TripleQuad™ /QTRAP®
LC/MS/MS System

=X

hEE N L —= 7T F X |
Analyst®Y 7 f 7 =7
SCIEX OS V7 b7 = 7B HE £}

A RBE%E

VT RG T OA=Y s kY| BB RS E TR D HANH ) ET,
THI TR LS,

MAEtt =—b— - M7 X
TV r— g YR —

s SCIEX



BR

1 BEFR L oottt 1-1
2 VT BT T DBEE i 2-1
B T et et e e e et e et e e etaeeeteeeereeeeareeanns 3-1
3.1 TUTE WAttt ettt ettt enetes 3-1
3.2 VTZ MU T DOREEIEHEERDELIE oot 3-2
B2 % Ready HRfE (F T DT A I U DFEEADIREE) 12T D o 3-4

T B -5 X TSRO 3-5
Calculator % V= / 7 A ¥V by 7 EREEE ) & P REOHE FHE...3-6

MS WD /8T A —Z Ol (£ 27 22— 3 OB oo 3-6
Infusioin Z V72 MS PEE/S T A —F OB eoveeeeeeeeeeeeeeeeeeeeeeeeee e 3-13

A A2 = ADEEEIT D (FIA OFRIEL) o, 3-16
FIA ITPERL L 72 A Y RTHEER 2 AT D oo 3-27
FIAICK DA A2 Y = 2D EBFIECZIED D oo, 3-28

3.4 JIEA Y v F(Acquisition Method) DT ...ccueieieeiiiieeieeeeeeee e 3-31
B0 T ettt ettt ettt eteeere e 3-36
T T INDIFERI oo ettt eaneas 3-36
SYStEM D TEIEIL. .ottt 3-36
Batch DVEAR c.veeeeeieie et 3-36
BUTE D BRIE oottt ettt ettt ettt s s 3-40

A B IEBEVE oottt ettt ettt enn 4-1
B T B DIHMERR oottt ettt ettt ettt eeaeans 5-1
T B BB ettt ettt 5-1
RIE D7 B~ N7 T DERIRT D et 5-1
A= el N AV N T 1 « F PSSO 5-2
T N T BFEYERT D oot 5-4
SIHTIRE DT TE SR IEZ FETR T D ettt 5-4
TETTET 22 IR 20 oottt ettt ettt 5-5
FRLTEZ BT N T T BB U D e 5-5

6 SCIEX OS Software & U N2 B BT c.ooeveeeeeeeeeeeeeee e 6-1
6.1 SCIEX OS Software @ Analytics DR ......cccoevviiiiieieeceeeeeeeeeee e 6-3
6.2 ProJect OITERR .ocviivieeeieieeeeeeeeeeeee ettt ettt ettt 6-3
6.3 Project DIRI ..ottt ettt et 6-3
6.4 HIHIFETE D ZE T ottt 6-3
6.5 Result Table D AEMR c.ooiviiieieeee ettt 6-4

R EEMNTA A Y v FZ24ERE L. Results Table Z/ERN T 2 ceeeeieeeeeeeeeee 6-5



6.6 ResULtS Table D . T oottt e e e e e e e e e e e e eeeeeeeeaaaees 6-9

R =Rl N A N O E - OO 6-10
6.8 IXT A B DIETE oottt 6-10
BT NE =T IZERB LT N T A= FZ RIS HE D e 6-11
B.9 I 0 oottt ettt ettt ettt ne e, 6-11
| D VD XX A N RSSO U USROS PSRRI 6-11
6.10 MEMDORR, EHASIT, REFROFEIAZ ZEH oo 6-12
6.11 T —F DIBIEHIBR oottt 6-13
T B D IBIM ittt ettt et ettt 6-13
T B DHIUBR oottt ettt ettt 6-13
6.12 REPOTt DVEAR ..vieiieeceeceeeeeeeeeeeeeeeeee ettt ettt ae e ene e 6-14

RKe=a2 7 VHTOEBEBOFRRIZOWNWT, —EFiO X2 IZERLTEBY £7,

iz 273

™
API 2000™ LC/MS/MS ) AP 2000™
System

®
i QTRAP® LC/MS/MS QTRAP®
System

™
API 3000™ LC/MS/MS ] AP 3000™
System
API| 3200™ LC/MS/MS 3200 QTRAP® LC/MS/MS AP13200 ™
System System 3200 QTRAP®
API 4000™ LC/MS/MS 4000 QTRAP® LC/MS/MS AP1 4000™
System System 4000 QTRAP®
AB SCIEX Triple Quad™ AB SCIEX QTRAP® 4500 | Triple Quad™ 4500
4500 LC/MS/MS System LC/MS/MS System QTRAP® 4500

™
éPI 5000™ LC/MS/MS ] API5000™

ystem

AB SCIEX Triple Quad™ | AB SCIEX QTRAP® 5500 | Triple Quad™ 5500
5500 LC/MS/MS System LC/MS/MS System QTRAP® 5500
AB SCIEX Triple Quad™ AB SCIEX QTRAP® 6500 | Triple Quad™ 6500
6500 LC/MS/MS System LC/MS/MS System QTRAP® 6500




AR

SCIEX

Answers for Sderce
Knowledge for Life.™

RERN, ——J 02— -@EaH
YA Ly TRAT7IVr—a 98—}

2017/08

HiX
* LC-MSDiEZE

< BREA v EB BB b (A v F1ERR)
- —FURROAHIFEEERTVE T,

* TOOTips

I=F8F1-20%5 X
OT-D0OHHA-VLNM X SEERITIVI T,

MSRAIBIZOWT:
Update2h Z-u VT 0T, EXL TR LY COSFLTRUTESREZL,
http://www.mssi. jp/publications/pdf/MS Terms 2009.pdf

o ASCIEX i

1-1



LC-MS D % P j*
o EENEREHPLOTHRLICE, FHMEE (AL, HEH IR SEA
o AAVEER/ BRI Lo THR RS T ERE
o LODRFERILEERD m OB, SR TES

MS
KREE
HPLC . e
etc. et RRAR
PC
ik
3
LC-MS D T -HEHFEOT- K
SEEEE AFACE 1R
r ( [ 2N g \
= AR
%1
YZPAA ST
AA NS
B
TOF
FT-ICR
S R ASAP EER)
TR Bl . DES
ey — N /
s “SCIEX

1-2




=R A IOTETSI(LC)E

¢ AR P OB LIRS O 578
- B A% LEEE BHBLORI0E BEERORLITLY. BE TIHRNRED

o*

~®

BIETB(NSLs)

°O°9 ) 0 O 0 O ) 9° 0900000 °0°O°O°0°

h R N X Soeete
%% ogogo%"o"o";o"o:e oogggiooo &
FEHICANG I EaE OEROFF)T
wmean T

5 ~SCIEX

HE nthEKE(MS)& (g
YWEODEEZTATETIESE
BIZCRBZGL FIRNEILWEDE, D0 -TEAD ?

AF HE(EAA-BAF)

%%’%% ‘ it
LAY CBRESUSES o

SAFPBTEAF UL, BRCBAROB THR-RET S,
B+
@ A @ —O’ — o, —|T i

- W |ﬁi\iﬁ§'6}l|
s ~SCIEX

1-3




B R AT B (MS)E 13 *x

- @—e—
YMEOEEBTATFETIEE
MSHEEH 9 2E(d
m/Z(m=#*—13—2z)
m AT DEE
Zee AT DT
m/z DIEEERIENS, BBEEY
o TORHNTT i) ESIDAA AL
o'o/ [;';’f-'j,:> / MW=500
U R—TN Positive T HETA AL T2E
TN (500+1)/ 1= miz 501
RAQoaH EFL R-Q0 Negative T HBTA A AL T D
Woorss  (500-1)/1=m/iz499
7 ASCIEX' oo
SEHEEEE/ VAV v OE S
- @—e—
B: Reserpine(C33H4oN20s)
608 688
- —— FEHEB:608.688
_608.2128 (BHiz O F¥1E)
s RRED OS5 A LIS # Eh LA TEIE.
. FHBGHFRITT
- EJZ A 7B 8:608.2728
oo
- BEEHthiEacld
- T/ AN EE
” D B EAA
., | 2 HELET !
TERESLETT | RHS I TLSES)

8 Crowiedpe for Life

1-4




FHEE(D TE)ED

VQ; <

TOALFRBEIBR T 2T RXTO RO JEFEDF (average mass)

FHFEG 8 BT ESetadh I 8dE

ex. RFRCOZTERHHFDTBE TR

b1 P rES
12C | 12.00000 98.93%
12C | 13.00335 1.07%

XRTR-, PIEFELcBRELT, S TROETHER

H 1.00794
C 12.0107 RREVOS ALK LIS
N 14.0067 REIHhTLS@EIL. F
0 15.9994 NEESTFE)TT

CssHeN,Os (Reserpine) D% FHt: 608.688
g ~SCIEX/ s
=
T/ 74Ny OESsEE .

SE OV TERATFEENRAOR OB BEB THELAA
FINFOHEREEE (exact mass) N
E/7 A7 M2 H B (Monoisotapic Mass)

509.2806 XA4

paerr  CasHaN2Os T E EIHAP SO TFiELEOE, i &
o (M andisatapic ln) it = Tar gh 5 4[]
o ex. KRCoXEFAMKoRBR FER
on b1 4 KPS
o 12C | 12.00000 98.93%
o 120 | 13.00336 1.07%
. Ffsko 4>
— ~ EAGHEIEIBRAOREOHE
o o 'H 1.0078
o 12C 12.0000
. “N 14.0031
§11.2673 ¥0 15.9949
™ "I“r CasHeN20: O E/7 AAELIHE: 608.2728
o @0 %S 4300 610% 4310 611 {/?4‘*&‘7‘941]%]' =6m'2m +H
MewOwge, 0o =6 092806
10 “DCIEX" i —_—

1-5




TOMzO B (R OES
(E/7A/NEVIHE+HOZ) /(HOF)
&=

m/z & Zilh1(A>

s HESTEEE AL mezHBBRAENET, (MW TIIBYEEA )
* TUOMAR T —AAALEESED A, (4 HEBIEhAHIEH

HBEDIH S H T 1O1THK355.34 + 1)/1 =356.34
Y\/\/\/\/\N/W\/\/N\u/N H*

2H{@OIHEH T 2OIND(355.34 + 21 2=178.67

N Ho
Y,;. /\/\/\/\/\u/“
MEDHBSH I IDFIXN355.34+3)/ 3=119.44

T, Y

" SC-;AH' Knowledge for Life

<>*

LC/IMSD 1A 1t D EE

* IL2MARTL —AFAEE
- ElectroSpray lonization, ESI

s AREEEA A AE A ewwraliain

- Atmospheric Pressure _ 101 turve v™ion y—
i . z X (ESI & APCI)
Chemical lonization, APCI §1w Protelas
3 PhotoSpray
« RJUENATAEE § Peptes

- Atmospheric Pressure Photo 2 '@

lonization, APPI

Low High
Polarity
A A EETCOMET R

12 Crowledpe for Life

1-6



Turvo V™™ |on Source

x

ESHSAPCICRRE (ZYWEZoNTT

ESIM70-7

~®

APCIEID-7

The Innovative Turbo V* jion source
¢ DA BERETHLEL. ESI APCIERAD1 DO A AR
* ESIBLTUAPCIZO =3 MSU R T LITIREE R
o ST T A FA-TEZBRIDIOTTMSH 8 #h525#

« JO-JORIZ, 15RO REERE
* F¥HBIET APCHREV a7 L )E_ 2 TS

AAAEED B i *
- @ —
ESI APCI
BASTFE #1055 Da #11300Da
HE & o P~ S o P~ St
Y7 WAl -
e e AL
TE g ESHL ERUEESIHLTERD
HE R #FnL~ 3mUmin 0.2~ 2.0 mL/min
AT T Looay -
AAITINI LA Lo >R
LCER OES Egxhvyiv EZahi<L
* EREOESNEISEM  SEERETHEDTO-TERLTD
SHAAVHELDOTESFIESH [ £ T IRETERE OWEE
oM OHEIEEN FEDBS. REBONTIZLY
925 20— FRDEET DY, A0 F= -FILAEHD S B i
HRER TOR RIS BN BT 33, (ANF=-FILO2-
ET T HBEHHD. ZUTEGAIISERERTS, )
14 ~SCIEXT s

1-7




(A b ol

~®
ESID 1741 i ASE(Atmosphere
' Pmsure)
1) (A ESBIC SRS ! eouamg m,,
HZATET gR-B ¥ m..uacn(osz» '°"‘P“VV°"‘°'""
2) EEOFERFETEIC 5 .
OhTER : 5 -
AA KT D, ; ;  Bst
3) &SRR ET L ?v—/éﬁox. ) s |
REENCLUNEIC  Amors ( ) RE
£3 235 FBH(F T : > Le—%
BERORF LIS P ER oo o !
RUET, - ! ) 1
%7 "t L :
(ERBEH<I-TH) P | Curtain Gas
""""""""" (CUR)
15 “SCIEX
AA 1 oo
APCID /4 t ;;.E.(;\;n:o;;i:e:e- l;r;s:lre)
1) v’ SUHSIEEEN T ; @,
PRI (O 2 : :
THRkEN S, ; . o
2) IO B TEMELT: : "
A7 AGEIEAA ) : i :
RREETAF LTS, 0rmR=—kn L peames mE
- L
: 2L ‘. . i! :
i =
' & 3. 1@ o= !
| 2928~ | | R
SoNeE 1 '
. oacH Y | | JSS— '
=T
16 ~SCIEX

1-8




(A ACEEAT AT O TV EHE |

ﬁ§ Positive Mode Negative Mode
HE
10000 e
ESI R—NH, R=0=SOH  R—0—S0X "
LJJ: R—0XH R=000 ©/
R—M, R—0OXR"  R—OIM, R—SOH R—80,X
4 )
APCI 1200 R—fLR R—CH) O R=0—SOH R=0~S0X ©/
2E " R—C00H R=—000K
0 H 0 H =N
F
Rl T R3 R|_u_a=ﬁ_i2_m LN
17 “SCIEX w

4 k9 B3 F7517A FE(Positive Mode) .

®

I [Ms2HP>
I [Manq *
ESI | Desp o | fep o end
: 1 rfe.;lgs[""d -
I [M-+H]
APCI "
: [2zman] -
.Fw:hl : M~ : [M+H]
I 1o I
APPI | Lo :
| | I | |
7 miz
13 “SCIEX s

1-9




4 9 B F 73174 fE(Negative Mode) .

®

Dl-zﬂl": m?mu-
s | DMsHcod M CrICOD] -
ESI I [M-H) P
1 I 45 4l s4 i
[M-H] - )
| M-
APCI !
: [2M-H] -
:Fw:h: : [M-H] : L
I I 1 |
APPI I 1 |
I | |
" miz

19 Crowiedpe for Lite

LCIMS(MS) T i h 5 BB 5 47 b g X

s MEEREE SIS | SciexTHRFEL TL\HIBHR ®b§§E|
- PR TESHHRN
- HEBAI# T 0a SREXBTIEE

* AA SV TEB PTG

- P RT B TIFT LA AV ENE TEH 9. ShaBInEITER TS
- 397 TEDAAV ORICHIRHH S 8. TR L EL
- HERHA 2T Da SREILERZTEEZVBEIIIRN IISRERE LTS
- 3DAAVFS VT
- V=7 430597
- F3U7 TELERMBEL P30T ORBEEREL TS

* RTEERIRY (Time of flight) H B HHist
- HEBFAHEGERGITHEERX). 2BR6S0LGhER
- EESART EERERAMALRE IISM

* T
- BB (GRENHS TEELHDIH, AT ELY
- 7-UIRRPLE(ROHBEHELY

20 Crowiedpe for Lite

1-10




LEFE DY o X

4 ¥R Quadrupole

ol FOTEOHETIEEThEN. BREE
wad STEBEAENIL. SEBEEORENAE
- || CT. B85 hIFET,

(5&]
o LRI TIRIFIED R
- DEEREI0TUREEIIN. EEOHET5H
- REROERIENE FAFIoIL U INEN

21 SCIEX
U S 18 & 5 st AIE Kk PR
SIME—F AF v E—F

FEEBETVAOOSELTH EEOMCCI SRR TL
C <

P TRTIA-OREMDIER TR IIA-OREM) BER
&N B—F ok DAAVRT iR BT BT, 1813
BHBITHET B, BB ETHRREN (A5 5

» BRUIAA LSS RN * BRI m 2D BED T AT
b A UBHREEND

MSZ1 IR MSZ I R—
o 0000000000 o L Jelol Jolel Jojel J
o 0000000000 o] lole] lelel lelel lo
O 0000000000 o 0000000800 i!

SCAN

22 “SCIEX

1-11




) ILUEE(Z 7 L)LCIMSIMSE (3 ?@ *
G R il CELE 072 28PiFF> T ALCIMSDCE
) )L UEERLCIMS/IM SO §

MS/MS
[HEEES

Precursor Ion{Z ) N—H—A(A)):

TEDAA DT E  BBEA A EBLD
Fragmentation =550 57—/32)) &

AAVEGE SRR LY., BN EBOAAVEERT DRI, BiA{EEHL D
Product Ion{ WS (A7)

DOFEDAAISERLA 71/&3‘?'0 DT A AAEEND
NW: B EMRAFERVRAADH AN - RBEL

HPLC

23 “SCIEX

U ILIUEFR Multiple Reaction Moniton'ng(N!Réﬁ) A*

O —eoeeen CY
- - o
R S S — 2
.. o . - .
[l
Precursor lon Set Z2TX07—ar Product lon Set
Q1) (CAD) (Q3)

Q1:FIcPrecursorlonx A3+ /iZIRUE J
q2: MM EEIREANI-Precursor lon{ A% FragmentationLEd,
Q3: Q2T RN I=ProductlonZ 24 + REIRUE T,

24 “SCIEX

1-12



MU EEE -MRME—F D &R- ‘C*

MRM:Q1$ L TQ3HR 7 HBHD 2y TR NS

~®

* 1BEIDPrecursor lon(Q1)¢Product Ion(Q3)D X7 HESETED

Q1 Mass | Q3 Mass | Time 0
(Da) (Da) (msec)
1 142000 | 124900 |100 Methamidophos 1
2 142000 |94.000 | 100 Methamidophos 2
3 192100 | 119.100 100 DEET 1
< 192.100 | 91.000 100 DEET 2
S 199.100 | 128.100 | 100 Cymoxani 1

* Ny DTSV FDMEC BS/NDFSN HI-OMS/MSE —FO PTROHIRL

PR E(LODIDMELY

- BTERERRICENTHY. TR0V 5L OERAREIC, 275 —F
PAST- TR B LB BT A

* FREBROBELE

* BIRIEDSEWO, —FHHICHD
* 1S B 7-WUDBGE Bl dwell time) TESTAGE

25

EEored ? GEXIES)

REVE TIHREMREIERN

ERIRCE —VEIEDS.
L OEEE S ETRDD

»"”
s
i

E-oEk

\

o

ARAREERREN;

v ' S Y

DO09MIS A

HEBIZLOH RO, UV aEEagisias’
DRI LB T DERA NS

— L SNICEY, RPEENRL

A (ng/ml)

-
SCIEX
26 Knawiedoe for Life

W SChence

-

1-13




UV vs MS vs MS/MS *

g @—6—
FIZ W OEIEDSRME—FDAEF I 2 0L 2 FHRI1T. BB 5 R@
HPLC
AFACAV SR EBETL RIERT
SRBS RS
. OATRNER
e (i
Retention Time Q
Y —THEAL N DGFIF @
Hraly o
LCMS ™= LCMSMS ' i
. - |
- e LA.
N M oy [ \ Aw

u " " . - e "w " » :l 3 b L

) | SR — I, aBI, m—mymr*
27 "SCIEX' 159255 RIHEN  _ 159255 FIFE GESN)

H X

v@—e—

o« BIFEX v REE hemE b (4 v FTERR)
- I=FRROAIZEZEZHILGVET,

I=Fo5FI1-20%5 1
ZOT-DOHHA-VESM R SEERITAVX T,

MSRZEIzOnT:

Update2h 320 aVETOT. Iﬂ'& ?Eﬁ RELCOEFLTR !A'FQ"HG‘ -IN
J f

28 SCIEX dvavers o e

1-14




MNEBREENTTDORAF 24T

——e—
» Q1 Scan
. » Q1 Multiple lons (SIM)
MSE—F {o Q3 Scan
» Q3 Multiple lons
* MRM
MS/MSE—F » Product lon Scan
» Precursor lon Scan
» Neutral Loss Scan
29 "SCIEX/ oo
A F DD — 70— v

