L THIER L E T,
¥ Training TId 40 0 fHE2 6 50 532K LTS 72 &0,

I Analyst - [TIC of +@1: from Sample 1 (zen01) of GenD1 Wiff (Unknown lon Source)]

A File Edit View Tools Explore Windaw Seript Help _|® x
aEEHER i £ ¢ |[Explore Mode ¥ OB Example vy ’x@ETOHE :
@ & R AR AT L B T30 A AR OR Al B W B R DRaELEPLANBE 7 L=
B i 0401 mam Sample 1 (gend ) of Gen0l Wi (Unknown on Sourse) M 3267 ops
EP

aza7 o815

2007

287

2807

a
2.4¢7 4823
22¢7
i 7383
20e7
i R mm o
a 8a7 e 8283
F s
=
S qaer
«
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@ HAYOE—7 (Training Tl 43.18 4y
ODE—7) OFBEAE RT v 7L
EIRLET,

® BBRENTE®#HEEZE TNV T Y w7
T, A7 U > 7 5 Show
Spectrum ZERT 5 & AT MLHR
FRINET,

TV ERT7 7 LT,
T U w7 LT
<7EEW

4.1.2. Explore [ T?D Pane D /3R /LY — L3 — L #afE

> Explore i DA LT/ 8% LY — " — (FROT A 2v) B0 ET,
a7 W e T 0O E

A ICER LD Pane 2 ET 572 DITEH L £

» /)5 Move Pane. Delete Pane. Lock Pane, Hide Pane. Maximize Pane .

Tile Pane T. ZiLE#. BH,
ERREITHIZENTEET,

HE, VA XLEFEOEIE, B, mA1E,

TA

Wi

Move Pane

: Pane Z#®IRN L7-%. MovePane 7/ a2 %7 U v L,
BEISE-\WERFECPane K7 v 7 LKy L%Ed,

RO £8 A,

Deleting Panes : Pane #18#4R L7-%. Delete Pane 714/ 2 %27 1 v
95 L Pane 232 LN TEET, {1 L7 Pane (IO T A =2 Tlditic

Locking Panes :

pane ZER L7-1%, Lock pane 74 2 %7 U v 7
THE, BNLTED, VA XEEE LT L ENTERIRYET,
fEER D% aZlE, bO —FE WMUT7A 222Uy 7 LET,

1 & = §

Hiding a Pane : Pane #&{R L7-1%, Hide pane 7141 2> %7V v 7T %
CHERR SN TWD (FMRTHENTWSD) Pane ENVET,

Maximizing Panes : Pane % i®JR L 72, Maximize Pane 71 2 %
70Uy 5EZD Pane DN RILENE T,

H O

Tile Pane : 74 2% 27 U v 7 3% &80 Pane OEINZRY £,
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1)

2)

3)

4)

5)

6)

AT % A b TlX Move Pane Offi 514 @ L £,

TIC DB — 7 Z3&IR L, @R L7-&FH (2 ZTlH43.20 L 46.6 nffirdo e —7)
EENEIEIRL T TN Y v L, AT M EFRLET,
Move Pane gl 71 2> %227 U v 7 LET,

50U 9T HEEROE T A 2L LES. |88

— & FIlcFKx L7 Pane #7V v 7 L9,
FHENET)

Pane DIHZ I — Y A EADED Lt v— I RFRSNETOT, ZORET
227V v 7 LT Pane Z A ET,

(7Y w27 L7 Pane IIHMHT

JIany

I Analyst - [ +Q1: 42,057 to 43.505 min from Sample 1 {een01) of GenD1.Wiff (Unknown lon Source)]
A Eile Edit Yiem Tools Explre Window Script Help & x
QEEan e gior vt 850 B [ = @ ===
@ & R R VBRI el W B S RO N T -
B 71C ot +Q1- fom Sample 1 (gen1) of 8 anD) Wit (Urknaun lan Seurce) i 327 ops
-
2007 s150 N .2 | -
89 |
e 7N \ / N /‘\
iy £\ /"\ % \ / \
00 / |
b i \ / S i P _/ kA
T R T R R R R T, I I T
Tinemis
W .01 36.185 b 37.027 min from Sample 1 (3¢ 1) of GenD1 Wik (Unknonn lon Seurcs) M 1368 eps
\ 4
i T 46.657 It OMS A~ kv
)
o0 . puR 7 L
H— VA bE HALE
f = =X
L.
s w3 4 0os 7245 [T 10se0 e
e e % wo e e e e we  we  ww @ @ =

377 2687 1 43,505 MIN 114 SaMBle 1 (901 o1 GenOT WIN (A omn 150 Seuree)

- ik
De5 s "
g b 43.253fHEODMS AT kL
T O

a0 0 ) a0 B 000

272 Pane Z H1E D Pane DA EN L £4, window 73 —2IZH T,
AR MIVEFRRLET,

O Move Pane 7 A =2/ @
<BEh1% i >

) w795, Pane OBENIMEREI N E T,

W TIC of +21. kom Sample 1 fgend ) of Send . Wit (Uningen lon Sourcs)

Max 3247 oo
rar sz
w I ) [t
2207, H r\‘ i |
2007 | e
. 58 | H 700
= ’./'. \ | H A
2 ; / | { |
8 e / i i
= .\ / | i i i f \
g {am | | 1
£ \ | e | | I | \;
\ Y iy \ i b
siee{ | \ | \\ | | \ 0o
amey \\ i \ | \ i A
2 N o\ J N ,
e [, A — . i L R |
Wo W we @i 0 @r w0 ms w0 wr @s 95 w1 s 479 s w0 w@s @0 @5 w0
Tios, min
Wi 4398 e 42 550 min o Same 1 a1 or e 1 ooz | | [ =3 455 oS £ i e SanA T T o me
5200 sza
oo
e
B
e 2
£ o H
E s = 20
40e5 T
e
reen] | mEE s 2
T heas, T e
o | 10080 8480 e |
on
T e e s o o
= o
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41.3. N7 770 REZELGIWTEAXRT NIVOER

O TIC Oy 7 77 RAE (FRITIE 44.56 L) 2 R v 7 TRIRL, 3612
Shift =2 L2215, 20FTHONNy 7 7 F o Rl (FRTIE 46 73 f4HT) %
EIRL £,

@ OTHHMHEEE L%, Hiff FTHFZ U v 27 L, A=a2—/b Set Subtract Range
R L E,

@ fEE L& (TP T 44.5 3 LN 46 /3 Hr) ORREPHAREIZELL L, Ny 7
T RELTRESNET,

@ FENTHMOE =7 P (TR T 45.2 50(HE) 28RLETAV7 Y v o 52 &
T, N7 T TV RNELGIDPNTZART MARERENET, (TR

LT = (RanDT)of Gand 1 W (Urknomn ) = o3
247 List Data
‘Shew Spectrum
20e7 e Shows Contour Plot

Extract o
Snow Base Pesk Chromatoeram

Spectral Arthmetic Weard
Save fo Text File.

e 1507 ll,
L \‘_b______/f \\ _//

ap s ) ] azp azs

Set =
Glear Sublract Rane=
» Sublract Rangs Locked
Delete Pare

W 0143942 10 45516 min fom Samels 1 (genDT) of 5en0 AN (Urknown fon Souce), subiacted (4,008 1o 33727 min and

ooza

— % ORMTBEa AL PABMENET

- Y7 hF 7 R ENTAB 2 FHEOMS 2~ kL
" 40;0 565 s34 8000 OTAE ‘2"“0 1«25‘;"?“9

<Al >

X BELEANAY I 70 RO#EHMHEHEET 72012, A7 YV v 7Mbb
Clear Subtract Range Z®IR L £9, HkO®HANHEZ., RSN ET,

X OERRE., HECBIRSNTWIEEA LY —EX T LIV v I LD E, Ny Y
7T ROZELBIMDILTWVIRNANRY FILIREREIN, XA MArDax s bk
“subtracted...” IFHINZET,
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4.2 F O OREEE-1
> ZOETREGEOEZ Vv 7 TA=2—NERSNAEEEZ RN LET,

4.2.1. List Data ®FE/R
» List Data TIZ7— X AA » FOBME (K. A A RE, MHx@mE) %
UAMEIRLET,
» rav b TARLIIEY =AML, SSVHEBHEREEZ Y A MRRLET,
m FBIRLTEVANMITHFAME L TRGETEET,
@O Explore £ — F® Open Data File #4727 U v 27 L, HO File ZB & £,
%% Training Tl Triple Quad 7 # /L& 10 Gen01.wiff Z BV T< 72 &0,

@ r7u~ F?‘?AJ:%Z':TﬁU“/ﬁ L. List Data #7 U v 7, &% \WX List Data
TAarvEg w7V v LET,

@ UTFTO—o0x7nrsn~ I 508 —=712 LTHIIENET,

= DataList #7 : #A LA 2 kT & O Intensity &% of maximum intensity
(FREE & AHXP D) FENRRSIVET,

®  Peak List # 7 : @S XmEMENERINET,
@ AT7FAPFTiE Peak List # 72 &IRL, BIXCHEEELZMERELET,

