TripleQuad™ / QTRAP®
LC-MS/MS System

V=X

TRk ERERL—=0 27T %X K
- SCIEXOS Y7 b7 = T itHHH& R -
(A& : SCIEX OS, = : SCIEX 0S)

AV RBA%E

VT RY =T OA=Ya LD BECERESENET RSB £ T,
T I TEL S,

MRt m—b— A m 7 X
TV =g o AR— b

2023 % 11 A SclEx



BR

L TR ettt 1-1
2 VT R 2T DBEEE oottt ettt eaeaeas 2-1
3 SCIEXOS V7 h 7 =7 DFEE) & F5F — FIZ DU Tt 3-1
A TUITE oottt ettt ettt et et a et et ae ettt et e st et et ete et e s eteeaeaeetennas 4-1
4.1 JUTE DBEU ettt ettt as et et eas et et ess et seas et esn s esesnsenas 4-1
4.2 VT R 2T DREE oot 4-2
4.3 T T LT BOVEER oo 4-2
4.4 TEE D CONFIGUTATION ..eoiiiiiiiiieeieeceee ettt ettt aeeeae e eeeaeeeeeeeneeas 4-3
4.5 FEERD T oottt ettt 4-4
4.6 BRIEL ovveverieeeeeeee ettt ettt ettt ettt ettt ettt ettt et et ettt et et e st eteanenenas 4-5
4.7 HIE AV > F(Acquisition Method) D TEHE c..ooveeeeieieeieeeeeeeeeeeeeeeeeeeee e 4-30
A.8  THITE oottt ettt ettt ettt ar ettt ettt enenaeas 4-35
B IR oottt ettt ettt ne 5-1
B T A DTET: oottt ettt ettt ettt ettt 6-1
7 SCIEX OS Software & F U N 72 T T cveeeeeeeeeeeeeeeeee et e e e eeee e 7-1
7.1 SCIEX OS Software @ Analytics D RCE].........cceiiiieiiiieiceeceeeeceeeee e 7-3
7.2 Project DITBHU ..ottt ettt ettt et 7-3
T8 ATHIRRIE D ZET oottt ettt s ettt 7-3
T4 ReSULL TADIE DOVETR oo e e e e 7-6
7.5 Results Table DOBERR . TR o oot e e e eee e e e e e e eeeeeeeeeans 7-11
T8 T T DT T IDETR oot 7-12
T 78T R D DIET ettt es et 7-12
T £ 1 = OO 7-13
7.9 BREROER, BAST, MEBROFEIEZ T e 7-14
7.10 T —=Z DIBINEHUBR oottt 7-15

711 RePOIt DFVEAK .ooviieieeeeeeeeeeee ettt et 7-16



RKv=a T VP TOEEORRIZONT, —EHFiLOLHIICERLTEY £7,

R W
SCIEX Triple Quad™ SCIEX QTRAP® 4500 L) — X
4500 LC/MS/MS System 4500 LC/MS/MS System
SCIEX Triple Quad™ SCIEX QTRAP® 5500 > U — X
5500 LC/MS/MS System 5500 LC/MS/MS System
850510E0§ ?é‘_’;;s“?ﬁ%d SCIEX QTRAP® 5500+
System — QTRAP® LC-MS/MS System — 5500+ Y — X
Y Ready QTRAP® Activated
SCIEX Triple Quad™ SCIEX QTRAP® 6500 2V — X
6500 LC/MS/MS System 6500 LC/MS/MS System
SCIEX Triple Quad™
SCIEX QTRAP® o
6500-;31;18(‘521[18/MS 6500+ LC/MS/MS System 6500+ U —X
o ™
chgf){rgﬁs@}{\‘fg SCIEX Triple Quad™
System — QTRAP® 7500 LC-MS/MS System — 7500 Y —X
y QTRAP® Activated

Ready




R R

SCIEX

Brdvvers for Sciomce.
wnowledge for Lite, *

g EsErL— 90— -FE=EHEH
F AL IR F Iy —<aairtii—+

2017/09

1

HRX

* LC-MSO# &

w

HEAYYREBEIREIE (AYYFER)
— L —FoaiG AT EZEERIZGUET,

* ZTDH/DTips

—F ot —AdA13
COHR—oDHEN—ULINEEEGH IEUET,

MSREEICSIAT -
UpdateZh &2 &ABUETO T, ERUEFTLEICDELLTIT LTHEES S,
http/fwww mssi jp/publication s/pdf/MS Terms 2009 pdf

Sc I Ex Khatisbs Tab Seizkee.
2 Knawlcoqe “ar lire.*

1-1



LC-MSOHIE *

SALEREHPLC T BELICE, FHMEE 1A L. BESITET
AT B/ BRI m ) LT fEh 27 E
LODARIFISEIEMERR Om DB L o TE 5

fi
i
S

MS
FN i
HPLC F—%
etc. AR
PC
SR T

.
Sc I Ex Lhasks Tak Siier s,
3 Enawlzcgs *ar ="

LC-MSOE -BENHETDFAT- *

=
Couedl
: AT {E f& 28
{1 : | { EI /_ EEiE —\
I CI (MS)
; (2EZE)
: "I ESI AR =og £
: : oo UZFAF R T
1 ! ~ L=
1 : leges
: : TOF
: : FT-ICR
: I
. |
K (FHEZ)
im0l gEd o B
EBN ST \ 4

Sc I Ex Lhaista oK Siisr s,
4 Knawlzege *ar lire®

1-2




aEREHIOTRTSI(LC)EIE *

* BlhoRBLI- L RSO S5 E
- RS EER - HEREC OB BRI E AR (DL EH T 2R RS

Y

_'j'_./j?ﬂ/ﬂ:t%s%ﬂ*!ﬁ ﬁlﬂ:‘l%‘% @if’?j_”/

EE(T55)
0 /’\"eﬁ == |

j‘r—‘ﬁ—‘lx ’ Eé:l :;...: ..........

FHEH (2 V7 758 DER O T) T
e TS

Sc I Ex Lhatsts Tab Seiskee.
5 Enamwlecqe “ar |ire"

BEESHEEMS)EE

MEDE=ZATETHEE
BIZCRZGUL., FIZENGWOWEDE ES5P-TEDD?

AAAMEQEAA - RAF ) ’

LEBIBREFTVIED
FRFORFEAA AL BELERTHDENTHRE-RET 5,

@;@ — el _.%_.f@

FEPRT 7_" ‘,L =, %ﬁﬁ(ﬁﬁ‘ m
s SCIEX misme

1-3




B ST R EMS) £ 13 *

()

MEDE=ZATETHEE
MSHERH 9 5 IE(X

m/z (m A—i\—2)
m AT DEE

Zee A F D EGE
msz (D{ESERiEhs, E8&ED
.;/,_. He JOF AT F {§|J} ESI@’(?'_:/’“:
R__-J// - +/ MW= 500
N A Positive T U T4 1T 2&
o~ (500+1) /1 = m/z 501
R--COCH R—COO

Negative T U T 1T D&
gooions  (800-1)/1=m/z 499

Sc I Ex Lhasks Tak Siier s,
7 Enawlzcgs *ar ="

FHEELE/TAVMNEVIEE

I~
&

4l : Reserpine(C,;H,;N,0,)

-~ 'S §: 608.688
o, 082728 ( Rz thad> FHIE )

608.688 «

- HEE DL (LB T AE
FHEERFEICT

o0

FO

T/ ARy 2 EE:608.2728

(1ol

s H B EE T
0 E/7AVMNEYEE
. DEIEAA>
1 ERRLET !
TERIEETT | Atks ST A8E)

Sc I Ex Lhaista oK Siisr s,
8 Knawleogs “ar lire.”

1-4




FHEEGFE)EE

FTODILFEEERATITATOTEDRFENDH (average mass)

FHE (G TE):ETrEhos RS W Bl
ex RRCOZTERMAOE RS F1IE

'8 Kl ik At B
e 12.00000 o0 93%
13 13.00336 107%

laTEE T, EIFFEEEEELL T ST RSP IE

H 1.00794 i i
C 12.0107 HEE DT YLD
N 14.0067 ﬁaﬁéﬁftﬁ’?ﬁﬁ[l I
O 15.9994 HWEEHTE)TY

C33H4N,0, (Reserpine) &4%F &2 : 608.688

Sc I Ex Lhasks Tak Siier s,
9 Enawlzcgs *ar ="

E/7AVNEYOBEEIE .

ENRIOOWTFERATEEEY B O RRHEOEET AL T8 L o1
FI- 3D FDOEHEFEE S Eexact mass)
T/T7 120 2 7 E 8 (MonoisotopicMass)
609.2806 T

[M+HE C:1:1H41N2OE' §E=ﬁﬁﬁ¢\%tﬁm®%L \EE

e {Monoisotcpicion) hostESH-#l

a0 ex mECOTEERNFED TS T

B0 a"E BT RiTye i
7% 10 12.00000 o8 93%

b0 13C 13.00336 107%

o iz -1

- - FHIEE Y SRR ECEE

o St 'H 1.0078

20% 12¢ 12.0000

o 14N 14.0031

6112073 160 15.9949
A [j_a]' C..HN,0, DES 7/ w78 608.2728
My Jti%.s—'—sié.u 6105 B1L0 6115 Rl e ] v ‘?J(Z"D'[Mﬂ-l]* =608.2728+ H
Mass/Charge, Da —R08 2806

bc I Ex Lt ToF Siisris.
10 Knawleegs “at lire."

1-5




. 2l A AT iz ETE (HHThIDIEE)
m/z EZ{hAA> (E/PAIE v R+ HOR) | (HO%)

)
« BEOEE Tl mz BERAENT Y. (MW.TEHYIHA )
» T ORI —AA LA (ESER) TR 2l HEAIEhE &0
HUFT.
| 15/920 0 OIEAA OB X TAR VAL TS BE - TEBYEL A, |
DS (HhM D) (355.34 + 1)/1=356.34

H*
NTK/\/\/\/\N/\/\/\/\/N\FN

2{MDIE-E (HH2D10) (355.34 + 2 )/ 2=178.67

WH+
NH*

MDEES (H D3O (355.34 +3)/3=119.44

MAN\/Y\/\N\W H*
NH* H*

11 Sc L] P L Knawlacgs *ar lire"

LC/IMSDAALEDTES *

s ILYRARTL—AA 1Lk
— ElectroSpray lonization, ESI

)

— s . NanoSpray® v—ZX(ESI)
s RRE‘EFEAA 1L f TurbolonSpray
— Atmospheric Pressure 1000 Turvo V™ion y—

Chemical lonization, APCI A(ESI& APCH) ,
10kD Proteins

PhotoSpray

s RR[UEKAFEIE
— Atmospheric Pressure Photo
lonization, APPI

Peptides
1kD

Molecular Weight

2
Low High
Polarity

B4 AR TOBE olasasn i

Sc I Ex Lhaista oK Siisr s,
12 Knawlcege “ar lie."

1-6




Turvo VIM |on Source

*

@
ESIMLAPCICHBIZHIVEZ O hET

ESIfZO—F APCIFZO -7

The Innovative Turbo V™ ion source
Bl A7 FeRAET 20ESL. ESI APCIHEADA DO 17 IR
ESIHE LTUAPCITZO—7 (3. MSL 27 LIC1EELE
FSITTETL A FO—TEAMT ST TMSH BENSE

TO-J OB, 1o RO HEL{FE
S#AlIE T APCHEF= —a7 1= R T

AZ LR D

o
ESI APCI
BEADTE #105Da #1300Da
HE =t i@t~ =it {SiEtE~ Sttt
TN [T Qi3 RT3
st =il FESE TR oy (oL TR
IR #nL~ 3mL/min 0.2~~2.0 mL/min
AA I w5, - .
AA TN ZAIN D 2
LCE e - S gL I 2=
FLEFED LS AlEICE "SAbERET SISO —TFERAL TG
C Bl A N ELRO TR FEEY | EHT IV TERMOMEY
FOfih D iR CEHF) 2 CEUES. REEDAIFICLY
- OS2 A—(HEFW ERT AT, a0 = —FILAVEN S EED
ELREAITD & 8180 B st ETd5, (oO+r=—FILO5)—
ETdaBE0E 5. ZEHTAIAEERERT
14 SCIEXT roizsins

1-7




AA1EE

ESIDAA21E

®

K S FE(Atmosphere
Pressure )

N AT EZBICETEED e g i
s hs. | THoated Gos (G52) [ [l - 1on Spray Votage s
2) EHO BN FRT B i “‘s ':
41’/@&%%?’50 : 1. 1 : :ﬁm; -I
3 THCERISECLREL Fr—Yelok )_\ e |
REMEHICLYAMIZ  EAEORE ) ==
— N i C = |
EEZSETERATUE ! > 4 —3
TR R RS SIS B oY (et
WU T, ' 1 B
1Ak - g (LR i
(REEA</-OVH) 4 e | Curtain Gas
________________ [CUR)
15 ASCIEX s
A AL R
Couedl
APCID A7 /1t AR E(Atmosphere Pressure )
1) F S UNEEES hiz : o
BT L TR O TR B : :
T_ﬁ’ftg?ﬂ%o : Heated :
I *— Nebulize |
2) IO METEMS T i = |
A V(R A 2 )E : ; _ '
— i : = BEaF!
RIGEE TAF e 2, F07RR=TV =—_ "% %?P PLTRRF | 2
2 4 NE:
1 ﬁ#ﬂ’?@_ﬁ @ o) R -
IRE S s ! "HE
I weINaT ! o
| comm A b =
: -TI ...... |

Sc I Ex Lhasta ToF Seisris.
16 Knawleege *ar lire.”

Curtain Gas
[CUR)

1-8




AFEEEAAEShPT LV ER A HE

=
gé Positive Mode Negative Mode
j--}
R—80H R—&0,%
oH
ESI 1 (‘)OJO:O R—NH, R—0—50,H R—0—50, ©/
u R—COH R— 000X
R—MH,  R—COR'  R—OON, R—SOH R—S0,X
oH
0 T R—0—S0;H  R—0—50%
apci| 1000 | 1§ oo ) v Y
BEE N R—COH  R—OOOK
o H 0 H =N
R1_U_R‘2_R3 R1_U_E:ﬁ_'_m ¢
R =

17 ~SCIEX

Lhasks Tak Siier s,
Knawlezgs *ar lit*

Y9 5FLEAA 5 (Positive Mode)

@
I [mt2H]2
| [M+NH4] *
[n+3HRE | [M+H] + [MH+Nal +
ESI 1 17 2; 16 [+ +
1 e
[ha+H] +
i |
M-I
APCI 1
! [2+H] *
| :
T T I i I R
FragmentIon I M : [M4H]
APPI ! ot I
| [ | |
| [ | |
m/z

18 ~SCIEX

hhalishs Tak Siier s,
Krawlezge *ar lite*

1-9




X9 5F A4 (Negative Mode)

]
[M-2HF- : [M+CHIC00T -
. | [M+HCOQ]’§ [M+CF3C00]
ESI L -+ P '
I I 45 4t 54
[M-H]- |
APCI !
! [2M-H]-
1 .
T L I I —
.Fragmerrt Ilon I [M—H]- : M
APPI ! bt '
| I 1 |
| I 1 |
m/z

Scl Ex An<wers for drienre.
1 9 Khowleddge for Life"

LCIMS(IMS) CEREh 2B BT HOEE X

PO E 48 = S st

- MERTEEMDSREF

o n—

- B=

S0 5T Da. 5 &
AAUSVTEE DA

F#HFEE

| SciexTIRELTL AEEDH R |

- BT BWMTOSTAVMAAEMETESCD . FERETEFCERENS
- P TTESAA VOEICHIRS B S. EEMELIEND
(TEEEHTIEE D EBICRNE oFEEE P LT

=N

- B=2

HZ# T Da. 7 B &E

- 3DAFA T
~ZrPAF kT
— PSS AERIDLL ROy T OMEBESEREL TS

MATERRIE! (Time of flight) & & 945t

- E BRI PRI IR | 5 HRRED B (BT
CHEMAR T FEML AR LSS

ZDfth

- WA (oRgEr e TEMLE S RET ELY
- 7T EBAGE (GEOBRENEL

20 “SCIEX

Answers Tar dcicnee.
Khowledge rar Life,

1-10




MEME Quadrupole

win| ARDBEBORMATLHEBICENE
. EREELRREEZRNML., &
EEREORRBEFALT.EE
% DSABLDITZEITD,

[#&]

