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K2 =a 7 VP TOEEDOIRIZONT, —HFRROLIICFRLTEY £7°,

e W1
SCIEX Triple Quad™ SCIEX QTRAP®
4500 LC/MS/MS 4500 LC/MS/MS 45001 — X
System System
SCIEX Triple Quad™ SCIEX QTRAP®
5500 LC/MS3/MS 5500 LC/MS3/MS 5500 1) — X
Svstem Svstem
SCIEX Triple Quad SCIEX QTRAP®
5500+ LC-MS/MS 5500+ LC-MS/MS .
System — QTRAP® | System— QTRAP® | 0000+¥U—X
Ready Activated
SCIEX Triple Quad™ SCIEX QTRAP®
6500 LC/MS/MS 6500 LC/MS/MS 6500/ 1) —X
Svstem Svstem
SCIEX Triple Quad™ SCIEX QTRAP®
6500+ LC/MS/MS 6500+ LC/MS/MS 6500+ 1) — X
System System
SCIEX Triple Quad™ | SCIEX Triple Quad™
7500 LC-MS/MS 7500 LC-MS/MS .
System - QTRAP® | System — QTRAP® 75001 —X
Ready Activated
SCIEX Triple Quad™ | SCIEX Triple Quad™

7500+ LC-MS/MS
System — QTRAP®
Ready

7500+ LC-MS/MS
System — QTRAP®
Activated

7500+ /1) —X
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LC-MSD &

K SCiEX

ARBFREHPLCTHREL-R, BHMEEAAEL. EESERICEA
Ao EE/BRILE(MZ)ICE>THEE-RETHHE

LCORFREEMERBAOM zOBMEMNSBETTES

PC
KKE YIb2F
HPLC F—5
etc. fEHT

LC-MSDIEE -BE B SN S 1 F- K /SCIEX

SEEEE 174 21i% B
f El ‘ / BEoHEt \
a (MS)
(BEZE)
ESI
APCI L) 2
APPI Y=FPAAISYS
\__ =5 AUrSyT
e A i
MALDI TOF
DART
‘ ) DD FT-ICR
ASAP
fEfE A RELS DESI B
SEEEASE ) \_ Y, \_ ®RE )
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EEEAI OT RIS I(LC) LI K SCIEX

* BHEPORHLEVLERS DO
- B EEEAR - BEBEORMME-HEERADENICEY,

BT AEMMNELS
HUTIVRE B BEEH(HSL) BHEBOTFIL
Bk
- /g&e‘_ S— —E-'J,L—J,L—
ik G

1

11

ﬁiﬁﬁll( DHTIVIGEE DERIRDFLF)T
mfEh TS

5B A HEBMS)E % K /SCIEX

MENDHEEZAET HEE
BICRAGL., FITHAGWLBDE, ESP->TEDAD ?

AAAL(EAA> - fiA4>) Y BB e
LAMIBHERVSES oM
AFERFEATAL. RRRFRORCAR- Bl 2.
Bl
\>

6) Ou

Brar /’B\+ _’Gﬁ:_'

m S
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BB HEBEMS) & X Y SCIEX

MEDEEZATET HEE

MSHYR 9 AE(

m/z (m ZA—i\— 2)

m- AT DEE
zo A DERTE

m/z DIEEERENL, BEZEH

. ok maF ) ESIDAA AL
o) o MW =500
R——N_ R—NH+
. A Positive T1{li CAA LT 5 &
(500+1) / 1 = m/z 501
R~COCH R-C00
. Negative C1{li CA A1 d5&
BR7Or ST (500-1)/ 1= m/z 499
EHE=EEE/ TAVMEYVE=S SCIEX

5l : Reserpine(C;;H,oN,0,)
608.688 ¥ EE:608.688
608.2728 ( FERLADFHE )

RECLOSALEICRHINATOAIER.
THERHFRTT

T/ 7AVFE VI EE:608.2728

: HEMTEETIE
. T/ 7AVMEVIEHE
DEEAA>
" B ZHELET !
T (FEIESSEEEhTLDES )
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THEBHFBE SCIEX

ZTDILEREEZER TS5 TR TOTRDREFEDF (average mass)

FHHEEGFE): RTFENOEIRSh-HIE
ex. RERCORERMUAEDEELFHE

HE RARMBHFER
12¢ 12.00000 98.93%
13C 13.00336 1.07%

XRFRES. AMAFRELZERLLT, MNTTROE-EY{E

H 1.00794 ﬁig;g)%&ég;fl:
% TWBIEIE.

C 12.0107 FHREGTRITY

N 14.0067

O 15.9994

C,;H,oN,O, (Reserpine) M4 F&: 608.688

9
° EE B
T/ T7AVPEVYDEEEIE 5C|EX
ERFRITODVTKAFEENZRARKDELADEEXAWNWTEHELIzAA >
F=E D FDEHFEFEE EHE(exact mass)
E/FAYVRE w5 E & (Monoisotopic Mass) :
E:ﬁ_ﬁ]ﬁﬁkﬂh. BLHEHELEOBLER
609.2806 A7 CyHyN,O, AL 2R e 4]
[M+H]*  (Monoisotopic lon) ex. RRCORERMUENDERLEGFEE

o BHE KARRGEFIEE

o 12g 12.00000 98.93%

- E A 13g 13.00336 1.07%

"_A_"\
. 610.2840 EAFELEABRORGEENEE
[M+2]" 1H 1.0078

. 12C 12.0000

204 611.2873 14N 14.0031

. [M+3]* 150 15.9949

oy _{_FL;_M_” N F— C,,H,N,0, DE/FAVIEwHE R 608.2728

BT E/FAIE YT A7 [M+H]* =608. 2728 + H
=609.2806
10
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N ZHEAA> DOmzDEE (HH{FINDIBE)
m/z & %ﬁﬁ’r v (B/TAVFEVIE R+ HDH) | (H D) SCIEX

 EEOWMEETRE. mzABMEhFET. (MW TREHYELEA )

* ILYPARTL—AFULE(ESEE) TR, Zffi4A4> MARAMEShLEENBYET.

[ 13/955 L DEAFL OF KT A HMLTO BB F—RTEBYF LA, |

VADIEES (HHMD4tm) (355.34 +1)/1=356.34
W/\N\N/W\/\/WNH*
N N

21D IEES (HHt2o4Fm) (355.34 +2)/2=178.67
N "

NH+ N
MDFEE (HH3 D) (355.34 + 3 )/ 3=119.44

WMH'

NH* H N
11
LC/IMSD A # AL DIELE YK /SCIEX
Turvo V™Mlon Y—X
s ILYMARTL—AF4LiE (ESI & APCI)
- ElselctroSpray lonization, i Tinhoiouliniy

100kD

b
[UEIEZ ; g 100 Proteins
s RR[UELFAF LA %
- Atmospheric Pressure -
Chemical lonization, APCI §
3
i Carbamates
Steroids )
High
Polarity
EATLETORE TR HEE

12
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Turvo V™™ |on Source * SCIEX

ESIMGAPCIZEEICYUIYEBEAONET

) ‘;' ESIA70—J
‘1 t,' APCIRRZ7n—J

The Innovative Turbo V™ ion source

MDAV EERETHRLELL, ESI. APCIERDIDDOAA VR
ESIBLUAPCITO—T I, MSY R T LICIZ#E &
TSTTFURTLA, TO—TEXET 511 TMSH EEIRH:
TO—J ORI ADBEOBELTIEE

SHMIET APCIBET =27 LIEHEE TN

13

OptiFlowPro SCIEX

ESINGAPCIZHEIZUIYEAONETT
* EVa—)LEElensD A EH B TEHEIERHE
* ESI(Analytical) EV 2 —ILIEMSY AT LITIEEE K
* APCIEDa—)LIZA T ay
° FMIEI APCHRER =7 ILIECHEZE TS
APCIMDElenslz 755 #{ERALET ESIRDES 21—V APCIRDEYa—IL

ESIFA®Elens

14
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A 74 EEDFFE

e /S

ESI APCI
BXHFE #1075 Da #1300Da
e iEt hiEt ~ i EiEtE~miEe
HoT L ﬁﬁl‘g}%f; ThE .
ERE EELL EREmaIcHLTEY
i bt 37 #nL~ 3mL/min 0.2~2.0 mL/min
AFoHTLyiay - Hots
LD TINDRAVE RS Pl
LCHEERORE EEshed REIhIz{
LEEOEEMBIEIZES CSEERET S HTO—TEHLTIS
ZlA o NELEZDTETFILED R TINGETRERTOMER
204 DI EEF Z<{ELES. EREOREIZEY
DSRAA—(ZEFRDNERT D=6, OO+ =—FILHENS=HREEH
EREEATOREROERES EFT2, @oF=—FLDY)—
ETI3580H5. —UGEFAEREILERTS.)

15

A4 74 163k

K /SCIEX

ESIDA#21E
1) A4 ESRICECHRENHREIND,

2) REDBENEFET DI ONREMN
INSKIEYAF D EERT B

3) THITEFENE

EL EBBITRERS
[CEYRBIZERFELIETEINIF I
BREIORFEICEIYKIMBICSRUET,

ARE

= (Atmosphere Pressure) --—

Flow

Nebulizing Gas

]

1

1

1

]

: (GS1)

1 TurboHeater (TEM)
1 /Healed Gas (GS2)
1

1

1

1

]

1

lon Spray Voltage (1s)

I
i "R
T -2
Fo—niore ! E
ot R I I mm |
: - .
1 2 ® e o —— B
1A 8 2 ! e
1

(RERAH<7-OvH)

1 Curtain Gas
(CUR)

16
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17 & SCIEX

APCIDA#A 1k

1) FrESYMNLEZEINT:
. — s K [UE(Atmosphere Pressure)
ﬂ)j)b;é;&m;&:ﬁ%?&‘cm1téhéo o “l' Nebulizing Gas

Gs1) |
1

2) AN FRETERSE:

. Heated
<+ Nebulize |

(TEM)

1A ABREATNERIEEET | :

N iz 15 - mmaF
’erJ'”:T%)o -‘-ID‘)'H!I—; 2» ——e® @ YTINRTF :; -
| mmaFo o il 4 |
I AAAL 5 '
] x (DP) ]
| YIARF | '
e Y I
1 I5RE— | =
- o MR '
: ":‘ / ' T'_ "Rz :

____-___——_———_Eu‘rlainGna
(CUR)

17

A A MEFEEAF LI NOT VESHEE SCIEX

| — |
ﬁx - - .
EE Positive Mode Negative Mode
R—30H R—S0.%
10000 )
- i R —0—50,H R—0— S04
ESI BlE _—
R—C00H R—CO0X
1000 R—MH,  R—COR®  R—COMY R—S0H R—X )
APCI PBE 0 RN R0-SOH RO N ©/
pl o RTCHO @ )
N R—C00H R— X
0 H ; . -
R14U—'—H3 R.I_LI_EZEA’_RB &
RZ I i

18
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T H5ELGA A (Positive Mode) SCIEX

| IMe2HP
me3H) |
ESI [ e [Nl
[ [M+NH4] § =
I l 17 =&>% 16 [M+K]*
| e > te—>.
[M+H] *
M |
APCI |
I [2M+H] *
1 H
m/z
A 5FEGEAA 5 (Negative Mode) SCIEX
ESI -1 | [M:CH3C00]
o | [M+HCQO] & [+CF3g00]
i | [M'H]I 48  114: 54 .
| | € >
APCI e w

[2mM-H]
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LC/IMS(/MS) TER SN 2 EESTEDIELE  Jk SCEX

- MEEE B | SCEXTHRFELTLBEADARE |

- MEATEEMRLSRE
- BHEHBETHTFDa. nREFHTFEE

s AFAUNSYTEESHE
- INRIT BERTISTAVMA U ERETES-0. BERTFICEREND
- FIYTTEBAAUDEICHIBELNH D=8, EEMEITIEL
- BE#HMHEHMTFDa, S REETEEHRTEE FEUVEHEICBERAIES EiEER LT 5)
3DAA SV T
Y=FPAF 597
- ;YT T HERMIEL FSYTOREREZRELTLND

* RITEME! (Time of flight) E &9 HT
- HEHFENEC(BRNICIIREKXR). 2BELEV(HBEE)
- HBMART. EENLEREA-EBIEME

* ZTDOith
- SR (HRELNBL EERLHHH. KRBT, ELY)
- D) IZEBRBLGE (RESBRENELY)

21

U B B AT K /SCIEX

FUEFE Quadrupole

ARDEBDOE T HEBIZENE N,
EREEEXREEZNML. SEEHED
AR#BZEFALT. EEDSDLDITEITI,

(k]

» EERAZRMTIREEARL
* DREEIF0.TURREA . EEDNHE 57
s REROERMENS FAMFIVILUOMNEN

22
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mERE SO RAIE S SCIEX

SIME—F RFrUE—F
P HEEETIATOS—ELTHIE  « HEOREISAAUASRRINTLC
. 7?(74)[:9—0)5’%14;(m/z) I:.tlﬁli'éc . RRIAIE— DR (/) R
. =TI DAF 2 2THRER [CEAL S BTt B EE
SERETHI0. MR THBENGAA 155
* BELEAALSNTEEESRGEN s EBELEMZOEREOTRTHOAA
MigHah3
MSZ1 )L 32— MST 1 IL3—
PY OOOO0O000O ® ['Yole] o0 o0
@ 0000000000 ® o] Jelel lo¢ @e !§
@ OOOO0O0O00 @ 0000000 0@0
SIM SCAN
23

M1 FILEERE(Z VT L)LC/MS/MSE (£? Y /SCEX

BEZXHMTESH2E 28 F>TLVALC/IMSD &

)T L EFELC/IMS/MS D
MS/MS
wo--@ B B
(FRzERR]

Precursor lon(ZF)h—H—(F>):

TTDAF D&, RIBRA A EEHLD
Fragmentation(754 A2 F7—33>) :

AF D EERRICEY . NESWNVEBDAAUEFERT ARG BTFIEEEDS
Product lon(zZ7 0% kA7) :

HEIBFEDAFAUDNERLIzAAEI T 75T A MAEELND

(EM BAHBSINERTARARILOAN ) —RIEESR)

24
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KJZJJLPYEHE Multiple Reaction Monitoring (MRM) * SC“EX

O --oeeev - \_
¢ &
@ . PR )
o — .

Precursor lon Set

Q1) (CAD)

739 xA 07— 3

Product lon Set
(Q3)

Q1:X[<Precursor lonZX ¥+ ERLET,

q2: QI TRIREh=Precursor lon{#>%FragmentationLE Y.
Q3: Q2 TEREh=Product lonZAF+UBIRLET,

25

K)T)LMEE -MRME—FDEFE-

Y /SCIEX

MRM: Q1B LUV QINRT ELEIBEEDEYLTRIESNS

* FEE DPrecursor Ion(Q1)&EProduct Ion(Q3) DR 7 E R E T=5

Group Compound Qi Q3 Dwell

1D 1D 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 Cymoxanil 1 199.100 128.100 100.000

o IN\WHITSHURMEL BS/NNELNE=6HMS/MSETE—F D THLBHIESRE (LOD)AMELY
s BREMETEERICALTRY., RRYOIN SLOEBEEERIZ, RAVT—FKh LB -RERE

B UER AN AT
« REZOTEAMLEL
¢ BRESBVH, —FIICED
* 15 &H 1Y O BIEEFE (dwell time) T:E#EHIE

26
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ENHLE? JERES) K /SCEX

c REVHETRERZ/EMK
* RERLE—IEENL. HUTILDREEZHETRDS

b

[

Ei

Imensty, cp
EERER-EREREERERE]

r—oEi- - |\ ™ ’
15 9']?"‘771‘-\
MR (ng/mL)
BEICEADEO-6H . UVOEAEHESBLEShD@HIE -
BT HEEEHATL
> BULS/INIZEY  BHEENRL
27
UV vs MS vs MS/MS K SCIEX

r)FIILEEBOSRME—FDETIL IR T ERIX. EEDHTICERE

HPLC

SIEICEYERTETE, BINETRT
MBS ITIEBIZEN

- EERS DN BHE
— SEEMERLTLHRTEIVNESL

Retention Time

" ]
KRE—HRBL S HTSHUELEL & Em

ey

e, LC/MS s | LC/MS/MS )\
R SR el Jﬁ”m s &
S LA ShiT, REE— Oﬁ‘ﬂ?f‘d‘(ﬁiﬁﬁfi)
e — 025 J>a.< J\J77'7‘7/|‘|¢1E 95 S EHEL ESIN)
=

28
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=P SCIEX

* AIFEAYwEEB BIEREE (A YRERK)
- IL—FUoNHMOAITSEEHIZHYES,

IW—Fona—20HE
. ZOI—IDHAIR—T LS FSEFHIZEYET,

MSHEEEIZDILNT :
UpdatezhbZEAHYETOT. EXGERBLEITDEELTIILLTES B,
http-/Awww mss) ip/publications/pdf/MS Terms 2009 pdf

29

MEEEENFTEHDRFr 24T K /SCIEX

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

MRM

Product Ion Scan
Precursor Ion Scan
Neutral Loss Scan

MS/MSE—FK {

30
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Ay RERDT—4 70— Y SCIEX

1.MRM(SRM)& 4 D #& &+

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

2AF ) —RINTGA—Z—D & ET
o HEETHEL. SHIZRENARELZIZEDH
EELET, .