B 7IC of +01: from Sample 1 (gend1) of Gend1.Wiff (Unknown lon Sourcs) Msx. 3,227 eps.
2287 s 8.15
3.0e7
2567 2004 1.43
289 7283
@ 2067
2
= 98, |
2 1.5e7 TFF T
5
E aree 7143
1087
sz,
L2041
s0e8 1713
53z 106 41433\
(e IS G b TN
5 10 15 a5 70 5 20 85
\\\\\\
. ple 1 (gen01) of
. Data List % 73 J.Uf Peak List # 7
Data List | Feak List |
Time (min) Area (counts) % Area Height (cps) % Height ‘Width (min) Baseline Type
1 0.3235 1.9710e7 0.1394 7.2089e5 0.1414 1.0063 Base to Base L
2 1.3497 3.5068e6 0.0248 4556785 0.0894 0.2965 Baseto Base
3 17842 47233e6 00334 3.2638e5 0.0640 04314 Base to Base
4 1.9601 1.7466e6 00124 2.4532e5 0.0481 02875 Base to Base
5 23713 2.5237e6 00179 40387e5 0.0792 02876 Base to Base
6 25361 1.1863e6 8.3925e-3 2684485 0.0526 01438 Base to Base
7 27460 1.0353e6 7.3246e-3 2.3524e5 0.0461 02156 Base to Base
8 34358 8.1010e8 57313 3.2309e7 6.3361 08626 Valley
9 38918 6.2668e8 4.4336 2.0206e7 3.9626 1.0063 Valley -

RSN =7 I3F EIKETRARICEBSINLET,

HEOIERWEAIX, Peak List # 7&2%EK > F—7 Vv ETHEIZ VT >
Show Peaks In Graph %% L T 72 &\,

THRABMELTRIFETDHAIL. EX T 28 RE, 77—V ETHEZ D v >
Save as Text...Z %R L, AA1TEHT TRIFLET,
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4.2.2. List Data OfE5y/XT A — X #5H

@ HHRDO T 1ET Peak List #F R LE 7,

@ Peak List 7—7 M~ U A& &HbE, /527 Y v 27 L IntelliQuan Parameters ... %
IR L E7,

TIC of +Q1: from Sample 1 (gen01) of Gen01.Wiff (Unknown Ion Source)
Peak List
Time(min) |  Area(counts) | %Area | Height(cps) | % Height Width {min) Baseline Type -
L Analyst Classic Parameters... o 17 nanes ] 1.0063 Base lo Base 1=
2 4 0.2965 Base to Base
3 IntelliQuan Parameters. .. ] <« 7 U ‘y 7 ] 04314 Base 1o Base
4 CENrOn perateteTe i 0.2875 Base to Base
5 Set Peak Height... 79 4.0387e5 0.0792 0.2876 Base to Base
6 125e-3 2684485 0.0526 01438 Base to Base
7 Y| Show Peaks In Graph 4Be3 | 2352485 0.0481 02155 Base lo Base
g Centroid Peak Finding 13 3.2309e7 6.3361 0.8626 Valley
9 136 2.0206e7 3.9626 1.0063 Valley
10 SR (ko 11 F.626265 0.1259 02157 Base o Base
[ Delete Pane 21 55132e5 0.1081 1.2939 Base to Base
12 1 1 22 2.2788e5 0.0447 0.2157 Base to Base -

@ BAV/z IntelliQuan Hifi (44) T Parameter % [ inwliquan [
/EE L/‘ OK % 7 U bd y L/gz‘a-o Moize Percentage 50 =

>:< EVC“li\ Peak Sp].].t FaCtOI‘ % 3 GCEEE L/T Peak. Split Factor
WET,

Baseline Subwindow 1.00 i
Minimum Height 0.00 cps
Minimum idth 0.00 38CE.

[ ()3 ] [ Cancel

@ #Hr L\ Peak Split Factor (2L VW B— 7 AEHE SN ET,

Wi G 7a1 Wom Sampte 1 (gen0T) of Gend? W [Unindwn 1on Source] Viax 3207 apa

3207

3087

E— BN E b=

g o
&
i 3158
H .
30
o
Jyl e .
T n % %

<Tips>
TN ZLOEFELREG 8T A —Z OFFAIRE ik
1) A==—s3—® Tools > Settings > Processing Options Z &K L £,
2) FoREINT-HE O Integration ¥ 7 Z& IR L, 7LV RAEOEEEZITVET,

| Baseline Subtract | Naise Filter | Smooth | Iteeration | Toleranee | Miscellaneous | Fracessing Tools |
,

~ ) 1

“ Inte\llQuan; |

eak. Split Factor

Moice Fercentage g1 % @ nan EES
) Intellituan

Peak Filtering
Minimum Height 0.00 cps  Minimum Width 000

Baseline Sub Window 100 Baweline Subtract | Moiee Filter | Smooth | Itesration | Tolerance | Miscellaneous | Processing Tools |

M35 ADC DAD

Bunching Factor: 1 1 1

Dynamic Thrashold Calculation

Moise Threshold [ cpe [ 100 100 Al
frea Theshold: 10010 cps [ 10000 10000 mAl
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4.2.3. Caption (JFR) BL T F 2 DB

> I ZTlL,Explore E— R CHERIHE/7 v~ k7T A Caption X° Text & A/
TOMEELET,
O Explore E— F® Open Data File #4727 U v 7 L HW®D File & £,
$¢ Training TIE Triple Quad 7 # /% H D Gen01.wiff % BT 72 &0y,
@ XHlOHEDOIMUD 15~20 53 D#iPH%Z R T > 7 LIERK L ET,
@ 17 ofhEove—7 EamimAsa 2 Y v 27 L, Add Caption 23R L 4,
@ Add Caption HH B & F3 DT, [Caption] &AL FET,
® WL EE 427 Y 7 L Add User Text Z i8R L £ 7,

® Add User Text HiiC [User Text] & ASILET,

.“ \ List Data LCaption:
iy Show Spectrum |

/I Show Contour Plot
.
Add User Text =)

hes \ Show Base Peak Chromatogram...
User Text

/ \ Show ADC Data.
|

P | e

Spectral Arithmetic Wizard

& \ Save to Text File...
£\ \ ‘f \ Save Explore History..,

Set Subtract Range

Clear Subtract Range
rrr e ¥ Subtract Range Locked
elete fom [T Center Text

L

@ ¥R L7 XA R T 7%, Home Graph 7 A4 2> fa} 27 U v 7 LET,

User Text (37 v~ k277 A® Window LT UAZEIZFEY £925, Caption 1E
=7 L L HIZEI 2D £T,

<Home Graph 7 A4 27 U v 7 # DOHEH >

B TiC of +Q1: from Sample 1 {gen0@1) of Gend1.Wiff (Unknown lon Source)

Wax. 2.267 cps.

248
6515

“lUser Text

3.0e7
28e7
26e7

81.43

2467

Intensity, cps

3188
7143
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iR . R EE7- Caption B X User Text DHIRE L URESE

)

AJ1L7- Caption b L Z UserText #27 UV v 7. A7 Vv 7 LET,

<User Text DIFHE >

3.44

U'erT

2.2e7

xt

30e7 Edit User Text

2.8e7 Delete User Text

7 RaT

< Caption D5 >

LIS (L

m il

Edit Series Caption
15 2

Delete Series Caption

@ HIBT 256 xS iv7-Mm LT Delete Caption $ L < |4 Delete User Text %
R L ET,
©® MWETLHA  FonShcEf =T Edit Caption & L <% Edit User Text %
BIRL WELET, 22 ClkFont A& %27 U v 7 3% Z LT Font X° Font size
mELRETEET,
Font @
Font Fort style: Size:
[Lial] Regular 13 [ 0K ]
Aria - _ lal ~| |8 -
Arial Rounded MT |_| Nold || ?D |_E|
Baskerville Old Face Narrow Bo;d'ﬂaﬁ.|5| j]; _
Bavhauvs 93 Bold — | |12
Bel MT ~ | |Bold Italic -| [16 ?
Effects Sample
Pl e ABbYyZz
Qo\o_r:
Il Bk - Seript:
Westem -
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4.3 F D OEERE-2

» ZOHTEHEREINTWDLAA MAREO T+ b 70~ b7 T LOERED
W IR L OMT 4 D BR ORI 2R BEREIC DWW T E LD TH Y £,

4.3.1. Appearance Option DX E
ZITHEHERINTNDILA MARHO T+ b, /v N T LAOBEREZEERET S
FIEIZOWTRLTHY £,

@O A==2—,3—0 Tools > Settings />© Appearance Options % &R L £7°,
@ T ® Appearance Options Hifi 235 & £ 90T, Graph Colors & Fonts % 72T

M LET,
< Appearance Options [H[fi] >
Appearance Options. _ . . =) =
Miscellaneous Graph Header Tool Tip || Calculators | Fragment Interpretation | IDA Explorer >'< Appearance Optlons 2 Eié L/ w ﬁ&hfﬁ&i N
Graph Colors  Fonts \ Other Graph Options Multiple G raph Optians File Information o N -
o o e [Analyst® V7 N = THEAET A R,
2eEboey Tils Fort : = 7ZRn
CRCRCRER % L < IXl Appearance Options it FH & k)
[ ] warot (52 . ‘
%%% Automnatic Label Fort: ;é:} : E/SH\E\ < fi é l/ ’

Default Caption Fart
Alternate Color: -‘
Primary Chrarn, Fill Colar, @

Period Marker Calor: E
Secondary Chrom, Fill Calor

Sublraction Range Color: E
Show Baseline Peak Delimiters [

Use thicker races when printing []

Use Delau\ts] I oK ] l Cancel ] l Help

4.32. AV RRX ¥ VT L—va VEOERET —F 7 7 A AP HERR
I 5k
> Z 2Tl Explore E— RTHWAET—#0oWEICHEH LAY v REHS
¥ V7 L—va VEOIFRERRT D HEEZRLTOET,
(D Appearance Options i ® File Information % 7 %R L £ 77,

