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1 &l 1-1 Security Configuration %! 7| — Projects &

Security Cenfiguration u
PI'OI'GECSS F‘eo;e Remote Viewers

APl Instrumerit @

- APl Instrument e .
D Defauit Foot Path: C:M\Analyst Data'Projects" AP Instrumernt
-0 Example Description: AP Instrument

View / Edit Access F{ightsl
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Hob 7

118l 1-2 Security Configuration %! 7| — People &

| Projects | People | Remote Viewers |

Person,/Administrator @

& AMCONL-3JR 4P 2 admiristrator Hew; Person | Full Name:

2t METADDSY, jehn smidh

Delete Description:

3

Built4in account for administering the computer/domain

Rolels) Selected (5) Availzble Roles

Administrator ﬁ'

aDperatnr

gEnd Uszer

(& Reviewer
% aSuper\-’imr
Remowve =>

prnt.. | | More. | [ ok || cancsl Apply Help
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118l 1-3 Security Configuration %! 7| — Remote Viewers &

Awvailable @

Remoe Viewer

s

Add. @
[ Bk (3)

Instrument @

Mame:
Domain:
Computer:
Location:

Description

OK

| [ cancel

Apply Help
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Hob 1

11 &l 1-4 Security Configuration %! 7| — Remote Viewers &

| F‘rojedsl F‘eoplel F{aﬂote\"lewersl Roles |5emnty|

Rales: @ e Rale @
.-'!'-.|:|r|'|ini:z:trah:lr Description:  System Administrator

fAnalyst
3 Dperator Delete Access to Analyst:
3 End User @ F Acquisiion Method Disable @
a LA Reviewer \{' Analyst Application
3 Supervisor [ Audt Trail Managsr
- Batch
‘/ Compound Database
" Explore

qr” ExpressView

‘/ Hardware Configuration
[ Guantitation

w(/ Report Template Editor
‘/ Sample Gueue

tnd Securty Corfig

w(/ Tune

w(( View Status

People with this Role: @
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Hob 1

1 &l 1-5 Security Configuration T %! 7| — Security &

Security Mode @

) Single User Mode

@ Client Account

) Miced Mode

Acqguisition Account @

() Special Acquisition Administrator Account

| F‘rojedsl F‘eoplel F{aﬂote\"lewersl Roles | Security |

e

Set Acquisition Accournt

OK

| [ cancsl

Apply
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12} 1-6 Security Configuration # &l 7| — Security & (Mixed Mode 41EH E)

Security Configuration

E.
:

Acquistion Account
@ Chent Account
() Special Acquisition Administrator Account Sat Acquisition Account

Screen Lock/Auto Logout @
[7] Sereen Lock Wait: |1 mirntes

Auto Logout Mait 10 Tilbes

[ ot ][ e [ ok ][ Cancel |[ zonh

I

Help
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1 &l 1-7 Analyst application is locked CH3} & A}

-

Analyst application is locked

@.ﬁ.nalyst application iz in uze and haz been locked.

©)

Only current uger, supervizor or an adminiztratar can
unlock, or close this application.
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Hob 7

&l 1-8 Audit Trail Manager

T R Trad Manages e e

= G ()
E Ingtrurnent
i Pregects
5 @ Results Takies Audit Trail M@
E Adminisirator Comsole

&1 Archive Fites The Analys! soltwane groups udiled senls by instnament, by project, and by quantitstion inta Sudd trads, which are Gles that store records of the

Busdited evans.

Instrumsent Audit Tradl (2
Thers is one Instremant Audit Teail for each acquisition station. it records sdditions or replacements (o the mass calbration takde of resclution
table and it records entries infn the Instrament Martenance Log.
Project Audit Trail (4 )
Each project has a Project Audit Trail, which records evants for project. data, methed, balch, funing, report template, and quantitation files,
a5 well a5 module ing and closing and printing events
Quantitation Audin Trail
There is one Quantitation Acdit Tral for every Results Table. it records the quantitation method and parameters as well as sample and peak
Administrator Console Audit Trait ()
Eunwmcmuﬂtmmamwmﬁu ¥ithe Analyst software is connected to a Sened, thes audd tral becomes
wisible, It records secunty setling changes such as addinglnemoing Lsers,

+ Ta view the Instrument Audit Trail, chck Instrument.

= Toview 8 Project Audit Tradl, expand Projects and chek the propsct you want.

+ Taview a Quantitation Audit Tral, expand Results Tables, sxpand the appropriate project and then click the Resulls Table you want,

+ To view the Administrator Console Audit Trad. click Administrator Console.

# Toview an archived sudit fraid, sxcpand Archive Files, then expand the appropnate project and click the aschived sudit frail you want bo view.
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Hot 7y

2! 1-10 Audit Trail

Manager, Instrument, Settings &

El-- Audit Trail Data
ﬁ Instrument

@ Projects

@ Results Tables
.88 Administrator Console

1}
Hiztaory Settings | Maintenance Log

Awailable Audit Maps @

Audit Map

& Default Audit Map

23 Full it Map

o3 Mo Audit Map

a Cuant Only Audit Map
&3 Silent Audit Map

Modified

2010/04/29 211...
2010/04/29 211
2010/04/29 211
2010404,/23 2:71...
2010/04/23 211...

Audit Map Descrption @
Drefault Audit b ap

@ Edit. | [®

Apply

| |

Help ]
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12! 1-11 Audit Trail Manager, Instrument, Maintenance Log &

(&} Audit Trail Data
E Instrurment
+- @ Projects
vl Results Tables

&l Archive Files

B Administrater Conscle

History Hﬂiﬂenan(l::iLng

Instrument Maintenance Log Entry Form @

Please enter information regarding the instrument maintenance in this form.
When done, press the "Submit™ button to save this report in the Instrument Audit Trail.
‘You may review or print the report at any time by selecting View/Audit Trail Manager/Audit Trail Data/Instrument/History.

Perormed by |

Organization performing maintenance |
o [v]
[ro []

Mass Calibration Updated
Mass Resolution Updated

Instrument Firmware Updated Wersion: |
Parts replaced m Parts list: |
Maintenance Completed m

Comments

Submit_
= 20| =
1 SXE+=2a
2 Instrument Maintenance Log 2 21 Al
O] A0 7|7| FA 20 2ot HEE YHHFMHA| 2. YN H,
K=" 2 58 0| EXME 7|7| ZAI LU0 MY SHF LA, AKX
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12l 1-12 Projects

=1+ Audit Trail Data
ER Instrument
o BT
APl Instrument
Default

[—]@I] Results Tables
m APIInstrument

@I] Archive Files

-8 Administrator Console

Projects @

you can modify the active audit map or apply a new one.

When a project is created, audit maps, including the active audit map, are copied from the Default project. In the new project

« To work with a Project Audit Trail, expand Projects and click the project you want. Then do one of the following:
o Toview the Project Audit Trail, click the History tab.
o To apply a new audit map, click the Settings tab.

Rl 20|=

1 TZHE
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. 7|12
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12! 1-13 Results Table

-] Audit Trail Data

APIInstrument
Default
Example

- Results Tables

. [# APIInstrument

B Administrator Console
@l Archive Files

Results Tables (2)

When a Results Table is created, the active audit map in the project is saved in the Results Table file for use with the
Quantitation Audit Trail. Additional changes to the Results Table are audited based on that audit map.

« Toview a Quantitation Audit Trail, expand Results Tables, expand the appropriate project and then click the Results
Table you want to view. Do one of the following:
o Toview the Quantitation Audit Trail, click the History tab.
o Toview the audit map used with this Quantitation Audit Trail, click the Settings tab.
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12! 1-14 Administrator Console
L T
- Projects
: -- APIInstrument .
" Default =< Previous]  [Mewt == ] Search]
-] Bxample
@il Results Tables Audit Trail For: Administrator Console Server Report Date: 2017/05/09 4:44:34 PM
[ APIInstrument File Name: @Mminishatn(CnnleeAudit Map.cam Number of Records: | 0 Total
i g Example
A Administrator Console e = SN [ (=t=—ae e ESig  History
..... @I] Archive Files # Time Name Name s Reason Description
[#= Previous] [Mext == ] Search]
o gfloj2
1 Administrator Console
2 ZHAF LH S O AF: Administrator Console A{H
3 oY O|&: Administrator Console Audit Map.cam
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Hot 1y

12! 1-15 Archive

Files

= - Audit Trail Data

----- {E Instrument

- Projects
: APIInstrument
Default
----- ) Example
-l Results Tables
: = APIInstrument

Archive Files @

Audit records accumulate in the Project Audit Trail and Instrument Audit Trail and can create large files that are difficult to
navigate and manage.

When the Instrument Audit Trail or a Project Audit Trail reaches 1000 records, a final record stating that the file has been
archived is added. The audit trail is then automatically saved in the Project Information folder, with a name indicating the type
of audit trail and the date and time. For example, a file named PAT-Archive-200012311923.ata, is a Project Audit Trail Data

8@ Administrator Console | File, archived on Dec 31 2000 at 7:23 PM. A new Instrument Audit Trail or Project Audit Trail is started. The first record in

@] the new audit trail provides the path of the archived audit trail.
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Hardware Configuration 2

&l 2-1 Hardware Configuration Editor

Hardware Configuration Editor @

Hardware Profiles: @
@[ Mew Prafile... ]
I

(@) EditPoie..

I
@ Drelete Prafile
|
@ Activate Profile
I
@[.ﬁ.vailable Devices... ]
|

@[ Cloge ]
[ Help ]
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Hardware Configuration

12! 2-2 Create New Hardware Profile

Create Mew Hardware Profile

Prafile Mame:

Devices in current profile: @

@ Add Device...

©

Ok

®

0ok
Jio
i)
o
njz

I
HU
ME
o
]l

-
|
u
e
=
031
a

\J
-

ox| ox| rat
>

2t
=

wx [ 1] 4

03
R
oz

o
o

N|OoO|lOoa| A~ WIDN

4t
>
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Hardware Configuration

212! 2-3 Available Devices

Available Devices

Device Type: @

bdass Spectrometer

[pectrometer

Furnp
Autosampler
Colurnn Owen

Yalve

Detector

A0 Conwverter
Integrated System
Software Application

®

O

P
\3)
oK

| |

Cancel

)

= gflol=
SN

2 A A
Mo
QEMER
Zd e
i
A7
A/D ZAHH
EANEL!
AZEQIO O] Z2(AH 0|

3 2ol

AHE AL QTE{H[O] £ QFLY A
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Hardware Configuration

3= 2f0l=
4 H2

712l 2-4 Available Devices, Integrated System 21 & A|

Available Devices

Device Type:
Integrated System

Devices:

ot

Integrated Syetem ExionLC 2.0 Contraller
Integrated Spstem Sciex LT Controller @
Integrated Spstem Shimadzu LC Controller
Integrated Spstem Shimadzu LE-40 Controller
Integrated Spstem Shimadzu LC-20430 Controller

=
-

Cancel

2= gflol=
1 SN
« S8 AAH ExionLC 2.0 ZHEED
« E% AAH Sciex LC HEER
« E% A|AH Shimadzu LC ZHHEE
« E% A|AH Shimadzu LC-40 AEE
« E3 A|AH! Shimadzu LC-20/30 ZHEE 8

Analyst MD 2 I E 9|/ 0f
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Hardware Configuration

&l 2-5 SCIEX LC Configuration
SCIEX LC configuration

Ali
%ﬁame: | Advanced. .. @
| Configure : )

@ Enable Aux Trace Monitoring

Devices inuse

Purnp : LC-2040 LC-2040
AutoSampler ; SIL-2040=H
Colurnn Oven : CTO-2040
Contraller : CBM-204

Cancel @

= g0l =

1 kS

2 O|&

3 g

4 T

5 EX EYO|A DLIEHZ =M}

6 A Sl K|

7 - H=
. QEMZER
- A QZ
- HEEY

8 2+l

9 ks

AHE AL QIE{H| O] £ QLY
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Hardware Configuration

118l 2-6 Advanced Settings

Advanced Settings @

®

Status poling intervallms] 3000

-

®

Simulation Mode [ b are

@ OF. ] [ Cancel @

Al B WIDN
fot
re

118l 2-7 Config Ul Dialog

CantigliDulay

E; Systemn Controller
»

Binary Gradient

@ Autosampler

Column Oven

Option

Analyst MD 2 I E 9|/ 0f
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Hardware Configuration

i
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17| 7
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gXE

Al WIDN
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Jok
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Hardware Configuration

112l 2-8 Config Ul CH3} A}

| ConfigUIDialog P ~ s g

Instrument type: @ Shimadzu Mexera/Prominence LT - | Auto config

ExionLC

®Sele:t the unit, and edi Sciex Diagnostic lasper
Shimadzu Mexera/Prominence LT

@ System Controller
' '}® Isocratic

" @ Autosampler

@ Column Oven

PDA Detector
' @ Option...