« LEEEIRM TERE F_*..J’J“EL\
« DREREFOTURERELELN. EENEA T
- RERDERMENISL. 947‘:'1’,”//*/75\1'"{,\

Scl Ex An<wers for drienre.
21 Khowleddge for Life"

MEBEE STt DAESE

SIME—FK AXvyE—F
s BERETETCIARAIqIA—L L TH s BEDBEIZAFUHBIRSNATLY
B <

==
=}

¢ TRILIINA—DEHE(m/2)IZEE * TRIAILEA—DEMH(m/z) B

SN A= IDAF2THE BIZEIESE L= . BHEEEIZE|
HERICEIET 516, BEE EETHRSNS1T U H5
s AELI=AAV LIS EREEhiE s HEELE=mzOEBEDTRTOA
Ly FohgHEIn5s
MS 1L 52— MS 7L 2—
o-ooooooooooq o- ooooooooooq
Y Yl ® 510 Yole] Jelel &
@ TO0000000O0O ® oY Jolex Jolol Iele i§§§
SCAN

Scl Ex Answers Tar dcicnee.
22 Krowledge for Life”

1-11




T L EB(S T LILCIMSIMSEIE? *
BEF DM CELIMAE2BHF>TLVSLC/IMSD L

)7 LR ERBLC/MS/MS D
MS/MS

@& B 8B

Precursorlon(FY) h—HY—A4>):

TDAADE AIBEAA L EHLND
Fragmentation(Z5%7 A T—,32):

AF BB ERRICKY NEWBEDAAVEERTERE. BiAEEEND
Productlon(Z7O% k44 2/) :

HOFEDAAUDNSEBLUIzAALERT TV AR A EB NS

(B8 BFEERITES<AANI0 A4 U—HESR)

HPLC

Scl Ex An<wers for drienre.
23 Khowleddge for Life"

c)F LY E S Multiple Reaction Monitoring(MRJ.\\/l) *

Precursor lon Set 729 X7 —ar Product lon Set
(Q1) (CAD) (Q3)

Q1:FEIZPrecursor lonZX X v ERLET,
g2:Q1 CERESNh=Precursor lon144 > %FragmentationLEd,
Q3:Q2TCER &N -Product lonZAF v AZRLET,

Scl Ex Answers Tar dcicnee.
24 Krowledge for Life”

1-12




)T IILMER -MRME—KFDEE- *

MRM:Q1E LUV QIBR7 ELDIE R DV TCHEEIND
* B MDPrecursor lon(Q1)&Product lon(Q3)D R TP ZEERTET=5

Q1 Mass | Q3 Mass | Time i~
(Da) (Da) (msec)
1 142,000 | 124.900 100 Methamidophos 1
2 142,000 | 94.000 100 Methamidophos 2
3 192100 |119.100 | 100 DEET 1
4 192,100 |91.000 100 DEET 2
5 199,100 | 128.100 100 Cymoxanil 1

o NI TSHURMNEL BS/NAELNE-6HMS/MSE—FDR THRLEE
fE 5.{& (LOD)AYELY

c BEREMETEICANTHY.YRIVOTNTSLOEBEEIZ. RZ5—F
MNoB-BEREEBRLEEN TR

* REHOHMENNLL

s ERUMNFWNEH., —FIWICED

* 1pk 9 1=Y @D AI5E B bl (dwelltime) TEE Bl E

25

FBAHEIL? (GrEE) *

- REME TREREFEK

c REBREE—VEEN D,
PUTLDREEZHETRDS

4 g
. BEICEANEDI . UV OB RB LB E
MO ST B LRI AE
i S BLSINIZEY , RHEEA R
BJZ (ng/mL) 1

Scl Ex Answers Tar dcicnee.
26 Krowledge for Life”

1-13




Intensity, tps

UV vs MS vs MS/MS *

)T EBOSRME—FDATILI4ILRUTHRIZ, EESHICRE

HPLC

ST ICEYV IR ETIA T, WNETRT
TR IR Z L

. EE%EBQ RN AR

Retention Tune @

THE—IDEL IV DPTFIUF

LA S
LC/MS = LC/MS/MS *\
EEﬁl: —Oﬁi‘?&( EhIZ, FeE—IHDE(EERY)

27 QCIEX' | Rus559 RIEL 1995 SURAUELNESIN)

A% )

« AIE AV YR EBEIREIL (AVYRER)
- IL—=FoRMOAIISEEHITGYET,

IW—=FooiFa—-2DHI1E
DT —0DHEZN-D LS EEGRINRUET.

MSFIEEIZ DL T
UpdateE M2 & dUET O T, EIVEESTSE (CDZTIL TEH LTSRS,
http//www.mssj.jp/publications/pdi/MS_Terms_2009.pdf

Scl Ex Answers Tar dcicnee.
28 Krowledge for Life”

1-14




nMEBEEANHHORF V84T K

Q1 Scan

. Q1 Multiple lons (SIM)
MSE—F Q3 Scan
Q3 Multiple lons

MRM
Product lon Scan

MS/MSE—F
Precursor lon Scan
Neutral Loss Scan
20 QCIEX' o,
AYYRER DT —5 70— %

1.MRM(SRM)& & D & &t
 HLAERT 2BETH. BERBLH TR
e TEET |

N

2.A4AF ) —RINTGA—A—NDIET
« HWHRETHEL. SOICBRENVELGHEEOAE |
BLET, L

- ;
+

3LCEHDME | mems

o NS h BBESERHLET. (MRM)

Scl Ex Answers Tar dcicnee.
30 Krowledge for Life”

1-15




BEAVYREABBEL AYvRER) K
Analyst®* b7 IZ& 50 HEH D B E&KE L

1. MSHERNSA—2DTRBEIL (A2 T72—230 DU DHER)
o U DIZE#EFEYRLT=5, Analysth B BiFaE{t
.+ Q1.Q3.DP(a—EfE). EP. CE. CXP

2. 442 —REE{L (FIA:LCEZERLE-R&E1L)
s TEM GEE) . IS (AAVRTL—EIE) ---etc.

Scl Ex An<wers for drienre.
31 Khowleddge for Life"

BEAY YR LB R (AUvRER) K
REENLE(A[ER)E/NTA—H

Compound Parameters:

Voltage Function ST
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Entrance Potential (EP) A AOPHR > ¥E
Collision Cell Entrance Potential (CEP) CoNTIA 7 DI API| 2000, 3200
Collision Energy (CE) A IS AT e
Collision Cell Exit Potential (CXP) AA B ALOERRNTD 2
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0f5 o oif 03 ed6 win_ ols gm0 T 0k
Time, min Time, min
[eze)]

* TD{DTips

IW—=FooiFa—-2DHI1E
DT —0DHEZN-D LS EEGRINRUET.

MSFIEEIZ DL T
Updatet 2 2 &b E T DT, EVEERSE CDFEL TL LI TFEFBGIEL,
http//www.mssj.jp/publications/pdi/MS_Terms_2009.pdf

Scl Ex Answers Tar dcicnee.
36 Krowledge for Life”
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HPLC B2 T ) ¢

157 ]
- TEEMEONYIFT—(IUBE)NL . FRTEETA.
- HSAMIEEFEEAE T KEK-BHKTTTOVTHERALET,
ESI
- N\YI7—REDOLRIF20mMMIEE T,
<HER/NYT7—>
Positive ion mode: 3 E&., BFE§ (2-10mM)
Negative ion mode : ¥B 7 E=" L BFEET7E=" L (2-10mM)
<HEEBE>
K, A2/—)L, FECZR)IILEHELET,

APCI
-~ AT MBI\ T 7= FENHZFDEELAHFTYHYELEA,
- N\yIF—EBEOLERZX. 50mMTT,

Scl Ex An<wers for drienre.
37 Khowleddge for Life"

Z DD Tips *

o XVUYRERE(BB&EL)D#E DR FE
- 50% A%/ —ILIKEH&
-50%7 b=r)IILIKAR
KT MATOREDBALIEES (. FER(0A%EE)CERT7TE=-VA
(GmMEEE)ZFMLET,
* LC/MSEIETIE. AFE2mmATED AT LE—RMIZERLET .
s BEHETOERAEREE
- B AEEENEABIFEERTL—REFRELET,
- AREE100% THEAITACEIEIEED TEE A
- KIZ1-5%BEEEHLULENEELINTT,
BHKOEFICKY. KERLPETER#MLTIONATN/AGEES 51

O AT AR ESNTE T HBHEIBFER100% TIEAA AL EHAT A
WEJ,

Scl Ex Answers Tar dcicnee.
38 Krowledge for Life”
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%) ESLEICEITDHTR)YORAGhE

*

STDMZAT T S L A7 AL | A7+ el
A ! - I -‘ -
7] Wl w
c c| c
2 2 L
= = . =
Time " Time " Time
Accuracy(1IEFEE) Accuracy(IEfES)
100% LLT 100%LL £

HAHLTAIMNUIRDEE(IZEY A A AL ENE L
= FHESDIET

[RELGEDHRE D (T H R (EH- AR KBS EEE. B-59F. ERM)
= FHIOFRFHLL

Scl Ex An<wers for drienre.
39 Khowleddge for Life"

£%) M)y IRZRDOEE-EE .

MHRD: TR VI ADEZRST

(1 EAEDHEIE
)T ILDOFEIR
X EQ: NEMELEWME(1S)EERT S
BKFEA13C
SRS HMEEZD
(D BENTLDER

M. VST EEDER
XIGEGD FINIEDESE

w0 SCIEX sz
Knaw adgz fer Lile]
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R R —
ESI:

APCI :

LC:
IC:
FIA:

m/z:

MRM :

QIMS

Q3MS

EMS:

MS2:

EPI:

Prec:

NL:

Electrospray Ionization

(RRJEF TN 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(iZik” v~ ~ 277 7 1)

Ion Chromatography(«f 4> 27 v~ + 777 1)

Flow Injection Analysis

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

(E B, A A OEEm) & Efi(z) TH - 72 E)
Multiple Reaction Monitoring

(Q1 TEIR INI=HFEDHIERA 4> (Precursor ion) MHEUDREDA A2 D
(Rt T O Nt R R WIR S

Q1 MS Scan

(FAART MVERIET 572012, Q1 TEE LIoA A2 Md 2 515
Q3 MS Scan

(F AR MVERET D702, Q3 TEE LA A2+ 5 ik
Enhanced MS Scan

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

(B DORIBEA 4> (Precursor ion) 764U 54 4 (Product ion) ZHH 4%
J715)

Enhanced Product Ion Scan

(Liner Ion Trap Z#/H L T Product Ion % #7425 51E)
Precursor Ion Scan

RrEDT a7 S A F &AL DR TORIBEA A 2t 5 515
Neutral Loss Scan

CRFRE D AL - FE 4 B3 2 48 C DORITBRA A Z M3 2 H1%)

1-21



IDA: Information Dependent Acquisition

(F—_A 2F %V CTHAF LT MS 27 R SIREDTRNA A 2 EIR L, Y
TNHA LTMS2 H5WE EPL OF — % 2 Ei5E4 5 Hik)

DP: Declustering Potential

(M A% MS WE~B| XA TZDDEETHY , AV 7 4 AT L — MIEBERD
D)

CE: Collision Energy

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

LLOQ : Low Limited of Quantification(i& & T FRAH)
LOD: Low Limited of Detection(f# H{ T [Rfi&)
%CV : Coefficient of Variance (in percent)

RT: Retention Time(FRR7FH])

S/N : Signal to Noise

IS: Internal Standard(PBA%EHEY)'E)
4500 >V —X : Triple Quad™ 4500, QTRAP® 4500
5500 > U —X : Triple Quad™ 5500, QTRAP® 5500
5500+ > U—X : Triple Quad™ 5500+ QTRAP® Ready
Triple Quad™ 5500+ QTRAP® Activated
6500 U —X  : Triple Quad™ 6500, QTRAP® 6500
6500+ > U —X : Triple Quad™ 6500+, QTRAP® 6500+
7500 U —A  : Triple Quad™ 7500 QTRAP® Ready

Triple Quad™ 7500 QTRAP® Activated

1-22



2 V7 U TOME

SCIEXOS®Y 7 by =7 D7 7 A VEEE

e U—JRF7—arDCRIASTIZOS, x FI7A47&: WAL D, E, F&
B N SCIEXOS®Y 7 oy = TIC Tl L7 — 2R E SN TV ET,

» This PC » DATA (D:) » SCIEX OS Data

o FIEATOT—X, HirAYy REIZHBAWRS, W&, o4 T lcnlEds 2
LR TE, ZI#E Project EIMFOVET,

Z @ Project IZIZZFNZEND [Project 4] #2155 LN TEXET,
o F—HEITY [Project 4] 7 4/ FND Data 7 4 LA NIRESHET,
(x :// SCIEX OS Data/ [Project 4] /Data)

e SCIEXOS®Y 7 hy=7IlXkoTHERESNDG 7 7 A VORI A HY £T0, 77
ANOFEIEIZ LV RFEOILRE TP HBICATONET, mWHETHWWLND D
X, .msmMS # V> F), Iem(LC % Y v F), .bch(3 v F), wiff(Z—%#). .qmethod (f#
Hr A > v R) K. gsession (& & H) T,

Project

e SCIEXOS®Y 7 by =7 TlX, 7 —#MEE, EEMERE %, Project Z & IZEFHE
L CWE 9, Project iZ. SCIEX OS®Y 7 k7 =7 ¥ Status Panel 27 UV v 7 %
BHUNEA— AW O Configuration 705 Project i8N T 5 Z & THRR I, FNAH T
A= a2 —IZ KD ERTE £,

Devices Projects

Current SCIEX OS root \, project:C:\SCIEX OS Data\Test
User Management Set the SCIEX OS Profeet """ "= 1" 1rommerrermennn,,
- . -
. Curreft Project: | Test v 9
| Queue .

