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HE ARG FEE
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. 3= IR DAF L 2THRIER [CZAL S D=t BRI EE
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M1 FILEEE(R > F L)LCMSMS & (£? Y /SCIEX

BEZNMTEZH2ZE28 I F->TLVALC/IMSDO T &

HPLC

[RzERE]
Precursor lon(z’) h—H—A#>):
TDAADIE, BIBRAA EELD
Fragmentation(Z 5% ALF—3>V) :
AF I EEERFEIZEY NEWEEBDAAUEERT ARG, FHEEEBNS
Product lon(zZ7AX A 74>) :
HEIBFEDAFAUDERLIZAAUERT . IS A A EED

(& BAEESINTEETARAYLOAN ) —RER)
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FJ)ZTJLEMESE Multiple Reaction Monitoring (MRM) * Squ

Precursor lon Set
Q1) (CAD)

Q------- > ../'
. _________ > —
@ - PR )

739 rAF7—1

Product lon Set
(Q3)

Q1:XEI[cPrecursor lonF R ¥+ BIRLET .
q2: Q1 TRIREh1=Precursor lon{#>%FragmentationLE ¥,
Q3: Q2TCEEN-Product lonZ R ExvULBIRLET,

25

K)TIJLEEE -MRME—FDEFE-

Y /SCIEX

LB LEE A A6
c REHOM@EAHMNLL
o BREABLSH. —FIHICEN
* 1S &Y D BIFERHE (dwell time) TE i HIE

* fEHDPrecursor lon(Q1)&Product lon(Q3)MD AT Z
| Group Compound at a3 Dwell
[0} D mass (Da) mass (Da) || time (ms)
1 Methamidophos  Methamidophos 1 142.000 124.900 100.000
2 Methamidophos  Methamidophos 2 142.000 94.000 100.000
3 DEET DEET 1 192,100 119.100 100.000
4 DEET DEET 2 192.100 91.000 100.000
5 DEET Cymaxanil 1 199.100 128.100 100,000

MRM: Q1B LUV QINRF7 ELZIEH DY FTCRIESNS

BETED

o IN\WDTTIURHMEL BS/ND FoNHHMS/MSE—F D TRLEH RFE (LOD)AMEL
c BREMEBEERCAVTSY., TRYVOTNISLOEEEEIC, RV —FALBRERE
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c REVHTRERZEIER
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3
il
Ei
Imensty, cp
s EHBEHEAESEEEB

E—y@EE=- T
15 C’D?t‘bjj-h
R (ng/ml)
BECLLZDEDH UVORABBBUESOBEIERL
BT HEHEEHNEL
» BULSINIZEY  BEBREARL
27
UV vs MS vs MS/MS YK SCIEX

r)FIILEEBOSRME—FDXTIL IR T BB IE. EEDHTICEE

HPLC

S EICEYEERTATL, BRINERT
HHMATIEBIZE N

RS EDS RN BE
— SEENERLTUHRTEEVESD

Retention Time

o
AL —HHBL S HTFHUREEL . 2
9o J l l l
1 LC/MS 2 :’“ LC/MS/MS )\
2 = | ﬂ(‘” dlled vt &
< $hpgscsagen e st sl me a1 13 15
i L Ehiz, EME— bﬁ‘:b%.((iiﬁiﬂﬁ)
EHEI:“ 0:5’J>a.< J\Jb'?v'b'/bliﬂ: ) 95 S FHSEL ESIN)
=
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MEEEENFTEDRAF Y214 T K /SCIEX

Q1 Scan
. Q1 Multiple lons (SIM)
wse— Q3 Scan
Q3 Multiple lons

MRM

Product lon Scan
Precursor [on Scan
Neutral Loss Scan

MS/MSE—FK {
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Ay REROT—4 70— Y SCIEX

1.MRM(SRM)& 4 D& 5T

- FLERT B BAT, AMBELEET —— | L
(R TEET (MRM)

2AF ) —RINGA—B—D1&EET
o HHETHEL. SHIZREAMLELRBZEDH
EmELET, .

¥ .

3.LCEHDIRET
* AL BIRFERFALET,

SHAYYR

31

BEA Yy REBBRBIE (A Yy REK) Y S

SCIEX OS ®VIrIx7IZLDH HEH D B E&E L

1. MSRRER/NSA—BD TR (A2 Ta—a DY THE{ER)
o JLTUIZIR#ERZRE YR LT=5, SCIEX OS @A HEE L
* Q1.Q3.DP(a—2EME). EP.CE.CXP

2. A4 —AREIL (FIA:LCEFERAL-&iE k)
* Source temperature (;RE) . Spray voltage (/F 2 XTL—EE) - - -etc.

MERETAEL., BEEZSSISROIBEICRBLETS .
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REA Yy FEBBRBEL (X VY FIER) Y ST

b ANILE (RIRE)Z/ N T A5

Compound Parameters:

Voltage Function
Declustering Potential (DP) FUVIARTL—RIONBDEBEE. /A DEIZFAH
Entranc Potential (EP) AA 2 DULR
Collision Energy (CE) AF2DIZT A T—a
Collision Cell Exit Potential (CXP) AFMQIIZADDEHENT S CXP

w*g'f"g

BEA Yy REBBBEL (A Yy FER) Y SUEX

33

Q3
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s 110887 | J_| Begss i DL S ] i
- ST A e
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v I
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o
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e e
o Lo - arny
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BIE AV Y FEBBIREIE (X VY FIER)

Y /SCIEX

TURBO V™ source (ESI)

7%+ Parameter By B HE
R on |IRBHRAEESE DO,
TEM| enSoupe,) | lasaichtrzmE

IS

AARTL—EE
(Spray voltage)

\

ESI FvES—(ZENR§ A EE

CUR

H—T2HA
(Curtain gas)

psi

HRIGLE

Gs1

FISAHF—HR

(Ion source gas1)

psi

FISAF—HR

GS2

B—RATA

(lon source gas2)

psi

fAEE R ST LI
WETITHMELIZH R

[E:

GS2

W o

35

AIEA Yy FEBEZEIE (A VY FER)
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EFFFFRFUEEER

PFEE
[

| TEM=600 |\ ”' TEM=700
P v I
| III\ I:: ! \".
| .

PO Ry AR | EY=I=l=F ) R T G ko o | KEY=]==] ] L BREEE®
rere FLL VoI55 13- Cxmropd_avmrter = S et MM G barstmmt T | TIG o FAGRT-TEM-Z05-84 1107 e pe—— Iz 7 ams e = Gren bmmpmpen <M trams
Ik e t 1508 a -
e [ e | || et |
et = |4 it | |
w0 mi ] _
, . TEM=300 e TEM=400 ;o 5 TEM=500
. | | P oo '
o ' ol I T %
TR 1
il | et \ e |
el At 1 !&l: \
] I|I ‘.\_ et III N ;:‘ Jl|
et = T 1] ‘_._-_I--_\-:’-w_ﬁ [} [iX - ] [0 ZH‘-\—:_’_—\- [ [ st T .H_ [l _ 1] T [
dtomcldmenta [ =l=]= ] - R i s L= 1=lL) by
am FIACET-TEW-2023-04-1 1373 WL e » Sourta tergeaas AN S #+ | 10t FUACET-TEM-mE-g- 11T 2 |aargl sraraser = Souscs urgarstas, M (2 +
{ e s ri;{--w &
| 1l (
i S

s
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HPLC B2 DUV T Y /SCIEX

Ea3 |
- FERMEON\VIF—(UUEBEE)E. FRTEEEA.
- ASRMRITHRFIZFERAE T KEKSBHKTTTVTERALET.
ESI
- IN\YI7—REDLRIF20MMIEEETY,
<HLE/NYTF7—>
Positive ion mode: FE. EFE& (2-10mM)
Negative ion mode : FE7VEZ Y L, EFEE7VE=D L (2-10mM)
<L HE>
Ko AR/—IV, PEMZN)IEHRELET,
APCI
- AF IV TF—OFRMBAFDEELNHFEYHYEE A
- N\YI7F—REDLRIX, 50mMTY,
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ZF DD Tips K /SCIEx

o AUYREREF(BE&REL)DHERED R R FE
- 50%A%/—ILIKBK
- 50%7tEr=RJILIKBERE
KAMATOBEELARALTIE S, TER0.1%FEE)CEFEE 7 o E=7 L(GMMIEE)
FHRmMLET,

* LC/MSAIETIE. RE2MmATRDAS LE—RIICERLETS.

s BEMMADTOEHBILRE
- AHAEEENLENBFEERTLU—REFTRELET.
- AHEBE100% THEATHILEHEDTELE A,
- KIF1-5%RRESHEULNEFELLTT,
HBH KOSHICKY. KBRLNETFTRELTTOM IR 5728, 141k
HMMEEINFET , BB IE100% TIXA A EENTHAYET,

39
$%) ESLAICHIFHTRVIRIE K /SCIEX
\ STDMH ORI S L A7 AL , 17 bR
y A \ oa
%‘ %‘ ...... %\
E ) E 1
> A
Time Time Time
Accuracy(1IEfEE) Accuracy(IEFEE)
100%LELTF 100%LL E

s HBEHLTLAIMNIYIRADERIZEYALA MEZhENEE

* = ERECDET

o REAELELEITH 2 (A - B, KGEE-IBAE. B-S9F. XM
* = FBRIOFBIFELL

40
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SE) TRV IRHREDESE - K e

HGED: RN VIADEERST
(1)EAEDHIR
QB TILDFER

HIGERQ: REREME(S)EERT S
EKFEEP13C

WERQ: DHEEZD
(N BENSLDOEE
BB, VSO IUIEHDER

ﬁ

XIGER@ BN EDER
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L —
ESI:

APCI :

LC:
IC:
FIA:

m/z:

MRM :

QIMS

Q3MS

EMS :

MS2:

EPI:

Prec:

NL:

Electrospray Ionization

(RRKJEF T A A bD—>T, =L 7 bu AT L—Hifizlioi=A 4>
=ES)

Atmospheric Pressure Chemical Ionization

(RRJEFTITbN oA A bD—>T, lHFIIRKIEAT L—IZ X > TER LT
SRR E, au T METERSETA AU EEEA F0) LRSS TA 4 Ak
T5HZ L)

Liquid Chromatography({fZ{k27 v~ ~ 277 7 1)

Ton Chromatography(/f 4> 27 a~ ~7'7 7 1)

Flow Injection Analysis

EALTY T % LC U T LEEDTITHNT 5 H1E)
Mass-to-charge ratio

(E&EEM, A A OEEm) & Eii(z) TH - 72 fE)
Multiple Reaction Monitoring

(Q1 TEIR INI=HFEDHIERA 4> (Precursor ion) MHEUDREDA AL D
B AR T B )

Q1 MS Scan

(F A A7 AERBET D010, QL TEB LA T2+ 5 5
Q3 MS Scan

(AR MVERIET D202, Q3 TER LA A 2T 5515
Enhanced MS Scan

(Liner Ton Trap ##H LT, E£&E LA 4 2 RHT 5515
Product Ton Scan

(FrE ORIEEA 4> (Precursor ion) 764U 54 4> (Product ion) Z#iH4 %
J718)