1 MRM(SRMEE{FMigsT
« FHULVERR T 2155 Th. B $hmai{ Lakat TR (C
VERR TZE T,

N

2 AA =2 S A—R—Dt85T
o HER@ETIEL, 35 (CRENUEIIEENHE
FaLET, L

‘ LC

+
3 LCRMHMIRE / MS/MS
o NS L, REMEFERSILET. (MRM)
30 SCIEX/ i

1-15




AITE A F & BEimmE{l (A v F 1ER) >
Analyst® ) 7+ 2 P (Z L B30T & O B EE@E{ L

1. MSER A5 A—RODFmlib (A /72 —a ) O%(ER)
o IV JICREERA 7y NUICS, AnalysthiH sl
* Q1. Q3. DP(@—/EX). EP. CE. CXP

2. A7/ —2&Eit (FIA: LCEFE AU -mEi{ k)

« TEM (25). IS (1AVRTL —BE) **etc.
KU IECIREL, BEASS (CRh2I8E CRRLET,

31 . Crowiedpe for Life

W52 A o & B RAL (4 o F ER)

&——o—
B Lh' LB (T HEY S/ $5 A4
Compound Parameters:
Voltage Function F 1L
Declustering Potential (OP) A s k| zma
Focusing Potential (FP) Ja = hLD UL TSR AREARP 2000, 3000
Entrance Potential (EP) 4wou; E2.1 |
Collision Cell Entrance Potential (CEF) Q2O 1 I IAPI 2000, 3200
Collision Energy (CE) £ AV DI R5—ay |
Collision Cell Exit Potential (CXP) | £ 4> BRAB0eHNTS Eq. |

—_—

™ Q0 Q1 g Q3

— e P
LT

32

1-16




/ﬂﬂﬁ)‘/*y |“t Eﬁ]m‘: ft()‘/va'Fij)

Q1

DP

33

:—: 192‘:. -E 1602‘
i oo
i ' Iz
- ! oo 1321
- . =650 g4 '975’ T
,:«—~ - v — -‘l -j." . & X
I . A
I-.-;—v:; ~~~~~~~~~ e . '-":ﬂ-l-d-u5 ------ e v e Y
= 1130 = - 192265
o : ot : = 192>=90
] -l = 192>105
= I = 192132
o -
- - 1
o ] PO, '
- ! - !
ol TS o
". v- - - - - - "‘-c -y;__! !*-'~ -'-‘.’.”.':-u.i-—
DP, Volts CE, Volts

..-....J

Q3

CE

AEAY » FE B mEL (A v F ERR)

TURBO V™ source (ESI)

2« “SCIEX

~®

B Parameter i P
TEM (Temﬁ'ﬁw,e) T |Ene@Bat 3, OS2 3RS
= Jo?“épﬁix',’&?;& ¥V ES) #pt5U-MITTIRE
h-F082A -
CUR (Ourz;in Gas) | P5' |'SRmLE
GS1 | Farragens: | PSt [x754-12
@S2 (sg:rigée) PSi B @Bt D0 RET (23N 42
A7L—-BE(S)
E—2—-RETEM)

1-17




AEAY » FEBEmE{l (A v F 1)

remaTa, B S L= e . I S e I A e
=/ f* TEm=300 = = " rem=so0 Pl TEM=600
i = = =
. 3 . — .
ﬁf‘ 8 SR8 S el W1/ 10 R ot e 011
= IS=4000 = [ 1S=5000 -
- = =
= E .
= i - Iz
= - -
Rl L :
A = V— uh' L ) ‘ ) '7-'-11! )
~ = == =

o BITEAY vEE B BT (4 v FTERR)
- —F. *ﬁfr DA EE EH] vE T,

* TOHO Tips

I=Fo5FI1-20%5 1
ZOT-DOHHA-VESM R SEERITAVX T,

MSRZEIzOnT:
Update2h LM EBVETO T, Iﬂ?.t EELYCOEFLTRUTE SR 2N,

- )
35 " SCIEX/ oo R

1-18



HPLC 381D T X
st

- TREED) 9 O7—()VEEF)IL. ERATZE R A.
- 52 RAPHERE 9. AOBK-BHKTTINLTEALE T,

ESI
- w7 —REO ERIZ20mMIEETY .
#3207 —>
Positive ion mode: &, HF&% (2-10mM)
Negative ion mode : ¥BE7 L E=V L. BFBE7Z L EZV L (2-10mM)
<FEITFIR>
e ARS=)b. FRFZMIVEERLE T,
APCI
- AF AT I =P ENFRFOEZENBEUBUE R A.
- D7 —REO LRIZ. 50mMT T,

_
217 “SCIEX/ Amswars b Scloen.

£ D fthdD Tips *

o Ao FPERGEF (B $hisoll 1k )D 20 SHRLT IR
- 50%A% /=)L AHCGEHE
- 50%7 2+ M) )L AGFHE
KATNFTOREDLRAEEIT. FTEE(0.1%IEE)PEEE 7 VEZV L
(SmMIZE pERNILE T,
* LC/MSBEIRTIZ. AE2mmATiEOHSL Z—RENCERALET.
* BIMBPORWRTIREE
- BITIRRENS EHRIFEATL —REIIEELE T,
- BITIR100%TERTL_ LI HEDTER A
-KIF 1% EBEERFLUEDNEELNWT T,
Bl KOERICEY., KBFEHSTTEEL T 7O ATH/REET57:

?\J; 7%:/1 DB ESNDE T, BIFIR100% T3 A A ALTEST
T,

-
25 “SCIEX/ Amswars b Scloen.

1-19




%#) ESEECHITBZTIIv IR R *

vg—e—

,r

A

Intensity

STDDZAOVHF 3544 A A AEIH

A A L&

Time

= =
5 5
c c
Time Time
Accuracy(IE¥&2) Accuracy(IEWERX)
100%LATF 100%LA £

* BFHELTDTH) D2 DR LY A ALThFESEL

* = ERIOET

* [RRETTDRDNT TR = B JIL NCFIE BB (€S0 F. BEN)
* = BROTAIT L

39 “SCIEX

Answers Tor SChence

Z%5) <My D ZAZHRO [0 KB,

vg—e—

AICHRO <Ry 22D BE /ST

(1)FEAEDHIE,
Q)T IO FR

HAICRQ : NEFREWE ISy AT 5

BKFEES13C

ICHRO: PEEEZ D

A ILHED:

20 ~SCIEX

(S8 LOEE

(QFRENE. FSUIUMREOER

AIEDEE

Answers Tor SChence
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ESI: Electrospray Ionization

(KREETFTTfrbivd A A fbd—>T, =L 7 ra A7 L—Hifizffio7-
A A ALE)

APCI: Atmospheric Pressure Chemical Ionization

(RRAETFTTITbN oA A MLD—2T, BHFIFRZEAT L —IZ X > THEK
L7cRRalklz, an il CAERI A A (BUGA 4 ) ERGSHET
AF AT D L)

LC: Liquid Chromatography (k7 v~ ~27 77 1)
IC: Ion Chromatography (A F > 27w~ 777 1)

FIA:  Flow Injection Analysis
(EALTY T NV%E LC AT L&D oir 2 51k)

m/z: Mass-to-charge ratio
(E&EEML, A4 OEEm) & ERE() TH - 7 fH)

MRM : Multiple Reaction Monitoring
(Q1 TIEIR X7 E DRIERA 4> (Precursor ion) 754U B HFED
A A2 OF Bz D 51E)

Q1IMS : Q1 MS Scan
(v ARAXRY MVERET D720, Q1 TEE LA A 2 Mm% 5ik)

Q3MS : Q3 MS Scan
(AR MAVERIET D7D, Q3 TER LA A v 2T 5 5i1E)

EMS: Enhanced MS Scan
(Liner Ion Trap ZF|H LT, EE LA T Z T 25 51E)

MS2: Product Ion Scan
(B E OHIEXA 4> (Precursor ion) 7>6H42 0 %A 4> (Product ion) %
M3 2 51k)

EPI: Enhanced Product Ion Scan
(Liner Ion Trap Z##/H L T Product Ion ZfH 3 2 5i%)

Prec: Precursor Ion Scan

FrEDT v Z 7 M A &AL 58 TORBEA 4 it 2 515)

NL: Neutral Loss Scan
(FFE D AV S 2 IREET A CORIERA 4 29 5 51E)

IDA: Information Dependent Acquisition
(=g ZAF ¥ U THAG L7z MS AT ML) BIREDTRNA 4 BRI L,
U7 NHALTMS2 H5 WL EPL OF —# ZBifG3 5 Hi1E)

DP: Declustering Potential
(A A% MS WEi~BI EIALTZODEETH Y, AU 7 4 AT L — MIEEDN
D)
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CE: Collision Energy
(MS/MS 72 £ CAD FEBRIZB VT, Q2 TA A 2R S E 572D DELET
HV. Q0 & Q2 DENMNAETERRIND)

LLOQ : Low Limited of Quantification (&% R{H)
LOD: Low Limited of Detection  (f | FFEAH)
%CV :  Coefficient of Variance (in percent)

RT: Retention Time  (PrRFFIRFH)

S/N:  Signal to Noise

IS: Internal Standard  (NEEEYEME)

1-22



2

V7 b7 OBE

Analyst®Y 7 b = T DT 7 A )ViEE

T—J AT —2arOC RIATIZ0S. x RKI947 (x:
MAHARICE Y D, E, FERZRD E9) 1T Analyst®
V7 MU =TICCRELET —2ERn RIS T0nE et

R

EERTOF =4 A Y v REER (A4, 55 ?

=4S 7 TePa-R

= 35 A F FD (A
F-= 0—A T8 G
== A=k 0D

alyst Data
-] Projects
-] Workspaces

B, o) TEICHETAHZENTE, ZhE Project EFFONET,
T — X 51 35% Y Project WO Data 7 /L X WIZHRIES NV E T,

(x //Analyst Data/Project/Data)

Analyst®Y 7 b =TI Lo TIERk SN D 7 7 A L
ORIk H O T2, 7 7 A VORI LV FFE
DOIEFEFRAEERICAHT D E T, BUWBEETHWS
NAHOIE, dam (AT A Y > R) | .dab (N> F) | .wiff

(F—4). .qmf (fEHT A v F) kQrdb (GE &
R) TT,

Project

Analyst®V 7 b U =7 Tlk, T—FRMEE, EEMIRAR S L, Project T & IZEELL
TUWE9, Project 1Z, Analyst® Y 7 b =7 BEithicFREN, TAE T A =2 —

IR VBEBRTEET,

Acquizition Batch Files [*.dab)
Acquizition Batch Template Files [¥.dat]
Acquizition Method [*.dam]
Explore Histom Files [*.eph]
Log Files [*.log]

[uantitation bethod [*.gmf]
[luantitation Result Files [*.rdb]
Report Files [ 1]

Feport Template [*.1pt]

Text Data Files [*.tut

Wiff Files [* wif]

Eile Edit View Tools Window Script Help

—
lﬂ = & - o Configure Mode v B Test v
/

Hzw & 258

T—HRWEE, EEMER SR, 207 7 A VHBERFE STV S Project 23R L C
WHRRIZOHRBL ZEMTEET, 72720, T TIEAWTWD T —% 72 KX, Project

EERELTHERESNIEEETT,

B CHE Z2 Blha T 2850, WIEE LD LW E130E 5 Project Z/Ep L. L %

R

Bl ZE. D MEH D Project ZERK L. £ ® Project OFIZHZ DT 7 A WV ELRIFL
TWo e, %4 T 5 Project ZERT 22T TARD 7 7 A NEFERD Z LN TE D

X 21272 v 9, (xi//Analyst Data/project)
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API Instrument & V9 Project

e API Instrument &9 Project 34572 Project T3, Z @ Project DHFIZiXF vV 7
L—ya v T — R (EEOGNRO~T AT o R—% R TN DLR)0/T A — X OYIHIE R
CHFICEER 7 7 A VB A>THET, O Project ICIEEENTND T 7 A /L0 R
Vo REZER S LATHIR LIS G, DN EFICEEL R 22801 H D £,

API Instrument (Project) 1Z. ¥V 7L —a VEITOBICOAFERA L TN,

= a £PT Inzt

Project 1. K74 7 x!//Analyst Data/Projects ®H|Z A -
TWET, ZNEND Project D7 /L2 121E, HIEESLH
ET—4, ERERREPEMINET,

e Acquisition Method :

PPG T® Calibration Z17 2 BRIZHEH$ 2 X Y » RO
SNTWET,

e Configuration :

Analyst® > 7 ~ 7 =7 ® Configuration & — KT /E L7,
Hilf -5 HEE OMA G HE (MS HiK or LC+MS CTfEHT
D) DT 7 ANDBKEIHS N TNET,

e Instrument Data :
Fr V7L —2a 77 APBEHINTWVET,
e Parameter Settings :

MS NEDBIE, BLOA A2 Y —ADT 7 4 b O EfE
D7 7 ANDPEMHS N TOET,

e Preferences :

Tuning (ZHWS PPG O~ AF L "—D 1 A NEEETe
77 ANV S I TOET,

e Templates :

FIRIBE D~ 2 7 X —7p B2 ET 5 Report Template %5
\i—a—o

e Tuning Cache :

I &1 F'n::qumltln:nn Methodz
----- -] Acquisition Scripts
I #-_] Batch

-_7] Bundler

-7 Configuration

{:I Data

-] Example Scripts
-] hetrument Data

E] {7 LG Devices

- #-_] Method Tables

-] Parameter Settings
-7 Preferences

-7 Processing Scripts
#-_] Project Information
-] Guantitation Methods
-] Gueue Data

-] Fesultz

I'_—'ID Templates

- {:l Tuning Cache

EDT 7 A VDKM I LTV

Manual Tuning THIE L72T —# N —RICRGFSND 7 A VZ TT, T 4HVERNIZT —

IR TEIGE, HIFRL £
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N 7T v FITDONT

o Nyl T v ERHEEIL, Analyst® 7 U =T NA VA R INTWDE RKTA4 T
x//Analyst Data D7 AV HX TN 7T v T TH I L EBEIOELET,

e Analyst Data ® 7 # /L #(Z1%, Projects D7 #VE 21T TR, 7477V —fbA

WT — 5 R=ADT 7 A NVHPASTNET,
o Projects D7 4 /L& D Frojects
o (aMmF—R~R—2DT 54, B]CompoundDB.mdb
o FA4T7FY—D7 7 AL ECompoundLib.mdb

o /KR API Instrument @ Project X, BID K7 A4 7 HDH WL CD- R ED AT 4 TIT

NPT o7 THZ EEBEWVELET,

e  API Instrument ® 7 x /L Z 21, FEeD 3 DOEEAR 7 7 A WVEIMAES N TWET,

o Instrument Data
o Parameter Setting
o Preference

Analyst®Y 7 by =7 D 5 BEDE—F

Analyst®Y 7 b7 = 7 E, BEsORE, fall, JIE, ETR X
WEEOEELZFF > TWET, TNZENOKAEIX. LLTFO 5 fJH
DE— FIZHHEGE L TWES, WliE DAL Navigation Bar T4,

e Configure £— I :

HilE 4 2 2EE o IR (MS BATHM 27> LC/MS & LT
TEOM) REERRELET,

e Tune and Calibrate =— K :
HIE RO EELSCE BT DE B E/e E 2TV E T,

e Acquire E— [ :
BEMDAY v REERL, 7—
e Explore T— K :

T—Z OB, TN LET, AT MLOELGIERE
HITI T EDET,

¢ Quantitate E— K :

EREATVET, BEROMERK, PR ER E 2RO 5
ZENTEET,

H WY IABET,

2-3

DEE Configure

A8 Security Confieuration
EE Hardwmare Configuration
T Report Template Editor
(rllm Tune and Calibrate
A Compound Optimization
ﬂh' Instrument Optimization
Ifg—' Manusal Tuning
E Acquire 17
% IDAMethod Wizard
]‘E Euild Acquisition Method
Build Acquizition Batch
=7 Express View
A Ewplore
Eﬂ' Open Data File
@ Open Sompound Catabase
[ Busntitate
@ Euild Ruantitation kethod

‘*{: Gluantitation Wizard

Rewiew Results Table




Configure mode »|Configure mode
MSE{ATHER LC+MST{EH
v v
Tune mode Tune mode
Infusion|Z &5 B B &xE 1k FIAIZk % BEsii{t
| v
Acquire mode
T—3ADIRE
v
Explore mode
F—AOEE
v
Quantitate mode |
;Ein-l-ﬁo)%ﬁﬁ
FRT7a—F v — ME, BERZICHT D ABEiREL ATV, £ 2 THE DAL 8T A

Yy REHWTZ o~ MAEZITWD., I EEHFAZ1TH) FTOFIELZ/RL TV E
j‘o

INHOEFE— NI, IFTMILTHEEL, B3 Y7 vy T7OXHITHELET,

L, E— FEUIDEZ D & B — AR —DFRTNENEDLY | EIEEZ R > TV
LT LN ES, TOKRBEICEYD . T FEIRVIABIRN MO T — 2 il LTz
D, EBLIEVTDHILENTEET,

O, FNEFNDOERLIZE— R TERINTWELT—HIL, DT — FRBRI N
TWAHRFDOAFREIN MMDET— FEEIRT 2 Elm L bITlEx T, Z20HETH,
HOBA CTERINTWDELIRREIZR-STEY, bEDE—RIET EHENET,

ZOE—RTERINTND 7 7 A VOEIT, 72 & 21F Acquire(@) L\ H K H1zh v =
OHFOHFE LTRRINET,
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3 HIE
3.1 HEDWI

Analyst®Y 7 v = 7 OfLH), Project MDEEIR, HillfH T DL DO E

(Hardware Configuration)

v

Y

i b & D Acquisition Method 23% %

[ N T pp—— }

(Compound Optimization)

A F ) —=ANRT A —Z —D il

(Compound Optimization)

A F ) —=AD
el

]

L7

Acquisition Method % 1Ek3 5
(Build Acquisition Method)

|

VAT LOVHALELT 9 (Queue

a

——

a

Manager i ¢ Equilibrate)

Acquisition Batch # {ERk7 5
(Build Acquisition Batch)

G J
Y
4 )
HE % FATT 5
(Queue Manager [ & @ Start)
N\ J
N

T — X DFEREIT O
(Open Data File)

J
A
ERFHEEIT O
(MultiQuant)
J
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3.2 Y7 hU=T DOEE) IO
Analyst t®V 7 t 7 = 7 DFEE)
TAY by 7 ED Analyst®Y 7 U =T OT A 2 Blssonsv s LT,
F 721, Start A == —>Program>AB SCIEX>Analyst>Analystl.x.x 7> 5
Analyst®Y 7 hy =T AEE L E7,

Project DEF., {ERK
PARED 1L T4 7 5 Project Z i8R, F 721388 Project Z1ERK L £7,

E

5

Project D4R

@O LARTMEH U7z Project Z M3 25613, 7040 o ivb HHID Project ZiER L T
STEEW,

AL Analyst
iE'FiIe Edit View | Tools Explore Window Script Help

EHS & Open Compound Database ode - ‘lj [Training - ‘

LCalculators

NG - M A AR IR R e B T TR R E K

Restore Default Toolbars
Settings

8 Configure
----- A8 Securty Cofmgurang

ject

Create Subproject..,
[26E]
Select/Configure...

: -&E‘ Hardware Configuration

------ % Report Template Editor

Copy Project..,
Copy Subproject...

% Tune and Calibrate
: Copy Data...

