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LC-MS/MS System
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AB SCIEX Triple Quad™
4500 LC/MS/MS System

AB SCIEX QTRAP" 4500

LC/MS/MS System

Triple Quad™ 4500

QTRAP® 4500

AB SCIEX Triple Quad™
5500 LC/MS/MS System

AB SCIEX QTRAP" 5500

LC/MS/MS System

Triple Quad™ 5500

QTRAP"® 5500

AB SCIEX Triple Quad™
6500 LC/MS/MS System

AB SCIEX QTRAP" 6500

LC/MS/MS System

Triple Quad™ 6500

QTRAP"® 6500

AB SCIEX Triple Quad™
7500 LC/MS/MS System

AB SCIEX QTRAP" 7500

LC/MS/MS System

Triple Quad™ 7500

QTRAP® 7500
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The Power of Precision

B SCIEX

* LC-MSDO#E&E
c AIEAVYREBBIREL (A YRER)
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LC-MSD#FE

K /SCiEX

AMBREHPLCTHREL =R, FHMEZ/AEL. EESTERICEA
AF o EE/BRLE(MZ)IC&>THEE-RETHHE

LCORFFREEDERBRAOM zOBENETTESD

PC
KRE Vil vk 4
HPLC F—5
etc. iz Hr

LC-MSDIEE BB SN S 1 7- e /SCIEX

DEEE AF L% B
( El ‘ / BHEo et \
a (MS)
(BEZ)
ESI
APCI mEiE
APPI =T AA ST
 (R=E) ) AFbSyT
s N B
MALDI TOF
DART
’ o FT-ICR
ASAP
i3 S 127 DESI B
SEEENSE ) . Y, \__ ®®
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EE&AI O RS I(LC) &I Y SCIEX

* BEPORHELIEVLRS OS5 EE

- TR EEER-BEHEEORME-BEERADENZELY,
BHIORFREINELTD

ST IVRE B BEEH(HSL) BRHEB OITTIL
E{x ’\

#%EJ*B
ﬁiﬁﬁl( AT IIIEE DERIRDFHLF)T
mzEh T3
BENIEBMS)E 1L YK /SCIEX

MEDEEZAET HEE
BICRAGL, FITHRALGLLEDZE, ES5P>TESD?

A AL(EAAS - A2 ) Y RS -
LEMI-BRERUSES oM
ATORTEAT L. HBLBHUOR THM BT 5.
- s
Ny
Brar O — B Q,—|

E ]  FEammew] [pEm s

”6)
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BB HEBMS)E (2 Y /SCIEX

MEDEEZATEY HEE

MSHRE T BIEIE
m/z(m ZA—7/3\— 2)

m A DEE
ze AT DERH

m/z DEEERmEL L. HEZEH

. okt mesF ) ESIDAAAE
o o MW =500
R— N R—HNH+
~ A Positive Tl TAA LT HE
(500+1) / 1 = m/z 501
R~COCH R-COO
. Negative CT1{li CA A 19 5&
B7okSF (500-1) / 1 = m/z 499
EHE=EEE/ TAVIMEYVES=S SCIEX

#l . Reserpine(C;3H,N,0,)
608.688 S E £ :608.688
608.2728 ( BRLEDTHE )

RECLDINLLECRHSNTOAIER.
THEBSFRITT

E/FAVRE YO HE:608.2728

: BEMEETIR
N T/ FPAVREVOEE
DREEAA>
" B AELET !
T e (ELEL S EEINTIVSIES )
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FHEEGSFR & -

ZTODILEREZER T H TR TOTRDIEFEDF (average mass)

FHEEGFE): RFEMSFTRESN-HE
ex. RERCORERGMADEELFHE

HE RRARNUBHFERE
120 12.00000 98.93%
13C 13.00336 1.07%

XEFREZL FAFELEERLLT, NTTROE-EYI{E

H 1.00794 Hiﬂ;ﬁt“;ﬁ%fzﬁ;ﬁl:
! <L X,

C 12.0107 FHRE(HTRITT

N 14.0067

O 15.9994

C,;H,oN,O, (Reserpine) M5 F=: 608.688

9
° . |- =1
T/ 74V PEYDEE LI 5C|EX
ERFRITODVWTKAFEENZRKORIADEEZAWTEGHELIzA44 >
FIE D FOEHEREE Z(exact mass)
E/FAYVREYSHE E (Monoisotopic Mass) :
ﬁ:ﬁ_ﬁ]iﬁﬁiﬁh. BLEELEOBLER
609.2806 A7 CyHy N0, AELIE X e
[M+H]* (Monoisotopic lon) ex RRCORERMBOERLFEE

e BHE KARMEFIEE

o 12g 12.00000 98.93%

- R 13g 13.00336 1.07%

f_'*-_"\
o 610.2840 EAGALABRKOEGAEDEE
[m+2]* 1H 1.0078

e 12 12.0000

s 611.2873 4N 14.0031

. [Mm+3]* 160 15.9949

oy rL:-ﬁ B S E— C,,Hy N0, DEJSFAVIE S ERE: 608.2728

o on E/T AIE S AF 2 [MH]* =608. 2728 + H
=609.2806
10
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. ZHlAA 2 OmzOEE (H{FNDIBE)
m/z & gﬁﬁ’r F (B/FTAVFEVIEE+ HDOH) | (H DO SCIEX

c EEOWMEETRE. mzABAShET. (MW.TREHYFEA )

* ILYPARTL—AFUALE(ESEE) TR, 2ffi4A> MBAEShEEABYET.

[ 137955 DEAFL OB XTOR AR ML TV B HEE—RTRHYFET A, |

HEDIEE (HAMDm) (355.34 +1)/1=356.34
WWWHi'
N N

2 MBS (H A2 4Hm) (365.34 +2)/2=178.67
N "

NH+ N
EDHE (HH3DHM) (355.34 + 3 )/3=119.44

WWW\WH+

NH* H N
11
LCIMSD A 7+ L% DT e /SCEX
Turvo V™™lon Y—X
s ILHYFARTL—AF1bik i
- ElselctroSpray lonization, A TurbolonSpray

100kD

Protei
© AREPAFALE 100 i

— Atmospheric Pressure
Chemical lonization, APCI

Molecular Weight

kD |

Carbamates

Sterolds

h W »

Polarity
EAFALETORIE AT ELS

12
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Turvo V™™ |on Source * SCIEX

ESIMNGAPCIZEICYIYEZONFET

- ;‘ ESIA70—J
t' APCIR7o—7

The Innovative Turbo V™ ion source

MDAA U BRERETZHLELL.ESI.APCIHAD1DDAA VR
ESIBLUAPCITO—T &, MSYU R T LIIBAE LR
TSHTUORT LA, TO—DEXT 512 F TMSH B B3R5
TO—JDXMIF 1D DORBEELEE

SEMIET APCHRER =7 ILIECHEE TSN

13

OptiFlowPro —

ESINGAPCIZEEIZUYEZONET
* EVa—)LEElensD A EHHE THEIERH
* ESI(Analytical) E2a—)ULIEMSY AT LITIEE L F
* APCIE a—)LIEA T3>
° FEMIEI APCHRER =7 IL | ZCHEZR T SL
APCIMDElenslZ 7S5 #{FEAHLET ESIRDES2—IVEE APCIHDEY2—)L

ESIFA®MElens

14
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- Al
14 F EED 5 * SCIEX
EsI APCI
BXHFE 105 Da #1300Da
e bl gt ~m A B ~miEt
$oT !?!I;;__fjgfﬁ: e B0
BN Ll ERttgaicHLTED
3t kit 37t #nL~ 3mL/min 0.2~2.0 mL/min
R A - .
AF VIV NIRAVE EIS HEL
LCEEORE HESheTL BEIhiz
LEEOEYRIEIE R -SLERET HHTO—TERLTLD
ZAAUDELEIOTESFIEEDY CEREYUVTINGETRERTOMEE
Z0OH DEWIZLEF Z<{ELES. EREOREICEY
ISAR—(EER)NERTHH. OO0+ =—FILHENLS=HREED
BEREATOREROERMEA EFTT3, (@apr=—KiLDY)—
EFTI2550H5. —UGEFAIEIREIERTS.)
15

1+ &

ke

ESIDA7 /1t

1) AAEZBICEURBIEINS,

ARE

2) BEDBIENERETBIZDONEEMN 1= (Atmosphere Pressure) - -
,J\é<t;l’)’(j—>b§;§‘%$_¢6° E Nebulizing Gas Flow :

E TurboH‘zast:r, (TEM)

3) ILITEEMNEL LEBIEIEREERD § e S o s"""“““"""s’
ZEKYRBITEELSETENIA2IE i ; -
EFRORFEICEYSHICRULET i T

Fr—JEfoLk 1/‘: 1 1 F ;
BRI Y I I RZ |

: 2 . 3

: it 3 N s; :
1AL . 3. 5 i ] 0(3‘:)" E

(RE®AH<7-Ov) Bl

y Curtain Gas
(CUR)

16
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k2

i
R1—U—'*H3 m_“_ﬁ:ﬁ 3 C'H:

14 A 14tk SCIEX
APCIDA A1k
1) FrESUMNGEZINT:
C P R —_ — XQIEE(Atmosp_here Pressure)
ﬂ/7)b/a/§®/&/ﬁ’°&...\—5mﬂ:éhéo i lll' ""’“("G'é'}?‘;"‘
2) A0 METERSE: E ‘ s NZEZ‘.?SE
AA BRI AFNERIEEET | ae
LA AT B, cormmstn O X-EmaT g
b 2. Oy RN af
| mmaFo ‘o R |
: AL =G oy |
| PeIARF ¢ | :___ '
| EORR \":5, 3 ey
] Y o528— — |
: . R I 1
(PO :"'_f_____:T|- sl
Y
17
A AR E A F LS NOT DESHEE SCIEX
=
=N :
e Positive Mode Negative Mode
R—30H R—30%
10000 H
ESI R—HH, R—0—804  R—0—SLY
LLE : [ j
J‘ R—C00H f—GO0K
R—NH, R—COOR  R—COMH, R—30H R—50,%
APCI 1200 0 SN R—0—80,H  R—0— S ©/OH
*EEE .. R—CH @
S N R—C00H R— GO0
o H o H .