@ BETCUTF =y I B A>TVIOINERLET, (Fxy 7N TWLHEANSIL
Fxv 72 ANTLIZE,)

Appearance Options @I

Miscellaneous I Graph Header Tool Tip I Calculators | Fragment Interpretation I 1DA Explorer
Graph Colors & Fonts | Other Graph Options | Multiple Graph Options |~ File Information

Experiment Information

Resolution Tables
Mass Calibration Tables
Instrument Parameters
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@ Explore £— K® Open Data File ## 717V v 27 L., HEOD File #B & 7,
3% Training T3 Triple Quad 7 # /L % H0 Gen0l.wiff 2B T< 2 &0,

@ Show FileInfo 74 = [i] #2 Vv s LET,

® ol 722G LI s EOFHRPFRINET,

IR File Information for Sample 1 (cen01) of Gen01_Wiff

[==1E]

B TIC of+21: fram Sample 1 (gen01) of Gend 1 Wiff (Unknawn lan Source) tMax. 3287 ops.
szer, W 5815
2087
2567 a204 823 ot
e 7283
g zoer e 45,62 s5.490 enes
= 2281 Fe6z
E iser 10
k] 3108,
= as.0a i
soan y° 2am0 5738
50e8 az.43
2z 1054
0o
o ] 1 s E) 25 B @ “a a5 E =5 E] o5 70 75 a0 a5
Time, min
Scan Type: Q1 MS(Q1) N
Folarity Positive
Scan Mode: Profile
Resolution Q1 Unit
Intensity Thres 0.00 cps
Settling Time: 0.0000 msec
MR Pause 0.0000 msec
MCA Mo
Center/vidth: No
Step Size: 050 Da
Start (Da) Stop (Da) Time (sec) Param Start St
20000 00.00 20
Parameter Table{Period 1 Experiment 1)
< >« >

<AlijE >

= File Information ®HIER 7% : Delete Pane 7 A a2 %7 U v 7 LET,

= F—%b Acquisition Method DEILT 5 Z &N TEET, HohEI L%
ZHLTLTESN,
EEE . T — % 7 7 A VEHSEE D Hardware Profile % Activate L T3 < SEN

HYET,

1) File Information i T4~ U v 27 L. Save Acquisition Method % &R
LET,

2) fRAFGEL 77 A NLE RO HNDH DT, File name 1247714 A ) L Save %

File Information for Sample 8 (Sample-B)
Log Info . K R
Acquisition Info Fils Nams: ShRM-LinitUnit-2 w

Cuant. Info File Fath: ChAnalyst Data\Pro
Period 1: Crigind

Resolution tables SO%’\!”(

Calibration tables 4

Ihstrument Parameters:

Keyed Text: Loglr Select All

Intedre  Save To File

Serial

ROM

PFGSS E cquisition Method..

Time fi Save Acquizition Method to CompoundDE ..
Serial

ROM Delete Pane

7V w7 LET,
3) FT—H T ANIMMEESN TS Project IZA Y v RIMEESHLET,
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4.3.3. Y oo [E &

» ZZTClE Script M L., Y Z(EEDETEET L HEERLTHET,

[EE]

X ZOEEZ A © 121X, TChange y-axis] Script 734 > A h—/L I LTV D HLEN
»H Y £9, IChange y-axis| Script 251 > A h—/L STV WGEIL, ML
NAUHE—=RND CD IZA VA =T —PREINTNETDT, £ A —IL%
BEWLET,

K A UVA =T =BRVWEEIE, BV AR—- P ETITEBIZI N,

% . Script OEMEIIRFEL TEBY EHADT, THITHELITEEN,

@O Explore € — R® Open Data File #%7/v7 U > 27 L, HEO® File & 7,

$%¢ Training Tld Triple Quad 7 # /% > QuanData.wiff ® API3-015 %#Bi& £7°,
@ Extract Using Dialog 74 2> An %7 U v 27 L, 420.0/220.0 %R L &7,
@ A==—,3—=00 Script 7*5» Change y-axis Z &R L F7,

@ Y axis Settings HiEIZ T, [EEOEEZATIL [Go) #7 Vv 7 LET,
Seript Help f [5 Y axis settings Elﬂléf

@ Analyst12PeakFinderParams

P4 ComparePezicArea Min 0
@ Convert Methods
B Create Quan Methods from Text Files M 1 DDDE‘
Y Create Text File from Quan Method an
[ DeleteOthers
[ Go ] [ Cancel ]

® 7V v 7%, THOXLIICYWMMEEOE CTEESNET,

=] | | e kiR @ paier 420 600:220 000 Ba o

Y MEES

aceo

/ Y [ A2 Al
|

S
2 10000
£

|

‘
N f \\
‘.' — — 0.00 - e

intensiy, cps

" /
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4.3.4. SIN OFER

» Z ZTlE Script ZfEH L., SIN #FRr7T 25 HEERLTWVET,

m SN ZFRSEDLHEE LT, EEERFELEEZHWZEH H1ELE Peak to Peak %
HAWTEHFED 210 hHEIRTE £,

[EE]
X O ZOWEE A MM T 511X, [ STo-N-Script | [ S_NstdDevQS | Script 2%
AVAR=ILENTVWDLLERD Y 77,

% Script A VA =L INTWARWEEIX, C 74 7KW Program Files >
Analyst > Scripts 7+ VX HDA A =T —I2X VD, ®FHRD Script ®
AVARN=NVEITNVET, 4 A M—=T=PNRWEEIE, BtV AR— b F T 2ER
<TZEW,

% . Script OEMEIIRFEL TEBY EHADT, THITHELITZEN,

Peak to Peak % iV /= SIN OFRFEE

(D Explore € — F® Open Data File 2% 727 U 27 L, BW® File #B & 7,

¥ Training TiZ Triple Quad 7 #/L% > QuanData.wiff ® API3-015 ZBi& £,
@ Extract Using Dialog 7 =2 AE %7 1 » 7 LT, 420.0/220.0 Z3ER L £,
@ Noise ([ZHRE L72WEiH (f1CI% 0.6~0.7Tmin H7-V) # R7 > 7 LET,

@ F—AR—FoD Shift F—z2zH L2’ obE—2 (¥Y—27 by 7 2EG01E0) %
K77 LET,
2000

1o 7 =
0 | —

00 01 02 03 04 05 06 07 08 00 10 11 12 13 14 15 16 17 18 19
Time, min

INntensi

G) SCI‘ipt )< e 7})) % S-TO-N_SCript %%?R L/ \35 —g—o i’f::ai:lszpeakﬁndErDarams

Change y-axis
12VF

P RemoveGraphSelections

P 5-to-N using Peak-to-Peak
® v~ 77 LRICSIN RRRINET, s
"W XIC of +MRM (2 pairs) 420.000/220 000 Da from Sample 4 (AP13-015) of Max. 4220.0 cps
0.83
4000

Peak Int.(Subt.)=4.28+3

: 3000 Ymax=1.88+1cp min=4.0e+0 cps
>
@ 2000
)
E
1000

oM - Moise -
00 01 02 03 04 05 o 07 o 0@ 10 11 12 18 14 15 16 17 18 19
Time, min
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EFEEL AW SIN DR RFE

(D Peak to Peak % 7z SIN ODFRFEOO~DFE TEIEL T,
@ Script A ==—7»5 S_NstdDevQS %R L £7°,

Script Help

@ Analyst12PeakFinderParams
P RemoveGraphSelections

P S-to-N using Peak-to-Peak
P} 5-To-N-Script

S_NstdDevQS

[#% Unit Conversion

@ BUEAIMRZ3 EASTL, GozZ Vw7 LET,

w, B/NxstdDey

Help

T ScDev | [ Erselobe |
(=)

@ SINBF/RSNET,

W C of +MRM (2 pairs): 420 .000/220 000 Da from Sample 4 (API13-015) of Max. 4220.0 cps
0.83
4000
s/N=b12.2
3000 Peak Int.(shbt)=4.2e+3

3xStd Dev.(Molse)=2.0e+1

2000

Intensity

1000

oM 4 Moise b
00 01 02 03 04 05 o6 07 0 09 10 11 12 13 14 15 16 17 18 19
Time, min

<Ml > FrRIHE7= SIN OHIERTIE
D Script A ==—75 S_NstdDevQS %

. S/NxstdDev

B|IRLE7, el
@ Erase Labels #7271 v 7 Li?‘o SN x SteDew [ Erase Labels ]

SINBFEREINZ/a~ N7 T 0%
O SNIER AR e b
7V w7 LET,
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4.3.5. FEIFEY

» Z ZTiE Script 2 L. FEEDT 5 HEEZRLTVWET,

[EE]

X ZOREHEZ M 5 121X, TManual Integrate] Script 734 > A h— /L E LT\ HHLE
NP0 £, Script A A b= ENTWARWEAEIEL, C K7 A 7N Program
Files > Analyst > Scripts (24 > A b —F —NREEFEEINTWVET DT,
AVA M= VEBBRNLET,

K A VA N=T=RRVWEEIE, BV AR—- P ETTEB I,

% . Script OEMEIIMRFEL TEBY FHADT, THITHELITEEN,

@O Explore € — R® Open Data File #%7/v7 U > 27 L, HEO® File & 7,
$%¢ Training Tl Triple Quad 7 #/V4% > QuanData.wiff ® API3-015 #Bi& £,
@ Extract USiIlg Dlalog T/I) = ﬁlﬁ ;5_’7 U P4 7 Script Help

L/ T N 4200/2200 %E*R L/ i .91«0 @ Analyst12PeakFinderParams
P Change y-axis

@ Script A = = — 7> 5 Manually Integrate % MKIComparepeakirea
| B Convert Methods

@?R L/ i j—o | #] Create Quan Methods from Text Files
P Create Text File from Quan Method
EE DeleteOthers
R DFT Tracker
P MakeSubsetFile

& Manually Integrate

Af Mascot

@ /v~ T NERT v THE ERBICE =7 ZRET DI ENTEET,

T e - B4 Manual Integration 3 l | (B e -
4000 Text File Exporting
;m Expaort file: |[Select) Select...