A Compound Dptimization

Greate New Project/Subproject

Project D1ERK

Project wil be created under the following directary:

@O A ==—7»5 Tools>Project>Create |mmwswata\%'m|
Project Z1&R L £, : |?:§Ct - K

@ Eﬁ vy f‘: @ﬁ "C\‘ . Proj eCt name 1:% a:g}z Subpr0|e.c:t Specifications
é_fl .é— 6 PI‘Oj eCt Z] %]\jj L/ i ‘a_‘o Subproject name:

2013 05 31

17w - = . N Praoject folders: Subproject folders:
@ OK % 7 ) D 7 ‘a— %) — k "C PI'OJeCt Z) Acquisition Methods A
> Acquisition Scripts =
,ﬂzﬁk é ﬂ\i _g—o Batch
Bindinalyst
Diata
Log {=
Processing Methods
Processing Scripts |
Ao Vi

[

[] Set configuration as default for new projects
-----------

-L 0K JE[ Cancel J [ Help ]
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HilH 3 2R & BRET D
Analyst®Y 7 b7 = 7 THITEHT 28 25 E L 7,

@® Hardware Configuration # % 7 /L7 U v 7 L¥ 7,

@ AT BHEmAAIAEN TS Profile (Analyst®Y 7 k7 =7 T, i+ 5
IR DRRIE T 7 A V% Profile L 5WVWET) AL, Activate Profile %7 V v 7
LET,

$%  Training TlE, MassSpecOnly % Activate L CT< 72X,
¥ OBIREI N TWD Profile IZfkDF = v 7 ~—27 N84 L. Analyst®
VT MU =T DB L CWDIREBIZ A D £,
% LC 28 L CHIEE T 5561F MasstLC @ X 912, Mass & LC ZfAA
OHTHh 5 Profile & Activate L 97,
% Activate FFZ AT T 5~ — 7 TR 230 L CWDAREENS DD £7,
¥ Profile A IEHICH#M ST ET,
€ . Profile |ZHlfHl= 7 — 23 %E LTV ET,

@ Hardware Configuration ® Close #7 UV v 27 L, V4> RUZHATET,

% Analyst®Y 7 F U= 7 THIEI L T SR8 3l A R 0 Status bar (27 A =
yELTERREINET,

T A arOETEBORESHETEET, |4 e §F Ready
4 : Standby
. MassSpec Triple Quad 5500 Detailed Status
;ﬁ% ) Ready Model Triple Cuad 5500 Method : Idie
jlﬁ N EI’I’OI‘ Vacuum Spstem Status

>:< %74’:{“/%?7“/&7 U \‘/7‘@_5 Operating Pressure Reached
L THYEY 2NV DR K
O BUEDIREAERR T 5 Z L A3

;E i j‘o Sample Introduction Status
Mot Ready
% AL MS OREEFRSEI b | et o
DT, MS DEZZHERCBIEM LT | s namoira amsgn ]t
3 = B SR E LA P el ekl o
b\é/]} j‘:/y*x@%ifﬁ%ﬁﬁa@ﬂ‘ Imerface:":atﬁ: Fleady
- NIt A Y — RO
}:) - 2: ﬁ)m;'%\i—a— Source P, b E
lonzpray Voltage V) 17.58400

Nebulizer Current [micrad) 000000

Detector Status
Accumulsted Total lon Count [rilkons of counts) : 55987
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55 % Ready e (B TOT A a v ganiREE) 1275

(D Navigation Bar @ Acquire #i®R L, Acquire E— N{Z
@ A=

Liﬁ*o

= —® View>Sample Queue %% L, Queue Manager Z i & £,

% V= N—0 ¥ (View Queue 74 2 )% 7 Vv 7 LTHEEE ET,
@ Queue Manager 3BV TWHIREET, A== —® Acquire>Ready Z#ER L £ 7,

¥ Analyst®Y 7 bU = T HEA FOMERT A 2 0Nk

W LR— D Vo

& 720 . Ready (ll4E T HELR

View Queue

Acquire

@ 1

S wa g B
=l

BB Configurs o’

A Security Configuration

E‘:E Hardware Configuration

& Report Ternplate Editor
% Tune and Calibrate

A Compound Optimization
Al Instiument Dptimization
[g: tdanual Tuning
E Acquire

% 1DA Method Wizard

]E Build &cquisition Met...

Build A cquisition Batch

77 Express View
A Explore

Y

= Mrae Nata Cila

For Help, press F1

HIE 2 /& 2 72856, [A U < Queue Manager

-L\I:‘
Y |_4\

] ~.~— Equil @ Bd Standby
o4 AT X

\—fct D ijao

(Ready 74 2% 27 V> 7 LTHHEET,

| ide B3 Ready

| Queue Manager J

AN NN NN NSNS NN NN NN NN NN NN NN NN NN EEEEEEEEEEEEEEE
» . Durations Queue Selvel
Acquiring Sample | 0 of [0 Period |1 | of 1 Expected | 00:00:00 % f"ﬁ“

i3] J1002 Elapsed Ready Tune

| start Time |sample Name |Plate Po |vial PosifStatus  |Method |Batch E
1 @ |5127i2013 414832 P | TuneSamplelD Terminated testTune ManualTune
2 & [5027i2013 4:49:41 P [ TuneSamplelD 0 Terminated testTune MManualTune
E] ~ 5272013 4:51:03 P |@1_200_{EQ) 1 0 Acquired  01_01_200_Da 20120326 Batch
4 |+/|527r2013 45236 F |@1_200_Da 1 i Acouired  01_1_200_Da | 20120326 Batch
B + 502772013 4:54:08 P |@1_1000_Da 1 0 Acquired  02_01_1000_Da 20120326 Batch
B |+ |527/2013 45429 P |21_2000_Da 1 i Acguired  03_21_2000_Da | 20120326 Batch
7| |5272013 45441 P |PI_200_Da 1 i Acguired  04_PI_200_Da | 20120326 Batch
ENN ~ |5127i2013 45550 P | PI_1000_Da 1 0 Acguired  05_P1L1000_Da |20120326 Batch
G |+/|5/27r2013 45606 P |FI_2000_Da 1 i Acouired  06_PI_2000_Da |20120326 Batch
10 |+ |5i27/2013 4:56:15 P |PI_12000_Da 1 0 Acquired  07_PI_12000_Da 20120326 Batch
11 |+ 52772013 45615 P [EMS_1000_Da | 1 i Acguired  08_EMS_1000_D | 20120326 Batch
12 |/ |5272013 45644 P [EMS_10000_Da | 1 i Acguired  09_EMS_10000_ | 20120326 Batch
13| ~ |5127i2013 4:56:54 P EMS_20000_Da | 1 0 Acguired  T0_EMS_20000_ |20120326 Batch
14|/ |5272013 45702 F |ER_50_Da 1 i Acquired  11_2_ER_50_Da | 20120326 Batch
15 L1EPTNT AT AT P IEBR 7480 MNa 1 n Lemniranrd 11 FR 780 MNa AN INTIIR Aateh v
‘IllllllllllllllllllllllllllllllllllllllIIIIIIIIIIIIIIIIIIIIIIM

Standby IR L ET,

User Name: QTRAP4500_SM2\administrator DhAnalyst Dat. ¢ Idle 1 Feady

EEABAWVTWVWAIREET, A=a—0

% Queue Manager [H]

T EHEA,

EE2SBAV TV RN & | B E5 O Standby., Ready DA E N T

® ATOTAAPHEBIZRY) | ALK —
i‘a—o

RHAAONE, LC DR TEHERNIEED

X A F =R

DER

TN

KU, P EZITVETS,

T B 5 7 SRR O b B 2R Y
Acquire>Equilibrate %34 L. BAV N7z i Tkl Lfﬁ%ﬁ‘é Ay Rz

BlE, A==a—0
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3.3

Ak,
ZZTIEERARERDMERDO MS XY v REER L E7,

HIER MS A Yy REfERT 2I121%, AMS RENRTFA—ZL BAZF v Y —R
NI A—ZD 2 FHEDOEEILEZITWET, £ MS WEH/ T A —& Ol 21T
W, FOHBA A )= ARG A= —D b EITVET,

A) MS REED/RT A —F DEEL
= DP. EP, CE. CXP & D MS N/ T A — & Z /2 EIcixE LET,

VU URCT EM o T —EDEGE TR RAEEY E O & FiseiEA L
RN D RBELZITWET, X Z O#IEZL Infusion(IF) DiE L & FFOE T,

pill

Q=

V ZOEIEGITRS T EIATOMERH D £,

v ATREZR R Y Hipk sy OFEHERR A L £ 7,

VAT UEORE (ESI £721% APCI) 2" b - T, HKigfb UE S4B X
H Y FEH A, RAPCI TORELIZHIMO APCIEES A4 &2 TR &,

B A4 V—RADNRT A—FDOEE
= CUR. CAD. IS. TEMP. GS1. GS2 72 ¥ Z /2 llcs%E L £,

" T LEMTIRVIREET LC/MS & U CHEEENEABMEZ 0 K L7275 6 5
WL ZATWET,

=~ OE{EL FIA (Flow Injection Analysis) D#ciEfl & FEFONE T,

[ ]

v 20 ¥y & CRIFFICHIE CE £,

VAT PRORESS LC & (MO E) AR E AR INZERICIE
Rk LIE L ET,

= Training CiX Reserpine HE¥EY'E 2 W\ Tt ~E & E CEUMA L T &
FTA, MO THRBEO BRI CTRIEZITH Z EBHKET,

35



Calculator Z W2 E/TA Y by 7 EEBEEER LYY FEOHE HIE

X HHDIEWMDE ) TAY My VEEEFRET L HIETT,

D Tools X = =—»>% Calculators #EIR L £9,

@ Mass Property ™% 7% 27 U w27 L. Formula (ZFHE T B (7% 7 b &k

Liebo) Z AN LET,

® Calculate #7 UV v 7352 & T, Exact Mass IZE/ 74 YV P VEHEENERE

NEJT, CEHE5 1B Average Mass (CEREINET, )

Formula: P CIHAON209 = Average mass: - E05.6857:
------------------------- 5 M d f t

Ewact mass: = 6082734 :[mggﬂ%gga] 449640

Mominal mass gog  Mess accuracy: A
[ppm]

Measured mass: hAs,  Masz accuracy: M7,
(Da)

[ Calculate l ’ Export to file l [ Help

MS RESD/XF A —Z OFxEfl (L VT 2a—T a v DEwEik)
[ Infusion il D % ]

O BEMEORE 2R L £,

*Infusion O LRFICAHE 3 DEEWERR O H 22 L 70 DR E

Triple Quad™ 6500, QTRAP® 6500

HrE RE
APT 2000™ . QTRAP® 1000ng/mL
API 3000™ . API 3200™, 3200 QTRAP®. API 4000™ .
4000 QTRAP®. Triple Quad™4500. QTRAP® 4500 &
API 5000™., Triple Quad™ 5500. QTRAP® 5500.
10ng/mL

® FEHERH A, ImL v ) o DlCEDET
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®

YU UURTIZTEY P LET,
H—=IRAF VAT L —DREFEINTWALZ L EMERLET,

AF ) —=ADHATIX Analyst®/ 7 v =27 FEOE T~ ADT A 2w X TV
7 Uy hERRENET (P31EH),

U UTUMBBNAY — I Fa—T AT ) — A~ L ET,
PUTESEBIIAT L —(iEEiiELET,

A7 L —(EOFE-1 : API 2000™ LC/MS/MS System DE&

+ Infusion &R API 2000

AT L —ODNE% Infusion FF L VY b 5mm BE

MKAT L — 75>L§7U WRETHND & EEN

AT =BG DRI A Y 7 4 ARID
o2mm FEE FICR D KO L 9,

+ LCMS & i

Curtam Plate

%ﬁbi#—o

'

Spray Patterns at 50 300, Q,L,ﬂ'mm

KT L, HEOMaGZIGTREErSH D £,

AV —{LEBEDFHE-2 : API 3000™ LC/MS/MS System DFE

+ Infusion &

« LCMS | & HE
ATV —DNE % Infusion B L Y & Smm BE

KAT L— 75§LT*£L7Y CREAT BND & REN

HKAMTTFDE—RTADay ha—Fi%,

AT LIl DIERR DAY 7 4 AWKV 2mm API 3000& 150EX
BRETIZRD X OICHELET,

TmL/min

OPTIMAL
TURBOIONSPRAY
TARGET

CURTAIN PLATE

BELET,

P
o

ORIFICE

KT L. BEEOW&EZGTTEErH D £,

40 pLimin

6000mL/min FEDHEICTE LE T, =

! 200 uLrmin
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A7V —BEOFHE-3 : TOMERDOFZE

+ Infusion | FE K
(JiEk : 5~20ul/min F2E)
fit (X) AL : 5
(YY) (& : 5
XAV T 4 AT FITDMLE
2720 7,
+ LCMS | E ¢
(35 : 200~500ul/min F&J)
ft X) /& : 3or2
1Y) (i 7
KAV T 4 ANGD LT Z & T
B B35 &S,
BT <7e b £,

e (X) DL

2

-

Xt

T

(ga———

4
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@® Tune and Calibrate € — K¢ Manual Tuning # % 7 /v 27 U v 7 L £,

@ b Parameter | EdiRamp.. | [MS Method =] [//Use | Stent Syringe Pump |

Source/Gas ‘ Compound | R T etgctnr‘ M5 Advanced M3
 Qerter /Wt
Import List

lon Source: Turbo Spray @ @ Farameter Range

lon Source Temperatuie Reached +/ Sean type: a1 MS (@) .

Curtain Gas (CUR) 200 = Scan rate 1000 FLia i’ @ Period Summary

. Duration: 5000 mi) Dely Time: (| (sec)
lonSpray Vottage (15 = Palgris . @
Ha = 55000 |5 @ Pozitive
- . Cycles: 2606

Temperature (TEM} 00 = ) Neegative

lon Source Gas 1 (51) 200 = MGA ] @ Start (Da) Stop (Da) Time (sec)

Humber of scans to sum: 1 5
lon Source Gas 2 (BS2) 0.0 = 1 550.000 §60.000 0.1101
= 2

@ FEAEFwEEO £ £ & L, A0 Scan type 75 QIMS (278> TW\WH Z & 2R L T
<TZEW,

@ Positive E— F&H 5 J Negative E— N2 L £,
¥ Reserpine ®¥;A 1%, Positive 2R L £7°,

@ Scan type ®A{HD Start 35 L ¥ Stop ICAF v T DHMEZ AJILE T, Reserpine
(/T8 608) D4, Start-Stop (21X 590 7°5H 660 £ THEASNLET,

[b 1]

¥ S FEO 10Da FRE/NSUVMEN DS, 50Da FEEREVME (T X7 A A2 % T
BT DH0) EANLET,

X BEEONEYMERFECKELT 256, TXTOREMBRRONDHEE L
iha—o

(® Scan rate % 1000Da/s [ZF&%E L £,

[EE]

% Software @ version |Z L Y Scan rate X E CXRWEAERH Y £9, 2D
%A, Time 12 Scan 1 A 7 VvH7= 0 O] () ZATILTL7ZEW, B
D H %% Scan [lf#2% 300~400 T 1 B2 (Training @ Reserpine TlX
0.2 FEEEIZ/2 D £77,

® EiE A O Durations [ZHIERFM 2 AT L9,

OB EERIEANRNLE L TWAENE I D EMERT H72DI1E 5005 10 R E %
AJTLET,

@ LboStart 227 Vv L, MEZBMHLET,
¥ OWET—FIIRFESNERE A,
D Z 2B 1L, 5~10ul/min FRE T U U URy T2 AXZ— K LET,

[e> ]

¥ O EBEVIETF 2a—T7 ORI T RASTNADT, AT MAREREWNIR D
ZERBYETN, LIELLBROLEZELET, B<HEE, vV vED
LFRTHID, MEERYD D BET EF5Z 8T, ZETHE TORM %
BT HZ ENHRET,
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YV RUTIDAE— FFIE1

3% API 3000T™- API 4000™: 4000 QTRAP®K (} API 5000™ |[Z->& £ L Cik
VIR T DAL — N FE2 SRS TEEN,

m m Fiamp Parameter [ Edit Famp... ]@ge Pump Metho@] €Stop Syringe F'ump] [Se)low Hate]

Spurce/Gas |Cum|:||:rund | Resolution | Detectur| Integrated HarvaMropertles
lon Sounce:  Turbo Spray Syringe Diameter (mml
lon Source Temperature Reached 4610 -
Curtain Gas (CUR) Flow Fate: Unit:
urtain Gas -

Callizinn Raz (CADL

@O Syringe Pump Method Z &R L, Syringe Diameter
rate [ZWEH A A ) L E T,

W) U ORNE %R, Flow

XM ED 1 mL HAXA R U PO b A ORNRIE 4.61 mm
(2720 £,
@ Start Syringe Pump R¥ > %27 UV v 7 L9, (R# 1% Stop Syringe Pump (225
b EF, )

X HERERPCTHEEL -V E E 1L, Flow rate I 2 A 1% Set Flow rate
RN HT )7 LET,

X VU UURYTEIEDHTZWE XX, Stop Syringe Pump AF¥ &7 U v L

ESr
AP| 2000™ TripleQuad 4500™, QTRAP ®4500
QTRAP ® TripleQuad 5500™, QTRAP® 5500

API 3200™_ QTRAP ©3200

TripleQuad 6500™, QTRAP ® 6500
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YV RUTDAE— NFFIE2
API 3000™: APT 4000™: 4000 QTRAP®K (* API 5000™

VI UTURCTHRHNBRINTWEEAD T, Manual Tune B HIXHE T FH A, &
VU DR TARIKDORE v TRAEEITVE T,

O MMHFov ) PR T OBREANET,

SET R&Z 24 LItk Wz AL, Enter ¥ 2L £77,

felF T diam RZ AL TUY o UORNEEAT L, Enter R¥ AL ET,
Run/Stop R¥ » # ML T, YV U IRVyTEAZ—FSHEET,

VY UVRTHIEDTVE XX, Run/Stop ANX A FEMLET,

MR RO 1 mL HAX A R U PN Lk AER) O Syringe Diameter (N
) 1% 461 mm T,

©@ 0 ® 0 O

" Run/Stop| 47 >

diam 7% 27 > [Enter [ >
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©@ UTo4HAZMHRLET, BEEELEFITT 57201203, BUF ORI S
NTWDLRERD Y £77,

B 1iC of +01: from Sample 1 (TuneSamplelD) of MTZ... Max. 4.68 cps. B .01 2240 min from Sample 1 (TuneSsmplelD) of ... Maz. 188 cps,
463 109 o] d 4y .
] 1 5e6
4.0e8 15 st g
@ 3068 0.84 «
s 035 3 1.0e6
2 5008 | =
j c
g 2
E L oesd E 50e5
00t—L s
00 05 10 15 20 25 30 35 40 45 0.00 , , , , , ! ,
1400 800 1199 1598 1811 590 620 630 640 650 660
Time, min miz, Da

il

a. £ FO7u~ 77 AEEO TIC NLELTWD Z &
b. Positive, Negative Mode ® &5 6 TA A 1ML T 20 MR T HZ &

¥ bl —=2 7 THHJT 2 Reserpine ® ;& . Positive & — KD FH »
E0AFUEEREL 20 7, (m/z609)

c. HWULEWHROA AU BER SN THhD Z b
d. BHHMEAWH kDA F o DA A L FREEN 105~108cps DI TH 5 Z &

% Positive, Negative Mode &2, *ZALEM DILE S 105~106cps DI A B
RV, FEERKOIRE 2L T E X0,

flesdte, Stop 227 Vw7 LET,
@ Manual tuning E&H % L F 3,
X OHEEAZA LSRRG T A0 E I DOEENRTET DT, No THLEET,

(2]
¥ VU UURVATIEDTIZENWEF FICLTLEEN,
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Infusioin % V72 MS NE/XT A —Z D&k

Compound Optimization T MS Wil (EZEHN) DO/RT A —X Ot =TV E 7,

(MRM #7E A ¥ > R OAER)

X EE’JOMI:/\%@:E/ TA YV Ny ZEEQ )L
AL, Bk Caleulator & FHVWN=F 2 7 A Y |k t v 7 g REEE &
’J/\%E@# L OEESE|

2720 £9, bbb
7))L
R S FRNICEHAE L T &,

®© JFEv5r—v 3 3—=0 Compound Optimization X 7/ 27V v 7 LET,

@ Instrument Optimization

H1f T Inlet (2

Infusion #ER L £,

@ Mass Spectrometer ® MS/MS Analysis Z#&R L £,

g B AL OL Wi ¥ B+ [T g AN
=l Instrument Settings Q 3
G Configure —
#2 Security Configuration Please set the instrument condition: ]
5B Hardware Configuration ) Mass Spectrometer: 1
<& Report Template Editor N @ Infusion MS Analysis |
FIA © MS/MS Analysis
Default Acq. Method:
Rack Code:

Next TR O HEIZHEAE T,

Polarity O#fli%. Positive % 3R
Lij‘o

Precursor Ion O#fiZ. MW Ion 238K L, 0.7 % AL E7,

X Negative E— N TA F 1k
DRI NS AEIT.
Negative 2% L 3

% Positive, Negative D lj 55 T
/rj‘?/'ﬂﬁzﬁﬁﬁwu éﬂf" =
L. Both Z&IRL £,

Product Ion O#ffffiZ. Auto Select
PR L FET,

Auto select ®FA1H| Criteria % 7
Vo7 LET,

Ions to use in MS/MS Analysis

(oo

(

Please select the ions to use in MS/MS Analysis:
Precursor lon.