Enhanced Product Ion Scan

(Liner Ton Trap % FlfH L T Product Ion % &3 2 J7ik)
Precursor Ion Scan

FrEDT B Z T M A %4 U D TORIEEA A & 2 51E)
Neutral Loss Scan

(R E DMLl & BB 248 T ORIBRA A > &M+ 5 515)
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IDA: Information Dependent Acquisition

(F—_A 2% %V CTHAFE LT MS 27 RS IREDTRNA A 2 EIR L, Y
TNHA LTMS2 H5WE EPL OF — % 2 Eii5E4 5 Hik)

DP: Declustering Potential

(A% MS WHAGIZIAD IO DOBEETHY . AV 7 4 A7 L— MIEERHM
AAYSY,

CE: Collision Energy

(MS/MS 72 ¥ D CAD ERICBWNWT. Q2 TA AL ZIESE LT ODEETH Y |
Q0 & Q2 DENETERIND)

LLOQ : Low Limited of Quantification(& & T [Rf#)
LOD: Low Limited of Detection(f f} TR E)
%CV :  Coefficient of Variance (in percent)

RT:  Retention Time(fREFIF)

S/N:  Signal to Noise

IS: Internal Standard (NEBEEHEYE)
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2 V7 bhUuTOME

SCIEXOS®Y 7 b U =7 D7 7 A VM ETE

J— 0 25— DC RI7A47I1208, x R4 7 ALMdAEIZLY D, E. F&
B2 FNTSCIEXOS®Y 7 oy = TIC Tl L7 — 2SR E SN TWET,

» This PC » DATA (D) » SCIEX OS Data

FLRTOT—H ST A Yy REITHEABA, 90E . 4% T e icnElds 2
LR TE, ZI#E Project EIMFOVET,

Z @ Project IZIZZFNZEND [Project 4] #2155 LN TEXET,

T — 2 ETE%Y [Project 441 7 4 /VHNOD Data 7 4 VA NIRRT SILE T,

(x :// SCIEX OS Data/ [Project 4] /Data)

SCIEX OS®Y 7 by = 72Xk o THER SN D 7 7 A VOS2 H 328, 77
ANVOREIZL VBEOIEFPR BB TONET, MOEETHY LN D
1. .msmMS £ v F), lem(LC £ V> F), bch(3 v F), wiff(7— %), .qmethod (fi#
Hr A > v R) K N.gsession (& & H) T,

Project

SCIEXOS®Y 7 ho =7 Tid, 7 —ZCW0E, EEMER E%, Project Z & IZEHE
L CWE 9, Project iZ. SCIEX OS®Y 7 k7 =7 ¥ Status Panel 27 VU v 7 %
HUNEA— A O Configuration 705 Project Zi#INT 5 Z & THRR I, I F D
VA= a2 —IZ KD EIRTE £,

Devices Projects

Current SCIEX 05 root \ project:C:\SCIEX O Data\Default

User Management Set the SCIEX OS Project

RLEN
Current Project: | Default v ‘.°
Queue el

T—HRWEE, EEMRR LR, EOT7 7 A VDPRIFEI LTV D Project 38R L T
WADRHZOARB ZENTEET, 2720, TTIEHWTWD 7 —# 72 £, Project &
EHLTHRRINIZEETT,

HITAZIE 2 Blba D0, IEHENLD DR/ EI13E 9 Project ZfER L, AL %
j—O

Bl 21X, & DBNEED Project Z1ERK L. & D Project OHFIZHIZD 7 7 A IV ZRAT L
TWb L, %47 5 Project ZRINT AT TRHODDOD 7 7 ANTETERLZENTED
X917 v 9, // SCIEX OS Data/ [Project 4] )

X I T o FIDNT

Ny 72T v 7T ERHEEE, SCIEXOS®Y 7 N =27 WA VA R—/LENTWND KT A
7 x// SCIEXOS Data D7 A VX &Ny 77 v 7 T52 L2 BEIOBLET,
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3 SCIEXOS®Y 7 hy =7 DB & KE— Ko\ T

SCIEX OS® Software #v— A H/[H

(D Desktop DEXT A 2 %X 77 v L, software Z &) L £9,
SCIEX 0S5

e Acquisition: EEDTF 2 —=U FRMWEHD A Y v RBEXUONy FEEKL, T —4 %
B ABET,

e Processing: 7 0~ b7 T LARART MNVOWER, EBMNT., 7477 ) —MBRELLT
WET

e Management : 2RO T A T TV —DA R — b, 2P —BEFEITVET,

N
o ¥ ?» Window R L7~ 5&%@@@@:}%5&%@74 arw=I7 U w73 D0,

%UO)E&TE&:%Z%B%%@E74 arv& 7 Vv 7 LET,

O SCIP s L o

Acquisition Processing Management

Configuration

Explorer EJ Library

hﬁ LC Method
—
—
’
MS Method & l MS Tune Analytics
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3.1 a7 OB FE T2 I3ER

@ Wi LA Lo Status Panel(ff : _..._..._.._._J)%ff Projects
77 LET, ©

7y af YIRS ZETRR SRRV AETT, M E 05 0sta
) Projects 0)%{_’7 Uy L, ey =7 N2k Queue

AL ET,

BFEo7aycl NeERTOI5REITVET NG

EIRLET Devices

’ ExionLC
Training Tl& Project 4 (% Training & L £ 97,
Binary Gradient - Pump B
@ Mew Project ==

Autosampler

Type a project name.

| Training] | Column Oven

_ Cancel System Controller

SCIEX Triple Quad™ 7500

Syringe Pump Model

@ 4HMEANLOKEZZ Y v 2”7 LET,
7uY 7 hORAESE - DI¥SCIEX OS Data
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HIE S DR 2 X ET D
SCIEX OS®Y 7 b7 =7 CHIfH§ DR 2 BE L E T

3.2 4 # D Configuration
(D Home /5 Configuration 27 V v 7 Ui =B & £97,

@ Devices 7 Vv 27 L., MS & LC(Z Z Tl Exion LC)® Active (ZF = v 7 X A>T
W5 Z L EHER LT, |Active Devices|# 27 U v 7 LET,

pusssnsnsannnnnn,

P rr— c— o P
20241206 v @

- InR Dat
Devices n =
ExionLC AD S activate | IROUGNE
Type Subdevices
Integrated System Binary Gradient - Pump B
Autosampler
EdonlC Column Oven ‘
N Shimadzu System Controller Devices

i Activate Devices
Last Modified ivate Devices

2025/02/18

Ohld
SCIEX 7500+ system { [V Activate
!

as®

Type Subdevices

Mass Spectrometer Syringe Pump Model
SCIEX 7500+ system Valve Model

Sciex

Last Modified
2025/03/02
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@ TAarOaTHEBEDREZHATEET,
# : Running — HJEH
% : Standby — IE#

7% Brror — iRz L <<z A

7/

X PR SN TV A ETOHE % Standby (27 521X FEB® Direct Control /XR /LD
Standby 714 2 %27 U v 7 LET,

% Devices DIEEL R HHWNIT A 2L (EREZ 7V v 7 +T5HZ L TEDOEED
SRR RE A RO T AN TE ET,
(LC THIUTTRIECILE ., MS THIUTEZEESCA 4 Y — ADOFEHH A L)

s B 7 ¢ 2o (i 0 0 o o BRSO L. RS E T B L ATE £ T

Device

Projects

Training
InR

Queue

Detailed Status

Devices
ExionlLC

tatus @ Deve State
- [« Standly HA
Binary Gradient - Pump B 7
: | W A — RO FFH
N KR
ample Intraduction Statu
T | Sourcs Exhaust @ itedace Heater °

SCIEX Triple Quad™ 7500

Syringe Pump Model

Direct Control

©)

Standby Equilibrate

Detailed Stans 100.0 Flow
00

PA

00 1050

CHIESY 7 F DAY e ek )RR D £
@ mELmo D 200 LcEEsmLET
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4 IREOHEK
HPLC OHEk

4.1

RNV

2-Column Switching

FFav)

4.2

TR

MS System DL

Ve 25 A
7> ay)

=TT —

S| sar—T

s parips

LED

e | &n | nE

&8 rower |BEBEZARDERTLET.

= REEASMEBIELTOEEATLES,
aum | B ESNTLARBTRARLET, )

8 Ready |“AFLblReadyRBIZBRHEMTLET,

L Scanning | F— S MBPIZAHMLET,

PEO{C

L] Fault |YATALACMBSECERECATLET.

VTR ST

| o

=R VAF I —2R

. BICERE ANREBIC L Tl & &
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5 HIERTDOHE
5.1 PC & i
D PC OEJA A, Windows l21 271 > L. SCIEXOS # & LE9,

SesssssEsnEnEnnn,

TS T G EZT © [
20241206 v @

. SCIE>
Devices
. s
ExionLC AD : V| *Activate
ans® .
Type Subdevices * ACe amples waiting:
ample time remaining:
Integrated System Binary Gradient - Fump B n queue time remaining:

Autosampler

ExionlLC Column Cven .
A Shimadzu System Controller Devices

. Activate Devices
Last Modified HEiE BV
2025/02/18
crlC A n“ .'o
SCIEX 7500+ system L /| Activate

.l.‘.

Type Subdevices
Mass Spectrometer Syringe Pump Model
SCIEX 7500+ system Valve Model
Sciex
Last Modified
2025/03/02

@ LC & MS @ Active IZF = v 7 B A->TWD Z & ZfEid LT, Active Devices # 7 U
v 7 LET (e LImRETHIVERE),
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5.2 HPLC O #fi (FEE, ExionAE O5)

@O HPLC O&RZ ANET,

@ HPLC IZB#EifEE L ORI Lty LET,

X OBEIE  ATRIZARR. BIRICITABREEER OBENEZ Bl L £,

X OB OBELIIE, BB E L THRWE LEEA,

K OVEHAIE DR EZHER L T IEEW, K1Y T Hiz ) smL #HE L ET,
@ Pump ® Purge Valve % [ % £,

Pump @ Purge ZEff L £,

Enter ¥—%Z#L, "=V %BIELET,
HEICILE202RbET,
#& T 1. Purge Valve #FH U £,
X R TIIEBEHAGAIL. 2B b=V EITVET,
F— ¥ 7T —D Purge RZ U EAEMLET,
© HETIEE20E2RbET,
0 PRI Z FERUTHT LB BT 51203 25 rEEES T2 &y,

¥ BERTIC A=V IR LTWEA L, Purge RZ V2L TLIEE W, R THOD
Veldnik 2 2Tk Y U725 CEED s IR L E

\f\:'-l

@

© @®

1ENND Mav BN A
U.um NIN LU
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5.3 HPLC D #jii (Exion2.0 D%4)
@O HPLC [ZBEHE L OV 2> R LET,
X OBEIME - ATRIZAKR. BIRICITHA ISR OBEEZ Heft L £,
KONHFEOMLHLIL, BEMAE LTHERE L EEA,
X HRBEOREZHER L T ESW, K1V T AHI0K b6 mL 2% LET,
@ Exion2.0 DBEIE, R T DEEIL, RN—V VT EFHEET,

3 SCIEX OS T Direct device control(ﬂ)7 Uo7 L, T3 AGHZ AT
07 EHEET,

@ Pump @ Purge #5iIcH 59 %27 U v LET,

2

B NR—=TFTE5Fy 2NV EERL, 4 mL/min OME TR T2 MEE L E
7,

XK N—=UNNNTERAKL TCOWRWEGEE, AveE—URERINET,

¥ N— Uk HEIIZE LR S0 AL, Stop automatically after OF = v 7 R 7
AT =7 %L, bOREATLTLIEZN,

‘ HAERE
Devices =) Binary Pump

Get GLP info: o 1\, Please remember to open the venting screw before starting the purge.