¥ .

3LCEMDIRET
© AL BIBRFERIALES,

SHTAYYR

31

BEA Yy REBBRBIE (X Yy RERK) S

SCIEX OS ®V I+ 7IZLDH HEH D B E&E 1k

1. MSKRER/NSA—EDETEIL (A2 Ta—2a VYU SHER)
o JYLUIZIRERZREEYRT-5, SCIEX OS @A H Bl E L
* Q1.Q3.DP(m—>&EF). EP. CE.CXP

2. 44—k (FIA: LCE{#FERAL-f&#E1t)
* Source temperature R/%) . Spray voltage (14> X7 L—&EIE) - - -etc.

MERETAEL, BEZSLICROSIBEICRBELET .

32
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BIEA Yy REBBRBIL (A Yy FIER) Y /SCEX

st ML E (RIRE)E/ N5 A4

Compound Parameters :

Voltage Function
Declustering Potential (DP) FVI4RTL—RhMNBEBEE. 1A DE|EAH
Entranc Potential (EP) AA DR
Collision Energy (CE) AF2DIZT A T—23>
Collision Cell Exit Potential (CXP) AFMQIIZAZDEHBNT D CXP
33
BEAY Y FEBBRBEIL (4 Yy FHER) Y /SCEX
e < S
Q3 Ty
'”P:'fﬁldﬁxlfw"ﬂf”fifjlluiv
CE CXP

34

1-17



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

Hh—THRA

(lon source gas2)

CUR (Curtain gas) psi | BRMLE
RISAF—HZ | o | oo ap st
GS1 (Ion source gas1) psi | FITSAF—H2R
o i ety - . -

WETITHMELIZH R

GS2

[E:

W o

35

BAIEA Yy FEBEI&EBEILE (A Yy FMERK)

K /SCIEX

"F T RE BT A Rypepagn [ EY=I=E1 ] AlaTse % hLe " TEY=I=EL] B UL b " ELREDEe
TIC frars FUMGPT-TEM-BR5-4-1=13-0 72 Expvp_armeoctor = S torgeratare, R 35 tarw t TIC o FUADT=TEM 58411~ 8- B9, et rercr = v vt VW OF el 'flc.-_uuS'-'Eu-s??'.-J:-----;-.‘:-s«.-«vs framsl_amsine = Brure tmeprnen <UFH (e

- s 3 s I a| oy -

. [ el T w e

ket ( | ::: | :9\.- I|I |II

e | | =
_— . TEM=300 s TEM=400 ! 5 TEM=500
™ = 1 |
i | T | e |
i H |
o / | x4 | | ol |

e el |I s |

e |I, 1t \ wone | |

™ I|I "\\ -:: ||I \ bl |

e, - e we— T m:‘ ! i

1 ] 1 ] i [ [ [ i [ [ [ [ al

n - A REEEE =

e FU " 2 [aargl wrars scx bamparatay, iseal #

::: e .

138 1

[0

"

wl \ TEM=700
P | TEM=600 g oo ( y
g o 2 -
i |I ! Ead ]

Eled | II At ‘\

\ ot N B

o | \ el

R —

UH " 5 [k [ o ] L4 3 [ o
Tirm,

o= |+

36

1-18




HR o

, IW—F oA —ADFH X
* ZDMhdDTips COR—HIDHBR—ILSNEBERBITHYET,

MSHZEICDT:
Updatezh b2 EAHBYETOT. EXGERBRLEITDEELTIILLTES B,
http://mwww mssj ip/publications/pdf/MS Terms 2009 pdf

37

HPLC B2 DUL\T Y /SCIEX

e |
- FEREON\YI7F—(JUBEE)T. FRATEETA.
- ASARRITEFNEFERET . KEKSBMAKTTTVTHERALET .
ESI
- N\YI7—REDLRIZ20MMEETY,
<HEE/N\YTT7T—>
Positive ion mode: g, EFEE (2-10mM)
Negative ion mode : FEE7UE=Z D L, EFEE 7 E=D L (2-10mM)
<HELEENE>
Ko AR/—IL, RNV EHRLET,
APCI
- AFUEITN\YT7F—ORMAZFOEELHFYHYEE A,
- N\YI7—REOLRIX, 50mMTT,

38
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FD D Tips K /SCIEX

o AVYYMEREF(BE&BEL)DHEDFARIFK
—- 50% A% /—ILIKBE®K
- 50%7th=k)ILIKBR
XATMATOBRESABRALTISE X, FEE(0.1%EE)CEFEE 7 EZY L(BGMMIEE)
EHRmMLET,

* LC/IMSAIETIE. RE2MmATRDO AT LE—REIZFERALET .

s BEHRTOERBIERE
- AHAERENENBZEERTL—REEFTRELET,
- AHBEE100% CTHERTHIILEBEDHTEE A,
- KIZ1-5%REEFULENLEFELILNTT,

HER: KOEFICEY, KBENEFRAELTTONATN/EEE T S0, 111
MMEESNET . ARBIE100% TIEAA ML ENTHAYET .

39
$%E) ESEEIZHTATNIvIRHE Y /SCIEX
\ STDMZOILT S A AF AN , AAAC{EHE
y A FEN., N oA
%‘ %. ...... %,
> aA
Time Time Time
Accuracy(IEFES) Accuracy(IEFES)
100%LELTF 100%LL E

s HBHLTKAHIRMIYIRADEEFIZEYAA AL ELE L

* = EHESDOET

s RRELGDZESD THR A (BB, KB BEHE. B- 59 F. EHMH)
o = ERIOFRITEEL L

40
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Z%E) IMI)VORMRDEE - KR

SCIEX

HGERD: RNV IADEERST
(1)EAEDHIR
QB TILDFER

HIGERQ: REREME(S)ZERT D
EKFEWL13C

IR FEEEZD
(NP BENSLDOEE
BB, I SOIUIEHEDER

XL R@ : BIEDER

41
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MR R —

ESI:

APCI :

LC:
IC:
FIA:

m/z:

MRM :

QIMS :

Q3MS :

EMS:

MS2:

EPI:

Prec:

NL:

Electrospray Ionization

(REETTIToNAA A AbD—>T, =L 7 huxFL—Eiiixfio A 4
eES)

Atmospheric Pressure Chemical Ionization

(REKJEFTITbN oA A MbD—>T, WlHFIIRKIEAT L—IZ k> THER L
SERBN A, an T B TAERES A A U EEUSA F ) E RS EETA A Ak
T5Z L)

Liquid Chromatography(i&{&2 v~ k77 7 1)

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

Flow Injection Analysis

EA LY TN LC A 7 L&D 5 H1E)
Mass-to-charge ratio

(EEEM, A A OEEm) % B R (2) TH - 72 1H)
Multiple Reaction Monitoring

Q1 TEIRSINT-HFEDRIBEA 4> (Precursor ion) MHEUDEEDA 4 O
N et TSI ga n i AW SR

Q1 MS Scan

(w AART MVERIET D012, QL TEE LA A v+ 2 5k
Q3 MS Scan

(AAR7 MVERIET H12012, Q3 TEA LA A v 2R+ 5515
Enhanced MS Scan

(Liner Ton Trap #FIH LT, E&E LA A ZHHT 5515
Product Ton Scan

(B E DORIEEA 4> (Precursor ion) 764U 54 4> (Product ion) #HHI 5
J51E)

Enhanced Product Ion Scan

(Liner Ion Trap Z#/H L T Product Ion ZfHd 2 J5i%)
Precursor Ion Scan

FEEDT 0 H T A F 2 &L L DR TORIBRA A2 & 2 757)
Neutral Loss Scan

(e E DO HVEAL Al 2 B 28 T ORIBRA 4> &kt 2 i)
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IDA:

DP:

CE:

LLOQ:
LOD:
%CV :
RT:
S/N :
IS:

Information Dependent Acquisition

(P—_A 2% VCTHAE LT MS 227 R BIREDTRNA A 2R L, Y
TNHA LTMS2 H5WE EPL OF — % 2 EE4 5 Hik)

Declustering Potential

(A% MS WEHI~BI AL TZODEETHY . AV 7 4 AT L— MIEENRH
D)

Collision Energy

(MS/MS 72 ¥ D CAD ERICEBNT. Q2 TA AL ZIE S L0 DEETH Y |
Q0 & Q2 DENETERIND)

Low Limited of Quantification (& & T FRAE)
Low Limited of Detection (& H T BRAE)
Coefficient of Variance (in percent)
Retention Time({fFFHER])

Signal to Noise

Internal Standard (PR HE4)'E)
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2 Y7 T OWBME

SCIEXOS®Y 7 +b U =T D7 7 A N

o UV—JRT—2arDCRIALTIZOS, x FT7A4 7 (x: MALAERIZLY D, E, F2%
B2 F N SCIEXOS®Y 7 vy = TIZTHE LT — 2 SN FE SN TV E T,

» This PC » DATA (D:) » SCIEX OS5 Data

o BTOT—H, T AYy FEIZHBAENM, &, R4 T EICnETLZEn
TX., ZI% Project & FEOVET,

% Project (ZIXZENZEID [Project £4] #2752 EmMTEET,
o T —HEITF%Y [Project 4] 7 A /VHND Data 7 4V H NITRIF SN E T,
(x :// SCIEX OS Data/ [Project 4] /Data)

e SCIEXOS®Y 7 hU =T IZXoTHERESND 7 7 A VOFERIIER 2 H Y T, 77
ANVOFEIEIZ XV FFEOIR TP HEBNICMAToNET, mWEETHWWLNLL D
X, .msmMS # V> F), lem(LC £ Y v F), .bch(X v F), wiff(Z—#). .qmethod (fi%
Hr A > R) K. gsession(E & F) T,

Project

e SCIEXOS®Y 7 hy =7 Tix, 7 —#WEE, EEMERE %, Project = & IZE P
LTCWEd, Project X, SCIEXOS®Y 7 k7 =7 L#id Status Panel(ff] : [EEE) %
7V w7 %D EA— A #E O Configuration 7> 5 Project Z38#IN4 5 Z & THRRE N,
TN T A =2 —IC K RIRTEET,

Projects
Projects Current SCIEX O root \ project:C:\SCIEX OS Dataltest
o S
* . r'3
In Ro 05 Cauta i Current ij@‘t: test v .: 0
20 PS5Ba

Queue

v o
. .
" )
.............................

o T—HOWELE, EEMRER SR, ZO7 7 A VPRGN TUV D Project 3R L T
WHRFOHRBIK ZENTEET, 72720, TTIZBHWTWD A Y v RT —4 72 K,
Project #EW L CHFRRINTZEETT,

o CHTZICHIEZBIMGT HEEC, IEENED D2 E135%E 5 Project Z1ERL L. AT 5
Z ERARETY,

o HilziX., HDHWEEN Project Z1ER L. Project WTRX Y v ROTFT —X% Z{RAF LT
B, Y495 Project ZBINT AT TEDD 7 7 AN T ERLZENRTEDL LI
720 F9, (x// SCIEX OS Data/ [Project 4] )

RNy 7T v FIDAWT

o NulT o7 EmMAHEIL, SCIEXOS®Y 7 hy =7 BNA VA h—LENTWNDH KT A
7 xi// SCIEX OS Data D7 4+ A H L RNy 7T w7 T4 L2 BEOB LET,
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3 SCIEXOS V7 hU =7 DEE & FE— KiZOWT

SCIEX OS Software #A— A EiH
Desktop D7 A =1 ’ XTI Y w7 L, software ZiLEI L £,
SCIEX 05

e Acquisition : EEDTF 2 —= T BIOUEHDA Y v R, Xy FEEKL, 7 —4 %
B0 iAHET,

e Processing : 7 — ¥ ORI L O E O EVERNT, EEMT, 71477V —fRE
BEITWET,

e Management : g OB B L RNT A 7TV —DA VR — b, 22— —BGREELITE
R

A\
o % Window % R sz/ﬁ\%%ﬂ@@ﬁﬁi)iéﬁf%ﬂi74’ =N /A I A B VRN

%'J@Eﬁfﬂﬁgéﬁf%&iEY/l’ arxz7 Uy 7 LET,

O SCIEX OS

HE fiEtr B

Explorer

Configuration

M5 Method Analytics

1
% Event Log

BT —FID720, BEKOBE & RR 56N TEVET,
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4 HIE
4.1 HIE DRI

SCIEX OS V7 hU = 7 O, Project DEIN, Hil4H4 2 Hzm D% E

(Configuration)

AV

B b A D Acquisition Method 733 %

[ N LTy p—— 1
(MS Method)

\ 4

A F ) —RART A — X Dl
(MS Method)

Acquisition Method % {Ef%9 % W:
(MS Method. LC Method)

!

4 N
VAT DO ZAT O _
(Equilibrate) )
. /
4 N
Acquisition Batch #1Epk3 %
(Batch)
. J
4 N\
WEZFITTD
(Queue)
(. /
N
T — X DWEREAT 9
(Explorer)

ERRIRZ1T O
(Analytics)
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4.2 V7 N =T OEH)
SCIEX 0S Y7 b = 7 DiLHh

Desktop D7 A =2 ’ EHXTNT Y w7 L, software #iELE) L £7,
SCIEX 05
F721%. Start A ==—>SCIEX OS>SCIEX OS »*5., SCIEXOS Y7 b7 =7 % L)
LET,

4.3 A =R/ A NRY (=45
@ i A Eo Status Panel@l L DaErUvs Ui
DYy R T TR IR D £

@ Projects D@ &2V v/ L. 4BAEAHLCTOK A2 v LTERT U= R o
YERE L E T,

7Yzl hOFAFS  D'¥SCIEX OS Data
BFO7n Y= FaBRTLGEIETNVE T N GRIRL £,
Training Tl Project 4 % Training & L £,

Projects

B New Project *

Type a project name.

Queue

Acquisition samples waiting: 2 | | |
ple time remaining: 0d Oh Om 0s

Acquisition queue time remaining: 0d Oh 21m 125

Lo
D —————————————— '
Devices

Einary Gradient - Pump B

Autosampler

Column Oven

System Controller

SCIEX Triple Quad™ 7500

Syringe Pump Model
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B MR ERET D
SCIEXOS ¥ 7 bU =7 CTHlH+ 22 E L £ 7,

4.4 £ D Configuration
(O Home [#ffi7A> 5 Configuration ﬁ Z7 Vv 7 L, Bmzhl&E £,

Configuration

@ Devices 7 U v 27 L, MS & LC ® Active IZF = v 7B A->TWDHZ L 2R L T,

[Active Devices|# 27 V v 7 L £,

*Deactivate THEEL, AV v RO TFEZALLZVLERH Y £7,

Devices

ExionLC AD

Type
Integrated System

ExionLC

Shimadzu

Last Modified
2025/02/18

Type
Mass Spectrometer
SCIEX 7500+ system
Sciex

Last Modified
2025/03/02

=: \/::Adlvate
Subdevices
Binary Gradient - Pump B
Autosampler
Column Oven
System Controller

.
ot te

=: | *Activate
Subdevices
Syringe Pump Model
Valve Model

samp maining:
queue time remaining:

Devices

Activate Devices




@B T A 2O TR

EOWREZMRLET,

% : Running — Eiib i 7= 12

: Standby — 1E&
. Error — #EkaiREERCA v bu s w SR 2l
X ORI TWAETOLERE

% Standby (29 5 21%. T#8®D Direct Control /X% /L

@ Standby 7 A4 2% 27 Vv 7 LET,

Devices

EELE 7V v 7 TAHZETEFOEBEBOFMZRE (Device

Details/Detailed Status) #F/R"THZ ENTEET,
(LC THIUTTRHECIRSE ., MS THIUTEZEESSA 40— ADFEE 7 Y)

Projects

Devices
ExionLC

Binary Gradient - Pump B

SCIEX Triple Quad™ 7500

Syringe Pump Model

Direct Control

©, ©

Standby Equilibrate

/|’ a(ERNEZ U v 7 BAEER

Lrald, BRI AT 2 ENTEET,

Device
Device Name: 7500 HM SCIEX Triple Quad™ 7500
Instrument Mode: amare
Manufacturer: Sciex
Firmware Version: 2004 PIB1100 PIAT100 (210610 02 A2 D5152731G ) --—----- 210916 KOLO100 20200415

Serial Number:

Detailed Status

Mass Spec
Connection Status @ Device State Error
Connected Standgy N/A

A A — ADOFEHH

Sample Introduction Status

e = '; Source Exhaust @ Interface Heater °
OptiFlow® Pro on Temp. OK
Leres |
Source Temperature lon Spray Voltage lon Path Electronics ®
350 C 342C 0V 2V on
Accumulated lons Mass Mode
1.452E+011 counts High
Vacuum System Status . . wm e s - .
Vacuum Status @ [ vacuum pressure 1 Backing Pump ()
oK D ssesTor 1 Enabled
S —
Turbo Pump = }#
- S s d
es