© MW lon
Search Window: = 0.700 (Da)

Negative
Both

Base

[ <bax [ Net> ] [ Concel | [ Heb |
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© TRESEZBICEEMEZ ATI L E T [Froduc lon Auto Seiection Critera 0 [
(Training TIXAD L HIZATL
T < f: é v \O ) From the Most Intense : 4 peaks
u For the Most Intense : Buid final method using 2 most intense peaks

4~6 %J\jj Lij— *ﬁﬂj é Exclude Product lons within +  20.000 Da of Precursor lon m/z
ﬂf:7013 yy ]_\/], 7,]_?/0) 5 | Min. Mass for Product lon: 50.000 Da
‘6 . 3@};%0)%]/ ‘jfz)) E“LE\G: ' Threshold for Product lon: 0.000 cps
& H £ CTaBEM L3 20 [ ok | [ Defak | [ Cacel | [ He
BRELET,

Build final method using :

4~6 N LET, —BRATHEML R u X7 A A DS, BED
BWVEI) DDIRICATER ETEA Y v FICBRET20hE2RELET, ZII
ANTE DEIF—BH OBMELL T OE & 720 £,

Exclude Product Ions within :

EEANLET, 7V I—H—A F ORI~ 2>~ b D2 & T 5
MERELET, WAKENEEdo7Fas s v A F 2R LWL ST
DX 20 EEZ AN LET,

Min for Product Ion :

50 Z AL ET, @@k#57u5&h4ﬁ/®wdmf# NS W T a
7 M FATEICHRFNC R D AN HH DT, 50 NHEE SN TN MLEC
Ji U T RIFTL7Z&EN,

Threshold for Product Ion :
TaX s b A OBEDOREETT, 0 DEFETIHEHAITZIN,

OK#ZZ7Y>Z7 L, SEOMEEIZEY £,
@ Next TROMHEIZHERE T,

@ Target Compound i T, HIERZRDAFF (Compound Name) & 4378 (MW,
E/)TAY FEy7EE), ik (No. Charges) # AJJLET,

AT BIEGI, 5 [
BMFLRE £ AN T, .

SFaEMWIZIE, /7 Please enter the target components to optimize:
AV hEy 7 %(O ﬁﬁ Compound Name |MW(Do)|No. Charaeol
+1 TH-1 THLARVE)Z 1 Reserpine 608 1

ABLEFT, /) T7A Y F 2
vy 7 EBITEY S+ E
SRR F,

/) T7AY MYy 7 EEIX, Analyst @ Calculators #4REZ 35 & i HIC
FHETEET, AR EZZBITFE L T EEN,

@ FinishZ7 VU v 7 35 L&t nthE v £97,

3-14



BEALE Z IR ISR L L TV D56, BECAL R -T2 b DT &4t
LT, BETHI>ZLLTEET

REET, B REETORr 7 LT = NFRIRINET,

WERRP RS ED, ETHTED L, BHEICES 2 H TRIBE(EAEIE L
£9, ZOBE, WikEemR, £3RVbozERHR L, FERELEZIT-
TLESY,

# T1. “Compound Optimization Completely Successful” OEHNF R S ET
DT, OK%Z7 Vw7 L THEfbaKTLET,

RE(LPE T T 5 &, BIEWE4_Qopt_FinalMRM_Pos.dam &\ 9 £ FROD
T ANDPHIBER S ET,

Training Tl% Reserpine_ FinalMRM_Pos.dam 23MER SV E 7,

H#Ehfw b2 C& 72 A Y v R, Acquisition Method 7 #+ /L %2, Data I
Data 7 # V412, v ZiE Log 7 4+ VA IRIF SN E T,

HEMER SNTZZNBHD 7 7 A /L% Analyst®Y 7 b U = 7 )L HERT D21,
PLUF D LT File type #2888 L TRW T 72 &0,

= Acquisition Method File D34 :

Open File—Files of type 7*5 Acquisition Method (*.dam) %3%&R L F
7

= Data File D355 :
Open File—Files of type 7> 5 Wiff Files (*.wiff) Z 3R L £,
= Log File & :

Open File—Files of type 7>5 Report Files (*.rtf) Z3®&R L £,

® BAWTWAHEEZTXCHLET,

Manual Tuning # % 7 /v 7 Y » 7 L C Manual Tune i % &) L, Stop Syringe
U7 LT, YU ORyTEEELET,
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AF ) = AD&KEEIT S (FIA O&KE(L)

X OMATIEHDY FH A, A4 VRNNT A= PIHECHRIE U, B0 E Iz E
L TCWARWEGEAR EIZITWET,

[FIA %]
O LC B#EhEZ ¥l L £ 7,
X ERROHERIEN T2 LC B2 HER L £7,
© EERRZ R L £,
X EERIRIREO B ZIL Titad 2SR T7EE 0,

Wig BE
API12000™ | QTRAP® 100ng/mL
API 3000™ | API 3200™, 3200 QTRAP®, API 4000™ 10na/mL
4000 QTRAP®, Triple Quad™4500, QTRAP® 4500 g
AP1 5000™, Triple Quad™ 5500, QTRAP® 5500,
1ng/mL

Triple Quad™ 6500, QTRAP® 6500
[B2R]
3% Infusion FFD 1/10~1/1 RE OFERER ZEH L £ 77,

% Training |27 % LC BEIFE & ZEHERE Reserpine (2 2WTliE, iR ELID
Z DD Tips DEESHITE S0,

@ LC & MS Z#Hfi L£7.

@ BT LrF—T oo TWVWAEE—S
Fa—T1E, HEA AV — ATEEL L
TR,

® Bk “ZF L —ArEOFHE” o LC/MS
DRERFDIEZ BB AT L —LiE % i
BLEd,

[Be2RREDEF]

® Analyst®Y 7 b =T OHTFTOT A 2
UINFRIZ 72 o TV D AT, Queue Manager BNFE RISV TWVDHIRAEET, A==a—
725 Acquire>Standby IR L, 714 a2 ZHAalCLET, GHAOEHEIXOITHE
HET,)

@ Configuration #8] Y # 2 % 7= %, Hardware Configuration % 7 /L7 U v 7 L&
R

BV 72 [ C MassSpecOnly %8R L T, Deactivate Profile 27 U v 7 L £,

©® LCORY T ROA— b 7T — %13 % Profile 3R L (Mass + LC 72 &),
Activate Profile #27 UV v 7 L¥ 9,
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% Mass + LC UADOAHIN OV TV DA ekspert 100-XL 72 £, Bl o
LC v A7 A03Ee ST 5 profile Z#3®IRL £77,

FFEE@TEIR L 7= Profile (IZfkEOT = v 7 BT LT Z & #iE#R%. Close 7
J w7 LT, Hardware configuration %P U 7,

[FIA DAY v FofkEmk]
@ File A ==—>0pen T file type & L T Acquisition Method % %R L £7°,
@ Ay T7a—varTribLzAY v F BIEWE4A_Qopt_FinalMRM_
Pos.dam %z &R L 7,

@ Training TliZ Reserpine_Qopt_FinalMRM_Pos.dam &9 AFED 7 7 A L% 3841
LET.

@ Acquisition Method F#%
H7Uwr L,
Add/Remove Device
Method Z#R L £7°,

® ZHHAOLC VAT A, FEETAL ALTCWCF o 7B AN, OK 22U w7 L
\i—a—o

OEksigent100/110 2~V — 204 OExionLC DE4E

Acquizition method

= @

& cgu izition Methad
4% Masz Spec 000

fidd/Femove Device Method E

Add/Remaowve device methods, rAddIR‘emOVE* device methods. &Jw
[V|QTRAP 4500 V]QTRAP 4500
(ekspert ultralL.C 100-XL [cie}-{ LC Controller Method
OBHEEFROGA OAgilent O35

Addf/Remowve device methods, Add/Rermove device methods, @

QTRAP 4500 QTRAP 4500
himadzu LC Controller Method Agilent 1200 LC Binary Fump Method
JAagilent 1200 G1367C Autosampler Method

JJAgilent 1200 TCC 5L Method

e

OWaters D&

Add/Remove device methods,

[V|QTRAP 4500
caumr UPLC System

P
= Acquizitipf Method
= g’ = Spec 0000 min
S < S v A = Period 0000 mi
® NasTREENTWDEA. Integrated o
. Trntes ._’.“"-EitE:d Walco Walve,
Valco Valve @ Use ®F = v 7 &4 L., Valco geksn LitralC 100-]  Add Last Time Entry
Valve N & 72 IREEIZ L £ 9, v Use
Acquisition method Acquisition method
= M Acquisition Method = M acquisition Method
= @‘ Mazz Spec 0000 min - ‘g: Masz Spec 0000 min

=% Period 0000

%% -MRM PRIV AN )L T

@egrated Valko | e VAV 2= DAV i
gpert ultralS 101 iﬂé%ﬁ_‘ﬁ

GENVREE
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(@ Acquisition Method #7 V v 7 L £,
Synchronize Mode % LC sync (Z L £,

% LC sync ~EHTHZLICLY, A— "7 T —0iE AR & FIERHZ MS
OWPENRBRIG S VET

A Acquisition Method:

Acquisition method Acquisition Method Properties |
Comment:
& Period 1000 min Duration (min): 1000 ]
& Synchronization Mode: [LC Sync v

= d Shimadzu LG System

@ Mass Spec 27 Vv 7 LET,

Duration GHIEF#f#. min) |2 1min, Time |23 % 72fE (L FO & > s &35 | Training
Tl 1000msec) & ATTLFET,

[e> F]

% Time &% Dwell Time #45 L ¥ 9, FIA I CED—F oM 217 5 AT,
ETORD%EET L 1000msec FEEIC/ D LI ATILET,

¥ 5 RIRE T DA 200msec 3721272 0 97, 3 L < 13 t& kD[ Cycle Time,
Dwell Time, Pause Time] Z#Z&M< 72 &0,

MS | Advanced MS

Experiment |1 v [ Scheduled MRM
Scan type: | MRM (MRM) v PITTTTTTTTTTres
Q1 Mass (Da) | Q3 Mass (Da): | Time (msec) 1D
1 609.162 195149 : 10000
Polarity 2 . H
@ Posi"ve SR EEREEEEEE
O Negative
LESEEEEEEEEEEER
£, Seugaftas | Cheound
) lon Sowce:  Turbo Spray
Total Scan Time (sec)

(includes pauses):

Qurtain Gas (CUR)

Colision Gas (CAD)

1.,

o
b=3
o
40| 43| (4| |40 |4> |4>

knSpray Yoktage (1S)

@ Edit Parameter #7 U v 7 L¥ 7, Temperature (TEM)

lon Source Gas 1 (GS1)

@ BHVN/ZTH[H T Source/Gas #7 U v 7 L IRR_X— T
VMO FICTEH SN TWD FIA oA 40 Y —2A
OYHEEZ AT LET,

8

8

nterface Heater (Ihe)

!

Apply the folowing p ters to al other expere of
the same polarity:

[[] Scurce/Gas [[] Compound

ok | [ Carcel ] [ Help ]
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<AF VIRINT A —2 HEAE>

API 2000™ 35 J 18 QTRAP®
Spoe e TurbolonSpray®Source | TurbolonSpray®Source | Heated Nebulizer
RUE S (5uL/min, Infusion) (200uL/min, FIA) (1000uL/min)
CUR 10~55 25 40 45
CAD 0~12 4 4 4
B 0~5500 5500(-4500) 5500(-4500) N/A
NC 0~5500 N/A N/A 2(-2)
TEM 0~550 0 300 300
Gas1 0~90 25 50 60
Gas?2 0~90 0 80 15
ifierface 1 1fon], 0foff] 1[on] 1[on] 1[on]

4w () NIX Negative T — REFOREME#E L £,
$¢Negative @ IS ® FBRIX-4500 T,
XTIS OFRERE (TEM) 13H K 500CETIZ LT EINY,

550CTHMATE LT, b—F—DFEMPE RV ETOTHRLERA,

API 3000™
£ o Turbolon_Spray®S_ource TurbolonSpr§y®Source Heated Nebu_lizer
(5uL/min, Infusion) (200uL/min, FIA) (1000uL/min)
NEB 1~15 8 14 10
CUR 6~15 8 10 10
CAD 0~12 4 4 4
IS 0~5500 5500(-4500) 5500(-4500) N/A
NC 0~5 N/A N/A 2(-2)
TEM 0~550 0 300 300
TR L o~ 0 6L/min 50psi

42 () MIX Negative T— FEFOREMHAE £ L £,
¢ Negative @ IS @ FBRIX-4500 T3,

API 3200™ 35 J: O 3200 QTRAP®

S TurbolonSpray®Source | TurbolonSpray®Source | Heated Nebulizer
BUE #L (5uL/min, Infusion) (200uL/min, FIA) (1000uL/min)
CUR 10~50 20 20 20
CAD 0~12 3 3 3
IS 0~5500 5500(-4500) 5500(-4500) N/A
NC 0~5 N/A N/A 2(-2)
TEM 0~750 0 300 300
Gas1 0~90 20 70 60
Gas?2 0~90 0 60 N/A
fherface | 1fon], 0foff] 1[on] 1[on] 1[on]
s> () NIX Negative T — NEFOFREMAEE L £,

¢ Negative @ IS @ FBRIX-4500 T3,
XTIS ORERE (TEM) 3% K 700CE TIZ LTS 723V,

3-19

T50CTHHEATEE TN, e —F—DHFEMPEL RV ETOTHRLERTA,




APT 4000™_ 4000 QTRAP®

Sp o e TurbolonSpray®Source | TurbolonSpray®Source | Heated Nebulizer
BUIE #L (5uL/min, Infusion) (200uL/min, FIA) (1000uL/min)
CAD 0~12 4 4 4
CUR 10~50 20 30 45
Gas1 0~90 20 50 60
Gas2 0~90 0 80 N/A
B 0~5500 5500(-4500) 5500(-4500) N/A
NC 0~5 N/A N/A 2(-2)
TEM 0~750 0 300 300
ferface | 1fon], 0foff] 1[on] 1[on] 1[on]
4> =a () NIX Negative T— NEFORREMEE L 7,

% Negative ® IS ® FR(%-4500 T,
XTIS ORERE (TEM) 1IHK 700CE TIZ LT ZEVY,
T50CTHEATEETN, b—F—DFEMPELRVETOTHELETA,

API 5000™
Sp o e TurbolonSpray®Source | TurbolonSpray®Source | Heated Nebulizer
BUIE #L (5uL/min, Infusion) (200uL/min, FIA) (1000uL/min)
CAD 0~12 4 4 4
CUR 10~50 20 30 45
Gas 0~90 20 50 60
Gas2 0~90 0 80 N/A
IS 0~5500 5500(-4500) 5500(-4500) N/A
NC 0~5 N/A N/A 2(:2)
TEM 0~750 0 300 300
fierface | 1fon], 0foff] 1[on] 1[on] 1[on]

7> () NIX Negative ©— NEFOFREMAEE L £,
% Negative ® IS ® FRI%-4500 T,
XTIS OFERE (TEM) i$HK 700°CETIZ LT E &Y,

T50CTHHEATEETH, b—F—DFGNEL RV ETOTHRLETA,

Triple Quad™4500, QTRAP® 4500, Triple Quad™5500, QTRAP® 5500

Triple Quad™6500. QTRAP® 6500

2 2 TurbolonSpray®Source | TurbolonSpray®Source | Heated Nebulizer
RERE | 5 min, Infusion) (200uL/min, FIA) (1000uL/min)
CAD 0~12 9 9 9
CUR 10~50 20 30 45
Gas1 0~90 20 50 60
Gas2 0~90 0 80 N/A
IS 0~5500 5500(-4500) 5500(-4500) N/A
NC 0~5 N/A N/A 2(-2)
TEM 0~750 0 300 300
fiorface 1{on], 0[off] 1[on] 1[on] 1[on]

x4 va () NIk Negative E— REFOREMEEZE L £,
*Negative ® IS @ FRIZ-4500 T,
XTIS OFEIRE (TEM) 1¥HmK 700°CETIZLTL EEW,
T50CTHEATEETA, b—F—DFEMPEL RV ETOTHERLETA,
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@ LD LC DANTEEZBIZUTO LC /M2 AT LET,

F

y s Y Tl
HENiE
- 0. IhFEEESCHEAK, F11 0. 1%EEEE SCHK
5 FHEb=RL. FllEAZ S —IL
FZTILF
Time [min.] 0 1.0
A %] 52 50
B [%] 50 50
FE Y ming 00
HZ LB EC] 0
2T IL-7—F—C] 5
AR L] 10

[Eksigent ekspert ultralL.C 100-XL O%&]

@ File A==— > Save as #®/R L, W47 7 7114 % AJJ L. Acquisition
Method ZfR1F L £7,
& Companion 5 oftware

X Training TIX Reserpine_FIA.dam EANT Li'a—o ACQUITY Cansale

(55 ACQUITY Methad E ditor

@ Acquisition Method %P £, [& Eksigent

L& Libranyiew 1.0

@ Companion Software 7>5 ekspert ultralLlC 100-XL % ¥ 7 /L7 [5] Msthod Merger
) v 7 L iﬁ”o [ Multichuant 2.1

@ A==2—"—0 File 7»5 Open #7 U v 7 L. Analyst TLRIFL
7= A v K TReserpine_FIA.dam| %i®{RL £7,

] S opmn
CI) [ b = AnapyreData » Projects » (L TEST 20120633 » Acquisition Methads
T
-
2.00 uL
3 21 wL
Sample speed
Headspace pressure: =
i Air segment: = .
Meedle height 20 mm | J !
File name: Reserpine_FiA.dom - [Pyt methods Caamy =
[ open Cancel

® Autosampler #7 VU v 27 L¥7, Autosampler KIFZFHELET,
P

2
=¥ ekspert ultraLC 120-XL —— 2§ ekspert uitral.C 100-XL —
File Help / File Help /
injection | Tempersture control | Wash | o Injection| Temperaturé control | wash
Injection mode: partial loopfil
Injection volurme: 2.00
d Flush volume: 21 ‘
Sample speed: Medium
Headspace pressure: = ,
i Air segment: = i = ekepert ukralC 100-XL
Needle height: 2.0 Fle  Help
Pierce depth: [ Extra deep J Injection | Temperature contral| Wash
- Enable wash W
Mo Soivent: Volime (uL): Vabee wash:

' 1 |1A: Solvent 1A = 10 | o
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® Pump %27V v 7 LEF, PumpFHEHELET,

‘=4 ekspert ultral C 100-¥L: Reserpine_FL&,.dam* Time table | Settings |
File Help
- Max. pressure: 124000 kPa
d Time table | Settings
-al E quilibration tirme: 0.00  min

Moo Time [roam]: Flows [mlmin): b =B

/\ Solvent for pump A:
o 0.00 0.z 50 50
< ' > 0z 1.00 0z 50 50 @ 1: Agqueous 1

) 2 Aqueous 2

i Solvent for purmp B:

@ 1: Organic 1

) 2: Organic: 2

ﬁ ekspert ultral© 100-XL: Reserpine_FIA. dam®

@ Column Oven %7 U » 27 L&, Column Oven [“, =
KMtz LET, R

File A==2— > Save @R L, FEXRELF
7,

Temperature control
Enabled: =

el
H Temperature setpoint [*C]; |40

N

[Exion.C ®»3R4&]
D Sciex LC System #7 VU v 7 LET,

X RN — I B AS>TWBEEITEDOEEHE 7Y v 7 L, Use Z#3INL £,
7ZE0,

@ Binary Gradient # 7% 27 U v 7 LE7,
m sampler Colu

=] AD Pump Binary Gradient

® Stop Time (Z 1.0min,

Flow (i#ti#) . B Conc.
WY R EE AT L ET,

B Cone [J4.Cone @ Flow program ()Simple

>:< “Z}Itb i% N %@j *H ;%E’Ekz 100 Time Flomin Aconc | B.Conc | B.Curve

1, 0.2000 [0 [s00 o

X, ERRICRE A :
LR, FEEAE A |,
HLTLIEEN, »
>:< 3{%’*;{% N 7“ ? :‘} = :/ - - ;/“" - - - - Compressibility setting
FTofrEn sy e EDEL
ENENIPSE 352/ 0 N I o A
B Eh DO ﬁ::’:n‘nﬁ“' . ‘
AR A2 A LT s

TEv,
% AConciZiZIANNTEFERHA, %7 BConc.iZ AJJLTFEVY,
% Training TI% 0.2 (mL/min) . (250 (%) # A LT EEW,

Stop time: Flow program

»
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@ Autosampler ¥ 7% 27 U v 7 LET,
Sample Rack Settings #7 V v 7 L £,
® 1.5mL A 7 vDYE1E, Needle Stroke % 52 mm (ZAH L £,

©

96well 7L — D415, Needle Stroke Z 50 mm I[CEF L £,

@ Rinse Settings @ Rinse Mode % Before and after aspiration (Z, Rinse Dip Time
(A= ¥ 7T —0=— KL Wash Bfi]) 12 0sec Z AT LE T,

M EZ I U T Rinsing Volume, Rinse Method, Cooler Temperature # AJ) L £79°,

linary 5 3 - [o] n Controller

i AD Autosarmpler Direct injection

| Butosampler rSample rack settings! 2 7

»>»
o
_Injecti i T 3
Injection settings Spedfy rack L3
[
sampli e S0 s El
ampling speed: . Type Meedle Stroke [mm] 3 g
| Coolertemperature: 15| =
Rack L5ml 105 wials 52
rRinse settings Rack 1.5ml 70 vials 52
Rinse type: External only - Rack 1ml Cool 51
Referflow channels. Rack 4ml Cool 1
External Rack MTP 36 Cool 50
Before and after aspiration, Rack MTP 384 Cool 1]
Rinse mode: Dip time:0s -
Rihse pump Rinse pump, then Por, Time:ls Rinse mode: Before and after aspiration -
methaod: 7l
Rirnse dip time: d 5 000 o4 -
R
: : . A B r
©@ Injection #7V v 7 LIEAEZANLET, Trfection Vokume ] 10
NAECY
[EE]