Stop pump: o Channels to purge: Al @

) i -
T Flow: 0000  * ml/min c Purge flow: 4.000 2 mlmin

Column Oven

| Stop automatically after: |5 minutes
S5V/Composition: Q : Y hd
Purge: @
SCIEX Triple Quad™ 7500 HM
(simulation)

KTH, BlDTA &2 3—=UF 58410, Channels to purge % HIDF ¥ 1 /LIT
IR L AS—D 23 L £,

©® TRTOR—UNET LS, =L T 5RO ET,
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@ Move rack #27 Vv 7 L, v 7 &FRNIBIIE, YoV T v 7y riEztk
v hLET,

>:< %*ﬁq:w:@%b éﬁé Z k 6i’6% i"a‘/\/o h Autosampler
% Ty M BRI TR S,

Move rack:
Plate Layout X

Resetvials: @
Use the rack and plate structures to automatically provide well or vial positions to unassigned samples.
Meedle rinsing: @ o
* Rack
T - Rack temperature: |5 S| °C o o
Rack type: 2x 48 vial rack w
Service: @
* Vial location
8 8
7 7
6 6
5 5
4 4
3 3
2 2
1 1

k7 2 AR — MRRTEEIR A 2, F7213, 1 L EEH L Chieho A,
Needle rinsing % % L £ 97,

¥ T UAR— MERVEHR 2 S LTG5 813, ML bODORFEm L T IZS

vy
o
ii Autosampler Xio 2.0 - Advanced rinse steps
Get GLP info: o Rinse steps: & s
Move rack: @ Please note that the last step must be Transport if |
the pL pickup plus injection mode is used.
Reset vials: @
Position Volume (pl) Valve wash
MNeedle rinsing: @ o 1 [\wash | |1000 .
Rack temperature: |5 S| c o o 2 | Wash /| 1000 |
!
Service: @ 3 | Wash | 1000 - e
4 | Wash | 1000 v e
5 | Transport | 1000 I aal
& | Transport | 1000 I aal
7 | Transport | 1000 I aal
8 | Transport v IOOd - L
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5.4 7T KOG
N7 Dt LET,

AT LTFMERDHY ET, AT LTSN TV DR ZHER L I2S 0, KEIDT;
FICBERA RN D L O ICERE £,

X OB TADONMNIEENRDPND T2, fONHFWE Y =7 DREE D £3, 47, L
SMVFEDTLTEEU,

X BT LAOHAROKED B H W E B =T TRRBELS 2D 9, BT Lon W Ed T2
éb\(}

X OFRDTERWT 4T A T OBRSIZTET L RO ET,

5.5 HPLC & MS O#fe
HPLC & MS Z 85t L £,

X AT F =T b5 0EHREENOH TSI E = Fa—T%, N7 HLUIAF
IPRICHERE L TR &V,
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6 HIE
6.1 project MEER
TNE T b BEO Project 23N L £,

| o3 @ Ready

Projects

TN O

In Root: C:ASCIEX OF Data

6.2 P O VL

B OBRENTE T LEDOE FRE LMD D560, a2 BEOIHISRMCEIE T 25
AT 2TV ET,

(D Status Panel #7 U v 7 L. T#® Direct Control ® Equilibrate 74 2> %27 U v
7 LET, p—————

Direct Control

@ Yo 9 5 MS Method £ X O LC Method %
TN L DEIRLET,

System Preparation

@ Pk T DR EZ AL, OKZ27 VU v 7 LET,
%  Training TiX155& LET,
¥ EBEOMETIT 155U EAHEE L £4,
imin) | 1|
fox  Jcanel |

@ LC OBEMERTEIL. TARE —ARHADMBNIEE Y £, A1 LT Efli b A5
W% ICHiE A F o Status Panel 73PEEEES ) o, PR - 5 H ) £,
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6.3 Batch O1ERY

UTFOFETET D0 TR T As SATAVESTE)EANTTLET,
Submit +5Z & T Queue Bek L ET(Z OBETHIER D ORREIZ/ZR D 7).,

(D Home M @ Batc farEr7 U7 LET,

@ Batch AJjH| ET{E\UE Jﬁfﬁ'ﬁ"é TH % AN L% 9 (Training TIZ FRto@EY ANB L
ONEIN),

% BETFO Batch 8% 555813 Open 6B, fRELEHIT I Z b TEE T,

% Rack type ¥ X Uf Rack Position, Plate Type, Plate Position (%, ZE{EAMERKICHE
STERL T EEN,

% Plate Layout 2> LR F 72 1R FIHE T,

% Injection Volume (X LC A YV v ROEN BB TS AVETA, BHEATTER
THILHTEET,

% BETFOENT A >V v RO3®H UL, Processing Method (Z AL, FERT7 7 A V4%
Results File (ZA N L THL Z & T HIEK TRICHBI CHTE CRTI®EL 2 &

AEE T,
¥ A&7V 7 T lInsert sample %7213 Delete sample Z &R L TEM E 72 1XHIFRA
AIEE T,

X Excel LRI, A B —& =R MR RNT v 7 KD A )70 & OFREN vl HE
o FATTEZ U v 27 2T 2 LATOMARLHIBRZ 5 2 N TEET,

#¢  Fill Down 3 X T Auto Increment % 38&R 325 L BPRITLUEDO AT TE F97,

Reserpine Reserpine_MRM Reserpine_MRM Vial Rack 1.5mlL Cooled (70 vial)

1 5.0 Reserpine_Training \

@ WEFEEIL Data File 4 Z L IZRFESNVE T, Data File 4 13 [E— DA, BHEOT —

BANW—DDT 7 A WVIRFEESNE T, Sample &23E—Th, EEXEINDZ LEHY
T A,

% REGATITI TRLO®E@Y T,
D:¥SCIEX OS Data¥ [Project #4] ¥Data¥ [Data File 4]
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(B R]
#i £ Quick Batch ? I Uw 7 L, FEOTHRILUNEEZATTDHZ ENA[RETT
Auto Incremant DF = v 7R v 7 RAZVHIZT AL HEITESDIESNLET,

Quick Batch X

Type the number of samples to add

Mumber of Samples ‘ 20 ‘

Configure the following information for the samples

Sample Name Sample &/ Auto Increment
M5 Method Resrpine_MRM hd

LZ Method Reserpine_MRM v

Rack Type Vial Rack b

Rack Position b

Plate Type 1.5mL (105 vial) ht

Plate Positicn b

Vial Position 1 v | Auto Increment
Injection Volume (ufl} 10,0

Sample Type Unknown b

Data File 2024011 - Auto Increment
Processing Method b

Results File -

@ E#BD Save R # v O FRHEIN D Save as TR A 21T T Batch Z££7F L £ 7 (Training
TiE [EA] TR,
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6.4 HIE DR
ZOEFEMEEZRBETHIHEAIITFRO L O ICHED TUVvE £97,

O AEZBET 5L U TOWNTANDFTEET Submit 2 7 U v 7% & IED LA
L\ij—o
[EE]
SEHALRE T LTV A, Submit 227 U v 7 325 LEABMENBIM L 9,
1) TX_XTCOV U TVERETHHEIE. ALEO Submit "% %27V v 7 LET,
ERA v E—UNERRIN, HER%EOKE 27 Y v 7 LET,

2) —HEOY T NERET 2 HEITATERRL THO Submit 22 U v 7 LET,
R A v =V FoRah, HEB%ROKEZ7 ) v 7 LET,

Submit Samples X

'ﬂ' Confirm the selection of samples

Total number of samples to be submitted: 2 of 2

CHE TR

@ Home HE®D Queue 74 2> %27V v 7 LET, %

3 Submit L7z Batch ZF RS, #7077 U v 7325 & Submit Szt 7V OFEH
NERINET,

Acquisition Status Sample Name Est. Start Time MS Method LC Method Injection Volume (ul} Data File
Acquisition Status Sample Name Est. Start Time M5 Method LC Method Injection Volume (pl) Data File
Reserpine 2020/12/25 14:35:09 Reserpine_MRM Reserpine_MRM 5 Reserpine_Training
Reserpine 2020/12/25 14:41:14 Reserpine_MRM Reserpine_MRM 5 Reserpine_Training

% Mo Data % Explore THERRT 5 = L S C& £4, MK IEL. PY-1 KD
“F B DR % DB S,

® WEAXBRPTEILTL8HE1E. B3O Stop R¥ a2 27 U w7 L, BthT 5B Start
REHET) T LET,

X T ICHEZIZIET 555 1E, Stop now ZE&IR L E T,
¥ BUERET OV TR T LRICEE ST 8551,
Stop aftere the corrent tasks are completed % &R L F 7,
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® Queue DOV TN EPER, i ERMARRT S L, LCIXAETIEED, MS
I% Standby DIREEIZRE YD £,

¥ LSRR EREEIX Configuration @ Queue |28 % Instrument idle time DKFfE T
WHAE T,

0 ~ Configuration ﬁ

Devices Queue Settings

Projects .
Instrument idle time 60 » min

User Management Maximum number of acquired samples allowed 300 .

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

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

Auto-Calibration with CDS
General Purge CDS at the next batch submission or when the Queue is restarted

About
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7T EiR#(E
@ Home [#jfi7» & Configuration %7 U v 7 LM Z B & £7,
@ Devices %R L, E#EBD Deactivate 27 U v 7 LET,

% WMEZIER U T LC O # Deactivate L ,MS ® 7 Activate Device L72KREIZ L E 7,
@ Y7ho=THEALCET,
HPLC o&ERZEI Y £,
® KEHEUTPCOERZEIY 9,

Configuration

—
.
T EI EI T ©
. -

s
o

Projects ExionLC AD M Activate
Type Subdevices
User Management Integrated System Binary Gradient - Pump B
Autosampler
ExionLC

Column Qven
System Controller

Queue
4 Shimadzu

Print Templates

Last Modified

Licenses 2025/03/13

LIMS Communication SCIEX 7500+ system B Activate
Type Subdevices

General yp

Mass Spectrometer
SCIEX 7500+ system

Software Updates Sciex
. Last Modified
Service and Support 2025/03/04
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8 AYVvF
8.1 MSAY v R

Home D MS Method [JE=g oL %27 Vw7 LET,

—
MS Method

- E#CH D New O FRAIGRZHZ 2 Y v 27 LET,

©@ ® 6

B L2V A Yy ROFEEEZ 3N L £,
X A[ENT MRM 28R UET,

) Method Duration |ZHIERFH 28 E LE 3, #%. LC ORIERHIZ
by EI,

®

Method duration Total scan time: 0.105s Estimated cycles:

(New (]

MRM
MNeutral Loss
Precursor lon
Praduct lon
Q1

a1 Ml

Q3

Q3 Mi

DA

Guided Optimization »