Device

Detailed Status

Device Control X

Column Oven

1 AE

1000 F0 3000

B oo mLfmin 2:1.5mL

<HEFER Y 7 FONR—T g N2 WERRITELY F4>
@ Wi EHoeE 7Y v LCHEEZHEUET,
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4.5 a0 Pl
I EBAAARTCHERR & AR ICRE L 2B IS, L 21TV E

(D StatusPanel #7 U v 7 L. F#® Direct Control ® Equilibrate 74 2% 27 U v 7
LET, Direct Control

©

Equilibrate

§
@ IS5 MS Method 351 O LC Method %
TNE T LD BIRL £,
@ EHfrd AR AEASIL, OKEZ 27 ) v 7 LET, .
X OEBEOWETIE 15 UL EEHER LT, S
Time (min] | 1|
EE CT

@ LC DOIEENRTRIL, ALK =R T ADMEBNEE D £, AJ1 U7 bR 23 s
#%I\CHEE A o Status Panel HCEIE ) o ORI - 75 b v £,
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4.6 5 Slkl e

Bl a FM L, SERICIESWEMS A Yy REERLET,

WERAMS A Y v REVERT 21012, AMS Wi/ ST A —% & B) A F2 ) — 2T A —
50 2 FEIE OB ATV E T, MS W8T 2 — X ORGELETTV, ZO%A o Y —R
INT A= B ORELEITOET,

A) MS RED /35 X —& OE: AL
= DP. CE., CXP 72D MS Wi/XT A — X Z i /IR E L £,
(7500 B 7500+ > U —X|Z DP /3T A —Z RHIFEREHTWET)

n U UURCT B ST, — DK T RIEREY)E DURIR & Rt TEA L7253 BB
WLEITWET,
% ZOEEL Infusion(IF) O i b & FEOVE 3,

[ F]

vV ZORIEGITER S T EIATOMERH Y F,

v RIREZRBR O B OFFEMER 2 L £ 7,

VAT EOFEESI £721% APCDE DL - T, mEfb LETLEZSH Y XA,
¥APCI TOfE LTI D APCL #ET A &2 2L 2 &0,

B) £ AV —ADNRT A—F DEEL
= Curtain Gas, CAD Gas, Spray Voltage, Source temperature, Ion Source GS1, Ion
Source GS2 7¢ & % i 72 EICEE L E T,

T AEMHTZRVREET LC/MS/MS & L TSR ABMEZ M K L7228 & fciiifb &
TWET,
¥ Z O#{E% FIA(Flow Injection Analysis) D i b & FEOVE 9,

[E2 ]

v 10 i3 & CRIKFIZHIE CE £97,

VA F ROFEEE L O LC KA GRIECIREELL ) N R & S AH SN BRI, FERK
WL EITVET,

»  Training Ti% Reserpine EM¥EME 2 W Tk b ERE TEMHA L 928, o
%45 T b AR O FNEC TRIE 2TV,
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Calculator 2V E/T7A Y by 7 EEBREER) L EH S TFEROHESIE

% BWOEMOTE ) T4 Y Ny VEREEHET D HIETT,
(D Explorer 7>% Show > Mass Calculators %% L £,

@ Mass Property % 7% 7 Vv 7 L, Formula |{ZFHHE 32T %27 S &k L
TebD)E AN LET,

@ Calculate %7 U v 7425 Z & T, Monoisotopic m/z |ZF /7 A Y F¥ v 7 E&ENE
TRENFETCFEES 7 81T Charged average mass (CE/RIIVET),

Formula:

Chaige state:

Composition;

Charged monoisotopic mass:

tonoizotopic m/z

Chaiged average mass:

Mominal mass:

RDB:

%  Formula

Mode iF+H. Negative Mode IZ-H & L Tk
Charge State A /J#i:

Positive Mode Dnl Elemental Compasition E Mass Property EAA Prop Negative Mode

C33H40N203

1 ‘H+' charge agent [else electron]

C33H41N205+
60928066
60928066
B09.636

09

15.0

ution Elemental Composition

|| Calculate |

‘H+' charge agent (else electron)

Formula [ca3n40N209
Charge state
Composition: [c33H33N205- |

Charged moncisotopic mass: |607.26610
Mencisctopic miz: 607.26610

Charged average mass: 607.673
Nominal mass

RDE:

5.0

WIEH O ALES, "H+ charge agent (else electron) D F = v 7 7R v 7
ANZF = v 7 % AfL, Charge State (ZiZ 172\ LI -1 & AS9 % L., Positive

LIS AR DEHE & BREE

Isotopic Distribution # 7% 7 U v 7 L.

FoRENET,

AT MVICERPEXTIHIHAIT

l

AR HERRETEET,
Positive Mode: 1, Negative Mode: -1

FLE A AT 5 & B EDORNR e — 2 23

TAA B AWDANRT MVIZRT v 7

LTV 7 L%, Overlay pattern on spectrum (25 = v 7 Z AL TL 72 &0,

iRy ===k

Farmula CA3H40M200 Charge state: l:l = bverlay spectra for depend

Merge distance:

10.00 mmu | W CHY Dharge agent (slse electron)

miz

09 28066
610.28393
61128671
1228541
13.29203
61429461
61529716

i Isotopic Distribution for C3IH40N209 H +
100

1000
i)
2588
1478
0207
0.025
0.3

Intenzity

a0
a0
0
60
a0
40
30
0
10

0

ent experiments
Galculate I

2

.-.
H

1
609 610 611 612

613 614 615
Mass/Charee. Da

616



A) MS WD /1T A —# Ol (Infusion 2 & % B #hfxiE l)
Infusion (2 X 2 &i#{b Tlix MS Z{#H 3 572, Configuration (% MS % &TIREET
Activate DT = v 7 % AT Active DIRBEIZ L F T,

[Infusion JZBELDOHEF — Y POk —]
O FEEMEOWRZ R L E7,
¥ Training Tld Reserpine Zff [ L £,

% Infusion OFELRHCAE 3 DR O HZE L 70 HIRFE
P AR EE

4500 U —=R 100 ng/mL

5500 F} LV 5500+ 2V —X, 6500 LT 6500+ U —X|
7500 B XL 7500+ Y — X

@ fEHEEEZ ImL F77035mL O T ALY U DICEEDET,
@ VU RSTIZEY FLET,
@ (ESI D) A A VRENEESIN TSI EEERLET,

B VUM ENRDIE—7F 2—T % 7500, 7500+ Y — XTI T . FRLUSMTA
TN o B —ERHA LA A —A~BE L £,

10 ng/mL

4500, 5500, 5500+, 7500, 7500+ U —X
6500, 6500+ U —X YT~ LT
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2T V—NLEOFHEE . (7500, 7500+ U —R(TLEH Y EHA)
- Infusion | E

(it : 5~20 pL/min F&)
fECDATE : 5
FECONE : 5
MH Y T 4 AT E
W27 9,

- LCMS JlI & f
(i : 200~500 pL/min F&)
HECONLIE : 3 or 2
BEQONLE : 7

=~

KAV 7 4 ANSAD LHES Z & CRER M B2 &, U< <R £,

RCONLE

HECYALE
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[Infusion HE{LDOYEEfE — & — 2 DR —]
D Home [iiiio> MS Method 74 =2 %27 U v L7, =i o s
@ F#lci s New DFREIGERZRZ 7 ) v 7 LEF, | ]

MNeutral Loss

® Q]— %B%E*R L\i—ﬁ_o < Precursor lon

Product lon

Q1 Mi
Q3
Q3 MI
DA
. Guided Optimization »
@ Method duration (ZH|ERFEZ AD L F7,
XOFHEANLE L TV A0 EMERT DL, 5~10 DRREEZ AT LET,
(5 Scan rate % 1000 Da/s IZFRE L £ 7,
® Start mass 72 5 N Stop mass (ZAF ¥ T H#HE AN LET,

% Training T 7 5 Reserpine(sy & 608) DA, Start mass (2 590, Stop mass
(2660 Z AL E£7,

[B> F]

¥ OE/)TAY MYy ZEED 10 Da FRE/NSVMENS, 50 Da BEREVE(T %7 k-
A X BHERTHIZD) AL ET,

X AW E FRCRE(E T 256, ETOREYRRONLHMEE LET,

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

Method duration s 5 % min Total scan time: 0.075s Estimated cycles: 3995

@HIERFH]

¥ Source and Gas Parameters

lon source gas 1 20 z psi Curtain gas 40 z psi Source temperature Q ec
lon source gas 2 0 z psi CAD gas 0
(®Scan rate
¥ Experiment |Q1 v
...............
- o
Polarity Positive v Spray voltage 5500 vl V Scan rate 1000 ¥ sDa/s

. -
g o
.............

Advanced Experiment Settings

Settling time 1] | ms Pause time 5 | ms
Q1 resolution Unit b Step size 0.1 +| Da
Mass Table  Import from file.. Q0 dissociation Simple v
Start Stop Scan EP
R R T || (B
1 % 590000 | e60.000 |8 10.0 N V=N
oAt T O AF v 9 5 H Fiii[H

@ THRIZdH % Data Acquisition /3—® Start #7 U v 7 LE T,

Data Acquisition
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® LIgE2Z 1 0fidE, 5~10 ubimin flRE T UV UOR T2 AZ— R LET,
[ F]

BT 2— T OFOTT —IC L0 | A7 MUIRREEICR DI ENH D M,
LIZH O L RELET, AlHEAIE, YU Va0 LRETHT ., Fiis —RY
12 20 pL/min FIZ iP5 2 & C. RETHE COMBEEMRET S 2 LNk ET,

YU VORSTDARE— N HE

(D Status Panel ® Devices ® Syringe Pump Model ®7 1 = ‘/% 7 Uy 7L,
Syringe Pump fF# & &~ L £7,

SCIEX 7500+ system @

Syringe Pump Model ml (])

Valve Model (])

@ Syringe Diameter (23 > ¥ ONEEZEIR /2 6 N Flow Rate # A1 L £,

¥ OWERETROT AL A R U U ONEN 1 mL OHAIE 4.61 mm,
5 mL OFA 1L 10.8 mm (2 L E T,

¥ Wb BEALIE TpL/min) Z&RLE 5,

Device Control X Device Control x
..................... " - "
Syringe Diametes [ aermmiimy v Syringe Diameter 1 103mm(sml) H
H _— Flow Rate:
Flow Rate: s 4B
- - Flow Rate Unit
Flow Rate Unit H ul/min hil Verify the val
.....................
- fields before cl
[san — Foor P i o

@ Start "% %271 w7 LET,

X HERP O AE AT L7WiEETEL. Flow rate (2t 2 A /1% Update
RN HI Yy LET,

X VUV UURUT DN E XL, Stop RF L E7 U v LET,
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@ DT 4HEAAMHRL, ZELTWHIEStop #27 Y v 7 LET,

Data Acquisition

a. £ TO7 v~ 77 AEEO TIC NEZELTWD Z &
% Hm FEO Data Acquisition Z#27 U v 27325 & TIC RRATEET,
b. Positive, Negative Mode ® EH 6 TA A M T 20T 5 2 &

% Training THEH9 % Reserpine O¥& . Positive T— RGN KLY A A 50
MREL 720 E7,

c. BHEMEEWHE DA I (m/z60)N Bl SN TNnWDZ &
d. BHLEWHEDA F DA U BEENRSTHD L

TR A F R
4500 > —X_ 5500 B L 5500+ U —X, 105~106 cps FLJ&
6500 B L 6500+ > U — X, (4.0e6 LL )
7500 B LW 7500+ > U —X 106~108 cps FL/E

VBN UTC Save R VI HREREZIRIEFLE T,
% Reserpine_Q1_posi & 4 Hi% 21 TRAF L2 HE. FiLOS&ITICRFSvE T,
D:¥SCIEX OS Data¥ [Project #4] ¥Data ¥Reserpine_Q1_posi.wiff
D:¥SCIEX OS Data¥ [Project 4] ¥Data ¥Reserpine_Q1_posi.wiff2

D:¥SCIEX OS Data¥ [Project 4] ¥Data ¥Reserpine_Q1_posi.wiff.scan

Spectrum from MA-2022-11-10-19-57-41.wiff2 (sample 1) - sample, -Q1 (100 - 500) frem 0.969 min

139.61
1.5e6

1.0e6

Intensity, cps

5.0e5

17316
102.01 236,10 261.28
0.0e0 1! L 21716 ] 309.65 37910 405.20 458.23 472.25
O t + T T T T t
150 200 250 300 350 400 450
myz, Da
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[Infusion kD BA#A] —

@ Home i > MS Method 74 =% 27 U v 7 LET,

@ 4.0 U FDONR—T g 0%, EEBIcH D New O FREI(FHEZR)Z 27 Y » 7 L. Guided
Optimization Z &R L, MRM Infusion % &R L ¥ 7,

@ 4.0 b AR—T g 0%, EEICH D Guided Optimization ® FRHI(FXSR) 27 U
7 L. MRM Infusion %3 LF* 9,

IR e e llopeis el Guiced Optimization + JENieks  EEEEEE ©
;
ant LA

= ] —

Neutral Loss

Precursor lon MRM FIA
Product lon MS? Infusion Create an MRM method that uses syringe infusion.
al I
Qi Ml

a3

Q3 Ml

Guided Optimization »

MRM Infusion

MRM FIA

MS* Infusion

@ AV v ROERKRITE%EIR L3 (Training Tl Automatic % 3%&R),
% Guided |29 5 EEETNRT A —XEOBRENAIREIZ 72D 97,
& %28 R L £ 9 (Training TlX Positive % 34R),

Preparation

Select the mode of optimization.

et creaon {5 A G oy & i
Guided 0 Negative
Ay N OFERTT % BIR Rt 2 R
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® TFind transitions automatically Zi&R L T GREFIZZ L O E2MEHL £9),
@ fb&W4 %= AN L £ 9 (Training Tl Reserpine % A /), SCIEX 0S3.4 75k 10 1k

B ETATIF),

® Mfik%E AJ L %9 (Training TiX 1 2 A1),
@ 7V h—V—A A D m/z% AN} L F 9 (Training Tix Q1 Scan THEzE L 7=l % AT,
b T 57 7 7 A v M A O¥E ANJ) L E T (Training Tl 5 %385,

¥ K 10 FTERAEETT

® ) Find transitions automatically

_Intensn:y of the precursor 100 *1 cps _Intensn:y of the product 100
ion exceeds ion exceeds
Excluc_ie .product lons that % Dacofthe precursor ion
are within +/-
¥ MRM
Mass Table
Compound Precursor
B ion mass (0a) e
1 iReserpine,...; £.609.000, .. e eereneneaned ;

ke EAD

I h—Hh—AF D/  WEE AT

X VT IDONR—V g ko TERBELY £,

-
v cps

Number
of fragments

TITRA AT B
AT

[boF]

BERNOD 7 Z 7 A A A2 CTheafb 7 584 1%. Use known transitions % iR L,

MRM OFIAbEMH L Q1 BLT Q3 AT LET,
CORITEBAITAST 52 LN TE, Excel IZHXIELTWET,

@) Use known transitions

Enter the transitions:

¥ MRM
Mass Table
Compound
ID
1 Reserpine 1
2 Reserpine 2

Q1 Q3

mass (Da) mass (Da)
609.0000 195.0000
609.0000 174.0000

| |

@ A Fo Continue #27 U v 7 LET,
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@ MS NTA—=HITRROPIANT A =22 AT LET,
% —J% Stop L7ZRIZHE Start 27 U v 7 35 2 & TREBEN KM INET,
Set Initial Conditions [het st fsop ]

¥ Source and Gas Parameters

Curtain gas 40 + psi lon source gas 1 20 o psi lon source gas 2 o v| psi =

Spray voltage 5500 LV Source temperature 0 L oC

MS /T A —%

v Q"
Polarity Positive Scan rate 200 Da/s
TIC Compound  Searchingon  Found Intensity
D mass (Da) mass (Da)  (cps)
reserpine 609,00 609.29 546000

iy 4efl Note: Compounds that are not found have a Found mass of N/A. They are not used in the next steps.
=
£ 266
£

0e0

0.02 0.04 0.06 0.08 0.10 0.12
Time, min
al

5e5
2 265 608.2884
E 3e5
2z 610.2626
o 2e5
= Te5 f6061286

0e0 1L LD

607 608 609 610 611

m/z, Da

<Infusion Fxw LD A > ) —RDIXT A —H FIHAERF] >

R 4500 vV —X_ 5500 BELW 5500+ ~ U —X,
REEE 6500 35 L T8 6500+ U —%
Ion Source GS1 0~80 20
Ion Source GS2 0~80 0
Curtain Gas 30~50 35
CAD Gas 0~12 9
Source temperature 0~700 0
0~5500 5500
Spray Voltage (0~ 4500) (4500)
R EEHE 7500 B L 7500+ U —X
Ton Source GS1 0~80 40
Ton Source GS2 0~80 0
Curtain Gas 30~50 40
CAD Gas 0~15 9
Source temperature 0~700 0
0~5500 5500
Spray Voltage (0~4500) (4500)

% v a( WX Negative T— RO EMEZFR L £,
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QLIE DB [FARICLA T D 3TEH Z MR L £7, #ER%., Next R¥ U 2 L CHEK