18
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T 5EHAAFE (Positive Mode)

SCIEX

ESI

APCI

| [Me2H
[M+3H]* 1
I [M+H] * [M+Na] *
l [M+NH4§
| I 17 >t 16 [M+K]"*
I > :H:
[M+H] *
m* |
[
I [2M+H] *
I H
m/z

19
Y HEGA A i (Negative Mode) SCIEX
ESI -2+ | [M:CH3C0O0]
| [M+HCQO] = [M+CF3C00]
[m.n—:J,Hi3 - .
| Hl 46 D14 54 .
i I >
APCI St S
| : [ZN_'I—H]
m/z
20
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LCIMS(MS) TREA SN 2EENHTEDIEE  Hh /SCEX

- MEEE RS | SCEXTHRFELTLBEADARE |

- MEATEEELSRE
- BHEHHETHTDa, D REREIHTIEE

s AAUISYTEHES TR
- INEIT BERBTISTAVMA U EZRETES-O. BERTEFICERIND
- ;YT TEBAAUDEICHIBLH D=8, EEEITEL
- BE#EHMEHMTFDa, »REREEEHTEE GEVWEHICRNIES fREEER £ 5)
3DAA ST
Y=FTAFTVT
- ;YT T HERMIEGL YT OMBERERBELTNS

* RITEME! (Time of flight) EE S #HT &
- HEHFEHENEC(EBRNICIIREX). 2HRELEV(HAEE)
- HBMART. EENLEREA-EBISH

. ZOH
- RS (HREEAEC, BRELHHL. ABT, BLY
- I—UTERTLE (BEHREENELY

21

B B AR E K /SCIEX

FUEE Quadrupole

ARDEBDOXN AT HEBIZENE N,
EREEEXREBEEZMML. SEEHED
FRRHZERALT. BEEDSDVDITET,

(k]

» EROZMTEREENARND
* DERREFO.TURREN. EEDHZE+H
c REROERUENS FAFIVILUOUMEL

22
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mEBE OO RAESE SCIEX

SIME—F AEx v E—F
P HEEETIRATOS—ELTHIE  « HEOIRISAFUASERSATLK
.7274&9—@%&0mﬂqﬁié . RRIAIA— Dl (m/z) E B
. 3= IR DAF L 2THRIER [CZAL S D=t BRI EE
SHETB10. BEE FHBREND (A5
« BELEAAVLSMNEREESAALN T sy
higHEh 3
MST4IL3Z— MST4IL3—
P 0000000000 ® [Yolo] o0 o
) 0000000000 ® o] Jelel lolel o/ !§
) 0000000000 @ elelclolelclelecle
SIM SCAN
23

k1 FILEERE(Z > F L)LC/IMSMS & [£? Y /SCIEX

BEZXHMTEAHRE2&F->TLVASLC/IMSD &

- 7 ) 0 & 15k CIMSQIMQeTNAE
~'J) J IV EX == 15 L w/ i's’!\_-}/ l‘uw’- v/

HPLC

[RERS]
Precursor lon(ZF)h—H—AF>):
TDAF DI E, RIBRAA LD
Fragmentation(754 A2 F—33V) :
AFA D EERRIZEKY., NEWEBDAAUEERT SR BTFIEEENDS
Product lon(Z7Q& k(74 >) :
HEIBEDAAUDIERLIZAFUEIRT . 75T A MA L EELD

(S BAEBSINERIAARILOAN ) —RIEESR)

24
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FJ)ZTJLEMESE Multiple Reaction Monitoring (MRM) * Squ

Precursor lon Set

(Q1) (CAD)

TISHAVF—Yay

Product lon Set
(Q3)

Q1: X I[zPrecursor lonF XX+ LBIRLET .

q2: Q1 TRIREh1=Precursor lon{#>%FragmentationLE ¥,
Q3: Q2TERSh=Product lonZRAF v BIRLET,

25

r)TIJLMEE -MRME—FDEFE-

Y /SCIEX

MRM: Q1B LUV QNIRRT ELHEFEDEYFTRIEESND

* #EH DPrecursor lon(Q1)&Product lon(Q3) DR P EHBETES

Group Compound o} Q3 Dwell

D 10 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 N\WHITSHURHIEL BS/NAFONET=HOMS/MSE—KD P THREZRHIEFE (LOD)AVEL
s BEREMEBEERICAVLTEY. RRAYORMN SLOERBERIZ, RIS —FHLE-BREBEE

EEE LR R A AT RE
s REZOTEMLL
s BRRENBV=OH. —FIWIHEH
* 155 &H 1Y D BIEFFE (dwell time) T:EHE1E

26
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ENMEE? GERES) L

c REVHTRERZEIER
s REREE—VEBMIG. YUTILDREEZHETRDS

3
il
Ei
Imensty, cp
s EHBEHEAESEEEB

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

r)FIILEEEDSRME—FDFXTIL IR T BB IE. EEDHICEE

HPLC

- STEICEYTERTATL, BRINERT
HHMATIEBIZE N

- RS EDSEENBE
— SEENERLTUHRTEEVESD

Retention Time

]
AL —HHBL S wHTFHUREEL . 2
9o J l l l
1 LC/MS 2 :’“ LC/MS/MS )\
2 = | ﬂ(‘” e Pkl &
< $lpgscsagen e ot sl me o1 13 15
it L Ehiz, EME— bﬁ‘:b%.((iiﬁiﬂﬁ)
EHEI:“ 0ﬁﬂ>a.< J\Jb'?v'b'/bliﬂ: ) 95 S FHEL ESIN)
=

28
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Hx SCIEX

* BIFEAY v EBBITREE (AVYRERK)
- IL—FUoNNMDOAITSEERIZLHYET,

L—FoaFa—2ADAHIE
. COT—IDHAR—T LS IEERHZRYET,

MSHEEIZDT:
Updatezh b EABHYETOT. ERXGEBGEITOEELTIELTES B,
http://www mss) ip/publications/pdf/MS Terms 2009 pdf

29

MEEEENFTEDRAF Y214 T K /SCIEX

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

MRM

Product lon Scan
Precursor [on Scan
Neutral Loss Scan

MS/MSE—FK {

30
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Ay REROT—4 70— Y SCIEX

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

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

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

¥ .

3.LCEHDIRET
© WL . BIRFERFALET,

SHAYYR

31

BEA Yy REBBRBIE (A Yy REK) Y S

SCIEX OS ®VIrIx7IZLDH HEH D B E&E L

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

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

MERETAEL., BEEZSSISROIBEICRBLETS .

32
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BEA Yy REBBREIL (A Yy RIER) Y /SCEX

b ANILE (RIRE)Z/ N T A5

Compound Parameters:

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

wgf"g

33

BEA Yy REBABRBEIE (4 Vy FHERK) Y /SCEX

Ramoe c¢ R
—
428051550004
el a1 3301
s I [ e B Bl i
- = = == s
baadd |
sm; o am cpmecr
Pt I T N
Qw i —
- o - o w
e W ume w3
w p " .
o
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AEA Yy FEBIHEEEL (X VY FER)

YK /SCIEX

TURBO V™ source (ESI)

BE# Parameter B6r WESHE
M B o |BUBREREEE B0,
tenpouree GS2(2M+BBE

IS

AAATL—ERE
(Spray voltage)

\

ESI F+vES—ICHA[T 5 EE

CUR

h—FTUHR
(Curtain gas)

psi

HEBIE

GS1

RTSAHF—H R

(Ion source gas1)

psi

FITFAHF—HR

GS2

B—RAR

(Ion source gas2)

psi

BB ERESE S0
WELT T HMBLI=HR

TEM . CUR
/"\;

35

AIEA Yy FEBEZEIE (A VY FER)

Y /SCIEX

A Uy P TEV=I=1=1 LEET" Le - ' E==ED - | EY=I=ET)
o FLAGFT=TEM- a1 107 e g = e g SR b + | 15 FsETTEM-tE T el et = s et <R O raid i~ 5L {ramet_ramctnr = Srurce rrmpare. +URN (8 e
Ik e t 1508 a

" i 1es )
L (I ' M
aae | 1t
| =

, . TEM=300 e TEM=400 TEM=500

;o | ) |

£ e II et | |
o |
it | \ 1aet I| i
1 I| H 1hed | \,
= e B R == =
by 3 iim nenul-QASEE® Gatd: s ihe Ll 390058 = '

s FLAGET-TEM-IR3-34-1 1323 pamrtar = Soure tergeatars, AN 3 taetas + | 10t FADEr-TEM-mE 1T » Bowsca cargarntary VAN (2 sumiseral F
ol I sl e s
= M SR

o I

II:‘. Ed I| —

P | TEM=600 . ( \ TEM=700

P y

Pzt | e R
w1 }

) \ III “n

ey J AN o eI

e _Ilf (1] " _5 2 [ o = - ] 0 "” [ [1] ol 5 o
Tirm, Tra ui

s

36
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HR o

) IL—F o A—ADAHIE
* ZDMDTips COR—HIDHIR—I LS IS ERBITHYET,

MSHEEIZDT:
Updatezh b EABHYETOT. ERXGEBGEITOEELTIILITES B,
hitp://www mssi ip/publications/pdf/MS Terms 2009 pdf

37

HPLC B2 DUV T Y /SCIEX

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

38
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ZF DD Tips K /SCIEx

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

* LC/MSAIETIE. RE2MmATRDAS LE—RIICERLETS.

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

LC:
IC:
FIA :

m/z:

MRM :

QIMS:

Q3MS:

EMS:

MS2:

EPI:

Prec:

NL:

Electrospray Ionization

(RERETFTCiTbnd A A vibo—oT, L7 rux 7L —FifizfiozA 4V
ki)

Atmospheric Pressure Chemical lonization

(KEET b4 A vfbo—oT, WBEIIKARER 7L —Ic X o TERL 72
SEEE, o FIECTER I S A A VREIGA A V) LG EETA F 1L
T52L)

Liquid ChromatographyG&{A 27 v~ + 77 7 1)

Ion Chromatography(f 4+ v 27 u~<+ 2777 1)

Flow Injection Analysis

GEALZS Y TNk LC A1 7 L% Eb I/ d 5 /7)
Mass-to-charge ratio

(HEEML, A4y oHE(m)ZBME(2) THl - 72 fH)
Multiple Reaction Monitoring

(Q1 TEIREINZFFEDOHIEKA 4~ (Precursor ion) 2254 L REDA F v D
B A G IR 3 5 J7R)

Q1 MS Scan

(AR P AERBEST B 72010, Ql TERLZA A v 2iEs 275
Q3 MS Scan

(v RAZRZ PAZRMET 272010, Q3 TEELZAF v ERIHT 25E)
Enhanced MS Scan

(Liner Ion Trap #fIH L T, E&EL 74 4 v 2HHT 2 /5iH)
Product Ion Scan

(FFE DRiEK A 4~ (Precursor ion) 254U % 4 4+~ (Product ion) ZfHi$ 3
J7)

Enhanced Product Ion Scan

(Liner Ton Trap % FJf] L T Product lon %3 3 J5i%)
Precursor Ion Scan

FFEDTR LY P AF v EEL ZRCORIERA A v 2S5 Hik)
Neutral Loss Scan

(RFE @ AL A E 2 B3 2 M C ORTEA 4 v 2 BiHI 3 2 77i%)
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IDA: Information Dependent Acquisition

(H—_Af 2F % v THIG L7 MS 227 P ADSEEEDE A A v ZFERL, Y
FTARALTMS2H 20T EPI DT — 2 %E5T % 1)

DP: Declustering Potential

(A A v % MS NEE~51 2AL 720 DBEETH Y, 4V 74 XA 7L — FTEED
n5)

CE: Collision Energy

(MS/MS 7 & D CAD EERICHEWT. Q2 TA AV 2N E ¢ 3720 DBEILETH b,
Q0 L Q2 DEMETHEREIND)

LLOQ : Low Limited of Quantification (i & T [R{i&)
LOD: Low Limited of Detection(fzH} T FR{#)
%CV : Coefficient of Variance (in percent)

RT: Retention Time (fRFFREE])

S/N:  Signal to Noise

IS: Internal Standard (NS ERHEY)ET)
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SCIEXOS’Y 7 Vv =27 D7 7 A MG

J— 2 AF—3avdDCFI471C0S, x FI94 7 (x: A EREIc X b D, E, F%
B ) FF)ICSCIEXOS' Y 7 Y 2 7 ICCHB LT — 2SR REINTHE T,

» This PC » DATA (D) » SCIEX OS Data

ERBTOT =&, A Y v FEREBHEN, 2E, Jo4%) L icpdsc
EBTE, % Project LIFFUNE 9,

Z @ Project I3 ZNEND [Project ] #2323 &R TELT,

F— RT3 [Project 4] 7+ L XD Data 7 + L X NICRIE I LT T,

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

SCIEXOS"Y 7 b7 = TIC X o TEE N2 7 7 A VOTESEIIRR A B Y 328, 77 4
LOFEIC X WV REDIVRTF2AABINICHIONEST, GVWHECTH LN D
X, .msm(MS £V v F), lem(LC XV v F), .bch(."X v F), .wiff(7 — % ). .qmethod (fi#
B AV v F) K& .gsession(GE &AL F) TI