571
SHI =
T B ]
¥ Source and Gas Parameters
lon source gas 1 35 S opsi Curtain gas 40 3l psi Source temperature 0 s ec
lon source gas 2 70 S| psi CAD gas 9 Z
¥ Experiment | MRM v
Polarity Positive v Spray voltage 5500 v
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% BEMMRVEAE, UTFORTEBEICAN LET,
4500 ~U—X_ 5500 B L 5500+ U —A, 6500 LN 6500+ U —X

(B Source and Gas Parameters (Zffh: & XF XA —4% % AJJLFET,

Iy TurbolonSpray Heated Nebulizer
BUEREH (200 pL/min, FIA) (1000 pL/min,FIA)
Ion Source GS1 0~80 50 50
Ion Source GS2 0~80 60 N/A
Curtain Gas 30~50 40 40
CAD Gas 0~12 9 9
Source temperature 0~700 400 400
0~5500
Spray Voltage 5500 (4500)
(0~4500)
Nebulizer current 0~5 2(2)
7500 B LN 7500+ Y —X
OptiFlow®Pro OptiFlow®Pro
FRE HapH (E-ANALYT 200 pL:ESI) (APCI)
(200 pL/min, FIA) (1000 pL/min,FIA)
Ion Source GS1 0~80 50 50
Ion Source GS2 0~80 60 N/A
Curtain Gas 30~50 40 40
CAD Gas 0~15 9 9
Source temperature 0~700 400 400
0~5500
Spray Voltage 5500(4500)
(0~4500)
Nebulizer current 0~5 2(2)

# v 2( )N Negative T — REFOBREMEEE L £,
Negative @ Spray Voltage IZ#x K 4500 T,

Curtain Gas OHELEEIL 40 DL T EKEN 5725813 40 ITREL TF SV,
TIS DR EIRE (Source temperature) XK 700°CE TIZ L TL 7Z &Y,

T50°CTHERATEXETN, b —F—DFMBEL RVETOTHRELERA,
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® Cycle Time Z R L, Z3(Z)5H U T Dwell Time 7% L 9,

% DwellTime (X, 7 v~ M AIZBIT D7 OEHEE T —X KAV NS
B L CRELET, TEOTTIE, 10 RS > MU EMETES L HICHRETE
HEIITRELET,

Method duration 1 | min Total scan time: 0.105 s Estimated cycles: 571

¥ Source and Gas Parameters

lon source gas 1 35 S| psi Curtain gas 40 S psi Source temperature 0 s cc
lon source gas 2 70 s psi CAD gas 9

¥ Experiment | MRM hd
Polarity Positive v Spray voltage 5500 MY

Advanced Experiment Settings

Settling time 0 2| ms Pause time 5 Soms
Q1 resolution Unit hd Q3 resolution Unit v
Mass Table Apply scan schedule QO dissociation Simple v
Group  Compound Q1 Q3 ‘ Dwell EP CE CXP
ID D ma... ma... time (ms) f (V) (V) (V)
1 Group1 Compoun, 200000 100.000 100000 00 300 150

[Cycle Time, Dwell Time, Pause Time]

Bz X, EET {5 (Analyte) OEHIIES 0.1 min (6 sec) & IE LT-HE. 7
*571‘4 ¥ MR 10 AA b (10 Cycle) OF —F #0457 511X, 1 Cycle Time
% 0.6 sec LA NICERET HMENH D £7°,

Cycle Time % Dwell Time & Pause Time G#% 5msec) DEFHTHD Z b,
Dwell Time I% 595 msec & 5XET HZ L2720 9,

Peak Start Ek End
b— HPLCMEE HEEE 4 =Dwvell time+Pause fime
; 10- SOsec P i
-
—
Drwvell time . F' )
AoupFog  anelme
RS jinaie

Ch.2 Ch.2 Ch.2 Ch.2
Ch.1 Ch.1  Ch. 1 'L‘-h 1

O(DOI?COCO

Cycle tlme

(RFIZBHLTE. FhTh
AFro I TCEREERTHE
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8.2 HPLC 2 ¥ v F [, ExionAE O34]
(@O Home Hja® LC Method 7 A =227 U v 7 LE9, h‘j L Method
Pump # 7% 27 Vw7 LET,

®

@ Stop Time ([Z/#HTHF, Flow (i) . B Conc i 72z A LET,
% P, BEMEAAIT, EBRICEHT A/, EHAZ A LTI IEE 0,

XTIV y TSNS HEEIE. MBI S DR ORBGERN 2 AT L
TFRaVy,

p
Tl B.GET
IStop time: 5.00 minl r Gradient
e
B Advanced Simple :
L8 Cone (14 Cone Time Flow | AConc | B.Conc
o 1] | 020000 500[ 500
&0 2 050 02000 500 500
60 3 2.50 0.2000 20.0 80.0
%40 4 4,00 0.2000 20,0 80.0
5 4,01 0.2000 50.0 50.0
= 6 6.00 02000 500  50.0
0 000 1.20 240 i 360 4.80 6.00 i
-Maobile phase switching valve
IFIow: | 0.2000 mLa’minl r Mobile phase settings
T - Pump A
Time to reach the flow: 0.00| min [(Off)
+| Compressibility settings
AConc 500 %
one Mobile phase name Compressibility
| B.Conc: 50.0) % | . 525l 00
L 2 H 4 FAC ]
Pressure limits
’V Minimum: 0.0 MPa | Maimum: 40,0 MPa | ‘ Pump B

@ Autosampler ¥ 7% 7 U v 27 LET,
® Cooler temperature |2V > 7V 7 —F—DIREZ A LET,

® Rinse Settings @ Rinse Mode % Before and after aspiration (2, %ZE () LT
Rinsing Volume, Rinse Method, Cooler Temperature % AJ) L %79,

ol Ov lier

Auti

]
#f AEAutosampler Direct injection

| Autosampler 20D
g
- Injection settings gz
-
Sampling speed: 5.0[ wlss g
]
I-f Cooler temperature: 15 TI Type Needle Stroke ~ » 3
d [mr]
~Rinse settings
Rinse type: External only ¥ Tk 470
¥ 7.
Refer flow channels... i 410
4ml 470
External 10mL 47.0
Before and after aspiration MTP 06 480
Rinse mode: Dip time:0s - DWD 95 480
: MTP 384 48.0
Rinse port only PN 304 ton T
Rinse method: Time:2.0s -
-Injection settings L
-Acquisition cycle time optimization ¥ -
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@ Oven #7%7 U v 7 LET,
Oven temperature ([ZIEE %2 A ) L F T,
©@ Injection 7V v 7 LIEAREEZATILET,
3¢  Injection Volume [IH > 7N —TDOFELL EAT L72WTL X0,

| Injection Volume  [10.0 T |

rump Aut

P 5
ﬂ Column Oven A: AE Column Oven

| Column Oven A -Oven A - Advanced ¥ 3

Oven temperature: 40| °C I 2

Temperature limit(Maximum): 105 *°C :f

&

Ready check: s\rr;_'l i | e

Ready range:1.0°C . _
v| Wait for temperature equilibration before run

Wait time: 5| min

Ready range: 10| *C
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8.3  HPLC # Y v F [Exion2.0 D¥5#]

(O Home M ® LC Method 74 2% 27V v 7 LET, h‘j € Method

@ Binary Pump # 7% 7V v 27 LE7,

(@ Stop Time IZ/3HTHEHM, Flow (i) . B Conc. 2% 7eflz A LET,
X VE, BEMEMEAGR, BB O, REE AT LTSI,

@ 77Vxr hOFEIL, Simple F721% Program Zi#&K L, Flow XN/ TV = b5k
e AN LET,

Binary Pump+* Autosampler+ Wash System Column Oven Multicolumn Switching

Binary Pum-.* npler Col Oven
low p! r
Flow program Flow program ‘ ‘
Defoult (@) Simple Pr
O~ We %) Ciofault Simple Program O W= oult  (8) Simpl caram
s 0%
poky 0
(R - . ok
s
a0 Mow 2%
ox
0 o % oo 12 240 ae m e
= Tima i)
@
@ g
2 ~ R e g
2 General settings 2
£ E
E Prassurs srimumm a " e Poaiion of SV A a1 o
= =]
S Fresure manmum 350 3 b an of S5 B o
T -
. ral setti
" Compressibility settings % General settings
E &) Une setlings been the pame [ tirn nette .E.- Pressure: minimus m 0 ba Position of SSV A: Al w
e setings oen the g sfine cusioen somtings B
[ & 7 iy 500 b Position of SSV B 81w
" -]

& Autosampler ¥ 7% 27 U v 7 LET,

® Rack setting ® Use a specific rack ([ZF = v 7 Z\WilExd, HT L7 v 74214 7%
BIRLET,

(D Advanced settings @ -] %27 U > 27 L, Injection method O EZITVE T,
® THROLIITRELET,
Advanced settings

Syringe speed: Low v Injection method: ul pickup plus -

Syringe speed factor: 038 3 Transport segment: 350 3 pl

8-6



(KA vy varE—RCEATL T LE]
Partial loop, Full loop, uL pickup plus @ 3 i ¥

HEAE—F il A &

il F B
100 pL A—7, 50uL EA
Air gap A

REDY T NN —T DEED 50%%

=

EFEIIN A, Flush Volume T 30 pL
(air gap A) F72i1% 35 uL

Partial loop

50 pL+30 uL=80 pL

HEINTWDH TN —T DRREIC
LoTERD

+ JL—7"=100 pL : 3xL—7 &

+ 100 pL< /v —7"=500 pL : 2xV— 7 &
+ 500 pL>v—7 : 15X — 7 &

Full loop,

EFEi2hn ., Flush Volume € 30 pL (air
gap A1) F7-1% 35 uL i H

50 pLx3+30 puL=180 pL

—[EOIEANTH T a1

pL pickup plus

50 pL

[4— r Yo 7T —5EHI(Advenced seetings)]

Column Oven

Binary Pump+ Autosampler+*

General settings
1= ] N
Use autosampler v [ Exiontc X wEDOE— 7 D m
Injection volume: 50 folT Use air gap: > - . ~ 20— A Y N
: Rinse steps: 2 < Tﬁ @\_ {5'[—‘*% % Eﬁ ﬁl:l ‘g‘ é
Rinse mode: Advanced v Use headspace pressure:
G )wmm)|
Advanced rinse steps: Use tray thermostatiing: v =) =
renesd e siews = e Remesstng Position Volume (ul) Valve wash C]': 9 AX ﬂi L —( < 71:“ é
Temperature. 5 $c -
1 | Wash W |500 v I/ \
Rack settings 2 |Transport /|10 S o °

Rack Needle ofiset Use a specific rack:

2x 48 vial rack 20 * mm Use pretreatment

2% 96 deep-well plate 20 * mm se stacked injections:
2% 96 well plate 20 * mm

2x 384 well plate 20 * mm

108 vial rack 20 * mm

2x12 vial rack 20 * mm

30 vial rack 20 mm

Advanced settings

LC System Total Runtime: 10.00 minutes

Syringe speed Low ¥ Injection method Partial loop ¥
. This injection mode requires a sample volume of
- his inje < volu
Syringe speed factor e 2 ~({Injection volume + 30 L) for cach injecion !