B ZBR L ET,

a. £ TO7 v~ 77 AEEO TIC NLZELTWD Z &
b. HHULEMIHKRDA A BBHIS N TWD Z &

c. BHbLEMHRKROA AL DA F U REN 5 THDHZ L

B A A F R
4500 U —A, 5500 BL 5500+ U — A 105~106 cps /&
6500 L 6500+ U — X (4.0e6 DL T
7500 B LW 7500+ U —X 106~108 cps /&

611.3349

5.0e6

Intensity, cps
Intensity, cps

1.0e7 *
be £10.300% | 609.3044
NEETI L

613.2095

638.5305 657.3356
|

£55.4514 ,
1

0.0e0
600 610

640 650

X Tuis A A DP, CE, CXP O 8 @RS £, (DP 1% 7500,

7500+ Y — XLIAL)

T T
B TaF T A F o ORINE I -
F : CE o Ll —
A F : CXP O i = |
T-h;l. -MH'r-im ||lte;E rameter and find the mast intense CE vadue for mm_ The software will rs e CXP par the most CHP vk _m_
-+ I
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@ HECHEDNFR RSN, LEIISCTT—FE2RIFLET,
<SCIEX 0S3.4 #iifi >
¥ ik L7 —#1k, BBV C IR 7+ VA NIRRT SNE T,
D:¥SCIEX OS Data¥TempData¥OPT- [ H ]
X ORROVAR—MI, HEITRESLRWTED, THEESESU,
o ORFERLXPS 7 7 AV TRIFESIVE T,

BEFEONRY a L THREREZHERINDGEIE. XPS Viewer DA A h— /LR NE
L E9, MLEIZSUTPDFEATHRIL, SREFEL CIMERLI IV,

X MRFRIEBEVOTr Y 27 FN B 5 E Desktop 72 S EAT L E T,
<SCIEX 0S3.4 LI E>
) EEb LT — 25N LAR— ME, BEITFRE 7 VA NIRIES L E T,

D:¥SCIEX OS Data¥ [Project 4] ¥Optimization¥GuidedMRM Optimization-
[ A ]

X RAFERIZXPS 7 7 AV TIRIFSLE T,

BERONNY o TR ZHEREIN55E81%, XPS Viewer DA A b — /L NEE
L0 E4, SHENZSUTPDF A THIRI L, 7L TIERLZE,

...........
. .
. N

Report E

.............
Report Generated 2025/10/30 21:42:57
Include Optional Steps Pages: 6 of &

< e EE0B8

SCIEX/ Guided MRM Flow Injection Analysis 10/23/2025 219 P

The Power of Precision

User: LC Method Name: FIA

Project: test Method Duration: 1 min

Instrument: SCIEX 7500+ system Injection Volume: 1 pL

lon Source: E-ANLYT 200+ uL Polarity: Positive

MS method file created: Data files:

FIA-AllCompounds-2025-10-23-14-18-32 D:\SCIEX OS Dataltest\Optimization\FIAOptimization-2025-10-23-14-02

Optimized Results Summary Q FIA optimization completed for 5 of 5 compounds

Compound Name Vial CE (V) CXP (V) Curtain Gas CAD Gas  Spray Source lon Source |lon Source
Position (psi) Voltage (V) temperatur Gas 1 (psi) Gas 2 (psi)

| | | e(°C)

Reserpine 27 2500 550

Reserpine-1 |27 2500 550

Reserpine-2 |27 [ | [ 2500, 550/

Reserpine-3 |27 | | [ 2500/ 550|
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@ Continue R¥ > %7 VU v 7925 LEELOFRERNDKBEI T A Y v RPFHRTE
WZBEAE A > RIZBEIERF T & £ 9 (Training TliE Reserpine_ MRM_pos & 4 Hiia i
THRIFLED),

X ZORAYy NI TFROEHICRFSNET,

X ZOFEE FIA 234 28813, ZoRna iz A Y v KO MRM &% Excel IZ= &' —
THIEEMHERLET,

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

Select a Method
Select the mode of MRM method generation

@ Create a new method

Append MRM transitions to an existing method

The list of Existing Methods contains only those methods that are compatible with the options selected in previous steps.

Existing Method »

Devices ® Syringe Pump Model D7 A 2% 27 Vw27 L, Stopx 7 Vw7 LT
CEELELET,
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B) A A4 v — 2D (FIA |2 X % B 8hixiE(b)

XOMATIIDD Ao A A FENRT A —ZFHECRIE L, BIEFOREICE L T
WIS 7R BITATVET,

X FIAICKE 2L CTIILC B X O MS 23 5720, Jeibk D#2R D Configuration
X LC BELOYMS Ol 5D Activate (2T = v 7 &2 AT Active I L £77,

% MS OAT Infusion #FEhi L7=5HE1E. LC Z2&TefakicBEe LIE 54813, MS
Method #1#7F L. MS Method Z U £ 9,

[FIA &i@E(b D¥EfE—LC DHEf—]
O LCB#htHZ % E L £
X EEROWERF AN 2 LC it 2 HESE L £ 97,
@ FEMEER AR L £,
X EERKREOHLIITRE Z2RTEI D,
HiE =E
4500 > —X 10 ng/mL

5500 F} LU 5500+ U —X, 6500 LU 6500+ U —K
7500 F L 7500+ U —X

1 ng/mL

Q=N

% Infusion fciE{bRFD 1/10~1/1 IR OFEAER 2 EH L £ 97,
@ LC & MS 8k L £,

X NI LA—T oo TWHE = Fa—T ZEBEA T Y —RTHK L T FIV,

X 7500, 7500+ U —XX, WTLEA—=T U PEHTNWAEY =T Fa—T H LT
e L TR,
@ 7500, 7500+ >V —XLIAT. P4-9 D “A T L —{IEDOFHIEE” » LC/MS OHIEHED

HaeBB (AT V— LBz L £,
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[FIA A X Y v ROER

)

@

Infusion CTiiEfb L7- MS £V » K% E#D Open 7> 53R L THH & ¥ 9 (Training T

IZ Reserpine_ MRM_posi % i&4R),
Method duration (ZH|EFEM 2 A ) L &£ 9 (Training TiL 1 5% A7),

—MS AV vy F—]

Method duration

1

-~ -
w | min

Source and Gas Settings (Z FREDA 4> Y —ADOPANT A= %2 AT LET,
<FIA b DA A ) —ADIRT A — B HIHIE >
4500 > U —X, 5500 B L 5500+ U —A, 6500 BLN 6500+ U —X

. TurbolonSpra; Heated Nebulizer
RERE | (509 uL/minI,) FIA) | (1000 uL/min,FTA)
Ton 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
Spray Voltage (8:2288) 5500 (4500)
Nebulizer current 0~5 2(2)

¥ B v =3( )MIL Negative — FIEOFREMEFK L 7,

X Negatlve @ Spray Voltage I3#x K 4500 T3,
¥ R ERE(Source temperature) iR K 7T00CETIZLTL Z &V,
7%@?%&%?%&Tﬁt—5—®%ﬁﬁﬁ<ﬁétb\%ﬁbiﬁho

7500 B LW 7500+ U —X

OptiFlow®Pro

. OptiFlow®Pro
somiE | (ANALYTR00" " apc
(200 ;‘L/'mm, pra) | (1000 pL/min FIA)

Ton Source GS1 0~80 50 50

Ton 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

Spray Voltage (8:2288) 5500(4500)
Nebulizer current 0~5 2(2)

>< J1 v 2( )L Negative T— REFOREMHEZFE L £9°,
Negative @ Spray Voltage IX#x K 4500 T,

Curtain Gas OHELHE L 40 L E T BEENH0 72581240 IZREL TRV,
TIS OFREIEE (Source temperature) iIXH K T00°CE TIZ L TL 2 &V,
E— &—wﬁﬁ#ﬁ<&0i10<%ﬁbiﬁbo

750 CTHEMTE T35,

@ TER LAY v F&EEE L £ 9 (Training Tl Reserpine_FIA_pos & L CTRLF).,
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[FIARD XY v ROER—LC 2V v F—]
FIA fE{b<id. Infusion Thfb L7z MS X YV v ROMIZ LC A Y v RBMLETT,

BWNTLC A Yy REMERL £,

(@O Home M ® LC Method 74 2 %27 VU v 7 LET,

@ EFIcHBNew 27 Uo7 LET,
@ LD LC DA FEESEBIZLLTFO LC R AT LET,

A L
2=E
A 0. 1%9FEEZSTHERK, F=1X0. 1%9BFEE 2 S THEEK
B FEr=RJL. FtlEAE—IL
FSLIrb
Time [min.] D 1.0
A & 50 50
B [%] 50 50)
e (pl'min) 200
17 LB ELC] 40
H- 7L 9—F—1°C] 5
EARE L] 10
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[ExionLC. HE#H LC NHE]
@ Binary Gradient # 7% 27 U v 7 LE7,
© Stop Time (Z 1.0min, Flow (jfii#) . B Conc. ',;;j-;;[;f;ump

(CHAAEE A LET |

Stop time: ‘: 1,00 Jmin
.

XU, RBENVEALAI, BRI SRk, T

[1B.Conc [JA.Cone

Wi a AH LT S, =

80

K, 77 Ve v N SNBBEE, K ||
LRATRI S DR OBBHREEANL ||
VC T é I/ \O 0000 020 040 0.60 080 1.00

>:< A.Conc K&i]\jj'(é“ fﬁ‘/\fl&)\ B.Conc IZ Flow: e D‘ZDDD.EV‘IL-*’min

»

‘e

ABLTFEW, aconc [T
B.Conc l‘... ..... “é' B.Curve ]
>:< Tl‘ail’ling "C:\!i 0.2 (mL/min) N c: 50 (%) % ":’\:::E:‘:ﬂx 0.0|MPa Maximum: 40 MPa

AHLTLIZENY,
@ Autosampler ¥ 7% 7V v 7 LET,

@ Rinse Settings @ Rinse Mode % Before and after aspiration (2. Rinse Dip
Time (4— h ¥ > 7T —D=— KL Wash Kfti]) (Z 0sec AL ET,

Binary Gradient JEREERWIT® Column Oven  Systemn Controller
*i AD Autosampler Direct injection
+| Autosampler - Sample rack settings ¥
r Injection settings F— - M
-Injecticn settings ]
Sampling speed: 5.0 ulis o ) o
-Acquisition cycle time optimization —— ¥
| Cooler temperature: 15 °C
—Rinse settings []
- Rinse settings —Purge settings ¥
Rinse type: External only - - Autopurge settings ¥
Refer flow channels...
External
. Before and after aspiration, ,..1
Rinse mode: Dip time:Ds 5T
Rinse pump Rinze port onl‘,f. Time:2s Rimse mode: Before and after aspiration -
method: 7 UPITTTTR ..
Rinse dip time: ’... o 5‘.'
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® #E |25 U T Rinsing Volume, Rinse Method, Cooler Temperature # AJj L &
ER
¥ MEISUTH T LA —7 2D Ready Check % 0 3 ICEH L ET,

® Injection Volume (Z{E A% A L %9 (Training TiZ 10 uL & A ),

[HE]
Injection Volume 1% 100 & AJj325 2 ENTEETA, 50 LLEAT LW TL
TEEW,

Column Qven

1 o T Y R— -
=hye - Agdvanced T -

- A - AOVanCe
) Column Oven A

COven temperature: 40| *C

Temperature limit[Maxirmum): 105| *C

On

Ready check:

wiaifoad @ B

Wait time:5min -
Ready range:1.0°C

"
5 ¥ ‘_"'h'r'al'. for temperature equilibration before run
ens®

------
o
o

*

Wait time: D 50

*
--------

Ready range: 10 €

@ 7500 BELW 7500+ >V —XDOEE SNV T ORREEITVOE T (Training TIEF
Moi@E) A LET),

<

IntegratedSystem : ExionLC elimin) Pasition
Valve : Valve Model a ° A

0.05 B

0.95 A

EERIZH D Save RZ D FRHIZZ U w7 LT Save as AR L, #4727 7

A N4 2 NS L TRAFE L £ 9 (Training Tid Reserpine_FIA & A7),
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[Exion 2.0 DFE])
@O LCSystem #27 VU v 7 L%,

K RN — I B AS>TWBAESITEEDOEEZHEIZ ) v 7 L, Use #FIRL £,
72 &0,

@ Binary Pump ¥ 7% 7 U v 7 LE7,

@ Stop Time (Z 1.0min, Flow (i) . B Conc.|Zi# % 72fia A7) L % 3 (Training
_/Géi 02 (mL/mln) N G: 50 (%) %L’]\jj)o Py Binary Pump* Autosampler Column Oven 2-Column Switching

X P, BEMHALRIE, ERICEEY e

DR, Wz AT L TLIES 0, _om o
o B :
XK, V=Y b TR END S _
BlE. RSB SN D RO T e e om0 AN
Bk 2 AT L TR S0, |
General settings
@ Autosampler ¥ 7% 27 U v 7 LET, I s N (I

® Rack setting @ Use a specific rack (Z
Frxv 0N ET, EHTL27 v 724 TR ET,

©® Advanced settings ® [»|] Z#27 U v 7 L. Injection method DX EZITVVE T,
Advanced settings
Syringe speed: Low v Injection method: pl pickup plus ::‘\.'.:-

Syringe speed factor: 08 < Transport segment: /0 5o

@ #E|Z)H U T Rinse mode, Tray thermosetting 2/ L 97,

Injection 7 U v 7 LIEAEZ AN LET, Binary Pump*  Autosampler
© 7500 BLX 7500+ Y —XDOEE SV TOREEZITVD General settings
ij— (’I‘I’aining —’C\\ﬂi‘F@ﬁ D )\jj Li‘é—) o Use autosampler: |
< Injection volume: ':: 200 ..‘: TS
IntegratedSystem : ExionLC e () Position
T
0.05 B
0.95 A

File A ==— > Save as ZEIR L, #4277 VL2 AL, RELET
(Training Tl Reserpine_FIA & A 7)),
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[Agilent #15 LC Dif&]
@O LCPump : Binary Pump # 7% 27 U w7 LE9,
@ W OLAMNZ Pump D/3NT A—H RN H A AT —TNVNRFERINET,

@ PR, BEMEMAE, EEIHE AT DAL, FiiEH A2 AT L E 9 (Training CTlEiiiE
0.2 mL/min . Solvents |Z B50% % AJ)),

o [> Advanced
I.‘--D..Z.[.‘l.[.‘l..j..: mLimin A Timetable (3/69 events)
Solvents . o
o H e o oW ax. Fressure
A aneioen! APl BIEl [mUmin]  Limit [bar]
FETTYT L 000, e Bk e e OB n e 0300 a e nranas, ) 40000
g @4 500 : % »  MNIQ, 00 w0 o0 400l
Pressure Limits
Min: 0.00 7| bar Man: #00.00 7 | bar
Stoptime Posttime
@® As Injector/No Limit @ of
@] min @) min
@ HALT—T NI TV bR AT LE T (Training THEG &R L&AET
1431,

® Column Oven : Column Comp.” 7% 27 U > 7 L., Temperature = AJj L E 3
(Training TiL% 40°C & AT)),

® Autosampler : Sampler # 7% 27V w27 L7,
@ Injection Volume(EA )% AJ) L &9 (Training TiE 10 uL & A ),

Injection

Injection volume: 1000 | p

7500 BL W 7500 + ¥V —XDEA. NIV TOFREEITONET (Training Tl

THOEY AT LET),
<
IntegratedSystem : ExionLC Time (min) Position
Valve : Valve Model o ° A
0.05 B
0.95 A

@ LEIcHD Save R¥ D TRAIZZ Y v 27 LT Save as ZEINL, #7077
A W4 ANJ) L THRTE L £ 9 (Training Tl Reserpine_FIA & AJJ),
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FIA AIZERR L7z A Y v N TR % b+ 5
O LCOTA B MSICEHINTWD Z L2t LET,
® 15%@{/}5{&0)7&0 fC/§4 7/1/%?_’%‘_‘ ]\“H‘\/7O§‘—L:IE% jz'g_o Direct Control

@ Status Panel %7 U v 7 L, F#® Equilibrate 7 =22 %
707 LET,

@ 1ER L7z MS Method 3 X ' LC Method 2 7/v4 7 o L0 B4R L £ T,

% Training TIE FRRO L 51BN L ET,
MS Method : Reserpine_FIA_posi _
LC Method : Reserpine_FIA
MS Method | Reserpine_FIA_pos _-:v “'-_
LC Method | Reserpine_FIA -'-v ..'.
ﬁmewm.i:w
I CT—

O PHELT 2R E AL, OK %272 U v 2 L% 9 (Training TiX 1 5),

K AT = ABROIBE N EHINZ A2 D DI 10 HFEED 40T, 15 HLlE
EWRELET, 0%, FIAIC L ARE{LEHBDET,

X LC OBWIERTHIL, HARZ —ARTAOMEANEE Y . P b ICHEEA Lo
Status Panel /I =25 b0 £4,
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[FIA 2 X B 1A Y — 20 BB LD B#E]

() Home W ® MS Method 74 2> %7 VU v 7 LET,

@ 4.0 FONR—=T 3 0%, EEICH D New O FREIGE X ZHR) I Neutral Loss _
%7 1 w7 L. Guided Optimization % %R L, MRM FIA % Precursor lon

E*R L\i—ﬁ—-o Product lon
al
@ 4.0 EoR—va %, EEICH D Guided Optimization D ot m
TRE(FTRZ®E)Z 27 U v 27 L, MRM FIA %8R L £, @
Q3 Ml

(ew ——Ropen—+]
w ol project
L I
Default
n Root: C:\

DA

Guided Optimization * MRM Infusion

MS® Infusion

MRM Infusi

MRM FIA

.
M Infusion Create an MRM method that uses flow injection analysis (FIA).