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

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

o T—HRMEE, EEMEREIL. FOT 7 A NADPRFEIILTVD Project 28R LT
WDIFIZOAHL ZENTEET, 72720, TTIHWTWD 7T —# 72 £, Project &
EHRLTHRRINTZEETT,

o HTICHEZBAAT DI, WEENED DR/ LI3i#E 9 Project ZFR L, ML E
‘é_(]

o flzIX., HDMEHD Project Z1ERK L., & Project ®HFIZHZD 7 7 A VEARTF L
TWb L, #4875 Project ZRINT LT CTCEODOD 7 7 AN T ERDZENTED
X9z ¥4, (x// SCIEX OS Data/ [Project 4] )

NI T v FIZDONT

o Nyl T7 o7 ERLEREL SCIEXOS®Y 7 Ny =7 NA L AR—LENTND RT7A
7 x// SCIEXOS Data D7 A VX &Ny 77 v 7 T5 L2 BEIOBLET,
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3 SCIEXOS V7 hU =7 D) &KE— FIiZ2OWT

SCIEX OS Software 7s— A E[[H

D Desktop DEKT A 2% X T)Nr U w7 L., software ZfLEI L 7,
SCIEX 0S5

e Acquisition: EEDF a2 —=U FRMUWEHDA Y v RBEXUONy FEEKL, 77— %
B ABET,

e Processing : 7 — ¥ OGO A ARNTEE O EPEMRNT, E BT, 74 77V — Mm%
TOET,

e Management : #ZROEHSLT A 77V —DA R — b, 2—P—HEEEEITVET,

N\
o ¥ » Window R L7~ 5&%@@@@:}%5&%@74 =N A A YN

%UO)E&TE&:%%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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4 HE
4.1 HIE DOFLL

SCIEX OS Y7 b7 =7 OfLHE), Project MDiEIR, HilfHT D Has DR E

(Configuration)

Y

T b & D Acquisition Method 728% %

[ L — 1
(MS Tune)

A 4

A F I —=ART A —Z Dixwil
(MS Method)

Acquisition Method % {Epkd % W:
(MS Method, LC Method)

|

4 N
VAT LOFHALEAT D <
(Equilibrate) )
. /
4 N
Acquisition Batch # {Epk3 5
(Batch)
. J
4 N
HEZEFITT 5
(Queue)
. J
N
T — X DWEREAT 9
(Explorer)

EEFTR AT
(Analytics)
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4.2 V7 N7 OEH)

SCIEX 0S Y7 b =7 DL

FAY 7 ED SCIEXOS Y7 b =7 DT A ! XTI UL
i—g’—o SCIEX 05

F*721%. Start A ==—> SCIEX OS>SCIEX OS 725, SCIEX OS V7 + 7 = 7 % )

Lij_o

4.3 A=/ DY (S5

@ i B4 E o Status Panel(# ___________J)%7 U Projects
7 LET, ®

In Root:

7 Uy 7 &G 2L TRIR RIS £,

@ Projects 0)75»7 Uo7 L. 7Y r FAERLE Queue
R
%ﬁ@ 70 = ‘.‘/\‘I 7 ]\ 7& ® Hew Project @ I
BT AEABITT VAT | wpeapoect name Dfawces
iR FQELETR LE "9)«0 [Training | ExionLC
Training Tli Project Zl _ m Binary Gradient - Pump B

/% Training & L% 79,

@ ZMEATTLOKEZZ7 Y w7 LET,
a7 hORIES  D¥SCIEX OS Data SCIEX Triple Quad™ 7500 o

Syringe Pump Model 0
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B HPEER 2 BET D
SCIEX OS V7 + v =7 THIEI D& 2 L,

4.4 4E£# D Configuration
O Home Hi > 5 Configuration #7 VY » 7 LlHE Z B & 97,

@ Devices #7 U v 7 L, MS & LC(Z Z TiZ Exion LO)® Active (ZF = v 7 B A~
TW5Z &% LT, |Active Devices|# 2 U v 7 L ¥,

A .
t-“' jol o Offline
o, . o Projects

®
n Roo S Data
........
1 L as
Subdevices @ tmmmnan
Binary Gradient - Pump B
Autosampler
Column Oven ‘
System Controller Devices
“ Activate Devices
JOCCLLLLEELE J
s /| Activate
i DR T .
Subdevices

@ TAarOETHEEEOREBLHERLET,
# : Running — HIEH Projects
f% : Standby — 1EH ®
7 : Brror — BEREIRIEAER LT < 2 &0 —

Queue

XOEH S TV DR TOLEEZ Standby (T 212X T
# o Direct Control /X% /L®D Standby 71 2% 7 Ryages
Ve 27 LET, ExionlC

Binary Gradient - Pump B

% Devices DIEELHDHNNIT A 2 )z Autosampler
752 ETEDOEBOFEMRIREER T HZ L

7j§ '/C“ g( jz ‘j—o Column Oven
(LC THAFHELRE, MS ThEIti [
I —AOFEHE L) SCIEX Triple Quad™ 7500

Syringe Pump Model

s W 70 mmrsy o rvs s rcrowR
\ZHEGE STV D Device Dffilfl 2§25 Z LN TE F RlEadeeiis)

75 ©) ®

Standby Equilibrate

@ Wi Lmo @D sy s LCHimEE L £
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4.5 P O VL
e OBRENTE T LT DO E FRE LMD L HE0, s 2 PIHISRMICBIET 255131

b2 TVWET,

@ Status Panel #7 U v 27 L, F#® Direct Control > [Eicus
Equilibrate 74 2> %27 U v 7 LET, ®

Equilibrate

@ iz R4 2% MS Method B X OV LC Method %
e

v

MS Method | MS_test

@ F b3 oK EATI L, OKZ7 U v 7 LET,
% Training TlL 147& LET,
¥ EBEORETIT 15 90U EaHEE L £4, mens 18 3]

LC Method | LC_test v

(o Jcancel |
@ LC OEBMNFRIL HARLH — R ZADOMBANIEE Y
F9, AN L7 LR A5 @ % - B 45 o> Status Panel 23 [CEE0N | =%
b EI,
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4.6 el

T Cld s b A FE i L OFERIZEE S\ MS A Yy REER L 1,

HTEHMS A Yy REEKRTHITIE. AMSNENT A—Z L B A 42V — AT A—
2D 2 FFORELEITVET, £T MS NET A —Z Ot 21TV, D% A 4
V= ANT A —H DEELEITVET,

A) MS RED /35 2 —& DEE{L

DP. EP, CE, CXP 72 &D MS Nili/NT A — X & fcim 72 BIC E L £,

VU UR T B ST, T DR TR UEYE ORI & FifseiE AN L7203 B i
WL ZITVWET, %2 OEE% Infusion(IF) Dl & FEOYE T,
(B2 R]

V ORI Z ST O MERH Y 3,
v RTREZR RV HERR A O REHERR 20 L £ 5,

A FROFEEEST £7213 APCDAE D> TH, Kb LETHLETH Y FH A,
*APCI TORE bITRI D APCLEMET A R TSR 7ZE 0,

B) £ 4V Y —RADNRT A —F DETEAL

CUR. CAD, IS, TEM. GS1., GS2 7¢ & Z i /e liZax & L £ 7

N7 LT 7R VIREET LC/MS & U THERIEABIEZ# 0 IR L7272 bR b 21T
b\i—a—o

Z D #E% FIA(Flow Injection Analysis) D#xiE{l & FEOVE 9,
Q=N

vV 10 %5y £ CRIFFICHIE CE £97,

VAT AAROFEERL LC FRFGRECE BN R & AT SRR, B0 Kb
ZITVWET,

Training CliX Reserpine fEEWE # W T b b EEE TEHB L TV & N0
Doy THREBEDO FINEIC TRIEZIT O 2 L0k E T,
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Calculator Z W= E/TA Y by 7 BERGEER L YD FROHESE

X HHIOILEWMDE /)T A Y FE YT

o)

@
D) A LET,

®
AENET,

=
HE

AT B HIETT

Explorer 7* % Show > Mass Calculators Z 38R L £,
Mass Property ®% 7% 7V v 7 L. Formula (25 2T %27 F &k L

tdass Property m Property

Positive Mode

on | Elemental Composition| ~— Mass Property A4 Prog

Negative Mode

Calculate #7 U v 7 9% Z & T, Monoisotopic m/z |ZF /7 A YV F ¥ v 7 E&NE
(FE#)45y 121 Charged average mass ([CF/RSILET, )

ution Elemental Composition

|| Calculate |

Formuls C33HAINZA Formula [C33H40N208

Chaige state: 1 ‘H+' charge agent [glee electron] Charge state: "H+' charge agent (else electron)
Composition C33H4TNZ0 G+ Composition: [c33H33N205- |

Charged monoisotopic mass: £09.28066 Charged mencisctopic mass: |607.26610

Monoisotopic mdz £09. 28066 Moncisctopic miz:

Chaiged average mass: B09.696 Charged average mass:

Mominal mass: 603 Nominal mass

RDE: 15.0 RDB: 15.0

Formula (2390, "H+ charge agent (else electron) D F = v 7 R v 7

ANZF = v 7 % AfL, Charge State IZIZ 172\ LIix -1 & AJJ9 2% L. Positive

Mode Z+H. Negative Mode I%-H & L TH%
Charge State A /14

RN 537 DFHHR & EREE

Positive Mode: 1, Negative Mode: -1

Bk BRI CE £

@ Isotopic Distribution # 7% 7 V v 7 L, & AT 2 & e EORAK L — 27 23

KRSNET,

2 AT FVICEREE T LA

il

TA Az QMO ANT VI RT v 7

LTV 7 L7-%. Overlay pattern on spectrum (ZF = > 7 Z AL TL 72 &\,

e =
AA List I AA Modifications

| Mass Property I AA Property I Mass Accuracy

Al

} Isotopic Distribution | LIEmenial Composition | Hypermass | Unit Conversion | Custom Elements i‘
~ J

Formula: C33H40N209

Merge distance: 25000

Charge state: 1

Qerlay pattern on spectrum
'H+ charge agent (else electron) | Calculate

Isotopic Distribution for C33H40N209H +

mfz Intensity
100
cosmos oo
610.28333 38.217 80
61128673 8,502 - 50
612,28944 1542 2
£ 40
£13.29208 0.217
|
61429467 0.026 20
61528723 0,003 )
616.29975 25194

609 610 611

612 613
Mass/Charge, Da

614

615 616
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A) MS WD 73T A — & Oidi{k(Infusion 12 X % B Bh&#{k)
Infusion |2 X 5 &L TiE MS OB EMHT 57280, Jeilk Oz Configuration 1%
MS D Activate DF = 7 & AL T Active DIRFEIZ L TR & £,

[Infusion B&E{L DR — U P OEHR—]
O FEEDEOWREZ L E7,
%  Training CiZ Reserpine Z i L £,

% Infusion Ol {LIF I3 DR D B L L 72 5 T
AR e

4500 v —X 100 ng/mL

5500 3L 5500+ > U —X. 6500 3 LN 6500+ U — 10 no/ml.
27500 ) — R ng/m

R Z, 5mL OY ) o PICiEDET (ImL oYV oo b HRRETY),
Y UURVTICEY FLET,
H—ThAF AT —REEIN TS L EERLET,

A F ) —=ADH A 7L Status Panel DIEBEBL HANIT A 2L X TNr Uy
735 EFRRINET(P4-3 ZH),

© ® @ O

©® VTN ENRDLIE T Fa—TENVTERBA LA A — A L ET,
4500, 5500, 5500+, 7500 > U — X

6500+ —X YT~ LT
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AFL—EBORE: (7500 >V —XIILEHY FHA)

« Infusion &K

(JiE3K : 5~20ul/min )

fit (X) AL : 5

g (Y) {2 : 5

XA T 4 AT BTV E
2720 £,

- LCMS & FE

(JE3E : 200~500ul/min F&%)
e (X) L : 3or2

kg (Y) (i -7

KAV T 4 AN LB Z LT
DM B35 &3k,
HCL <D £,

fit (X) friE

‘

XA

j i

g e £~

4#’
A

. X
N\

- i
v

- /
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[Infusion FFELDOUER — & — 27 ORER—]
@O Home D MS Method 74 2227 U v 7 LET,
@ J:%LMC})é New @T%Eﬂ(?{ﬁfiﬁﬁﬁ)%ﬁ 4 Liﬁ‘o “‘

® [QU&RL ET. !

Precursor lon

Product lon

Q1 Ml

Q3

Q3 Ml

DA

Guided Optimization *

@ Method duration (ZHIERM 2 AT L E£9,
X ORHIEANLZEL TWDENE I DEHRT HI2IE 5~10 pREREEZ AT LET,

. 3
'. Method duration 5 : min : Total scan time: 00755 Estimated cycles: 3995

A 7 ey ]

¥ Source and Gas Parameters

lon source gas 1 20 ol psi Curtain gas 32 S opsi Temperature 0 s C
lon source gas 2 0 < psi CAD gas 0 -
¥ Experiment | Q1 v JRPCTTLILEL bbb L LTI .
. L]
Polarity Positive v Spray voltage 5500 Y l: Scan rate 1000 v | Dafs ."
Sea, " ans® -*
R L T L L L L -
Mass Table  Import from file..
SEsEEsEEEEEEEEEEEEEEEEEEEEE "
.
Start Stop u Scan EP Scan rate
H mass (Da) mass (Da) = time (s) )
] > Vil =N ian
E 1 590.000 £60.000 : 10.0 A Y /j« ) /giﬁ[}
= .

® Scan rate % 1000 Da/s [T E L £1,

® Start mass ¥ LU Stop mass IZAF v T 5#iFH%Z AJ) LE T, Reserpine(/r 1
® 608) D4, Start-Stop (21% 590 725 660 £ THAS LET,

[b ]

¥ 4y F 8O 10Da BREE/N SVMED S 50Da BRE R EWME (747 b 42 & iR
T5720) AN LET,

X BEILEWE FRICREET 250, 2 TOEMRRONLHHE LET,
@ THNZH D Data Acquisition /3—® Start 227 U v 7 LE7,
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® LIaEZEICHET, 5~10 pl/min FRE TV UV UR T HAZ—FLET,

[b 1]

¥ O ENETF 2a—T ORI T =R A TWNDEDT, AT MURRLZEICRD
ENHVFETH, LI EOLLTELET, A<EAIE. vV Y2 LT
THIF M, EHZ 721 20 ul/min FRIZ EF 25 2 & T, ZRET D E TORRM
ZEERET D 2 LR E T,

VYV UORVTIDAE— ik

(D Status Panel ® Devices ® Syringe Pump Model OTA w7y
7 L. Syringe Pump fF# A #F I+ E 7,

@ Syringe Diameter (23U > Y ONEZE % Flow rate (2t & A LE T,
¥ WMALEEHE O 5 mL A Z A U P (TRAJAN ) O NEEIE 10.3 mm (2

e E£9,
. Device Control X
Devices
SCIEX Triple Quad™ 7500 111 /2 [T L L T taa,
o S)rrlnge Diameter: 10.3mm(5mL) v e,
¥
Syri P Model .
ringe Pump Model 'FLg.wRate T ;“_‘ *

............ as
-------------
Valve Model Flow Rate Unit ul/min L

Verify the values in the Flow Rate and Flow Rate Unit

O fields before clicking Start. The value in the Flow Rate
Unit field was reset to the default after the Syringe
Diameter field was changed.

I TN (T

@ Start ”"¥ %7 U7 LET,
% JERF CIIEZ MR T2V E XX, Flow rate (Z3iti# & A J1t% Update

N Hr )y LET,
¥ VU UURUTEIEDZNVE X, StopAX L EIZ Y v LET,
¥ 1mL HAXA R U PONIL bl O)THRBETT,

FTOHARIITROIIITERLET,

Device Control ®

Fyringe Diameter: Abatmmlmb) b
Flows Rate: 7 :
Flovwe Rate Unit ulfmin b
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@ UTFTO4HEAZMHRL, ZELTWIUEStop 227 U v 7 LET,
a. £ TOr7ua~ 77 AEEO TIC NELELTNWDHZ &
b. M T Data Acquisition N—% 27 U v 735 & TIC BFRRTEET,

Data Acquisition

Positive, Negative Mode ® &5 6 TA A A1bT 50 MR T HZ &

% Training T[] 3" % Reserpine D515, Positive E— KON LY A F
SRIEN K E <72 0 £ (m/z 609),

c. HIWELEWHED A A BNEBlShTndZ L
d. HILEWHED A 4 DA A RN 105~106cps (es~ebcps) FRETH D
¢t
WEZIZA LD Save K& VDR ERGTHZ N TEET,
(Training Tl Reserpine_Q1_posi & 4 fii & >F TIRFEL £9)
¥ OZODOAY Y RIZTROGIRAFESNET,

D:¥SCIEX OS Data¥ [Project #] ¥Data ¥Reserpine_Q1_posi.wiff2

D:¥SCIEX OS Data¥ [Project #] ¥Data ¥Reserpine_Q1_posi.wiff.scan

139.61
1.5e6
a
= 1.0e6
2
g
5.0e5
17315
265.35 47775
0.0e0 101.95 L 185.95 21717 24320 327.05 36075 37285 45890
.0 T T v T T T T
150 200 250 300 350 400 450
m/z, Da

Spectrum from MA-2022-11-10-19-57-41.wiff2 (sample 1) - sample, -Q1 (100 - 500) from 0.969 min
139.61
1.5e6
o
T 1.0e6
E
£
5.0e54
173.16
102.01 236.10 261.28
0.0e0 ! L 21716 1 300.65 379.10 40530 459.25 472,23
.0eD - T - T v 1 T t
150 200 250 300 350 400 430
m/z, Da
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[Infusion & k.o B%E]
(@ Home i ® MS Method 71 = %2 U v 7 LET,
@ L#BicdH D New O FREIGERZBINZ 7 ) v 7 LET,
® Guided Optimization % %R L[MRM Infusion] % iR _E_

[/ \i "9)«0 I Neutral Loss -

Q1 Ml
Qa3
Q3 Mi
DA
@ Preparation OME A £, m
MAM

Preparation
Select the mode of optimization.