Flush volume: /T

8-7
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@ WMFEIZJH U T Rinse mode, Tray thermostatting 25 H L £9°,
@0 Injection Z#7 U v 7 LIEAEEZ AN LET,

Is2 autosampler:

Injection volume:

@D Advanced rinse steps ®

General settings

o

Qe Dm

%7V v 7 L. Rinse steps : 4. Rinse delay (min):
=7 DEH LT ORR A AT LT IEE 0, FITIE3SICHEL TWET,

@ ColumnOven # 7% 7V v/ L, FMHEERELET,

Binary Pump®

General settings

Autosampler*

Column Oven*

Temperature 0 $c Lowes safety imit 5~
Use temperature program: Upper safety imit: 8B T
Binary Pump Autosampler Column Oven
Equilibration sefjina
A *
General settings rfait before inyeW 8
Use autosampler N s
Injection vohume:
X . -
Rinse mode: Uise headspace pressure Rinse delay (min): 30 v
Advancsd inse sie Uss tray thermostatin .
=1 e Please note that the last step must be Transportif 4
Temperature: s the pl pickup plus injection mode is used. .
2 Rack settings Position Volume (ul) Valve wash
5 .
s Use 2 specif rack
£ 1 | Wash w||500 o
2 48 vial rack
b=4 -~
= 2096 deepwel plte 20 & wm 2 | Wash w||500 $
- 2% 96 well plate 20 - n
. X euclpe - 3 | Transport w750 I
H 20 384 well plate 20 " mm
£ -
5 108 vial rack A mm 4 | Transport w750 v
&
T 2x 12 vial rack 20 A mm
2 30 vislrack 20 *wm
&
= Advanced settings
>
G | —— Y e T
- clion mode require ance:
Syrings apeed tactor LU Lo i iobor St
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8.4 PV T DBRIE

VEEZIS U TNV T ORE ATV, Save > Saveas #BIRL, @477 7 A V&% A
L, BRIFLET,

K BEBEOILVT ORE)

Time (min) Position
0 A
0.05 B
0.95 A
S DRE DA Pump In PumpIn ‘P e
6 7V TE \
Position A (B&itk) : 6-1, 2-3, 4-5 Waste )

Position B (MS ) : 1-2, 3-4, 5-6 J \

MORMMN o> TWET,
BRI iR BN 72 > TV DG ELH Y T DT, EOFZOR— M OIRNHE D 0% ZHER
DL, THEHAITEI N,

[EE]
Valve DY)V B2 R, AR DY 12 43 D356 MS OHIEBIAARERH] (Omin), #& T RfH]
(12min)IZIFRE LRV TL 7280, 0—-12 2O 054, 0.5-11.5 23 DO THI v & 2
MzaakE LET,
Valve Z{#if L7254 1%, Integrated Valco Valve E&#47 1V v 27 LTUse ODF = v 7
ENLET,
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9 F—% ®ﬁwu
T—E%B<
A

(D Home i[5 % Explorer 7 V » 27 L Explorer #B& £9°, 2%
@ A==2—"—=0DFilent, HDHWIT A 22D Open Sample %R L F9,

@ BWOT—ZO Wiff 7 7 A /1> HIO Sample 28R 1L, =
OK #7 U v 7 L9 (Training TiE, #HEE DVD N> o 0= = ==
Training_sulfa 3mix Triple Quad 7 #+ /L Z 1 DH > 7L % #a E;ﬁ}:gﬁ;‘:‘;m

7 U b4 7 L i "9}—)0 {2 Acquistion Scipts

(2] Batch

(23 BioAnalyst
@ BEOTF—5 T 7 ANBPHEET, @b oo

curve _suifawiff
J #1 -blank
#2-01
#3-1
#4-10

ﬁﬁf"ﬁ@ﬁ v NS AERRTTH W 510
D LAEOEFCHS DT — 5 &Hx £,
- =

@ HiEDsav IS MBI, Ama—r—nT 4 Sy,
LT

% ERM® L opiosov ST ARERSNET,
X HEET™E ko n~ NS ARERSNET,

% RS RH T Py RN AEE X (LEO s v F ST AR
ERSEA T LN TEET

File Edit Show Graph Process BioTool Kit  Window  Help

......
aun®
‘-

e,
.
.
IR

SR DRNE R 2 FEFR T D
O #A==—3—@ Show 7>5H Sample Information % #&R L £,
@ SRR E, T2 WG LICBEOERNPR I ET,

f“ File Edit | Show | Graph Process BioToolKit Window Help

= uﬁ - | - 4} Total lon Chromatogram (TIC) Ctrl+T
S w1 {}  Extracted lon Chromatogram (XIC) Ctrl+E 'E
1C from :‘m oA} Base Peak Chromatogram (BPC) Cirl+B
) IDA Explorer
LC/MS Contour Pane

850 | P —
UV/DAD/ADC Channel Sample Information
LC Traces

800 o Data File Properties
DAD Total Wavelength Chromatogram (TWC) PFAS_20241128
DVSCIEX 05 Data PFAS Data PFAS_20241128 wif2
DAD Extracted Wavelength Chromatogram (XWC) o i DESKTOP nwum
750 ratod cata il SCI 15
DAD Contour Pane pr MearCone? Sendce ‘Mn 19154

] Data and Peaks Tabl,
7 and fesks labe P Firrtmwirer Viesion Sorial Nurrbar

Sample Information Cirl+1
P! _ SCIEX Trighs — PIL2007 PIB1100 PIA1100

MassSpoctrometer -Qll.ild S5O0+ UUHI D A US147808C ) EX22862409
- 230213 USLO3S50 20130613

Purp A - LC-400 XS - 112, Purrp A - LC-400 XS - 122426203373
Autosampier - SIL-40C X5 - 1.19, Autosampler - SILA0C X5 - L22456201993, Oven
Oven A - CTO-40C - 1.03, System A - CTO-R0C - L22246210223, Systemn Conlroller
Coatralier . SC1.40 . 167 SOLA0 - 122106205846

¢ |[1.000 AB SCIEX 1




~ A7 u< 77 AXIC)DFER

<HfEZ AT D56 >

O #==2—,3—@ Show 7*5 Extracted Ion chromatogram(XIC)% &R L 9,
@ m/z. Width, {bEW4 ZEIR L, OK 272 U v 27 L9 (Training TIZ TR X 9 |2

.

T ARARYT NUINBFRRT HEE>
O BHDO~AZNZ MVEIERLET,
@ AT MNVEERIZZTERL, 7070 v 7 LET,

@ AHDOLS A v E—UNFRINET,

@ OK%Z7VUvr7 LET,

Only shioe this dalag again if tha Shift Kay & down

XIC Seecton

I Figbe; Sebsctons ae putomatealy adjusted to the actual nnge of the
opmepanding pagks (ot haf height],

Hoid the Corcrol key when generstng XICs to use the ranpes withaut
adustment

Select MRMs

a1 Q3
2652 92.0
ma 1563

Ok Canced

G BEIREPH O T —FKIRE DOFRVY MS fE+0.2 Da THiH L7 XIC NFErENnE 1,

Spectrum fram Verapamil EMS DFT-2.wiff (sample 2) - Ve__{_apami\tN__gr_\_.j_er_gp_grg_!l,___frg_Mg_ (_}_D_@_ 1DDD) from 2.845 to 3.213 min

*441.28 (1
Seb ®

4e6
= 3e6
=
2
=

2e6 442.27 (1)

led

[ 443.25 (1)
>
Oel
439 440 441 442 443 444 445 445 447 448 449
Mass/Charge, Da

XIC from Verapamil EMS DFT-2.wiff (sa...+EN |(300 - 1000): 441.28 +/-0.19 Da XIC from Verapamil EMS DFT-2.wiff (sam... +EMS (300 - 1000): 441.9 to 444.5 Da
7e7
3.002| 2.041 3.05
4.0e7 3,092
be7 = A 3.567 Cul ¥—%#L7%&25
. OK %7V v LB o
.0
\ - JEL A
OK %2V v 7 LiHGE
& 467 & 2587
E 367 3131 £ 2087 3133
3.179 1.5¢7
2e7 " 2.988
3911 1.0e7 3178
3.265 - 3.201
1e7 3.366 5.066 Fo3
N
0e0 e 0.0e0 otz
2 4 6 8 10 12 14 16 2 4 6 8 10 12 14 16
Time, min Time, min

© *—HK— R0 Ctl ¥—&LARG, OK 27V v/ 5L, BRLEMS Ly YT
A L7 XIC 28307 S E T
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@ Em%%éhtwﬂv N7 RMZARTEE DL T, E—2 2B OS5 LTS
s [Tela] 702 emoET,

:Verapamll XIC from Verapamll 1DA-2witt (sample 2) Verapam||+Norverapam|I Experlmen( 1 +ems (300 1000) 455.04 to 455.54 Da
W vLiupaion s eauy

3.0e7

2.5e7

2.0e7

1.5e7

1.0e7

5.0e6 WY

0.0e0

Time, min

® Ehflix =7z Pane Z{#l # O Pane IZ T 5 551%, A ==—/3—® Graph 75 Split
Traces into Separate Panes Zi%®{R L £7°,

Graph | Process BioTools Window

~ @ Norverapamol XIC from Verapamil 104-2.wilf (sample 2) - Verapami+ Norverapami, Expenment 1, +EMS (300 - 1000): 441,02 ta 441,52 Da Set Selection...
@ Verapamil XIC from Verapamil IDA-2.wiff (samgle 2) - Verapamil + Nonu:ml Experiment 1, +EMS (300 - 1000): 455.04 to 455.54 Da Expand Selected Y-Values By...
Norverapamal / 3.109 [
3067 - 5 o 3 ansion Ra S
.. P Verapamil / 3.316 Clear Expansion Range
7 H :
1567 r ] Remove Active Trace
il
2067 | il Remove All Traces Except Active
= =
% e N | Remove Traces Below Thresheld
- Fade Inactive Traces
L1067
» | Invert Second Overlay
.06 | X
| ll . Sum Graph Traces
0.0eD — -
‘ 1o 15 20 25 a0 35 40 45 50 55 |4+ Split Traces into Separate Panes
I H’l‘@l mn
Norveragamel XIC from Verapamd 104-2....EMS (300 - 1000): 441 nzm{ Vera 3C from Verapamil 1D4-2,wi...EMS (300 - 1000): 455.04 to 455.54 Da
257 3.109 2.067 3.316
2.5¢7
2067
2067
£ e £
i oo
1.0e7
1.067
5.086 3.417 soes| 3.689 k.SSS
a.ael [< 068
2 4 é a 10 12 4 16 2 4 & a8 10 12 14 18
Time, mn Time, min

HEOz E—

O Z7u~ /7 20%%a—35121F, A==2——0 Edit 7»5 Copy Graph & 5 %
Copy Window # 38R L £7°,

AN File | Edit | Show Graph

=2 R Copy Ctrl+C

o F Copy Graph

TIC fram cn,| Copy Window b
@ Copy Graph : A% 7 7 A LEA, Copy Window : £ b~ v 7 EATT,
@ XA FRNRNT—RA v MNEIZRX—ARNLET,
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10 SCIEX OS Software % V7= B EA#HT
K~ =27 /LTl SCIEX OS Software ?® Analytics &— K& HNCTHNT 21T 9 Hik%