% Injection Volume |3 100 & A1) 5 Z &
MTEETH, 50uLELEATI LN TLEE 0,

File A=2— > Saveas Z®RL, @477 A N4 EZ AL, R{FLET,
*Training TlX Reserpine_FIA.dam & AJjL £ 7,
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[BEAMLC 05&]
@O Shimadzu LC System #7 U v 7 LE7,

@
®

NI =T PASTWDLEEETZED EEE 7Y v 7 L, Use RN L £

Pumps ¥ 7% 7V v 7 LET,

Pumping M > Binar
umping 0de75 E ary (osamnler Oven | Controller | Time Program

Flow Zi#RL E 7,

Pressure Limits D
Maximum a:iﬁﬁj 72: ,fﬁ %A / Configured Pumps
jj L i —aAO Total Flow: 02 mL/min Pump & LC-20AD
N v % Pump B LG-20AD
Flow (%) . B Conc.| il O, o ONE
YiMEEATILET, Pump D NONE
Pressure Limits (Pump &, B)
>:< {}:ltﬁig N @%ﬁj:a i‘,f‘ﬂﬁk @ N Minimum: (IJ : psi
FERITAEH T DR Ak Maximum: 120 psi
mHE A LT
AN
Ok, 77V FTONSNDGEIR. SRR S5 R OF A
A AL TEE,
%  Training TI% 0.2 (mL/min) . (250 (%) # A LT EEW,

® Autosampler ¥ 7% 7 U v 7 LET,

Pumpsen Controller Time Program
Model: -20ACXR

Rack Type:  Undefined

[V Use Autosampler Rinse Pump

Rinsing Volume: 200 /uL Rinse Method Rinse Pump Then Port v
Needle Stroke: 52 mm Rinse Time: 5 sec

Rinsing Speed: 35 ul/sec

Sampling Speed 50 ul/sec

Purge Time: 250 / min
Rinse Dip Time: 5 sec /

Rinse Mode: Before and after aspiration ©~ v
Enable Cooler Unit

Control Vial Needle Stroke: |52 mm

Cooler Temperature: 4 ‘C

1.56mL A 7L DA 1E. Needle Stroke % 52 mm ICEHE LFE 7,

96well 7' L — h DA 1E. Needle Stroke 2 50 mm (ZAF L 9,
Rinse Dip Time (4 — ~ %> 77 —d =— K/ Wash F#f#]) 12 0sec Z A1 LFET,
M B2 U T Rinsing Volume, Rinse Method, Cooler Temperature # AJ) L £79°,

Rinse Mode %# Before and after aspiration (Z L £,
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® Tlme Program 5 7“ ;% 7 Pumps | Autosampler | Oven | Cm(@

Uy 7 L, AX%E2%E1Z FIA

}EH 0) LC %,ﬁ-{: ;’—Z]\jj L/ i ‘a—o 1 e 1 r:n::? IE':::B Conc. Fasnete 5
2 1.1 Controller Stop

% 117 H® Parameter |Z
L TEHE Lo
BiEE (%) #ZANL
TLEEW,

[?3‘5%::] 100
% /v b ORBI||s  ef
13447 Controller Stop o
%AﬁLTTéL\O g.o 05 10 14
Time (min.)
Autosampler
@ Injection 7V v 7 LIEAEZEZASNLET, Infection Vokume [u] 10

[EE]

% UFLC XR % ZfH DA Injection Volume 13 100 & AS1325 Z LR TE
FT2. 50u LU EATI LN TLIZE VY,

@ File A==2— > Saveas “FIRL, WU R 77 A VB EATIL, BRIELET,
¥ Training T3 Reserpine_FIA.dam & AJJ L %9,

[Agilent 115 LC DIHE]
@ LCBinaryPump %#7 VU v 27 LET,

K NRNYT—I N AS>TWBEEEIE., TOEEEHEI7 Y v 7 L, Use 23R L TL
72 &0,

@ HEOHAEIZ Pump OX A LT 07T LB ANNTTHT—TARERRINET,
0 /72 LC A (FiieR, #pk) 2 AL, LC O THEER] (0.5 47) (2 [FAlkR
WCAJTLET,

X R, BEVMEAERIE, EERICHERT DM, FiEz A LTI ESW,
XORER, 7TV 2y P THONENDGAIE. MRS MR &5 RO

a AT L TFEN,
¥ Training T3 0.2 (mL/min) . (250 (%) Z AL TLEEW,
g

Accuisiion method LC Pump Gradient | Limits | Limits (Advanced) | Micro Mode
Acquisition Method '“‘:J‘"'”l EloFate I A %) | B (%) | TE#M | TE® I TEM® |
? 3“ ?fﬁfg m": 9 0.00 200 500 500

95 +MRM ; 0.50 200 500 500
t Agilent 1100 Autosampler 5
il Acilent 1100 LC Binary Pump (1.0 mg L

«2 Equilibrate 00 mins) Add Last Step
2 Run (1.0 mins)
[__Addstep ] [ RemoveStep | [ Show Graph>> |
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@ Autosampler #7 Vv 7 LET,

@ BHEOAIZA— M T IT—OREGEAR, =— FLTU 4y ab

DREREINFRSNETOT, EERELET,

AE . EE

Temperature Control

100
2000
2000
00

Acquisition method Agilent A ler Properties | Adh
Acquisition Method Inject Details
@ Mass Spec 1.005 min
= & Period 1005 min Syringe Size (b
35 +MRM Tjection Volume (b
Ul Acilent 1100 Autosampler
1 Agilent 1100 LC Binary Pump (1.0 mins) Draw Speed (l/min):
2 Equilibrate 0.0 mins) .
& Run (1.0 mins) Eject Speed (ul/min):
Needle Level (mm):

d Properties
Wash Details
Enabled
Wash Vial Number: 1
Wash Rack Number: 1

® File A==— > Saveas Z®IRL, WHER 77 ANV EATIL, RIFLET,

*Training TlX Reserpine_FIA.dam & AJj L £ 7,

[Waters 113! LC D15 & ]

@D File A==— > Save as Z®IRN L., WU 77 A NV EANT)

L. Acquisition Method % f#7F L £ 77,

¥ Training T3 Reserpine_FIA.dam & AJJ L %9,

@ Acquisition Method %#Fi LU £,

@ Companion Software 7> ACQUITY Method Editor %

XITNI Y w7 LET,

A

q

Companion Software
ACOUITY Consale

7] ACQUITY Method Edior
E Ekzigent 1

E Libraryiew 1.0

E tethod Merger

m MultiCuant 2.1

5 Feporter 3.2

’Ei ekspert ultraLC 100:=L

@ A==—,3—00 File 75 Open method #7 V »~ 7 L. Analyst TIR{F L 7=
A K [Reserpine_FIA.dam]| Zi#ER L £,

Save method

Recent Places

Sareimetiodlas olvent Manager !
Print
o s | Desktop
Fressue Limits Sealwash 2 ==
1 ] [water <] @ | fo pi | [0 mn =l
Libraries
B1_>| |Acetonitie ~ High: 15000 psi
5
LY
" d‘l Computer
Gradient vy,
Time Flow < wm .
tmir | gmiming [ %A # | Gune Z‘ B A
1 0600 1000 00 Gradfent Start Network
2 @ Ainjection
3
7 " Before iiection
B B ¢ After injection
= 0 ul
Comment =

a5/ Yifaters Method Editar - Untitled E"ﬁ o' Open ﬂ
[[Fite | Lockin: [ 1 Acauistion Methads -l efrrm
.Newmethnd
1.00
O Fun Tine o L b L=l Date mgdified | = Type

|| Reserpine_FIA. dam

& | TEST.dam
& wash.dam

4

2 B} A, ]
2012/09/13 18:07 Apnalyst In
2012/09/13 2250 Analyst v

File name:

Files of type:

|Heselp|ne_FIA..dam

| i
j Open |

|Dala Acauisition Method files [*.dam]

2| Cancel
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® ACQBSM %#7V v/ LEd, PumpFHERELET,
® ACQ-SM %7V >2Z7 L%7J, Autosampler & Column Oven FR{FZRE L ET,

a! W/aters Method Editor - Reserpine_FIA™ "= || ' waters Method Editor - Reserpine_FI&.* =
File File
Fun Time: [1.00 min Run Time: |1.00 min
ACO-BSM | aci)em | agfesM ACDSM |
COUVE}/ Binary Solvent Manager ACOUI V' Sample Manager
uuuuu e
Genersl | Andlog Out | Events | General | Evens |
2 B
D |— J “Wash Solvents Temperature Control J
(6] wieak Wash Name: Column Alam Band
% 0.1% Formic acid/5% Acetor v | 1) of ~|t I 50 °C
Stiong Wash Name Sample
d - T =] % Fomic acid / Aceloniti O[] e e R R
Wesk Wash Volume
Time Flow =
iy | iy |5 %B | Curve :J M B0 WL Loop Offie:
1 [nial 0200 500 50.0 Initial Gradfient Start Stuong Wash Volume Disable =] min
z|1.00 0200 00 50.0 [ & i
5 Sbes 200 L I~ Load shead
€ Before injection
© Max Sample Yolume: 0.00 uL
s " After injection
= | Comment i
o ol Advanced
(omment = I o] Advenee

X OEARFDEE CRELET,
(@ File A ==— > Save method Z##IK L, FEX{REFELET,

FIA FICYERR L7z A Y v R OS2 k4 5
O LCOTAUNMSIZEHINTWDZ 2R LET,
FEREVSIE DN S T2, TV d— o 7T —ICE & 97,

YV—RX—p = &7 U w7 L, Queue Manager Dl & B & £,

® © O

V== YT E2 U v r F720F Acquire A == —® Acquire >Equilibrate
IR L, HEE A2 P L £

[FE]
% Queue Manager 23RV TWDIREE T2 & | Equilibrate 13172 £ A,

R e vt
Yy REERL, OK 227 VUv /L —
EScn

¢ Training TiX
Reserpine_FIA.dam % 3R L Time (Min.) ! g
Please ensure that the equilibrate time is long enough to allow all devices to

e
. . complete the expected equilibration.
X ZD I‘ZTQ;]‘{ K <, "t T — R ‘You may wish to check the devices for completion after the equilibrate time.

DIRFESC LC MMEEh LARD &
‘@_o [ 0K I

X A Ty — ARG E A
2725 DI 10 DRREDD 3O T, Z0% FIA IZ X A&k 2 ihd 5,

Acquisition Method | G el e v

[ Cancel ] [ Help ]
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FIAICX A A A YV —ADHEESELE1ED 5

D Tune and Calibrate Mode @
Compound Optimization 2% 7/ | we R
7y LET, | o

® BAWZHET FIA 2F = v 7 L, =
FIA )EH@)(V\‘/ ]\“%70}1/&“]7\/)( ck Position: |1
=B LET,
%  Training TlX
Reserpine_FIA %#3&R L £,

©) Rack Code. Rack Position, Plate Code, Plate Position, Injection Volume (ZfH]
EWRRWZ EZHERLET,

@ Acquisition Method 1ERSFRFICIHFEAEZFEE L2V LC OAIX. Z OEE CHEAR
ZANJTLET,

® NextZ7 U v 7 L, IROBEIZHERET,

® AV RPZHirF v g N
/rTJI/ﬂ_syya :/ﬁ\si'%i—\‘éhi—a—o The: ill imi Y h hy d Pl
Compound Name ([ZHIEWEL . mm‘;‘:m;‘: ::e,::@'mﬂs S AR R

Instrument Settings

@ MS/MS Analysis

Plate Code:  [16mL Standard
Plate Positior |1

Tnjection Wolume: |1 Gl

<[ €] 1€ [

FIA Target Compounds

/|
\}gijl;(fig—/\/f TIVRY Vg v _]R /[m Mass;;:az)losnnas::;r;:)lg sm|1v.%]
¥ Training Cld Compound Name (2% Reserpine, Vial Pos. (Zi31 & AJJL
£
[EE]

X AT EIWCARAATARS g v E2E2DEFNEFNDOIT (Fxv %) 2%
LT, R OKE{LEITNET, 2084, KE(EDPET Lk, O
AV RIZahitE 9,

% Int. Std.\ZF = v 7 ZAND ENERERER 2D B—27 ORIEIT S
FI0, T DICHl> TERISNEEA,

@ Nextx#Z7 Vw7 LET,

WA=V BBEINT A—F L LTHRAT A2 HRICA T LET,
D BRI 5EE 1052030 DX izt I ar TR > TAALET,
2) (LT 537 A—# 1% Optimize (ZF = v 7 Z ALET,

¥ NI RA=IPANESNTORWGEETEENHET, M2 AL THhoRE
Fxv 7 ANET,
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<FIA /85 A — & FIHE >
API 2000™ 35 L. 18 QTRAP®

(2) WEET 557 2—20|(1D mat+ s E
Optimize |[ZF = v 7 # ANLE T, 10;20530 D L H 12k
Fleaze zelect the Source Parameters to optimze ou VTR -S> TAN

Parameter Hame | Optimize |Current 'd'al.l Values for Optimization H L i ‘g—o
1 Curtain Gas . 10.0 | 20;50,40;50
2 Caollizion Gas . 3.0 03,5678
3 lonZpray Wolkage . 50000 | 4500;5000,5500
4 Temperature . 0.0 300;400; 500
o lon Source Gas 1 . 200 30;4;50;60;70; 50 550°CIZT % & b — & — R0 1n ]
5] lon Source Gas 2 . 0.0 30,40, 50,60, 70:80
7 Irterface Heater 10] |
Feplicate njection for each Parameter: @1 2 B 04

Total # of injections: 27 /f/&‘—:/“a Nk o THE, Oul EFRRENFETH.

Total Sample Volime: 0 Wb | srsEscEonE T,
APT 3000™

Nebulizer Gas 12:13:14:15:16 ;K;ystﬁil é?ﬁ‘ﬁ;&%iﬁir "
Curtain Gas 8;9;10;11;12 U Ton Source Gas2 [3dH Y £
lonSpray Vol. 4500;5000;5500 * A
Temperature 300;400;500 fjn ;;z gi;?@gfﬁgﬁ:ﬁ
Collision Gas 3;4,5,6;7;8 *  BE SO A

DA 2 — A 2 6~7L/min 2000; 2500; 3000;3500;4000 # >

FTRE S,

API 3200™ 35 L O 3200 QTRAP®

Curtain Gas 10;15;20;25;30;35;40 ]
750CICTHE e —F—N
lonSpray Vol. 4500;5000;5500 * g
Temperature 300;400;500;600;700 —]
Gast1 30;40;50;60;70;80

* BEHEAEEED LA
Gas2 30,40,;50;60,70;80 2000; 2500; 3000;3500;4000 & 1>

HTHRFI < IZE VY,
Collision Gas 3:4;5;6;7;8 =
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APT 4000™, 4000 QTRAP®

750CIZTH & e —F—N
EILRT0

*  BEHD & RE O S A I
2000; 2500; 3000;3500;4000 & #>
TR IZEN,

750CIZT DL E—F—N
gnedn

* BB & O 5 AT
2000; 2500; 3000;3500;4000 & 1>

Curtain Gas 10;20;30;40 l
lonSpray Vol. 4500;5000;5500 *
Temperature 300;400;500;600;700—
Gas1 30,40,;50;60,70;80
Gas2 30;40;50;60;70;80
Collision Gas 3;4,5;6;7;8
API 5000™
Curtain Gas 10;20;30;40 |
lonSpray Vol. 4500;5000;5500 *
Temperature 300;400:500:600:700——
Gas1 30;40;50;60;70;80
Gas2 30,40;50;60,70;80

Collision Gas

3:4;5:6;7;8

Triple Quad™ 4500, QTRAP® 4500
Triple Quad™ 5500, QTRAP® 5500
Triple Quad™ 6500, QTRAP® 6500

B THREFICIEE0,

BOLUTICTDEAY 7 4 AN

>Positive IZZH L TE(LEITHOHAEIE, ISTEAAN LE LTI EIW,

Curtain Gas 10:20;30;40 Z:I SPRTI

lonSpray Vol. 4500;5000;5500 * J 750°CIcF % & b — & — 7%

Temperature 300;400;500;600;700 < Haese
Gas1 30;40;50,60,70;80 *x BEHENSREOEA T
Gas2 30:40:50:60;70:80 f;%oij;;of;32035500?4000 Ho

Collision Gas 6,7;8;9;10;11;12

[HE]

% Negative ©— R T? FIA Ti&, ISIZ—4500 ¥ TLIANTEEHA,

3% Negative ® IS @ FBRI%-4500 T, Positive D IS D F F Negative T

¥ b E1T) LT —»54 L £, Positive=Negative, 7213 Negative
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@ [EiE T Replicate Injection for each parameter (—-2DZ&MA:Z-> X (af[a]H]E 3
L) AT =7 ANVET,

% Training TIX 11T = v 7 2 ANET,

(EE]

X FEMCHERREPHEINETOT, XA TIVICESEAS>TND Z
LEMER LTS IZE W,

Next 227 U v 7 L, IR OBEHEICERET,
@ WOBEHEIEMA S ASEF, Finish 27 U v 7 L, &EfkEBao 7,

X ZOMEEIX, DPREDA T a—Ya U THRE(LT D537 A—ZITOWTE
B THEEZ T HEE TY, BHA 72— a U ChRasfbB’ T LTn
£FTOT, A HELOLETHY FEA,

@ #T%. “Compound Optimization Completely Successful” OE[[H N F R S L E T
DT, OK%Z7 U v/ LTHbLEKT LET,

X OREESKT TS L. BEAIOA Y v F4)_FIASamplel.dam & V5 4 FdD
77 AP HBER S ET,

¥  Training Tl¥ Reserpine_FIA_FIASamplel.dam & 720 £7°,
@ BAVWTWAHEEHAE T XTHUET,

3.4 JHIEA Y v F(Acquisition Method) D 5Efk

¥ ZZ TR, 2. CREIL LT SEIC LC b2 A L, HIEA Y v B & LTk
é‘ﬂ‘\i—a—o

O Navigation Bar |- C Acquire #7 VJ v 7 L, Acquire E— FIZL E7,

@ A=z=2—0 File>Open 7 5[ % B % | File type % Acquisition Method & L, FIA
RSN A Y vy REREET,

$¢  Training Tl% Reserpine_FIA_FIASamplel.dam %i&R L T 72 X0,
@ LD LC DANFHEESBIZLC &2 AT LET,
% Training TIELL FOEMFEMHEH L ET,

o Vi : 0.2mL/min Total Time | Flow Rate A %) B (%)
{min} {pliming}
o Gradient &1 : £ oo 200 a0.0 1010
o Injection Volume: 5uL = :g? igg ;gg ?gg
G.00 200 a0.0 100
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[Shimadzu UFLC D#4]

i. LC Ro7OFREEITWVET, Pumps ¥ 7% 7 U v 2 L, Pumping Mode (%
Binary Gradient %i®iR L. Total Flow, Pump B (Z#JH#SMHA2 AT LET,

Pumps | futosampler | Oven | Gontroller | Time Program

Pumping Mode: Binary Flow v
Configured Pumps
Tatal Flow: nz L /mir Pump &  LC-20AD
Pump B Conc: |50 % Pump B:  LC-20AD

Pump B Curve: |0 Pump G none
Pump @ none

Pressure Limitz (Pump &, B}
Minimum: |00 MPa

Maximum: |20 MPa

ii.  Autosampler ¥ 7% 7V v 7 LET,

Pumps | Autosampler | Oven | Controller || Time Proeram

Model: SIL-20AC/HT
Rack Type: Undefined

lse Autosampler Ringe Pump
Rinzing Volume: 200 ul Ringe Method: Rinse Pump Then Port A
Needle Stroke: 52 mm Rinse Time: 1 sec
Rinsing Spesd: 35 ul/sec
Sampling Speed 160 ulfzec
Purge Time: 260 min
Rinze Dip Time: g E-
Rinse Made: Before and after aspiration %
Enable Cooler Unit
Gooler Temperature: 4 TG
Cantrol Vial Needle Stroke: 52 mm

iii.  Rinse Dip Time (4"— h ¥ > 7T — D =— KL Wash FFEDIZ 0 sec # A ) L £ 7,

iv.  Rinse Dip Time /%, Osec {ZFE L THEMEL £7, 0sec DA, WKIZHOTFTT
TIZElE B ET,

v. B 7VRE (Cooler Temperture) Z#iE LE T,

vi.  Rinse Mode # Before and after aspiration (2L £, 2 i&UEHFDHEAIL. Rinse
Method % Rinse Pump Then Port (2 L £79°,