@)

OK Cancel

&= 2ol=

1 HHEE
+ ExionLC
» Sciex Diagnostic Jasper
+ Shimadzu Nexera/Prominence LC

2 s 8

3 KRS M3t = 2 B0 BHS HYBLICS

4 N2g HES?

5 SE0H(HtolH 2] )

Analyst MD = Z E¢||0f AFERE QB H| O] 2 QFLIA
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Hardware Configuration

o= o2

6 RLEMEH
7 28 2
8 PDA AZ=7|
9 =M

10 2+ol

11 =

12| 2-9 Auto Configuration Ci S} A X}

i k'

@ Auto Config @
Offline @
IP address: @ 7 0 o ®DK

&= gfloj=
1 s +d
2 zapol
3 IP =2
A A QTE{TH| O] 2 QLA Analyst MD 2 ZE g0
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Hardware Configuration

o= o2
4 2ol
5 F A

112! 2-10 System Controller Configuration

-

Systemn Controller Configuration

moaer: (1) SCIEX DX CNTRL
Senal number: @
Unit 10 @

ROB varsion @

wn
(=]

®©

System pn':':.—'rr::nn@ Relays:
Turn off relays on error @ Relay L: Stant -
{ Fire start relay onc @ All runs - Relay 2 @ Start -
System PMax AUTO o Feelay 3: @ Start -
66.0| MPa Felay 4: @ Start -

20l=

2

SCIEX DX CNTRL(Jasper A|AHI-S A}
CBM-20A(Shimadzu CL A|2|=&

ZAE E2{(ExionLC AC & ExionLC AD A|AHIE)

ol &

—

kel

=
PN,
o

XD

ROM H7H

INE= k=)

RF Al 20| i

N|oOoO|la| A~ WIDN

20| A% &S

0x
ot

_—

I

>
o

o rin i

4 1
2
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Hardware Configuration

i
o

Hol=

8 NEETEE

o SlA|
. RS

AL
. 25

_Mpa(System P.Max0f| Al AUTO == MANUAL & StLEE MEHSE F 20
Ot AL TtS)

9 20|
10 = 0] 1

AR

- X
.=

- O|HE

11 20| 2
PN LS
. BX|
. 2=

. OHE

12 2o 0] 3
o AIEf
. BX|
. =

. olE

13 220[ 4
o AE
. BX|
RF
. OJHIE

Jo
ro

14
15

ﬁ
k>
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Hardware Configuration

12! 2-11 Binary Gradient Configuration

Binarélﬁjadient Configuration
Type: e Binary sradient
Pump A Pun.:l-EJI.E.!
Model: @ LC-20ADXR Port: @ A
Serial number: @ L20805250006 ROM versian: 500
Unit IC: @
- Solenaid .al.e-@
Maone -
Serial number: @
Unit ID: @
@ System check settings..
Ok Cancel
&= d0l=
1 Y
S EE
2 HIZA
3 HIB
4 o
« SCIEX DX PUMP(Jasper A|2EIS AL T2 A 9)
+ LC-20ADXR(Shimadzu CL A|2|=&)
+ AC Pump AD(ExionLC AC = ExionLC AD A|AEIE)
5 2 iz
6 XD

Analyst MD & I E ¢ 0f
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Hardware Configuration

o= gfloj2
7 ZE
o A(EIA G MEH A
« B(EHZ B MEH A
8 ROM H{ 7T
9 27| L O|E WH
10 s
1 L HD
12 X ID
13 A 2H 2ol 27
14 2ol
15 T

1 &l 2412 Isocratic Configuration

-
Isocratic Configuration

Type: @

Model: @
Serial number: @
Unit 1D @

Isocratic

SCIEX DX PUMP

=Sale

Port: @ A
ROM version: @ 500

Mone

Sefial number:

Unit 10:
e System check settings..
oK Cancel
% e

—J

AHE AL QIE{H[O] £ QFLYAf
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Hardware Configuration

g5 2|0l =
1 A
- S8
2 [=L=]

+ SCIEX DX PUMP(Jasper A|ABIZ A2 T2 4 2)
LC-20ADXR(Shimadzu CL A|2|= &)
« AC Pump AD(ExionLC AC EE+= ExionLC AD A|AHI)

3 ZE
T\

4 PH D

5 ROM H ™

6 XD

7 27| 0| ¥H
- 93
- Y3 Hz
- ZX D

8 AA" =0l 27

9 240l

10 F A

12l 2-13 Pump - System Check Settings

-

( Pump - System Check Settings I. — | |_

Total delivered volume LER: @ 30 L

QNN O, ®

Ok Cancel Help

o= o2
1 SHEEZFLEUR L
2 7|24k
Analyst MD 2= E¢| 0f AFE R} QIE{T O] & QFLY A
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Hardware Configuration

o= g0|=
3 2ol
4 ESP
5 2%

118l 2-14 Autosampler Configuration

- -
s congenion N
Model: @ Senal number: @ ROM version @ Uit ID: @

ISCIEX DX SMPLR

Rinse pump option @
Injection trigger: @ ® Run Sync

Max injection volume @ 100 pl

wn

Meedle stroke settings..

System check settings.. @

QK Carccl®

e g0l

1 24
+ SCIEX DX SMPLR(Jasper A|ABIZ AL T2 4 2)
+ SIL-20ACXR(Shimadzu CL A|2|= &)
« AC Autosampler £= AD Autosampler(ExionLC AC EE= ExionLC AD

ANAEE)

2 UH B

3 ROM H 7™

4 XD

5 HIO ME SM(ExionLC AD A|AHIOE AFRE = 21 8)

6 = E2IA
. A
. =73
T 7 XY FYUAD LEME2 7} ExionLC AD A|AEIO| ALEE|=
R0 T AL = U Z)

ALE X} QIEJTH O] & QLA Analyst MD 2 ZE |0
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Hardware Configuration

= 20| =

7 ZCH = 82 _pL
8 s AE23 HF
9 AAE 2ol 47
10 2tol

1 Fa

12l 2-15 Column Oven Configuration

-
Column Oven Configuration

Model @
senal number @
Unit ID: @

CIEX DX OVEM

ot @
RO version @

Serial number: @

2/6-positionvalve Lt None d

2/6-position valve R:

Mons w

Use column settings

Q)

Uit ID:

@

Cancel @

20l=

1 oA

« CTO-30A(Shimadzu CL A|2|=&

AD A|AHIE)

+ SCIEX DX 2E(Jasper A|2HIS AL 52 Q)

AC Column Oven EE= AD Column Oven(ExionLC AC = ExionLC

(o> BN B~ BNOC I I\ S ]
i
|m

Analyst MD & I E ¢ 0f
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Hardware Configuration

o= o2
7 2/69| K| HE L
* B DO
8 2/6%9|X| #E R
- A8
9 YA HS
10 XD
11 A 4™ AL E
12 =P
13 AlAE 2ol B
14 240l
15 F

112l 2-16 UV Detector Configuration Cli{ S} A X}

UV Detector Configu ratim-

MMaodel: @
Serial number: @
Unit IC: @

Use recycle valve @

Y Detector Port: @ o

ROM versiom: @ 203

System check settings...

®

OK Cancel

Lg

0%
Jia

H0l=

24
+ PDA Detector(ExionLC AC A|AHI&)
« UV Detector(ExionLC AD A|AHIZ

ru

g B

XD

>

2 e A2 (ExionLC AD A|AHIE)

Al Bl W|IDN

I E(ExionLC AD A|AEIE)

AHE AL QIE{H[O] £ QFLYAf
IVD-IDV-05-0536-KR-C

Analyst MD 2 Z E9||0]
39/171



Hardware Configuration

g= Hol=
6 ROM H 7
7 NETETIREE:
8 2kl
9 EYPS
112! 2-17 Option
ert’lﬂn @ 7 [ |
Pumip oparation mode: -
Fast LC @
Pressure unit: @ MPa -
@ OK Cancel @
o= H0l=
1 HOo Xtz oC
. S804 8
N [EEET
2 B2 LC
3 IEEE
+ Kgf/cm2
> psi
* MPa
* bar
4 2ol
5 F A

Analyst MD 2= E 9| 0]
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Hardware Configuration

13 218 5% A|A 8 Shimadzu LC ZIEE2{ £ A2l Shimadzu LC A|AE T4

Shimadzu HPLC Systermn Cenfiguration >

:‘DSystem Controller: | CBR-204 w I:cunfigure... @
Pumps @ Cancel

Pump 4. LC-2040 e Configure. ..
Pump B: LC-2080 e Configure... @
Help

Pump C: none e Configure...

Purmp D: none o Configure. ..

Detectars @

Detector A none w Configure...

Detectar B: hone w Configure. ..

Autozampler: @ SIL-2040C%R w Configure. ..

Owen: @ CTO-204C - Caonfigure. ..

Sul:u::n:nntrn:nller: hiare ~ Canfigure. ..

PDA Detectnr:@ nore Canfigure... @ Cornrnent

Yerzion: 6.5.2.3
@ SHIMADZU Solutions for Science

e g0l
1 AMAHE HEER
2 Ho
- Ty
3 a7
. __I.I.kl
4 QEMERY
- Ty
AFE X} QIE{TH O] & QFLY A Analyst MD 2 Z EQ||0f
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Hardware Configuration

o= o2
5 =
. __I_LA-I
6 ol HEEDY
+ 74
7 PDA 4=
+ 74
8 T3
9 2kl
10 FHa
11 Sy
12 o2

12! 2-19 (Shimadzu) CBM-20A Configuration

CBM-20A Configuration

Switches

Sound Alarm on Error

[ ] Tum Off Belays on Emor
Autozero Detector 4

Autozero Detector B

Fielays @

Felay1: Start
Relay 2 Event
Relap 3: Event
Relay 4: Ewvent
External Start. | All Buns

<

<

ey

@Enntrul Mode:

Comrnunications @

() Serial Port | [Maone)
@®TCPAP | 192.168.200. 99 |
Part: 5007 Search ...

@ AutoConfig

Frezsure Units: psi
[ ] Fun triggered by external device @
[ ] LoopsHoald Command Enmpatil:ule
Marmal
LC-30 Series Compatible
System P kas: @

Ot e

(3

Cancel Help

Test @

W

o

Analyst MD 2 I E 2| 0f
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Hardware Configuration

i
o

Hol=

1 22K

INES= k=)

QLEAN a2 EE

2F Al 220

RS S S

S A
HEZ|A

Hd=7|B

. AR

A4 H

o rim it
> px OX
oo ox

6 23 ChR(psi, Kgf/cm?2, MPa, bar)

=]

7 Q| F KXo ofof EB|AHE &Y

8 Rl TE N I

g 7ts

=
9 Hof RE(2H

==l
-

b, B2 LC)

10 LC-30 Al2|=

k=X

11 Al E[C] & E

AFERE QB H| O] & QFLA
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Hardware Configuration

o= HO|=
12 el
13 F
14 Y

112! 2-20 Option CH3} 2K}

=l

Option @

Pump operation mode: Binary gradient @
W

Fast LC @ |E.CICI'3tIC ﬂ:u.r;
Bimary gradient

Pressure unit: @ Low pressure gradient

OK @ Cancel

oot
Ji
=)
o
T

Ijo
%

oH
Kl
sl

s 2 E

==

==
—_
—

C

o9

(@)] SN w N
1%
[ riu

R TEEET
. S80j 9
HHo[ L 2] b
X2t

o
Jor
o

\,
ﬁ
>

12l 2-21 (Shimadzu) Pump Configuration

Pump Configuration @

Solenaid Valve: [ nomne @
Degaszer [ none ‘@

Y (ow® O

Analyst MD 2 I E 9|/ 0f
44/171

AHE AL QTE{H| O] £ QFLYAf
IVD-IDV-05-0536-KR-C



Hardware Configuration

a5 g0l

1 £ 0lE HWE(GS)
2 EMRSPNE(e=)!