RLET,

EEIMOEERSERLEZREREZ D S, BERMNOY T LVOEEEITVE

B

WHEEEME IS) &6 L7258 13, AT CHRE L 72 R E EC > CTHEMHIE

éﬂij—o

= Training Ti¥ Training TiE, #HEE DVD N Training_sulfa 3mix Triple Quad
TANEROY TN Y v LET),

o Sulfadiazine (SDZ : 251.2/108.2). Sulfamerazine (SMZ : 265.2/92.0) Dk &g D
VER (NEAEHEY)E Sulfadimethoxine (SDMX : 311.2/156.3)I2 X A A 1F)

o KRBT SDZ & SMZ D iE &

<BE> RERIZONT
R O TR B ) & 13, BEAn DR BE
DOIEYEREL & RA OB & 2T 5
ZEITRY . REOABHIEZ EN LW
BOWRE %KD 2 FETT, MEMRIT,
A GRIE KT G2 '8 D BE DA i
U TR ED X ICRIGT 20 %
RULIET T 7y 7T, ik
WEVERLT 272010, REOBIKEDE

28eh -

|
-mn_( 2065 |

1525 4

Area E

1.0e5 4

S.0e4 4

0.0e0 4

Calibration for PFOS 1: v = 28270925 » + 331.07041 & = 099965} (weighting: 1 7 =)

01 0z 03 04 05 06 9

07 ng o
Concentration (gL
RE

EREZ b & DA MRE CME S NIAEME 2 T2 68 1 H Y 7,

<BHB> NEEEYEIZ DN T

WNEEEDE X, WEROFEAE, MS OA 4 AL L v g Uig PO R %6
ET 572D LET, Elalkie l, e~ b v 7 AP CE BT & EMEICIT
N DA RFICHELRE S N E T,
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<SCIEX OS Software Analytics £ — R EERE i >

sarsies | Compenent.and Groups | | 19041 pesk R (it

L “ o 7rows Fkerso 0 O

EEEEE A

A Companars
. 2 Compoment Aol | Expected | Retenti.. | Retention _ |\ | Calculated rl
Tndex | SampleHame 7| Sample T... c(c.mpmu NV{ Componast.. ¥ e, v{( - v{ T e e B Y| T e !
Al el Standdands ! ! : : L
L 1|tk Sk 3 Guan [ 1 WA Ni& [ A
4 |oa Sonderd | SOF Cuentifiers 010 n asier 172 (1] [ assel 954
il Anayies T

Ealisetion for SOy = 04504 x + QOIS0 {r = AH09RE, o = D.0955T) (mmsghong: 1 (5}

-

ey A~

xiLawy A b & am

Iy rFBE E T o DT,
1905 |min ! g X g .
BHRL7 v~ b me 1 T 3 Tl
in oo B G * 1143
7T LREREN =

ij—o

<SILKFFEHTBETAa>

TR 0 e

. o TR O

“M A0 20 ~=N cHl M cHMN v

Displays the Peak Review
7V rdHreruavw N7 ANREK
REINET,

Displays the Calibration Curve
7 Uy 7 FDH & RERN
FRENET,
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10.1  SCIEX OS Software ® Analytics O L}
A — LB ICFR STV D Analytics D7 A 22 %27 ) v 7 LET, |i

10.2  Project MER

B 38D Projects > E D Data D&l X 31TV % Project % 1341 L & 7 (Training
Tl Training_sulfa 3mix Triple Quad % ZR),

jo @Ready f-EX

o R e - Proces wetor + I

" v Default

Training_sulfa3mix

Project default settings...

Praject secure export settings...

Enable project modified peak warning
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10.3  HIHIBGEDLE R
(@O Projects 7 Y 7 L, Project Default Settings # %N E 7,

@ Quantitative Processing Tix, MZZ&|Z, ER&MHTIEHT L2703 Y XL
St MEROFMTEFELZHRELET,

X OBMEBEITRIUIS CTEELET,

Project Default Settings

e Set Project wide defaults for quantitative processing method parameters

Qualitative Processing Method Defaults

Signal to Noise Algorithm Relative Noise
Workspace Layout

Integration Defaults

Integration Algorithm MQ4 v

¥ Retention Time (RT)}

XIC width 0.0z Da

Expected RT 0.000 min
RT Half Window 30.0 sec
Updste Expected RT No ~

Report Largest Peak

¥ Integration

Minimum Peak Width 3 points
Minimum Peak Height 100.00

S/N Integration Threshold )

Gaussian Smooth Width 0.0 points
Noise Percentage 40.0 %
Baseline Subtract Window 2.00 min
Peak Splitting 2 points

Units & Calibration Defaults

¥ Units & Calibration Defaults

Concentration units

Regression parameter Area W
Regression type Linear
Weighting type 1/ v

@ Qualitative Processing Tl&, FXZZEIZEMMTIMENT L2794 77 ) —H—F
FRENRT A= —HEFHELET,

Smart Confirmation Search
Purity -
o4
04 N
I Batopes In Unkncw 4 Humber Of Hit
Wf | Lie Pedanty ety Theesheld o008
Use Callzion Energy Speesd Minimal Pursty 100
Use Compound Specific Punty Theesheid tensity Factor 5
i
|
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10.4  Result Table D {Ejk
i EE D Results > New #27 U w7 LET,

— » NETE

oo, T GO T TR ©

able or opening an existing one.

Open..

@ Process New Results [Hijf % B &, Select batch Samples to process T. Available 7>

Process New Results

1. Select batch samples to process

Current Location: C:ASCIEX O Data\Training_sulfa3mix\Data\

Sort by:
Available Selected Process New Results &S
¢ (1 5DZ_20070612171150

1. Select batch samples to process

W blank
: (]m Current Location: C:\SCIEX OS Data\Training_sulfa3mix\Data\
MR Sort by: A->Z7 Ascending v
'R Available Selected
AT LI
¥ samplel + (L SDZ_20070612171150 38 e suffawitt
¥ sample2 entu, i .

5 S &) Dualwiff H ¥ blanl

g [l - S Py

b () MRM-EPLwiff n : W10

I (E] ProductScan.wiff ] ProductScan.wi E ¥ 100
— ~ , : ¥ Sample
SIRNT T 5T — X2 iR L., £ Doy ame
TlX curve_sulfa.wiff @4 Date

sample2

(3 Process New Results M 2. Select a processing method T, LARTIZ/ERK L 72
Processing Method (& f&:A#AT | Method) 23 & % %5613 Browse...x#27 U v 7 T 5
fiEHT A Y R&RIN L, Process 27 U v 7 L P.10-10 [11.5  Results Table DA,
MRE] (CEAE T,

$%¢  Processing Method NEWGA ., IROED”HHICEEMNTH A Y v FEVER L.
Results Table % {9 25”121 7 F 9 (Training CTIEXHTIZ/ERD,

% Layout Zi EIZf#-f7E L TV 72355, Select a workspace layout @ Browse...7> 5
BINT D Z ENARETT,

B Open Metbad
O{____,. L st SCIEXO8 Quad Dt B+ Quantitatien Metheds [ 4 |[ Srunn &

Process New Results

Oginice = iew boldes

Currentt Location: C:LAnalyst Dt Projects) Training_sulfademn! Training_ sulfa3mia\Datal [ lirowse... | R 4 e

tort by s anun
ekt A ONETHODFik
Availatle Selected " "
() SO7_2000061.1 71150 4 (0] curve_sulfowiff
(] Duslwifi ¥ blank
v (W] tenRatio_Sulsladmis 201 70004 mif n W oo
(M) LowRes.witf ¥y B B
o sopnl a i
= 0 usie
+ (4] ProductSesnwiff ¥ Somplet
¥ asmntad

H video:

1% Computer
&L rsTim (c
s DATA [0
a SERCE )
o SRECOVIRY (H;
8 C on ARTORL-X
L8 D an APTOKL-EX

» G tetmark

File game: - curve,_selfa MO 4grsthod
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Processing Method

HH

NEENGE

WEICE

W EERITH A Y v REVERR L. Results Table #{Epk3 5

(D' Process New Results

@ it A Y v FOMmEBH

©)

@

‘j—o

Process New Results X

1. Select batch samples to process

Current Location: C:\SCIEX O5 Data\Training_sulfa3mix\Datal

Browse...

Sort by: A->Z Ascending hd
Available Selected
I+ (] SDZ_20070612171150 Fl B curve_sulfa.wiff
I €] Dualwiff ¥ blank
I M LowRes.wiff L A
I (€] MRM-EPLwiff n LI
I (€] ProductScan.wiff n : :Ilg()
¥ Samplel
¥ sample2

ra

. Select a processing method

T
“‘ tu,

: (O (G

0

3. Select 3 workspace layout

Browse...

4. Select a comparison sample for Non-targeted workflow

mENET,

Workflow T Quantitation and targeted identification @ F = v 7 % 4% L |

Quantitation (ZF = v 7 B A-TNDH I L ZERLET,

X TARVADHBICEIN F =y 7Ry 7 ANRNGELH Y £T,
REF TP HBINTERSNET,

% Sample Name %7 U v 7 325 L REXF T ARG FEDY £,

[MQ4] Untitled Method

ZF 3 (Training TIEHHI/ER L £9),

B ? 2. Select a processing method @ New #7 U w7 L%

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

Components

Integration

Calculated Columns

Flagging Rules

amrreraarnas

Y Quantltatmn'
MEETTLEEETT)

Quantitation and targeted identification

Non-targeted screening

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

Sample Name Type 251.2/10.. 265.2/920 A
curve_sulfawiff (sample 1) - blank Blank 000 000

curve_sulfawiff (sample 2) - 0.1 Standard 010 a0

curve_sulfawiff (sample 3) - 1 Standard 100 100

curve_sulfawiff (sample 4) - 10 Standard 10,00 10.00

curve_sulfa.wiff (sample 5) - 100 Standard 100.00 100.00

curve_sulfawiff (sample 6) - Sample1 Unknown 000 200

runsa culfa wiff feamnla 7V - camnla? [N ey non non v

~ @ XICfrom curve_sulfa.wiff (sample 4) -

@ XIC from curve_sulfawiff (ssmple 4] - 10, <MRM (3 transitions): 265.2 / 92.0 Da
@®XIC from tlurve sulfa.wiff (samole 41 - 10. +MRM Htrans\t\or\sﬁ.? /1563 Da

10, +MRM (3 transitions): 251.2 / 108.2 Da

0
0.3 1.0 1.5 20 2.3 3.0 3.5 4.0 45 3.0 3.5
X-value
TR S CTR
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® Components TILAW4 ., WIHEEMZAS) OEHRE AL ET,
% Training Data T, 311/156 25 IS T,

% IS NEEWIGEIT, AJNFEARETT,

Workflow . .
Select or verify the analyte and internal standard names and masses.
Components 4
Integration Precursor (Q1) Fragment (Q3) Retention Experiment
R B | Cm (e Mass (Da) Mass (Da) Time (min) SHae Index
Library Search w1 U 251271082 | 251.15756 108.2 [ TMRM (3 transitions)
2 O 265.2 /92.0 265.19239 a2 [ 1 MRM (2 transitions)
Calculated Columns 3 s 31121171 156.2 1 MRM (2 transitions)
4O
Flanaina Rilac —

® Integration TAFEYV 7 NVOHBEF Y SRR FRINET, T v 2 E5D)
27 Vw7 L, BRI OWTIRERICHED N T A —Z i iE, W LET,

¥ P RAELE IS SN VESIT. TR [RA—Jr 7B EOBS T A —#]

BB NRNT A—H BT % Apply 27 Vw7 L, 7~ 7T AL
\i—a—o

% T A —H X Results Table /Eflift b A H TE £77,

[MQ4] Untitled Method

For each companant, configure the parameters to optimize peak integration

Intecation Algexithee: M4

Integration o R

[(ZRL—V v TBXUOED T A —4]
- Gaussian Smooth Width : R 4 —2 v 7% 2T 354&. xr AL E 5.