-

«2 Rezult [if staying open]
i Area: ’W counts
Height: ’W cps
: Retention Time: ’0347 min
:: Half Ww/idth: ’347 seC
:J:. Options... |
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5. EE(SCIEX OS Software Analytics F— FiZ L 2 EE)

CDETENDHI L
=  SCIEX OS Software @ Analytics E— N TDE IOV TR L £,

= Project ® SCIEX OS_Quad Data_Example NIZH DT —F L hL—=
THNCEAG LizT — X i o mEfoOER7e 8 ERE B & LT fi#T
PITUVWET,

» EHEEOEVEREOBII] S IE B L TR LET,
5.1 Results Table DOt & fiEdT
5.2 A A vHOERIIE
5.3 #atatH (Statistics)
5.4 Metric Plot DERK & 347 571k

5.5 MEEE—SCIEXOS THEATELEET LY XAIZHONT

X OKv =2 TIVZREH D IR WRRES T A =2 o OEESGIEIZ > £ L T, SCIEX OS
® Help # ZZM < TZ2E 0,

3% Analyst® Software @ Quantitate &— & W\ /2 E&EIZ OV T, Analyst®
V7 RNy =T HO~=27 /v, MultiQuant™ Software % /=€ &2 DOV T,
MultiQuant™ ¥ 7 U = 7 HO~=a2 7 VE TSR Z 30,
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5.1 Results Table D#REE & fEAT

s fRENT 2R D D RN E B~ = 2 7 /LIZHE - T Results Table Z{Eak L THRIEL T
ITEEW,

¥ b L <X, SCIEX OS_Quad Data_Example @ Project 7> & EFAB_
MQ4.gsession @ Results Table Z{EH L £7, (7 —# %L EFAB.wiff % ff H
LCERL TV ETL)

5.1.1. {17 STV 5 Results Table % B <

@ i EEBD Results > Open Z3#IR L £97,

7 Q) offline
ot SAEK 0Cund Dt e T ©
MNew...
Recent results 3

@ Open Results Table session E[[E 23 & 3O T, BAJD Results 7 7 A /L Z 18I
LT Open L %7,

5.1.2. BRI WA RA v M 2B, £RITEH 5 E

BEBICHVWONTWVWAE RS N EBRIT 28BS E

> Results Table 7>6 O#EE S E & M EROFRBEHE O OBIEFENRH Y £,

X FEEMEAR FEhEd 5 Rl Calibration Pane FCHZ27 U v~ 7 L, Show Excluded
Standards (2T = v 7 Z ANLTL IV,

<Results Table 2> b O#EAES >

(D Results Table F T, A L7-WBEREA > FD Used DF = v 7 24 LET,

<MREMORTHEEH O DERIES1E>
O BATLHZRA L b ETEZ Y v 27 L, Exclude selected analyte Z &R L £,
@ KAV IDBRERPORIASINDEAEDITRD ET,

@ TXTOMRM F7 Vv a oW, A v FEERIAT H5E61E, Exclude-All
Analytes ZEIR L TF IV,

Calibration for Flonicarmid 1y = 1495755 = + -T82. 78203 (r = 0.99996, ¥ = 0.99991) fweighting: 1 /)

Exclude selected analyte Te5

el

Exclude all analytes

el

3eb
2eh
1ed

Del

Area

ZDORA BB

0.5 10 15 20 2.5 3.0 35 4.0 45
Concentration {ppb}
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BRASINTVBRA Y FERERIZE D DEIESE

> Results Table 75 O#AEF 15 E M EMROFREEH S OBIEFIENRH D £97,
<Results Table 7> 5 DEIESE>

(D Results Table T, &7 WEMRA L hD Used I2F = v 7 ZANET,

<BREBROETEEI O DBIEHE>
O GO A > b ETEZ U v 2 L, Include selected Z3&R L £7,
@ BA YV FPRERIZEOONDEFEDITRD F1,

@ T_XTCTHO MRM FrJ7 Uy g il oV, ™" v 25D 5854515, Include all
analytes ZiBIR L TF I\,

Calibration for Flonicamid 1 y = 1499175 x + -612.21430 {r = 1.00000, ¢ = 1.00000) (weighting: 1 /=)

[ Include selected analyte 7e5 |

fied 4

Include all analytes
Ged 4

Area

3eh

285 4

1e5 ;0)/\0 N E'l
&mr/ﬂfff}4{b%Lm

05 10 15 20 25 1 25 40 45
Concentration (pphb)

5.1.3. B/ /3T A — R &fmET 571k
> AT7FANTiEBlank TE—27 23 SN TWDHEE, BE—2 & LTRSS Len
EOTFEGRT A= R EES D5 HEE T/ LET,
(D Results Table M4 _E® Display the Peak Review 7 A =2 7w L
T/u~ I L2FzREEET,

© Peak Magnifier 74 2> B %2 1)o 7 L, MRS TWA 20~ h 7T A (R
WEnTWwas 7o~ 7T A80%, KEOHETHENLTWET) ZIERLET,

% ML —=27"Tl%, Halofenozide 1 (Analyte) ® Blank (Sample) %i®R L T<
72 &0,

(1] 2] (opicns+Jo]2]x)
) Blank - Halofenozide 1 (Blank) 32...ata\EFABwiff), (sarmple Index: 1) STD_0.05pphb - Halofenozide 1 (Sta..ta\EFAB.wiff), (sarnple Index: 2)
Integration Area: 356, Height: 1.356e2, RT: 197 min Ares: 45861, Height: 2.727e4, RT: 1.95 min
Minimum Peak Width 3 points a0 25000
Minimum Peak Height 100.00 800
S/N Integration Threshold | 3 00 20000
ian Smooth Width 1.0 points 600
Z Z
Nois 40.0 % Z 00 g 15000
= =
Baseline Subtract Window 0.20 min = 400 =
10000
Peak Splitting 2 points
0 1.970
Retention Time RT) ——M8M8¥ ——————— 200 5000
100
Expected RT 195 min
0 0
RT Half Window 300 sec 18 19 70 21 18 a1
Update Expected RT No Time, min




@ NRTA—HEEFTL, Apply 227V v 7 LET,
% hL—=27"TlX, Min. Peak Height % 100 7% 300cps IZEH L THF I\,

nk - Halofenozide 1 (Blank) 229.0 £ 120.9 - {Path: DASCIEX OS Data\SCIEX 05_Quad Data_ExampletData\EFABwiff), (sarmple Index 1)

Integration ht: 1.356e2, RT: 197 min

Minimum Peak Width 3 points R

Minimum Peak Height | 300.00 an0 Apply R & >

S/N Integration Threshald | 1 700

Gaussian Smooth Width | 1.0 points 500

Noise Percentage 40,0 % g .-

Baseline Subtract Window | 0.20 min = 200

Peak Splitting 2 paints
Retention Time (RT)

Expected RT 185 min

RT Half Window 300 sec 175 180 185 190 195 200 205 210 215

Update Expected RT No v Tirme, min

@ Y—2713H LW E CHAFE S, Results table (TS v E T,

® Results table - Area & Height ®fEM N/A 272V  Modified DMfIZT = v 7 2
A FT,

% Modified 1%, D XT A =2 N\ oV I B HZ LA R LET,

Apply 7 U v 71, IN/A] (2720, Modified (Z
Fxy I MAYET,

Y

"L 18rows Filters:0 W ¢

Index | Sample Mame ¥| SampleType 7| Component Name | c“?;::“d g:’n'::‘;:':;: CDMA:[:;‘:“D“ Area 7| Height 7| "e;‘:::i““ | Madified v|Used 7| Coc:c':

» 3 Blank Elank Halofenozide 1 Quantifiers Halofenozide [Fes M/ M/ Fa [RF7:
_‘9 STD_0.05ppb Standard Halofenozide 1 Quantifiers Halofenozide 0.05 EELIN LIS A5 Ll 0.04
| 15 STD_0.5pph Standard Halofenozide 1 Quantifiers Halofenozide 0.50 440341 264075 195 B 0.57
I STD Spph Standard Halofenozide 1 Quantifiers Halofenozide 5.00 3838419 287314 194 =] 494
e Blank Blank Halofenozide 1 Quantifiers Halofenozide (WY 376 182 194 (=] <0
EE STD_0.5pph Quality Control Halofenozide 1 Quantifiers Halofenozide 0.50 422451 248571 195 (=] 0.53
E STD_0.5pph Quality Contral Halofenozide 1 Quantifiers Halofenozide 0.50 411919 241174 195 (=] 0.52
_ 45 STD_0.5pph Quality Control Halofenozide 1 Quantifiers Halofenozide 0.50 417355 242730 1495 1 0.52
_ 51 STD_0.5pph Quality Control Halofenozide 1 Quantifiers Halofenozide 0.50 392861 235109 194 1 0,49

al Int

Apply Blank - Halofenozide 1 (Blank) 220.0 / 120.9 - (Path: DASCIEX OF DataSCIEX 0S_Quad Data_ExampletData\EFABwiff), (sample Index: 1)
I - Area: M8, Height: NAA, RT: N/2 min
ntegration
1000
Minimum Peak Width 3 points a0
Minimum Peak Height 300.00 &0
S/N Integration Threshold | 3 7m0
600
Gaussian Smocth Width | 1.0 points &
2 500
Noise Percentage 400 % £
- 400
Baseline Subtract Window | 0.20 min 200
Peak Splitting 2 peints 200
Retention Time (RT) 100
0
Expected AT 195 min 175 180 185 190 195 2.00 2.05
Time, min