3 20l

4 A

5 E2Y

112! 2-22 (Shimadzu) Autosampler Configuration

Autosampler Configuration @

Sample Loop Size: - uL @
[] Skip zequence line if vial iz missing. @
Sample Cooler [nstalled @

FTP Sample Order @
£
@T _>
(1] N 54 53

[ Back Changer Installed @
[] Rinze Pump Installed. @

[] Supports Pretreatment * @

[* Requires Pretreatment option to be installed in
hardveare]

Coa® [om® (m®

0%
o
=
o

0z
MK
n T
I=]
il
N
[
<

T
o
12
=)
qr

n

Ll
ox

F AlEA gtels A E.

0z
(o]
N
N
nx
| T

=

1> & [ 5|
0=
MK
A
X

o
N

UL e
nx | mx
| >t

o | o

i3]
I=

*

rx
>t

cl Al
Eoof BX2 &9 X ER)

Ral
10

=
Ot
-

Ol Nl B~ DN
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Hardware Configuration

o= 0|2
10 F
11 28

11 &l 2-23 (Shimadzu) Oven Configuration

" Oven Configuration =
valves (1)
Left  [none v
Right [ nane v

Coe@ (ow®

SER P

1 e
.oz
. o=z

2 )
=P

4 e

Analyst MD 2= E 8| 0f AFE X} QIE{TH O] & QLY A
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Hardware Configuration

112! 2-24 (Shimadzu) Pumps &

Pumps |Pu.rtosamp|er | Crven | Controller | Time F‘roglam|

Pumping Mode: [Isoc:latic Flow "] @
@I:Dnstant: () Pressure @ Flow Corfigured Pumps
Purmp & Flaw: (0.0000 mL/min
Pump A LC-20AD
Purmp B Flaws: (0.0000 mL/min

Pump B: LC-20AD
Pump C: none

Pump D none

Pressure Limits (Pump A)

@ Minimum: 0

Madmum: 1451

Pressure Limits (Fump B)
Minimum: 0

Masmum: 1451

psi

psi

psi

psi

e g0l
1 Hx o
- s80 /¥
- Ho|HZ| R&
2 g5
- oE
- 7Y
o HIARE: mbL/min
« HI BRI mbL/min
3 Td HE
- HIZA
- HEB
- HIZC
- BEZD
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Hardware Configuration

o= g0|=
4 2 Heh(EZ A)
o XA psi
« Z|Cf: _psi
5 2E MeH(EZ B)
o XA psi
« X|C{: psi

12l 2-25 (Shimadzu) Autosampler &

Pumps | Autosampler |D'u'en | Cortroller | Time F'n::nglam|

Model:  [SIL-20AC/HT ™
Rack Type: |Undefined Detect Rack
lse Autosampler @
Rinsing Yolume: 200 ulL
Needle Stroke: 52 mm
Rinsing Speed: 35 ulfsec
Sampling Speed: 15.0 ulfsec
Purge Time: 250 min
Rinse Dip Time: 0 SEC
Rinse Mode: Mo ringing hd
Enzble Cocler Unit
Cooler Temperature: 15 T
Control Vial Meedle Stroke: 52 mm
&= 2 0l=
1 o HH
. Y]y
. 2 AR

Analyst MD 2 I E 9|/ 0f
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Hardware Configuration

= Hol=
2 - LEMSY ME

o M HMA: _(uL)
« H=2EE3: (mm)

« M ZERO] AIZE: (%)
- HEBEME 8, 8Y W, 5

. W2 25 (°C)
« XN|Of HIO|& H= 2AE=Z3: (mm)

112l 2-26 (Shimadzu) Oven &

| Pumps |.F'u.rtusampler| Oven |Contro||er Time Program

Model: (1) CT0-204C

Enable Oven @
Owen Temperature: 40

Madmum Temperature: 85

o= g0|=
1 Dol
2 Q2 &gt
3 E2E: C
4 A 25

AHE AL QTE{H[O] £ QFLY A
IVD-IDV-05-0536-KR-C
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Hardware Configuration

11 &l 2-27 (Shimadzu) Controller &
| Pumps I Autosampler | Oven | Controller | Time Program

Model:  CBM-20A On

Power On @
Evert 1

7] Evert 2 @
[] Evert 3
[] Evert 4

oot

= 20l=

1 &l 2-28 (Shimadzu) Time Program &

| Pumps | Autosampler | Oven | Controller | Time Program |_

O G o NN

Time ™ | Module " |Event " | Parameter
1 90.00 Cantraller Stap

= gfloj=
1 Azt
2 25
3 O E
4 Oj7H ==

Analyst MD 2= E 2|0
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Hardware Configuration

112! 2-29 Create New Project/Subproject

-

Create New Project/Subproject

e

Frojectwill be created under the following directony: @

t DatahProjects

Eroject name @

Subproject Specifications @

Subproject name: @
2016_09_2k

Project folders: @

Acquisition Methods
Acquisition Scripts
Batch

BioAnahsst

Data

Log

Frocessing Methods
Processing Scripts

Tttt b Al Al

(o |

111

| I
I | %

Subproject folders: @

@ [ ] Set configuration as default for new projects

ok | @Cancel | {%

= gflol=

1 DTRHEJ OIS0t 22 M E2|0f ddE
2 ZTZHME 0|2

3 S5He ZEME ALY

4 5t ZEME 0|8

5 DTZME Z[f

6 5L ZEHME E

7 25 =0t

8 25 HA

9 THE MER ZEHMEQ CHD 7|22 47
10 240l

AHE AL QTE{H[O] £ QFLY A
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Hardware Configuration

o= 0|2
11 Fa
12 28
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Report Template Editor

112! 3-1 Report Template Editor — Header/Footer Design &t

Header/Footer Design | Page Setup |

Fields @

Header@

Design Elements
[ Acquistion Elements
B[ Guantitation Elements

Justification @

Fields @

i@ Left Justify
(7 Centre Justify
(7 Right Justify

"0,

Footer m
W

':| Yigible from any project

0%
o

20l=

1 Me2|=/8tet= AR

2 ECE

. C|XtQl

fot
In
[0

AHE AL QTE{H[O] £ QFLY A
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Report Template Editor

= glol=
5 ¥E orE
. 2AF OhE
. 7t %=
- QEZ OHE
6 ==
7 HIEH=
8 QE TZTZHMEQ FEA|

112! 3-2 Report Template Editor — Page Setup &!

| Header/Footer Design | Page Setup @

Publication Destinations @ Margins @ Page Layout @
=8
& \AMCON-PRINTI\CON-TIF2RMS:| o, e
Bottom: 0.80° =
. 000" =
Right: 0.00" =
1| 1l [k
Select Destination @ From Edge @ Page Orientation @
Header;: 0.30" = )
[ Prirter ] =ader ") Portrat @ Landscape
Footer: 0.30" =
e g0l
1 HojX| 24
2 HiZE O
. IZlH
3 i Al
. IZlH
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Report Template Editor

sh= gole
4 Of i
. 9=
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. o=
. Q=
—
- 22%
5 JHERIE| 22 H
SEIE,
- HiEF2
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Compound Optimization 4

&l 4-1 Instrument Settings

Instrument Settings @

Please set the instrument condition: @

Inlet: Mass Spectrometer:
@) Infusion @ 1 MS Anahysis
1 FIA @ M5/MS Analysis

Defaut Acq. Method: | (4)

Rack Code: @

Rack Position:

(®
Plate Code: @
Flate Position:

Injection Yolume: @ ()

< Back [ Mext = ]l Cancel II Help I
o= g0 =
1 717 SEiE BESHUAL
2 FET
. =oO|
TH
* FIA

Analyst MD £ ZE<|0f AHE AL QTE{H| O] £ QFLYAf
56/171 IVD-IDV-05-0536-KR-C



Compound Optimization

o= gfloj2
3 Y 244
- MS 24
+ MS/MS 24
4 72 25 Wy
5 L=
6 =4 2| K|
7 =d0|E A E
8 E20|E K|
9 =2
10 fl=2
1 CH2
12 T
13 E2Y
AFEAL QIE{TH| O] A QLY A Analyst MD 2 Z EQ||0f
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Compound Optimization

112l 4-2 lons to use in MS/MS Analysis

Precursar lon:

(2)@ MW ion

(71 Base Peak lon

Search Window: £

Search Range:

Compound Mame:

lons to use in MS/MS Analysis

Flease select the ions to use in M5/MS Analysis: @

2.500 (Da)

MLy N

o -I
(TR

30.000

ta

Target

Resalution: | Unit

@ Product lon:

(71 User Specified
@ Auto Select

Criteria. .

Resalution: [ Unit

®

Palarity: @

@ Posttive
(7 Megative
® Both

(Da)

- gM #H?l( Da)

H O] & {3 o2

- AM =He: _~ (Da)
- seE 0lE
ol s (M, THel, 1)

| <Back || MNet> || Cancel | [ Hep |
g5 2f0l&
1 MS/MS 40| M At8E 0|25 HEISHYAlL
2 A o=
+ MW 0|2

Analyst MD 2 I E 2|/ 0f
58/171
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Compound Optimization

o= 20|=
3 Md o2
« AFEXXE
« AtE MEH
- J|E
« Bols(A, B, 1)
4 =4
- Y=
. 2
[== R |
. E—'.Z—
5 e
6 Ch=
7 ESEN
8 g

12! 4-3 Product lon Auto Selection Criteria

Product Ion Auto Selection Criteria @
@ From the Most Interze ; peaks
@ Euild final method using 1 mozt intense peaks

@ Exclude Product lons within = 2-000 Da of Precursor lan mz
@ ir. Maszz for Product lon: 10,000 Da

@T hrezhold for Product lon: 0.000 cps

@ oK || Defau@] Eancel HE'D@DI

&= 2f0l=
1 i Z2=0iM_ T3
2 HE L G Al X ZE O3 A
3 MM 0|2 m/z2| + _Da P L0 A= dd 0|2 A <
ALE X} QIEJTH O] & QLA Analyst MD 2 I E 9| 0]

IVD-IDV-05-0536-KR-C 591171



Compound Optimization

a5 g0l
4 M 0|2 x[a HE: Da
5 MM ol2 LA ZL: cps
6 2kl
7 7|2
8 F A
9 c2Y

12l 4-4 lons to use in MS Analysis

lons to use in M5 Analysis

Please select the ions to use in M5 Analysis: @

Target lon: @

i@ MW lan

Search Window: £ 2500 (Da)

(7 Base Peak lon

i

sy
30.000 1

Search Range:; to | 1000.000

Compound Mame: | Target

Resalution: [ it

Puolarity: @

(Da)

@ Positive
(71 Megative
“ Bath
<Back || Ne ><% | Cancel | [ Hebp
e g0l
1 MS EH0IA AL8E 0|2 Hehg M HAS

Analyst MD 2 I E 2|/ 0f
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Compound Optimization

o= HOl=
2 HA 0|2
. MW O|2

- ZM #2/(2 Da)

H O] A T3 O =2

4n

hu

ki

N|o|lo| b~
r
-

|.|-|

Mo | k> | dlo

e

AHE AL QIE{H[O] £ QFLY A
IVD-IDV-05-0536-KR-C
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Compound Optimization

112! 4-5 Target Components

Target Components

Flease enter the target components to optimize: @

Compound Name MW (Da) | No. Charges
; 0 ONNO
O = =2 =
i 20| &
1 Mzt o sletE2S YEHSHMAIL
2 slet= 0|8
3 MW(Da)
4 Mot =
5 =
6 Ol
7 = A
8 29

Analyst MD 2 I E 2|/ 0f
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Compound Optimization

1&l 4-6 FIA Target Compounds CHZ} A X}

S5

,

which one of them are used as intemal standards.

These target compounds will be optimized. “ou may change the compound name. Please specify

@

Camp__o__lfnd Hame Q1 Mass (Da) | Q3 Mass (Da) | Int. 5td. | Vial Pos.
1 Cl:lmpl:lun[&)].[l[l[l—lml].ﬂﬂ ('3 }1.000 (4 )000 J:@__[ 6)

Mote: All compounds identified as 1.5. {intemal standard) will not be used to determine optimum

Source / Gas Parameter conditions.