Project

SCIEX OS“Y 7 b ¥ = 7 Clt, 5 — % 2k, ERHA Y%, Project & & & HH
LTwE 9, Project iZ, SCIEXOS"Y 7 b v = 7 E#® Status Panel % 7V v 7 5 %
Witk — LHEE O Configuration 2> & Project #i8R3 % Z & THRRI N, TAX vy v
A=a2—IC Xk D%?RVC% ij—o

Devices Projects
Current SCIEX 05 root \ project:C:\SCIEX O Data\Default
User Management Set the SCIEX OS Project .
Q‘ *,
Current Project: | Default v ‘.e
Queue el

7T — 2 RWEE, ERMERR L. 207 7 ANPREI N TS Project Z3ER L T
WARRFICDORFA T B TEE T, 7272 L, T TIHWT WS T — X7 &%, Project %
EHLTHRRINEETETT,

7= HE % Bt 3 2 g, HIEEE D B K578 £ 13iE 9 Project ZERL L. AL F
7,
il z X, B BHEEH D Project Z{EE L. % D Project DHFICHGTD 7 7 A VZR-IF L

TWwb e, %247 % Project Z3&BIRT LT CHTD 7 7ANLSE T ERLENTE S
X5k £9, (x//SCIEX OS Data/ [Project %] )

RNy 7T v TILONWT

Ny o Ty 7R AEZ. SCIEXOS'Y 7Y 2704 VA=A EINTWBEFTA4
7'x:// SCIEXOSData D7 # VX e Ny 77 v 7+ 52 LB LTI,
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3 SCIEXOS*Y 7 FY =T7OEHLEE—FICONT

SCIEX OS°® Software 7 — AH[H

(D Desktop DEXT A av iz X727 Y v 7 L, software ZEH) L £ 37,
SCIEX OS5

e Acquisition : EEDF 2 —= v I RHIEHDA Y v FBEXUSy FE2ERL, T— %%
Y iAHE T,

e Processing: 7 u~v 77 LLARYT FADHER, ERENT. 7477V —RBEHEET
WwE T,

e Management : FEFROFHKSL T4 77V —DAf Vv FE— b, 2—F—-EFRFLITVET,

a
o #¥ D Window %i@ﬁtf:%\%ﬂ@ﬁﬁﬁﬁéﬁf%fﬂi?/f aver Yy 7350,

/”J'JOJEQELC%%B%U?LET/( avers Yy 7 LET,

e R o
0 g(“l’F AN AN | i

Acquisition

Management

Configuration

v

Explorer

]
— LC Method
*. .0,
L]
L]
-~
MS Method 37| MsTune

Analytics




3.1 7Yzt OFFKE 72 13ER

(U Hjf kA o Status Panel (4 _..._..._._._J) A7 Pojccts
V7 LET. ®

2 Yy s REDETC L ORI/ FERFATETT,
@ Projects D@ % 7V v 7 L FiM 78 Y= 7 F 2MEK

Queue

LE9,
Biro7uy =7 P 2ET 25837V ET VD
ERL T Devices
ExionLC
Training Tl Project 41 Training & L £ 97,
p = Binary Gradient - Pump B
Autosampler

Type a project name.
Column Qven

| Training|

System Controller

CE

SCIEX Triple Quad™ 7500

Syringe Pump Model

3 4MEANLOKZZY) vy 27 LET,
a7 b DFREEFS  D¥SCIEX OS Data
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HH T 2 RERERET S

SCIEXOS Y 7 b v = 7 CHillfHl 5 2 R 2 REL £ 7

3.2 4&1E @ Configuration
() Home M| 2> 5 Configuration # 27 VU v 7 LEHE % & ¥ 3,
(Z) Devices #Z7 Vw27 L, MS & LC(Z ZTlZ Exion LC)D Active iCF = v Z B A -

TW3Z & 2L T, |Active Devices|7§:7 Vw27 LET,

CIN O

Projects SCIEX Triple Quad™ 7500 HM . ivate
PN

Type Subdevices
User Management Mass Spectrometer

SCIEX Triple Quad™ 7500

Queue Sciex
Last Modified
Licenses 2022/09/27
LIMS Communication ExionLC 2.0 ivate
General [ Type Subdevices
—uf Integrated System Binary Pump
Autosampler
B LC 2.0
Software Updates B xion Column Oven
L Sciex

About

Last Modified
2022/10/25
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@ TAavottcHEEORELHERITE T,
& ° Running — HIEH

#% : Standby — IE¥H

IR ¢ Error — EERCIRBEZTERAL T 23w

¥ BRI Tw a2 ToEEL Standby ICF 51T M D Direct Control ~¥XA4 LD
Standby 74 a2 v 227 Vv 7 LET,

% Devices DREEY A B2V IET A a2 (FEE 2 Y v 7 T2 L TEZOLEED
Al 2 R R T 5 2 LA TEET,
(LC THNIFTHLUEL, MS THIITEAEERA 4 v Y — 2R &)

< 5420 ugyr sy v st cronprpr: L
NTW3 Device Difilflz 3T 2z BT T4,

@ Wi FEo @ %0 v s LcEEAHC £

: ! Devices
Device Details X X
ExionLC

Device
Binary Gradient - Pump B
Device Name: SCIEX Triple Quad™ 7500 HM SCIEX Triple Quad™ 7500
Instrument Mode: QTRAP® Autosampler
Manufacturer: Sciex
Firmware Version: -~ - PIL2004 PIE1100 PIATI00 (210610 02 A2 D51527316) - 210916 KOLO100 20200415 e

Serial Number:

Sy oller

Detailed Status

m

SCIEX Triple Quad™ 7500

Syringe Pump Model

Connection Status @ Device State Error Direct Control
Connected StandBy N/A @ @
N s
A A2V — ADFESE A
Sample Introduction Status STy EmmnEE
-
Isource : Source Exhaust @ Interface Heater L]
1 OptiFlow® Pro 1 On Temp. OK
-------
Source Temperature lon Spray vValtage lon Path Electronics (]
350C 345C 0V 2V On
Accumulated lons Mass Mode
1.452E+011 counts High

Vacuum Status Vacuum Pressure 1 Backing Pump (]
oK I B83E6Torr 1 Enabled

Turbo Pump bomm—e e !

Yes E ’7.322};4‘”_:
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4 EFEOWAE
4.1 HPLC Dk

/ ﬂ‘\o\/7°

2-Column Switching 3)
FFray) - i oo —
1| e 27 A |

F7> 3 )

=TT —

T BT AA—T

4.2 MS System DK

V. 2=Vay %

LED -] &% AE

® power |BBEANSERTLET.

REEAREBITHELTVDEANLETS,
(RZESIVTLOIRETERRLET . )

Vacuum

<L 4cy

8 Ready |VATF LMReadyRBICHIEMTLET,

s ‘l # | sconning |F—SRBBICARLET.
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5 HIERTD

PC @ "
D PCo&E

(2) LC & MS @ Active IZ
Uy 2z LET (BERLZRECHITARE),

O-

Configuration

Projects

User Management

LIMS Communication
General
Software Updates

About

HPLC o #&{j

(' HPLC oF

Devices 4

Devices

&R %2 AdL. Windows I

SCIEX Triple Quad™ 7500 HM

SCIEX Triple Quad™ 7500
ciex

Last Modified
2022/09/27

ExionLC 2.0
Type

Integrated System
ExionLC 2.0

Sciex

Last Modified
2022/10/25

(B4l ExionAE 084
B2 ANE T,

v /24 v L., SCIEXOS #i&8 L ¥4,
CF 2y 7B A-2TWEZ L 2L T, Active Devices & 7

‘ Activate

Subdevices

Qe

Subdevices
Binary Pump
Autosampler
Column Oven

)

(2> HPLC I B#itHs X OBEiiali 2z 2y P LE T,
XOBEIH - AIIAKR. BIICITARIABLR OBEIH 2 Bah L £ 5

¥ RN

XA O E RHER L T A X w,

—;—O

@ e ®

X ORY TIIERED 5
® A=+ H v 77 —DPurge RX vV ERMHL T,
© HETIEX202/KbET,

Pump @ Purge Valve B & £ 3,
Pump @ Purge # K L 7,
Enter ¥ —%#{ L,
HEiclkE20% b 9,

& T4, Purge Valve #FAL %77,

NV EBIRL I,

3. BEHE L TR WL EEA,

BRIV Yy IABH7-0H 5mL #HE L

Purge valve

(O) Purge R % >

HliI. 28—V RFTVET,

WCHT L WIEHRICIERR T 5 (1

¥ EERPIC N = BRI L 2 W
TN 2T EH L 721
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5.3
@©

@
©)

©

HPLC o #fii (Exion2.0 DH#)

HPLC icB@itH s L Oveidalz v P L £ 9,

X BEIH : AR, BIRICIITEERIEROBEIHZ B L £ 3
XOAEHEFRORCHE I, BEMHE LTHEREL A,

X OULHEBOMBEZMEEL TSI v, K1Y v 7 H72 Vi 5 mL ZH#E L
QR

Exion2.0 D&&HE, Ky 70EEN L, X—=U NV TR E T T,

SCIEX OS T Direct device control(m) 70w 7L, T4 A&
AT7Twe 7 %EET,

Pump ® Purge #§ic® 29 % 2V v 7 L E9,
NV F LT X v AEFERNL, 4mL/min OIRETHEY 7ERBE L T 5,
¥ N— VAN TEEBRLTOWARWEGS, Ave—URRRINET,

¥ N—=U % HEIWICEIE X 72 0WiEA 1. Stop automatically after O F = v 7 R
YIARLF 2y I RL, SAREANLTLEI N,

.
Y ] Binary Pump HAERE
Devices w=] Binary Pump
Get GLP info: 0 1\, Please remember to open the venting screw before starting the purge.
Stop pump: o Channels to purge: A1l @
Autossmpler Flow: 0,000 * ml/min o Purge flow: 4.000 < ml/min

] Stop automatically after: 5 2 minutes
~ S5V/Composition: Q : Y hd
Column Oven
Purge: @
SCIEX Triple Quad™ 7500 HM

BTt D4 vE =3 5841, Channels to purge Z HIYD F ¥ v 4 LI
EIRL A=V R FEBL 9,

TRTDOAN=IPRET Lo, A=V AT 2D T,
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() Moverack #27 Vw7 L, 7y 7 %FRBHEE, v TLIv ity
vy bPLET,

>:< ﬁ:ﬁﬁqﬂc%iﬁ%&% Z & Lif? i"a’/\/o h Autosampler

M ey b BEIC CEEE I, e 2
Move rack: @
_ late Layout Z Reset vials: @
Use z: m:( and plate structures to automatically provide weil or vial pasitions to unassigned samples. Needle rinsing: @ o
ac
s o N Rack temperature: |5 S| °C o o
Service: @
Vial location
8 8
7 7
6 6
5 5
4 4
3 3
2 2
1 1

® b7 vAFR— MEPHHIR 3, /2013 EBLL EER L CTuwind o 72855813,
Needle rinsing # 3 L £ 3,

Wb T VR MR E S L 2 A, R L b 0D AFEML TL 7
T,

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

AT LICEAERDY T T, T LICHEHIN TV EERHZ CHEZRLZE v, K
DIFANCEEH RN S X H IcBEXE 5,

Y 7A@]\D1ﬂﬂﬂi%}£75>75’7535f:bf)\ﬁrﬂ?af)yjsﬁm ) _7@)§\‘k i) i?‘od\é\f\
Lo hifid T REwn,