Method Creation g Automatic (@l done for you) @ X ROV % 3R
Guided (you have same control)

Polarity g positive € RPEE R
Negative a4 B X OMtidk & A7)
TV =Y —AF D m/z
A2
TIITA M F AT

Charge: 1 v ¢

Precursor lon: 609 2 Da Number of Fragments to Use: | § v

® ) Find transitions automatically

Compound Name: Reserpine

® A Vv ROMERITEZZR L £ (Training TiX Automatic % 32&4R),

Guided |27 % LAEE T/RT A —ZEOFRENAIREIZ R D £7,

it 3384 L £ 9 (Training Tl Positive % #4R),

Find transitions automaticallyGE & 1= HH &M H L £3)

{bEM4 B L Otk % AJ) L %9 (Training TiZ Reserpine, flifkiZ 1 & LE9),
TV =Y —AF D mzE AN LET,

% Training Ti% Q1 Scan THERR L7 fE% AF) L E T,

BT D777 A M A O¥%E AT LEF (Training Tlid 3-5, &K 10)

# L@ Continue 227 V v 7 LE7,

© ® Q ©

® ©
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@ MS 7 Running DIRREIZ/2 Y | I RT A —X OFREOHEHIZEI Y b £,

[ h]
Use known transitions(BEH100 7 7 7' A v b A A N2 HOW Tiiifb % & %)
@O MRM ORIAbEMA L QLEBLT Q3 EATLET,
M ZORFEEFANTEZERTEE v

Enter the transitions:

79, F72 Excel (IZH %L TWET, MR
@ 4 LE® Continue #7 Vv 7 LEJ, A
D mass (Da) mass (Da)
X ZOE— A LESRAE, #oT e o

B M A OFRNT I SN FE R A

o= =u 2t
— =
<NTA—HOREDEE >
MS /"7 A —4

¥ Source and Gas Parameters
N NN NN NSNS NN NN NN NS NN NSNS N NSNS SN NN SN E NN NN NN NN NN NN NS NN NEEEEEEEEEEEEEEE,

Curtain gas 32 s psi lon so gas 1 20 o psi lon so gas 2 o s p

Spray voltage 5500 v Temperature o sl =c
-------------------------------------------------------------------------------------------------------
v Q1

Start mass 5 D Stap mass 1250 S| Da Polarity Positive

Scan rate 200

=~ A¥ v T HEAEAS LET

@ MS/NTA=ZITROPANT A=F EZ AT LET,

<Infusion @b DA F 2V —ZAD T A — X HIHIHE >
4500 ¥V —RX_ 5500 B L 5500+ > U —X_. 6500 LN 6500+ U —X

. TurbolonSpray®Source
B e (7 uL/miIf, Infusion)

Gasl 0~90 20

Gas2 0~90 0

CUR 32~55 35

CAD 0~15 9

TEM 0~1750 0

IS 0~5500 5500 (4500)

7500 ¥ U —X

TurbolonSpray®Source

HEHH (7 uL/min, Infusion)
CUR 32~55 40
Gasl 0~90 20
Gas2 0~90 0
IS 0~5500 5500(4500)
TEM 0~1750 0
CAD 0~15 9

% v a( )X Negative & — RKED
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@ Q1 @ Start mass 3 X OV Stop mass I[ZAF ¥ T H&HEZ AL ET,
Reserpine(4y ¥ 608) DA, Start-Stop (21X 590 7>5 660 £ TH AN LET,

% Stop LI-AEICTIE Start &2 U v 745 2 & TRIBAHRES L ET,

v
r:;_______....-. e, L
o - - "y
“e o, Start mass 580 + Da Stop mass 60 - na__,‘ Polarity Positive
.ll.... aumuun®
LR NN N lllll SN NI EEEEEEEEEEEEEEREE LA
Scan rate Ei B

@ Q1HEDERE FERIZLAT O 4 HH ZHEGRE L £

HERE(L A FAT T H720IiE, LTORERMIZ SN TWDOIHRERDH D 77,
W%, Next W& 2L THERE(LZ MG L E T,

a. ‘£ For7a~ 7T AEED TIC N ZELTWDHZ &
b. HEULEWHROA AU EREnNTWb Z L
c. HEMLEWHRDA F L DA F L TREN 105~108 cps (e5~eb cps) FRETH D

Ze&

Intensity, cps

Intensity, cps

seEEEa,,
1.0e7 610300'5 609.3042 -b ¢

611.3349 613 2093 638.5305 657.3356

6554514
1

5.0eb

0.0ed

600 610 620 630 640 650
m/z, Da

® 7uxr ~A4, DP, CE. CXP Oy HEI CER x4, (DP 1% 7500

v =LAV

FHooTaXr A OFERE
£ F : CE O fmflb i
ET : CXP O #i

MRM
Duel time

ntensity (cps) v CE V)

zzzzzzz
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@ BHEHTHRDHTLS 2O TREISETT =2 2 RFLET,

% b L7 —21%, BEIC TR 7 A VA RNIERFESNLE T,

%  D:¥SCIEX OS Data¥TempData¥OPT- [l7E H i)

X ORROUVA— NMIEBTIIRESNEEADOTIERELZIN,

% REEXIEXPS 77 AL E 720 9,

% Window10 (X XPS Viewer DMEHETA L 2 h—LENTWARWED, EEEOT
FRIFLTHERA Z &R TEEFE A, BN LWEAIL Print 280X, PDF & LT
BRIFELET,

X REFEIEBEVNOTE Y 27 FAH DL Desktop ZEiE'H 7 4 V& ZVERL L
THRIEFLET),

Report . v
Report Generated 12/22/2020 4:14:36 PM o
p oo HEEE Processing Procedures: 1 of 1 Pages: 4 of 4 T

LR — b Z A7

Continue ™% %7 V) v 795 b OFERIZIESNZ A Y v ROMERR S VE
T DO T BT % O THRTE L £ 9 (Training Tl% Reserpine_ MRM_posi & 4 RiiZ U7
THRIFLED),

X OZDAYy RIETRROGITICRF I ET,

D:¥SCIEX OS Data¥ [Project #] ¥Acquisition Methods ¥Reserpine_ MRM_posi.msm

Devices @ Syringe Pump Model ™ TAarE7 Uy 7 L, Stop 7V w7
LTy oroaEfERLET,
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B) A A2 — A DK L2175 (FIA (2 & 2 BBhEo#b)

¥ O MATIEIHY XA A FUENRT A —ZPHETHIE L, $IFFOREICEL TR
WA 7R SITITVE T,

% FIAIZ X DGEETIXILC BLOMS 2T 5720, Jeik O##s @ Configuration
12 LC B L OMS Ofi 5 ® Activate (Z2F = v 7 & AL T Active (Z L £,

[FIA fE{b DY —LC D#Eki—]
@O LC BBz #&fii L £,

X FEEROUERHIH T 5 LC B2 #HELE L 47,
@ IFUERIE A EE L £

X ORERIKREOBZII TR EZ Z2RTEE N,

#iE R
4500 2 —R 10 ng/mL
5500 gsJ:(ﬁ 5500+ =X 6500 BL 6500+ U —X, 1 ng/mL.
7500 2 — X

[ R]

% Infusion fiE bRF D 1/10~1/1 JRE OFEMERR 2 L £ 9,

3% Training (23 5 LC B EIH & FEHERK Reserpine (DWW Tk, sERBE R OZ
DD Tips DIEZZIR L TZ X0,

LC & MS ###kt LE7,

NTEF =T PO TNWAE = Fa—THEHEAL Y —AZHEHRLTTS
v,

® p4-8 D “AFL—NEDOFHEK” O LC/MS ORIERFDIEEBEZICAT L—LE%
gL 4, (7500
U —=XLSN)

®
@
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(7500 ) —R) W T LA —T U MmbEHTNWDAE =7 Fa—T %)L T I8 L
TRV,

[FIAR®D* Y v FOER—MS 2 Y v F—]

@ Infusion THe#E kb L7z MS X Vv K% EF® Open 7> Hi&IN L CTH & £,
$%¢  Training Tl% Reserpine. MRM_posi % R L £,

@ Method duration (ZHIERF# % AJ) L £ 9 (Training TliX 1457 & LET),

kY

Method duration 1 | min

@ Source and Gas Settings (Z FFLDA 4> YV —ADHH/NT A —Z &2 AT LET,

¥ Source and Gas Parameters

INTA—=24 AJE AL
Ton source gas 1 50 psi
Ton source gas 2 60 psi
Curtain Gas 35 psi
CAD Gas 9
Source temperature 350 C

@ ERLT-AY v RERIFELET,
$%¢  Training Tl Reserpine_FIA_posi & L THRF L E T,
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<FIA F{b DA A ) —ADIRF A — & GIHIE >

4500 >V —X. 5500 F L 5500+ > U—X. 6500 HLN 6500+ U —R
=1 i s TurbolonSpray®Source Heated Nebulizer
e (200 uL/min, FIA) (1000uL/min)
Gasl 0~90 50 50
Gas2 32~55 60 N/A
CAD 0~1750 9 9
CUR 0~90 35 35
TEM 0~15 350 400
IS 0~5500 5500(-4500) 2(-2)
¥ 4w =a( )X Negative T— RIFOREHEZ R L £,
% Negative @ IS ® FRIX-4500 T9,
¥ TIS OFERE(TEMIIRK 7T00CETIZ LT I,
T50CTHHEHATEXE TN, e —F—DFMPELRVETOTHELERA,
7500 ¥ U — X
= e TurbolonSpray®Source Heated Nebulizer
BE R (200 uL/?niri FIA) (1000uL/min)
Gasl 0~90 50 30
CUR 32~55 40 40
TEM 0~1750 400 300
Gas2 0~90 60 N/A
CAD 0~15 9 9
IS 0~5500 5500(4500) 2(-2)

% B v a( )N Negative E— FRFOREM/EFE L F 7,
3% CUR OHEREIX 40 DL ETT, BENHSRLEEF 40 I EL TRV,
¥ TIS OFRERETEM)IIEHZ K 7T00CE TIZLTLEAE,

TB0CTHERATEETN, e —F—DFEMPES RV ETOTHELERA,

4-18




[FIA DAY v FOYERR—LC A Y v K—]
FIA & kTl Infusion ThHEE{L L7 MS X YV v ROMIZLC A Y v RBMKLETY,

FEWTLC A Yy RafERLE T,

D Home Hjf#® LC Method 7 2% 27 U v 7 LE9, h‘j € Method

@ E#ICHD New 27V w7 LET,
@ LUBED4 LC DANTiEEZBIZLTO LC &bz A LET,

i g Y Ed IR
EENE
A 0. 1% FEEZSTHREEIK, THIE 0. 1%EEEZ S THEEIK
B FEr=RIL. ErlEFAL—L
TSI
Time [min.] 0 1.0
A %] 50 50
B [ 50 50
il min) 200
HZ LBEC] 40
H- 7 IL-7—=—1°C]
EAE L] 10
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[Exion 2.0 DFE]
@O LCSystem #27 VU v27 L%,

K NRNYT—I R AS>TWAEEBRITFOLEEZE7 ) v 7 L, Use &R L F1,
7ZE0,

@ BinaryPump # 7% 7 U v/ LET,

@ StOp ;I‘;m;) iz 1.0min, Binary Pumz* Autosampler Column Oven
Flow (fit)#) . B Conc.iZ
. FI
4 7 fE 2 AT LE T gt
O m: (®) Default Simple Program
N PERR, YRR, im0
80% Flow: 0.200 v /min
BRI E 9 5 i - - -/
¢ N ‘\}lLL e om  oe om  om 1o Concentration B: 00 &%
i, Fd A A LT _
<&, . ’
[1] .
3 General settings
>:< 1{%‘5'%\ 7 ? ‘:}I :/ I\ E Pressure minimu m 0 * bar Position of S5V A: Al W
AN H _/\ (=} Pressure maximum: 350 2 bar Position of SV B: Bl w
coatrsnsga B
I, XSRS D i E Compressibility settings
é j’/b 6 H#O){ﬁﬁi%ﬂﬁi E (®) Use settings from the pump Define custom settings
ZATJLTFIW,

% Training T/% 0.2 (mL/min) , 250 (%) # AJJ LT ZE0,
@ Autosampler ¥ 7% 7 U w7 LET,

(® Rack setting @ Use a specificrack (T = v 7 Z\WiLEd, FHTLHT v 7 XA
TR LET,

©® Advanced settings ® [»| 227 U v 27 L. Injection method DFXEZITVVE T,
X THROXSICHRELET,
Advanced settings

Syringe speed: Low w Injecton method: uL pickup plus w
Syringe speed factor: 038 C Transport segment: 350 $ ul

@ PTG U T Rinse mode, Tray themostatting Z 5/ L £,

Injection #7 V v 7 LIEAEE A LE T,

© File A==— > Saveas ZBIRL, WHRT 7 A NH 2 AL, IRIFLET,
3% Training Ti% Reserpine_FIA.dam & A/ L %7,

General settings

Use autosampler: o

@me: 10.0 S
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[ExionLC, E#E#t8 LC 0iF&]

@O Binary Gradient # 7% 27 U v 27 LE7,

®@ Stop Time (Z 1.0min,
Flow (%) . B Conc.iZ
WY 7fEE AL ET,

s, BEHAHAR AR,
SRR 3 2 MRk,
MHAZ AT LTSS
Wy,

ok, /9= b T
ST ENAEAE, %t
B SR S5 RE
DA A AT LT
T,

% A Conc.lZIZ AN TE

.
4

PLLLLLTYS

FI T e -t sampler Column Ov
LT TTTT L)
Il-j AD Pump Binary Gradient
N n [Fl
Stop time: 100 min g v program
‘aa ey A
Supus @ Flow program () Simple
CTB.Cone (] ACone
0 Time Flows sConc | B.Conc | B.Curve
1) 0.2000 BN EIE
EL
60
%
40
20
00,00 0.20 0,40 0,60 0,80 1.00
min
-0 setting
Flow 02000 mLfmin ~Autapurge setting
s.Cone 500 %/
E.Conc 500 5 B.Curve 0
Fressure limits:
[ Minimum: 0.0 MPa Mazimum: 800 pipa

FHA, %7 BConclZ AJJLTFIVY,

¥ Training TiX 0.2 (mL/min) | (250 (%) ZAJJ LT &0,
@ Autosampler ¥ 7% 27 U v 7 L1,

@ Sample Rack Settings #27 UV v 7 L £,

® 1.5mL A 7 DOEE X, Needle Stroke % 52 mm ICAEE LET,

96well 7L — b DA 1. Needle Stroke % 50 mm 2 FE L F4,

©® Rinse Settings @ Rinse Mode % Before and after aspiration (2, Rinse Dip
Time (4 — h ¥ > 7 F—D=— KL Wash F#fli]) 1Z 0sec AL ET,

anEEEy
+* te

Autosampler [T uTaReE]

- *
ii AD AlfBzamtEr

Systern Controller

Direct injection

v| Autosampler rsample rack settings »
s
Injecti i T 3
Injection settings Specify rack L3
w 3
sampli d: 5.0 Hlis El]
ampling speed: . Type Meedle Strake [mm] E} g
«| Coolertemperature: 15 =
Rack L5ml 105 vials 52
r Rinse settings Rack L5ml 70 wials 52
Rinse type: External only - Rack 1ml Cool 1
Referflow channels. Race 4ml cool =
External Rack MTP 9 Cool 50
Before and after aspiration, Rack MTP 384 Coal 1]
Rinse mode: Dip tirme:0s -
Rinse pump Rinse pumnp, then Por, Time:1s Rinse mode: Befareand aﬂe%tion -
method: 7l
Rinse dip time: d H
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@ ##|Z)5H U T Rinsing Volume, Rinse Method, Cooler Temperature % AJj L &
75