= Before and after aspiration : {E AR IZ=— RA¥FE L ET,
=  Rinse Pump Then Port : 2 %=1k & W I NETHEE L £9,

vil. Oven %ﬁ%?}i‘ L/\ %{q:if%ﬁ/’ﬁg L/\ji—é—o Pumpz | Autozampler | ©¥&n | Controller | Time Program
Madel: CTO-204

Enable Oven
Civen Temperature: 40

Maximum Temperature: ah
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Viil. Time Program X T w7 v J Fumps | Autosamaler | Oven | Gartraller | Tme Program
L Y72 LC &2 A LET,
o N N S 0 - N Time | Module Event Parameter
K7 TV FOFREITEL G e s °
7" Controller Stop Z AJjL e e .
TR, 5
o0 Gradient Curve I
80~ -
o B0 4
# anp 4
ix. Injection 7V v 7 LIFEAESL “ ‘ : J
%ﬁﬁi—’ Li'é‘o o e Time (min) e o
Autozampler
Injection % olume [ul]
3 1] =/
[Agllent *ii 0) FJXEI e LG Pump Gradient | Limits || Limits (Advanced) | Micro Mods |
. . [=] Acquisition Methad Tm;lliT"ime Flow pi):e A B %) T e |
1. LC Blnary Pump % 7 g' g,‘m SZZE sﬁuglgnm"\l: 0 R R |100 | ‘ ‘ |
1 3.00 200 100 90,0
7Yy 27 LEY, LC | -icimmreemrnl T T —T
Pump Gradient % 7 b e t ) 3
{4 Agilent 1200 Thermastatied [ radser | [Femovesp | [ craph<c |
(2, LC &fFz AL =
Solvent A
£9, 0 D1TICiE, LC i
BIEIES RN iN5)
Z AN LET, . )
E =0)
% 0 O1T ® Total I
Time (2 0 LSO T
BiEEZ AT DL, o] :
P [Re} [R-3 1.0 15 20 25 30 T‘miﬁmmqﬂ 45 5.0 55 6.0 6.5 7L
s ET, '
ii.  Autosampler #7 U v 7 LFET,
. . . Acquisiion method Agilent Autosampler Properties | Advanced Froperties |
1. Injection Volume @ — Vs Dot
W o A B | e | s
ok *MRM Injection Volume Wiash Location
Temperture Control ot hok (| RVR~ Woch Tine (1 -390k [0 |
D) Setpoint \z "j‘ N h i\ 1 Performa Eject Speed ful/mink: Wissh Cyoles 1 - 5%
o 1 vE = :L, L eifent 1200 Thermostatted Needle Level mm Wiash Vial Mumber.
7 /1/ YJ]IL };ﬂ: % EX /:E L/ i Temperature Cantral ‘wash Rack Number:
EE 2525 o
iv.  Wash Location T, ¥t
WHEEHRELET, “Wash Vial” A 1%, Wash Vial Number [Z¥E1H DN
ATNFZEANTTLES
ccqisiion metho Aeilent Golumn Oven Praperties |
v.  Column Oven % 77 |

[=] Acquisition Method
=4 Mass Spec 6.000]
= Period 6000
+MRM
- Aeilent 1200 Bing|
= Equilibrate @

Uy 7 L, RERE
ZANTLET,

2 Fun B0 mins
th Aeilent 1200 High
028 feilent 1200 The

Temperature
Left Temperature ¢ C):

Right Temperature {© C):
Temperature Talerance +/~ ¢ G}

Start Acquisition Tolerance +/= Gk

Calumn Switching Valve

=
&
=

40.0
10

[ Time Table Used

Position for first sample in the batch:

(3 Use same position for all samples in the batch

O Alternate position for each sample in the batch

Total Time(min)

Value Position

=

(k3
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@ Mass spectrometer 7 U v 7 L. Duration [ZH]ERFR]ZE L £7, 1
OREREIZA DT ET,

M5 | Advanced M5 |

Scheduled MR
Expeiment [ Enable
@) Basic | Advanced
Scan type: [MHM [MFik] "]

Pei urnrnary
Palarity : [ Diuratian: £.000 [rrir] Delay Time: 0 [sec)

@ Paositive

A
- . Cycles: 51 = l Cycle: 0.6300 [sec) ] @
() Megative

OFr=——
1 Mass Time 0 CE -

{Da) {Da) {msec) {volts)
251100 156100 100.0 =D 21.000
251100 108400 [1000 =07 2 33.000

263100 136100 | [1000 =h7 1 23.000

RS ANN ana4nn A00 0 J T 2T nnn

m

afeafral=

® LLT#2%%(12, Time |Z Dwell Time # A/ L. Cycle Time 23 582 & iR
L%,

% DwellTime l%, 7 v~ M7 T AZBIT L —7 OEHIEL T —2 KA MK
MHWRE L TRELET,

[Cycle Time, Dwell Time, Pause Time]

. BlziE, TET DAY (Analyte) OIRHIIEAY 0.1 min (6 sec) & KE L7255
B T—HRA L MR 10 KA > b (10 Cycle) OF —# ZHAFT 5121,
1 Cycle Time % 0.6 sec LA FICRET H2ME R H Y 37,

= Cycle Time |Z Dwell Time & Pause Time G&E% 5msec) DEFHTHD Z &)
5. Dwell Time T 595 msec L RETH Z &2/ 0 £7,

Peak Start .. PeakEnd
k; HPLCOIH& "L UZaFf]=Dwell time+Pause time
10-30sec

+ILA
RIS PR

——
—
Dwell time )
/ A oh T Pause time

Ch.2 Ch2 Ch.2 Ch.z2
¢hd Chad Chd Ch.l

Cycle time

£(RBFITEHELTE, ThTh
BF v I CREER T 4E
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® WF|ZJE L C Valeo Valve D E AT E T, FRIT 02504 AKE UL 3 o (Waste) .
2-10 71E BARTY v 3> (MS online) DOE T,

% Training TIIfEH L EHA,

Acquistion mathad ‘Walco Valve Properties I
E|--- Bcquisition Method Walve Type: |Diverter Total Time (min)l’_ Position
E@ Mass Spec 12,000 min Change Pozition Mames: ! 12;300 i
. =& Period 12,000 min £ e
" 88 1rm [ - | | :
Valco Valve Pogition Mame for Stepl: 5
- Agilent 1100 LC Binary F I—_I"" = 3
-2 Equilibrate (0.0 mins ;
-2 RUN (25.0 mins) To use the valve as an injector, select the 3
. m Agilent 1100 wellplate £ Synchranization Made, “Manual Sync with WVale™ 0
“4{¢ Agienit 1100 Column Ov To uge the valve az a diverter, select any other it
Synchronization Mode, :g
{To chanee the Synchronization Mode, click on 14
“ Acquisition Method” tab.) 15
6
S AL o STU H__/\
W DOBREDLE
10 5307 (3200) 1% Diverter Valve Configuration
Position A : 10-1, 2-3, 4-5, 6-7, 8-9 Source Source

- A A

Position B : 1-2, 3-4, 5-6, 7-8, 9-10  rumpn g Pumpin

6 )7/ (4500, 5500) 1% h - \ \’ e
Position A : 6-1, 2-3, 45 Wasieft™ e q’ Woatett™ ‘. o®
Position B : 1-2, 3-4, 5-6

RO TWET,

Rk EIZ > TV DAL H Y T DT,

EDOFEZDOR— ENOIEN D0 E THRO B, AL TS0,

Divert to Waste (Position A) Divert to lon Source (Position B)

[EE]

% Valve OU) Y E 2z Fefilix, MS OHIERREEFE (Omin) . & THE (Lo x
vy RTIE 12min) IZIEBRELARWVWTL XV, 0—12 5O 084 .
0.5-11.5 77 ORI TYI Y B2 M2 E L £,

% Valve ZfEH L7255 13, Integrated Valco Valve Ex 47 U v 27 LT Use
DF =7 EHLET,

@ EEXTL2HE1L. TOFEE Save L, 42 L 2 H55A1E. File>Save as &%
L Y4 72 A Rl CIRTE L E 9,

¥ Training T3 Reserpine_Grad.dam & AJJ L %79,
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3.5 HIE

AN DL::5 5
O W7 L% LET, (Training TiIEHILEEA,)
System D EfF1k,

. DTFOHETLC BEXOMS %, JEICERT 22 Y v ROYIMISEM: TEME
LET, ZOEIET, System #ZEIHET,

D Acquire E— K% 7 U v 7 L., Acquire IZ Liﬁﬂ' OeEERIFz ) v T
WCEEFELET, BRI2o TWAESIIVNEHY FHA,)

@ A ==—0 View>Sample Queue 7> 5 Queue Manager % %R, & 5\ L, Acquire

F— }~““C““/*—/1//\‘»—0)|“E:| TAar&E7 Y27 L, Queue Manager % B & £,
&

|
|[owtadBi@B 0L FEA KT T X

® A=a2—0 L5
Acquire>Equilibrate % 3R
&) 6 |7 ﬂj: . Y — LN —D -1||V— 7 fequizition Method Rezerpine.dam a

N S
Aarz7 Uy 7 LET, Time (Min} lﬁ

@ 1ERK L7 Acquisition Method . e N
eaze ensure that the equilibrate time iz lone enough to allow all devices to
3 i 7 NAfhr lete th ted equilibration.
é“)lﬂg’y{‘ Tlme ak— N :I:Tﬁ]‘,ﬂf‘ﬁ% Fﬁﬁ E:(%Tpm?a;wi:heﬁopiﬁ:cketﬂgl éer\?iczgg for completion after the equilibrate time.
#ANNL.OKZ27 Y v 7 L&

—j<° (0] 4 | Cancel | Help |
® HFELEKEMEZE. A TO
Status bar ® MS 7 A 22 73, HFEkfAD Ready DIRAEIZ /2 D D AR L £7,

Batch OERR

. UTOHETHET 2V T ADiFR (Tt AT VESTE) 2 A
SILEF, Submit 5% Z & T Queue Manager (Z8&k L ET, (ZDOEIET
WEFRFLOREIZZRY £97,),

(D Build Acquisition Batch #4727V v 7 LEd, 7 7 4/ b ® Batch 3B & £ 97,
@ Acquisition ([ZHIECMEH T DAY v AR L £,

% Training Tl¥ Reserpine.dam Z# &R L 7,

% Method Editor "% o TR N/ A Y v ROMRE - fEsA R E T,

Sample | Locatiors | Guantitation | Submit

Select Method for Sample Set ®
Cuantitation /
set [GETT = nnna e — v S B
Add el Acquisition ) )
| Reserpine R Method Editar
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@ L, Quantitation

T none MEIRINTND
KHET Quick Quant % 7 Data Source: | Period 1 /Es%)l v Smoothing Width: points.
U > y L‘i —a“ Intermal Standards / @ \
° [ ame a1/G3 |~
>:< ) T‘;’Eé ﬁf < ?’;% };ﬂ—; %) @12 [minczidol (0) 210.200.!’1!34.200CD
IS(=Internal . =
Standard) @ & & 2 A”“"?‘e/ T/ K
- Mame Internal Standard o roE ~
VC“ % 5 ct 9 a: fcﬁ D N 1 Reserpine mincxiclol |509 400 /164,200
FEMTIRFIZ N ) D B :

EYARR AL/ I B
X ATORWEEIE, ®IZAF v 7 <TEEN,

@ QUQSDWEZ YV v +hE, WEAY Y RICRESNTWVDEF v RINERS
NEJI, Z4UTE2F v oA ZEIRL, Name IZEHEEZ AT LET, Bk —F
I DOEEITIE, B2 TOF ¥ FLE QLIQ3 THERIH, TNH DO 4 &2 TA
HLET,

3 Training Tl& Reserpinel sy DA & 720 £77,

©® E&EMEHT % Analyst Software T1T 9 %56, M EIZJG U T Default Smooth Width (2
T/ u< M FAHINT DAL= TR ERELET,

X EEMNTZ MultiQuant Software TiTH %A, REDLEIIH D XA,

® WML AW EEZ21T 9 561218, Internal Standard (2 NEEEYEDE O F v
VIV E 4 B N T L. Analytes fifl D Internal Standard (2 Ti% X3 5 N HEIEE#E
WEEBERLET, BEONTIEEDEEZRETHZ L HARETT,

@O &2TEANLOKEZ27 Yy 35&, BT AY vy FOATE ANT)T HHHNFRR
ShET, AL, OKEZ7 U v 7 LET,

% Training T/% Reserpine & AJJ L £,

s fiEMTH A Y v F(Quantitation Method : *.qmf) (X, HEMH A Y v F
(Acquisition Method : *.dam ) & IZILRFDELRY T OT, FLCLAHT

LHENE AL,

Add Set #7 U » 7 L, Add Samples % 7
Uy LET, EmSHEET,

© WiEd HEHSOKFE Number Box I |
ATILET o

OK ff 7 p4 7 Té L %@zﬁiﬁﬁj\flﬁ Sub Falder
Batch (ZF23EMME NV ET, —

% Training Tl 6 # A LE T, Nmger (4

| [ Browsze ]

[ Ok ][ Cancel ][ Help
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@ Sample Name (2> 7 LOL&HEZ AT LET,
@ Rack Code TA— Y FF7—D F LA 2RI LET,

@ Vial Position (234 7 VD& =2 NS L £ 3, (Location Tab THEFR., FEIRA[EET
j‘o )

Data File 4 Z#52 A L £,

¢ Data File & 036 — DA, BEOT—2BN—>2>D7 7 A )W(wiff 7 7 A /WIT
RIFENET, Sample LA [F—TH, EEXIINDHZEIEHY THA,

Batch Script: / /

Sample Name| Rack Code | Rack Position| Plate Code| Plate Position | vial Position|  DataFile | inj.volume (ui)|
1 Blank 1.5mL Standa 1 1.5mL Stand 1 1 Curve 10.000
2 STD-0.6 ngiml  1.5mL Standa 1 1.5mL Stand 1 2 Curve 10.000
3 STD-6 ng/ml 1.5mL Standa 1 1.5mL Stand 1 3 Curve 10.000
4 STD-60 ngdml  1.5mL Standa 1 1.5mL Stand |1 4 Curve 10.000
5 STD-600ng/ml  1.5mL Standa 1 1.5mL Stand 1 5 Curve 10.000

i B e I -
I [Vial Positiol Open. _)J

XOBES LT EEDIRLTANT S
LA, R LEZWEHEZ R
FZv 7 LT&ER, A7V v 27T

Import Fram »
Save Az Batch
Save Az a Template..

Hide/Show Calumn..

Flll Down %iﬂg‘:*ﬂ L ‘jﬁ —é—o Save Column Settings...
Add Custom Column
% [AFEIZ AutoIncrement IR 5 ’/ P
EL HEBWCHD U RNT vy ER %h/ DataSET1
Data=ET1

f:;ﬂ(?ﬁ’]\j} é ﬂi "9;—0 Data=ET1

DataSET1

Select Autozampler

Sample Hame | Quant Type | Reserpine
@ Quantitation ¥ 7% 27 Vw7 LT, o7 1 Blank Blank 0.00000
ek - 2 STD-06 ngitnL Standard 06
DI #HE AT L/ 77 Quant Type I ? Blanl‘i\ 3 STOGnginl | Standard B
Standard & (" Unknown OERZITV, K |3 STD-60 ngiml | Standard &0
54 (Training TlX Reserpine & 3T |2 STD-B00 ngiml._|Standard 500

W% 9) @ FIZ Standard DEEZ AT LET,

PEZIE LT, Batch 20847 L 9, 7L File A ==2—75  Save As... ZEIR
LAFRE AT LET,
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@ Submit # 7 %7 Vv 7 L, Submit BmIZEITLET, ZOHETIE, [HFHROAT
AT T . EOV I NERET HPORELZITVET,

X OITRTCOV TN ERET AR ZOEELAED Submit #7 Y v 7 L&
—é—o

X —HWEWETS5EE. BRLKIRSE72%, Submit 27 U v 7 LET,
BAIZE S 2 ET 270, &2TE2HET L1 EERL, OKZ22 ) v 7 LET,

Sample | Locations | Quantitation | Submit
Batch Owner name

hirokazuusuli

Submit Status
Multiple samples and only one Data file <DataSETI >

Sample Hame| Rack Position| Plate Position| Vial Position| Acqui ion Method| Quantitation| Dat;

7 waste2
8 waste3
9 wwasted Acguirs data far Nt
10 |wastes 5 t
Selected I
1 wastes , (%) Selected samples et
O Al samples
C o ] [Jones | [ reb
4
—
Batch Editar 53

% 9 CIZ Submit L7220 H
LY 7V A R Submit L
AR, BERH bbb
F9, FEZRITIL Yes 27
)0y LT, CET

ZOBEICLVREST DI
TN ENAFRRESHETHA, TOEETIHTNEITHEY XA,

Y —L3—D " (Queue Manager 7 22)% 7 U v 7 L Queue Manager O [fj
Zh & £,

FX Queue Manager [Locall

. . Crurations Gue
Acquiing Sample | 0 of |0 Period |0 | of |0 Expected  |00:00:00 |§
0% |tooz  Elapsed Ready
| start Time Sample Name | Plate Positi|Vial Positio |Status  |Method
E 2012005002 11:51:57 |Blank 1 1 Waiting Reserpine

1

2 X |2012405/02 11:56:58 | STD-0.6 nimbL 1
2 ® |2012i05/02 12:01:59 | 5TD-6 ngimL 1
4 R 20120502 12:07.00 | 5TD-60 nofml 1
] % 201200502 12:12:01 | 5TD-600 noimL 1

iaiting Reserpine
Waiting Reserpine
Waiting Reserpine
iaiting Reserpine

% 2o T Submit L728A1%. Queue Manager L2 H7 YV v 7 Ry 77 v
A =2 =75 Delete>Delete Batch THIH T Z £ N TE £,

[ S
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HIE D BRke

O A ==—0 Acquire>Start Sample ZE{R L, HEZBLHEL E7,
X JEOFEF TEIRT 5581, Acquire>Abort Sample %,
X WERE 2 X755 13, Acquire>Extend Period Z &R L 97,

(=2 AL @B BRM w1

Start Samolﬁ [;;rt Sample \ [_I;nd Period \

%  Tuning &— FAEREN TV 556, Start Sample 7 A =2 %227 Y v 7 LT
by TROTT—A v — VR TH T A% Run TEEth, ZOHAE, [T
TAaryE1mZ7Yy 7L, T ICEELTLEZEEWN

Queue Manager x|

Q Instrument is in Tuning mode. Please reserve instrument For Acquiring, then select Start Sample ba skark wour acquisition,

X A=Y TRV a T AHENCMass 25 Run A HIID).