% 717 LomAflofEo A E = 2RBEC R £, 4T Lo hiioT
(72T,

X FHDOTERWT AT AV IOESIITETC LY DT,

5.5 HPLC & MS o
() HPLC & MS #8523,

K AHITLFA—T v HI2EIRERIAOH TR =2 Fa—T%, N 7d LLIEA4
ﬁyﬁm%ﬁLfTémo
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6 HIE
6.1 project D;ER
L INET b EHBD Project %iFIRL £ 37,

| o @ Ready

Projects

o (- O

In Roo CIEX OS5 Data

6.2 M2 D AL
BEIRDOFRENTET LZ DL THIE R IRD 256, HisE2 T WIS cHRET 2
EIZ L 2T E T,

(D Status Panel %27 U v 7 L, T#E® Direct Control ® [N
Equilibrate 74 a2 v %22 Vv 7 L¥3, ®

Equilibrate

2 P 3 2 MS Method 35 & 8 LC Method %

TALY X DERL T,
s Method (WS .
@ LT W EAS L, OK%E 2 ) v 2 LEF,
3 Training TlF 1 50 & L3, et e v
% EPSOWE T 15 5L EEHAEL £, T s (10

@ LC OBEIMHATIL. T AL X —RH 2 DINED IS F
D E 4, AS L 72 FRiLIE RS 250812 1 A5 @ Status Panel 7sION0 N (c 25

bhEI,
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6.3 Batch OERL

T DHETHEST 23 v T7ADEREG v Tt N TABRSE)EANLET,
Submit 3% Z & T Queue ICEHK L T3 (2 DIRECTHER B OIRBICR Y ),

(1) Home [H|[f @ Batc Aavers Iy 7 LET,

@ Batch AJyiim CHIEIEM T2 #EZ A L EJ (Training TIZFFEOEY AT
B LONER),

% BEAFO Batch 3® 556 1% Open ORI, MELMFEHTLIZELTEET,

% Rack type 35 L Of Rack Position, Plate Type, Plate Position |%, ZEEERKIZ
P> THINL TS0,

% Plate Layout 7> HH#ERRE 72 IFRINA ATRE T,

% Injection Volume |ZLC A Y v FOMENABEI TSN E TN, EHEANTE
HIrZ Ly TEET,

% BEAFOMNT A Y v KB BIUX, Processing Method (ZAJ L, FERT7 74 14
% Results File ICA N L THEL Z & T, MIEK TRICAB THITE TR T SE
HZEHAMRETT,

% A&7V w7 T Insert sample ¥ 7213 Delete sample Z &R L CEINFE 72 I1ZHIBR
MARETT,

% Excel LFRIERIC, a B —& =R ML RT v ZIZ L DHERAT) 72 EORREN 7]
BECT.EATTHZ Y v 7 &5 LATOMACHIRET 52 LR TEET,

$¢  Fill Down $ X U Auto Increment 28R4 2 L @IRITLIEDO A1 TE £97,

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

1 5.0 Reserpine_Training \

3 WEAEF L Data File £ & & IR S L E ., DataFile 23— 06, HEOT
— AP —=DDT7 7 ANRIEINE T, Sample A3 E—TH, EFEZIhsZ L
EH Y FEA,

% REHGATIE T oM Y TF,
D:¥SCIEX OS Data¥ [Project %] ¥Data¥ [Data File #]
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[ev 1]
£ Fo QuickBat =8 %2 )y s L, 2o CRALNAEZANT S L STHETS
Auto Incremant DF = v 7Ry Z RICLHIZ T 2 L HEITESBMIRONT T,

Quick Batch X

Type the number of samples to add

Mumber of Samples

| 20

Configure the following information for the samples

Sample Name Sample &/ Auto Increment

M5 Method Resrpine_MRM hd

LZ Method Reserpine_MRM v

Rack Type Vial Rack b

Rack Position b

Plate Type 1.5mL (105 vial) ht

Plate Positicn b

Vial Position 1 v +| Auto Increment

Injection Volume (ufl} 10,0

Sample Type Unknown hat

Data File 2024011 - Auto Increment
v

Processing Method

Results File

-

Add Samples

Close

@ E#o Save RZ D FEEINE Save as THRIZ D17 T Batch & FLE T
(Training Tix [HAF] THRAD),



6.4 HITE DB h
COFEFHEZFIGT 25 EIE TR LI ICEDTWET T,

O WEZBET D5HEIE. L FOWT D FET Submit 27 U v 7425 LHIEDN
BAsE L E£7

[EE]

AL TE T LTV A, Submit #727 U v 7§25 L ABESBMG L £,
1) TXTOV TV ERETHHE1L. A EO Submit A% %7V v 7 LET,
B A v E—UREREN, HEBEOK L7 Y v LET,

9) —EOY LT N ERET B AL ATEER LTS Submit 22 U v 7 LET,
MR A v E—VNEREN, HREOKE2 Y v LET,

Submit Samples X

'ﬂ' Confirm the selection of samples

Total number of samples to be submitted: 2 of 2

CHE TR

L3

=
@ Home HWHE® Queue 74 2> %27 Vw7 LET, W
@ Submit L7z Batch BFE/RrR&h, #7127 U v 745 ¢ Submit Eh=H 7 Ld

FHMAFRRSNET,

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 MS Method LC Method Injection Volume (pl) Data File
Reserpine 2020/12/25 14:35:09 Reserpine_MRM Reserpine_MRM 5 Reserpine_Training
Reserpine 2020/12/25 14:41:14 Reserpine_MRM Reserpine_MRM 5 Reserpine_Training

% JAIEH O Data % Explore THERRT 5 Z LN TE £, R EIL, P.6-1 LIk
DT —H DM % T T2 &0,

@ WEEZBRPTEIET HHEIE. B O Stop ZZ %227V v 7 L, BT HERIC
Start "% %7V w7 LET,

X T ICHEZE LT 55451X. Stop now ZE{R L E7,
X OBUEREF OV TR T LIsRICELRE SE 554813,

Stop aftere the corrent tasks are completed %R L 7,
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B Queue DERBEDOV v I NEHIEEL., RERESFEST 2L, LC ZHBTIEE D,
MS ¥ Standby DIRREICEE b £ 3,

% _ERCoRERR 1T Configuration @ Queue IZ & % Instrument idle time D KffH]
CTHEHZHEA[RE T,

0 ~ Configuration ﬁ

Devices Queue Settings

Projects .
Instrument idle time 60 » min

User Management Maximum number of acquired samples allowed 300 .

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

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

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

About




7

©@ & o

3

@

4

5

® @

6

= 1L 31
Home [H[[f] 2> & Configuration TAaverz )y 7 LET,

Devices % HE{R L _E# D Deactivate # 7 V v 7 L £ 9,
MEITIG LT MS O R Activate Device L ¥ 37,
V7 bry 2T ALCE S,

HPLC o&H %z Y £ 7,
HEIGL T PCOBEREYIY 7,

Devices

SCIEX Triple Quad™ 7500

Type

Mass Spectrometer
SCIEX Triple Quad™ 7500
Sciex

Last Modified
2022/09/27

ExionLC 2.0
Type

Integrated System
ExionLC 2.0

Sciex

Last Modified
2022/10/25

HM

Configuration

Subdevices

Subdevices
Binary Pump
Autosampler
Column Oven

(Gescivote ) e Pooee



8 AVwVF

8.1 MS XY v F

(D Home [H[fi®> MS Method g 7 f 2 v % 27V v 7 L¥7, MRM
@ F#ICH % New O FRAIERSR) % 2 V) v 7 L,

[—

Precursor lon

@ ,ﬂz’ﬁz L f: Uy )l y V4 F\ @*Eiﬁ %fi%*ﬂ L i ‘j—‘o Praduct lon
% Sz MRM 28R L 5 o
(4 Method Duration ICHIER M 2 & E L £ 9, @HE. LC OHIEHH o

EbEET, Q3 M
(5) Source and Gas Parameters ICHifE & X5 XA — 2 %2 AL F9, -
% ZEMEIP T VEEIE, UTOBRTFE2SEICATLE T,

Guided Optimization »

JHH 4500 Y — X, 5500 ~ Y — X, 6500 > J —X 7500 > J — X
Gasl 50 50
CUR 30 40
TEM 300 400
Gas2 80 60
CAD 9 9

IS 5500(4500) 5500(4500)

¥ #7 v a( )NiE Negative & — FIFOFKEME R L 7,
¥ FHERE(TEM)IZREA 700°CETICLTL 72 W0,
T50°CTHIEHTE T TN, e —X—DFEMBHLAVEITOTHEL I A,

Method duration Q Total scan time: 0.105s Estimated cycles: 571
a(I==d
I RE

¥ Source and Gas Parameters

lon source gas 1 35 S| psi Curtain gas 40 S| psi Source temperature Q ¢
lon source gas 2 70 *| psi CAD gas 9

¥ Experiment | MRM v
Polarity Positive v Spray voltage 5500 v
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© Cycle Time ZfEZ L. HEIC)EH LT Dwell Time 2% L % 3,

¥ DwellTime i, Zu~ 0t —20AEHEEE T — 284 v Mo
LIRE L CHRELTE T, TEONCIE. 10 K4 v FUEAECTE 3 X 5 ICHE

TEXBRLXHICHELET,

Method duration 1 | min Total scan time: 0.105 s Estimated cycles: 571
¥ Source and Gas Parameters
lon source gas 1 35 S| psi Curtain gas 40 psi Source temperature a s cc
lon source gas 2 70 s psi CAD gas 9
¥ Experiment | MRM hd
Polarity Positive v Spray voltage 5500 MY
Advanced Experiment Settings
Settling time 0 2| ms Pause time 5 ms
Q1 resolution Unit hd Q3 resolution Unit v
Mass Table Apply scan schedule QO dissociation Simple v

Group  Compound Q1 Q3 ‘ Dwell EP

ID D ma... ma... time (ms) 4 (V)
1 Group1 Compoun, 200000 100.000 100000 00 300 150
N

[Cycle Time, Dwell Time, Pause Time]

Bl 21X, ER'T LAY (Analyte) DOIEHMEL 0.1 min (6 sec) LARGE L 72856, 7 —
ZFRA VP10 KR4 v b (10 Cycle) &7 —2%#HfF 3 % 1cix, 1 Cycle Time %

0.6 sec UNICERET 2 HHH Y 97

Cycle Time (X Dwell Time & Pause Time GE% 5msec) D&FTH 5 2 & 26, Dwell
Time (X 595 msec EHET S 2 &b 9,

Peak Start P End
ea ba— HPLC®mGE ia’rlk :

TFEEF U =Dwell time+Fause fime

- Y_J
Drwvell time . )
Hoapros  Fauselime
RS jinaie

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

Cycle tllﬁe

2(R¥IZBHLTE. FhTh
AFro I TCEEERTHE
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8.2 HPLC 2 v v F [E##%L, ExionAE 0 #54]

() Home H[fj® LCMethod 74 av %227V vy 7 L9,

@ Pump 2 7% 2V v LET,

3 Stop Time IZ73HTHffHl. Flow (Jii#) . B Conc.iC
X UUE, BEIHMEL, ERRICEEM S 2 ML FE

X rIvvirTotfiInsha

h-j LC Method

EYRfEZ AL £,
ZANLTL7ZE 0,
(. PRI AL & 0 2 R D ISR 2 A

JTLTHFE W,
BOIe Autosampler Owven UV Controller
Tiei] B.GET
IStoptime: 5.00 mml - Gradient
= @ Advanced Simple
18 Cone []A Conc Time Flow A.Conc | B.Conc
100 1 | 02000 500] 509
80 2 0.50 02000 500 500
60 3 2.50 0.2000 200 800
;¥ 4 400 02000 200 800
5 4.01 0.2000 50.0 50.0
= 6 6.00 02000 500 500
0000 120 240 i 360 4380 6.00 ¥
-Mobile phase switching valve
I Flow: 0.2000 er’minl - Mobile phase settings
Pump A
Time to reach the flow: 0.00| min (Off)
| Compressibility settings
A.Conc: 50.0 %
Mobile phase name Compressibility
I B.Conc: 50.0 %I R 045 /GPa
’ Minimunt 0.0 MPa | Maximume | 40,0, MPa | ‘ Pump B