Resolution

@@1 Resolution: [Un'rt
3 Resolution: [Un'rt

I gflo|2

1 CtS CHA 2HetE0| | XM atE L CH 2tetE 0|2 MadT == JUSLICL Of
A R BE SEE MEEX XFAFHAILR

2 ot E Ol

3 Q1 2 Z(Da)

4 Q3 Z 2 (Da)

5 e 52E 23

6 HHO| 2 2|X]

7 S (e B2E 22)2 AEE 2 E 3l ES2 X HO| AA/ZEA 7R
M 2AZ A5 O AFBE|X| S L CH

8 ==

AHE AL QTE{H[O] £ QFLY A
IVD-IDV-05-0536-KR-C

Analyst MD 2 ZE &0
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Compound Optimization

o= 20| =

9 Q1 2dlls
. X
. ECHe
A=

10 Q3 2l
. X
. LY
A=

1 F=2

12 Ch=

13 2

14 c=Y

Analyst MD £ Z E9|Of AME R} QIE{H O] 2 QHLYA]
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Compound Optimization

11 &l 4-7 FIA Source Parameters Ci{ 3} AHXt

F ™y
TEET R

Please select the Source Parameters to optimize in FLA: @
P
2 Parameter Hame Dpti_l_ﬂ_ize Current Val.| Values f-::-_[_ Optimization
1 Curtain Gas (3) 10.0 (5)
2 Colision Gas [ Medium -
3 lonSpray Vokage D S000.0
4 Temperature D 0.0
5 lon Source Gas 1 D 20.0
[ lon Source Gas 2 D 0.0
7 Interface Heater ] 1.0
' i |

Replicate Injection for each Parameter: @1 (2 (03 (04 @

@Total H of injections: 0
Total Sample Volume: 0 ()

. HE JIA

. == UIA

+ lonSpray Mg}

- 2k

. 0|2 AA TtA 4
e Ol AATIA2

- QlEH o[~ 3H

A& A QTE{TH| O] 2 QLA Analyst MD 2 ZE &0
IVD-IDV-05-0536-KR-C 65/171



Compound Optimization

o
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Compound Optimization

112 4-8 FIA Compound Parameters CH3} & At

-

FIA Compound Parameters | 2 |
Please select the Compound Parameters to optimize by FlA: @
(2)) Compound: | Compound 600.000-400.000 | MRM: 600.000 - 400.000
(3)
.2 /Parameter Hame -Dpt‘iLﬂize Curren;lfal. Values for‘l‘.'h)ptimization
1 Declustering Potential [ 4 } LE).IJ (E}
2 |Entrance Potentil I 10.0
3 Collision Cell Ent. Potential D 278
4 Collision Energy O 30.0
3 Collision Cell Exit Potential [ 2.0
1| i 3
Total # of Injections: 0 @
Total Sample Volume: 0 LT)] .
Mass Spec. Duration: 5.0 {min) @
~<Back | Fnish | [ Cancel | [THep |

ook
Jio
ji=)
o
T

A& A QTE{TH| O] 2 QLA Analyst MD 2 ZE &0
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Compound Optimization

IH

I

|

oF — —_ <

w.ﬂ of of 4

K pal nal = =

ni0 =

o o m_m N L._ A0

S < oF °° T w_a <F (70 | |

kK F mElk oo |=r
[l Tl =._|=._ ﬁ_l 1] T T o NS o ol _uum_.__ <] =1
s|lE © ol Ko Ko Ko WU_AHW_A_'A o (4 | RO [ <4 |olo
TIT « « o o o |¥|[B[R|Ko Ko kU |k |T |®F [WH
MW ™ t|v|fo|~N|[o]lo|2|T|Y|2
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Instrument Optimization 5

12! 5-1 Instrument Optimization

-

A Instrument Optimization =] B S
File Edit View Tosls Help

Select the type of optimization that you want to perform

® Before you start to optimize the instrument, use Manual Tuning to
optimize the source parameters and stabilize the spray.

(® @ Verify instrument performance
()~ Adjust mass calibration only

G Adjust instrument settings (peak shape, calibration, enhancing
parameters, etc)

. Reset selected scan modes to default values and adjust
instrument settings

@
Halp | Next -> Exit |
Instrument: 3200 @ TRAP Instrument Optimization Vier: 2.5341.9
2= glol=
1 P ECE R E RN
2 717] Z[H2tE AlZSH| H, =& O|M| 2 S AFESH0 A 07 HE=F
X X35t AT 0| E QHHBIAFAFTAUAIR
3 717| 85 =2l
4 g aYo £y
5 771 48m3a 2, ud, 15 o7 v 5) =F
6 Mefst A7l mC g J|2Zo2 AHs 77| 4 £
7 c2%
8 ol
ALE X} QIEJTH O] & LI A Analyst MD £ I E 9| 0]

IVD-IDV-05-0536-KR-C 69/171




Instrument Optimization

= 20|=
9 Ct=
10 =z

a8l 52 7|7| 2| A3zt

e

& Instrument Optimization =RIRCR X
File Edit View Tools Help

Select a tuning mode

(2) Approved Tuning: Tune each scan mode using the recommended |
& tuning solution. You will have to run the Instrument Optimization '
software for each tuning solution.

(3)© Alternate Tuning: Use one solution to tune all scan modes.

(4) We recommend that you use the Approved Tuning method. If you use tuning
solutions that are not recommended, the instrument may not be optimally
tuned.

® 0]
Help @{-Prew |m¢-.‘-‘—| Cancel |

Instrument: 3200 Q TRAP Instrument Optimization Vier: 2.5341.9

= Hol=

1 OM =Y 2E MEH

2 SOl= O =: HE 2H E2M2 AMESI0 2 A7 R EE ZHGF
HAIR. ZHOlM =7 £F 40| tfst 7| 7| XXzt AT EQ 0 E ABHs|of
gt A YL|C},
CHX =™ B E A7 BEE ™S SILIC| £F M S AT AR

4 SOlE O =Y WHE AL28t= A0l ZELL|CH HAM O|M =2H &2
ME AMES= B2, 717l RAHL 2 O|M| Z™EX| U2 5= YSLICE

5 Y

Analyst MD 2= E¢] 0f AFE X} QIE{T O] & QFLY A
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Instrument Optimization

= 20| =
6 O
7 Ct=
8 T2

1 &l 5-3 Instrument Optimization

File Edit View Tools Help

(1)Select the scan modes

(Al instrument Optimization et

@ Tuning Solution 100 x dute Agient |
Polarity ~ Positive
T Negative
W 1
r r
o =
r r
ull o
LIT MS/MS/MS
G I sopas ®
™ 250 Dals I Isolation & Resolution
™ 1000 Dals W Excitation
™ 10 000 Dals
™ 20 000 Dals
Help | More Cllpl_luns_ ®<- Prav | de - | ®Camel |
Trastrument: QTRAP 4500 Ingtrument Optimization Ver: 3.3001.%

o= g0l
1 AMDE MEY
2 xg 89
3 =4
e OF1
o 1
. o
[== R |
4 AE= Xt

AHE AL QTE{H[O] £ QFLYAf
IVD-IDV-05-0536-KR-C

Analyst MD 2 ZE g0
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Instrument Optimization

o= gfloj2
5 LIT(Dals)
6 MS/MS/MS
4e| 3 Zols
Of R}
7 E=Y
8 o H2 M
9 ol
10 CH=
11 F &

Analyst MD 2 I E 2| 0f

721171

AHE AL QTE{H| O] £ QFLYAf
IVD-IDV-05-0536-KR-C




Instrument Optimization

112! 5-4 Instrument Optimization: Options

Instrument Optimization: Options

LIT Preferences @ @ @

POS + @ @ NEG - Scan Duration for LIT
] - Testing and Calibration
10 v Fixed Fill Time ¢ 1100
¢ | Dynamic Fill Time | & seconds
- Qo0 Trap )
@ low m/z region @ high m/z region
higher better peak higher better peak

sensitivity i shape sensitivity i shape
Quad Preferences

Peak Width Target |0.70

Options @

Optimize C2B [

Maximum EXB |153
Help.|
o= o=
1 LIT72 8%
2 YA +
3 - I KR Al
- SR A2t
« QO EH
4 =9 -
5 LIT ZAF S 07 AFHAIZE X
AFE X} QIE{TH O] & QFLY A Analyst MD 2 Z E 9| 0f

IVD-IDV-05-0536-KR-C 731171



Instrument Optimization
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Instrument Optimization

1 &l 5-5 Instrument Optimization

-

A Tnctrument Optimization = | = [ea
File Edit View Tools Help
(1) Infuse: 100 x dilute Agilent
in positive mode
(2) Type the ion source parameters in the following fields, and then click GO.
@ Source Parametars @ Syringe Parameters
FOS ) )
lonSpray Voltage Ez00 Syringe Diameter (mm) |[4.61
lonSource Gas1 15 Flow Rate (ul/min) [7
lon Source Gas2 |0
Help ; <- Prav | I:‘_]'r')ltil:'ll | Cancel |
Instrument: 3200 G TRAP Instrument Optimization Vier: 2.5341.9
o= H0l=
1 T _EE0NM
2 ChZ 220 0|2 22 07l Bi5 YT S 0|52 ST HAIL
3 a2 07 #Ha
+ lonSpray Mt
o 0|2 A TFA 1
e O|2 AATIA2
4 ZAR7| YK
. FA| HF(mm)
s % (ul/min)
5 =2
6 o|H

AHE AL QTE{H[O] £ QFLYAf
IVD-IDV-05-0536-KR-C
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Instrument Optimization

&= gfloj2
7 cE:
8 S e
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IDA

112! 6-1 Create IDA Experiments CH3} & Xt

Create IDA Experiments

Type of IDA Experment @

@ Fnhanced M5 == Enhanced Product
MREM > Enhanced Product
Meutral Loss / Precursor Scan == Enhanced Product

Number of Survey Scans: | 1

|Use Enhanced Resolution Scan to confim
Charge State and |sotope Pattemn

Enable M53 Bxperiment generation @

| Dymamic Fill Time @

o= glo|=
1 IDA e 79
e IZMS>> 13 AMA
« MRM>> 113 44
- FE M/ HAH A S>> D5 MY
2 EUN S LB

AHE AL QTE{H[O] £ QFLY A
IVD-IDV-05-0536-KR-C

Analyst MD 2 Z E 9| 0f
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12! 6-2 Survey Scan — Enhanced MS (EMS) CH3} A&t

Survey Scan - Enhanced MS (EMS)

Megative Mod @
Declusterng Potential (DF): 0
@ Start mass: 100 (Da)
@ Stop mass: 1000 (Da)

@Scan ate: | 10000 - | (Dass)

@ LITfill time: 0.2 ims)

e gflo|=
1 UM OC
2 S8 RE
3 ClZ22{2HE HR(DP): _
4 Al Z ZEE  (Da)
5 SX| 2&: _(Da)
6 27 £5: (Dals)
7 LIT Xf27] A[Zt: _(ms)

AHE AL QTE{H[O] £ QFLY A
IVD-IDV-05-0536-KR-C

Analyst MD 2 Z E 9| 0f
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IDA 2 O At

118 6-3 Survey Scan — Multiple Reaction Monitoring (MRM)

Survey Scan - Multiple Reaction Menitering (MRM)

Declustering Patential (OF): 30

®

@ Manually Enter MEM Transitions

®

Resolution G1: | UNIT @
Resolution Q3| LOW - @

Automatically Generate Metabolite MRM Transitions

s
Jo
=
°

oo | oQ
0x

| 1o |
[n

[n

mu | ox

n
>

=

om
ra
-0

|(DP): _

Alw|N
n

A
2t
orr
2

m R

L]
]

Analyst MD 2 I E 2| 0f
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IDA 2 O AL

a5 gl0l=
5 =5 Q3
« Il
.ol
e X
. et
6 MRM 0| =5 ¥
7 CHAF 22 MRM 0| Xt5 Ao
12l 6-4 MRM Transitions
MEM Transitions @
Dhwell Time: 40 {ms)
V| Apply CE to all MRM  Callision Energy [CE): 4D V)
(@) Q1 (Da) Q3 (Da) CE (eV)
1 40.000
Scan 0 5} Clear MEM Transitions | @
<Back || Nex> Finish Cancel | | Hep

AHE AL QTE{H[O] £ QFLY A
IVD-IDV-05-0536-KR-C

Analyst MD 2 Z E 9| 0f
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IDA 2 O At

o= gfloj2
1 X% AlZk: _(ms)
2 2E MRMO|| CE & &
3 S= O|HX[(CE): _(eV)
4 + Q1(Da)
+ Q3(Da)
+ CE(eV)
5 A (X)
6 MRM 70| AP

Analyst MD 2 I E 2| 0f
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11 & 6-5 Survey Scan — Survey 1

Survey Scan - Survey 1

E@lstering Potential (DF); 20
@cc.nisic.n Energy (CE): 40

@Start_ mass: 100
Stop mass: 1000

Megative Mode @ @ Precursor of

30 (Da)

Resolution Q1: |[UNIT = @
V) Resolution G3: |LOW - @

(Da) @Scanti_me: 00901 fec)
(Da) @Step size: 1 (@mu)