54



5.1.4. BH LML /N T A—FREZTXTOT —Z M % 51k

> 5.1.3 TG /NT A—H &EEE%, Apply L7=¥ > 7/ (Z Z TiL Blank) LFhzo
WTIEIEDOED /N T A—2DFEFETT,

> HLWLWREZTXTOV I NVICEHT 5 729I12i%, Update Processing Method
for Component OEAENRNLE L 72D £,

(D Peak Review i T4 ~27 U v 7 L, Update Processing Method for Component
ZEIRLET,

Blank - Halofenozide 1 (Blank) 329.0 / 120.9 - {Path: DASCIEX OF Data\SCIEX 0F_Quad Data_ExampleiData\EFAB.wiff), (sample Index: 1)
Area: MfA, Height: N/A, RT: N/A min
1000

Copy Integration Parameters

I Update Processing Method for Component I_

Update Processing Method for Group

&00

= 500

= 400 Apply integration parameters to sample within a group

o ]
1 Revert Peak to Original Method
00 L___________g________'
Revert All Peaks for Component \J

1

175 130 185 190 195 2.00 2.05 210 215

@ @B, 2V TILOE =TIk L, BELIZES /ST A—F THIHE SN ET,

@ Resuls table ™ Area & Height, Calculated Concentration 23t L 7= fEIZA
b FET,

@ Update Processing Method for Component (Z LV, & TOH T ILMNFEL/RNT
A—HIIREINT=DT, Modified DT = v 7 NEZFET,

<AliE >

3% Revert Peak to Original Method : Apply 217> CT/XT A —X B8 H LT,
BEHRRTO/NT A—HIZRTZ LN TEET, Update Processing Method for
Component &R HRENZAZNTT,

X /NT A—H DEFE L, Process Method Z R+ 2FH TH A[HE T,

@ HEfE 4 _ED Process Method > Edit embedded method 7> & 4 ] i 4 BH
xET,

@ FWEEMHE IZ T Results table 2 /13T 20T X TD/NT A —X (FREMHRD
BTN T Vv arORREDTC) 2AETHZENTEET,
@ FRELT21%. Process & Close 27 UV v 7 +5Z LT, DAY v KN
AENn, T _RCOERHFHESNET,
O Offline ?T - F X <"fﬁ$@ﬁ>

Edit embedded method...

Save embedded method as...

| E New...
Open...
Recent methods 3
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51.5. EL LT — 7 /T A —X ZE&EMENTH A Y v F (Processing
Method) ~R1F9 % ik

> 5.1.4 CEELIERED/ XTI A—XL, EE&fMITH A Y v K (Processing Method) ~
BEHIZREINFEFAD T, REFETDHDOEENRNESIIZLTEIN,

(D Update Processing Method for Component & L < % Edit embedded method %
1T - 721 . Wi £ D Process Method > Save embedded method as %34 L £,

(@ Save As HANFRINET DT, File name |4 R Z 1) T Save TIREL 7,
FEEXRAELAHETT,

@ offline T

Process Method + 9
Edit embedded method...

I Save embedded method as.. I‘_

MNew...

Open...

Recent methods 3

5.1.6. FEI T — 7 2@k S ¥ % 415 (Manual Integration)
> FEITE—7 2U154121%. Manual Integration Mode # £ /48 L 9,

(D Peak Review [ ?® Enable Manual Integration Mode ® 7 A =1 %
707 LET,

@ FIv T LRBNROR=ATA 25T, BE—7 Zilfi#sEET,

(@ Manual Integration % 3 L 7= & — 7 {22\ Tld, £ D5ték (Manual Integration)
DF = 7NN ET,

X E +/| Manual Integration E

PP [ 5T0_0.5ppb - Flonicamic 1 (Standard) 30,0 / 2028 - (Pat... 03 Quad Dats_Example\Dats\EFABwif), (sample Index: 3)
I Area 63577, Height: 36117, RT: 102 min
ntegration
Minimum Peak Width 3 paints 35000
Minimum Peak Height 100.00 20000
5/N Integration Threshold |
25000
Gaussian Smooth Width | 1) paints
3
Noise Percentage % = 20000
Baseline Subtract Window | 0,00 min 15000
Peak Splitting 2 points
10000
Retention Time (RT) ———
5000
Expected RT 102 min
) i
RT Half Window 180 185 0.0 005 115 120 1
Update Expected RT No

@ ZoEEE L%k TH . Manual Integration ®F = v 7 243, 7213,
K27V w7 DA ==2—mb Revert Peak to Original Method #3#4R4 2% Z L2k v |
TLDOE—VRRICRT Z N TEET,
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5.1.7. Results table ®ZF /5% & (Table display settings) %% 89 % ik

> Results table DR RHTEEERTTHZ ENTEET,

(D Results table & A o

Offline
More > Table display o
settings &R L £, ]  Process Method + [

@ Results Table Display
Setting M A3 & £+ DT, 28 88 (Mo« S
Results table (2R R S E 72 | Table display settings... | umm—
IHH® Visible (2T = v 7 & Recent Table Settings v
A E 7, Number Format
THEE/ DR, FBRERRR e & i
EORREREZEE L ET, B )

£ B RADL TN

IRE T
KEVC % i _ﬁﬂo Project: SCIEX 05Quad Data_Exarmple

Retention

n 7| Modified 7| Usi
Time

Add custom column...

‘/ : : _,G]\jj L 7,,: /J\ﬁlllj—i u Showe and hide specific columns inthe results table

Colurmn Groups:

—F O)*ﬁ‘ﬁu J: D 'fﬁ 01 N E All Columns
BT — 7 NVICADERE [ | |
N - —_— Column Name < | Wisible Number Format LIS Supported nl
o RNWIETTRL ) E acurscy 0 ‘
%§+% L: %) }iy% é hi ﬁ Accuracy Acceptance = ] —
A/o Acqg, Method Mame =
Acquisition Date & Time =
® /EE L——C OK %f 7 U > 7 L/ 35 Actual Concentration 0.00
Adduct / Charge &= ]
ﬁ—o Brea 0
Area / Height: =] 0.00 =
Area Ratio ] 0.000ed
Area Ratio of comparison = 0,000 ]
Asymmetry Factor ]
Barcode =
Baseline Delta / Height: O] 0.000e0 =]
Calculated Concentration 0.00
Compatisan = 1}
Camponent Comment = =
Component Group Mame &1 [l sl

Save as project default settings _

<A >

3¢ Export Ti%iE L7 Table display settings Z# &7 T& £9°, F£7-. Export TLRF
L 7= Table display settings 7 7 - /L% Import Cat/riAieZ & H TE F9,

% Save as project default settings (CF = v 72 ANTOK%2 27 Vv r+5L, =
AL, BrlifER &35 Results table (2% L CHL{ED Table display Settings ¢
REN S IVET,
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5.1.8. T3 /3T A — X ROIREHAL, MEMROFEOYREEELET L
%
> R RT A — RPN REROTEHEOYMBR EAEET LN T ET,
I FIATHFED /8T A — F R 23R E LT < EER T,

@ i _EEB D Projects > Project default settings Z 38R L £ 77,

Pejcs SCIEX O5Quad Dt mp C
—

Default

Wy cr
v SCIEX 0SQuad Data_Example

ﬁl Project default settings... |

Project secure export settings...

Enable project modified peak warning

@ Project Default Settings i 235 % £ 79 DT, Quantitative Peocessing (DIH % i
RLUET,

@ Integration MIAH T3 /37 A —# OYIHES>, Units & Calibration Defaults ®
HH CRERAM-CREROER EOVHIRELAERE L. Save 27V v 7 LET,

Project Default Settings

Quantitative Processing Set Project wide defaults for quantitative processing method parameters

_— . Integration Default
Qualitative Processing fregration Leraults

Integration Algorithm rQ4 v

Integration

Minimum Peak Width 3 points
Minimum Peak Height 100.00

S/N Integration Threshold | 3

XIC width 070 Da
Gaussian Smoath Width 1.0 points
Moise Percentage 40.0 %
Baseline Subtract Window | 0.20 min
Peak Splitting 2 peints

Retention Time (RT)

Expected RT 0.00 min
RT Half Window a0.0 sec
Update Expected RT Mo v

Report Largest Peak

Units & Calibration Defaults

Concentration units ng/mL

Regression parameter Area W
Regression type Linear %
Weighting type 1/ v
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5.1.9. Peak Review OF- 1L (7 v~ ~ 7T AOESOHtE) 22 ¥4 25
J5ik

(D Peak Review i A £ Options > Peak review display settings % &R L £ 7,

Lopron:____+ JOJ ]|

STD_0.05ppb - Flonicamid 1 (Standard) 230....Examp|e\Da! I Peak review display settings... I
Area: 6384, Height: 3914, RT: 102 min

ALO0L v Fill peak (XIC and spectra)
3500 &

2000

@ Peak Review Options HIH AR R INET O T, BARFIEOREEZITV., OK %7
Uy 27 LET,

< il 2 >
%1 Number of rows, columns : X957 1n~ b7 7 28 (fE, B0
%2 Overlay: 7 v~ /7 LADEREZDHT
33 Highlight active graph using : (BURCIZfEH T EHA)
¥4 Zoom time axis to view peak : 7 B~ ~ 77 LD X iDL RFERDOERE