@ Autosampler 2 7% 27V v 7 LET,
Y Y IV —F—DREEATLE T,

(6) Rinse Settings @ Rinse Mode % Before and after aspiration 1, &%
Rinsing Volume, Rinse Method, Cooler Temperature % AJJL 73,

"um,. Autosampler

ll AE Autosampler

(5 Cooler temperature

G LT

Direct injection

8-3

| Autosampler - Sample plate settings E )]
4
r Injection settings Specify plate 23
£3
Sampling speed: 50| pUs El
[+ ]
I-f Cooler temperature: 15/ *C I T Needle Stroke Z 3
ype [mm)
- Rinse settings
Rinse type: External only v TmL 47.0
Refer flow channels.. 1amt 470
4mlL 47.0
External 10mL 470
Before and after aspiration MTP 06 48.0
Rinse mode: Dip time:0s DWP 95 480
MTP 384 48.0
Rlnse Port OHIY AN 204 A0n -
Rinse method: Time:2.0s
-Injection settings
- Acquisition cycle time optimization




T Oven 2 7% 27V vy 7 LET,

Oven temperature ICHEZ AT L 3,

@ Injection #27 Vv 7 LiEAREANL T T,

% Injection Volume 134 ¥ 74— Z7ORBELUEAT LARWTL 230,

| Injection Volume  [10.0 ul |

Pump Autosampler SNCIN System Controller

ﬂ Column Oven A: AE Column Oven

| Column Oven A -Oven A - Advanced ¥ _ 2
Oven temperature: 40 °C I 2
Temperature limit(Maximum): 105| *C zf
Ready check: &;ﬂ N | H

Ready range:1.0°C

v| Wait for temperature equilibration before run

Wait time: 5 min

Ready range: 10| *C




8.3 HPLC * v v ¥ [Exion2.0 ®354]
(1) Home H[[H® LCMethod 742 %27V v 7 LET, h-j L Method
2) Binary Pump 2 7% 2 ) v 7 L7,
@ Stop Time I3, Flow GftiE) . B Conc. i 22z AT L £,
X POE, BEEALANOL, FEERICHER T 2 M. R AL T EE v,

@ 77V voOREIX. Simple ¥ 721 Program % #IR L, Flow R U7 7Y = v b
FHEANLET,

Binary Pum:;.,* Autosampler Column Oven

Flow program Flow program ‘ ‘

Defouit (@) Simple: Program

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

O m (@) Default Simple Program ]~ W=
A M=
4, " Flow 0200 3 mlmi
1005 Stop time: .
Flow 0200 o £
* R
“ Concentration A 500 =%
. on

o om o o osm 1 ConcentrationB 500 T Start
Time (min} ]
2 sconcr]| 00 2
@ E +
2 5
5 Z
£ E I 002
E 0 ~ bar Position of SSV A a1 =
$=4 o
= B/ O b Position of SSV B 81 =
- -
. Compressibility settings )+ General settings
£ I E [EErm—— . PR Postion of SSV A A v
= (®) Use setlings from the pump Define custom seftings =
E O
' & Pressure maximum 600 2 bar Position of SSV 8 81w
Kl T

Autosampler 2 7% 27V v 7 LET,

Rack setting @ Use a specificrack iICF = v 72 Wi 3, T2 v 27 44 7%
HERL 9,

Advanced settings @ [»] %27 U » 7 L. Injection method DFEZITVE T,
TR XY ICRELET,
Advanced settings

®
O,
@
®

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

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

85



(B4 vy zrvaveE— T 29 v 7LE]
Partial loop, Full loop, pL pickup plus & 3 3 Y

EAE—F

fi i &

B -

100 pL v — 7, 50puL FEA

Air gap

Partial loop

REDY v TNV — T DEED 50% %
T

EF2ichn 2, Flush Volume < 30 pL (air
gap ) F 721335 uL i

50 pL+30 pL=80 pL

Full loop,

TEINTVWBEF Y I —TDERFIC
XoTHLR 2

L —7=100pL : 3X L —T &

- 100 pL< A —7'=500 pL : 2X v — 7

=}

==8

- 500 pL>v—7 15X v — 7 &

kEichn 2., Flush Volume € 30 uL (air
gap ) ¥ 7213 35uL

50 pLx 3+30 pL.=180 pL

pL pickup plus

—EDOFEATH Yo 2L

50 uL

[F— 1t v 77 —&EH|(Advenced seetings)]

Column Oven

Binary Pump+ Autosampler+*

General settings

Use autosampler v 4 exionLC X
Injection volume: 50 ol Use air gap: v X ~
Rinse steps: 2 b
Rinse mode: Advanced v Use headspace pressure
l Rinse delay (min): 0.0 - l
rdrcedinsesicps:. [T Vevorterosstig: v
Position Volume (ul)  Valve wash
Temperature. 5 $c ~
1| Wash 500 b
o Rack settings 2 [Transport || 1000 .
£
2 Rack Needle offset Use 3 specific rack
E 2x 48 vial rack 20 * mm Use pretreatment
] -
S 2% 96 deep-well plate 20 mm Use stacked injections:
- 2% 96 well plate 200 * mm
o -
£ 2x 384 well plate 20 mm
k=
] 108 vial rack 20 * mm
m -~
— 212 vial rack 20 mm
]
2 30 vial rack 200 % mm
= o W |
[7] .
® Advanced settings
>
2] . 5
O Syringe speed Low v Injection method Partial loop v
— . This injection mode requires a sample volume of
Syringe speed factor s 3 ~({Injection volume + 30 L) for cach injecion !

Flush volume: /T
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@ HEICIH LT Rinse mode, Tray thermostatting Z i L ¥ 3,
10 InjectionZz 2V v 7 LEAREZANLE T,

General settings

Is2 autosampler: W

Injection volume: ul

AD Advanced rinse steps O %7 Y v 27 L. Rinse steps : 4, Rinse delay (min):
I — 27 BEM L2 BRORHZ AN LT 23w, FITIE3BICRELTHET,

2 ColumnOven %2 7% 27V v 7 L, s&tb% Binary Pump* _ Autosampler*
RELET,

Column Oven*

General settings

Temperature: 40 sC Lower safety limit: 5

4§ a8

Use temperature program Upper safety fimit: 8B .

Binary Pump Autosampler* Column Oven - .
. P P Equilibration settina

General settings “
Use sulossmpler
e eps: 4 s
njection vohane: w3
Rinse made: Rinse delay (min): 3.0 b
Please note that the last step must be Transport if 4
the wL pickup plus injection mode is used. )
Pyl * Rack settings Pasition Volume () Valve wash
E}
et
£ 1| Wash w||s00 <
2 48 vial rack men
= A
=] 21 56 deep-well plate i) 2 | Wash w| (500 v
=]
- 2296 well plate A mm
.. sl 3 |Transport  w| 750 s
g 22384 wall late 20 A mm
E -~
5 108 visl rack A mm 4 | Transport | (750 v
o 12 2 ~
i 2x 12 vial rack 20 mm
2 30 vialrack 20 *mm
5
1 Advanced settings
2
3 Synnge speed: Low v inection method: L pickup plus hd
- iress 5¢ raree:
Syringe apeed factor s ¢ ook e

n gu o [l cancel




8.4 PN T D

MG U TNV T DOREZ{T., Save > Saveas ZIiEIR L WU 7 7 A& E AT
L. RELE T,

¥ BEONVT DRIE)

Time (min) Position
0 A
0.05 B
0.95 A
W DFE DA Pump In Pump In

Source

6 TN TIE \

Position A (JFEiR) : 6-1, 2-3, 4-5 Waste

Position B (MS ) : 1-2, 3-4, 5-6 o’ )
PO A > TWET,
FFR R B R>o T WA GAED BV ETTOT, LOEFDOR— 2B 2% T
R B, T 7230,

(EE]

1) Valve ©Y] Y & 2 B, e 28 12 4 @%m\MS@ﬂE%%ﬁﬁmm@\
TR (12min) I IFRE L AW TL FE v, 0—12 oo a. 0.5-11.5 430
MIcYl Y B2 B2 3% E L 9,

2) Valve #ffH L 741, Integrated Valco Valve %4527 Y v 27 LT Use @
TI. V4 7 %ﬁ*[/ihﬁ—o
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9 T—XOHER
7 —2 %[ \
() Home [HiffiA> & % Explorer %2 Y v 7 L Explorer %% %4, i

Explorer

2 A=a2—"—=0OFilerrb, H5WVIIT A 2D Open Sample % FE IR L ¥ 3,

@ HWDOT—42D Wiff 7 7 4 A >HD Sample #:# IR L 0K # s .
27 V0 v 7 L ¥ 9 (Training TIix., MM & ER DVD Py o | cvomosmmsn v fes

. R [-[Z2 SCIEX 05 Data
Training_sulfa 3mix Triple Quad 7 A L X H DY v T V% 7 1) v & Ttz
sLED). s
~[Z] Batch

= — N (22 BioAnalyst
@ Eﬁé’l @T—ﬁ 77 /f J‘/#Eﬁ g{ i j_o T E‘Stasnzzuﬂmmmﬂsn

(2] curve_suifawif
o W #1-blank

BikD 7 u< 175 0%R-T5

O FROE/FTHEYOT — 22X £,

D WO s A ST MBI, Ama—r—pT4ay EHE Ry,
JLES,

% EEm®™ L oliorn~ rIAnETINE T,
% GEH™ i kosu~ bS5 ARERINE T,

X El?lﬂ?bi‘of:%lfﬂﬂs TR EERT WA E, RO/ n< T L%k
TRIEDHLEHTEET,

File Edit Show Graph Process  BioTool Kit  Window  Help

grifriRe D HIE St 2 HERE 5

(D A ==2—s3—0® Show 7>5 Sample Information % ER L £ 97,
@ &ty T2 2BE L EBoERAFR R I T T,

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

= uﬁ - | 4= 4} Total lon Chromatogram (TIC) Ctrl+T
Extracted lon Chromatogram (XIC) Ctrl+E
@A&i}ga Peak Ch thBP Cirl+B =
ase Fea roma! ram i+
TIC from curve su ogram (BEC)
IDA Explorer
LC/MS Contour Pane
850 4 e
UV/DAD/ADC Channel Sample Information
800 Data File Properties
Original data file name. PFAS_20241128
Original data file path DISCIEX OS DatalPFAS\Data\PFAS_20241128 wiff2
Original computer name.  DESKTOP-55H2BKO
750 ] Software generated data file: SCIEX OS 3.4.0.19154
DAD Contour Pane Service version ClearCore2 Senvice 340 19154
Device Properties
00 4 Data and Peaks Table Device
ol Firmware Version Serial Number
Sample Information Cirl+1 SR . PIL2007 PIB1100 PIA1100
MassSpectromeler | SC0s P | (210714 02 A3 D5147800C ) EX242862409
230213 USLO350 20130613
Shmadzy | PUmPA-LCAODXS 112 Pump A - LC-40D XS - 122426203373
braisdsystantl| Nexrs Autosampler - SIL-40C XS - 1.19, Autosampler - SIL-40C XS - L22456201993, Oven
fogr Seites OvenA-CTO-40C- 103, System | A- CTO-40C - L22246210223, System Controler -
Controler - SCL-40 - 167 SCL-40 - 122106205846
Valve Vahve Model [1000 AB SCIEX 1