@ WERME AT DMEmEAREE £,

Set In'tia\ Acquisition Values

.....

LCMethod ., | Reserpine FIA  _...»* v Eﬂ LC Method é’ﬁé*ﬂ

Injection volume 10— f "|..l-|_‘

Method duration PSPPI TPTe :__m'\_rl

Rack Type Vial Rack v Rack Type % iR

Rack Position ..._.-._._._........'...-.-'-'.'.'.'..--...-.-.-,._ _______ L

Plate Type £ 1.5mL (105 vial) ..‘.‘."; v Plate Type é’i%*ﬂ

Plate Position |1 teARs st v Infusion Tl CHfS

Palarity Positive v

Mass Table L/7LC MRM %Aj}
.CompoundQ1Q3 .......... Declus‘lerlng Colllsmn ..... C XPDweII ....... Vlal
E 1D mass (Da) mass (Da) potential (V) | energy (V) (V) time (ms) Position E

1 : Reserplne 1 609.000 195.000 60.0 30.0 100 100.0 1

2 Reserplne 2 609.000 397.000 60.0 30.0 100 100.0 1

® fEH3 % LC Method %R L % 3 (Training Ti% Reserpine_FIA % JE&{R),
% LC Method 7 A = ‘/Eﬂ 7V v r95L LCEMEMRETEET,

) Rack Type 35 & Y Plate Type % &R L. Injection volume, Method duration, Polarity
IZEEWR WD E R L ET,

% Injection Volume |Z Method D% EMEN A S E T,

X BRI, LC OfEIZ L D Rack Type 72 5 ONZ Rack Position, Plate
Type. Plate Position Z &R L £,

(@ Infusion fxiE{b CHUMS L7 MRM f&#i% AJ) L %9 (Training Tl 1 2% AJ)),
¥ K10 ETTEMMLET,
% Excel THELIELDE AL —&X—AMNLTANTHZ L HARETT,
% Dwell time (X 100 ms & L £ 9(F 7 4 /v b3k iE),

® v b Ui S TALE % A S L E 9 (Training Tl Vial Position i 1 % AK),

[BE] T2 TARS a2 B2 5 c‘:%\ (X U Chcitfb & Sl 9 %
728, EEEDIET LIk, B0 A Yy RizghnEd,
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@ NextZzZ7 VU >7 L, IROBEEIZHEARE T,
FIA fi b 325 MS O T A —2 %2 A LET,
@ Source and Gas Parameters (& Tt DI/ NT A —2 % AT LET,

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 ¥ Vial position: 1

HHRZ A —H AT

¥ Source and Gas Parameters

E lon source gas 1 50 S opsi Curtain gas a0 I p Source temperature 400
E lon source gas 2 &0 Copsi CAD gas 9 z Spray voltage 5500
N N NN A A AR A A A RN AR A A AR RN A NENE NSRS RREEREEERERRREnEES
MRM
Declustering potential 60 v Collision energy 30 Y Collision cell exit potential 10
Q1 resclution Unit v Q3 resolution Unit v

<FIA 58t DA F 2 ) —AD T A —Z FIHIE >
4500 >V —RX_ 5500 BLO 5500+ > U —X, 6500 LN 6500+ U —X

. TurbolonSpray Heated Nebulizer
i ELd . .
EREE (200 pL/min, FIA) | (1000 pL/min,FIA)
Ion Source GS1 0~80 50 50
Ton 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 (0~4500) 5500 (4500)
Nebulizer current 0~5 2(2)
7500 B 7500+ U —X
OptiFlow®Pro .
i . OptiFlow®Pro
srpm | F Aﬁﬁ%g) 200+ (APCI)
(200 pL/min, FIA) (1000 puL/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 (0~4500) 5500(4500)
Nebulizer current 0~5 2(2)

71 2 )N Negative £— RIEFOBREMZER L E T,
Negative @ Spray Voltage |3 K 4500 T3,
Curtain Gas OHERAEIZ 40 L ETTJREN+H0 25813 40 ITREL TRFIVY,
TIS DR EIRE (Source temperature) XK 700 CE TIZ L TL Z &V,

T50CTHFEATEETE, e—F—DFEMBRNE RV ETOTHRELETA,
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@ O Next RZ %2270 v 7 LET,

W A ALY —ART A= DKt HiE%EFE L E 7 (Training TiX Range B LW
Intensity %3%&R),

¥ RT RA—XOPRY J713HPHIE E (Range) & EfE E (Discrete) 3 & 0 £ 97,
% I L ORI IX5R E (Intensity) & S/N(Signal To Noise) 23 0 £ 7,

Optimize using Intensity

Determine step size using

Initial Parameter Values

Optimize |:_ - "amel Discrete
W TROLINCA A=A RTA=F OFHHAZEE L, Start R %227V v 7 L
£
1) Faiifbd 237 A—21%, Optimize |IZF = v 7 Z ANET,

2) Infusion TOH#E L% Training CTIEFEME L T\ 5 72®, DP B LU CE, CXP %%
AL L2V T = v 7 24 L E3(7500 B L 7500+ > U —XDHAL, DP
DEBIEIH Y FHA),

4500 > U — X, 5500 B L5500+ U — R, 6500 35 LN 6500+ 1 — XD HEfH

Initial Parameter Values .

Signal To Moise

Optimize  Parameter Name Initial Value  Start Stop Step

DP (v) Show all.. 80 120 20
CEWY) Show all... 20 30 5
CXP v) Show all... 3 15 5

v Curtain Gas (psi) 40.0 30 45 5

v CAD Gas 3.0 6 12 1

v Spray Voltage (V) 5500.0 4500 5500 s00

v Source temperature {°C) 400.0 300 700 50

v lon Scurce Gas1 (psi) 50.0 20 80 10

v lon Source Gas2 (psi) 50,0 20 a0 10

7500 BELW 7500+ v U —AXDOBEE

Initial Parameter Values

Optimize  Parameter Name Initial Value  Start Stop Step

CE (v) Show all... 20 50 10
CXP (v) Show all.. 5 15 5

v Curtain Gas (psi) 400 40 50 5

v CAD Gas 9.0 6 15 1

v Spray Voltage (V) 5500.0 1500 5500 500

v Source temperature (°C) 0.0 250 700 50

v lon Source Gas1 (psi) 350 20 a0 10

v lon Source Gas2 (psi) 700 20 &0 10

% Negative @ IS 35K 4500 T,

¥ REIEE (Temperature)iXHE K 700°CE TIZ L TL 2 &,
T50CTHHEATEETN, b—F—DFMRELI RV ETOTHR LA,
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3) Infusion TOHKEL LIZHBEUND /T A =T, 1 FHIz>EF 1 HEATT,
4) FEATHEEOAEFHEZ. A FO Sample injections [ZF /RS LE T,

¥ 1 7EAD 10 pL THEEAREED 20 [MOHE, WiRIT& 7T 200 L #H L
e

X OGN 20 A 13 SfFH ZMEF, A 200 uL AT 856 OFR

Sample injections: 13 20 Total sample volume: 200 pl

5) BB TORE R % Kk S %A1, Replicate injection for each step % 7' /L
XD EBRIRATRE T,

Sample injections 7% 0/ [TEARIE] (2725726, Next R¥ %227V w7 LET,
fi R LAR— MEE AT S E T,
X OUR—MIMET —Z L EBITHET R AV FNIRESNET,
<SCIEX 0S3.4 Aijifj >
D:¥SCIEX OS Data¥Optimization ¥ FIAOptimization- [J#]7E H FF]
<SCIEX 0S3.4 V) |->
D:¥SCIEX OS Data¥ [Project 4 ] ¥Optimization ¥ FIAOptimization- [{H]E H Ff]

4i E® Open in MS Method Editor 78 # > ) HigiEfb S 4172 MS A Y v REHERT 5
ZEMTEET,

X RN TET L7 MS XYy RIX Rl 7 A VA ICHEN CRAFSNET,
D:¥SCIEX OS Data¥ [Project 4] ¥Acquisition Method¥FIA - [H]7E H KF]
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4.7 H7E A Y v F(Acquisition Method) D 5E%(MS Method)

(@O Open in MS Method Editor 27 V v 7 L TRV 7= MS Method & 721% Home /> 5
MS Method #7 V v 7 LT, FIA Tii#ifb. L7= MS £V v R%& #8286 5 Open 05
BIRL T E £,

@ AV v NICHERREZ A L %9 (Training Tl 6 23 & A ),
¥ LC OWEREZBEE D4 1%, Method duration (2% OFRFfE] A AT LE T,
(3 Total scan time Z fig#d L7273 5 Dwell Time ZFi# L £,
¥ 25 (Dwell time (221 0)
Time |Z Dwell Time % A3 5%, Total scan time 73+ 7 ifEsd L £ 97,

Dwell Time i%7 < k7' LZBIT 5 E— 27 OEHIIE L T — 2R A > N b
HLTHRELET,

[Total scan time Dwell Time, Pause Time]
Bl 21X, EET 21bAW(Analyte) DIEHIEN 0.1 min (6 sec) EIE L7zHE. 7 —F K

4/bﬁﬁlof4/buoqm@®7 X B4 5121, 1 Cycle Time % 0.6 sec LA
TICRRET HRERH Y £77,

Total scan time {X, Dwell Time & Pause Time G#% 5msec) ODAFH THDH Z &b,

595 msec LL 2725 L 912 Dwell Time Z#%E L 7,

Peak Start _ . PeakEnd
¢<— HPLCOIEE — LI =Dwell lime+Pause time
10-30sec | ™

/
-

\_\(_)'
Drwell time b _
— ause time
e A
BERE ppaim

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

COOOTOLO

C.yl':ul'e fime

2<{FABIEHLTH. FnTh
BFvo I TREERTTAE

@ k¥ Save R¥ D FRHAIND Save as THRIZ DT T, /7 L £ 9 (Training Tl
Reserpine. MRM % A /J),
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4.8 HE A Y > F(Acquisition Method) D 5E%(LC Method)
% FEBEOREIHERT LREA Y v REERLE T,
(O Home HH® LC Method 74/ 2> %7 U v 7 LET,

@ E¥icdHD Open 227 U v 27 L, LC AV v K&#ER L F 7 (Training T
Reserpine_FIA % JE&R),

@ LEED#% LC DA EES I LC &2 A L &9 (Training TIZLL T D&M 2E
e

JiiE : 0.2 mL/min, Gradient 5/ : F[XI. Injection Volume: 5 pL

Time Flow A.Conc | B.Conc
, |:|.;:u:|:u | 00.0 | 10.0 |
z .00 0.2000 10.0 a0.0
2 .01 0.2000 80.0 10.0
4 6.00 0.2000 a0.0 10.0
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[ExionLC, E#tHM LC 05E]

(D Binary Gradient ¥ 7% 27 U v 7 L7,
@ AV v KLEEIZSH D Injection Volume [IZHFEAEE AT LET,
Stop Time |Z 6.0 min, Flow (iii#) . B Conc.\Zi# % 7oz A LE T,

Bl Autosampler Owven UV Detector
fisE] B.GE1
IStop time: 6.00 minl - Gradient
= ® Advanced ( ISimple
18 Conc []A Cone Time Flow | AConc | B.Conc |
100 1] | 02000 500 504
) 2 0.50 02000 500 500
60 3 250 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
& 6 600 02000 500 500
0000 120 240 . 360 480 600 |7
-Mobile phase switching valve
IHOW; 0.2000 le'minl - Mobile phase settings
Pump A
Time to reach the flow: 0.00, min (Off)
| Compressibility settings
A o
aong; A Mobile phase name Compressibility
[ 8Conc: 50.0] %| . .
Pressure limits
[.‘,tmmurr 0.0/ MPa | Maximum: | 40,0 MPa | ‘ Pump B

@ Autosampler ¥ 7% 27 Vv 7 LET,
@ Cooler temperature |2V > 77 —F—DIREEZ AT LET,

® Rinse Settings @ Rinse Mode % Before and after aspiration (2. #Z(Z)i UT
Rinsing Volume, Rinse Method # AJj L £,

Autosampler |8 3

(11 AE Autosampler Direct injection

| Autosampler rsample plate settings BB
74
rInjection settings Specify plate &3
T ——— 1 HE-)
Sampling spesd: 5.0/ plis | {Specify needle stroke | § E
“‘.----.... . ElF]
' Cooler temperature 5,15 0 4 Type Needle Stroke ==
trenananc? [mm]
-Rinse settings
Rinse type: External anly - ik 47
1.5 47,
Refer flow channels.. sk 0
Al 470
IBdeidl L ovom 470
: Before and after aspiration : MTP 95 48,0
E Rinse mode: Dip ime:0s - ; WP 96 480
: : MTP 384 480
E Rjnsepor.'jnl:l. : MmN 304 o n M
= Rinse method: Time:2.0s | -
: : -Injaction séttings ¥ -
S issEsamsssEsssssEssERSREssEssssssssaEsEsssssed _5C:us._,_nc.rdej.1.if_p._n.cer_.c.. ¥
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® Oven#7%27 Vw7 LET,

(@ Oven temperature ([ZIRE 2 AT L FE T,

Injection #7 VU v 7 LIEAB&E AT LET,

$%¢  Injection Volume XV > 7N —TDFEU EAT L72NWTL X0,

ﬂ Column Oven A: AE Column Qven
7| Column Oven A -QOven A - Advanced 3 _)_>|
Oven temperature: | ... . .-1 ;]".’.[.._.": é
....... z
Temperature limit{Maximum): 105] °C £
&
3

On
Wait time:5min
Ready range:1.0°C

Ready check:

| Wait for temperature equilibration before run

Wait time: 5| min
Ready range: 10| °C
Timme (mim) Position
@ MEIE U TAVT OFEEITOE T (Training TiE 0 .
FHRLOE Y ATD), 0.1 B
g5 A
% BECILTOBRE)
1 DR Hﬂij@%é\ N Pump In Pump In Source
6 17 LTI -~
Position A ( B&ik ) : 6-1, 2-3, 4-5 W )
aste
Position B (MS) : 1-2, 3-4, 56 o e
PO N > TVET,

FRBRREIZR> TN D5 ELH Y FTOT, EOFRZFOR— MG 5 0% THERR
Db, THEHACESY,

[EE]

Valve O]V B2 BEIZ, MS ORI E B MARER] 3 X O T HER] & [7] CERFERR EIC LR
TLTEEY,

BNO~6 43 DI DA, 0.5~5.5 /OB THI Y Bz 2R EL £,

0 E#HIZHD Save RF D TFREIZZ7 Y v 7 L Saveas Z#IRL, @Y7 7 7 A V4%
AJ1 L TEEA(FE L %9 (Training TiE Reserpine_MRM & A 7)),
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[Exion 2.0 D34]

(D Binary Gradient # 7% 27 U v L. Flow program % Simple ¥ 7-/% Program % j&R
L, 779V FERIFEZRELET,

Flow program

na
aus .
. e

Default Simple %

y .
[~ M=

T00% Use equilibration:
BD%
f0% Tirne (min) Flow (mL/min) A (%) B (%) Event
40%
0% 1 |o.00 *|o.200 & lsoo0 2 |so0 2|| oooocoooo !
0%
000 080 160 240 120 400 2 [100 2 |o200 S so0 £ soo0 £|| oocoooooo !
Time {min)
3 |z00 % |o200 & l200 £ soo0 2|| ocooocoooo !
4 [3.00 2 o200 & l200 2| lso0 2|| ocooocoooo !
5 (3.0 % |o200 & lsoo0 £so0 2|| oooocoooo !
6 |4.00 £l lo.200 $lls00 2llsoo0 2!| oooooooo [
General settings
Pressure minimum: 0 *| bar Position of S5V A: A1 b
Pressure maximum: 350 c bar Position of S5V B: B1 v

@ General settings TIZEHT 20 7 2 DMME, EWHEEIV B2 SV 7 OREEITWVET,

@ Autosampler # 7% 7 U v 7 L. Injection volume % AJJ, Use tray thermostatting
\Z% A#L, Advanced settings ™% 27 U > 7 L FHAD K 9125 E L. Advanced
rinse steps L 0 /L—T7PEEFORE TV ET(FRA),

Autosampler* Column O

General settings

Use autosampler: v
Injection velume: 200 Sl Use air gap:
Rinse mode: Advanced v Use headspace pressure: . ExionLC 2.0 - Advanced rinse steps X
Advanced rinse steps: Use tray thermostatting: d
Rinse steps: 3 be-
Temperature: 5 : C P hd
Rack settings Rinse delay (min): 0.0 -~
Please note that the last step must be Transport if
Rack Meedle offset Plate process order: Rows v the pl pickup plus injection mode is used.
~ .
2x 48 vial rack 20 mm Use a specific rack: Position Volume (ul) Valve wash
2x 96 deep-well plats 20 ° Use pretreatment:
X ieep-well plate mm e pretreatment: 1 | Wash | [500 c
2x 96 well plate 20 * mm Use stacked injections: A
2 | Transport w||750 v
2x 384 well plate 20 * mm
. - 3 | Transport | [1000 v
108 vial rack 20 mm
2x 12 vial rack 20 * mm
30 vial rack 20 * mm
Advanced settings
Syringe speed: Low A4 Injection method: pl pickup plus %
This injection mode requires Setup of the
5 d factor: 08 & ! q P !
yrnge speed facten hd Advanced rinse steps under General settings. m
Transport segment: 35.0 : uL

@ Column Oven # 7 ClII N T bA—T7 L DIREREEZITWVET,
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[Agilent #BDHFA]
(@ LCPump : Binary Pump ¥ 7% 27 UV v 7 LE7,
@ WO Pump D37 A—5  HRNZH A LT —T VRERRINET,

@ Vi, BEMEMEERIT, EBICME AT M. A A7) L E 9 (Training Tl Flow 0.2
mL/min . Solvents |{Z B 50 % % AJ7).