35 Zoom intensity axisto : 7 2~ N7 7 LD Y fliOFIRFIEDRE

< Appearance ¥ 7 > <Zooming # 7 >

Peak Review Options

Peak Review Options

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

Appearance | Zoorming

Appearance

...1
MNurmber of colurmmns: ‘ 2 b d - 3 RT Windaws
V o

Owerlay: >0<2 Zoom intensity axis to: X5
Don't owerlay v ® 100.0 percent of largest peak

/ . . .
Highlight active graph using: >,<3 10.0 tirnes the baseline height
Bold. italic title and grey background v 200.00 cps

Mark expected RT with arrow 1000.00 cps, of largest peak

When ovetlaying:

Zoom y-axis using owverlays v |
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5.1.10. fEEDOZ v~ F7J L0 5F R (XIC Side by Side)

> EEOY T ARBTE—2 @ Intensity % BT A HLE4, &K 6 D
YU TNV ERIRT H 2 & ARETT,

(D) Peak Review EEJ:@ View > XIC Side by Side %8R L £9°,
[options —— «J o] x]

v
STD_0.05pph - Flanicarid 1 (Star X WBawiff), (sample Index: 2)
Area: 6884, Height: 3914, RT: 1.02 XIC Side by Side

3500

3000

ELT z)

@ XIC Side by Side ND& 7K 72 ik Hellet 54 7 AR TS,
v Popwors__-Jo[=]X]

1: Blank v 12: TapWater v 6: STD_0.5ppb v 13: TapWater_0.5ppb v
Blank - Flonicamid 1..f), (sample Index: 1) TapWater - Flonicami..., (sarmple Index: 12) STD_0.5ppb - Flonica..), (sample Index: 6) TapWater_0.3pph - Fl.., (sample Index: 13)
Area: NfA, Height: M/A, RT: MAA min Area: 137, Height: 106, RT: 1.12 min Area: TBI03, Height: 42631, RT: 1.02 min Area: 79388, Height: 42634, RT: 1.02 min

41000 40000 40000 Lo1e 41000 2
0000 30000 30000 0000

& & & &

& 20000 & 20000 5 20000 & 20000
= = 5 =

10000 10000 10000 10000
1122
1 [ . 1 1
10 L 1o 1o
Tirne, min Tirne, min Tirne, rain Tirne, rmin

<A 2 >
XIC Side by Side ® 7 v~ s 77 AORTFEEEFTT LT, 5.1.9 4L T2
AN

5.1.11.  Results table THiE » Sample Type DA FRx SH 5 Ik
> Results table T, #¥E® Sample Type DAF/RIHEH I LN TETET,

(D Results table ® Sample Type DIH B 4 OAHED ?I 7 U w7 L, RSN
YU TNVOREICTF =y 7 ANET,

"L 100f18rows Filters:1 i

Index | SampleName ¥| Sample TypeEFumponenl Mame 7 c"':;’::"d 7| Masito v ISNan | < *ﬁ}i >
3| STD0.5ppb Quality Cantrol i i 0.0/202.8 oI5 . % — = H._A\
BERED usppb q \tyc trol Loso 0.0/2028 N IS S N 75—} %) L Lt)j:ygl«i]ﬁ{:l\ei\
L s uality Contre [ Standard oA °
L 43 STD_0.5ppb Quality Control [7] Blank 0.07202.8 (No T3 Clear Fllter % *R L/ \i ,éﬁ
4| STO_0Sppb Quality Control [] Double Blank 0072028 (N9
55| STO_0.Sppb Quality Cortral 3”:"‘5’0””””‘ 0.0/202.8 [Ho 15
- nknown
™| Taper05ppb Quality Control Esmw 0.0/ 2028 oI5
79| TapWater 0.5ppb | Quality Control 0.0/ 2028 Mo 15
|85 | TapWater 05pph  Quality Contral 0042023 o 15
| a1 | TapWater 05pph  Quality Cotral 0042023 Mo 15
|9 | Tapater 05pps Quality Control 0.0/2028 oIS
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5.1.12.  Results table O~k z D 71k

> Results table [ZFERENTWAEHEHADIOEZ N TEET, HEZ/NIWIEIZ
WARRZ7-0, HEBOFEREZINEZ D Z ENARETT,

RN UL A =

@ Results table BT, WA 2WIIOHB A2 Y v 7 LET, ERLAIBFEAIC
REsLE7, BEUA BRI ~ERL L Z LR TEET,)

& Qualify for Rules Filters

sempiepe 7| O Compound | Compnent | b
Blank Halofenozide 1 Quantifiers Halofenozide MAL
Standard Halofenozide 1 Quantifiers Halofenozide 0.05
Standard Halofenozide 1 Quantifiers Halofenozide 0.50
Standard Halofenozide 1 Quantifiers Halofenozide 5.00
Blank Halofenozide 1 Quantifiers Halofenozide MfA
Quality Contral Halofenozide 1 Quantifiers Halofenozide 0.50

@ Results table ™4 EIZ& 5 Sort selected column from smallest to largest (F-JIE)
74 2 B . 7213 Sort selected from largest to smallest (KJE) 71 = & %
IV 7T HEWM~FZNTEET,

3 Removes any previous sorting 7 1 = B cricre

™ Qualify for Rules Filters 4 I
Component Compound Component Actual P q Retention
SRR Mame Type Group Mame Concentration V| Area o R Time
Blank Halofenozide 1 Quantifiers Halofenozide T4/, 2.00
Blank Halofenozide 1 Quantifiers Halofernozide /A 214
Unknown Halofenozide 1 Quantifiers Halofenozide M8, 1.97
Blank Halofenozide 1 Quantifiers Halofernozide MSA 1.497
Blank Halofenozide 1 Quantifiers Halofernozide [AA 194
HE DWW~ Z

(D Results Table EC, It ~XEx7WHBEZZ Y v 7 LicEE, BEISETZWEFTA~ R
T LET BEIEOBLRICEWRKAINERINETO T BHADLGATTRE v
7LET,

W Qualify for Rules Filters .i‘:. f::z. "C. I||\. ana. bt E EE

Area T
F: Component Compound Component Actual : Retention
sanplelyps. ¥ Mame ¥ ¥pE = Group Mame - Concentration T/ fueal ¥ Heaht Sy Time L

Blark Haloferozide 1 ¥ Quantifiers Halofenozide [u) £, 136 1.97
Standard Halofenozide 1 Quantifiers Halofenozide 005 27274 1495
Standard Halofenozide 1 | Quantifiers | Halofenazide 0,50 264975 185

| Standard | Halnfennzide 1 Duantifiers Halnfennide 5.0 ETETEEE srrv1s (104
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5.1.13. Results table =7 /L THHFIAD DL E L TH 1T 5 5E

> Resultstable #7 XA MEATHNTHIENTEET,

O MW@ 4 o Reporting > Export results > Export and save Results Table % #4R L

@ offline

i’gﬂo

SEE— e [ Proces o < I

Create report and save Results Table...

\esults Table (EFAB_QaTl_MQ4.gsessi

Export and save Results Table... I

lles Filters Results Table — Metric.. Export MarkerView Peaks List : E

Comp t Compound < Component Actual Transfer results to LIMS... Calculated Acct
Name Type Group Mame Concentration Concentration
Print 3
Halofenozide 1 Quantifiers Halofenozide MfA <0 Mi8,

@ Export [ 233 & £ 790 T Format, Columns, | Format
ROWS @%IE E VG‘ mjj—g‘ 5 %Zit)%)lrjﬁsi& %%*R l-/ N @ Use dot () as decimal separator

OK ;i_) 7 U D4 7 L/ SE j‘o Use comma ) as decimal separator
@ Save As BN £3 0T, @AFTHEF, | Columns
Flle Name %Ajj L/ Save % y U D & Li—g‘o Export all columns

@ Export only visible columns

Rows
@ Exportall rows

Export anly currently visible rows

<A >
Format :
Use dot (.) as decimal separator --/NMEsFEZIZ Ky b () ZEHALET,
Use comma (,) as decimal separator --- /MR FIXz2r~ () ZHEHLET,

Columns :

Export all columns -+ FEERRERSTWHHA LT XTHISNET,
Export only visible columns -+ #/RENTWHHHEOA NI EET,

Rows :
Export all columns -+ FERRER->TWHHEA LT XTHEINET,
Export only currently visible columns -+ BERRIITWAHE OAHT S
F9, TANZY) T L o THEBERICRS> TWAEHBIIHISNERE A,

SEEMIE Export B A T Help 2 227230,
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5.2 A AU HDORRFTIE

> 42‘/th®#le%E%7D7h77AL IFRRTHZET, HIRCRHE =N
Bt DI E N AREIC 72 0 £,

@ Results table Z B &, Wifif £ Process O Offline ==X
Method > Edit embedded method % #R L £

o -

@ Modify Method Wi 2 & £ 40T, 3 m@E

Edit embedded method...

Save embedded method as...

Components O & E L, Group Milic 7 /L — .
THE NI LET, e '
el |

Workflow

A

Select or verify the analyte and internal standard names and r

Components [import + ] export]
Export.

l nteg ration Row s Group Name Pri::::?éi?l
» 1 [T]| Flenicamid Flonicamid 1 230
T 2 [] ] Flonicamid Flonicamid 2 230
Calculated Columns R [71 || Halofenozide Halofenaozide 1 329

@ Flagging Rules. Z#27 U » 7 L. Ion Ratio Acceptance #7 U v 7 L £7,
Tolerance (%) DWANRAENI/R Y FT DT, £ A HOFRME A AL T Process
& Close #7 Vv 7 LET,

Workflow

Define a rule to flag results in the table.