Batah Eila Branartias
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~ZZ7u<wt 77 LXIC)DERR
<HfEix A3 256>
(1) A==z —>"—d Show 2> b Extracted Ion chromatogram(XIC) % &R L ¥ 7,
2 m/z Width, {tEWE%ZERL, OK %2 Y v 27 L %9 (Training TIZ FHD X 5

- ag
).

a1 Q3

<RRARARYZ P ADLLRRNT BEE>
2652 920

O HDO~<RAZAXZ bAZILRL T, Mz 156.3
2) AR IYAEEF Ty IV CERL, X720y 27 LET,

® AMOLS AAy - VPRRTNET, [ ]
I Mighe; Seisctions are qutomotcaly adjushed to the actual nnge of the

@ OK %7 U o 7 Li‘j"o ommepanding p=gks (at haf height],

Hakd the Cantrol key when generstng XICs to use the ranpes without
adusment

Only shiww this dakag again if tha shift kay & down

(e Cancad

& FREHOHC—FBE D MSfE+0.2 Da THitE L 72 XIC SRR a4,

Spectrum fram Verapamil EMS DFT-2.wiff (sample 2) - Ve__{_apami\tN__gr_\_.j_er_gp_grg_!l,___frg_Mg_ (_}_D_@_ 1DDD) from 2.845 to 3.213 min
*441.28 (1
Seb ®
4e6
= 3e6
=
2
=
2eb 442,27 (1)
led
443.25 (1)
>
Oel
439 440 441 442 443 444 445 445 447 448 449
Mass/Charge, Da
XIC from Verapamil EMS DFT-2.wiff (sa...+EMS (300 - 10[7]): 441.28 +/-0.19 Da XIC from Verapamil EMS DFT-2.wiff (sam... +EMS (300 - 1000): 441.9 to 444.5 Da
7e7 3.041 3.052
3092 4,07
3.002
be7 3.567
5e7 3.0e7
= 267 2.5¢7
2
= Y = AN 2.0e7 N
£ s | OK %227 )w 7 LESE s | Cul F—%H L7220
1.5¢7
2e7 3179 2988 5178 ) B A
1087 OK%2 Vv 2o LGhH
167 3.265 | 3211 3.301 |5 555
€ 3.366 5.0e6 :
* e
0e0 e 0.0e0 otz
2 4 6 8 10 12 14 16 2 4 6 8 10 12 14 16
Time, min Time, min

© ¥F—F—FOCul ¥—%2WLAH»BL, OK 227V v 7325, #EWRLAEZMS L VY
THIH L 72 XIC BRI NE 7,
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O BERfZ IS0~ 7 LC4RIRZE DL CTEY, =2 2B ORTITI

A2y RN,

@ 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

3067 Norverapamol / 3.109

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 .5
Time, min

4.0 4.5 5.0 55 6.0

®) HENE X7z Pane il 4 © Pane 123 2 5413, A = 2 —»¥—® Graph 7* & Split

Traces into Separate Panes % &R L £ 9,

Graph | Process BioTools Window

Set Selection...

.Norev,wammxlcﬁ om Verapamil 104-2.wiff (sample 2) - Verapamé+Norverapamd, Experiment 1, +EMS (300 - 1000): 441.02 to 441,52 Da
e Expand Selected Y-Values By...

il XIC from Verapamil IDA 2. wiff (sample 2) - Verapamil + Norverapamil, Lmenmenl 1, vEMS (Jon 1000): 455.04 to 455.54 D&

3.0e7 Norverapamol / 3.109 i~
H i Verapamil / 3.316
|

|
£
i

§

Clear Expansion Ranges
S 9. Remove Active Trace
|

Remove All Traces Except Active

2.0e7

B ise [1 & Remove Traces Below Thresheld
£ |
J 1 Fade Inactive Traces
1.067
» Invert Second Overlay
5.0e6
Sum Graph Traces
0.0¢0 -
e 15 20 a0 a5 so 55 |4+ Split Traces into Separate Panes
Norverapamol XIC from Verapamd 104-2....EMS (300 - 1000): 441.02to from Verapami IDA-Z, wi.. EMS (300 - 1000): 455.04 1045554 03 -
2 sevf 3.109 3.316
| 2.507
20674
|
| | 2087
& | =
§ 1 ef-‘[ } £
£ | | é 15¢
1.0074 |
; 1.0¢7
5 00t ses| 3.689 |
5.00 o .
| | 3.417 €6 | _3 558
* »
o0ed 1< s0ed L8
2 Ll L) 8 10 12 " 16 2 ‘ L] L] 10 12 " 16
Time, min | Time, min

HER D 2 &' —

D Z7u~tr 77 0%F%a—75IciF, A =2—"—0 Edit »5 Copy Graph & 3 \»

i Copy Window # ;&R L ¥ 7,

Iy File | Edit | Show Graph
=2 R Copy Ctrl+C

o F Copy Graph
TIC fram cn,| Copy Window %

2 Copy Graph : £ %27 7 4 LERK, Copy Window : ¥ > b~ v 7ERX T,
@ RAVFRAT—FA Vv FFIR—Z LT,




10 SCIEX OS Software % F\» 7= & BIEHT

K~ =271 TiZ SCIEXOS Software ® Analytics € — F Z W TN 2175 HikE R L
EQr e

XOREBEA OFFHEI D DF I L 72 ERR 2 b & IS IREERHIOY Y 7L OERZITVWE T,

% Training Tld Project: Training_sulfa3mix M@ curve_sulfa @ Data ZffH L. LA T %47
WES,

% Sulfadiazine (SDZ) . Sulfamerazine (SMZ) © # & £ © {E ik ( N EF & # o) g
Sulfadimethoxine (SDMX) iz X 2 i) L. K& EF D SDZ & SMZ oEREZ HIE L
7L —=vrTT,

<HE> BEfRiconT

*ﬁ%%@ (;]cg_g @{% E H;Hﬁl() L. B o 0% ;;\'-F Oalibratzi%r; 5f0_r PFOS 1 y = 26270965 » + 331.07041 & = 099965) Gweighting: 1 / )
o BEEIREL L RROBE L R BT 2 < ¢
X b, RAMOABHCEEN 2 VHEHOIRIKE
2R 5 FETT, WERE, BEGEN 1565 |
KRUNE) DIREDZALICIE U TR g 28 & o |
DESERIET D2DER LT T 7 (0
YIFN)TT, REREERT 57200, P

20e5 4

e ETRIE

KA OWAR D RERE 2 0 & 3 2 ZHlE e = © W % % 07 05 o
E’C%}gj%%é ﬂf:’]‘%‘%ﬁ#@g%@{ﬁﬁ— 5 LZ‘%Z)S\ Concentration (gL} ;’EE

9

HYEI,

<ZE> WEIREYHEICOWT

NEEAEYE 12, HIEROFEAR. MS D4 + VL0371 v v a vin L oshR %2 #iE
TE7-0IflHTE T, AR L, Hith~ b Y v 7 R CERMNT & IEHEICIT O &
Bd 5 ICRICHER I N E T,

10-1



<SCIEX OS Software Analytics & — i &[H|H >

0 ~ Analytics

Samples | Components and Groups I

All Components

All Internal Standards
s

All Anslytes

sMz

[MQ4] Peak Review (Untitled)

5 7rows Fitters:0 W/ Qualiy o

Filters

V;ampleT...‘ ponent N... 7|

N N

Component Actual _| Expected Retenti... _| Retention Calculated

n c rea - uc

s it GroupName | Concentr... R | A= e ¥ amen. 7| B ¥ Concentiat; ‘ ‘
T [bank Blank oz 71 A A A A A
4 ot Stondard | SDZ 0.10 71 9530|172 001

9553¢-2

I S 2 N T T I EE
-

9553

Calibration for SDZ:y = 0.49043 x + 0.02610 (r = 0.99998, f* = 0.99997) (weighting: 1 /)

.

fteay 2+

Qe a

LAWY A+ %
7Vw T BHEE |
HifRPL 7~ b
77 LBRRTIN

Regression... lf op

PR

B 0 s 20 5 0 g 0 5 50 55 &0 3 70 75 £ 85 ) o5
Concentrstion Ratio
nual Integration | [B]
blank - SDZ (Blank) ), (sample Index: 1) 0.1 - SDZ (Standard). (sample Index: 2) |1 - SDZ (Standard) 2., (sample Inder
ArestNVA, Height N/ALRTN/Amin  Ares:0.533e2, Heig. 44622, R 1.72 min |Ares: 6.643¢3, Heig..21262, RT: 171 S =
1000 1000 10009 1711 | e 5 % ‘L\
|
1705 min E z z
E s ER R -
300 sec £ E 7 £ E l ﬂ
m ke i
0 0 0
o No v 2245 12345 T2 245 12345
est Peak Time, min Time, min T, min Time, min

<ILEHTBETAav>

e T R o~

. o TR O

*H 20 20 ~H <H "\l c5H -~

Displays the Peak Review
VAU A R WA/~ e gl A VN Y 3
REINES,

Displays the Calibration Curve
7Yy 73 5L RmEMRD
TRINE T,
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10.1  SCIEX OS Software @ Analytics D

O FT&AZ7 v 7LD SCIEX OS Software 7 A4 =22 v/ ! ELTAN7Y v L, &)
L3,

SCIEX 05

¥
(2) Home [ ® Analytics TAavks7)vy 2 LET,

Analytics

10.2  Project OFER

] _EE D Projects > HID Data DIEHH X 11T » 5 Project Z3EIRL 37,

% Training Ti¥ Training sulfa3mix Z#ERL T 23 v, RIRI N WIEEIL,

Default D71 =27 b5 [project] #a ' —LT7 + VXA D F1IFTL 72
Sy,

v |Q resuts v Wl Reporting ___+ Process Method v [}
" v Default

Project: Default [alis]fSuid

Project default settings...

Praject secure export settings...

Enable project modified peak warning
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10.3

HIEOE DA

(D Projects %2 V v 2 L, Project Default Settings ZiE N F 7,

(2) Quantitative Processing T3, X% Z&#|

. MEMOSEHERFEL T,
OBMERE ITPRWTICIC U CERL T,

Project Default Settings

. EEMINTICERT 2 7 LT Y X LD

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
Updste Expected RT No v
Report Largest Peak
¥ Integration
Minimum Peak Width 3 points
Minimum Peak Height 100.00
S/N Integration Threshold )
Gaussian Smooth Width 0.0 points
Noise Percentage 40.0 %
Baseline Subtract Window 2.00 min
Peak Splitting 2 points
Units & Calibration Defaults
¥ Units & Calibration Defaults
Concentration units
Regression parameter Area W
Regression type Linear
Weighting type 1/ v
o>

(3 Qualitative Processing TiX, FRIAZZSBIZEWMITIERT L7477V —H—F

RFHENT A= —FEL2RELET,

Project Default Settings

Quantitative Processing

Set Project wide defaults for qualitative processing method parameters

Qualitative Processing * Library Search

Library Search Algorithm
Workspace Layout

Smart Confirmation Search

Results Sorted By Purity
Algorithm Parameters
/| Precursor Mass Tolerance +- |04
Collision Energy +- 18
Retention Time +/- |88
Fragment Mass Tolerance +/- |04

Da

Ignore Isotopes In Unknown
Use Polarity
Use Collisicn Energy Spread

Use Compound Specific Purity Threshold

Maximal Number Of Hits | 5

Intensity Threshold 005
Minimal Purity 100 %
Intensity Factor 5
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10.4  Result Table D{ERL
(D [ EE D Results > New 227V v 7 LE9,

Mo

oo, T CO T TR ©

able or opening an existing one.