AV > R E#BIZH 5 Injection Volume (ZiEAEEZ AN L E T,
% Training T 10 uL & LET,

Injection Volume  [10.0 pl
~
[EE]
% Injection Volume (% 100 & A )95 Z &R TEE 425, 50uL L EAS L2
TLIEEW,

©@ EHICHD Save RF U DOTREIAZZ U v 27 LT Save as ZIEIRL, WY 7 7
ANGHEAN L TRIELET,

% Training T3 Reserpine_FIA & A )L £9,
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[Agilent #13 L.C Dig&]
@O LCPump : Binary Pump # 7% 27 U w7 LE9,
@ BEHEOLEMNZ Pump D/3T A —%  FANZ S A LT —T VRFRE

/
/

0.200
Flow

[mLi/min]

Flow [ Advanced

4 Timetzble (3/69 events)

mbL/min

Solvents

V/

A

0.00 50.0 50,0 0200
E: 500 1| % 1.00 500 50.0 0.200
Pressure Limits
Min: 0000 © | MPa Ma 40000 | MPa
Stoptime: Posttime
@ As Injector/No Limit ® Off
O min O min

ax. Pressu
Limit [MPa]
40.000
40.000

hi—a—o

@ P, BEAEMEIE, EERICHER T DM, mEz A LTS ZE0,

¥ Training CiIJiti# 0.2 mL/min
@ HALT—TNMIT TV bEEEATILET,

%  Training CII@DEMET1 pflE LET,
® Column Oven : Column Comp.# 7% 7V v 7 LE7,
©® Temperature % 40°C & AJJ L E7,
(@ Autosampler : Sampler ¥ 7% 27 UV v 7 LE7,
Injection Volume(GEAE) & A L ET,

%  Training TiX 10 uL & LET,

Imjection /

10,00

Injection volume: pl

@ EfICHD Save R¥ U DOTFREIZ 7 Y v 7 LT Save as 3R L
AN B ANTTUTIRIFELE T,

¥ Training i Reserpine_FIA & A )L £7,

Solvents IZ B50 % # A1 L TL7ZE0N,

NE =R
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FIA AIZYERR LT A V v F a2 k35
LCOTA VN MSIZHERH SN TS Z AR LET,
BEAEVRIE DN ST A TN e A — "o 7T —CEE £7,

Status Panel 7 U v 7 L, F#® Equilibrate 71 = > %
7V w7 LET,

© ®

Direct Control

©

Equilibrate

@ I+ 5 MS Method 3 X U LC Method %
TNET L DEIRLET,

>:< Tralnlng "Cv &j: ‘F%E 0) J: 5 G: ‘%E*R L \i —a—-o MS Method | Reserpine_ MRM_posi v
MS Method : Reserpine_FIA_posi

LC Method : Reserpine_FIA

Equilibrate

LCMethod | Reserpine_FIA v

Time(min) [ 10 3]

® T 2R AEATI L, OKE 2 Y v 7 LET, o Jcance |

$ Training T 10& LET,
¥OEBEOWETIZ 15 L EAHERE L £,

® LC DOIEBENFiI, HARLH — R A AOMBNIEE Y £3, 1 HBICHEA EO
Status Panel 7§§ WCEDY 9,

@ Z O T, A A2 V) —ADEESL LC BMEE LG E T,

® A IV —ADKIPNEEEEENT /R HDIZ 10 HFRED Y £ O T, D% FIA
Wk aEEbE D ET,
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[FIA 2 X 54 F v Y — 2D HEhgE{LDBIA]

D Home Ha D MS Method 74 2 %7V v 7 LET,
@ EHICHD New O FREIGERSH)Z 27 Y v 7 LET,
@ Guided Optimization % %R L [MRM FIA] % SR | % -, * EON— S

@ MIERMEZ AT HMEEHAHE E5, el e
Precursor lon
Set Initial Acquisition Values Broduct lon
ai
Provide initial acquisition method settings to use in obtaining initial LC-MS cond Qi
".‘.L_C_f:ﬂfthod Reserpine_FIA _;’:;E]] LC Method %@}R @
....................................... a3 Ml

Injection volume 10 uL DA

-

v

Method duration 1 & min MRM Infusion
............................................... R

¢, Rack Type Vial Rack .Y: Rack Type %15 m

.

Rack Position v
‘I:E’l:a:t%:Type 1.5mL Cooled (70 vial) g: Plate Type % iR
ISR SRR ;
Polarity Positive v
o dQ1Q3 ........ e e L
j I[;:m“m'.m mass (Da) mass (Da) | (V) V) tinv:z (ms) F'::sition InquIOD I{x@’ﬂf(ﬂﬂ{? Lﬁ‘
1 I Reserpinel 609.000 397000 380 21.0 1000 1 i MRM %= AJ)
® fEHT 5 LC Method Zi®&R L £,
©® Training Tl Reserpine_FIA Zi&IR L £,
@ LC Method 7 A = ‘/Eﬂ Vw7 T5HE LCEHEMIETEET,

©

Rack Type ¥ X O Plate Type Z1#{R L, Injection Volume, Method duration,
Polarity (ZREWVA 720 )% #ER8 L £ 3 (Injection Volume X Method D% EE
PERASHEYT, ZZTEELTHLIEDA Y v RO Volume OE/THE L ET),

Infusion fe b THUfS L7z MRM f&#2 A L £ 7 (ck 10 £ ),
¥  Training TIFEDH>HD 122 AN LET,
¥ Excel THRELEZHDAEIE—&—ZX N THANARETT,
% Dwell time |X 100 ms & L E9(F 7 4 /L bk iE),
Ty LTS TALEEAT LET,
% Training Tl Vial Position 131 & L £,
@ NextzZ7 Vv 7 L, ROBEIZERET,

©
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[EE]
XOANIUTZ LA TINRY Y g &2 B2 5 EENENDITIIN L Cifb %
ITVETOT, R T Lz, BEDOA Y vy FIZHivET,
@ FIA FiE L CTHAT 2 MS OIS T A—2 2 AT LET,
@ Source and Gas Parameters |Z FFl O RT 2 —2 &2 AT LET,

Set Initial LC-MS Conditions j@j/ﬂ;q/\”:j 7( ‘—&)\jj [ T

Set the initial LC-MS conditions to be used in the optimization step, by testing with different parameter values per compound.
Initial conditions with Reserpine 1 # Vial position: 1

A A N A A A R R AR A R R A R AR A R A AR AR R A AR A RN AR RN AR REEEEERREEERRREEERRRREEa -
= ¥ Source and Gas Parameters

len source gas 1 35

: psi Curtain gas 40 : psi Temperature 0 :oec
lon source gas 2 70 s psi CAD gas 9 s Spray voltage 5500 Y
e N NN NN NN NN NN NN NN NN NN NN NN NN NN NN NN NN NN NN NN NN NN NN NN NN NN NN NN NN NN NN NN NN NN NN NN NN NN NN NN NN NN NNNN NN NNNNNNNNNNNNNNNNNNNRNNNRERERERRRRRERRERRERE
¥ MRM
CE 38 . v CXP 21 v Q1 resolution Unit v
Q3 resolution Unit v

<A F2 I —ADIRT A — K Y >

4500 >V —X 5500 L 5500+ > U —X 6500 L1 6500+ U —X

L e TurbolonSpray®Source Heated Nebulizer
B (200 pL/fniri FIA) (1000uL/min)

Gasl 0~90 50 60

Gas2 32~55 60 N/A

CUR 0~750 35 35

TEM 0~90 350 400

CAD 0~15 9 9

IS 0~5500 5500(-4500) 2(-2)

#w 2( )N Negative T— REFOBRTEMEE L E,

Negative @ IS @ T[RIX-4500 T,

TIS DR EEE(TEM)IZHR K T00CE TIZ L TL &V,
T50CTHHEATEETH, b —F—DFMPEL RV ETOTHRELEEA,

7500 ¥ —X

st e TurbolonSpray®Source Heated Nebulizer
AR (200 uL/Ir)niIi’, FIA) (1000uL/min)

Gasl 0~90 50 30

CUR 32~55 40 40

TEM 0~1750 400 300

Gas2 0~90 60 N/A

CAD 0~15 9 9

IS 0~5500 5500(4500) 2(-2)

% v =a( )T Negative T— FIFOREEZF L £,

% CUR OHELRHEIT 40 LLET, BER 25 E1T 40 ITRELTHFEW,

% TIS OREBRETEMIIHRK 7T00CETIZ L TL EENY,
T50CTHEATEXETE, e —F—DHEMPELRVETOTHRELERA,

4-26



EEO Next R¥ %27V w7 LET,

B A ALY —ANRTA—ZORFNGFIEEHRELET,
% RT RA—ZOIRY J73EPHIE € Range) & fiif5 & (Discrete) 3 & V) 97,
¥ FoE{bOFEIZ L (Intensity) & S/N(Signal To Noise) 3% ¥ £ 97,
% Training Ti% Range ¥ X O Intensity 34 L £ 7,

Determine step size using Range .. Optimize using

Intensity

Initial Parameter Values GEIpE

Signal To Moise

Optimize |:_ "amel Discrete

TROLIIA A ) —ART A =X OmFHHEZREL Start R¥ %27 U »
7 LET,

Initial Parameter Values

Optimize = Parameter Name Initial Value = Start Stop Step
CE (v) Show all.. 20 30 10
CXP (v) Show all.. 5 15 5
V] Curtain Gas (psi) 400 32 45 3
v CAD Gas 9.0 6 10 2
v Spray Voltage (V) S500.0 1500 2500 500
v Temperature (*C) 0.0 350 550 100
v lon Source Gas1 (psi) 35.0 20 40 10
v lon Source Gas2 (psi) 70.0 50 70 10
Replicate injection for each step | 1 v Cycle times...

1) fi{bd %5 /3F A — %% Optimize IZF = v 7 Z AR ET,

¥ CEBLQCXP & &l LAWEAIETF =y 7 24 LET,

% Infusion {4 LTV % @O T Training TI3F = v 7 24 LE T,
2) CEB XU CXP LSD/RT XA —=2T 1 FFICHE 1IEATT,
3) AT HEEOEEHTA T O Sample injections (/R I TWVET,

4) 1 7EAMN 10 pL THEARELA 20 BIOBE, WRITEFT 200 pL A L £
DT 500 pL FREE A S A T VT HEfF L E T,

X FOBNE 20 A 13 SR 2 RIE T THER 200 pL

Sample injections: 13 20 Total sample volume: 200 pL

5) I bNTE T L7z 3T A —# (X FE:® Optimized Parameter Values (Z H &) T
ANTTSNET,

@ FEENETHICNext RE2 %270 v 7 LET,
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AR LR — MEESH ISV ET,
¥ ZOULR— MIMETF—Z L EBICHETTR 7 A VX NICRIFENE T,
D:¥SCIEX OS Data¥Optimization¥FIAOptimization- [I7E H ]
X RN TET L7 MS XYy RIX Rl 7 A VX ICHEN TR SN ET,

F7-. A LD Open in MS Method Editor N % > b il 4172 MS X Vv
RERBHZENTEET,

D:¥SCIEX OS Data¥ [Project 4] ¥Acquisition Method¥FIA - [I7E H ]
@ A Yy RICHERF#Z AT LET,
¥ LC ORI EMRIAEEE D44 13 Method duration (2% DR Z AN LET,
*  Training CTiZ6 3 & AN LET,
BEAY >y RELTREFELET,

#g> Save R D FREAING Save as TLAHTZ DT THIEA Y v FE L TE
ﬁbi—g—o

¥ Training Tl% Reserpine MRM & L £,
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% 2EZDwell time (2D T)

Time (Z Dwell Time % AJJ9 %%, Cycle Time 234352

&R L E T,

Dwell Time |37 0~ s 7T ACBIT D — 7 OIEHIE L T — 2R A v NI DA

LTHRELET,

[Cycle Time, Dwell Time, Pause Time]
B Z 1 X

B3 5bA W (Analyte) DIEHTEAY 0.1 min (6 sec) & 5E LIZHE, T —H

N }\#Ubl 10 R4 > h(10 Cycle) D7 — % Z B3 % 121%. 1 Cycle Time % 0.6 sec

UTICRET 2RENDHY 77,

Cycle Time /X Dwell Time & Pause Time G&% 5msec) D&

Time /X 595 msec L XET DH I &1272 0 £,
Peak Start

k End
& HPLCOBE ;1

10-30sec

i "'b
? i \\

Ay

™
i \
A

FTHHZ LD, Dwell

T =Dwell lime+Pause time
b,

S
.
i, .
L
Dwell time

A br—4

Y

Pause time
17 LF
Hed 35

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

COC[CM

c ycle time

Ch.2
Ch 1

2<{FBFITBHELTE. Thth
BFro I TREE= I A#E
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4.7 HIE A >~ F(Acquisition Method) D 5& k%
I TEFEEROMECHEM T 2MEA Y v FEERLET,
@ Home Fifio> LC Method 71 22427 U v 7 LET,
@ ESIZHH0penz 27V vy 7 LLCAY v REBRIRLET,
¥ Training Tld Reserpine_FIA Zi#{R L T 72 &0,

@ UkED& LC DA HiEESEBIZLC M2 A LET,
¥ Training CIILLFOEMGEFEH L ET,

Jiti : 0.2 mL/min, Gradient Z5ff : FIX. Injection Volume: 5 uL

Time Flow A.Conc | B.Conc
b |:J.z:m | 90.0 |13.3 |
2 300 0.2000 10,0 90,0
3 301 0.2000 90.0  10.0
4 6.00 0.2000 00.0  10.0
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[Exion 2.0 DIEE]

@O Binary Gradient # 7% 27 U v 7 L. Flow program % Simple % 7=(% Program
PEINL, 79V PERBERELET,

Binary Pump* Autosampler Column Oven

Flow program
e —————

Default (\ Simple @\_'Program )

A ]
O« | S
100% Use equilibration:
80%
60% Time (min) Flow (mL/min) A (%) B (%)
40%
20% 1 |00 #1000 Sllson S0 &
D:Smu 120 240 360 480 600 2 (300 2| [1.000 Sloe Sfjs0o &
2 3.00 “| 1000 ¢ (0o Y00 ¢
Time (min]
Q A 00 Mloggo Mlwoo A
3 0 - 00 w| (200 S[[100 &
4 |6.00 2| [1000 Sllsoo Qoo £
General settings
Pressure minimum: 00 | MPa Position of S5V A; Al v
Pressure maximum: 400 : hPa Position of 55V B: B1 v

@ General settings TIEfEHT 55 7 LOMME, WEY) 0 B2 VT O EEITV
£

@ Autosampler # 7 % 27 U v 7 L . Injection volume % A /). Use tray
thermostatting (4% A%l, Advanced settings ™»% 7 U v 27 L FKAED L H I
#E L. Advanced rinse steps £ W /L —7HEORELITVET (FH),

Binary Pump* Autosampler* Column Oven

General settings B xionlC 2.0 - Advanced rinse steps %
Use autosampler: el
B Rinse steps: 3 o
Injection volume: 50 w| HL
Rinse mode: Advanced v Use headspace pressure Rinse delay (min}: 30 3
Advanced rinse steps m Use tray thermastatting: ] Please note that the last step must be Transpaort i \
the pl pickup plus injection mode is used.
Temperaturs: g c C
Position Volume (pL) Valve wash
Rack settings 1 T ol [500 2
Ra sadle offet Use a specific rack 2 | Transport || 750 c
- P N
sesvErEc = m e 3 |Transport  ||1000 v
2x 96 deep-well plate 20 * mm e ed injections:
2x 86 well plate 20 * mm
2 384 well plate 20 * mm
08 vial rack 20 ® mm
- -~
20 ' mm
ok ]
Advanced settings
Syringe speed: Low v

Syringe speed factor:

@ Column Oven # 7 TII N T bA—T L DIREFRELITVET,
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[ExionLC, EEH LC 0HE]

@ Binary Gradient # 7% 27 U v 27 LE7,
@ # Vv KEEIZH S Injection Volume (ZIEAEZ A LET,
@ Stop Time (Z 6.0 min, Flow (jti#) . B Conc.\Zi X 72fEx A ) L E 7,