Flow [» Advanced
""""" 0200 Tk mLmin A Timetable (15/69 events)
Eorm—— T sTTTT——— .
. £ Time i ALz BI% [Fr:\‘t'.‘min] e E';:r"]"s”re
e : 000 500 500 0.200
B @ 500 - | s : 1000 500 500 0.200
-------- : 200 200 sio 0.200
. E 3000 200 800 0.200
s B 310 500 500 0.200{
Min: 000 - | bar Maxc: 40000 - | bar : bt I 0200
Stoptime Paosttime
® As Injector/No Limit @ Off
O min @] min
@O HALT—TNMITIFTVE MNEEEATILET,
® Column Oven : Column Comp.# 7% 7 VY v 7 L %4 (Training TlZ 40C & A7),
® Autosampler : Sampler ¥ 7% 27 U v 7 L£7,
@ Injection Volume(GE A )% AJ) L F 9 (Training Tl 5 uL. & AJJ),
Injection
Injection volume: 5':":'," ul
VBTG U TN LT DR E H (T
® Jé?& ‘ﬂ? LT/VI:? O?.mﬂa%:ﬁb ET ime (ming besition
(Training TIIAFEO@E Y AT, ) N
01 B
55 A

@ E#izH s Save RH DO FRAIZZ Vw7 LT Saveas Z&EIR L, #4727 7 A L4
Z A1 U THRAE L £ 4 (Training TiZ Reserpine_FIA & A /),
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¥ BECILTORE)

WH OREDTE

6 737

Position A ( BEi%Z ) : 61, 2-3, 45

Position B (MS) : 1-2, 3-4, 5-6
MORNPS>TNVET,

Rrfk 7R NS

b, THEHI I,

Pump In Pump In

'\

Waste

Source

BROoTWEEHELH Y £TOT, EOFFOR— bLIENH D E T

[EE]

#N0~6 43

ST O%AE. 0.5~5.5

Valve @@J VAL MS OIE BRG] F6 & OV T HRF(#] & [A] U B fi]

S DETYIY B AR 2R E LET,

gnmu.

X EIC

L72u
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4.9 ) E
BB Y:
BT 2B L E 9 (Training TIEEEGE L EHA),

“/X?A@Xp“ﬁ?’ﬂﬁ Direct Control

O StatusPanel #2 U v 7 L, FE® Equilibrate 7 = % ©) @
7 U P4 7 Lij_o Standby Equilibrate

@ EHAIZfER 95 MS Method 38 X OVLC Method 27V &2 o7 LD ER LET,

%  Training TIZTRLO X D ITEIRL £ 77,
MS Method : Reserpine_ MRM
LC Method : Reserpine. MRM

System Preparation X
_
M5 Method | Reserpine_FIA v |
LC Method | Reserpine FIA v

Time (min) | 1
loc ]

@ P+ oK A AL, OK %2 U v 7 LE 3 (Training TiX 1 53).

XK AT = ARKROIBE DN HN 72D DI 10 HBFEENY £ 0T, 15 5Lk
FHELEL £97,

% LC DOWBWBENTRIL, ALK —R T ADOMENEE Y . Efibiicmimsa Eo
Status Panel 75351/7“3/) D %9,
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Batch O {ERR
LFOFETHET DY T NVOERE T NL, SATNVESE) 2 AT LET,
(0 Home®Wm® Batch 7 A 2 %227 Vw7 LET,

@ Batch AJjHifE CHIEIZMHHT 5 1EHR % A L F 9 (Training TIZ FitO#@ Y A1 X
ONER),

% BEfFO Batch 36 55613 Open O &, RELMEHIT LI TEFET,

% Rack type 3 & U Rack Position, Plate Type. Plate Position |&, ZEEMEKIZHE >
TIERLTLLZE0,

% Plate Layout 7> & gl £ 72 1TERD /[ RE T,

% Injection Volume (3 LC XY v FOENHEN TSN E T, EHEAT)TER
THZEHTEET,

% BEFEDOMENT A Y v RRBHIIE. Processing Method (CAS L., #RT 7 A V4%
Results File ICAN L THEL Z T MEK TRICAB CTHTE TR TISEL 2 L

HA[RETT,
% 47 U w2 T Insert sample ¥ 721 Delete sample Z3&R L CEME 721 ZHIFRAS
"HETT,

X Excel ERIFRIC, 2B —&N—A ML T v 7K D AT 70 & ORRED 7T HE
T ERATTEZ Y v 27 2T 2 LATOMARLHIERZ 5 Z &N TEET,

% Fill Down B L O Auto Increment Z 8R4 5 L EIRITLIEDO AT TE £97,

Sample Name M5 Method LC Method Rack Type Plate Type Plate Position
1 test Reserpine FlA Reserpine FIA  Vial Rack 1.5mL (105 vial)
Vial Position Injection Volum...Sample Type Data File Processing Met... Results File
1 10:[] \_Iq(":l-‘-.'-l t‘a"l"’lg

@ WEHERIX Data File 4 Z &SR FS NV E T, Data File #4236 — DA, B OT—
BN—DDT 7 A MARFESNET, Sample 4703F—Th, EEXEINDLZL1THY
E U

X RESGPTIZ NREOE Y T,
D:¥SCIEX OS Data¥ [Project 4] ¥Data¥ [Data File 4]
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[t 1]

4 _E @ Quick Batch

d 47097 L, 2LHCRLNAREANT S L SFRETT,

Auto Incremant DF = v 7R v 7 R VHIZT AL HEITESDIEONLET,

Type the number of samples to add

Mumber of Samples

| 20

Quick Batch X

Configure the following information for the samples

Sample Name

M3 Method

LC Method

Rack Type

Rack Position

Plate Type

Plate Positicn

Vial Position
Injection Velume (ul)
Sample Type

Data File
Processing Method

Results File

Sample
Resrpine_MRM
Reserpine_MRM
Vial Rack

1.5mL {105 wial)

1
10,0
Unknown

202481111

W

-

Add Samples

&/ Auto Increment

+| Auto Increment

Auto Increment

Close

@ E#o Save R ¥ D FRHIN S Save as T4 A% 21 T Batch Z1#1F L £ 9 (Training

Tix [BA] TR,
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HIE DB sE
O WEZBSET 2HEIE. L FOWT DO GIET Submit 27 U v 7925 LHIENB MG
LET,
[EE]
FAEATE T L CWIZEE, Submit 27 U v 745 EIEATENBAA L £7,

1) TXRCOV I NERET HHEIEL. AL Submit RZ > %227V v 7 LET,
TERBA v E—UDRFERIN, HER%ZOKEZ2Z U v/ LET,

9) —EOY LT N ERET HHAILATEER LTS Submit 22 U v 7 LET,
WA v —VNERSN, HRHEOK %227 U v LET,

Submit Samples X

'ﬂ' Confirm the selection of samples

Total number of samples to be submitted: 2 of 2

N T

@ Home B D Queue 74 2 %7 U v 7 Li'@"o%

@ Submit L7z Batch 3FErnSi, #7027V w7325 & Submit Sz o 7 L DFEH
NRRINET,

Acquisition Status Sample Name Est. Start Time MS Method LC Method Injection Volume (ul} 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 14:33:09 Reserpine_MRM Reserpine_MRM 5 Reserpine_Training
Reserpine 2020/12/25 14:41:14 Reserpine_MRM Reserpine_MRM 5 Reserpine_Training

% HIEF @ Data %z Explore THEGET 5 Z &N TE 9, fEBI71EIL, P6-1 LIKED
“T— A O TR T2 S0,

@ WEZBEFPTEIET AL, EEO Stop A& %227 U w7 L, Bithd 2T Start
R wrY 7 LET,

X T ICHEZIZIET 555 1E, Stop now ZE&IR L E T,
X BUERETOY U T URNKET LIcBITE LT 5855813,

Stop aftere the corrent tasks are completed %R L £7°,
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® Queue DFZEOY I NERER, RERMNIKIETS L, LC IZAETIEED, MS

I% Standby DIRFEIZRE D £,

RO ERE X Configuration @ Queue (Z# 5 Instrument idle time DFFfE T

T HZEATRE T,

Devices
Projects
User Management

Print Templates

Queue Settings save
T
o R LD
Instrument idle time R o min
LTI T L
Maximum number of acquired samples allowed | 300 s

+/| If a sample is missing, then proceed to the next sample
If calibration fails, then proceed to the next sample
+/| Save the calibration data to the current project folder instead of the SCIEX OS/TempData folder
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5 {=I1L#fE
(D Home M H 5 Configuration #7 V v 7 Ll ZH & £77,
@ Devices #i#IR L, EE D Deactivate 27V v 7 L ¥,

X MBS U T LC O Deactivate L, MS @ Activate Device L72JRBEIC L F
T,

@ V7T EHUET,
@ HPLC OERZTY £7,
® HEJE U TPC OEFEZEIY £,

Configuration

FELLET
o ",

b‘ -- »
;. EI ©
.

Projects ExionLC AD W Activate
Type Subdevices
User Management Integrated System Binary Gradient - Pump B
Autosampler
Queue ExionLC Column Oven
4 Shimadzu Systemn Controller
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

5-1



6 T —F DORER
T—F%E<
(D Home /5% Explorer 27 U v 7 L Explorer % B & 79, .IO‘\

Explorer

@ A=a2——=0OFile 5, HDHWEIT A 2> Open Sample Z &R L £,

® BMOF—4 D Wiff 77 A /> FHIO Sample %8 L,
OK %7 U v/ L%+ (Training CiE, ik DVD oo = &

=[] Training_sulfa3mix

Training_sulfa 3mix Triple Quad 7 A /L X DY > 7% 7 ----g Audit Data
--|_] Acquisition Methods

U P4 7 L/ \i ‘g—‘)o (L1 Acquisition Seripts
(-] Batch

BN — N ([ BioAnalyst
@ ZYOT—X T ANDBERETET, =-{3 Data
[ZJ SDZ_20070612171150
- curve_suffa wiff

(i A0V A AR Y 2 G R
FROIEFTHY DT — X & £,
- =

D7 u~ 77 DMIBLGEIFT A=a—"—DT7 a5 = 27y L
E

® ©

ERE T oiosaw S ARERSHET
LA™ koru<w ST ARERSNET,

WA -7 E % S A ARRTAEEAME . LED s nw ST AEE
REWH T LTEET,

File  Edit Sh-:rw Graph Process BioTool Kit Window  Help

SOVTRE DR SR % R8T D

O A==2—s3—=0 Show 75 Sample Information % E&R L F 3,
@ ST, T2 #RE LEBEOERPRRINET,

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

[ Dﬁ 2~ | 4= 4} Total lon Chromatogram (TIC) Ctrl+T
-
R Ao 4} Extracted lon Chromatogram (XIC) Ctri+E E
Ia
Iy
TIC from curve su 4}  Base Peak Chromatogram (BPC) Ctrl+B
DA Explorer
LC/MS Contour Pane
B UV/DAD/ADC Channel
SRR SENELS Sample Information
300 Data File Properties
velength Chromatogram (TWC) Original data file name. PFAS_20241128
Onginal data file path DIISCIEX OS Data\PFAS\Data\PFAS_20241128 wiff2
Vavelength Chromatogram (XWC) Original computer name. DESKTOP-55H2BK0
750 Software generated data file: SCIEX OS 3.4.0.19154
DAD Contour Pane Service version ClearCore2 Service 340 19154
Device Properties
700 4 Data and Peaks Table Dovice
Model Firmware Version Serial Number
Sample Information Crl+ pres— PIL2007 PIB1100 PIAT100
MassSpectrometer | ot S0P (210714 02 A3 D5147809C ) EX242862409
230213 USL0350 20130613
Shimadzy | PUmPA-LC-40D XS -1.12 Pump A - LC-40D XS - 122426203373
T o Autosampler - SIL-40C XS - 1.19, Autosampler - SIL-40C XS - 22456201993, Oven
IntegratedSystem o Oven A - CTO-40C - 1.03, System A- CTO-40C - 122246210223, System Controller -
Controfler - SCL-40 - 167 SCL-40 - 122106205846
Valve Vahe Model |1.000 AB SCIEX 1

Baboh Eila Branartias
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<A77= 7 LXIC)DET

<HMEZ AT H5E>
O *==2—,3—@ Show 75 Extracted Ion chromatogram(XIC) % & L 9,
@ m/z. Width, {bEM4 2R L, OK 2727 U v 7 L3 (Training TiX FRD X 51258

.

< AARY "L ERRTHEE>

)

® © ©

HHID~ AR MILEIER L ET,

Select MRMs

a1 Q3
2652 92.0
ma 1563

AR MVEERT y 7 TRIRL, #7070 v 7 LET,
FROL DR A vy B—VBRERRINET,

OK%Z7 Vw7 LET,

s ==
I Mate; Salsctions ane qutrmaticaly sojusbad G Ghe actugl mnge of the

opmepanding pesks (ot haf haight],

Hald the Conkrol kay srhen generting XI0s o use the rnpes withaut
adjustment.

Only shiow this dialkeg again if the shift kay & down

(e Cancad

BRI O o T — &R E DOV MS [#+0.2 Da THi L7z XIC AR S E T,

Spectrum from Verapamil EMS DFT-2.wiff (sample 2) - Verapamil+Norverapamil, +EMS (300 - 1000 from 2.845 to 3.213 min

*441.28 (1
Sed B
4e6
=) 36
C
a
=
2eb 442.27 (1)
led
443.25 (1)
L e e N R oy
0e0 -
439 440 441 442 343 444 445 446 4471 448 440 1
L esssesnessnnans - Mass/Charge, Da esmsmsmsmsmEEEn -
XIC from Verapamil EMS DFT-2.wiff (5a...+EMS [SV -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| 3.041 4087 3.052
. TSR : . N
s K&EZ7Y o LIeHs 3052 Ctrl F—%M LN
3.5e7
~ o = AN
se7 3.0¢7 K%EZ7YV o LTche
z 467 £ 2597
= 267 3.131 £ 207 313
3.179 Laer
2e7 " 2.988
st 1067 3.178
3.265 g 3.30
1e7 3.366 5.066 3.233
* 3
060 st 0.020 XN
2 4 6 8 10 12 14 16 2 4 6 8 10 12 14 16

Time, min

Time, min

F—AR—FD Ctrl F—ZFf LN,
i L7z XIC SRR SN E T,

OK
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HRHFE SN n< M7 T AIARTIZHD YT, =27 2BV S5 LV T55

TA AU EROET,

@ Norverapamol XIC from Verapamil IDA-2.wiff (sample 2) - Verapamil+Norverapamil, Experiment 1, +EMS (300 - 1000): 441.02 to 441.52 Da
@ Verapamil XIC from Verapamil IDA-2.wiff (sample 2) - Verapamil+Norverapamil, Experiment 1, +EMS (300 - 1000): 455.04 to 455.54 Da

Norverapamol / 3.109

3.0e7
Verapamil / 3.316

2.5e7

2.0e7

Intensity

1.5e7
1.0e7

5.0e6?

0.0e0

1.0 1.5 2.0 2.5 3.0 3.5 4.0 4.5 5.0 5.5 6.0
Time, min

HiFEE Iz Pane 2 % O Pane IZT 53551%, A ==2—/3—@ Graph 25 Split

Traces into Separate Panes Zi&R L £,

Graph | Process BioTools Window

Set Selection...