- Min. Peak Height : & & Ti%E L 7215 & (Intensity,cps) #2232 —27 %Mo LT, R—2 74
VIDOREDICHET 22 LT, JARPHEEDR -7 I I N LD T,

- Noise Percentage : % K& { 5. R—2 74 v b, v—rmEMEI/NELRY F3,

- Baseline Sub. Window : R—2 7 4 v & L CRET 2 i/MNEEZMET 2IRICH Y £ 5, Peak fiD
2-3 {5223 Default fHIC 72 Y £97,

- Peak Splitting : iz K% { T2, #Hihizv—2% 2D —2 L LCRHELLTL AV TS,
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(@ Calculated Columns #7 U v 7 L, LEILCTHRELET,
¥ OREHEIHPRER N —=0 ~=a T E TR RN,

@® FlaggingRules #7 Vv 7 L, B EREOFRREIOVTHRELET,
X OHRWEELOHANTHGE. EEMROBLBE S 71T TA4 FENET,
X ORELZWEGARITTF oy 7 23T LET,

O AFUHOFIRIT, PRER N —=0 v =a T B IBRLEE D,

AN

% Accuracy Acceptance %7 U v 7 L, MEIZL U THEOTRRAZLZRELET,

e A==,

X BEL. Accept changes and return to Fragging Rules #7 U v 7 L. HIiO M H
IZRD £79,

[MQ4] Untitled Method X

Workflow

Define a rule to flag results in the table.

Components T CITT | CTTN I

Integration Apply Rule Rule Name Formulas, Columns and Rules Used
Library Search . Columns: lon Ratio Confidence
: .

v = Accuracy Acceptance % Columns: Accuracy
Calculated Columns srommemmmRamenanea

v Concentration Acceptance Columns: Calculated Concentration

. N ;

Flagging Rules [MQ4] Untitled Method

Workflow 0 changes and retum to Flagging H
o™ B
Components Identify the standards and QCs that are outside of the specifications
. Rule name SACEUFSEIRAECERESNECE

Integration
Libra ry Search Maximum tolerance for accuracy:

/| Standards at Lower Limit of Quantitation (LLOG) +/- | 200
Calculated Columns 7| Stanciards o T30

Flagging Rules » +/| Quality Controls (QC) +/- | 15.0

Concentration Acceptance %7 V v 7 L, ZEICIL U TCEREOREAZRELE
9, Accept changes and return to Fragging Rules #7 UV v 7 L., BIOEEHIZKY F
R

[MQ4] Untitled Method X

Workflow

Define a rule to flag results in the table.

Components

podrue ] eete e Rimpor [ o

Integration Apply Rule Rule Name Formulas, Columns and Rules Used
Library Search . lon Ratioc Acceptance Columns: lon Ratio Confidence

4 Accuracy Acceptance Columns: Accuracy
Caleulated Columns v E.-C.o-n.c.e;t.r;t.ic.); :t\'cze'&;;;e' H Columns: Calculated Concentration

‘rrEEEEEEEEEEEEEEEEREEREES
Flagging Rules > ] Integration Acceptance Columns: Quality, Asymmetry Factor, Total Width, Retention Time Errer (%)
[MQ4] Untitled Method X

'
Workflow :
Components Identify the unknown samples that are outside of the concentration range
Int ti Rule name | Concentration Acceptance
ntegraton
Library Search Analyte Lower Limit P
Calculated Columns » 251271082
_ 265.2/92.0
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1) Save Z#7 VU w7 L. File Name (Zfi##T Method 4% AJjL., Save Z#27 VU v/ L£7
(Training Ti% [BfF] 2 A00),

@ Process New Results HEIZR Y £9°, Process #7 U v 74252 & T, TGS
M. #&T# Result Table(fEMTfE ) NF R I E T,

¥ Layout Z i EIZHR(F L TWHE,

Select a workspace layout @ Browse..7>»5
BT 5 Z LS AIRE T,

B S unntiien Metkad &g
i ko s coain Process New Results
( ,IU ke 0 SCIER O Quad Data ras b Quiantitation Metheds = | &g [ Seurch Quunnitanion Metheds
Organice = Few folder
W Fevoekes .
I Desttop L cunve_sulfs M4 qmethed
18 Denlondi <
AL Recentiiaces v SDZ_00M6121 71150 ] curve_sulfawiff
i I (W] Duslwif ¥ blank
- © (W] bonfatio_Sulstadrmm 201 OG0 wcbl n W oo
- i | (@) LowReswitt 'R
b a“"_'m'"" I (W] MEM-EPLwitt = : :?n
o Picturer * [ et | ¥ Samplel
H vid W ocamnedal
& Computs
& sesTmcy
o DUTA D
s SERVICE Q)

o SRICOVIRY (W
8 C on ARTOKL 6%

¥ Doan APTOKL-EX = ¢ . ' "
il o Tes] .
~Muone -
e o ype: | Miethod ".qmethed) - Mone
B e e - - =
e o
2 Bl
et L g rocess 3 o |
......

------
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10.5 Results Table DR, frte

(D Samples # 7 TiL, EEOY TN EERINTE £9, Results Table |34 72 LI
FRINET,
—— L L D

o Samples.| Compenents and Groups I [MQ4] Results Table (Untitled)
[* aann®
NN | 1 | pErEEEEE

EINEIYE GGAEE A R DER

Comp Comp R Actual Calculated
(e STEETE T Sos e T Name v Type ' Time | G5 Concentration Concentration
1 blank Blank 2512/1082  Quantifiers N/A N/A N/A
v 2| blank Blank 265.2/92.0 Quantiters RTINS 02372 N/A 2.198e-1
BE blank Blank 311.2/1563 Internal Stand. _ 2.207e3 100 N/A

@ Components and Groups # 7 TlX. £E® Analyte %R L F 9 (Training Tl
251/108 % 3#4R),

O i - .

b g <aoerc (T T CEEEE (TR TR ©

=
...ll .n®
Options - ™
= b : EENENENENETNIETEN GEBEE8 DA R PSR
All Components e R L
) . 2
G [¢ R = Actual 2|l Calculated
h p p .
Toizn | St 5 Sf“P'ETYPe_V Name Y| Type Y| Time Area Yl Concentration ¥ | iConcentration =
Al Intemal Standards freeent "ensuuunnnas |*unuunnnnna?
y blank Blank | 251271082 | Quantifiers N/A N/A N/A N/A
311.2/1563 —
2 |blank Unknown 265.2/92.0 Quantifiers 270 42322 | N/A 21981
BE blank Standard 311.2/1563 Internal Stand... | 3.49 2207e3 1.00 N7A
— Quality Control
All Analytes 4 Joa Elank 2512/1082  Quantifiers 172 95332 010 955362
a51.2/1082 [ s 0.1 Double Blank | 265.2/92.0 Quantifiers 271 1471e3 0.0 8.38%e-2
2652/ 920 5 |0 Solvent 311.2/1562 Internal Stand... | 2.48 13074 1.00 N/A

(@ Sample Type %S, Mtk L E 7,

X OERTHGRIFITINF T A =2 —0b EHERK - Standard, QC Y7L
Quality Control\ 777 :Blank, %> 7 /L : Unknown %i#R L T 72 &0y,

@ Actual Concentration (ZAEHERK O FHEEIRIE 2 fesd. AJ17% Enter ¥ —%H L TR L
F 9, (Training <% 0.1, 1. 10, 100 & A7)

¥ Excel 250 a ™ —(Ctrl+C), 24— MCtrl+V)HHE T,
X BEEWMIZONWTREAMHR, A LET,

X BLEMORENFELCHEEIE. 1 LEMDOHANER, W7 62670 w7 L,
Apply Current Analyte’s Actual Concentrations to All % 4R 4% & A= UEL 12
DA TR SIVET,

Copy Cirl+C
Paste Cirl+V
Copy Entire Table

Fill Down Ctrl+D

Select All Rows
g e R AR AR EEsEEAEEsAEEARESEEsEEAREEEEEARSEEEEEREERE
E Apply Current Analyte's Actual Concentrations to All 5
D R

Apply Current IS's Actual Concentrations to All

G Yo7 LoEEEN, Calculated Concentration (ZFE R S E T,

10-10



10.6 7 nm~ R 7T LDRR

(D Results Table EififA LOM 227V v/ LT/ u~ I 0u2FRSEET,
AN B EFTEITEINENYNERN QE8a88: (more v ] =] X

Component Component Retention Ard Displays the Peak Review }ulated
Name Type Time itration

tpat

Index | Sample Name 7| Sample Type 7| il

@ 7 v~ k77 L4 E® Options > Show navigation control Z##iR45 &, /7~ K7
FJabickranEgd., BEEEE 220y 7328 AiEON—URER
SNET,

@ MEIISUT, BREINTWDBHZ a~ N7 T 250, BB OWTEET A1,
Options > Peak review display settings Z 4R L £ 9", Peak review Options [ -
#3> Number of rows, Number of columns TEF#%, OK%Z 27 U v 7 LT EEW,

EIE | 1 . T BEaE8 woe ———JL]E]X]
.