Open..
(2) Process New Results [l % [ &, Select batch Samples to process T, Available 2> & fi#
W27 —2%&RL, HKH%Z 7Y v 7 LT Selected I8 L £ 3, (Training Tl
curve_sulfa.wiff ® 4 Data % f4H)),

Process New Results

1. Select batch samples to process

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

Sort by:

Available Selected Process New Results &S
¢ (1 5DZ_20070612171150
R O curve suifait

W blank 1. Select batch samples to process
an
W ool Current Location: C:\SCIEX OS Data\Training_sulfa3mix\Data\
1 .
: 10 Sort by: A->7 Ascending v
v 100 Available Selected
I I LI
W Samplel .. + (1 SDZ_20070612171150 H E curve sulia vt &
‘ Mg amplez RahiN © [E] Dualwiff DT W blank H
ual.wi l M . - -
01 H
© [ LowReswitt e n." : : 1 H
© [E] MRM-EPLwiff = HE H
(8 ProductScan.wiff > ) Productscan.wi HERT :
= W Samplel :
: W sample H
Sessssssmnmnnnnny

(3 Process New Results [H[H D 2. Select a processing method T, ARTIC{ERK L 7z Processing
Method (€ & fi##TFH Method) 28 % &% Browse %227 Vw7 RT3/ AV v
FZER L, Process 27V v 7 L”? 5 Results Table DffEFZ., ML 1HEAF T,

% Processing Method 2354, RO HO HBICERMBENTH A Y v F2/ER L.
Results Table #EA{ 3 % "I A £ 3 (Training TIXHHITIERR),

3% Layout Z 1@ EICERTFE L T 72856, Select aworkspace layout @ Browse:+- 72> & 3& R
352 L HAARETT,

#1 open Method ==
Process New Results
( ) [ 10 < sCIEx 05 Quad Data B » Quantitation Methods [ 42 ][ Search Quantitation Methods P |
1. Select batch samples to process p— =- 0 @
Current Location: C:\Analyst Data\Projects\Training_sulfa3mix\Training_sulfadmix\Data\ B =
sort by Gezliscending ™ B Desks 5/16/2018 620 PM__ QMETHOD Fil
Available Selected . ‘P . J L
ownloads
» (1 5DZ_20070612171150 4 () curve_sulfawiff .
v () Dual.wiff W blank
© (] lonRatio_Sulafa3mix_20170904.wif [~ ] ¥ o
b [E] LowReswiff W1 i
o () MRM-ERLwiff [ -] v oeumerts
b () ProductScan.wiff v » q
W Samplel (=) Pictures
W camnled i Videos

2. Select a processing method I B Compier
C\Analyst Data\Projects\Training_sulfa3mix\Training_sulfa3mi\Qy Browse... m &L SiSTEM (©)
(g DATA D)

T anans®
3. Select a workspace layout o SERVICE (¥)

a SHRECOWERY (W:
[ Browse.. ] 5 Con aPTORLIX
D on APTOKL-8X

4, Select a comparison sample for Non-targeted workflow =

<None> v € Network | I} \ ] '

File name: curve_sulfa_MQ4.qmethod + N ysihos Gamethod) v
i

.
z
R

Yennas® YT

3

Processing Method 2354, REICHEA F 3 (Training TIEIFTHICERL £9),
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FRICERBBNI X Y v FZIERK L. Results Table Z1ERR 3 %

(D) Process New Results [H[[f @ 2. Select a processing method ® New % 27 J v 7 L ¥,

Process New Results X

1. Select batch samples to process
Current Location: CASCIEX OS Data\Training_sulfa3mix\Data'.
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 ¥ 01
I [E] MRM-EPLwiff n V1
| w ProductScan.wiff n ¥
¥ 100
W Samplel
W sample2
2. Select a processing method
RCLTIITIING
(oronse.  New. K et
3. Select a workspace layout
4. Select a comparison sample for Non-tar
<Mone> v
[rep ]

@ fERT A Y v FOMmERTSRRENET,

3 Workflow T Quantitation and targeted identification ® F = v 7 %4} L, Quantitation
WKF 2y IR A>T B 2R LE T,

M T4V ADHBEICK YV F v 7Ry 7 ABBWEH B T,
@ KREY v IARHBRIGERINE T,
% Sample Name % 27V v 732 L RIS v IABY 0 BEDLY £ 3,

[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
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® Components TILEYH ., WEIEEYE (IS) otz AL £,
¢ Training Data TlZ, 311/156 23 IS T3,

XIS MW AT, ATTIEARE TS,

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 TREY v 7L O HEfES S NMERLBKRINE T, F ¥ VA LK)
7Yy 2L, BESICOnTRERICHED N7 A =2 2 30E, HERLET,
M-I RHEEY B I NEVWEAIE. TR [RA—V Vv IIBXUBH T A —
2] BESEIHED NI A -2 % EH%, Apply 227 Vv 7L, /a~ 7T LICK
el ¥4,
¥ T X — &% Results Table fEiBEOEH T T4,

Workflow ) . ] .
For each component, configure the parameters to optimize peak integration
Components Integration Algorithm: MQ4 T
Integration 4 2 . 251.2/108.2 (251.2 / 108.2) from 1 (curve_sulfa.wiff (sample 3))
y M im Area: 6302.813, Height: 594.009, RT: 1.71 min
Library Search 15 Expected RT 1.705 min -
RT Half Window 300 sec 600
Calculated Column:
Calculated Columns Update Expected RT No v
550
Flagging Rules Report Largest Peak
¥ Integration 500
Apply peak parameters to all of the companents
Formula Finder Minimum Peak Width 3 points. 430
ula Finder
Minimum Peak Height 10000
400
S/N Integration Threshold 0
Gaussian Smooth Width points. 350
Noise Percentage 400 %
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 companents
150
Concentration units
Regression parameter Area v 100
Regression type Linear ¥
Weighting type v 0
Remove outliers automatically from the calibration curve
0
SPCLLLEM 05 10 15 20 25 30 35 40 45 50 55
DI -0y | Time, min
NI

[(Ra—2v 7B XUER T X—%]
- Gaussian Smooth Width : R 4 — v 7% 0T 284, 2 AL ET,

- Min. Peak Height : & Z CHE L 72 & (Intensity,cps) #B2 3e—2 %o L TT, R—2 74
VEDDEDICRET LI LT, S AXPHBEDREY -7 IS I Nl LV ET,

- Noise Percentage : fHZ K& K T3, R—X 74 v L3 ) | ©—7HEHEINS KR D T,

- Baseline Sub. Window : X=X 7 v & L CHET 2 HR/NAE LR T 2RI Y T3, Peak @D
2-3 522 Default fHIC 72 Y £ 97,

- Peak Splitting : {2 K& T3/, #Hhizv—2%2—20r—2 L LTHBLLIS ARV ET,
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(D Calculated Columns #27 V v 7 L, HBEICGUTCHEL T,
K RENTEIFRER L —= v 22T e ISR T 0,
® FlaggingRules Zz 7V v 7 L, HE, EREOFRREICOVTRELET,
X HHEED SANI A, ERBBROEABE Y 2L T4 FanE T,
¥ ORELRWEARIEF v 22T LET,
M AFVHORRE, PRER L —= v =22 T V2 TSRZ T v,
% Accuracy Acceptance 7 Y v 7 L, REICLGL CHEOHFRRAZREL 3,

¥ XE. Accept changes and return to Fragging Rules % 7 U v 7 L, HiDMHIC R
¥,

[MQ4] Untitled Method X

Workflow Define a rule to flag results in the table.

Components

Integration Apply Rule Rule Name S ——
. tio Acceptance Columns: lon Ratio Confidence

le’,ary Search . lon Ratio Acceptance

t A

v = Accuracy Acceptance % Columns: Accuracy
Calculated Columns Tewsmsmafesssesanees
Concentration Acceptance Columns; Calculated Concentration
i 3

Flagging Rules | [MQ4) UntitledMethod |

Workflow H -;han(JE and return to F\aggmg

a B e e T
Components Identify the standards and QCs that are outside of the specifications

. Rule name SACEUFSEIAECERESNEE
Integration
Libra ry Search Maximum tolerance for accuracy:
+/| Standards at Lower Limit of Quantitation (LLOG) +/- | 200

Calculated Columns 7| Stanciards o T30
Flaggiﬂg Rules > +/| Quality Controls (QC) +/- | 150

(@ Concentration Acceptance % 7 J v 7 L, ZICG U CERMBOFRRELREL
3, Accept changes and return to Fragging Rules % 7 V v 7 L, BiOHEAEICE Y £ 3,

[MQ4] Untitled Method X

Workflow

Define a rule to flag results in the table.

Integration Apply Rule Rule Name Formulas, Columns and Rules Used
. Columns: lon Ratic Confidence
Library Search [
v Accuracy Acceptance Columns: Accuracy

sersrrarararrarrana

Calculated Columns v H Columns: Calculated Concentration
.-
Flagging Rules » ] Inlegrat\on Acceptance Columns: Quality, Asymmetry Factor, Total Width, Retention Time Error (%)
Qualitative Rules Columns:
[MQ4] Untitled Method

Workflow

Components Identify the unknown samples that are outside of the concentration range

. Rule name | Concentration Acceptance
Integration

Library Search Analyte Lower Limit Upper Limit
Calculated Columns b 251271082
[ 20321920
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0 Save # 2 V » 27 L. File Name iZf#Hr Method &% AJ1L. Save 27V v 7 L ¥¢

(Training <ix [HfF] 2 A1),

(1D Process New Results HHICE Y £, Process 27V v 27332 & T, BB X
., #7 1% Result Table(fEfT#E ) BRI N T T,

3% Layout Z 1@ E ICRFE L T 72856, Select aworkspace layout @ Browse:+-72» 5 1E

5L MAHETT,

8l Sove Quantitation Method A5 =
—~
JI_ ) [ 1 <« SCIX 05 Quad Data B » Quantitation Methods

~ [ 44 ][ search Quantitation Methods 0|

Organize v New folder = @
o — A Name Date modified Type
B Desktop ] curve sulfa_MQd.qmethod 5/16/2018 420PM  QMETHOD File

& Dowmloads

Ll RecentPlaces |

3 Libraries
[ Docurnents
& Music
(i) Pictures
B videos

8 Computer
& sYsTEm (€)
s DATA (D
s SERVICE (v)
s SURECOVERY {W/
® ConAPTOKL-8%

&8 DonAPTOKLBX < | m r
File name:  Test -
Seve as type: [ Method (".qmethod) -]

wun
Ol pLrS

Process New Results b

1. Select batch samples to process

Current Location: C:A\Analyst Data\Projects\Training_sulfa3mix\Training_sulfa3mix\Data\

Sort by: A->Z Ascending -

Available Selected

© (1 SDZ_20070612171150 4 (8 curve_sulfamiff
i (&) Dualwiff ¥ blank

b [E] lonRatio_Sulafa3mix_20170904.wiff n W o1

b (€] LowReswiff Vi

o (E) MRM-EPLwiff [ ~ | v 1o

(& ProductScan.wiff : ;':Sﬂpm

2. Select a processing method

(C:\Analyst Data\Projects\ Training_sulfa3mix\Training_sulfa3mixc\Quantitation | m m m

3, Select a workspace layout

Browse...