: «—— Injection Volume % A/

CINERREIEN b Autosampler Column Oven  Systemn Controller
ilmm] AD Pump Binary Gradient
- _ B O L L LU L L L UL L LU UL :
Stop time: 6.00 min A H
TE .Cone LT A Cone ®) Advanced Simple :
100 Time Flow A.Conc | B.Conc | B.Curve E
. 1 0.2000 |[900 |100 |0 3
HI 3.00 0.2000 10.0 90.0 ]
&0 H
9% HE 3.01 0.2000 90.0 10.0 0 H
40 il 4 600 0.2000 900 100 0
20 3
0 0.00 1.20 240 min 3.60 480 6.00 A
LTI CLEL PP PPPPLCLLCERETS - Compressibility settings
= Flow 0.2000, mL/minz
;A.Conc 20,0 % -Autopurge settings
H S5 0T S
£ 8 Conc o0 % iecfue ) 77V hREERANT
e
WD LC &% A
NATETY
[(FE]

% Injection Volume % 50 pL LL EATI L722NTL 7230,

@ MEITGE LU TALTOREELITVET,

% Training TIEAFLOMEY AN LET,

Time (min) Position
0 A
0.1 B
5.5 A

® EEicd b Save RZ U DOTFEEIZ 7 U v 7 L Save as BN L, @477 71
N NS TRIFEL £,

% Training i Reserpine MRM & A )L £7,
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[Agilent #ElDFE]
@O LCPump : Binary Pump # 7% 27 U w7 LE9,
@ HEE O Pump D/XT A —5  HFRNCH A LT —T VIR RSNET,

Flow b Advanced

0.200 : | mU'min A Timetable (3/69 events)

Solvents

. . - - Flow Mazx. Pressure
A =% iee{iet] Al Bl%l [mLimin] Limit [MPz]
0.00 90.0 10.0 0:200 40.000
B: 100 7| % 3.00 10,0 80.0 0.200 40.000
an 50.0 10.0 0.200 40.000
6.00 50.0 10.0 0.200 40.000
Pressure Limits
Min: 0.000 7 | MPa Mac: 40000 7| MPa
Stoptime Posttime
@® As Injector/No Limit @® oOf
O min @] min

@ Wk, BEAEARIL, EERIER T 5/, EAZ AT LTI ZENY,
% Training CTIEHEE# 0.2 mL/min . Solvents (2 B50 % Z AL TL72&W,
@ A LT—TMIT TV MR EATLET,
® Column Oven : Column Comp.# 7% 7V v 7 LE7,
® Temperature % 40°C & AJJ L E7,
(@ Autosampler : Sampler ¥ 7% 7 U v 7 LE7,
Injection Volume((EAE)Z AT L E T,
% Training T 5 ul & LET

Injection /

Injection volume: 500 0|

@ MBEIGLTHALVTOREEITVET,

% Training TITAFLOEY AHLET, Time (min) Position
0 A
0.1 B
5.5 A

EERIZH D Save RZ L OTFRHEIZZ U w7 LT Save as Z IR L, #4727 7
AN EANTTLUTHRIELET,

¥ XTraining Tl Reserpine_FIA * A L7,

4-33




X BECILT ORIE)

Diverter Valve Configuration

W OBEDHA

Source Source
‘ A A
6 /)% Pump in mpin g
Vil / f\ ' % Pu E‘, L)
Position A : 6-1, 2-3, 4-5 : 1
.. Wasteth™ astelt™
Position B : 1-2, 3-4, 5-6 Qo , Waset ‘. o®
ZJ§O f(ﬁ z)§ D T 1/ Al i jqo Divert 1o Waste (Position A) Divert to lon Source (Position B)

KRR iR Bl > TV D HEALH Y T O T,
EDOFEDR— "M BIEBHE 50 % ZHeRo L, TR &N,

[EE]

1) Valve O]9z FEiIx, MS O HIEBIAARFE (Omin), #& THRI(ED X Y » RTIE
12minICIERE LR TL &V, 0—12 OS5 O8R4, 0.5-11.5 SO THIY
BB ERELET,

2) Valve Zf#if L7245 1%. Integrated Valco Valve E&47 Y v 7 LT Use @
9:3: b4 7 ;5_)&* L/jzj—o
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4.8 HE
H T LD
O BT L& L £ 9 (Training TiEER L £HA),

VAT DR

O StatusPanel #7 U » 7 L, F#® Equilibrate 74 =1 %
7V w7 LET,

Direct Control

@ bz 3% MS Method 3 XY LC Method % — '
FIET L DBIN L F4, Equn rate >

>:< T‘ra]nlng ‘/G‘ !i T%E O) (J: 5 &: \E*ﬁ L i *é“o MS Method | Reserpine_VRM v
MS Method : Reserpine_ MRM

LC Method : Reserpine_ MRM

LC Method | Reserpine_MRM v

Time (min.) | 1.0

® VLT 2REMEAS L, OKZ2 U v 7 LET, I T

$ Training T 10& LT,

@ LC DOIEENFiI, HARLH — R A AOMBNIEE Y £3, 1 H%ICHEA EO
Status Panel 7§§ WCEDY 9,

B ZOFHAL T, A A2V —ADEESL LC BMEE) LG E T,

©® VAT LERPEEEEC /2 D DI 10 DREEND T+ 0T, ZOBICHIES
BRtE L £,
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Batch DO {ERL

UTFOHETUET 2V T AOBEHRGG TN, A TAESE) AN LET,
Submit 9% Z & T Queue ([Z86k L £ (Z OBMETHIERHOREIZ2 Y £9),

O Home HEE® Batch 744 2% 27U v 7 LET,
@ Batch Ayl CHEICHEMA T 21EFEREATLET,
X BHFD Batch 365513t zimE L THHTL2 2 &b TEET,
% Training TIXTREDE Y ANB I OERL £,
% Plate Type |FEEEMAUITHE > TEE L TS ZSVY,
% Injection Volume |Z LC X ¥ v ROfEA A &) TR S AVE T3,
EEANTEET L L HTEET,

< BETFOfENT A YV » K3 H UL Processing Method (Z AT L, FER 7 7 A V4
% Results File ICA I L THL 2 & TRIEK THRICABN CHTE T T S8
HZEHAMRETT,
Reserpine Reserpine_MRM Reserpine_MRM Vial Rack 1.5mL Cooled (70 wial)

1 5.0 Reserpine_Training \

@ Batch #1% Excel L [FEFRIC, 2B —&RX—RA MR RT v I L D2HEA TR ED
WENRRETY, /2. [TTHZ UV v 72T 5 LITOMARCHIREZT 22 N T
xET,

@ HIEARERIL Data File 4 Z & I2- {7 S E 3, Data File £ 0 [F— D4, #HED
T=BEN—=D2DT 7 AN (Wiff 7 7 A /W) IZIRFFE SV E T, Sample £ 73F—TH,
FEXINDZZEETHY FHA,

X RIFSETNITROEY TT,
D:¥SCIEX OS Data¥ [Project 44] ¥Data

® EEo Save R H D TFRHEINS Save as THRIIA 21T T Batch #4817 L E 7,
% Training TiE [Af] TRIFLE T,
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AIE DBALE
ZOEFMEEZRETIHEAIITFLO L O ICHED V& £97,

@O Batch O T _XTOY U T NERETHHEXEDOFEFAH EO Submit R¥ %7
Vo2 LET, MRAYE—VURNHTEETOTHRBEZORKEZZ U v 7 LET,

Q@ —EOY T NEHET HHEE. TOTEEIRL Submit 27V v 7 LET,
@ WMRA Yy E—IVNRHTEETOTHREZOKEZ 2 Y v 7 LET,

Submit Samples X

'ﬁ' Confirm the selection of samples

Total number of samples to be submitted: 2 of 2

CEN CTE

@ Home HiHE D Queue 71 2% 27 U w7 LET,

® Submit L7z Batch RERENTWADOT. FNEXFTNV7 Y v 7925 L Submit
SN I NVOFENFRREINET,

Acquisition Status Sample Name Est. Start Time MS Method LC Method Injection Volume (pl) Data File
201227 - 2 samples |
Acquisition Status Sample Name Est. Start Time M5 Method LC Method Injection Volume (pl) Data File
201227 - 2 samples
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

® MEF D Data % Explore THERT DI ENTETET, HEIIHOWTILEED
“F—H DR BT O DEESR L&D

@ WEEBPTEIETHHAITERO Stop R¥ %227V v 7 LET,
X T ICHEZE 1T 555451 Stop now Z®IR L £,
X BEREF OV TR T LIZRRICEIE S 2541,

Stop aftere the corrent tasks are completed Zi#R L £ 7,

Queue Dicth DV TN ERK RERFH AT 5 & LCIZAETIE Y |
MS /X Standby DIREEIZRE YD F7°,

4-37



% RO EREIX Configuration @ Queue (Z& 5 Instrument idle time ®
IRFfA] Cud B 22 B [ RE T

0 ~ Configuration Q

Devices Queue Settings
Proi PN EEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEESEEEEEESEEEEEEEEEEE,
rojects . < .
= Instrument idle time 60 ~| mins
- s ssssEsEssEEEEEEEEEEEEEsEEEEEEEEEEEEEsEEsEEEEssssEsssssmssssnnes’
User Management Maximum number of acquired samples allowed 300 z

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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5 fEIE#E
@ Home 2> 5 Configuration 7 U » 7 LEEZ & £7,
@ Devices ##{R L LR Deactivate 227 U v 7 LET,
% WL U T LC @A Deactivate
@ Y7 bhu=THEMALET,
@ HPLC O&EREZEIY £,
® MEIZGLUTPCOBEREZG £3,

-~ =~

’ ~
( T T G EXT ©
N,

Devices

ExionLC W Activate

Type Subdevices

Integrated System Binary Gradient - Pump B
) Autosampler
BxionlC Column Oven
| Shimadzy System Controller

Last Modified
2021/11/10

SCIEX Triple Quad 4500 B Acivate

Type Subdevices
Mass Spectrometer Valve Model
\ SCIEX Triple Quad 4500

Sciex

Last Modified
2022/09/26
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6 T—XDHER
F—2%p<

@ Project ., HIJ®D Data ORTF X4 TV 5 Project(Training CTit Example)ll
EHLET,

@ Home HE A5 % Explorer #7 U 7 L Explorer B & £9°,
A= a—N—=D File ", HDHWIET A 2D Open Sample i8R L £9°,

@ Training TiE, Triple Quad 7 # /L% H @ QuanData.wiff 1 API3-012 @
T—HEHHLET,

® HBOF—ZD Wiff 77 A /L >HED Sample ##K L, OK #7 J v 7 LE
7.

©® ZUDOT—H T ANDNEETET,

©

Select Sample *

Source: |C¥Analyst Data¥Projects¥Example¥Datal e Browse..,

=1 Data A
-] Devices
-3 LIT

Gienl1 Wiff
LCWithMazs iff
Mizc_batch_1wmift
Misc_batch_2wiff
PozMegHighLow Wiff

B D7 0w b 77 hEFRTD
O EROIEFTHEEOT —4 2 E £T,

@ HiOIIa~ N T AIEBDLIGEEE, Ama——D
U w7 LET,

% Exm® oo~ NS ARERSNET
X AEREI™ kO zu~ NS ARFRSHET,
S HNoTEH ™ AR AEEAEE (EEO s < h ST A

+%1't742V

HFIRSEDL LB TEET,
File Edit Show Graph Process BioToolKit  Window  Help
@@ O-{a=sAi QEEE®

. .
-------------
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v 27 a2 77 AXIODER
<HhEE AT 256>
O A==2—/3—0 Show »>5 Extracted Ion chromatogram(XIC) % %R L £,
@ m/z. Width, {b&#W4E2AILOKEZ2 Y v 7 LET,
@ Training TIFAMO X SIZANLE

; o | CIBHIBNZ04 0.5 |Nan.-empamr.|l

C27HIENZ04 0.5 ! verapamil
@ Center 1% m/z & 2 WITHER (1) %
AT LET,

® HoHNPUHExcel TVRAMELTHEL LA —&X—RA MR TXFT,

Center Width Compound

< ARART "L FRRTHEE>
O HEDO~ARALT MLEILRLUET,

AR NVERERT 7 TEIRL, X770 v 7 LET,
; e %ﬁ
FRDOE > A vtE—URErRmEINET, |

Note: Selections are automatically adjusted to the actual range of the
corresponding peaks (at half height).

OK % 7 U % 7 [/ ‘i —g‘o E{;E;l:niggntrol key when generating XICs to use the ranges without

ig;%j:}{ %ﬁ @ I:P ‘/C‘\ —$ _5'@};”_: 0) 5‘@ l/ A MS ,fﬁ [C] Only show this dialog again if the shift key is down
+0.2 Da THiitH L7z XIC A& RSN E T, o ] [ o=

@ ® @ O

® F—AR—FDOCtrl F—ZMLAN5. 0K 27 Vw7 35HL, @RLEZMS L
CTHIH L2 XIC NFERENET,

Spectrum from Verapamil EMS DFT-2.wiff (sample 2) - Verapamil+Norverapamil, +EMS (300 - 1000) from 2.845 to 3.213 min
#441.25 (1)
5e6
4eb
) 3e6
=
Z
=
2e6 442.27 (1)
le6 ]
443.25 (1)
>
Oe0
439 440 2 444 445 446 447 44 449
Mass/Charge, Da
XIC from Verapamil EMS DFT-2.wiff (sa...+EMS ( -1000):441.28 +/-0.19 Da XIC from Verapamil EMS DFT-2.wiff (sam... +EMS (200 - 1000): 441.9 to 444.5 Da
771 30027
4.0e7 3.092)
- A= AN : N
6e7 0KZ27 V7 LIgGA 3.567 Ctrl F—ZM LN 5
5e7 3.0e7
~ 2= A
OKZ27Uy7 LIche
= 4e7 & 257
£ 367 3131 £ 207 3.133
3.179 1587
2e7 - 2.988
sa11 1.067 3.178
3.265 - 3.301
Le7 3.366 5.0e6 3.233
» »
0e0 B 0.0e0 ol
2 4 6 8 10 12 14 16 2 4 [} 8 10 12 14 16
Time, min Time, min
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@ mhHxSNra~ 7T MAIMERY Y TRY | E—2 &%) 2570 13

74 L EROET

:Verapamil XIC from Verapamil IDA-2.wiff (sample 2) - Verapamil+Norverapamil, Experiment 1, +EMS (300 - 1000): 455.04 to 455.54 Da
ol verapuo ) Seaus

3.0e7

2.5e7

2.0e7

1.5e7

1.0e7

5.0e6 oy

0.0e0

Time, min

HiEX I/ Pane i % ® Pane |27 25813, A ==—X—® Graph /5
Split Traces into Separate Panes Z# &R L £ 797,
W‘ Process  BioTools  Window

Set Selection...
Expand Selected Y-Values By...