Abort Sample ZiE IR L72WTL IZEW, V= N\—D7T A 2 ZEETE
DT ENHY ET,

% JEH O Data % Explore Mode THERT 5 Z &M TE £9, FIEIZOW TR
LI D “F— 2 O %17 9 ODHEZZH T2 30,

% Queue Manager Dt DY 7N EPEHK, sERRINRHET 5 &, LC X
HEHCIEE V. MS /L Standby OIREE idle GHEEWT A 22>) IZRD 797,
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121 AE

O A=z2—/3—=0 Acquire 7*5 Standby 7 U > 7 5L Standby 71 2%
7V w7 LET,

<A=a—N—0bDHE> <TAaVPoDHE>
A Analyst HT———————— . nnalyst T ——————_—_
le Edit Vie uire lools Explore Window Script Hel : i " i . -
Ble Edit Viewy Ac s o S By File Edit View Acquire Tools Explore Window Script Help
AEEHS M, Srt Sample Clrl+G - =
L&; & Sample aEEE R | | e HAcuuire Mode v]
AN Ctrl+F R
s “a v T w A} r<e
BB Configure &r i Ctrl+H /
o Security Gan (1] Inflert Pause before Selected Sample(s)

-8 Hardware G J5, Cfhtinue Sample Ctrl+]
<& Feport Tem 5 i periog Standby 77/]) o N4
699 Tune and Galibrd i =l

A Compound ¢ Sk

- A Instrument ! EeaTt
g Manusl Tu'[ 7 Standby Ctri+B

@ Aeguire (1) e Ready CLrT+R.
% IDi Method

T m o

‘P Purge Modifier.. Ctrl+U

@ JFv5— 3 3—@ Hardware Configuration 2% 7 /7 U v 7 LET,
@ MM L Tue Profile Z8&R L 9,

@ Deactivate 27 Vv 7 LE7,

® Close #7 YV > 7 LET,

® HPLC O&ERZEY £,

@ REELTPC OEREZY £7,
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5 7““5 @%wu\
T—2%&B<

@

@

Project %2, HHJ® Data DFRAF STV % Project (Training Ti% Example) (2%
HLET,

Explore £— R%#&{R L, Open DataFile % 7 /L7 U v 7 LET,

%  Training TlZ. Triple Quad 7 # /L% H1® QuanData.wiff 10> API3-012 @
TR EMEHLET,

HHYDOT—4% D Wiff 7 7 A /> HBEJ®D Sample ZiEIR L, OKEZ 27 U v 7 LFET,
ML DT —E T 7 ANVHBEHEET,

(AL Analyst
File Edit View Tools Explore Window Script Help
AEEER IS [Explnre Hode -l (h & [Eample e xE-DE
/ =] £
=l
A Corfigure
A Security Configurstion Select Sample (==
i Herdere Corfgurtien Please select a data file and a conesponding sample:
G Report Template Edtor
) Tune and Calibrate Data Files Samples
A Compound Optimization [ Lipidview - [ API3-012
Al Instrument Optimizatior Daur A‘F‘iEVU‘iat
¥ Manuzl Tuning (3 Mol Files P
v (3 5DZ_20141203111 201 API3-016
. 3 ToF APIZ017
% IDA Method Mizar 1 Triple Quad API3-0E L
T= Buid Acgffsition Method API3-19 3
] Genl1 wiff &PI3.020
Buld #auisition Batch (] LCwith ass wiff B API3-024
z s View ] Mis_batch_1 wiff API3-025
s [ (o] Mis_batch_2 wiff ig:g-ggg
4 ] PosMegHighLow wiff API3:D28
T G ST e Pl e |40 =
S CluanD ata 'witf] A | b
[ Browse... ] [ “erify Checksum ] \

[Tips] HIEH D Sample 4% 8 IRT H &, WEFD I/ o~ N7 T L%
DT NWEA NIRRT HZ EnikES,

gD < b 75 62RRTD

)
&)

FEDIEFTHY DT — X & £,

AikDr7u~ b7 T LMIBLHEIE, A=m2a—"—ZEHDOT A3 @ &

70 w7  LET,
. ERF] & OO u~ N T ANRERENET,
n HRAEl W kO u~ NS TANERRINET,

w @RS RKA P T X ERRT IEENHE, RO/ v~ NS T A%
FRSEDLLENTEET,

(AL Analyst - [XIC of +MRM (2 pairs}: 400.000/200.000 Da from Sample 2 (APB-013) of QuanData.Wiff (Unknown lon Source)]

\ File Edit View Tools Explore Window Script Help

BEdER £ ¢ |[Explore Mode - ) i Example - EXETOE
ot TN Wad I S i o0 - S o I o S = e FarereslhNade v L=

Il |
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Ju< z77 20HH

BEDORNZ Vv arTHELTWAEGE, fxora~ N7 I axkEHT 0N

TEET,

% Training Tl Example @ Project WIZfRTF S 41TV Triple Quad 7 + /L4
1 QuanData.wiff H1¢ API3-015 OF — X i H L £,

@O Explore — F#i#{R L, OpenData File %77 U v 7 LET,

@ Triple Quad 7 # /L4 H1® QuanData.wiff
D API3-015 %7 Y v 7 LET,

@ OKz7 Uy LET,

@ Bz a~ NS AE—E7 Y v 7 LET,

Select Sample

Pleaze select a data file and a conesponding sample:

Data Files

Samples

(2 Lipidview API3012
oot @ APIZ0N

21 Mal Files

(1 5DZ_20141203111201 Ei_u e

23 ToF

122 Triple Quad

Lefm] Genl Wit
Sl LCwithi ass. Wiff
oo [m] Mis_batch_1.wiff
L] Min_batch_2 wiff
L] PastegHighLow \wift
i A pp ¥

l E QuanD ataw/iff

Werify Checksum

\\4
o 1) e |

® SbIZhHEZ Y v 7 LFERSLER EO Extract Tons #27 U v 7 LET,
[Tips] = O#1EIX. Extract Using Dialog 7 A 2> K. %27 U v 27 LTHEAE

TEEY,

[E=E= ]
E o) O B e JexmTOE
- - - KI@ T
: ]\ [ Wax 16260 ¢
1
’I
7V vy 7 LET |
S 4 o |
| | List Deta
| Show Spectrum
0 I
o0 [ ]
2800 | |
|
2600 [
2400 |
. |
22200 |
‘g 2000 ! | Save Explore History...
£ | Add Caption...
o ‘ apticn.
{ Add User Tet..
1600 | | Set Subtract Range
1400 | Clear Subtract Range
1200 | | v | Subtract Range Lecked
1000 | | fiﬂ_ Delete Pane.
%
800 ‘l \ f
600 [\
| [
400
|
200 / 1.
0 — —
00 o 02 03 D 05 06 07 08 09 12 3 1 15 6 7 0 7o
T
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® 7V v 7%. Extractions HESFR I

T 0T,

v 7 L TERLET,

¥ BB OT ¥ RNV ERINT D55
RI vy 7 FliZarbe—LF%F—
([Ctrl]) 2 L7228 BR%24 4 5 sy
IR TL7ZE0,

@ OK%#”7VUvr7 LET,

E E/‘J@?" x »‘/Z‘\/I/ (Tralnlng Extract lons @
T 400.0/200 35 L T 420.0/220.0) % F | th
'E'QB Mass
RT
1D

W

“ (=)

Cancel H Help ]

HPEFEEZ SN~ M7 LD TIZ, TREMH LI o~ N7 T ARERS

ﬂi‘é‘o

48 Securty Configuration
5 Hardware Confguration
& Report Template Edior

) Tune and Calibrate:

A Comy

A ment Opeizsion

Optinization

& Manual Tuning
2 Acqure
X IDA Method Wizard
& Buid Acquistion Miethod
Buid Acquistion Batch

& Open Data Fle
& Open Compound Database
1 Quanttate (1}

Buid Quarttation Method
< Quantiation Wizard
Review Results Table:

i Companion Software
ACQUITY Console
] ACQUITY Method Editor
5l DiscoveryQuant 2.0
& egent 1
[ vbraryview 101
M Lpidview
([ MukiQuart 3.0.1
1N Peakviewe22
& Repoter32
24 ekspert ultralC 100XL

Niew

4000

3000

2000

Intensi

1000 0.9

(AL, Analyst - [XIC of +MRM (2 (APB-015) it Ton Source)] =2 Ech ==
{AiFile Edit View Tools Explore Window Script Help mEE
AEHER ¢+ |[Explore Mode. +] | (O & [example JexBETOB
4] - &R 0 G () B A R A T B T AR FEarrres NG v L=
B Corfioue 2 | w i o (2 pairs): 400.000/200.000 Da from Sample 4 (API3-015) of QuanData. Wiff (Unknowin lon Source) Max. 1026.0 Gps.|

Time, min

00 01 02 03 04 05 06 07 08 09 10 11 12 13 14 15 16 17 18 19

B IC of +MRM (2 pairs): 400.000/200.000 Da from Sample 4 (AP13-015) of QuanData Wif (Unknown lon Source)

099
1000

500

Intensi

Max. 1026.0 cps.

MRM : 400

/200D XIC

Time, min

00 01 02 03 04 05 06 07 08 09 10 11 12 13 14 15 16 17 18 19

WXIC of +MRW (2 pairs): 420.000/220 000 Da_from Sample 4 (AP13-015) of QuanData Wit (Unknown lon Source)

083
4000

3000

2000

Intensit.

1000

Wiax_ 4220 0 cps]

MRM : 420

/220D XIC

Time, min

o
00 01 02 03 04 05 06 07 08 09 10 11 12 13 14 15 16 17 18 19

For Help, press FL

User Nare: 3200QTRAP-PC3200gtrap  Di\Analyst Data

[Tips] QL AF ¥ LR EDAF v 7 —# ZRIR L 72 55121%. Extract Tons [ T
T 22 EBEATLET,
i : start:500, stop:500.5 73 &
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r7u= b7 7080 KRTD
@ ExploreE— K75 OpenDataFile# %77 U v 7 LERLIZWT — X #B& &
—j_o

@ FERLEWEMoE E (oM 2ZhZn 8Ty 2732528 T FIv 7Lk
AT IER SN ET,

X BILKERET
K FA2 2T ) y7 Liﬁ"o

[T G of +MAM (@ paisy. 400 M 0260 ops. B Xic of +MRM (2 pairs) 400 Max. 1026.0 ops.
4220
4000
3500
3000
L, 250 -
b =
3 =
% 2000 E
5 2
= =
2500,
H 99
000
£ 500
i -
Moo oz 0a 08 08 10 12 14 %6 18 02 08 10 11 12 13 14
ERCIREL R R T C 32 38 40 44 a8 52 58
Time, min Time, min

ERLEEWEFRZENENRT v 7 LET,

SR DRE R 2 #EBT D

@ ExploreE— 75 Open Data File# %7 /v 27 U v 7 LERLIEWT — X ZH & &
75

@ Show FileInfo 7 A 2>l %271y v s LS,
@ Oty T2 ERSE LEBOBERNE RSN ET,

B XIC of +MRM (2 pairs): 400.000/200.000 Da from Sample 4 (API3-015) of QuanData. Wiff (Unknewn lon Source) Max. 1026.0 cps.
4000
g 2000
£ 0.99

o]
00 01 02 03 04 05 06 07 08 09 10 11 12 13 14 15 16 17 18 19

Time, min
["“["f: File Information for Sample 4 (API3-015) of QuanData.Wiff &
Ancgqurl‘slimn]nfo File Name: QuanData. Wiff
Quant.Info File Path: D:\Analyst Data\Projects\Example\Data\Triple Quad\
e bies Original Name: API3-015 |
Software Version: FMAN MAC 1

Calibration tables
Instrument Parameters:

Log Information from Devices at Start of acquisition:

Acquisition Info

Acquisition Method: Not Available

Acquisition Path: Not Available

First Sample Started: ~ Not Available

Last Sample Finished: Not Available

Sample Acq Time: Tuesday, February 1 F‘ﬂffj VY f:@[‘ﬁl:\ Z':—l‘ 7Y v 7L .
Sample Acq Duration:  1min59sec

Number of Scans: 0 ..

Periods in File: 1 Save Acquisition Method T,
Batch Name: Not Available . .

Batch Path: Not Available HEEDO X Y v REETIRET
Submitted by: Not Available

Logged-on User: Not Available

Synchronization Mode: No Sync % i 791*

Auto-Equilibration: Off

Comment:

Software Version: Not Available
ok M NP
< m v
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2

[Tips] FII4 5546 1%, Print Pane GEMIZEEOHIBIIEE Z22H) 12XV

T RTOFHRBEAM S E T,
[Tips] fE#3F RS/ E 1%, Tools A
Options @ File Information Options % 7 Z#R L, X THOHR v 7 X|T

= = —>Settings /> 5 Appearance

Fxyv sz ANET,

File Edit Miew Tools Explore Mfindows Script Help
i & IR %
. . . %NEW Clrl +1 Explare Mode
D File A ==—>Print > Window. Pane. & Open.. Cel+0 ()
- N Open Data File... Ctrl+D HHY NI By 1
Workspace DWW U023 L £, Open Processed Data File.. —_—
Close N HIC of +MRM (2 pairs): £
u Window : Open Warkspace.. B C of +MRM (2 pairs
— ~ — - Save Warkspace
1 7“_‘& G\_?%Zr\‘ L‘(b\é/ﬂéﬁ—ﬁfﬁ@\— ko 4 Save Workspace As... 400041
Close Workspace : i
L} Pane N & save Ctrl+5 E =00
— - — - Save As... :
]. 7‘“‘& Gk—%/j_\- LVCI/ \é%@‘ﬁm — & Save Processed Data File... DD.D o1 0
BIRSN TS Pane [IHFMTHENE S, 7§ =™ =
Print & Report Setup... FIE STHMEM (2 pairs
i L »
=  Workspace : Mindow  CorW

Explore E— R TRV TWAET—XDZ &, | & Fare e
% Quantitation Wizard I \Workspace
N o N N . Print: ?
@ TN EhOTNF Y Db Printer. e
Tinter
Report Temp]-ate %%?ﬁ ]‘/ > ﬁ‘l&;& %Ajj [ Mame: Send To OneMate 2010 VI] [ Froperties ]
l_/T OK % 7 U ‘) 7 l/ ij—‘ Shatus: Heady
° Tupe: Send To Microzoft OneMote 20010 Driver
where:  nul:
Comment:
Print range Copies
@ Al Mumber of copies: 1 z
P
agES. 2,2 Collate
Selection

Report Template
[Defaut APT
* vizible in any project

FrlLl-Z7u~ NS035

O mmkxa4AE27 Y 27 L., Delete Pane &7 U v
=a2—/X—@ Delete Pane 7 A 2 %K %27 U v

7 LW Z P C 27,
7 LET,

vl]

H LA

(AL Analyst - [XIC of +MRM (2 pairs): 400.000/200.000 Da from Sample 2 (API3-013) of QuanData.Wiff (Unknown lon Source)]
Al File Edit View Tools Explore Window Script Help

[Explore Mode -7 [ Example

RS R s

g Bl okl

[R>S I EG e G O e = I S o T — e

I neraslhhdEe v L~

L=t T
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6 SCIEX OS Software & V7= EEMEMNT

% AR~ == 7 /LTl SCIEX OS Software @ Analytics &— N % U CTHENT 21T
9 7% 77 LE 7, Analyst® Software % 3 % ¥4 1% Analyst® Software
A Manual . MultiQuant™ Software % fifi 92 5413 MultiQuant™
Software ] Manual 2 < 72X\,

n REPEA O GER LR EREZ S &I, RERMOY T VOER
ZATWET,

» NEAEEMEAS) 2R LA 1E, TR E LN BEIC L - C
HEMES L E T,

= Training Ci% Project: SCIEX OS_Quad Data_Example N ® curve_sulfa ®
Data ZfEH L. A FEITWET,

o Sulfadiazine (SDZ), Sulfamerazine (SMZ) D f# EH D 1ERK
(PN AEY)E Sulfadimethoxine (SDMX)(Z X A ff1E)

o FmEEHF o SDZ & SMZ O iEE

<HE> BREHRIZOWNWT

%%7% ($%@]}%E EHE[ 7\%7%) & ei > EjS%n D Oalibratzi%nesfo-r PFOS 1: y = 2527095 x + 331.07041 & = 099965) (weighting: 1 / x)
T FE DFEMESURL & ROk & % Lhig
THI LWL, REOEEHIEEN
LYEDOWRREERD D FIETT, HE
BRIE, BIE GIEXSRWE) ORED
ZALITIE U TR & 0 X 5 1T R o
TENERLIZT T 7 (i 7)) 000 070z o5 0 05 (.i?u o7 08
T, BREMAERT BT, K RE

20e5

15e5 4

fArea E E{E

1065 4

09

DI DOTEE R E 2 s &3 2 ATl Tl SR EME 2 Bl 5 L ER H Y
ji‘@—o

<ZE> WEFEEMEIZOWT
WEEEEDE L, MERFOEANE, MS OA A ALlEDOH 7Ly va i EOMRZ A4
ETD72DEMNLET, ERUERE, MR~ Y v 7 A TE M2 Bk
TOVERD DA ITRHICHER SN ET,
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<SCIEX OS Software Analytics £ — FE&BHf >

o ~ Analytics

Samples | Components and Groups - [MQJ] Peak Review (curve sulfa MQ4.gsession)

5 Trows Fitters:0 W/ Quaiiy o

All Components

AllTnternal Standards

SDMX

All Analytes

Project SCIEX 05Quad Data_Exemple =R
JE B %

Sample Name ¥| Sample Type V|

Component

¥|

Quantifiers

Compound Type |

Component
Group Name

Actual
Concentration

fLaHmy =k

R (=X 7/ S N

ERMRAL 7~
N7 T ANERE

Stondard Quantifiers 950
[E Standard oz Quantifiers SOMX 100 6115 20 i1
[[o0 |u Stondard oz Quantifiers SOMX 1000 63021 049 i1
B | Standard S0z Quantifiers SOMK 100,00 S4132 49964 170
16| Samplel Unknown Ev4 Quantifiers SOMX 17y 31184 3087 170
[13 |semplez Unknown o7 Quantifiers SO 2 I/ 26430 167
regression...
Calibration for SDZi y = 047353 x + 002643 (¢ = LODOOO, r* = 100000) Gwsighting: 1/
il
n
n
IS v
VA N 5 10 15 2 5 n 38 4 %5 50 55 i [ m
Cancentration Ratio y whed }\ 7:} )
blonk - D7 (Bl..ample Index: 1) || 0.1- 307 (Stan..mpleIndex: ) 1- SDZ (Standa..mple Index:3) 10 - D7 (Stand..mpleIndec &) 100 - SDZ (St le Indlex: 5

hij—o

ion
um Peak Width 3
um Peak Height 50.00
tegration Threshold | 3
ion Smooth Width | 1.0
Nowe Percentage. 400

Baseline Subtract Window | 0.40

Intensity

ren: /A, Heig...8, RT:N/A rin

Areat 958, Heig. 2, RT: 173 min  Areat 6115, Hei ), RT: L70rmin  Arest 63021, He. 8, RT: LT1min  Area: S48132, H...4, RT: 170 min

1000 1000 w00 c00 S0000
1708 1703
400 800 §00 5000 20000
1113
600 z 600 z 600 z 0 2 30000
5 g 5 a0 g
400 2 a0 2 a0 2 £ o
2000
200 10 1735 200 1000 10000
- M. £
[B: o [B: 0 0
12 3 12 03 ] 12 3 12 3
Time, min Time, min Time, min Time, min Time, min

<EILFEHTEHBETAa>

Bjec X 5Qud Dt i o ] TR ©

G0 66 AH N S R

_—

Displays the Peak Review

2V FHLru~ NI LANRR

RENET,

Displays the Calibration Curve
7V w735 L MR RS
FREINET,




6.1 SCIEX OS Software ® Analytics ? L)

O A7 kv 7 o SCIEX OS Software 7 A =12/
EEf L FE9,

@ HR—LWEEHIZERIIN TS Analytics DT A 2 7 Vw7 LET,

o
o

Project DYERK
EHTZANEDOT A w2s ) v 7 L, AR Status Bar #H L E7,
Projects D +% 27V v 27 LET,
BAVN7Z T G, Project name #iZ7% 295 Project 4 & A1 L £,
OK %7 YV v 7§ 2%Z & T Project BMERL S ET,

® 0 0 0

L TNI Y w7 L,

. MNew Project

Type a project name.

@ CK

Cancel

6.3 Project MR
© i EEBD Projects > HAJD Data DFEHI ST D Project 2 HR L £ 9,
»  Training Ti% SCIEX OS_Quad Data_Example Z &R L T 72 &0,

o ~ Analytics

6.4 AIBIEDLE R
O Projects Z#7 U v 7 L. Project Default Settings Z O E T,
@ Quantitative Processing Tid, R&&E&|\2, EEMENITICHERT27 1030 XA
O RM. MEROSMESEFRELET,
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®
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In Root: D:\SCIEX OS Data




®

Qualitative Processing Tl&, TRAZSZIZEMMITITHEHT L7477V —

P—=F XK NT A= —FeHELET,

K BHER TR U TEL L LT,

Set Project wide defaults for quantitative proces

Integration Defaults

Integration Algorithm h Q4 hd
Integration
Set project wide defaults for qualitative processing method parameters WMinimum Peak Width k] paints
Library Search Minimum Peak Height 0.00
Library Search Algorith v
ibrary Search Algorithm Candicate Search XIC width 0.0z Ds
Results Sorted By Purity h Gaussian Smocth Width 0.0 points
Library Spectra Type All Spectra hd Moise Percentage 400 %
Algorithrn P it
e rarameter Baseline Subtract Window | 2.00 min
+/ Precursor Mass Tolerance +/- 04 Da Peak Splitting 2 points
Collision Energy +- 8 v Retention Time (RT)
Retention Time +- 05 min
Expected RT 0.00 min
Fragment Mass Tolerance +/- 04 Da RT half window 300 e
Update Expected RT MNo hd
Ignore Isotopes In Unknown Maximal Number Of Hits | 5 Report Largest Peak
/| Use Polarity Intensity Threshold 0.05
) . ) Units & Calibration Defaults
Use Collision Energy Spread Minimal Purity 100 %
Use Compound Specific Purity Threshold Intensity Factor 5 Concentration units |:|

6.5 Result Table O{ERK,
@D i EERD Results > New 227 U w7 LET,

Project: SCIEX OSQuad Data_Example

Open...