@Scan rate: | 200 w | [@mu/s)

s
Jo
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°

—

0x

0x
| bo | bo | M
w=| n| n

ot
ol
g
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| ofM| oo| o©
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ot
Il
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[(CE): _(eV)

A | | 42| ox
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o
o
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o
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|> | o
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dp [ |
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IDA gt Of

11

. 7|-|I:él-

12

A0 AIZE ()

13

TtA 37]: _(amu)
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112l 6-6 Dependent Scan — Enhanced Product lon (EPI)

Dependent Scan - Emhanced Product Ion (EPT) @

@ Monitor the |4 w | most intense peaks with

Collision Energy (CE): 40 0 0

Use Rolling Callision Enengy @

@ Start mass: 100 (Da)
@ Stop mass: 1000 (Da)
@ Resolution Q1: | Low -

@Scan ate: | 10000 « | (Das)

e LIT il time: 5 ms)

<Back || Net> Finis Cancel | | Hebp
o= 2 0l=
1 b ZEs oA o 2L
2 Collision Energy(CE)
3 ol = HHX| AR
4 A% 28 _(Da)
5 X 22 _(Da)

AFE X} QIE{TH O] & QFLY A Analyst MD 2 Z E 9| 0f
IVD-IDV-05-0536-KR-C 85/171



o= gd0|=
6 =5 Q1
S— |
. ¥
|
. 7HI:l|'
7 A0 &5 (Dals)
8 LIT X271 AlZE: _(ms)

112! 6-7 Dependent Scan — IDA Criteria

Dependent Scan - IDA Criteria

@ Which exceed 5000 icpg)

With charge state | 1 to | 4

Include unknowns @

Exclude Former Target lons @
@ Aways
Mewer

For 30 [zec)

After |0 occumence(s)

For ions greaterthan | (1] and smallerthan 1000

charges

(Da)

Finish || Cancel | | Help

Analyst MD 2 I E 2| 0f
86/171
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IDA

I3

OF & Af

o2 ZNE!
1 _~ (Da) 37|90l
2 _(cps) =1t
3 BEEEEERY
4 0jgel 23 =3t
5 Ol i ol2 Q|
. SHAFF| Q|

o o
- 2 MelstK| B

o=
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Build Acquisition Method

&l 7-1 Scan Types 5 &

M3 Advanced MS

Scantype:  (MRM(MRM) v |

Enhanced M3 (EMS)
Enhanced Product lon (EPI)

Enhanced Resolution (ER
Folarity

MS/MS/MS (MS3)

Meutral Loss (NL) @
Precursor lon (Frec)
Product lon (MS2)

Q1 M3 (ar)

Q1 Multiple lons (@1 MI)

Q3 M3 (Q3)

Q3 Multiple lons (Q3 MI)

Total Scan Time

(includes pauses): 0.0000 (sec)

Edit Parameters...

Analyst MD & I E ¢ 0f
88/171
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Build Acquisition Method

a5 g0l=
1 EMS(Z2 MS)

MRM(MRM)
MS3(MS/MS/MS)
NL(ZE &4
Prec(™ 74| 0|2)
44 0|2(MS2)

Q1 MS(Q1)

Q1 MI(Q1 CtE 0| 2)
Q3 MS(Q3)

Q3 MI(Q3 C}& 0|=2)

a2 7-2Q1 MS (Q1) MS &

M5 Advanced MS

DCerrterfWidh@

Import List @

Experment: 1 @

-

Mumber of acans to sum:

Parameter Range

©)

)

Total Scan Time @ R

Scantype: | Q1 MS Q1) w @
. Period Summary
Scanrate: 200~ lDﬂfﬁP® _ _ [ Scheduled lonization
Polarty © Pt Duwration: P-mﬂ' | (min)  Delay Time: |ﬂ I 620 g Tire Stop Teme
o N‘;g;;ze Cycles: |1 Cycle: ec) |0 min) 0 fmin)
MCA @ 0 Start (Da) Sto i
p (Da) Time (sec)

O,

(includes pauses): 0.0000 fsec)
Edit Palameters..
g5 e
1 3]
o -
2 27 3
3 A ET

AHE AL QTE{H[O] £ QHLY A
IVD-IDV-05-0536-KR-C
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Build Acquisition Method

o X[EAIZE (&)
< T
o X[ AlZE _(X)

o T (D)

o= g0|=
4 =3
. O
o T
. o
[== T |
5 MCA
6 Lokt ATH
7 5 A AZHEA B
8 Of 7§ M HE
9 M=
10 Of 7§ Ha HR
11 =55 7M7Y
12 7|2t 2ok

13 A%} (Da)
14 S X|(Da)
15 A ZHZE)
16 Of| 2F &l O] =%}

o AIEEAIZHE)

=]
< A AIZHE)

Analyst MD 2 I E 2| 0f
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Build Acquisition Method

18 7-3Q1 MS (Q1) Advanced MS
MS Advanced MS
(2)
Scan mode: @ ’Praﬁle \2J ']
Step size: @ 0.1 (Da)
Resolution Q1: @ ’Unit ‘r]
Intensity threshold (total
count): @
Settling time: @ 0 (ms)
Pause between mass
ranges: @ =007 (ms)
&= 2ol=
1 A BRE
A7 RESA
+ X2 O3 Z2|(Da)
« %A O[3 Z(Da)
e AMBEH3I Y
« A2 Z2£ mDa/(100*Da)
2 . T2
. WEo2E
. B4
. D35y
3 THA 27]: _(Da)

AHE AL QTE{H[O] £ QHLY A
IVD-IDV-05-0536-KR-C
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I ETE
4 =05 Q1
.
. B
o 1l
. oy
5 e YA NS =
6 & AlZE: _(ms)
7 2T R U LA SA AlZE: _(ms)

712l 7-4 SCIEX 4500MD 2! Citrine A|2E 9| MRM MS &

MS Adwvanced MS

Scheduled MRM
spemen: [1 (1) [JEnatied (6) Basic () Advanced (7) oot Lt
Scan type: MEM (MRM) @ W

Pesiod Summary
[ Scheduled lanization @
1 0.000 i
Polarity Duration: L frin) Delay Tine: I: Start Time Stop Time

() Postive

) Negative Cycles: 1 = Cyele: lsec) 0 frin) |0 [rrir)
01 Mass (Da) | Q3 Mass (Da) D"‘E::LZL";* ID

1 ® O——@®
Total Scan Tme@

[includes pauses): 0.0000 (sec)

E&Pamnubum...@

35 20l
1 2
2 27U RY
3 =48
. O3
o
. 2
[= |
4 T AU MZHEA S AIZEZ>): (=)
5 Of7h g EHY
Analyst MD 2 X £ 0] AHE At QIE{H 0|2 QYA
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o= g0|=
6 Scheduled MRM
- 2d3t
- 72
. 3
7 Q7| 28
8 7|12 29
o XF A (&)
< T
o KA AZE _(X)
S E>
9 Q1 2 E(Da)
10 Q3 & (Da)
11 X% AlZH(msec)
12 ID
13 of| f &l O] 22t
o AEAIZHE)
o SX| AlZHE)

AHE AL QTE{H[O] £ QHLY A
IVD-IDV-05-0536-KR-C
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12l 7-5 SCIEX 4500MD 2! Citrine A|A & 2| MRM Advanced MS &

M5 Advanced M5 |

Resalution G1: @
Resolution G13: @

Intensity threshold 0

total cournt): @
Settling time: @ 0 (ms)

Fause between mass 5.007

ranges: @ ms)

= 7

=
1 =l Q1

oot

5 X2k He| ZF AA| ZXK| A|,7_P;_(ms)

Analyst MD £ ZE&|0f AHE AL QTE{H| O] £ QFLYAf
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12! 7-6 SCIEX 4500MD &

Citrine A|2E!9| Scheduled MRM MS &

MS Advanced M5
Scheduled MRM
Experimert; [1 (1)v [ Enabled @ @ Basic () Advanced mport List
Scantype: | MM MAM) @ » [ Q1402 Reschuion
Petiod Summ
! - @ [ Scheduled lanization
Pelarity ® Posti Curation: .EDC‘D ]:m'n] Delay Time: |0 (sec) Start Time Stop Time
e . [300 L= Cyele: 10000 | jsee) | |0 0 .
) Negative Cycles: S y sec: fmirt) i)
MRM detection window: |6:| |[s=ec] Q1 Mass (Da) | Q3 Mass (Da) m“':::::]“m‘ D 01 Resolution | Q3 Resolution
1 Uni Unit
@) st O @ ® ®
(®) Target Cycle Time (across sMRM expts)
(") Target Scan Time (per sMEM expt)
1 (sec)
Ecithnehum@
s g0l
1 A
2 27U w7
3 =4
. O
o
. 83
4 MRM ZX| H|: _(X)
5 sMRM CH 4
o CHA F7| AZHTE M sMRM A EH 2| L)
o LA A7H AIZHsMRM A2 S
6 oh 7 = E
7 Scheduled MRM
- 23t
. e
« 1=
- Q1/Q3 2dls
8 =5 71427

AHE AL QTE{H[O] £ QHLY A
IVD-IDV-05-0536-KR-C
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i
o

Hol=

712k 29

- K& AIZE (&2

« T

o FI|: (X)

x

)

10

Q1 2 & (Da)

11

Q3 Z&(Da)

12

HFES AZHE)

13

14

15

16

Analyst MD 2 I E 2| 0f
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212l 7-7 SCIEX 4500MD % Citrine A|A & 2| Scheduled MRM Advanced MS &

| MS Advanced M5

Resolution G3: Unit
Intensity threshold fotal [
cournt): 0 @

ranges:
@ Scheduled MRM
Min. Dhwell: 3 (ms)

Mz, Dhwell: 250 (ms)

Resolution Q1 Unit @
@

Settling time: 0 (ms) @

Pause between mass -
h.007 ms) @

0%
o
]

(S
40

.

d
=S
of

5 SETETIETE

(b DA ZX| A[ZE _(ms)

AHE AL QTE{H[O] £ QHLY A
IVD-IDV-05-0536-KR-C
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&= g 0l=
6 Scheduled MRM
o E|2 X|E A _(ms)
< Z[O. X A2 _(ms)

112] 7-8 SCIEX 4500MD 2! Citrine A| 22 2| Scheduled MRM Pro MS &

[T -
N C) S sl ) S0)
sorvor: ETRES @., 1G] Fescison (7] Dy Wirsiow Etermon 7] Dyramse Backgrand Subtracton
Fenod Summary [T PO @
Pt Dunerr  [S000 | ) Dl Tima: [0 ) ot T e T
@ '.:::'M Cyches m [z st 10000 | e - |
MFM detechon mndos: | @ Of Maan 0] | O3 Msas ga) ""'"“'""'“ "“"‘I'::'“ ""'“"" "‘mm E;‘;".:"u |Mlﬂw'r|nln!mmm an--nmlnn|
[+ |
R v B (O B )R @ @ . © . @ @ © @ @
() Target S Time fper wMAM escpt
1 s
Es?.--uun
= 20| =
1 2
2 2 7Y
3 =3
@3
. 83
4 MRM ZHX| |HQ: _(X)
5 sMRM CH4
o O =70 AZHTE A sMRM 2 & H 2| L)
o CH& A0 A[ZHsMRM &)
6 of7f Ha HE

Analyst MD 2 I E 2|/ 0f
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= Jo RO < ) J -
= pf N0 |[_— _ _ — -

W v o SR £ =i =le H ¥ N3

= ok RO fof | N ONT @R =TSR

° W g oI gl < < === TS e | (Ko
u|e X WA= RCRCOIN [ AN BN Ee Ea o Z | |of [~ ._unD oF 70
S m o~ o g W uo r m <K Kk = Kk _MI _Mo ok (T W ._|IA.| o H_Mro E - K W H =
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= g0l

21 Q3 ==
. X
. e
=
. 7|-|I:lol-

22 Oof| 2F =l O 23
o AIEFA|ZHE
o S AZHE

&l 7-9 Enhanced Product lon (EPI) MS &

Ms Advanced MS @
Expenment: |1 @ (] Center / vidth . Import List @
[] Parameter Range @ —

Scantype: | Enhanced Product lon (EP ~ 2 Mostcs @

Scanrate: (10000 | (Da/s) @ Ferod Summasy @ [[] Scheduled konization
Polarity Duration: |€I.DG'D | (i) Delay Time: |':J | bec) Start Time Stop Time
OJ-Sont o [0 15 o wo O w0 e