Components / AddRue | Ocleterue [ mport.. 1]

Integration

Apply Rule Formulas or Columns Used in the Rule
lon Ratio Confidence
v Accuracy Acceptance Accuracy
Calculated Columns vd Concentration Acceptance Calculated Cancentration
Flagging Rules D 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 G RANGAccEpiance
Integration
® ' Constant Tolerance Flag ion ratios if the
Variable Tolerance R
Calculated Columns v A o A
Qualitative Rule A(u?eptah\e Miarglnal Una;ceptab\e Lower limit
Flagging Rules » % Difference % Difference % Difference
Constant Tolerance < |20 < |40 »= [ Upper limit
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@ 7 nr—FEh7- Components @ 2 FHUUMENEMA 4 & LTRSS,
Results table 23215 & 41 £ 9, Results table @ Ion Ratio OHRIZ A A4 A3, Ton
Ratio Confidence DI FFBMEN NG D OPIEN TR RS NET,

rows  Filters: 0 | §8 Qualify for Rules Filters *H ¢@H 20 ~H cH B cHH ~ E EE _
Comp - Compound e Comp Actual | n 7| Height T Retention 7| Used 7| Calculated 7 & 7| Ton Ratio | Rati Clnnrd
Name Type Group Name Concentration e =g Time e Concentration reuracy n Ratia atia Lontidence
Halofenozide 2 Qualifiers Halofenozide A8, 1553 481 1.86 = 0.01 Y 4,37 [ ]
Halofenozide 2 Qualifiers Halofenozide 0,03 5245 EEXN) 1483 [ 0.05 92.62 0,11 v
Halofenozide 2 Qualifiers Halofenozide 0,50 54504 33118 183 0,54 108,12 0.1z v

| ) 1
® Peak Review HixHF L E7, — e — E. I
Peak Review M4 0 Options STD-”-5PPh'H---mP|eInT=3).I Pek review cisplay sttings.. |

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

> Peak review display settings %
ig‘g#ﬁ L i ‘é} 30000 1 n\l.EISEI ¥ Fill peak (XIC and spectra)

Peak Review Options

® Peak Review Options EHENFRIINET DT,

Appearance % 7 @ Overlay T Qualifier and

Appearance

Quantifier with Ton Ratio Lines #&4R L T OK % 7 Hurnber of rows: 1 v

U v 7 Liﬁ‘o Murnaber of colurmns: 4 v
Owerlay:

@ EBHA AL DI a~ NI T AA TR | [pontoveray v

%fﬁ_\“?—;"fy?(ﬁlﬁﬁ'\‘ é j’[/ji ‘ﬂ"o Don't overlay

All components for group
Analytes and 13's separately for group
Internal Standard with Analyte

+ @@ Blank - Halofe..mple Index: 11 || + @ STD_0.05ppb - ...ple Index: 21 + @ STD_0.5pph - H...ple Index: 31 + @ STD Sppb - Hal...ple Index: 41
Area: 98, Heig..., RT: 1.96 min Area: 52459, He..., RT: 1.95 min Area: 54504, H..., RT: 1.95 min Area: 495252, .., RT: 1.94 min
1000 4
an0 4 25000 0000
2000000
ano 4
200 ] - 200000
so0 1500000
2 son £ 15000 & 150000 2
E 200 - £ E 1000000
300 4 10000 100000
o 300000
100 1 5000 50000
1]
y y IR 0 L ] i
s 0 s 0 18 a0
Time, min Time, min Tirne, min

<>

3¢ Ton Ratio <° Ion Ratio Confidence 73 Results Table &R SN2 W&, 15.1.7

® Results Table DR X EZXLELT 5 H1E] S L. Table display settings
i C Ton Ratio =° Ion Ratio Confidence ®IHHIZF = v 7 Z AL TL 7Z &0,
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5.8 EEDOHREMEDOERRFIE

> (EEORRRERIET 52 LT, #D DA IIE HIRCHICHET 5 2 & 28
TEET.

> NEBIRYE (IS) DR OEB) 2 7H il L £,

@© i EEBO Results > Open ##R L, BEfF®D Result Table ##&~x L £ (sulfa
curve.qsession),

ple

Proc

- Edit embedded method...

Save embedded method as..

Recent results ¥ | E
| | Mew...

Open...

@ Wi A @ Process Method > Edit embedded
method Z &R L F 7,

Recent methods 3

iy |

@ Calculated Columns #7 Y v 7 L. [MQ4] Modify Method
Add FOI‘mLIla % 7 U P4 7 L/ \i j‘o Workflow Define a custom formula to use in flagging rules

A= = Components Add Formula Delete Formul
@ FTREBEIC AN EREEITOET, —

Integration Create Calculated Column Formula Name

Formula Name : ISTD variation

. : 100*[IS Areal/ MEAN([IS Areal)

Calculated Columns  »

Flagging Rules

Sample Type : Standard

[MQ4] Modify Method X

Workflow € Accept changes and return to Calculated Columns % Discard

Components Use the calculator to create a new formula

Farmula name | ISTD variation /

= 100*[IS Area]/MEAN([IS Area]) /

End Time 4 MEAN value will be calculated using the
End Time at 10% Unknowns
Expected AT Only if the sample name contains...
T & EA—

Fragment Mass

+
Height Ratio

QCs

Integration

Calculated Columns »

Flagging Rules

Injection Volume .
Only if the sample name contains...

Treat "N/A" values as | Error ¥ Integration Acceptance

Integration Type
len Ratio

lon Ratio Confidence

[3
\ IS Actual Concentration
IS Area

IS Area / Height

15 Baseline Delta / Height

S Comment

15 End Time v

Process & Closefl Close m
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® Tragging Rules & 7 U » 7 + % &

Warning 753‘ 43(%{—{ é j/]./ i ‘@“ 0) ‘C\\ YeS %‘) %Ui‘ Define a rule to flag results in the table.
Components (addmie 11

i‘é‘o

3 - ]
@ Add Rule % 7 U ‘y y L/ N ‘Fs}g%ak— N ]\ v Accuracy Acceptance
jj (E %ﬁi %??b A i vaﬂo Calculated Columns W Concentration Acceptance Calculated Ce
o Inteqration Acceptance Cuuality, Asyrr

Role name : ISTD variation

Flag a results columns : ISTD variation

[MQ4] Modify Method

Workflow € Accept changes and return to Flagging Rules X Discard
Components Rule name ISTD variation /
Flag a results column ISTD variation -
Integration
Flagging criteria Range v
Step T Define the values for the flagging criteria Step 2 Apply the values to the following sample types
Calculated Columns @) Value for all components Valueq per component type +/ Unknowns

. Lower limit | 30 By cfmponent - Only if the sample name contains... |\ lype comma sepal
Flagging Rules 4 A y p yp =p

Upper limit | 120 Standards

Only if the sample name contains... | Type comma sepal
Qcs

Only if the sample name contains... [ TyPe comma sepal
Blanks

Solvent Blank Jouble blank

Treat N/A values as:

Error hd

(D Process & Close #7 1V v 7325 & Warning WERINFET DT Yes ZHUFET,

Results table 2358 &£ 9, Results table (213 ISTD variation OM7NBIN &
A, ISTHBOEEZOWTHERENDO L DIINA TA N SIET,

rh 7rows Filters:0 f Qualify for Rules Filters

i | Syt | Symsle 7| Conpment ) Conpn g 7| S ) S e i v 1 S e e T
1 blank Blank 251.2/108.2 Quantifiers 311.2/156.3 N/A 44 1.87 0.07 MN/A 17.066

| 4 0.1 Standard 251.2/7108.2 ‘Quantifiers 311.2/156.3 0.10 411 1.72 0.09 9142 104.051
[ 7 1 Standard 251.2/7108.2 ‘Quantifiers 311.2/156.3 1.00 8115 1.71 1.08 108.19 a7.497
[ 10 10 Standard 251.2/7108.2 ‘Quantifiers 311.2/156.3 10.00 63021 1.71 10,05 100.52 105.932
I 13 100 Standard 251.2/7108.2 Quantifiers 311.2/1563 100.00 548132 1.70 99,58 99.88 Q2520
I 16 Samplel Unknown 251.2/7108.2 Quantifiers 311.2/1563 N/A 31144 170 0.44 N/A 1276.339
[ 19 sample2 Unknown 251.2/7108.2 Quantifiers 311.2/136.3 N/A 356285 1.67 0.59 N/A 10631.348

[MCH] Peak Review (sulfs curve.quession]

] o R ' e —

Black - 3112/ 156, [saple Indoc 1) 01-3112/ 1563 (samghe Indec 2 1- 3112/ 156,31 (smphe bodeoc 3)  10- 3112/ 156.3 . [sompbe Indesc 4) 1003112/ 156.0.. (samobe Indesc SJ  Samgle] - 3112/ . (samgie bnde ) [Eowmiea_ 3112, . [samgie loaex 11 |
Avsa 2134, Haisht Ted RT: 348 min  Aces 13000 Heig. 7ed AT 388 mn  Aves 12191, Hevg B3 AT:J4Bmin  Aves 13345 Heig. Bed AT 348 min  Avew 11563, Heig. el RT: J4dmin|  Jves 159530, Fei 264, RT- 34T min | ces 1329308 He. o5, AT. 147 min
. 4000
o0 480 480 0000 m 0000
e 350000
kL)
W 40000 200000
3000
b 250000
§ g =0 ) ) § 200 7
] i a0 ] o ¥ ¥ B 20w
- ) T - T o " 150000
y 000 100000
T 10000
500 50 l 0000
0 b o e s e i -
25 35 4% 25 35 45 75 35 45 25 35 45
Toma. e T rran Tine ran Tirre sran