= @ Norverapamol XIC from Verapamil 104-2.wiff (sample 2) - Verapamé + Norverapamd, Expenment 1, +EMS (300 - 1000): 441.02 to 441.52 Da
S Veciou Expand Selected Y-Values By...

il XIC from Verapamil IDA-2.wiff (sample 2) - Verapamil + Norverapamil, Experiment 1, + EMS (300 - 1000): 455.04 to 455.54 Da
3.0¢7 Norverapamol / 3.109 i\

sio s
. ii Verapamil / 3.316 Clear Expansion Ranges
5 p 14 Remove Active Trace
l

2.0e7 ll i Il Remove All Traces Except Active
g L i iy | Remove Traces Below Threshold
£ gt ]

Xl Fade Inactive Traces
1.067
‘ l. Invert Second Overlay
5.0e6. } '\‘ \“
iy Sum Graph Traces
0,060 - v\.‘u' s
10 15 20 ~ 4.0 .5 S0 55 |ﬁ Split Traces into Separate Panes
| s

Norverapamol XIC from Verapamd 1DA-2....EMS (300 - 1000): 441 nzg’vﬁm Verapamil IDA-2,wif...EMS (300 - 1000): 455.04 t0 455.54 03

i 3.109 3.0¢7 3.316

2507
2.0¢
2087

inensity
Intensity
b

5-0‘5‘! | 3.417 soes{ 3.689 '34558
oel < scel N,
2 1 L] 8 10 12 " 16 2 4 L] 8 10 12 " 16
Time, min | Time, min

T[] D =1 &' —

)

@
®

sna~< T LEEar—79520%, A==2—3—0 Edit 7»5 Copy Graph & 5T

Copy Window Z 4R L £,

N File | Edit | Show Graph
=& Copy Ctrl+C

m w A Copy Graph
TIC from n:l,| Copy Window b

Copy Graph : A% 7 7 A VEA, Copy Window : £~ b~ v 7B T,
NRA L PRNT—RA  FEICR—=A P LET,




7 SCIEX OS Software # A\ 7= E &

AR~ =27/ Tlx SCIEX OS Software ® Analytics &— K% HNCH#NT 217 5 HiE%
RLET,

 REBEOEER D DR LIRER A D LI, RERMOY TV OEREZITVE
—ﬁ—o

WEEEE (IS) & 1 L 7= 55813, AT AR E L 72 IR LI - CHEHIE
SNET,

= Training Ti% Training Tl #MHEE DVD N Training_sulfa 3mix Triple Quad
TANEROY T NET Y v LET),

o Sulfadiazine (SDZ : 251.2/108.2). Sulfamerazine (SMZ : 265.2/92.0) D¥: EHE D
VER(NEAEHEY) S Sulfadimethoxine (SDMX : 311.2/156.3)(2 X A i 1F)

o FRuEEH > SDZ & SMZ OiE &

<HBE> REHRIZONT

ARG K ER) & 13 BEHNODMEEE [ o rrom = o1 - 20100 6= 05900 G 1/
DFE R & AR DB & A LT S ]
Zlick, RamoREHIEEN DY
HOPREZRD D FIETT, MEHRIT,
R GRITE 3t G208 O IR FE D ZEALAZ s
U RN ED X S ICET D g "
RULT=T T 75y 7 )T, i W n o D5 (qu.'?m o7 . ﬁDJSE i
WAEAVERR T A2, REDOKBIKDE =

20e5 4

1525 4

e ER{E

1.0e5

9

TERE 2l & DR T SR EME 2 i T 2 L E 1 H Y 7,

<HE> NEMFEEWEICONT
PR E L, MERFOTEAR, MS DA A ALRE O T Ly 2 a g EORR A
ET 72O L ET, ARk & @M~ b v 7 Ath T Mt & Bl 1T
D WEN D DA RCHER SN E T,
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<SCIEX OS Software Analytics “E— KEEHHE >

Q - Analytics

B 2rews Fitero W

x| Sample ame v|§am*r,w{ Compenert

a

ok ER
somx ai

Sl B

Sanded | SOZ
Al Ayt -

5 Sandand | SMZ
sz 1
B 7 . aantiers
= @ Callraion for SDZ: y = 30272 x + DMISTfr = 099999, ¢ = 099998) fwelghtinge 1/ )
8 My = .58 inge 1./

bamy A K
XbEwY A k& J;;#%;;i;fr — B
IV I FTHEE [ ae -

) R OnEn
IR . 502 S 2512/ 108.2 - bcume i (gl 2) [T ST e TR 970 atecr e, ooy e ] 01 - SOV S 311.2 1563 Veurve st gl e *
=R “ Arew 82012 Heght 7.572¢1, R 1.4 min Area: 1.110e2. Height: 15982, RE 271 min Area: 131784, Height 54263, R 2,48 min
BEfERL s n< b 5 Z

200 200

7T ARERSN [ )1 p o PR
S — B | p . e S | JL

<I<EFERHTBTAa>

OO T T O

%M A AW /= cl M CHI v \ME

Displays the Peak Review Displays the Calibration Curve
7V T hHEra~ N7 T AN 7V w7 F 5 L RERN
FREINET, FORSINET,
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7.1 SCIEX OS Software ™ Analytics D)
A — LB ICFR STV D Analytics D7 A 22 %27 ) v 7 LET, |2

Analytics

7.2 Project MR

i _E¥ D Projects > HIJD Data D X410 TW % Project #3841 L £ 9(Training
Tl Training_sulfa 3mix Triple Quad % i&R),

jo @Ready f-EX

—— e 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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7.3 PIHIRREOLE
(D Projects %7 Y 7 L. Project Default Settings # N E 7,

@ Quantitative Processing Tl&, KEZ&HC, EEMITICHENT 2713 XLy
Kt REMOJMFFLZHRELET,
X AMEBOETIRGLUSIS L TEE L £,
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 0.02 Da

Expected RT 0.000 min
RT Half Window 30.0 sec
Update Expected RT No b

Report Largest Peak

¥ Integration

Minimum Peak Width 3 points
Minimum Peak Height 100.00

S/N Integration Threshold o

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 l:l

Regression parameter Area ¥
Regression type Linear %
Weighting type None

+' Apply to current project Use for new projects in current data root

@ Qualitative Processing CTiX. FHZZBICEMEMITIERT 27477 ) —H—F
KRR NT A= —FERELET,

Project Default Settings

Quantitative Processing Set Project wide defaults for qualitative processing method parameters

Qualitative Processing *» Library Search

Library Search Algorithm Smart Confirmation Search v
Workspace Layout
Resuits Sorted By Purity hd
Algorithm Parameters
/| Precursor Mass Tolerance - | 04 Da
Collision Energy - |8 Y
Retention Time «+ |8 min
Fragment Mass Tolerance - |04 Da
Ignere Isotopes In Unknown Maximal Number Of Hits | 5
/| Use Polarity Intensity Threshold 005
Use Collision Energy Spread Minimal Purity 100 %
Use Campound Specific Purity Threshold Intensity Factor B
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7.4 Result Table D{EK
@ M EEO Results > New #27 U w7 LET,

I : HCL

pejct Taning susamc S O [T TR ©

able or opening an existing one.

Open..

@ Process New Results [## % B & . Select batch Samples to process C. Available 75
fENT T DT — X IR L, HRAZ2 U v 27 LT Selected |IZB#) L £, (Training T
1T curve_sulfa.wiff ™4 Data Z &),

Process New Results

1. Select batch samples to process

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

Sort by: A->7Z Ascending v

Available Selected Process New Results X
© (] SDZ_20070612171150

“ W blank 1. Select batch samples to process
an|
E (]H Current Location: C:\SCIEX OS Data\Training_sulfa3mix\Data\
W0 Sort by: A->7 Ascending v
¥ 100 Available Selected
Y TILL LI L
: Samp‘\:; . + (1 SDZ_20070612171150 H E curve sulia vt &
sampl et T, © (] Duslwiff H
0 » ual.wi . W blank
[ @Dual.ww . n H N B ¥ o1
b [E] LowRes.wiff 0 . - 'R
b [E]) MRM-EPLwiff = : v 10
(8 ProductScan.wiff > ) Productscan.wi HERT
T ¥ Samplel
=¥ semple?
SessmsmsmnEnEnEn .

@ Process New Results H[ D 2. Select a processing method T. LLRETIZIERL L 72
Processing Method (& &#f#HT | Method) 23 & 535413 Browse... 47 U v 7 | 7%
fEHT A Y RZ&RIR L, Process #7 VY v 7 L”7.5 Results Table O#EGR, e’ |2 7
EJ RN

% Processing Method N IEWGA | RO E ORI EEMHTH A Y » RE/ER L,
Results Table % {Ek 3 271217 F 9 (Training TIXHT I MERR),

% Layout i EIZfR/F L T 72354, Select a workspace layout @ Browse...7» 5
BT 5 Z LN A[EE T,

Open Method ==
Process New Results Wl | open hrethe

( uv\ | « SCIEX 0S_Quad Data_Exa... » Quantitation Methads [ 4] [ search Guantitation Methoss 9|

1. Select batch samples to process

Organize New folder =~ 0O @
Current Location: Ci\Analyst Data\Projects\Training_sulfa3mix\ Training_sulfa3mix\Data\ P . = —— Type
sertey: Lo ASCEI’IdiI\g 2 ) .M. .4 e :h.d. : 5/16/2018 4:20 PM METHOD Fil
c
Available Selected L Motqmetho 2 e
1 (2 SDZ_20070612171150 4 [E) curve_sulfamwiff

b (€] Dualwiff ¥ blank
m nRatio_Sulafa3mix_20170904.wiff ¥ o1

wRes wiff n Vi
a

o () MRM-EPLwif Vo Dacurents
I ) ProductScanawift v o 7l Im
¥ sample! [ Pictures
# wmnie? B videos
Zsslectaprocessingmethod B Cormputer
C:\Analyst Data\Projects\ Training_sulfa3mix\Training_sulfa3mbc\Quantitatio &, svsTEm €3
3 s DATA (D)
3. Select a workspace layout (o SERVICE (v

(. SXRECOVERY (W

& Con APTOKL-8X
4. Select  comparison sample for Non-targeted workflow 2 D on APTOKL-8X

<None> - € Network i~ i, \ | »

File name: curve_sulfa MQA.qmethod ~\Yldathod & grpethod -
L] o

-
-

Yupas® fannus®




BRI ERMATA A Y v FZ{ERL L. Results Table #/EmRk% 5

(D Process New Results H[f? 2. Select a processing method @ New #7 U v 7 L%
E

Process New Results X

1. Select batch samples to process

Current Location: CASCIEX OS Data\Training_sulfa3mix\Data'.

Browse...

Sort by: A->Z Ascending v
Available Selected
I (L] SDZ_20070612171130 4 E| curve_sulfa.wiff
I [E] Dual.wiff ¥ blank
I w LowRes.wiff W oo
b [E] MRM-EPLwiff = L
| w ProductScan.wiff n : :II?)O
W Samplel
W sample2

ra

. Select a processing method

LT
A b7

»
= A -
Browse... nM" Edi..

[35)

. Select a workspace layout

Browse...

f=S

. Select a comparison sample for Non-tar

<None>

Process... Cancel m

@ fRFTA Y v FOREBEAF RSN ET,

@ Workflow T Quantitation and targeted identification ®J = »» 7 %4} L . Quantitation
T =y VWA TSI L EMRLET,

¥ OTARAOHEBEIZEIN T 2w IRy 7 ARRWEAELH Y ET,
@ REV T ADNEBPITIRENE T,
% Sample Name #7 U v 7325 LREFTANG Y BEDLY 7,

[MQ4] Untitled Method

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

R

Components = |v/| Quantitation
Quantitation and targeted identification
Integration Non-targeted screening

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

Ca‘(ula‘[ed Colurnng Sample Name Type 251.2/10..  265.2/920 G
curve_sulfawiff (sample 1) - blank Blank Q.00 0.00
Flagging Rules curve_sulfa.wiff (sample 2) - 0.1 Standard 010 0.10
curve_sulfa.wiff (sample 3) - 1 Standard 1.00 1.00
curve_sulfawiff (sample 4) - 10 Standard 10.00 10.00
curve_sulfawiff (sample 5) - 100 Standard 100,00 100,00
curve_sulfa.wif (sample &) - Sample Unknown 0.00 0.00
(3 i feamnle T4 eamnlad Vinbnom Ann nnn hd

~ @ XICfrom curve sulfawiff (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 jurve sulfa.wiff (sample 41 - 10. +MRM (2 trans\tions‘i:j{.z /1563 Da

0

0.5 1.0 15 2.0 2.5 .0 5 4.0 4.5 5.0 5.5
X-value
e Iv O




® Components TILEW4A ., WHIEEMREAS) DOIEHRZ A LET,
% Training Data T3, 311/156 25 IS T7,

< IS NIEEWIGEIT, AJNFEARETT,

Worlflow ) .
’ Select or verify the analyte and internal standard names and masses.
Components 4
Integration Precursor (Q1) Fragment (Q3) Retention Experiment
(2= B || € R Mass (Da) Mass (Da) Time (min) (Bl Index

Library Search i1 O 251271082 | 251.15756 108.2 IS 1MRM (3 transitions)
: O 265.2/92.0 26519238 a2 [ 1 MRM (3 transitions)

Calculated Columns 3 5 12117 156.3 1 MRM (2 transitions)
4 O

Elanmina Rulac —

® Integration TREV 7 VO BBy SNTERNPEREINET, T ¥ 10D &
7 Uy 7 L, BRSIZOWTRERICIE N T A —F ZiR0E, MR L E7,

¥ OE— I NFHEED ICHES SNARWEAIT, FTRIRA—V U Z7BIUOREN T A—%] %25
FBNREDGNT A= BT, Apply #7 Vv 7 L, 7~ 7T ALIILET,

% T A—% 1% Results Table 1Efkf% b H Tx £,

For each component, configure the parameters to optimize peak integration
Components Integration Algorithm: MQ4
Integration > 251.2/108.2 N 251.2/108.2(251.2/108.2) from 1 (curve_sulfawiff (sample 3))
265.2/92.0 ¥ Retention Time (RT) Arez: 6303.813, Height: 594.009, RT: 1.71 min
Library Search 18 Expected RT 1705 min -
RT Half Window 300 sec 600
Calculated Columns
Calculated Columns Updiste Expected T No v
550
Flagging Rules Report Largest Peak
¥ Integration s00
Apply peak parameters to all of the components
Formula Finder Minimum Peak Width 3 points 450
ula Finder
Minimum Peak Height 100.00
400
S/N Integration Threshald 0
Gaussian Smooth Width I:l points 2 350
Noise Percentage 400 % ES
) X . 5 300
Baseline Subtract Window 2.00 min £
Peak Splitting 2 points 250
¥ Units & Calibration Defaults
200
Apply units and calibration parameters to all of the components
150
Concentration units
Regression parameter Area ¥ 100
Regression type Linear ¥
Weighting type Vx v °
Remove outliers automatically from the calibration curve 0
anneaf 05 10 15 20 25 30 35 40 45 50 55
Time, min

[RA—VV TBIUHEN/NTF X —#]

- Gaussian Smooth Width : 2 A— 0 72T 254, HE AN LET,

+ Min. Peak Height : = Z T E L72& & (Intensity, cps) 225 —27 28 LEd, N—AF
A EVBROICHRETHI LT, /A ARLHEDRNE—7 Ty Shal e £,

- Noise Percentage : fix K& < 758, X—ATA N ENRY | E— 7 EHEMN/ NS 20 T,
- Baseline Sub. Window : X— 27 A & L TRET D H/INREZRETHIEIC/ Y £, Peak i
7 2-3 fFFLEE A Default fEHIZ72 0 £,

+ Peak Splitting : % K& <5, EFNizt—2 42 —oD—27 L L TR LT R0 £97,

77



@ Calculated Columns #7 U v 7 L, LEIISUTRELET,
O OREFETITRER N L —=r I ~v=a T Ve TSN,
Flagging Rules #7 UV v 7 L, B EREOFHRAEIIOVTHERELET,
X REEDOHANIZGE. EEMROBLVBE 7N, TA4 PENET,
K ORELBRWEEREITF =y 7213 LET,
K AT UOFRIE, PRERE L —=0 7 ~v=2T7 V2 TBREZS N,
% Accuracy Acceptance %7 U v 7 L, MEIZIG U TCHEOTRRALZRELET,

. N7,

X EXTE%. Accept changes and return to Fragging Rules #7 U » 2 L. HiD M
_ﬁ@iﬁo

[MQ4] Untitled Method

Workflow Define a rule to flag results in the table.

Components (e~ Joeeie e Wmpon—Jeoen

Integration Apply Rule Rule Name Formulas, Columns and Rules Used
. tio Acc e Columns: lon Ratio Confidence
Libra ry Search . . lon Ratio Acceptance
H .

4 = Accuracy Acceptance % Columns: Accuracy
Calculated Columns Tewsmsmafesssasenees

v Concentration Acceptance Columns: Calculated Concentration

. N ;

g g (s [MQ4] Untitled Method

Workflow es and return to Flagging
Resmssssssssssanan
Components Identify the standards and QCs that are outside of the specifications
. Rule name NAECHFSERAEEERISAEE

Integration
Libra ry Search Maximum tolerance for accuracy:

/| Standards at Lower Limit of Quantitation (LLOQ) +- | 200
Calculated Columns 7| Standarcs - [150
Flagging Rules 9 |/ Quality Controls (QC) o 150

@ Concentration Acceptance #7 U v 7 L, LEIZL L CEREOFFRBREEZHRTELE
9, Accept changes and return to Fragging Rules #7 U v 7 L, BIOBEIZKY £
ER

[MQ4] Untitled Method x

Workflow

Define a rule to flag results in the table.