= ¥ Noreerapamel XIC From Verapamil 104-2.wiff {sample 2) - Verapamd+Norverapami, Experiment 1, +EMS (300 - 1000): 441.02 to 441,52 Da
@ verapamil XIC from Verapamil IDA-2.wiff (sample 2) - Verapamil + Norverapamil, Dxperiment 1, +EMS (300 - 1000): 455.04 to 455.54 D2

3.0e7 Norverapamol / 3.109 :j'.\i\\l’erapamil 13316 Clear Expansion Ranges

Remove Active Trace

Remove All Traces Except Active

Remove Traces Below Thresheld

Infersicy
W

Fade Inactive Traces

1067
- Invert Second Overlay
5.0eb
Sum Graph Traces
000
“ o 15 20 25 4.0 45 50 55 |4 Split Traces into Separate Panes
Norverapamel XIC from Verapami 1D4-2....EMS (300 - 1004): 441,021 from Verapami IDA-2.wif...EMS (300 - 1000): 455.04 (0 455.54 03 -
257 3.109 3.316
2507
2067
2.007
£ e £
B Boase
1.0e7
1.067
5.086
3.417 soes| 3689 ||3.558
-
a.ael [< 0.
2 4 é a 10 12 4 16 2 4 & a8 10 12 14 18
Time, mn Time, min

Background ®zE L g &

@O TIC.XIC 2 &N 7 n~ ~7 T LT, BBfTEOHNE FZ v 7 L TIER L £,

@ Ny r7Ivr NERDESERT v 7 LTGEBRLEZZIL, yul BaBEs
i E#too B Set Subtraction Range 38R L £, ) Ijn"mu "

@ 2EMBIRT AGEAIEY 7 F—Z2 LN HBIR L £1,
Ny 7 750 RiENE Y 7 TERENET,

B fRRETAEBIIT A 2 EDOTREIN S, Clear Subtract
Range Z#{R L £,

¥

®

3.417
|

28 30 232 34 31
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® HMoOEY—7a(FRTIX 3.1 0fHn) 2FHEL NI v 7 TRIRL, #7170
Vo352 ET, Nl T30 REB|WZART MUVREREINET,

@ BIRULTZESITI~TADRT v 7V TREIRRETT,
® FHEORHOMEMEZFRIELEAIL. BHORZ X7V Y v LET,

MNorverapamol XIC from Verapamil IDA-2.wiff (sample 2)'-Verapqmil+Nuwerapam\l, Experiment 1, +EMS (300 - 1000): 441.02t0 441.52 Da

Oe

2.2 2.4 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 44 4.6 4.8 5.0 5.2 5.4 5.6 5.8
Time, min

Spectrum from Verapamil IDA-2.wiff (sample 2) -Verapamil+MNorverapamil, Experime...erapamil+Norverapamil, Experiment 1, +EMS (300 - 1000) from 2.723 to 2.990 min)

6eb

" 131 (1) RNy g7 Tyy Re#LEE
= el
g = 442.27 (1) SR LT AR B oL
- 2e6

e ;443'22 @) *881.47 (1)

Py 350 400 J4EU 500 350 600 650 700 750 800 850 . 200 950

Mass/Charge, Da

Spectrum from Verapamil IDA-2.wiff (sample 2) - Verapamil+Norverapamil, Experiment 1, +EMS (300 - 1000) from 2.942 to 3.053 min

6es

565 *441.28 (1) . - . S
= 165 Ny 7 777 RaEg|<FiD
B s 442.29 (1)
= 25 %327.05 (1) SEYJAARY h v

] 443.23 (1) *536.14 (1) *610.10 (1)

| ! "
o 350 400 450 500 550 600 650 700 750 800 850 900 950

Mass/Charge, Da

@ wEgstT, & T4 ar o0 FREINS, Clear Subtract Range %R
L. Nv 7777 ROBEEZMRLET,

Training TliZ/ N7 77 7 ROREZMRL £,

HEDOz E—

O 7Z7ua~v o022 —7F5121E, A=a2——0 Edit 25 Copy Graph
& B ML Copy Window Z 3R L £ 97,
4§ Peakview - [Formula Finder N

@ Copy Graph : 2% 7 7 A L, Copy Window : N File [Edt | Show Masterview

By bv oy FHATT, @ o o

o | Copy Graph

@ XAy RN T—RA v FEIZ_—X N LET, e Copy Window
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7 SCIEX OS Software % F\ 7= & Ef#AHT

K~ == 7 /LTl SCIEX OS Software ® Analytics &— K& HNCTHENT 217 9 k%
7~ LE 7, Analyst® Software Zffi 4 % 354 13 Analyst® Software > Manual %,
MultiQuant™ Software % i 7 %1545 13 MultiQuant™ Software H ® Manual %

ZTZS W,

n REIHMOEERSER LI-BEREZ D S, BERMOY T VOEEEITVE

B

» NEEEREAS) 2 L5 ad, TR ICHRE L7 NEBERE LS > T A Bl IE

SNET,

=  Training CiZ% Project: SCIEX OS_Quad Data_Example N® curve_sulfa ® Data %

AL, UTFZITVET,

o Sulfadiazine (SDZ), Sulfamerazine (SMZ) D &5 DVERL
(NERE HEE Sulfadimethoxine (SDMX)IZ X 4 i 1E)

o RuAEH D SDZ & SMZ OiEE:

<BE> BREMIZONT
e R TR B ) & 13, BEA DR BE
DFEHEEL & R OFEL & & i3 2
ZEIZEY, RHMOEBHIZEND Y
BEOWREZ KD 5 FIETT, MEMRIL.
A GRIE KT G298 D FE DA i
CCTREGS ED XS ICHIGET 200 %
RULI T T 7Gry 7FW)TT, R
AR T 272010, REOBIEDIE

1
-mn_( 20e5 |

Area E

28eh -

1525 4

1.0e5 4

S.0e4 4

0.0e0 4

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

01 0z 03 04 05 06 9

07 nsg o
Concentration (gL}
RE

ERE 2 b & DB HRE T S NIAEYE 2 T2 081 H Y 7,

<BE> NEEEYEIZ DN T

WNEMRIEE L, ERFOIEAE, MS O A A ALREOY 7 Ly g 7 EORREA
ET D7 LES, ARkl i~ N ) v 7 AhCEBMIT 2 EMEICAT

NG DGAIRFICHELRE S N E T,
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<SCIEX OS Software Analytics £ — FEERE >

0 * Analytics

Prejoct SCTEX 06Guad Dute Erarrcle [ETREY B [ -

FEBERE R

(o) (A —
Al Comparares
< Hetention
Campuun Type T ¥
Al Imerea Stzndincs
b =
. Tandue Quartlier
1 Fanders wZ Guarbfier: Eeg L0 #2115 £ i unM
Al Anadytes (T Srandirs i Cuenkifier X 1nin [l e A
EE ] Tandue Tz Quartifir: 2 wm Sl | s
iz T Unenos Wi uarther: o Ha ) i
W mped Unenman 3 Cuebifiers o [ W I
Caihratinn for 07y = 0ATHT =« LIRS 0= LI000E, -5 = LIOONE) fawighting 1/
AN ] "
ILEWHY A b Y P
S
O I\ 1 ]\ u e
D4 - Z R
x 'f b (=) q@ U ) S
u T
S
%79y7.a—-z)& 1 Ts'"'jh' e FRR W
N L ] ] 3 5 5
Canceeraban s

VA=l /A N

EEMRERS 7 8B~

B [binn - e el arple e o) | 0162 B amplsindec @ 1- 02 iandnmpl Indes B 20 - 502 s gl a4
. o fAren S Heigo ART RS min § Aoex 350 Heigo LAT: 1T onn Ares F125, Hei 0 RT A3 min Ares: £3051, He, 8 BT 131 min
S = N — 10 e 1 v
]\5 / Aﬁ‘%ﬂ‘é i LTE
um ekt |2 ponts i fin e s -
i Pusk Height 000 = s > im = 3 & Ay
h \32 a o seqrton Thresncid | 1 E F w P £
= = - i S
oo svscn it | 10 painls - - e n L o |
Hose Percentage A % i sl 1 Sl gt 0 MJ“""'/ P — —r
Baseline Subtroct Widaw | 0,20 win Lo oo LoEoE Lo
. Time, min Tirne, ime, mr Tres, min

- S G mple Indea S
Fesi SAELTE, HoA, BT L3 mim I

Shoy \u\n
o
£
Eoam ]
10m |:
1
1 i
[
Tene, min

<EILKFEHTBZTAar>

Procs X 05Quad Dt OO T T O

pd |

A AN ~N cHl N CHN ~

68 56 05 S0

Displays the Peak Review
7V hHEru~ NS T ARE
REINFET,

Displays the Calibration Curve
7V oy 735 L ERD
FRINET,
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7.1 SCIEX OS Software ™ Analytics D)

O T A7 +v 7 ko SCIEX OS Software 71 =1
7L, EELET,

R TNT Yy

@ FB—LEEHIZFR I TV D Analytics DT A 2 7 Uw 7L

i‘é—o

7.2 Project MEER
[H i _EE D Projects > HBEJID Data OIS 41TV D Project 23R L £,
®»  Training T/ SCIEX OS_Quad Data_Example ##R L T 72 &0,

0 = Analytics

7.3 IR EDEH

@O Projects %7 U v 7 L. Project Default Settings # N E T,

@ Quantitative Processing Tl, K%#&E&2, EEMITIZHEHATL27 13U XA
SR EME,. MEROSMHSEEHRELET,

@ Qualitative Processing TlL, FRZSZIZEWMITICHER T4 77U —
P —=FROKENT A —F—FERELET,

XOAREREITRIUIS CTEELET,
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Project Default Settings

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 .02 Da
Expected RT 0.000 min
RT Half Window 30,0 sec
Update Expected RT No v
Report Largest Peak
¥ Integration
Minimum Peak Width 3 points
Minimum Peak Height 100.00
5/N Integration Threshold 3
Gaussian Smooth Width 1.0 points
Noise Percentage 40,0 %
Baseline Subtract Window 010 min
Peak Splitting 2 points
Units & Calibration Defaults
¥ Units & Calibration Defaults
Cancentration units
Regression parameter Area W
Regression type Linear
Weighting type 1/% v
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Project Default Settings

Quantitative Processing Set Project wide defaults for qualitative processing method parameters

alitative Processing Library Search

Library Search Algorithm Smart Confirmation Search v

Workspace Layout
Results Sorted By Purity N

Algorithm Parameters

+/| Precursor Mass Tolerance +/- | 04 Da
Collision Energy +- |8 eV
Retention Time +/- DS min
Fragment Mass Tolerance +/- 04 Da
Ignere Isotopes In Unknown Maximal Number Of Hits | 5
+/| Use Polarity Intensity Threshold 0.05
Use Collision Energy Spread Minimal Purity 100 %
Use Compound Specific Purity Threshold Intensity Factor 5
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7.4 Result Table DEKL
@O HimE FE O Results > New #27 U w7 LET,

@ offiine

Project: SCIEX OSQuad Data_Example m Reporting v m Process Method » °

e or opening an existing ona.l

Open.,

@ Process New Results B ZBE ., DEFLIXDDOHIETT —F 2 FIN L £,

1) Select batch Samples to process T. Available 7> 5 T4 %7 — % &38R L
THKH%Z 27 U w27 LT Selected (2B L £,

®»  Training Tl¥ curve_sulfa.wiff ™4 Data ZB8E) L T 72 &\,

l [i] EFCB AT
@ =0
3. Soloct 3 compansan samphe for Mon-targetod wordlow
- ERTATE -
[ I

2) BV = Process New Results BmEm D _FEiAI2H 5 Browse RZ &7 Y v 7
L. HM® Data 2341 X4 T 5 Project 3R L £97,

@ Process New Results [ ® 2. Select a processing method T. LAFTIZ/ERL L
7= Processing Method (& & fi##T Hl Method) 7’ & % #5413 Browse... % 7 U v 7 |
FEF 3 20T A Y~ K& L, Process &7 U v 7 L"7.5 Results Table D
B, MRENICHEAE T,

B Cren bosthod ==
O\_»' [ 50020 0% usd Dsea . v Qusnimmar Mesna 4y | Learcn Quoreitston tethcas
450 07 Guad D Erarnplei ot e e s E- 0@
sia Salartid . 4| pame Dats pdified T
) rebit -4 :"’::‘"‘”"”F B Dwskton L curee_sufa_MOaqmeshod S/EZ0MATI P OMETHOD Fie
¥ § Domniad
' | Fee
W
W o
¥ B
[ - | ¥ sample.
2. Select 5 processing methad
(DSLIER 05 Dt SCIEK OF Qund Uit Sxam ple\Quanbitice Metnociicu i,
3. Selpct 5 crmparisen sampds for Han-targeted warkfos
<Menex e -
W—m File cmes v o W04gmehind

Processing Method 2N EUWG A RO TEBLIC E BT A~ R & 1ERL L, Results
Table Z B3 2% Fik) (22 F 9 (Training TIEFTHUT/ER L £9),
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PRI ERMITHA Y v F2{ER L, Results Table Z{Ep3 %

(D Process New Results H [ > Kieaemes
2. Select a processing method @

Curent Lecation: DJata 30124 0F Quad Data Emmplesdatay m

New % y U b4 7 L/i‘é—o A.'::f;:::n.\.m '-!‘k:';d;uml :..I.‘fa.\.nrf

WL

@ FRIFA Y v KOREBE SRS it
NET, i

3, Select a comparizon sample for Non-targetad workflow

<Hore> v

@ Workflow T, Quantitation and targeted identification ®F = > 7 Z4 L,
Quantitation |ZF = v 7N A-STWNDHZ LR LET, (REV T ANAEH)
AR SN E T,

[MQ4] Untitled Method

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

Quantitation and targeted identification

Integration Non-targeted screening

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

Calculated Columns Sample Name Type 2512/ 10,  2652/92.0 ”
curve_sulfawiff (sample 1) - blank Blank 0.00 0.00
F\aggmg P\U‘ES curve_sulfawitf (sample 2) - 0.1 Standard 010 a10
curve_sulfa.wiff (sample 3) - 1 Standard 1.00 1.00
curve_sulfawitf (sample 4) - 10 Standard 10,00 10,00
curve_sulfa.wiff (sample 5] - 100 Standard 100,00 100.00
curve_sulfawiff (sample &) - Samplel Unknown 0.00 0.00
rinse enba wiff (eamnls ) - camnled [ am amn hd

— @ XIC from curve_sulfa.wiff (sample 4) - 10, +MRM (3 transitions): 251.2 / 108.2 Da
@ XIC from curve_sulfa.wiff (sample 4) - 10, «MRM (2 transitions): 265.2 / 92.0 Da
@ XIC from clurve sulfa.wiff (sample 4) - 10. +MRM (2 trans\tions‘l}:]ﬂ\i‘z /156.3 Da

0

0.5 1.0 15 2.0 2.5 3.0 3.5 4.0 4.5 5.0 5.5
X-value

@ Components #7 U v 7 LET, (bEW4A . WEHEEDEAS) OE®RE A LE
—ﬁqo

(® Training Data TiZ, 311/156 BN IS 272V £,

® IS BEWNGAIL, AJNIARETT,

Workflow

>
[impor L opor—Joiom |

Select or verify the analyte and internal standard names and masses.

Integration Row ‘ Is | Group Name ‘ CFZ‘:::‘: Adduct/Ch... p';‘::;ég?“ ‘ Fv—c;ag%gﬂ ‘
1| O 251.2/1082 251.15756 108.2
| |2 O 265.2/92.0 265.19239 92
Calculated Columns EE 311.2/1563 311.21171 156.3
s | 4 | M
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Integration #7 U v 7 LE9, (RFEV 70 BEFE ) SN RNERIN
7,

=7 NI ELHEDINTORNEET, TR (2= 7B XU /RF A —F]
BB\ IREyRNT A—FE BT, Apply 27 Vw7 L, Zu~ h 7T LKL
F7,

2% A —% % Results Table {Ep % A H Tx £,

I

[MQ4] Untitled Method X

Workflow

For each component, configure the parameters to optimize peak integration -

_ tions -
s " Algorithm: MQ4 ptions
Lomponents

251.2/108.2 | RE—— 265.2 /92.0 (265.2 / 92.0) from 1 (curve_sulfa.wiff (sample 3
Integration B Area 8348,248, Height: 1239473, RT: 271 min
311.2/156.2 Apply peak parameters to all of the components
ik ? ’ 1200 2.71

Minimum Peak Width 3 points
1000
Calculated Columns Minimum Pezk Height | 100.00

5/N Integration Threshold 3 S 800

. o 8
Flagging Rules Gaussian Smooth Width | 1.0 points z 600

) £
Noise Percentage 10,0 00

= 051.0152.0252.0354.0455.05.5

Baseline Subtract Window | 2.00 min
200
Peak Splitting 2 points
0
i ! Apply l Time, min

D O

Fx xRN E 7V v 7 L BRSOV TS ARRICIE /N7 A —F Z8RIE,
B LE7,

ROV TBEOBR/ T A —F]

- Gaussian Smooth Width : 2 4 — 2 7 &0 284, EE2 AN LET,

* Min. Peak Height : = = TRE L7=E & (Intensity, cps) 2B A~ 2y LET, N—RA7F
A EVBRDICRET DI LT, /A ARBEDRNE—7 [ THID SR 7,

- Noise Percentage : fEZ K& < 58, X—RAT7 A VR LR E— 7 EEHEI/ NS <720 F7,

- Baseline Sub. Window : X— X7 A & L CRET D/ NRE LR T DMEIC Y £7°, Peak il
7 2-3 fEREEES Default 12720 £,

- Peak Splitting : 2 K& < 5, /-t —2%2—oDb—27 L LTHRBHELLT AV £,

® ® 6

®

Calculated Columns #7 U v 7 L, %E|ZE U THEEZITWVET,
REFEFFRER N L —=0 T ~=a T v E B E0,

Flagging Rules #2 U v 7 L, HE, EEHEOFABRAEIIOVWTREL ET,
HEENDANTZHE ., EBBEROBANE L 71T, T4 FENET,
RELBRWEEETTF =y 7 23T LET,
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O AFHOFRIT, PRER N —=0 T v=a2 T Ve TSRITES 0,

[MQ4] Untitled Method

Workflow

Define a rule to flag results in the table.