ZHZ LY, Unknown CThH 5 Samplel LN 2 D IS OHFEAS Standard (2 b~
TREWVWZ ENRHERTEET,
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5.4 WFtEHHE (Statistics)
> Results Table @ Statistics HEREZHH 5 = & T, MEtFtHE 2 FEITTH LN TE
i ‘a—o
E¥E, EERZE, CVIE (%) DOFHELFRR

DO M4 o View > Statistics pane 23R L |

ES [ process wethod « [X]
- Peak Review
38

Calibration Curve

Statistics pane

Reset lavnut alrulated

@) Statistics Pane 3% /K S1LE §°, Statistics Pane i Group by Concentration
for Standards # 2 U v 7 L. Group by Concentration for QCs % iR L £9°,

¥ ERELIAMZ Y| “Sample Name 723[A—" 7> “Standard & L < 1% QC” O#itFEHE

HERRNSIEDHZEMNMAEETT, 723, Sample Name X° Compornent Name D2 H
X Results table 7> 528 A[HE T4,

|

Row | ComponentMame | Actual Concentration | Num. Values |7Mean | Standard Deviation | PercentC¥ | Accuracy | Value #1 |
1 Halofenazide 1 005 Tofl 102 NI NI 88,17 1.01
2
3

Halofenozide 1 0,50 1lofl 0.57 MAA K1Y 11301 0.57
Halofenozide 1 5,00 1ofl 4,94 XI5y XI5y 48,82 4.94

@ Sample Type 7 Quality Control (272> CTW AR CIEE DY > 7 W22\ T, Mean
(CF#JE) . Standards Deviation (FE#{R7) . Percent CV (CV f (%)) . Accuracy

DYEEIPRRINET,
Group by Concentration for QCs Z] ]
Row 7| ComponentMame | Actual Concentration | Num.Values | Mean | Standard Deviation | PercentCV | Accuracy | Value#1 | Value#2 | Value#3 | Valuea | val

Halofenozide 1 0.50 10 of 10 0.50 0.02 4,93 99,96 0.53 0.52 0.52 0.49 0,52

(@) Statistics Pane A D Calucurated Concentration #7 V v 745 L Area
X Height TOMRERICEETHZ L HTEET, Area X° Height %A1,
Accuracy O FHIFFRRINEE A,

< il e >
ZOEMEZIT O =912t W UEE (Actual Concentaration) @ Standard F7-1%
QC DV IR D Z L BNEETT,
X @O TliX, Results table FIZ[A U D Standard 73 1 D L7228,
Standard Deviation, Percent CV iZ N/JA TERENTWET,

¢ Value # I Results table @4 % DfEN N Fx S E 9, Results Table T Used @
F = v 7 BANTWBIEAIIREHEHRICEH S 772, Num. Values (25 F
A3, Value #OBUEIZELD 1 LR A Y £,
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5.5 Metric Plot DERR & EITHE

» Metric Plot ®#a/EIZ X V. Results table FOEED —DDOEIZDOWT, T 7%
YER T 52 ¢ TEET,

@ Result table LTl (X #) CHELE: nooBEE s |
WHEHZZ U w27 LET, Ctrl T—Z2W L ' . Table display settings...
R D (Y ) (SR E L VEH % '
Uo7 LET, BIRLIZIINEFAICKEEL

i’gﬂo

(AT F A FTlE, X#hiZ Height, Y ##iZ
Area ZfEEL TWVWET,)

@ Results table i 4 . More > Create
Metric Prot with new settings % %R L %
ER

@ Metric Plot Pane 23#/R S E§, Metric
Plot Pane / L@ Options > Regression %
IR E7,

@ Regression W23 & F 97, MEMR & RERIC, BEOFESCEAMIT R ENRET
% %9, Regression Type = Weighting Type Zf8EL TOK %227 U v 27 L %7,

Add custom column...

Add samples...

Set 'Used' / 3

I Create Metric Plot with new settings I

Create Metric Plot with saved settings 3

CITN -
L Fegression Type: Linear hd
¥ Display "N/A" a5 0.0 Weighting Type: | 1/x v ‘
Show sample names Tnclude deviation lines
Show legend W atd. devs, Multiplier: 2.0
Use percent ¥Y-axis Percent Deviation: 4 Sl
[ Ok ]

Loptions v J =] <]

Halofenozide 1ty = LGT157 = + 1666486 (r = 0,09931, ¥ = 099962 fweighting: 17

Jeh 4

2efi 4

Area

lef o

2005 40e5  60e5 805 L0e§  12e6  Lde§  16es L6 20e6  2.2e6
Height
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5.6 fiEEFE—SCIEX OS TEMATEZ 2 @ET LT Y X AIZDONT

> SCIEX OS @ Analytics E— R T, SFEEOEET VIV XL EHZTEBY, &

NENLUTO XD RFHERH Y 97,

v MQ4 : —HBICBL b ST/ TY XA TT, Analyst Software O
Quantitate Mode C® IntelliQuan TEH I L TWA MQII 7 /L2 Y X LTIV
TN XAALTT, KTFFAMTHEHLTWS Results table (EFAB_MQ4.
gsession) (X MQ4 7/ 2V XL ZMMH L TERLTWET,

v AutoPeak : fEMER 2 P BRI — 7 BT CESE, P—JHBEEZRD
9, Saturation Correction fEFENH VY . MS Ot Er DTN L 5 EfRMED
RN T — X fENT CHIET D Z ENTEET,

v' Summation : PAERFHRFMIEET 58— 23H 5546, AEIMIC Y — 7 miE

BHETATALITY RATT,

GLP ftigt COFH TR TTHOLTEY TH A,

fEVN3 i & LCid, @ IE MQ4 THENT L. MHEsofafn/sy E2 ML Lo WAl
AutoPeak #BE1H L TWWET, (Summation OfFHIL, @HEBTTHOLTEY £

HTA.)

¥ KT NAY X LAOFEHIZ OV TIL, SCIEX OS @ Help # Z& < 72 &0,

EBETNVIY XLDEERFIE

@ i k8 @D Projects > Project default _

settings Z 3R L £79°,

@ Project Default Settings i 23BH & F 97,

v

Default

W

=
=]

SCIEX 0SQuad Data_Example

—

Project default settings... |

Project secure export settings...

Enable project modified peak warmning

@ Quantitative Processing MIH % %K L, Integration Algorithm % 7 /L& 7 i

BWIRL T, Save &7 U w7 LET,

Project Default Settings X
Quantitative Processing * Set Project wide defaults for quantitative processing method parameters

\lh

— . Integration Defaults
Qualitative Processing 9

Minimum Peak Height

Integration Algorithm MQ4
Integration MQ4
Minimum Peak Width Summation




5.7 LAR— FDERR
EEBEY LE— M LTHATEFE

> TEEMEFEZ Word PPDFOLAR—FE LTHITAHAZENTEE T,

[EE]

M N=VailLoT, 77 b — FOREPERY ETDT, FOITASES
Uy,

3¢ FEANIE Reporter Manual & Z& < 7230,

X EEOLVR— T — MIFETIERWZLET, ZHEDOBERIT.
BABOLYEZBXVWZLETOT, S R— F~ZTEEL 20,

(D Resultstable #fi& F3, B~ 70 ELE LM T-5A1F, VTHRGFLELT
<TEEW,

@ i o Reporting > Crate report and save Results Table Z 2R L & 4,

@ Create Report MK RS AVE T DT, Template Name O /L4 7 L CHEIZ
BolzLAR— T o7 L— hEBRLET,

@ Report title ® Browse %27 VU v 7 L TCT7 7 A VA DA EARAFHEZTIR L £,
® Create 7V v 795 & LR— MPMERRSIILET,

Create Report

Reporting ' Generate a report using a predefined template and specified (ogo Template View

l Create report and save Results Table... I [Template name @ Iﬁlibration Curve v |
Export resulis 3 " " - .

E® | Template desciption  [Report showing File Information, Statistics Table

- Export MarkerView Peaks List =

(standards) and Calibration Curve for analytes, 1
ual Transfer results to LIMS... lale page per analyte.

Report format @ Word PDF CSY HTHIL

[Report itle @ “alibration Curve_Report 2018_05_17_165643 [ Browse.. | ]

Create an individual report for each sample
[Recommended for iarge reports; Report titles will be

appended with sampls reference)
@ (coe ]
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<A >

¥ T 7N PO LAR—FT T L — kDB, C¥ProgramData¥SCIEX
¥Analytics¥Reporter D 7 # VA IR FESNTOET,

X F DO, https:/sciex.jp/support-tools/analyst-multiquant-reporttemplate 7>5
X rma— RA[geETd,

X T U7 L— NOfRE S EIL Reporter Manual # 22 72 &0,

 Aran—RLELR— T oL — FBIORE - B L7V R— T 7
L— NI, FROT7 ANV FIHRFEL TLEEU,

5-21




RO EHTE £, ZHHMNBLOZOFHE L TOMMAITHREE A,

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.

SRR T A HE S ICB L TR O~ =2 7 b 2 43 THEB 72 &0,

© 2017 K.K. AB SCIEX.
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