@ Process New Results B Z B & £, O2G@DHETT —

(i) Select batch Samples to process T,

Regression parameter Area ¥
Regression type Linear »
Weighting type 14 -

@ ofiline
[ Process iethod + ]

£ or opening an existing one.

a9,
Available 7 BT T 57 — 2 23R L T

ERKEI%E 27 Y v 27 LT Selected |28 L £,

Process New Results x

1. Select batch samples to process
Current Location: DASCIEX OS Data\SCIEX OS_Quad Data_Example\Datat
Buailable Selected

5] wi
b [E) EFaBwift

=

Training Ti% curve_sulfa.wiff ™4 Data Z &8 L T< 72 &0,

Process New Results X

1. Select batch samples to process

Current Location: DASCIEX OS Data\SCIEX OS_ Quad Data_Example\l

Brouse...

2. Select a processing method

Iz EE

3. Select a comparison sample for Non-targeted workflow

<None> v

Available Selected
v [E] epaswitt 4 & curve_sulfawift
blank
W1
W1
W
¥ o0
¥ Samplel
o ¥ sample
=
e

2. Select a processing method

I (T (2
3. Select a comparison sample for Non-targeted workflow

<None> v




= (ii) BHV 7= Process New Results Hiif ® F#4A124 % Browse R v %27 U w7 L,
= HEY® Data 21 S 40TV D Project 23R L £,

1. Select batch samples to process
Current Location: DASCIEX OS DatatSCIEX OS_Quad Data_ExarnpletDatat

Auailable Selected

v (€] EFAB.wiff

@ Process New Results @i 2. Select a processing method T. LARGIZIER L7=
Processing Method (& & 4T/l Method) 23% 5355 1% Browse- %27 U v 7 | fif
T 280 A Y~ K& L, Process %7 U 7 1.76.6 Results Table DS, i
ENERET,

Process New Results x i =
CJU [[11 < SCIEX 05 Quad Data_Exa.. » Quantitation Methads + [42 ][ Search Quantitation Methods 2|
1. Select batch samples to process

Current Location: DASCIEX OS DatahSCIEX OS_Quad Data_Ecample\Datal, [ Browse., | Organize ¥ New folder =- 0 e
Asilable Selected X Favorites * Name Dote modified Tupe 1
v E
[E] EFBawift ® ;W‘;“;f k'f aniff [ [ curve_suffs_MQ4.qmethod 5/16/2018 420 P QMETHOD Fil:. ]
VoL
'E
v
¥ 100
¥ Semplel
¥ sample

[l DATA (Do)

o SERVICE (v)

(a SXRECOVERY (W
¥ Con APTOKL-8X
59 D on APTOKL-BX

2. Select a processing method

DASCIEX 0 Data\SCIEX 05 Quad Dats_ExampletQuantitation Methadsheurbe

3. Select a comparison sample for Non-ta

& -
<None> "M Metwark

File name:

curve_sulfs_MQ4.amethod

Processing Method 238 NGE RO DETHUC E &fEHTH A Y~ R & Fik L, Results
Table #1Epkd % Hik) IZ#EARE T, (Training THIHFHIMER L E£7,)

FHICEEMTA A Y v REZER L. Results Table Z{Ek$ %

(D Process New Results M @ @ 2.
Select a processing method @ New

27Uy LET,
@ N A Y v ROMREB P LR S
iﬁ_o

Process New Results b3

Select batch samples to process

Current Location: DASCIEX 05 Data\SCIEX 03 Quad Data_Brample\Datat,
Avallable

(8] EFaBwit

Selected

4 (2] curve sulfamift
¥ blank
v o1
v1
v
¥ 100
¥ Samplet
¥ sample?

2. Select a processing method

3. Select a comparison sample for Non-targeted workflow

<None> v




@ Wokflow T, Quantitaion and targeted identification O F = v 7 Z 4k L |
Quantitaion (2T = v 7 B A->TNDHZ 2R LET, (AFEF T ANEE TR
WLET,

[MQ4] Untitled Method

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

Quantitation and targeted identification
Integration Non-targeted screening

Components

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

Calculated Columns Sample Name Type 251.2/10.. 265.2/92.0 2
curve_sulfa.wiff (sample 1) - blank Blank 0.00 0.00
F|agg i ng Rules curve_sulfa.wiff (sample 2) - 0.1 Standard 0.10 0.10
curve_sulfa.wiff (sample 3) - 1 Standard 1.00 1.00
curve_sulfa.wiff (sample 4) - 10 Standard 10.00 10.00
curve_sulfa.wiff (sample 5) - 100 Standard 100.00 100.00
curve_sulfa.wiff (sample 6) - Sample1 Unknown 0.00 0.00
runre eulfa wif lcamnle 7 - camnled Hnbnown non non ~

@ XIC from curve_sulfa.wiff (sample 4) - 10, +MRM (3 transitions): 251.2 / 108.2 Da

@ XIC from curve_sulfa.wiff (sample 4) - 10, +MRM (3 transitions): 265.2 / 92.0 Da

@ XIC from clurve sulfa.wiff (samole 4) - 10. +MRM (3 transitions): {1 .2/156.3 Da
o .

A

0.5 1.0 1.5 2.0 25 3.0 3.5 4.0 45 5.0 5.5
X-value

D O O

@ Components 7 U v 7 LET, k&4, WlEERE (IS) OFHEATILE
‘a’qo
% Training Data TiX, 311/156 28 IS 1272 0 £97,
) IS MEWEAIE. AJNIARETT,

[MQ4] Untitled Method

Workflow

impot ] ot ] options |

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

Integration Row ‘ 15 | Group Name ‘ CF':"T:: Adduct/Ch... p';‘::‘;gg“ ‘ ﬁaﬂg'&?) ‘
] 251.2/108.2 251.15756 1082
20O 265.2/92.0 265.19230 92
Calculated Columns EE 311.2/1563 3121171 156.3
v a1

® Integration #7 VU v 7 LET MREV VOB EES SNTERBIEZRINET,

=M LT INTORNWGRIL, RRX—VESBITHESNNTA—F&2EH
%, Apply #27 Vv 7 L, Z7ua~ 7T AICKMLET,

% T A—H 1% Results Table 1Epif% b E T £,

[MQ4] Untitled Method X

Workflow For each component, configure the parameters to optimize peak integration M

Algorithm: MQ4
Components °

251.2/108.2 | integration 4 265.2/92.0 (265.2 /92.0) from 1 (curve_sulfa.wiff (sample 3
Integration > ; Area: 8348.248, Height: 1239.473, RT: 2.71 min
311.2/156.3

Apply peak parameters to all of the components
4 1200 27
Minimum Peak Width 3 points
) 1000
Calculated Columns Minimum Peak Height 100.00
S/N Integration Threshold | 3 g 800
i 2
Flagging Rules Gaussian Smooth Width | 1.0 points Z 600
Noise Percentage 400 % = 200
Baseline Subtract Window | 2.00 min
200
Peak Splitting 2 points
. 0 ANl
051.01520253.03540455055
! Apply I Time, min




s
it

® Fxorx (k) 270 v 7 L, BESICOWTH RIS /ST A —H %
MR L ET,

[R2—V TRBIVCEL /T A—#]
- Gaussian Smooth Width : A A— 0 7 &2 NTF 5854, BEASLET,

* Min. Peak Height : = = TR E L72&E & (Intensity, cps) 2B A —27 2y LET, N—R 7
A EVBRDICRET DI LT, /A ARBEDRNE—7 [ THID Sl 2D 7,

- Noise Percentage : %2 K& T2, X=X 74 B LR E—7EBENNS R ET,
- Baseline Sub. Window : ~— 2 7 4 & U CRET DH/NREL MR T DI/ Y £7, Peak IF
7 2-3 fFFLEE A Default fEIZ72 0 £,

- Peak Splitting : [ix K& < T58., BNt —2rZ2—oDbE—27 L LTEMLLTL R0 4,

(M Calculated Columns #7 U v 7 L., HEIHE L TEREEZITWET,
¥ BEHEZIFTHREE N L —=L oo T E TSRS,

Flagging Rules #7 U v 7 L, HE, EREOHFAAECHOVTHRELET,
¥ LB OANTSE . EREEOEANE L 7S T4 FENET,
¥ ORELRWEEEF Ty 72 FTLET,

X AT UOFRRT, PRERE N L= v =2 T Ve TERTES N,

Workflow

Define a rule to flag results in the table.

Components

Add Rule Delete Rule m

/
Integration Apply Rule Rule Name Formulas or Columns Used in the Rule
lon Ratio Accef tsnce len Ratic Confidence
vd Accuracy Acceptance Accuracy
Calculated Columns d Concentration Acceptance Calculated Concentration

Flagging Rules 3 Integration Acceptance Quality, Asymmetry Factor, Total Width, Retention Time Error (%)

©@ Accuracy Acceptance &7V v 7 L, BEEOHRAELHRELET, HENI KD
7= 5. Accept changes and return to Fragging Rules #7 U v 7 L CRY £,

[MQ4] Untitled Method

Workflow € Accept changes and return to Flagging Rule:&

Components Identify the standards and QCs that are outside of the specifications

. Rule name | Accuracy Acceptance
Integration

Maximum tolerance for accuracy:

+/| Standards at Lower Limit of Quantitation (LLOQ) /- | 200
C ( 1 5
Calculated Columns | Standards o [150
Flagging Rules » +/| Quality Controls (QC) +/- | 150
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Calculated Acceptance #7 VU v 7 L, YLEIZG U CERMBEOHFRREIT OV TR
i€ L F£7, Accept changes and return to Fragging Rules 27V v 7 L TRV £7°,

Apply Rule Rule Name Formulas or Columns Use
. lon Ratio Acceptance len Ratio Cenfidence
v AccyrfCy Acceptance Accuracy
N |
. . - Workflow o <« J;-:Ep;-:Hehqsm
Components Identify the unknown samples that are outside of the concentration range
\mtegrati@n Rule name | Concentration Acceptance

Analyte ‘ Lower Limit ‘ Upper Limit

» 251271082
265.2/92.0

Calculated Columns

Flagging Rules >

@) Save #7 U w7 L. File Name (24T Method 4% AJJLCSave &7 1 v 7 LF
9,

@ Process New Results HHEIZFR Y £9°, Process 7 U v 7352 & T, fHTHEH
hh &AL, #& T1% Result Table (EHTAEHR) NERINET,

@ s3ve Quantitation Method A5 == Process New Results

( 'uv\ |, < SCIEX 0 Quad Data_Bxa. » Quantitation Methods [ 4 |[ Search Quantitation Methods 2 |
1. Select batch samples to process
O oo E~ @ Current Location: DINSCIEX OS Data\SCIEX OgfQuad Data_Example\Datat
2t Favorites 2 MName Date modified Type b Auailzble Selected
A 4
I Desktop ] eunse_sulfs MQU.qraethad 5/16/2018 420 PM  QMETHOD File ) erag wiff 0} ;‘”‘L“;x‘h‘w‘ﬁ
18 Downloads Vool
%l RecentPlaces | Vi
1 ¥ u
¥
A Libraries V Sormplet
[ Documents n ¥ sample?
o Music
2 P a2
B videos
1% Computer
&, sysTemec)
(s DATA (D)

o SERVICE ()
(= SXRECOVERY (W 2. Select a processing method
C on APTOKL-8X
: . on oK o 0 = ) . DASCIEX 0 Datz\SCIEX 05 Quad Dits_Example\Quantitation Methods\Tests
on -8X T

3. Select a comparison sample for Non-targeted workflow

File pame: | Test| -

Save as type: [Miethod (“gqmethod) - <None>

v
|




6.6  Results Table OfifEiR. TR

o * Analytics

P— — e I

] @Samele Type o
tions he e -
&2 rh 7 rows Filters:0 '1[.3 fy for Rules Filters 'A. .t’. 9. fm. "C. I||\. Can. W
All Companents "
Index | Sample Name Sample 7 Component 7 Compound V‘ 5Name 7 Component < Actual 7l Area
Type MName Concentration
HH YEE VR I () VL BE
@Analyte RIR b1 [k Blank 151271082 ae| OIEVEYRIR DY BE /A, 44
y 12 4 01 Standard 251271082 Qua 0.0 366
‘ / | BE 1 Standard 2512/ 108.2 Quantifiers | 3112 /156,23 100 6115
== | Standard  |[2512 /1082 Quantifiers | 3112/ 156.3 10.00 §4125
I 22 13| 100 Standard |25 /1082 Quantifiers | 3112/ 156.3 100.00 555144
265.2/92.0 16 Samplel Unknown |251.2 / 108.2 Quantifiers | 3112 /156.3 Y 31872
19 sample? Unknawur 251.2 / 108.2 Quantifiers 311.2 /156.3 \ M7 J 356285
| —

O fEATHE R A2 MR, Wil EE Results > Save as Tl 4 R4 i CHRIFL E9,

@ /@ Components and Groups % 7 D U A h)v b, {EE D Analyte (Training Tl
251/108) ZERL £,

% Samples ¥ 7 TlE, [EEOY 7V ERINTE £9°, Results Table (34> 7
N EITERRINET,

—
or rh 3 rows  Filters: 0 N Qualify for Rules Filters
blank
01 Index | Sample Name 7 Sample Component Compound |  &Name Component Actual 9| Area
Type Name Type Group Name Concentration
1
p 10 mn Standard 251.2 /1082 Quantifiers 3112 f1596.3 10.00 63021
I 11 10 Standard 265.2/92.0 Quantifiers 3112 £ 156.3 10.00 77560
100 —
12 1 Standard 3112 /1563 Internal Stan., M/ Lo0 13243
Samplel [

@ Sample Type Zfkid, ELET, BETHLRITTNA T A =a—nD, B
i : Standard, QC ¥ > 7 /L : Quality Control, 77 > 7 :Blank, ¥ 7/l : Unknown
IR T 7EE0,

@ Actual Concentration |(ZFEMEWEDWRE AR, A LET,

% Training TIX 0.1, 1, 10, 100 £ A/JLTL Z&E W,

% Excel 2ENBoatr’— (Ctrl+C), ~_X—A K (Ctrl+V) FHETT,
® DALEMTHOVWTRELHR, ATTLET,

X AL AWMORENFE UBAIEIANE, B Copy Entire Table
Fhbx4H27Y 27 L, Apply Current Fill Down
Analyte’s Actual Concentrations to All select All Rows
ERINLET (ZoffEomrins [ oo
2ALEMIT RS ET),

Copy
Paste




EfE72. Calculated Concentration (ZF R ILE 1,

® Yo TINDOE

i M | o 7rows Fitters:0 WA Qualiy for Rules Fitters
Al Components
Index | Semple ame | Somple | Component _ compound | o\ | Companent
AllIternal Standirds
3112/15%63 i il
4 ju Stondord 31.2/1563 54
HEEE Sondord | 2512/108.2 31L2/1563 et
Al Analytes IEED Stndad  2512/1082 311271563 1000 G0 171 po.oo
2512/1082 (5 |m Sendard | 2512/1082 312/1563 1000 sem 1 T
2652/920 [ 16 smper Unknown | 2512/1082 o s1.2/1563 wa ma 1n 1=
[[15 [sompie2 Unknown  2512/1002 Quentfiers  3112/1563 wa s 16 “ i
BR M e negion | B (-]-]=]=]=] opions <[ o]-]x]
TN [k~ T512 062 ) ol ) | 125121062 Gl ), Gomplelde ) 1-25L2/1002 G ), Gamle e 10-35 9 100-2512/ 1002 (o), Gomplelndexs)
Avea: N/A, Height: N/, RT: N/A min Area: 314, Height 3.813¢1, RT: 114 mi Avea: 6115, Height;6.190¢2, RT: 171 min e 078 Heigh £0565 AT 1T e 0L, Heght 438606, KT 170 i H
100 sauno
L S 13
points an an n
a0 w00 o0 5000 am
0 0 ™ 1
s an
cints an s o
) » N > > L A
) ) T owm R
'“ "} R R - S ame
points £ 0 m 200
w W m 1000
1701 100
Expected T 16w o 0 0
T Half Winds 200 ¢ o ‘ ¢ o
lf Window R - 05 10 15 20 25 5 10 15 20 25 30 U5 10 15 20 25 30 EEEEER T 10 15 20 25 30
Update Expected AT No Time, min Time, min Teemn  Tmemn Time, min

6.7 sua~ b7 LORR Peak Review Options

Appearance | Zooming @
@ Results Table Efifs FoO M #2 Vv L<Cra~ oo |
N7 TLEFRRIEET, Nurnoer of rows: 1 "]

Mumber of columns: 5 v

©® Z/wu~ 7754 LD Options > Show navigation T
control iR+ 5L, EMEEEBR »re~vrs | 200

7 ‘ZAJ:JAB %ﬂ_‘ é hi -a— E E % 7 j > 7 'é'— é & Bald, italic title and grey background v
Hljfﬁ 0)/\__\‘/75)2%/1_‘ éﬂij—o Mark expected RT with arrow

@ MEJEL T RRINTWEZ a~ 7T 25 (it
BED (ICo0WT ARLET, BHETLH/1F, 70 e
~ 77 154 E® Options > Peak review display | T r—
settings %R L £, Peak review Options [#fi_I-

# Number of rows, Number of columns TZ & e
%, OK&ZZ7 U v 7 LTLESN, e

Minimum Peak Width 3 points
Minimum Peak Height 100.00
o — S/N Integration Threshold | 3
6.8 NTA—HDER _ _ _
Gaussian Smooth Width 1.0 points
@ %\g J:E“L"C& (wied ]\ 7 7_AE %H—éﬂ‘(b\é/\ Noise Percentage 40,0 %
\'i ){ — & 1@;’&%% L/ & (=g }\ 7 7 YN) l: - 7 E}él E& Baseline Subtract Window | 0.20 min
N o
ﬁ?ﬁ%%ﬁ L/SET Peak Splitting 5 points
o

Retention Time (RT)
X HNT A= OFMTONTIL, P67 [ R L—
DU T B LU RT A—Z BRI E N, T

RT Half Window 30.0 sec
@ ZHB Apply 27 U v 735, TR LIV T/ Upsetebpecied T No
L)—D\_—y GC/EE Lf:/\ci)z“_‘& 753‘&55{5“32‘?‘0 Report Largest Peak

OBV TN TR T A= B SELHAITRN—VES R I N,

348 min
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LY NV =T IIERELENNTRA I RMESES

D BIR LTV TN A M S H 7
%, 7~ I8 EBEI YL
iﬁ—o

Update Processing Method for
Component ZER L 77,

10-251.2 £ 108.2 {3ta.. ff), (sample In-~

Hrea; 63021, Height:
6000

4000

Intensity

2000

0
0.5

6.049e3, RT: 1.71

A 1708

10 15 20
Tirme, min

FEL IR TP WY D P R R O

Copy Integration Parameters

A A

[ Update Processing Method for Component ]

Revert Peak to Original Method

Revert All Peaks for Component

6.9 FEIFEY
X MBS UTCITWE
‘?—O

Integration

Minimum Peak Width

Minimum Peak Height

rsua~ h77 LHE EEO

S/ Integration Threshald

Gaussian Smooth Width
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Baseline Subtract Window

@ —7 @Eﬁ%%ﬁ ) YAy Peak Splitting
i ‘ﬂ_o Retention Time (RT)
@ F0oFFRIT v 7L TCE— RT Half Window

Update Expected AT

7 DA THEL £7
X bEDONRTA=HIZ

Report Lai

Peak

+/ Manual Integration [

[ovions o]

0] |10 - 2512 4 208.2 (Standard) 2512 / 103...Datavcurve_sulfa.wiffl, (sample Index: 4)
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1.0 points
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Q Manual Integration E
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(D Results Table Hff Lo 7 Uw s L, BEpErER R LET,
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Q - Analytics & .
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= Regression Parameter : Area—Hight D2 &
= Regression Type : &M OFIE DI T

= Weighting Type : AT DEHE

g Regression Options X

Calibration for 251.2 / 108.2: y = 0.47453 x + -0.01181 (r = 0.99986, r* = 0.99993) {weighting: 1 / x)

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

40 Calibration Defaults
2 30 Regression Parameter Area v
&
g 20 Regression Type Linear v
10 Weighting Type 1/x b
0

T v y T T iy T T T Autornatic Outlier Removal
1n 20 Ell 40 50 al i 80 90
Concentration Ratio Apply Automatic Qutlier Removal

%  Training Tl EFEO X I ICEF L T ZEW,
X BEREIX Help 2 22 230,
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@ Results Table [k 4 > More > Add Samples Z#&R L . Available TiBI L 72\
TN E R, — T Selected ICBEN L £,

® OK %7 Vw73 %Z LT Results Table [Z:BMMELE T,

Select Samples X
] DRI Q) | e

Current Location: DASCIEX OS5 Datat SCIEX 05_Quad Data_ExampletData
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"

Table display settings... : 10

W o100
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Recent Table Settings

Add custom column...
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548137 17 Hide selected row(s)
31144 17
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Set 'Used’ 3

F—& DI

@O Results Table THIBR L 72\ 7% %&#R L, Results Table HifE 4 0 More > Remove
Selected Samples # &R T % = & THIBRZILE T,
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