Component _| Component _| Retention _ Actual Calculated
All Internal Standards

Area 7|
311.2/156.3

inded /S bl Hlat SN | Bamiel =T (-, T T e | G

» B Samplel Unknown 251.2 /108.2 Quantifiers

17 | samplet Unknown 265.2/92.0 Quantifiers 2.69 5.548e4 A 4.828e-1 .
< >
Al Analytes
251.2/ 1082 o by . i
Manual Integration | [E] A-[-le[z]=hvee  Worio  -]=] ]
2652 /920 LTIy -
few aisplay settings...
I [samplet - 25...e Index: 6) || Samplel - 26...8 Ak review afpay settings-
Area: 3.220e.T: 1.70 min || Area: 5.548e.T
¥ Retention Time (RT) 5000
3000 1699 “Fill peak (XIC and spct
Eipected KT 1705 | min 2000 il peaic (XIC and spectra)
RT Half Windaw 300 sec 2300 5000
Update Expected RT No W 2000
P p = z 5000
Report Largest Peak g 1500 £ 40004 ¥  Integration parameters
E £
¥ Integration 1000 3000 Get ChemSpider hit count
Minimurm Peal Width 3 points 2000(::‘ Show navigation contmls‘:'
Minimum Peak Height 100.00 500 1000] TTTTreesssaennenettt
Copy All Graphs
S/N Integration Threshald 0 0 = 0
1.5 2.0 Copy Active Graph
Gaussian Smocth Width 00 points Time, min — S

Peak Review Options

Appearance XIC Graph Title
;.-.-.-.-..‘-
MNumber of rows: E 1 E hd
H o
Number of columns:} | 3 H hd
Assnnnnn l‘.
Overlay: Don't overlay hd
Peak Fill Style: Dotted v
Mark expected RT with arrow
Manual Integration{Percent Rule} | 0 v

Reject manual integration if difference in new area is less than specified % of original area

I CT T
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10.7  RIA—ZOEE
O HEIEL T u~ NI LEIIRRINTVWAOENRNTA—FEEEL L, /a~v 7
TLADYE— B GEEET LET,
(routs ] [Frocess wetod + [x)

RN | o« T EERE8 (voe 2 L14)
T

All Internal Standards

-
Comp Comp R Actual Calculate
Index | Sample Name ¥| Sample Type 7| Name | B i Time T| Area T Concentration Concentrat

311.2/1563

17 | Samplel Unknown 265.2/92.0 Quantifiers 2.69 5.548e4 N/A 4.828e-1  w
>

All Analytes

251.2/108.2

2552920 Manual Integration | () anaga [options v J o] L[] ]

L 100 -311.2/156.3...(sample Index: 5) | Samplel - 251.2 /...(sample Index: 6) -
4 Area: 1.187e4, Hei...5e3, RT: 3.48 min [ Area: 3.220ed, Hei...9e2, RT 1.70 min

¥ Refsntenive e savevsnsnnnnnnsnnnnnn, 4000

o° . 3476 3000
& Expectsd RT 1705 min % 2500 1699
N . 2
5 RT Half Window 300 sec 1 2000 2500
. .
. H
= Update Expected RT No w - 2500 2000
E = g
E Report Largest Peak H g 2000 é 1500
B ¥ Integration : - 1500 -
- H 1000
= Minimum Peak Width 3 points % 1000
- : :
= Minimum Peak Height 100.00 H 500 500 SRV‘LW
. . : %,
= S/NIntegration Threshold 0 H D il St 0
. H 35 15 20
"“Gauss\'an Smooth Width l:l pmmx.: . Time, min Time, min .

ey T e

@ HBRTA—=HOFEIZHONWTIL, P107T [RA L=V TBIORED/RT A —X] 25K
TEEVY,

@ EHEH% Apply 227V v 45HL, BRLIEV TN E—TIZEB LI ARNT A= N
MeE I ET,

YV INEC— T RIERELIENTA—ZERBSED
O BRLIZY PNV EA R EET%, Z7u~x NI 02670 v 7 LET,
2 Update Processing Method for Component % %R L £79°,

100 - 311.2/156.3 (Standard) 3...ulfa.wiff), (sample Index: 5) § Samplel - 251.2 7 108.2 (Unkn...ulfa.wiff), (sampl
Area: 1.157ed, Height: 3.680e3, RT: 3.48 min Area: 3.220ed, Height: 3.149e3, RT: 1.70 min

3500 H3.476 Copy Integration Parameters

3000 §

2500+ Update Processing Method for Component
Z
é 20004
= 15004

1000+ Revert Peak to Original Method

300 Revert All Peaks for Component
04 : T T .
3.2 3.4 26 Copy Active Graph
Time, min (| TP, T
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10.8  F#EfEy

¥ OMEIR U TITWET,
yu~hramatmo B 22002 L,
E— 2 Okvix 7 ) v 7 LET,
FOEERT v L, =7 OhEMTHLET,

HE DT A =X IZETHAIY Manual Integration FR O T = v 7 2/ L T EE
AN

® ® 6

TITTITTTTITTETLITIITE S

m +/| Manual Integration EE

“smsssssEsEsEEEEREEREEs

100 - 211.2/156.2 (Standard) 211.2 / 156.3 ...x¥Data¥curve_sulfawif), (sample Index: 5)
Area: 1.186ed, Height: 2.707e2, RT: 2.48 min
¥ Retention Time (RT)
Expected RT 3.480 min
RT Half Window 30,0 sec
Update Expected RT No w -
Report Largest Peak é
=
¥ Integration
Minimum Peak Width 2 points
Minimum Peak Height 100.00
S/N Integration Threshold 0 ]
31 3.2 33 34 35 3.6 37 38 39
Gaussian Smooth Width 1.0 points Time. min

B—7 L LToOR@E Nt

TIUDE =7 L LGRR LTS RV E. B AT A a2 il
v — 7 Z AR LET,

.
RLLN R

5
3 m Manual Integration E ".mm Manual Integration E
tans® a“ns
blank - 265.2 /92,0 (Blank) 265.2 / 92.0 - (...ix¥Data¥curve_sulfa.wiff), (sample Index: 1) blank - 265.2 / 92.0 (Blank) 265.2 / 92.0 - (...ix¥Data¥curve_sulfa.wiff), (sample Index: 1)
Area: 4,232e2, Height: 1.087e2, RT: 2.70 min Area: NfA, Heightt N/A, RT: M/A min
RETTTETTTTPITIN, RETTTEITTTTPITEN,
" . » .
1o H 2699 H 140 i :
120 : : 120 : :
100 : : 00 L;, : :
2 80 . f‘g" 80 ]" ]
E z | ‘
= 60 3 £ 60 .
40 : 40 :
20 :‘ H 20 :‘ .
’.llllllllllllll‘. ’.llllllllllllll‘.
] ] T T T T T T T T T
2.3 2.4 2.5 2.6 2.7 2.8 2.9 2.0 21 2.3 2.4 2.3 2.6 2.7 2.8 29 3.0 31
Time, min Time, min
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10.9

MEMOFZR, BEAOT, MEROMEE LT

(@ Results Table EiEfA E B 0227V vr L, REREZFRLET,
FTE AR 55T, B 15 9 s LTROES T DI L BB L

Ol
.
T Bvoe LX)
:
"~

Actual Calculated

il i V
== Concentration

Concentration

Te3 0.10 8.322e-2

iZed 1.00 1.113e0

Oed 10.00 1.062¢1

0e5 100.00 9.929¢1

-Ged N/A 4.838e-1 v

504

404

204

Area Ratio

204

0- T

Calibration for 265.2 / 92.0:y = 0.58007 x = 0.06...0 (r = 0.99973, r* = 0.99946) [weightingt:]

EEEnBER

10

20 220 40 S50 60 70 &0 90

Concentration Ratio

Qaagpa options ] o] ] <

0 - (R.mix¥Data¥curve_sulfa.wiff), (sample Index: 1) I

0.1 -265.2 /92,0 (Standard) 265.2 / 92.0 - ..mix¥Data¥curve_sulfa.wiff), (sample Index: 2) .
Area: 1.471e3, Height: 2.567e2, RT: 2.71 min l

@ WEIZIHUT Regression 7 U v 7 L, EADITOCHREROBEEAEE LET
(Training TIX XD X 5 123 E),

= Regression Parameter : Area—Hight DZ 5

= Regression Type : MR EFROFEIEDO LT

= Weighting Type : EHASITOEHE

Calibration for 2512 / 108.2: y = 0.47453 x + -0.01181 (r = 0.99996, r* = 0,99993) (weighting: 1/ )

40

i

Area Ratio

20

10

0

1 0 30 40 50

60 1 a0 a0

Concentration Ratio

Regression Options X

Applies to: 265.2 / 92.0in in the ples or Comp panel
Calibration Defaults
Regression Parameter Area v
Regression Type Linear v
Weighting Type 1/x b

Autematic Qutlier Removal

Apply Automatic Qutlier Removal

I CT CTE

@ WIS U CHiHE E# o Results > Save as CEEMEZIRIEL £,
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10.10 F—#mEhn Ll
F—XZ DB

(D Results Table & 45 E > More > Add Samples Z 384K L, Available TiBII L 72\ 4
VN EERL, ARAIEZ Y » 27 L, Selected IZEEI L £7,

@ OK %7 Y794 5L, Results Table IZ

BIMSNET,

Cresuts [ reporing —~ T— ©

Table display settings...

Add custom column...

50

Hide selected row(s) 404

304

Remove selected samples

an

nfor263.2 /92,00y = 0.58007 x + 0.06430 (r = 0.99973, = 0.99946) (weighting: 1/ x)

Lopions - L1 X]

Select Samples
Selict the desired samples

Current Location: C:\Users\minako.tanaka\Downloads\APIALL-DVDB\API and QTRAP\Tr... m

LTl A->7 Ascending ©

Available Selected

: : . .

. H s b (2] LowRes.wiff

= R : i -~ - I E] MRM-EPLwift [ = |
b [B) LowRes.wiff = i &) ProductScan.wiff o

o W e

F—& O

Select Samples
Select the desired samples
Current Location: C:\Users\minake.tanaka\Downloads\APIALL-DVD2\AP| and GTRAP\Tr...
RLE -7 Ascending v
Available

I (13 SDZ_20070612171150

I (€] Dual.wiff

.
4 (5] curve_sulfawiff H
= ¥ ssmple?

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

N BT

Results Table THIBR L7274 38R L, Results Table A E More > Remove
Selected Samples Z®IRT %5 Z & THIERILE T,

¥ HIBRTE, TICET Z LT T £ AL, LB U CTHIBRENZE H _E# D Results >
Save as TEEMELRTL TIEEW,
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10.11 Report D1ERL
@O M B8 Reporting > Crate report and save Results Table 2R L & 4,

@ Create Report B[ 23F RSN FET DT, Template Name D7 /L% 7 2 THIIIZH -
IZLAR—bFT o7 L— FEBIRL £,

3% Default ® Template (£, C:¥ProgramData¥SCIEX¥Analytics¥Reporter (ZfRAF
INTWET,

X F Oft, https://sciex.jp/support-tools/analyst-multiquant-reporttemplate 7> %
o2 n— R,

@ Report title ® Browse %7 U v 7 L TC7 7 A VA D AT ERAFH IR L £7,
@ Create 7 Vw73 5L LAR—"BERIINET,

Create Report

Reporting v Generate a report using o predefined template and specified logo Template View
Create report and save Results Table... Template name @ | Calibration Curve - | . -
@ Export results * | Template description [Ranart showing File Information, Statistics Table

Export Marker\iew Generic Text (standards) and Calibration Curve for analytes, 1
page per analyte,
Initiate Transfer to Watson LIMS...

Transfer results to LIMS...

Print and save Rasults Table 3

Report format @ Word PDF CEW HTHL

Report title @ Calibration Curve_Report 2018_05_17_165643 M]
Create an individual report for each sample
[Recommended for iarge reports; Report titles will be
appended with sampls reference)

@ () c—
o
< Vav— PERBT>

fasm2

LEe

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

BEER
BEGEL T LY & ARE

RO 7 DIVFT 5 Z L 2 BEIO LET,
2 WERLL B LanGaid, TeskicEe L CRE ZHEREL £

Yotk IRBIREC DX E L CE, TN T M L EERHERE S E4, U F—
W72 NEE 2 mm D ODS 17 A2 HOW T OB ZitdE LET,
BEEOHEMARE TIC K> THRIEFFEIZERYV ETOT, UTFEHIXTHERAOL

7 LD FNHIFICRRBE OIS 2 2RO £ BEROBREICE DY Tz
Fhi LTS IZE W,

A 7 LDV

@

—

BaH A ITHEDK, BIZT B =M LHDWEIA Y ) — )V L ET,

@ BEHHO S— T EITWOET,
@ BEIFE A/B: 50%/50%. Ji#E: 0.2 mL/min (2T, 30 2LL sk L £,

=
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