4. Select a comparison sample for Non-targ

<None> v

= Hide Folders

=

*tananst®

o
Y pocess 3 coveel § v ]

Yennas®
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10.5 Results Table OHER., HRE

(1) Samples % 7 Clt, {FEOY v 7 V2 ERTE £ 3, Results Table (39 v 7L 2
FRINET,
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
(e STEETE T Sos e T Name v Type ' Time | G5 Concentration Concentration
1 blank Blank 2512/1082  Quantifiers N/A N/A N/A
v 2| blank Blank 265.2/92.0 Quantiters RTINS 02372 N/A 2.198e-1
BE blank Blank 311.2/1563 Internal Stand. _ 2.207e3 100 N/A

2) Components and Groups # 7 CTli, L& D Analyte %33R L ¥ 3 (Training Tl
251/108 %3EiR),

O i - .

Feporing > proces e < 0

=
...ll .n®
u tions - ™
= b : EENENENENETNIETEN GEBEE8 DA R PSR
All Components e T o
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

(3 Sample Type ZfifEid. fEL 7

¥ EHEFTIGHEIETNVXY v A =2 —2 b FHEWR : Standard, QC ¥ v 7Lt Quality
Control, 77 v 7 : Blank, ¥ v 7/ : Unknown %#EIR L TL 7 &y,

@) Actual Concentration (CAEYERR O FEGERE 2 gzl AJ1%% Enter ¥ — % L CTHEBHT L
¥ ¥, (Training <% 0.1, 1. 10. 100 & AJ7)

¥ Excel &b D a v —(Cul+C), =~— & F (Ctrl+V)H[gETT,
¥ 2LEMIc O WTREEZHER. AL ET,

% 2LAEMORELFR CGE IR ILEMDO A AR A7 L 2527 ) v 7 L, Apply
Current Analyte’s Actual Concentrations to All ;&R 3 % & BHEFEE 2 2L &Y
(TS (O S g

Copy Cirl+C
Paste Cirl+V
Copy Entire Table

Fill Down Ctrl+D

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

Apply Current IS's Actual Concentrations to All

& + v I roEE[ES, Calculated Concentration ICHR/RNENE T,
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10.6 rua= b 77 LDRR

(D Results Table 4 Fofll #2770V vy 2L Co/u~b 77 02fRSEET,
AENENITNETETNECTE QEa8a8: (vore v ] ]2

Component Component Retention Displays the Peak Review [ulated
X Are . i
Name Type Time itration

epat

Index | Sample Name 7| Sample Type 7|

2 7w~ 77 2.4 ED Options > Show navigation control ;&R %L, 7u~ 7
Zab#icRnensd, BB 22V vy 27958, FiEOX—UHRER
INnEd,

@ LEIGL T, FRENT WL 7~ b 77 283G BE) IO W TEE T 2 5613,
Options > Peak review display settings %% L % 3", Peak review Options [Hj[fj I
® Number of rows, Number of columns TZH#H%, OKZ 27 U v 7 LTL 72 &,

N | . . eI GEaaa T P E
(oo =

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

Index | Sample Name 7| Sample Type 7|

Name T i W Y o V| Gormrere

¥ 6 samplel Unknown 251.2 /1082 Quantifiers
311.2/1563
17| Samplet Unknown 265.2 /92.0 Quantifiers 2.69 5.548e4  N/A 4.828e-1 v
< >
All Analytes
251.2/ 1082 o iy . i
Menual Integretion | [E] Ae[-lelz]elves  Worow [ ]E[X]
2652/ 92.0 Traay Laus® _
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) 8000
3000 1699 v
Eupected iT 1705 i ~o00 Fill peak [XIC and spectra)
RT Half Windaw 300 sec 2300 5000
Update Expected RT No + 2000
p p z z 5000
Report Largest Peak g 1500 £ 40004 ¥  Integration parameters
£ E
¥ Integration 3000 Get ChemSpider hit count
. _ . 1000 JUSPTETELLLLLITE P
Minimurm Peal Width 3 points 2000(:4 Show navigation controls :'
i 500 tea, ans®
Minimum Peak Height 100.00 1000
Copy All Graphs
S/N Integration Threshold 0 0 0
15 20 Copy Active Graph
Gaussian Smooth Width 0.0 points Time, min

Peak Review Options

XIC Graph Title

sammmmEmE,

Appearance

v .
MNumber of rows: E 1 E hd
Number of columns:} | 3 H hd
Asnnmnnn l"
Overlay: Don't overlay hd
Peak Fill Style: Dotted v
Mark expected RT with arrow
Manual Integration{Percent Rule} | 0 v

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

I CT T
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10.7 NI A—2DZE

O DBEICGL T b I LLEICERRINTVWEANT A —XlinZEHL, ZJu<t

FLDY— 7T EREELE T,

peic T o (T T TR (TR CEIYERNE ©

Samples | Components and Groups I

Bl
[ |

AH 2H ~=H cH

rearsiere s [

NN BEB8aE8 [voe ] <]

G R

All Internal Standards

Actual
Concentration

-
Calculate
Concentrat

Cov |

¥ Refentenive e savevensnnnnnnsnnnnnn,

o .,
** Expected RT 1.705 min %
. )
= RT Half Window 30.0 sec 1
- H
- H
= Update Expected RT No w .
- H
E Report Largest Peak H
E ¥ Integration -
. H
= Minimum Peak Width 3 points %
- H
- H
= Minimum Peak Height 100.00 H
- H
E S/M Integration Threshald 0 H
. H
e

. Gaussian Smooth Width l:l pmmx.,'

. v
« R
M TN RN ENNRNNRNNNNNRNRNNNNNN NN NN A

311.2/1563
17 | Samplel Unknown 265.2/92.0 Quantifiers 2.69 5.548e4 N/A 4.828e-1  w
< >
All Analytes
iiliﬁ;iz Manual Integration | [} anaga [options v J o] L[] ]

100 - 311.2/156.3...(sample Index: 5)
Area: 1.187ed, Hei...5e3, RT: 3.48 min

4000
3476
3500
3000
2500

2000

Intensity

1500
1000
500 ;
o n Y e
e

35

Time, min

Samplel - 251.2 /...(sample Index: 6)
Area: 3.220ed, Hei...9e3, RT 1.70 min

3000
| 1699
2500 ]

2000

Intensity

1500

1000 |
~ kk‘vw
0
15 20
Time, min

@) BT A—ZDFEMICONTIE, PT-T[RA—Y v B X UORD T A —2] %5

(72T,

@ EWkApply 227 ) v 735 L GBRLEY Y TN E—JICRBL 8T A= 203K

BRxnxd,

YV INE— P ICERBLEANTA— 2 RKXE 3

D BRL7ZY v A e KX 270k, 7a~ 7905420 v 7 LET,
(2) Update Processing Method for Component % ;&R L ¥ 3,

100 - 311.2/156.3 (Standard) 3...ulfa.wiff), (sample Index: 5)
Area: 1.157ed, Height: 3.680e3, RT: 3.48 min

Samplel - 251.2 / 108.2 (Unkn...ulfa.wiff), (sampl
Area: 3.220ed, Height: 3.149e3, RT: 1.70 min

3500 3476 Copy Integration Parameters

3000 4

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

1000+ Revert Peak to Original Method

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

X MEICIG L TITWE T,

D ru<t s afiiibgo B 2000 LT,

2 v—r7okWEZY v LET,

3 Z0FFrFIv2r L, ¥—27 04

@ HLDRNTA—RITRETY
Uy

CTTTITTTT I LI ITIITE S

m +/| Manual Integration -E .

“smsssssEsEsEEEEmEEEEES

THEL 97
#1% Manual Integration D F = v 7 ZHL T2 &

[ roply |

¥ Retention Time (RT)

Expected RT 3.480 min

RT Half Window 30,0 sec

Update Expected RT No w -

Report Largest Pea E

¥ Integration =

Minimum Peak Width 2 points

Minimum Peak Height 100.00

5/M Integration Threshold 0

Gaussian Smooth Width 1.0 points

100 - 211.2/156.2 (Standard) 311.2 / 156.3 ...x¥Data¥curve_sulfa.wiff), (sample Index: 3)
Area: 1.186ed, Height: 2.707e2, RT: 2.48 min

31 32 33 34 35

Time, min

36 37 38 39

v—7 ¢ LTCoOEBENT

Tk v—r LT
v— 7 AL T,

u:uu&bf" < till‘j:’ﬁlil\ lf-o—‘&Z:*ﬁHj?/f a ‘/%}Eﬁj‘: & &\—cl:

) m
‘.m

UIN

RLLN

Manual Integration E

aas

RILN
' m Manual Integration E
tans?®
blank - 265.2 / 92.0 (Blank) 265.2 / 92.0 - [...x¥Data¥curve_sulfa.wiff), (sample Index: 1)
Area: 4,232e2, Height: 1.087e2, RT. 2.70 min
ROTLTLELITETIETA
» .
140 : 2699 :
120 : :
100 : F
2 80 .
g
£ 60 3
40 H
0 B :
’.llllllllllllll‘.
0
23 24 25 26 27 28 29 30 21
Time, min

blank - 265.2 / 92.0 (Blank) 265.2 / 92.0 - (...ix¥Data¥curve_sulfa.wiff), (sample Index: 1)
Area: N/A, Height N/A, RT: N/A min
RULTEELLITILIETI
140 N H
120 : :
0o l i E H
| H
’E‘ 20 P
2 f (
= 60 3
40 :
20 H H
B .
’.llllllllllllll‘.
] T T T T T T T T T
23 24 25 26 27 28 29 3.0 31
Time, min
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109 HEHOKT. BA0T. REGOMEHEZH
(D Results Table Fifis - B ©%2V v 7L, BEBEFRLIT,

HRUBEERET 2840, B2 Py 7 LORGBAZ DHET BB L £,

OF IR E EEEmBED

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

Actual Calculated

= 0 Concentration K Concentration i 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

2 HEIIG L T Regression # 7V v 7 L, HADTCLHREMROMBELZEHEL T
(Training Tl PR X 5 ICEE),

= Regression Parameter : Area—Hight DZ 5
= Regression Type : gD FFED 2 H
= Weighting Type : EEADJ DA H

Regression Options X

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

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
]

Concentration Ratio

3 HEI)L U Tl B Results > Save as TEBEMGEPHRGFEL I,
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10.10 F—z oBhn & Hilkk
F— &2 DEH

(1) Results Table [HH 4 D More > Add Samples %334 L, Available TEHI L 724
vINEERE, HRHIZZ Y v 27 L., Selected ICEEIL 9,

2 OK#%ZZ7 Vv 279 3%&., Results Table IZBII X N T 7,
Project: Training._sulfadmix [Resufts v [ Process Method v [}

" O = | Lopions - L1 X]
Table display settings... n for 265.2 / 92.0: y = 0.58007 x + 0.06430 (r = 0.99973, r* = 0.99946) (weighting: 1/ %)

Yeamssnsnssnssnsnnana’

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\minako.tanaka\Downloads\APIALL-DVDB\API and QTRAP\Tr... m Current Location: C:\Users\minake.tanaka\Downloads\APIALL-DVD2\AP| and GTRAP\Tr...

L £->7 Ascending v ULV A->7 Ascending v

Available Selected Available ?k‘@d...........,
I (21 5DZ_20070612171150 %4 2 cunvesulfawitt =
. I (€] Dual.wiff : W sample2 H
Rty b Bl LoRitt R A SR
b s, Badl I E] MRM-EPLwift [ = |
b [B) LowRes.wiff = i &) ProductScan.wiff o
I [E] MRM-EPLwiff

I ETE BN ECTE

7 — 2 DY

Results Table THIFR L 72\ T %2R L. Results Table [#EH45 D More > Remove Selected
Samples Z#ER T2 Z & CTHIFRE N E T,

< HIPRtA, JTTICRT L ixc& A, LIS U CTHIBRETICHEHE D Results >
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