Components

/
Integration Apply Rule Rule Name Formulas or Columns Used in the Rule
lon Ratio Accef tance lon Ratio Confidence
V| Accuracy Acceptance Accuracy
Caleulated Columns \Vd Concentration Acceptance Calculsted Concentration

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

Accuracy Acceptance 7 U v 7 L, BEOHRBRAZRELET, HENK
o7 b, Accept changes and return to Fragging Rules 27 U v 7 L TREY
£7

[MQ4] Untitled Method

Workflow € Accept changes and return to Flagging P\ules&

Components Identify the standards and QCs that are outside of the specifications
) Rule name | Accuracy Acceptance

Integration

Maximum tolerance for accuracy:
+/| Standards at Lower Limit of Quantitation (LLOG) +/- | 20,0

Calculated Columns
+/| Standards +f- | 15.0

Flagging Rules (N |+/| Quality Controls (QC) +- | 150

@ Concentration Acceptance #7 U v 7 L, #EIZH U CEREOFFRAZICD
WTERE LE T, Accept changes and return to Fragging Rules #7 U v 7 L
TR £,

Apply Rule Rule Name Formulas or Columns Use
lon Ratic Acceptance lon Ratio Confidence
V| Accuracy Acceptance Accuracy
V| Concentration Acceptance Calculated Concentration

[MQ4] Untitled Method

Workflow € Accept changes and return to Flagging Rules &
Components Identify the unknown samples that are outside of the concentration range
. Rulename Cancentation Acceptance
Integration
Analyte ‘ Lower Limit ‘ Upper Limit
Calculated Columns > 2512/1082
265.2/92.0

Flagging Rules

I

Save # 7 U w7 L. File Name |Zf##T Method 4% AJJ LT Save &7 U v 7
LFET,
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Process New Results B2 Y £9°, Process #7 Vv 74452 LT,

7 3

BHAE X4, ¥ T 1% Result Table(#HTHE BN F R EINF T,

Wl Seree Channbbation beethns A

Mo S O5 Quad D . b Quantitien Metods

Orgenze v Newfeldes

M
o Favertes

M Derctop
& Deericads
H RecentPlaces |2

L euraaulfa_ M4 gmethod

[# 2
o usiz
B At

B voens

1% Coemputer
& wTMs)
sy DATA (D)
o AR
L TRECOVERY P
8 T un ARTOKL-8

=¥y

Date mzdFisd Tyae

SURTIEATNFRA QMETHO File

R 0 on ARTORL-fR 7

Seaech Huanhtatcn Metneds 9 |

e C\SCIEX 05 Dat
Locailabile Swberted
I 5] Bt

CIES O Qe Data EamplData,

2 Saelect A processing methad

|DASKIEA 03 Do I8 05 Quee Dot Ll bationion trodtTer (T ([N T

Fiegame: T
S sy | Mo et

= Hide boldess

<Manes

Select a companison sampis far Man-targeted warkfow
-
&
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7.5 Results Table Ofifeid. Twte

0 Analytics @
I+] SCIE =Nl i F
3 ample [Resuts ____+ g 8

e [ 7] @Sample Type DRt _
S M Y 7rows Fiters:0 , for Rules Filter AN EITEITEINETE GE
All Components 7 ~
/ Index | Sample Name s;ge [ “pponent | Compound v‘ IS Name v‘ ORI o ol 7| Area
. y 1| blank Blank 2512/ 108.2 Qua @*?ﬁ{g{fﬁ 0){&% };*F NIA )
®Analyte DR [~ PR Standard  [2512/108.2 Qua 0.10 36
| / | T 1 Standard 2512 f108.2 Quantifiers 3112 /156.3 100 6115
_— ERE] Standard  [251.2/108.2 Quantifiers 3112 /1563 10.00 4125
I o m Standard  [251.2/108.2 Quantifiers | 3112 /1563 100.00 555144
2652 /920 [ 16 Samplel Urnkrown 2512 /1082 Quantifiers 3112 /156.3 AR 21872
T sampled Unkrown 2512/ 108.2 Quantifiers 3112/ 156.3 \ /A J 356285

D fRMTHE R A MR % . Wi FE o Results > Save as Tl 4 244 B CIHRAEL £,

@ /£® Components and Groups % 7 ® U A k225 {FE D Analyte(Training Tl
251/108) & #IRL £7,

(® Samples # 7 TliL, fEEDOY I NE2EIRTE £9, Results Table (L2 7L
LlZERRINET,

[ )
Samples pe.qsession)
J% @Sample DEER
I ———| T e
blank
Sample Component Compound Component Actual
0.1
il || Sl Type Name Type o Wi W Group Name | Concentration £
1
p 10 10 Standard 2512 /1082 Quantifiers 3112/ 156.3 10.00 63021
T 10 Standard | 265.2 /920 Quantifiers 3112/156.3 10.00 77560
100 —
12 10 Standard 3112 /1563 Internal Stan.. MO Lo 13243
Samplel

@ Sample Type ZHid, e LET, BHETILEITTNLT T A=a—b, IE
#E)% . Standard, QC ¥ > 7/ : Quality Control, 77> 7 : Blank, > 7/ :
Unknown Z &R L T 7230,

Actual Concentration (ZFEHERDIRE Zfgsd, AL ET
Training Ti% 0.1, 1, 10, 100 & A/JL TS 7ZE0,

Excel 72 7260 2 B —(Ctrl +C), ~*X—Z MCtrl+ V)[BT,
PALEMIZ OV TIRE AR, ATTLET, Copy

j}jﬂﬁ/\% @{’%rﬁ) I_J LiEI /5\0?3:]\j7?(ﬁ\ 77 ? L Copy Entire Table

k#4527 Vw7 L. Apply Current Analyte’s Fill Down

Actual Concentrations to All Z &R L £ et Al R

(: @@1@?&%@?&?}%&753\@1[:%% &C}iﬁj% é I Ap;.aly (.“:urrfr.ltATaI?fe's At_:tual C.onc.entljatians to All
ﬂi _j—)o Apply Current IS's Actual Concentrations ta All

@@@@

@
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o -

Analytics

.-ﬁ/7w® B,

a8 Lemzzrania

ALiises

Al st

PR

Sarp G '.«uratlllﬁ-‘-ml

Al inteml Sararcs

S22

[T A ——

L Trews Alerso

Calculated Concentration (237~ éhi'ﬁ"

na tegrahor | [H
I [ 5t 3 M e biea | AL B2 3 S Sk BB L f L hbaychizy 2 il
ern: s Itk L LR o b GALAL B Limr s e e e e
e - Y
) an h. 0
[[EET S peinh i m w
[RERYTE. ! w w E ;
e m
au
st ES o . !
. z . s z
sl = [ E F & oaEn
N -~ T Y m -
: sl o . w0
cserazn T e IR - m
. wu
[r— T A
. ) ™ =
K Hal Winzioe o) (LS £
Vgt Engraoad BT L e rd

7.6

7.7

VA= A VNDE -

(D Results Table &4 LD 7Yy LTrnH
~ NI L ERRSEET,

7 v~ ~ 277 54 _E® Options > Show navigation
control Z3ER+ 2L, EEEE n7o<t
77 abEicErEnEYT, BE 227V 0rF
LE, HiBEOR—UNFRENET,

PDEIZJS LT, RSN TWEL 7 e~ M7 08
(e, BEEOIZOWC, AR LET, BHET L2551

7 u~ k277 A4 ED Options > Peak review
display settings # 1R L £ 9, Peak review

Options i £ Number of rows, Number of
columns TEHE%, OK% 27 U v 7 LTL &0,

@

INT A—HDER

D MEIZSLTZa~ NI LAEICFERINTNS
INRTA—HREEEFL, 7u~ T LD —7
kTR AR L ET,

%Nﬁf—&@ﬁ%:owfﬁ P7-8 [AL—V
VIBIUORESRTA—=F] ZBREITEE N,

EHEH% Apply #27 Vw7358, @RLIEYV T
NE—TIZER LRI A= BRI E T,

@ YT r—riz

7-12

Peak Review Options

ppesnce | Tooming |

Murnber of rows:

Mumber of columns:

verlay:
Don't overlay

Highlight active graph using:
EBold, italic title and grey background

Mark expected RT with arrow

| —|—— c—

Integration

Report Largest Peak

Minimum Peak Width 3 points

Minimum Peak Height 100.00

S/N Integration Threshold | 3

Gaussian Smooth Width 1.0 points

MNoise Percentage 40.0 1

Baseline Subtract Window | 0.20 min

Peak Splitting 3 points
Retention Time (RT)

Expected RT 348 min

RT Half Window 30.0 sec

Update Expected RT No

NT A= RS E DG BIIRRN—V 2SS TES 0,



EYVTINE— I CERBLINFGA—F ZRREED

DO BIRLTEH I NICEA KX &
7%, Ju~ oA EEETY

7 LET,

Update Processing Method for
Component Z &R L E7,

10 - 2512 f 108.2 (Sta.. ff), (sample In
Area: 63021, Height: 6.04%3, RT: 1.71

G000

i 1708

4000

[ntensity

2000

03 L0 15 20
Time, min

Aeww it A0 VEE Y SR R B el Te A

Copy Integration Parameters

I Update Processing Method for Component I

Revert Peak to Original Method

Revert All Peaks for Component

7.8

=

FENFE
O SEIGCTITVET,
@ 7u~ k277 AE#
D
%70 v LET,

@ v—rokiEs ) vy
L\iﬁ—o

@ *xDEFEFIFvZ7 LT
v— 7 O A0 CTHE L F
TO

[k B +/ Manual Integration [}

Integration

Minimum Peak Width
Minimum Peak Height
S/M Integration Thresheolkd
Gaussian Smooth Width
Moise Percentage
Baseline Subtract Window

Pesk Sphitting

Retention Time R]) —m8MM8 ——

Expected RT
RT Half Windew

Update Expected RT

Fnin

ponts

Fnin

EXEE ) 62 €

Intensity

10 - F5LE 7 108.2 (Smndard) 2313 109, Datatcurve_sulfamiff), Gample Tndes 4
| Area: (0403, Height: 5.960e3, BT: 1.71 min

G000
5300
s000
4500
4000
3500
300
2500
2000
1500
100

500

15

Tirme, min

20 25

® b LT A =X TETEATL Manual Integration fAAA8DF = v 7 4L T<L

7230,

7 & LCOFB#EINT

T E B ELTRMLIELS WS, B = AT A a2 Z Ltk

D, =7z mticLET,

Q R T T E

]2

tgration |

blank - 251.2 / 108.2 (Blank) 25L...e_sulfa.wiff), (sample Index: 1) blank - 251.2 / 108.2 (Blank) 25L..e_sulfawiff), (sample Index; 1)
Area: 59, Height: 7,333e1, RT: 164 min Area: N/A, Height: N/A, RT: N/A min
100 4 ) 100 - —
1636
80 a0 4
) 60 A n 2 60 | M
; I g N
E a0 \j v £ 4
20 4 20 4
0- —_— 0 ~—
15 16 7 18 15 16 17 18
Tirme, min Time, min
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79 KEROFR, BEHLOST. REROEESEE
@ Results Table Fiff Lol %7 ) v L. pE@sErsLET,

T —

L Frews Filerso W

e for B5LE £ ATty = LATIM = o WSS = TOONOE, o = DAY Gemicheing: 1./

= Regression Parameter : Area—Hight &
= Regression Type : f &R ORIHOL H
= Weighting Type : AT OEE

Calibration for 2512 / 108.2: y = 0.47453 » + -0.01181 (r = 0.99996, r® = 0.98893) {weighting: 1/ %)

40
i

20

Mrea Ratio

10

0

40 50 60 1 a0 a0

Concentration Ratio

1 0 30

Regression Options X

Applies to: 251.2 { 108.2 in Standards in the Samples or Components panel

Calibration Defaults

Regression Parameter Area hd
Regrassion Type Linear v
Weighting Type 1/x% v

Automatic Qutlier Remowal

Apply Automatic Qutlier Removal

@ Training TIZ EFRO L HITEF LT 7Z&EW,

@ PEESEIL Help 2 22 7280,
® PFEIZS CCHEE EEO Results > Save as
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7.10 F—Z OB L G
F—XZ DB

(D Results Table 47 D More > Add Samples #3334 L, Available TEM L 7=\
TN BB %, — T Selected IZBEEN L E T,

@ OK#%#7 U vZ745Z L TResults Table IZIBIENFE T,

Select Samples X
] IR @ [ e

Current Location: DiVSCIEX OS5 Data\SCIEX O5_Quad Data_ExampletData
Peailable Selected
4 curve_sulfawiff 4 curve_sulfawiff

— W hlank W Samplel
&8 a8 Vo
. 1
Table display settings... : 0
Ret
W 1
bR 1 Recent Table Settings ¥ sample?
I (€] EFAB.wiff

Add custom column...

411 L7
6115 L7
63021 17

548132 1.7 Hide selected row(s)

31144 17
Add samples...

156285 L
Remove selected samples

Set 'Used' 3
| ok cCancel ]
T —Z DHIER

(D Results Table THIFE L 72\ MT% 3R L, Results Table Hij&if5 - More > Remove
Selected Samples &IN5 Z & CHIFRS N E T,

@ HIBRtE, JCIZRT Z & IFTE EH A, LEIZG U THIBRATICEE EE o Results >
Save as CEEMELRGF LTI TEEWY,
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7.11 Report DIERL
@ i L3 Reporting > Crate report and save Results Table %% L £ 9,

@ Create Report [N FE /R SN E T DT, Template Name D7V 4 7 > THRIZH -
VAR — b T U— R EBINLET,

@ Default ® Template (% C:¥ProgramData¥SCIEX¥Analytics¥Reporter (ZfR1F S 4
TWET,

@ # Ofh https://sciex.jp/support-tools/analyst-multiquant-reporttemplate 75 Z 7 o/

= — F\ﬂ‘ﬁ%-{;—é——o
® Report title ® Browse #7 U v 7 LTC7 7 A VA DA ERIFHAZRIR L £,
©® Create #7 U v 27325 VAR—FFBRERSNET,

Create Report

Reporting Generate a report using a predefined template and specified logo Template View
Create report and save Results Table... I [Template hame ® | Calbration Curve = |
‘ : 'Ex ort results » —
H, | ’ | Template description TReport showing File Inform ation, Statistics Table
Export MarkerView Peaks List | = (standards) and Calibration Curve for analytes, 1
ual Transfer results to LIMS... “alc page per analyte,
tra nce
Print "
—J
411 172 & | 0.09

Report format @ Word PDF CEW HTHL

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

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

appended with sampls reference)
@ Looze

< U AR— b YERRSI>

BET
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MEACOAEHTEET, ZHENBLOEOFRE L ToMAITHREE A,

AB Sciex is doing business as SCIEX.

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

The trademarks mentioned herein are the property of AB Sciex Pte. Ltd. or their
respective owners.

AB SCIEX™ is being used under license.

FEMZ2 R IAC I T A HEE ISR L TR O~ = 2 7 v 20T THEES 1280y,

© 2023 K.K. AB SCIEX.
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