MCA @ O Start (Da) Stop (Da) Time (sec)

Number of scans to sum: |17 1 @ @

Product Of: @ |3EI.D'DD | Da)

Total Scan Time

(includes pauses). e pec)

Edit Parameters... @
s g0l
1 A
2 27U 7Y
3 A7 EZE: (Dals)
4 =3
. g3
. 83
5 MCA

Analyst MD 2 I E 2|/ 0f
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Kl
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m (RS (M |B 1B of | Lo M T ey M N
<Ioo | =<k FHIRIE | slsl~or = 2 . |o = =%
H_E&esewmmu_i/ﬂm_?x._@@&R@?@? m KK
S |or (o [<I = |=0 | = | [0 & [= |~ & K OKEROKE g < Ko
T | |RU (Ko [ (Ko |&F (O [RU (< [KO <IN 0 & & & | o+ .
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&l 7-10 Enhanced Product lon (EPI) Advanced MS &

M5 Advanced M5 |
Scan mode: @ Profile @ b ) Fixed LITfill time |2 (ms)
Step size: @ 0.06 (Da) @ Dynamic fill time
Resolution (11 @
(3 Entry Bamier: g ]
Intensity threshold 0
ftotal count): @
Settling time: @ 0 (ms)
Pause between mass
; 5.007 ms)
ranges: I
Qo Trap-S?
e g0l
1 A RE
2 . ZZH
- 34
3 CHA A7|: _(Da)
4 =ols Q1
N
. o9
o 1l
o Jlit
5 = AANE 7
6 HE AlZE _(ms)
7 Y AP 7 LA SX] AlZE: _(ms)
8 Qo Ezf Y
9 FLIT X2 7] A2k _(ms)
10 SH XLR7| Azt
11 Q3 T &4 (V)

Analyst MD 2 I E 2|/ 0f
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&l 7-11 MS/MS/MS (MS3) MS &

Ms Advanced MS

Experment: |1 "0 C)Center / Wi import List
[+] Parameter Range —
Seantype: | MS/MS/MS (MS3) @ w Mo Fragmentation Optimize Masses @
Scan rate: 10000 s [DEJ'%] @ ) Pedod Sum‘nary D Scheduled lonization
Polarity F— Duration: .D.I}DU | fmin}  Delay Time: ‘U | B8C) g Tone Siop Tame
(O Negative Cycles: ! Cycle: 0.0000 | (sec) fmin) |0 fmin)
MCA @ O Start (Da) Stop (Da) Time (sec)
MNumber of scans to sum: || T 1 @ @ -"
1t Precursor: 30000 | (Da)
2nd Precursor: 10.000 (Da)
Tetal Scan Tl.'ne_ @ R fsec)
(includes pauses): S
Edit Parameters...
= glol=
1 =23
2 PSTEY
3 A &5 (Dals)
4 =3
. o=
o
. 2
= 1
5 MCA
6 20Fst ATH =
7 1R ™ LH|: _(Da)
8 29 HLH: _(Da)
9 T A0 AZHEA] BX| Al 28 (X)
10 of7f == HE
11 SHI=
12 o7 S 2
13 tHES 9=
14 2= JIHQ7|
15 2 XMl

AHE AL QTE{H[O] £ QHLY A
IVD-IDV-05-0536-KR-C
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R 2ol

16 7|12t 9F
« K& AIZE (&)
« T
o KA AZE ()
o FI|: (X)

17 Al ZH(Da)

18 S X|(Da)

19 INHTES!

20 ookl o] 23t

. AR AIZHE)

=
o X AlZHE)

&l 7-12 Q1 Multiple lons (Q1 MI)

Ms Advanced MS

Experiment 1 @/ @

Scantype: | Q1 Multiple bons (@1 M)~

Period Summary @

Impost List

[ scheduled lonization

Total Scan Time @

0.000 . sac

Polarity @ Postive Duration: frin)  Delay Time: D B2l Giat Time Stop Time
" R ) . o X
® O Negative I Coer (00000 | sec) frin) |0 frin)
Dwell Time
@1 Mass (Da) (msec)
1 (&) &)
WS WIS

(includes pauses): 0.0000 | (sec)
Edit Parameters... @
&= HE
1 N
2 PETIEYY

Analyst MD 2 I E 2| 0f
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a5 g ol=
3 =d
. otz
o 1
. o2
[== R |
4 T A7 AZHEAl SX| A|ZHZS: (X)
5 Oj7f = A
6 =5 7t 27|
7 717 29
o K& AIZE _(B)
.
o X[ AlZE _(X)
8 Q1 2 & (Da)
9 X|Z A|ZH(msec)
10 Ol ot =l O] =3t
- AE AIZHE)
o X AIZHE)
&l 7-13 Precursor lon (Prec) MS &
M3 Advanced MS
[ Certer / \Width -
- y Impeart List
Ewperment: |1 ] Parameter Range ==
Scantype.  Precursor lon (Prec) V
Scanrate: (200  ~| (Dass) Feod Summary [ Scheduled lonization
Polariy Dusatin: @ i) Delay Tme: D €2} Gart Time Stop Time
@Poai‘lwa Ccles: |1 - Cycle: [E{]ﬂﬂl} | - (min) [C P fmin)
ONegaﬂive yoles: yole: . lzac) iy | U in
MEA O Start (Da) Stop (Da) Time (sec)

Number of scans to sum: _] | 1

Precursor Of: @ _30-{'9‘3‘ (Da)

Total Scan Time T
(inchudes pausas): ceeeE

(sec)

Edit Parameters...

AHE AL QIE{H[O] £ QFLY A
IVD-IDV-05-0536-KR-C

Analyst MD 2 Z EQ||0]
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= gl0l=
1 M &gt _(Da)
112l 7-14 Neutral Loss MS &
MS Advanced MS
Experiment: | 1 w [ Center / Width Impaort List
1 Parameter Range

Seantype: | Neutral Loss (NL) L

. Period Summary
Scanrate: | 200 ~ | (Dals) _ [] Scheduled lonization

o 0.000 i - |0
Polarity @ romvs Duration: | l {min) Delay Time: ‘ _ (sec) Start Time Stop Time
O Negative Cycles: 1 : Cycle: 00000 | fsec) (D fmin) |0 fmin)
MCA O Start (Da) Stop (Da) Time (sec)
Mumber of scansto sum: |1 1
Loss OF: @ 30.000 (Da)
Total Scan Time —
lincludes pauses): Beeee (sec)
Edit Parameters...
= g0l=
1 =4 gFik _(Da)

Analyst MD £ I E ¢ 0f
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Z12! 7-15 Neutral Loss Advanced MS &t

| MS Advanced M5

Scan mode: @
Step size: @

Resolution G11: @
Resolution G13: @

Intensity threshold fotal

cournt): @
Settling time: @

Pause between mass

ranges: @

| Profile -

0.1 (Da)

0

0 (ms)

5007 | g

ot
i
Z

o)
T

>
r=

of

H

I=
[

1z}

[==
==
—_

fot
O

N
ra
)

Il W o> rfu b H
I
Hu
Mk

Al
o
Y

N

w
i

bornoy 2
40 or
Q

d
=S
of

N
A

brorno 2
40 or
2

J
-
ok
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st 20l
5 = SAUE F)
6 & AlZE _(ms)
. A2 R 2t LAl BX| AIZE (ms)

112! 7-16 Compound &

Period 1 Experiment 1 Parameter Table @ @

Collizion Energy (CE) 30.0 =

Excitation Energy (AF2) 100.000 ==
Colizion Energy Spread (CES) 0.0 =

Apply the following parameters to all other experiments of

the zame polarity:
@ [ SourceGas [] Compound @

@ OF. ] [ Eancel@ W

st= 20|=
1 7|2t M 1 Of7f e B
2 stetE
3 CtS Of7H B2 =80| SLTHCHE 2 E A0 HE
4 AANITEA
5 ItetE
6 20l

Analyst MD 2 Z E 9] 0f A2 Xt QIE{ T O] A QHLA
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= 20|=
7 F
8 cga

12l 7-17 Source/Gas &

Source/Gas @mpnu nd

lon Source: Turbo Spray @

Curtain Gas (CUR) @ m :
Colision Gas (cAD) (5)
lonSpray Voltage (IS) @ lm =
Temperature (TEM} @ liuu =
lon Source Gas 1 [{351} IW =
lon 5nurceGasE[GSZ}® liuu =
Interface Heater (ihe) .

Apply the following parameters to all other experiments of

the zame polarity:
@D Source/[az [] Compound @

(4) o | (15) Cancel | @ Hep |

Period 1 Experiment 1 Parameter Table @ @

2= 2flol=
1 712t AR 1 OO M B
2 ANTEA
3 0|2 AA: EH{E AZg0
4 71E 7}A(CUR)

AHE AL QTE{H[O] £ QHLY A
IVD-IDV-05-0536-KR-C
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o= 2ol
5 5= 7}2(CAD)
=]
- 3
]
6 lonSpray ™ f(1S)
7 2 (TEM)
8 0|2 & 7kA 1(GS1)
9 0|2 &AA JHA 2(GS2)
10 QIE{H| 0| & &|E{(ihe)(FH, 7HE)
1 Ct2 O47f H+E =40| s Yo CHE ZE A0 M E:
12 ENEN S
13 stetE
14 240l
15 2
16 E=2Y

Analyst MD 2 I E 2| 0f
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112! 7-18 Acquisition Method Editor - Isocratic &(Jasper LC A| A& == Shimadzu CL

LC Al2|Z)
Acauistion methad [EEEiel Autosampler ColumnOven  System Controller
ism] sCiEx Dx PuMP (1) isocratic
—-Q' Mass Spec 0.000 ¢
| 2@ Period 0.000n
ﬁ +MRM Stop time: 1000, min adiert
- LC System
"t Equilibrate Flow: @ 0.0000) mL/min Time Fow
1P P T 00 MPa R 10,0 MPa 2
r Compressibi Ty I‘E'.T."ugi'—
Compressibility settings
Use pump settings
M Autopur ae sett ngs _®
Purge order  Mobile phase name Purge time
1st: MNone - 5! min
&= gfol=
1 « SCIEX DX PUMP(Jasper LC A| A&l
+ LC-20ADXR(Shimadzu CL LC A|2| =)
2 S AlZE _(2)
3 F&: _(mL/min)
4 ol Hiot
« XA (MPa)
« Z|tf: _(MPa)
5 i
o« g
. Azt
. OF
T o
. oy

AHE AL QTE{H[O] £ QHLY A
IVD-IDV-05-0536-KR-C
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EENECE

6 TEEWERS
ES b
. B MY AE

7 xS Hat 27
e
. 0|54 0|5: g8
. HBAIZE ()

112! 7-19 Acquisition Method Editor - Autosampler &(Jasper LC A| A& £= Shimadzu
CLLC A2|x)

Boorate: [EURSEREUIREN Columin Oven  System Controller

[}
## SCIEXDXSMPLR (1)

o ;,::;_n-.ple [ 5a & Fatk falting 9 »
rinpection settngs @ 3 Sgecity rack g
=
sampling spesd: 5 s Type Heedle Strake [mm) %
| | Amck 18mL 106 visis g3
Rinse settings @ Amck 15mL 70 viaks 52
Before and atter aspiation, Rack 1mL Cool 51
Rinse mode: Dip times -
Rack 4ml Cogl 51
Rack MTP 5 Coo 45
Rsck MTP 384 Coal 45
Rmck Deep Well 96 Coal =0
Fack Deep Well 384 Cool 0
g2 [HoE
1 « SCIEX DX SMPLR(Jasper LC A| 2 )
+ SIL-20ACXR(Shimadzu CL LC A|2|Z)
2 REMEH
Analyst MD 2T E Q|| 0f AFE X} QIE{H| O A OFLYA
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a5 20
3 T8 23
- MEY S s

6 ME = MHH
Rt
° _I‘?I_o:I

112! 7-20 Acquisition Method Editor - Autosampler & (Jasper LC A| A& E= Shimadzu
CLLC Al2[Zx)

B Columnn Oven  System Controller

ii SCIEX DX SMPLR

= AAGLEmpler Eamn rack settings 0 TS
-
Imjection settings Y
g o | Epecidy ra E
Sampling speed: 5| pS Needie E
=
15, straios 5
| Coaber temperatune 15| ¢
Sarriple Fack 1.5mL 108 viaks - 5 mm
rack:
r Rifise wettings -
Batare snd aRer sipiration Dip [Ingsction setting @
Rinse made: timeDs -
Control vial needie stroke: 22 mm