Integration Apply Rule Rule Name Formulas, Columns and Rules Used

: lon Ratio Confidence

Library Search
v Accuracy Acceptance Celumns: Accuracy

Calculated Columns TRl it
v

Coelumns: Calculated Cencentration

Columns: Quality, Asymmetry Factor, Total Width, Retention Time Error (%)

]
Workflow hanges and retum to Flagging R

Components Identify the unknown samples that are outside of the concentration range
. Rule name Concentration Acceptance
Integrat E
ntegration
Library Search Analyte N —
Calculated Columns P 251271082
===, 265.2 /920




1 Save #7 U v 7 L. File Name |Zfi##t Method 4% AJJ L., Save %27 U v 7 LE7
(Training Ti% [BHfF] 2 AN),

i Process New Results HHIZFR Y £9°, Process #7 U v 74252 & T, ENTDBIGS
. ¥ 771 Result Table(EMT#E S NFE RSN E T,

% Layout il EITRA(E L T 24, Select a workspace layout @ Browse...7> 5
BT DHZ EDAHETT,

B Seve Quantiation Method As =

s Process New Results X
O\) [ << SCIEX 05 Qusd Dita_bra.. » Quantitation Mathods ~ [ 4] [ Search Quantitation Methods P |
— =- @ 1. Select batch samples to process
Bl ame 5 [—— o q Current Location: C:\Analyst Dats\Projects\Training_sulfa3mix\Training_sulfa3mix\Data\
IFa_MOQ4. thod 5/16/2018 4:20 PM IMETHOD Fil sertby: Az Ascending -
L eurve_sulfe MQ&qretho 2 " Available Selected
(L SDZ_20070612171150 4 (&) curve_sulfa.wiff
v [E] Dualwiff ¥ blank
- [H) lonRatio_Sulafa3mix_20170904wiff B ¥ o1
i (] LowReswiff Vi
- [H] MRM-EPLwiff [ -} : :‘;ﬂ
=
(] Productscan.wiff ¥ Samplel
W camnl
— 2. Select a processing method
& srsTEm () Ci\Analyst Data\Projects\Tiaining_sulfa3mix\Traini i L erowse.. W New.. [ Edi. ]
& ing_sulfa3mix\Training_sulfa3mix!\Quantitation | {770
s DATA. (D)
(a SERVICE 0V

3. Select a workspace layout
C SXRECOVERY (W

5 € on APTOKL-8X

Bmwse...
55 D on APTOKL-8x ™ ¢ [ i )

File name: | Test

Saveas type: | Method ("qmethod) A <None>

. . S de—
~ " s eeT
o Ca— —>| Cancal, ] b |
ftaaaast Sagusn?®




7.5 Results Table Ofifeid. fwte

(D Samples # 7 Tlid, EEOY TN EEINTE £9, Results Table (V7 LT L IC
FRINFET,
C=Ern O

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

EINEIYE GGAEE A R DER

Comp Comp R Actual Calculated
Index | SampleName 7| Sample T... 7| IR 7| SOMERIENt ) KEEHEN ) e w) o R 7| Concentration
1 blank Blank 251.2/1082  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 T, {£E® Analyte % &R L £ 9 (Training Tl
251/108 % 3&4R),

O - i - .

Feporing > proces e < 0

=
...ll .n®
Options - ™
= b : EENENENENETNIETEN GEBEE8 DA R PSR
All Components e T e
e . .
@ G R = Actual =]l Calculated
\ p p .
Toizn | St 5 Sf“P'ETYPe_V Name Y| Type Y| Time Area Yl Concentration ¥ | iConcentration =
Al Intemal Standards Trmeent O T
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 =8, fELET,

¥ OEFETIHIHERIEITINE T A= a—nE, HEUER : Standard, QC Y7L
Quality Control, 77 > 7 : Blank, # > 7/l : Unknown %R L T 72 &0,

@ Actual Concentration (ZFEHEWR DHFEIRE Z M. AJ11% Enter ¥ — %2 L THEH L
%9, (Training T/% 0.1, 1, 10, 100 & AJ)

¥ Excel 2 85D a ™ —(Ctrl+C), ~2—Z MMCtrl+V)A[HETT,
X AW ONWTRELZHER, AN LET,

X BEAEVORENFR UHEIE, 1 (MEMOHRANER, BT L2670 v L,
Apply Current Analyte’s Actual Concentrations to All % &R 42 & UYL E
DA S ET,

Copy Ctrl+C
Paste Crl+V
Copy Entire Table

Fill Down Cirl+D
Select All Rows

E AppIyCurrentAnaIer Actual Concentrations to All
NN R RN RN R RN RN RN EERENENEEENERNERNERRNENNEENEEEEE

Apply CLlrrentIS Actual Concentrations to All

e

B Yo7 LoEEfE), Calculated Concentration (2R SNV E T,
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76 Ju~hrTL0OER

(@ Results Table @iEA LD 227V v 27 LT/ u~ T hu2FREEET,
AN B EFTEITEINENNTRN QE8a88: (more v ] =] X

Component Component Retention Ard Displays the Peak Review Eulated
Name Type Time itration

epat

Index | Sample Name 7| Sample Type 7| il

@ 7 uv~ k77 .4 EO Options > Show navigation control # &R 4 5L, /7 ru~ K7
ZoabficFErEnEYT, EEER 27V v 7358  HikOR—VRETRSN
ij—o

@ MEIELUT, BRENTWDHZ a~ 7T 2850, BEICO W TEFE T L5513,
Options > Peak review display settings %1% L £9°, Peak review Options [ 3
@ Number of rows., Number of columns TZ¥E#%., OK%Z 7 U v 7 L TL7Z&EW,

EIE | 1 . T BEaE8 woe ———JL]E]X]
.

@rrror= Component _| Retention Actual Calculated
e Y| e Y| me Y P Y et Y Geresrere

Index | Sample Name 7| Sample Type 7|
All Internal Standards
311.2/156.3

» 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 iy . i
RAN s @ B <FE0E O N E PSR
2652 /920 LTIy m
few aisplay settings...
I [samplet - 25...e Index: 6) || Samplel - 26...8 Ak review afpLay 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] TTTTEe e ssaennenettt
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
RELLLLLELIN

MNumber of rows: ; 1 E hd
H .

Number of columns: | 3 H v
. .
‘.llllllll‘.

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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7.7 NRIRA—HDER
O MBS L T~ M I LAEICERENTWANRT A—ZEEZEFT L, 7au~ 73
LD — 7 B2 AR L £,
e T s (routs ] [Process wethod + <3

RN | o« T EERE8 (voe 2 LE14)
T

All Internal Standards

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

311.2/156.3
17 | Samplel Unknown 265.2/92.0 Quantifiers 2.69 5.548e4 N/A 4.828e-1  w
< >
All Analytes
251.2/108.2 . .
Manual Integration | [} anaga [options v J o] L[] ]
265.2/92.0
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
¥ Refentenive e savevensnnnnnnsnnnnnn, 4000
o° . 3476 3000
& Expectsd RT 1705 min % 2500 1699
N . 2
5 RT Half Window 300 sec i 2000 2500
- .
- H
= Update Expected RT No w - 2500 2000
; H B3 £
E Report Largest Peak H g 2000 é 1500
B ¥ Integration : - 1500 -
. H 1000
= Minimum Peak Width 3 points % 1000 E
E o : ' 500
= Minimum Peak Height 100.00 H 500 Mw
- . : %,
& 5/N Integration Threshold 0 H D il S bt 0
. . X H 35 1.5 2.0
“‘Gauss\an Smooth Width l:l pmmx.,' . Time, min Time, min .
ey e e

@) KNTGA—HDHFMZHONTIE, PTT[A L=V ZTBLORES /T A—%] 25:8<
ZEUY,

@ W% Apply 27 Vw7 35E, BRLEYV UV TNAE—TIZER LRI A—HNK
X Ed,

BY VTN ICERLIENFG A RIS ED

O ERLIZH VI E RSS2, e~ NI bx2670 v 7 LET,
@ Update Processing Method for Component % %41 L £,

100 - 311.2/156.3 (Standard) 3...ulfa.wiff), (sample Index: 5) § Samplel - 251.2 / 108.2 (Unkn...ulfa.wiff), (sampl
Area: 1.157ed, Height: 2.680e3, RT: 3.48 min Area: 3.220ed, Height: 3.14%¢e3, RT: 1.70 min

3500 113476 Copy Integration Parameters

30004

25004 Update Processing Method for Component
2000 4

Intensity

1300

1000+ Revert Peak to Original Method

300 Revert All Peaks for Component

0 ; = : )
3.2 14 EX Copy Active Graph

Time, min I TIFTTE, T
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7.8 FEES
¥ MBS U TITWET,
© ru~rrsrmdE LGBy 220 v LET,
@ v—rokmzrs )y LET,
® ZTOFEFERT v 7L, E—7OLMTHELET,
@ b EDONRTA—=ZITETH AL Manual Integration AFEDF = v 7 24 L TL 72 &0,

ﬂ +/| Manual Integration EE

100 - 311.2/156.3 (Standard) 311.2 / 156.3 ..x¥Data¥curve_sulfawiff), (sample Index; 5)
Area: 1.186e4, Height: 3.707e3, RT: 3.48 min
¥ Retention Time (RT)
Expected RT 3.480 min
RT Half Window 30.0 sec
Update Expected RT No W =
=
est Peak Z
=
¥ Integration
Minimum Peak Width 3 points
Minimum Peak Height 100.00
S/ Integration Threshold 0 ]
31 32 33 34 35 36 37 38 39
Gaussian Smooth Width 1.0 points Tirme. min

vE—2 L LTOREBENT

T EHE =7 L LT LIS WSS B AT A a2 T bk,
=7 A BRI LE T,

.0‘..0 .0‘.'0
i Mana nagratio ) A T —
"‘m anual Integration E "g anual Integration E
blank - 263.2 / 92.0 (Blank) 265.2 / 92.0 - (...ix¥Data¥curve_sulfa.wiff), (sample Index: 1) blank - 265.2 / 82.0 (Blank) 265.2 / 92.0 - (...x¥Data¥curve_sulfa.wiff), (sample Index: 1)
Area: 4.232e2, Height 1.087e2, RT. 2.70 min Areat NAA, Height: N/A, RT: MSA min
RILILELLITILIITI RULTEELLITILIETI
D . * .
140 H 2699 H 140 i :
120 : : 120 : :
100 : H oo l [ : :
H |\ H
% a0 "? a0 P
z g dl
= 60 - = 60 ]
0 : 40 :
20 :_ : 20 :‘ H
’.Illlllllllllll‘. ’.Illlllllllllll‘.
0 . . ! . . : - T - 0
2.2 2.4 2.5 2.6 2.7 2.8 2.8 3.0 21 2.3 2.4 2.5 2.6 2.7 2.8 29 3.0 31
Timne, min Time, min
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7.9 BEHORR, BLST. REROEELZ AT

(D Results Table EEEJ:@%:7 Vo7 L, REREERLET,
ForfrEr T 2mer. Ba s o s LoRogae b L BB LT,
OE SR Copions~] 211X

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

L < Actual Calculated
Concentration Concentration s0
404
1e3 0.0 8.322e-2 =
. = 20
i2e 100 1.112e0 P
Ded4 10,00 1.062¢1 < 20+
0e5  100.00 9,929¢1 10
Bed  N/A 4,838e-1 v 0l
&4 10 200 20 40 50 60 70 80 90

Concentration Ratio

Qaagpa options ] o] ] <

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

@ WMEIZI U T Regression 27 U v 7 L, BEASITCHREROEEZALE LET
(Training TIX FXD L 5 12 E),

=  Regression Parameter : Area—Hight D%
= Regression Type : &R OFIEDOZE T
»  Weighting Type : EASIFOEE

Regression Options X

Applies to: 265.2 / 92.0in in the ples or C panel

P

\d - -
S regression. W opiions v ] =] X

LTI Calibration Defaults
Calibration for 2512 / 108.2: y = 0.47453 x + -0.01181 (r = 0.99996, r* = 0.99993) (weighting: 1/ )

Regression Parameter Area v
40
Regression Type Linear v
£ i
=2 Weighting Type 1/x b
z 20
<< Autematic Qutlier Removal
10

Apply Automatic Qutlier Removal
]

N I TR CTE

Concentration Ratio

@ MBS CCHE EEO Results > Save as CEEMEZIRITELET,
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7.10 T —Z OB L YR
F—Z DB

(D Results Table EiiH 47 = More > Add Samples &R L, Available TiEI L 7=\ 5
TNEBERE, HRAEZ 7Y v 27 L, Selected IZBE) L £ 7,

@ OK %7V w2r7d45L, Results Table (Z BN EILET,
= o

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

g vore jonsn|  Regression.. W options ___«] J=] %]

Table display settings... n for 265.2 / 92.0: y = 0.58007 x + 0.06430 (r = 0.99973, r* = 0.99946) (weighting: 1/ %)

Add custom column...

Hide selected row(s) 404

304

Remove selected samples

an

Select Samples

Select Samples

Select the desired samples Select the desired samples

Current Location: C:\Users\minake tanaka\Downloads\APIALL-DVD3\API and QTRAPATr... Current Location: C:\Users\minako tanaka)\Downloads\APIALL-DVDB\AP| and QTRAPTr... TSN

Available Selected Available Slereda i ianinnns .
I (£ SDZ_20070612171150 =4 (2] curvesulfawiff
JOCTI I (] Dual.wiff H ¥ sample2 H
: n,_ © T LowRes.wiff nmmsmnsmmmnEmnns
X . & I MRM-EPLwiff n
b [E] LowRes.wiff = I (B] ProductScan.wiff [+ ]
i [E] MRM-EPLwiff

i [£] ProductScan.wiff

o

F—Z DY

Results Table THIBR L 72 T4 33K L. Results Table Hif 4 £ More > Remove
Selected Samples ZRJ 5 = & THIBRS AL E T,

X OHIBRZ. TICRT Z X TE EH A, MBS U CTHIBRENZ i E5 D Results >
Save as CEEMBEEZRIFL T EIW,
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7.11 Report DIERL
@ M EE @ Reporting > Crate report and save Results Table % %R L %7,

@ Create Report HiH 237~ S E 3D T, Template Name @7 /v 4 7 > CHBIZIHR -
LR — T L— M ERIRLET,

3% Default ® Template iL, C:¥ProgramData¥SCIEX¥Analytics¥Reporter (Z{&:AF
INTWET,

X F Oft, https://sciex.jp/support-tools/analyst-multiquant-reporttemplate 7>& %
v u— RAgETd,

@ Report title ® Browse %7 U v 7 L TCT 7 A ML D AT EAR-FEBIR L £,
@ Create #7 Vv 735LLR—IPERIINET,

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 v | ~
® Export results * | Template description [Rapart 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 Results Table 3

Report format @ Word PDF CEW HTHL

Report fitle @ 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)
@ (- —

< UiR— MMERRB] >

At (st 258 01
Data Fis I R T30 k
Asuistion Dats V23017 320 A Atgortom Ussa
‘acquiston Nethoa 05 WRAIR_pos_mic nstrument Hama <
Projct 000755 YA K5 A SC
S | A | RT il
e {miny ATEEAT:  as s mn 8479
e — e e R R
B P e e | s R
e — 11 TN - a2
e e RSP o o3 Y aTammn
T o ——— - - ATER AT 38 s mh 8604 st g
R — e e . . 1 S
[omes Jromew 152 1| fcaosam omo 1233
s - 15 st S 330 i
i = L S SewpeTipe l8s75
e e r=— .
B wmr fieen e = Tasrs 35 @5 mn
e O 22 = RTERAT 3% Emmn 5 195 o
e - b
Carea [cacumes 20200 25
R T g | L — LSy
Carea dees 531 =
T Ty = Lssmoe e Sy,
Carta [T @3y mn
ST o = N 8578 25 e m
- Carea RTERAT 3% Emmn s30 o
sl = o somez m e
ST = i b a3mer s | Sy
< Seos e (swnwg N
™ T 8577
. Cara [Tosm T 3% @3 mn
L g [T 15| | mreenn amesmmn 5564 N
5 o [T9Em TS | | gawam a@sam Lo
[Smg L T 2 A s iz S Tt
= DI Ee—| | Sawenpe  (smarg p—
= o - M am@mmn .
ERRn amesmn 8581 2161 o0
[aoimd 22801 0 e
&g (g
s ey -
Somps e ismag 8576
5 @3 o
ERRn amesmn 8877 et p
[aoimd st somas :
&g S X
s e - K
Sampe Type _(sunaargy 8.964
ArEe AT s s ma 1
fgaomm 1mmzem
e M LT S E—
e a1 o
Sampe e i) -



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

RN OAMEM TEET, ZMBMBLOZOFHE ETOMMITHREEA,

Linllid, M En7zER=a— ey FZ2EHLTRFSW,
Fo. S ZER=— My MEI, ORI L2 T TSV,

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.
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