Pretrestment stan timing:

Pretreatment cwverlap time: Fivifs
Rirging spesd LT

Rirge valumne 5000

Futige fime 250| mim

®

Exécute samplér purge

A& A QE{TH| O] £ QLA Analyst MD 2 ZE g0
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12! 7-21 Acquisition Method Editor - Autosampler & (Jasper LC A|A & EE= Shimadzu
CLLC A2|x)

SRS Column Oven  System Controller

|
ii SCIEX DX SMPLR

Time Command Value Comment

i B S 1

Analyst MD 2T E Q|| 0f AFE X} QIE{H| O A OFLYA
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= gflol=

1 A2t

2 Gl

3 3

4 o 2

5 AztZ2H

112! 7-22 Acquisition Method Editor - Column Oven ®i(Jasper LC A|AE! EE=
Shimadzu CL LC A|2|ZX)

Isocratic Avtosampler EETRTTEED

ﬂ SCIEX DX OVEN

System

Controller

Column Oven

| Column Oven @
Owen temperature: @ 40

|® Temperature lirmit Maximumm} 160

*C +| Wait for temperature equilibration before run

c rHeat compensation-

weabioud sun) (o |

alve @ ":CJTCGr'Derthl:-n' ) AUTO — -
Valve L MNone Hong - Heat compensation fow: mLsmin
Ready check: on
TENERE
1 - SCIEX DX OVEN(Jasper LC A|A )
+ CTO-20AC(Shimadzu CL LC A|2[X)
2 Z8 2
3 RE2L: °C
4 =25 HehE|D]): _°C
5 He
TN TR
- HER QS S
6 TH| 2t= 2ol Y
7 hE!
o A MO 2= HEst Y|

AHE AL QTE{H[O] £ QHLY A
IVD-IDV-05-0536-KR-C
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o= gfloj2
8 2 2 A (Jasper LC A|AH))
- @R
NS
* Manual
« @ EA: mbL/min
9 AlZtZ23 3

13l 7-23 Acquisition Method Editor - System Controller & (Jasper LC A|AE! L=
Shimadzu CL LC A|2|ZX)

Lsocratic Autosampler ColumnOven SRR

L]
sasa SCIEXDXCNTRL(Z)

Execute BUtopurge before Bnalysis @ [Autopurge settings—\3 .
@ - ,
Power an Wait timne: 0 min -§
fe Isocraticl owe 0.0000 mL/min z
Event 2 _Execite aBer autopura
Event 3 Turn oven(s) on after autopurge
Beents Turn pumpls} on after autopurge
&= g0|=
1 Al A E-II d E E-I
2 . SCIEX DX CNTRL(Jasper LC A| A &)
+ CBM-20A(Shimadzu CL LC A|2| =)
3 =M T Xts Hot A
4 EEEEREE:
. HeH
. O|HIE 1
. O|HIE 2
. O|HIE 3
. O[HIE 4
Analyst MD 2T E Q|| 0f AFE X} QIE{H| O A OFLYA

116/171 IVD-IDV-05-0536-KR-C



Build Acquisition Method

g5 Hol=
5 s Yot 28
- og

1 &l 7-24 Acquisition Method Editor - Equilibrate M1 & A|(Jasper LC A|AHl)

Acquizition method

=M Acquisition Method
El-ﬁ' Mass Spec 0.000 ¢
. o-é% Period 0.000 n

i $+MRM

El,_l LC Systermn

FPump @

Step O [Equilibration] time [min] | 0.0n

12l 7-25 Acquisition Method Editor - Injection 41E A|(Jasper LC A|AH])

Acquigition method

=@ Acquisition Method
EI@ Mass Spec 0.000 r
. & Period 0000 n
8% L MRM

Ell LC System

Autozampler

AHE AL QTE{H[O] £ QFLY A
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Build Acquisition Method

o= 0|2
1 RLEMEH
o FUZHuL)

112! 7-26 Agilent Autosampler Properties %!

Agilent Autosampler Properties | Advanced Properties |

Inject Details @

Syringe Size (4): @ 100
Injection Yolume Ij.i}:@ 50
Draw Speed [ﬂfmin}:@ 200.0
Eject Speed [Lifmin}:® 2000

MNeedle Level (mm): @ 0.0

Wash Details

[] Enabled

Wash Location: |yyash vial
Wash Time (1 - 399 sec): |4
Wash Cycles (1 - 5): 1
Wash Vial Number: 1

Wash Rack Number: i

Temperature Control
[ Enabled @
Setpoint (4 - 40 C): 20
= gflo|2
1 o MF A
2 A1 27 ()
3 TR
4 =& &= (ul/min
5 HIZ & &= (ul/min
6 HE-= 2| (mm)
7 2 x4
- 243t
- HdET@ ~400)

Analyst MD 2 I E 2|/ 0f
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Build Acquisition Method
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L
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Al ZH1 ~ 999%)

UL
TES
UL
TES

° k"j&-! =

12! 7-27 LC Pump Gradient &

LC Pump Gradient | Limits | Limits {Advanced) | Micro Mode

Total Time
{mimn)

Flow Rate

{plimin) TE#1

TE#2

TE#3 TE #4

.00 @ 0 @

L Ll I ) e ey e

4

©)

(s

[ Remove Step ]

[Shuw Graph >> |

=
=

0%
o

2 0]

=

1 = o)

NETS

—

% (uL/min)

THA Z=t

THA ®M A

Al B WIDN

Jdef HEA|

AHE AL QTE{H[O] £ QHLY A
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12! 7-28 Limits &

| LC Pump Gradient | Limits | Limitg (Advanced) | Micro Mode

Parameters @

Minimum Pressure {psi): @

Maximum Pressure (psi):

Strokee Volume (pl): @

0.0
gv02.0
100.0
40.0
-1.0

@Maximum Pressure Ramp (psi/sec): 100.0
Maximum Flow Ramp {ml/min: . 250.0

0%
o

oI N|lOoOO|lO| BN

H
{= I (mI/min2)

Analyst MD 2 I E 2|/ 0f
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Build Acquisition Method

&l 7-29 Limits (Advanced) &

Parameters @

Left Cu:umpressibilrt:.r:@ 100.0

®ngl'rt Compressibility: 0.0
Left Dead Volume () @

Right Dead Volume () @

Left Stroke Volume {ud): @
Right Stroke Volume (pd):

LC Pump Gradient | Limits | Limits (Advanced) | Micro Mode

EENERE

—_
[
==
d
==

ro

At [ T

mof ro
=

| 28] rin| 2R

0z [ ME [ oo | Z2| Ht| 4>

M| IR

el o
=2

B f oo | B oot [ | pr | B | o rm

olo|~N|lo|la|lsr]lw|N
el ko

| IR

to
0o

12! 7-30 Micro Mode

LC Pump Gradient | Limits | Limits (Advanced) | Micro Mode |

Capillary Pump Mode:
Parameters
Primary Flow Rate {ul/min):

Flow Sensor Calibration Table Index:

AHE AL QTE{H[O] £ QHLY A
IVD-IDV-05-0536-KR-C
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o= 20| =
1 DMEEHZ 2E@DO|AE, 7[&)
2 Oj7H ==
« YX 7 (ul/min)
- R M 2 HO|E AP
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Build Quantitation Method

&l 8-1 Select Sample
Select Sample

Please select the representative sample to use.

@ Samples

S ample0]
S ample001
S ample0o]
S ample00
Sample00t

0%
Ja
=
ie)

(o230 B2 1N I ~NN IOV I BN\ G ]
=
|
0x
for
ro

AHE AL QTE{H[O] £ QFL) A
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Build Quantitation Method

12l 8-2 Components &

Components | Integration | Calibration |

@ Data Source: [F‘eﬂod 1/ Bept. 1 -

Intemal Standards

@ [7] Sum Muttiple lons

@ Mame Qi /a3 o
1
2
3
4 vl
Analytes
@ Hame Internal Standard a1/a3 —
1 210200/ 164,188
2 271300791148
3 600.400/195.039
4 635400/ 221,185
)
6
7
B -]
35 2f 0=
1 HIOJEf &
- 7| Hn/HEMS
2 Cts o2 &
3 TEEEEL
. oz
+ Q1/Q3
4 =4 =2
. 0|8
- YR EE 23
+ Q1/Q3

Analyst MD £ I E ¢ 0f
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Build Quantitation Method

112! 8-3 Integration &

. Components ._ Integration Caﬂ:ﬁbm .

< AN ek

() anaive: [mincaicol

g

@ Concentration Units:  ngs/mlL

cps  RT Window 30.000
ser Expected RT: 1.154

Min Peak Height: 0.000
Min Pealc Width: 0o

Calc. Conc. Units:  ng/mL @ Bkg. Start: | N/A @

3EC ®5mnuthing Width- |0 » | paints

e
Blkg. End: | M/A @

Jse Relative AT

Automatic - 124 1 @Nme Percent: 50 Base Sub Window: 1000 min
® Specty Parameters - MQ Il (13) pesk Splttng Factor: 2 =] 7] Report Lorgest Peak (1)
a5 g0l=
1 =8 =3
2 HE
3 Sk Y
4 A= S EHe
5 Hi & A&
6 HiE =
7 « XA O3 £0| _cps
. Fama = x
8 « RTHP _=
. O RT_Z
9 ChS7| 2. _ZEQIE
10 AL RT AFR
1 - XS -I1QAI
« O78 B X7 -MmQ il
12 R EYTEE)
13 o3 2 A=
14 P A =R R
15 Xjoza 2

AFERE QB H| O] & QFLA
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Build Quantitation Method

212l 8-4 Calibration &

L@unents | Irrte.-glatiun| Calibration |

[Nune @ T] fterate @
Regression Parameter

@ Are
Hei:ht @

Apply to all analytes @ rescinnamine
Fit:

[Unear T] @

Weighting:

oot

=
=

el
°

1

H
rin
Mo | AT 1]
nA| 1z
Mo
A
=2
1A
olo

N
Ar
1x

w
[ ] [ ] [ ] J_>||_
o o x ¢
>t Ofm oot
i=
>
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Build Quantitation Method
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Quantitation Wizard 0

112! 9-1 Create Quantitation Set - Select Samples

Create Quantitation Set - Select Samples x|
Select the data file and the desired sample(s) to add to the new quantitation sat. ®lﬂleqmlnnn Aganthm: IntelGuan
HAvalsble Data Fles: @ Avalsble Samples: @ _ Selected Samples: @

(wane]® (A O (remes |®

o= 2ol
1 M2z 2t MEO F7te Mol mdut 5= HES MEsiFUAl
Q.
2 s LueF
3 AHg 7bset Mol mY
4 A& ItsTtME
5 MEist ME
6 BE= oY =7t
7 250t
8 25 HA
9 2
10 Ch=
1 OF
12 = EN
Analyst MD £ Z E9|Of AME R} QIE{H O] 2 QHLYA]
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Quantitation Wizard

= 20l
13

EE

ne | me

12l 9-2 Create Quantitation Set - Select Settings & Query

Create Quantitation Set - Select Settings 8t Query

Settingsto Use: | Defaut

@ Defaul Guery
2 None @

Select Bxdsting:

@

LEB&E sedect the settings for the new regults fable and the defaull query (if any).

Create New Standard Cluery

Ol

(&) aver: (Accurmcy 15% -

@negratm Algorithen; InteliGuan

Execute Guery as Standard Guery @

o= o2

1 ME2 Z21HE 3 7|2 #2|ElLs= 49)0 Ciet @™ 2 MEis] A
INE=3

2 setLneE

3 AMES HAH

4 712 He|

5 e

6 7|& FHel ME
. 2

7 HEE BE Ho 2 A

8 MER EE #2844
+ O|&

9 52

AHE AL QTE{H[O] £ QFLYAf
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Quantitation Wizard

o= 20| =
10 Ch&
11 |:||-Jt|
12 = EN
13 c=Y

712l 9-3 Create Quantitation Set - Select Method

Create Quantitation Set - Select Method .

©

Specify which method will be usad for this quantitation sst, or create @ Integration Algorthen: InteliCuan
a new method now

@ @ (hoose Bdsting Method
Method: | PK Data_Mxqerf -

@ Create New Mathod
Method Mame:

@ Create “Automatic” Method o tabulate area for each available ion

:
S

I ) -

= g0l=
1 O] &3l MEO AtES W2 X -G AL X F MER HHS 445t
AMAl2.
2 S Lu2E
3 7|E i e
. 2y
4 Aj 2 e
. HiH 0|2
o d [=]
5 "R MH(Z ALE 7H5 3 0|R A BR LIEHY £ 9U8)
6 =z
Analyst MD 2T E )| 0f AFE A QIE{TH O] A QFLH A
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Quantitation Wizard

o= 20| =
7 Ch&
8 OFg
9 2
10 c=Y

12! 9-4 Create Quantitation Method - Select Representative Sample

Create Quantitation Method - Select Representative Sample

Select the sample to usa for building the guantitation method,

@ Integration Algorthm: InteliCuan

Samphe Name

NG
WA

Standard

Sample Type| réscnnamine

minoxidol Co

2 Triphe Quadii_bat | 5TD 1 Standard 1.000000 2.000000 2000000 =
3 Triple Quad\Wix_bat | STD 2 Standard 1.000000 4000000 4000000 .00
4 | Triple Quadwiic_tat | STD 2 Standard | 1,000000 | 4.000000 |4.000000 | 4.00
5 Triple Quadiic_bat | 5TD 3 Standard 1.000000 B.000000 B.000000 8.00
] Triphe Quadili_bat | 5TD 3 Standard 1.000000 E.0000O0D B.000000 B.00
T Triple Quad\i_bat | STD 4 Standard 1.000000 16.000000 | 16.000000 |[16.0
8 Triple Quadiic_bat | 5TD 4 Standard 1.000000 16000000 | 16.000000 | 156.0
] Tripke Quadilii:_bat | 5TD 5 Standard 1.000000 32.000000 |32.000000 |32.0
10 Triphe Quadiii_bat | 5STD 5 Standard 1.000000 32.000000 | 32000000 |32.0
11 Triple QuadWix_bat | STD & Standard 1.000000 G4.000000 | G4.000000 |64.0
12 Triple Quadiic_bat | 5TD & Standard 1.000000 64,000000 |64.000000 |6&4.0
13 Trioke Quadiiic bat | 5TD 7 Standard 1.000000 128 000000 | 128 000000 [128. ™
4 (L] 2
<Back || MNedt> Fin Cancel Help
= =
3= 2l0l=
1 e SE g0 A8 dE HH
2 sggaF
}o =
3 ol Ol &
it =
4 WS OlE
I O =&
5 HE RA
6 =
o
7 Ch2
8 Op
9 F A
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Quantitation Wizard

[=1;

20l

=2
0

ne | me

o
1

EE

112! 9-5 Create Quantitation Method - Define Peaks For MassSpec

Create Quantitation Method - Define Peaks For MassSpec |
(DF'Iease adjust the peak names and masses as necessary for perod 1, experiment 1, @ Integration Algorittem; InteliCuan
| Sum Muttiple Iung® @Ele'faut Smocthing Width: [U‘ T] points,
Intemal Standards ('5')
HName ai/a3 -
1
2 -
T ¥
Analytes @
Hame Internal Standard Q1 / Q3 -
1 210,200 /164,188 =
2 ‘2?'1 300 /91148
3 .EDQ. 400 / 195.0398
4 635400/ 221.185
g -
4 m b
| <Bak |[ Ned> | [ Fnsh || Cancd | [ Hep |
= gd0|=
1 T Al 7I711, 3% 10] ofe 012 0|53t B2 ZHAAIL.
2 s L&
3 CHs Ol = &
4 T
5 e 5E 27
. olz
+ Q1/Q3
6 =4 22
- O
. U EE S
+ Q1/Q3
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Quantitation Wizard

o= 20| =
7 g2
8 Ch=
9 s
10 2
1 c2Y

12! 9-6 Create Quantitation Method - Define Integration

(Create Quantitation Method - Define Integration =
G)Fll'ﬂde-gi'edpeak was not found automatically, you should select both a @Hegatmﬁ]gcrﬂf‘m: InteliCuan
background range and the peak of interest by making a salection in the graph and
clicking the comesponding button.
i] ﬂl ﬁl Ret. Time: 2.277 min RT Window: £l sec Acvancad @
B ccinnamine @ @
228
& 0e4
®5.nr_u--
2 4Des
E: 3 Ded
s
E  2Ded+
1.0
0.0 T - T .
08 10 18 20 28
@ Tirme, rmin
| <Back |[ Net> | [ Fnsh || Cancel | [ Hep
i glol=
1 Hot= 37t A5 2 HOMX|X| = 49, 48 Helet 2dOa 25
£ e =oj| M MEiSt D ST HES 2 2/5H0] A EfSOfF hL(Ct
2 s LNEE
3 HEAZE &
4 RT &9l _=
5 k=,
6 Z &= (cps)
7 AZHE)
8 F=z

AHE AL QTE{H[O] £ QFLYAf
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Quantitation Wizard

o= gfloj2
9 CH=
10 OpE
11 ok
12 c=Y

12l 9-7 Advanced L2t & Xf(Intelliquan Y 112|F MEH A])
Advanced ﬁ

Feak-Finding Parameters @
@ Automatic - 124 ]
(71 Specify Parameters - MO (11 @

@ 50.00

@ 1.00
(6) 2

@ Repart Largest Peak

Filtering Parameters

@ tinirum Peak Height; 0.00] Cps.
binimum Peak, 'width: 0.00 FECE.

Other Parameters @
@ Smoothing 'Width: points.

@ Concentration Urits: gl

@ |1z Relative Retention Time

k. ]@Eancel ]@Help ]

R 2flol=
1 3 27| ofof 4=
2 XS - 1QA I
3 o7 &= X178 - MQ Il
4 Oz RS
Analyst MD X E 9| 0f AFE X QIE{H| 0] A QHLYA]
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Quantitation Wizard

g= 2 0l=
5 JIEM B Y 8
6 o3 £a| oIk}
7 Af o2 20
8 Zel e opf B
9 Z|a O3 =0[: _cps
10 HA O3 = =
11 7| Ef DH7H =~
12 1SV = _mole
13 Sk EHe|: ng/mL
14 AN S5 e
15 S HFE AlZHALE
16 2+l
17 F
18 EEE
12l 9-8 Advanced Ci3} 4 XH(Classic €11 2|5 MEH A])
rAd'.ran-:Ed 2]
@Bunching Factor:
@Nuise Threshold: 76,35 Cps
@.ﬁ.rea Threshold: 381.76 cps

@ Murmber of Smooths;

|lze Relative Retention Time @

@ Concentration Units:  ngdml

@
W [ Eancﬁ [ Help

QO

= 20l=

1 K] QAR

AHE AL QTE{H[O] £ QFLY A
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Quantitation Wizard

o= g0|=
2 0| = UAZL: _cps
3 HA A4t cps
4 &7 ==
5 SO HEE A[ZHAE
6 Sk EHe|: ng/mL
7 H AR & T
8 2tol
9 7 &
10 T

112! 9-9 Create Quantitation Method - Specify Calibration

-

Create Quantitation Method - Specify Calibration ==
Pleass select your desired calibration options: @ Integration Algorithm: IntelliCuan
Fit:
anea' @ v]
Wesghtting: a
| MNore O - | terate @

Regression Parameter

@ Area
Hu_d'd

0%
Jo
=
°

Analyst MD £ X E<|0f AHE AL QTE{H| O] £ QFLYAf
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Quantitation Wizard
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Build Acquisition Batch
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12 10-1 Sample &

Mdhk&ad[aﬂambﬂa@

OE

Guantitation @
set: [E3E =/ [none *| [ Quick Guant |
ol e G ewse ()

—_— e as Template [m il lhhd-r:rdEdmrl

20,

1
@ sample Hame | Rack Code | Rack Position | Plate Code | Plate Position | Vial Position | Data Fite | Inj.Velume (1) |

o
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Build Acquisition Batch

= gflol=

10 . MEO[E
. W|IAC
- 2 QK]

. HIO|Y 94X
. glojgf o+

R {()

12 10-2 Sample & LE%F 22| O

Sample | Locations | Quantitation | Submit |

Select Method for Sample Set

@ Open...

Set: Import From

Remove Set

Add Samples Del Samples

Save As Batch

Save As a Template...

Hide/Show Column...

Save Column Settings...

Add Custom Column

SampleHameIRackC o F Delete Custom Colurmn

Fill Down

Autolncrement

Delete Samples

Other...

Select Autosampler

ation

"] [O.uick Quant ]

v | [Method Edior|

n| Vial Position| DataFile | Inj.Volume (ul) |

AHE AL QTE{H[O] £ QFLYAf
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Build Acquisition Batch

= gflol=
1 . g7
S PN E= PN
- HiX|Z2 XME
. HZzloz Xz

ofgf 2 xf<2 7|
s 7t

CERaR

7| Ef

AH
o

to
Hm
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12 10-3 Add Sample CH3} ARt

Add Sample

Sample name @

Frefis:

Datafie (2)

Prefix: Data
Sub Falder:
Mew zamples @
Mumnber: 1

Sample number;

Mumber of digits: 3

Set name:
&uto Increment: [

Browse

(&)

o e

Help

)
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140/171

AHE AL QTE{H| O] £ QFLYAf
IVD-IDV-05-0536-KR-C



Build Acquisition Batch
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121 10-4 Locations &

Locations | Quantitation | Submit

@Aumafﬂp'ﬁi | Agilent 1290 G42284, ~ | (’55 [ -
=
No Rack HNo Rack

= gd0l=
1 QEMERY
2 NE
3 o BlS
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Build Acquisition Batch

12! 10-5 Quantitation &

| Sample I Locations | Quartitation |Subm'rt|

Set (7

©)

|SETT

)

Quart Method:

none

Sample Name | Quant Type

Dilution Factor

WeightVolume

Set Name

1 Sample001 Unknown

1.000000

0.000000040

SET1

[e ==
o=

20l=

MNE

2 S|

e
fot

o| ok

[(f 1

ox| 0
MK

3 .

o
on
fot

Mo Ho
0%

Io

m oM 1x
o =

= O
om o

<o

12! 10-6 Submit &

Ewatch Cramer name

| O]

Submit Status

Acquisition method anone> for set <SET13> does not eadst|

Plaase salact sequistion methad for aach set and for aach sampls | 558 usas muliple methads!
Acguistion Methods do not use cument autosampler 410
Acoured samoles will be acpended 1o the sxisting DataFleisk DataSET1

(4)] Sample Hame | Rack Pasition | Plate Position

Wial Position

Acquisition Method | Quantitation

Data File

Set Name | Submit Status

1 Sample001 1 |1

'] mone

e

DataSET1

SETI [ et

0%

= 2ol=

1 HiX| 27Xt Ol &

2 M=

3 Mz SE
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Explore 11

12 1141 Select Sample

Flease select a data file and a corresponding sample: @

@ Data Files @ Samples
) DataSET1 wiff Semple00l |

Samplell2
Sampla003
Samplelnd
Sample005
Samplel0s

Browse... [ “erify Checksum ]
®

&= gfol=
1 ClOlE Ut oy MES ] FHAIL:
2 OOl & L
3 HE
4 AOtE 7|
5 HAA =9l
6 2+l
7 F A
Analyst MD == E 2| 0f AF2 X} OIE{TH O A QLA
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Explore

1l 11-2 Explore 0 &

Explore Window Script Help

Extract lons
Extract Wavelengths
Duplicate Data

3
b
k

Background subtract

‘Bt Centroid

Ab- Smooth..,

AP Gaussian Smooth...
17 Baseline Subtract...
f7 Threshold

|l Moise Filter...

Bt Add
Ak Subtract

B Overlay
& Sum Owerlays

:j_'ﬂ Background Subtract to File...
1# Spectral Arithmetic Wizard

Periodic Moize Filter...

Ctrl+K

il Show Spectrum 5

?‘EE Show Base Peak Chromatogram...

[{] Show File Information Ctrl+|
Tk Show ADC Data...

A Show Auxiliary Traces...

$¥ Show UV Detector Data...

AL Show DAD TWC

orT Show DAD Spectrum

Show List Data Ctrl+L
@ Show History

4= Show Previous Sample  Ctrl+Left Arrow
= Show MNext Sample Ctrl+Right Arrow

¥ Go To Sample...
—+# Show Fragment Interpretation Tool
Show Contour Plot

Show Scratch Pane

L2 Add Arrows

¥, Remove All Arrows
ﬁ' Home Graph

M Offset...

¢ Force Peak Labels

¥4 Cycle Overlays

B Link

X Remove Link
Expand
Mormalize

JE, Set Selection..,

+ Set Threshold..,

IMake Subset File...

2 Remove Mon Active Overlays

Library Search
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