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X 1-1 : Security Configuration Editor - Projects #7

-3 APl Instrument
-1 Defautt
-{_7] Example

Security Cenfiguration u
PFOIGGSS People | Remote Viewers

APl Instrument @

Root Path: C:M\Analyst Data*Projects' AP Instrument

Description: AP Instrument

View / Edit Access Rights

(s5) (&
[ Erint...k/i I Mare... \’f

EH NI

1 pA=DZ 2/l
- APIEE
s T4k
- Bl

2 BEE

3 JE—FE21—7
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RE NIV
4 APl ZE&
* JL—bk/XR:<drive>:\Analyst Data\Projects\API Instrument
- EREA:API%E
© TORRERORRwE
T 74 )Lk (Default FEIREF)
« JL—Fk/NR:<drive>:\Analyst Data\Projects\Defaults
« BRBA:TIAILE
© TORRERORTwE
{5l (Example iR EF)
+ JL—Fk/\R:<drive>:\Analyst Data\Projects\Example
< EREA:H
 TORRERORTwE
5 EN il
6 B0
7 *r—7—
8 FrotiL
9 EA
10 ~LT

A—HF—A28—T1—RHAE
IVD-IDV-05-0536-JA-C

Analyst MD Y7k 7
5172



X)) T1EBR

X 1-2 : Security Configuration Editor - People 27

| F‘rojectsl People | Remote ‘."lewers|

Person./Administrator @
R el (New Person...| Full Name:
il METADDSY, [ohn.smis
Delete Description:
3 Built4n account for administering the computer/domain
Rolefs) Selected ((5) Available Roles
Administrator Analyst
a Operatar
a End User
(& Reviewer
<< Agd a Supervizor
| Pt || Moe. | [ ok || Cancel Apply Help

= SR
1 TYRT—OR\EEE
Tk —o 8\ 1—H—4
2 AL E
HllBR
4 BE EEE
o JILAR—Ls:
o B O EaA—R KAV BEERONE7ZHIUR
5 ERL-EE
. EEE
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* Analyst

- HEF

« IVRa—H—
s QALEa7—

o R—/N—/\fH—

1-3 : Security Configuration Editor — Remote Viewers %7

Fomote Viwers

Awvailable @

Instrument @

Add... @ Mame:
@@ Domain:

Computer:

Location:

Description

A—H—A2H8—T—RH(F Analyst MD Y7k9z7
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& 1-4 : Security Configuration Editor — Remote Viewers 27

| F‘rojectsl People | Remote ‘."lewersl Roles |Semrrt3r|

finalyst

Rales: @ e Role @
.t"-..:lrnini:z:trah:-r Description:  System Administrator

Access to Analyst:

a Operator Delete
al End User @

a 14 Reviewer

a Supervizor

People with this Role: @

ﬂ.-’-‘-.MEEIN L-8JR 4P 24 administrator
2 METADDS! jonn smim

w(/ Acquisition Method
‘/ Analyst Application
\f Audit Trail Manager
[ Batch

w(( Compound Database
\f Explare

s/ ExpressView

yr” Hardware Canfiguration
- Guantitation

s/ Report Template Editor
yr” Sample Gueue

b’ Securty Corfig

s/ Tune

w(/ View Status

Disable @

HH R

1 &&

2 &E
- EHEE
* Analyst

- HEF

s IVRaI—¥H—
s QALEa7—

o R—/N\—/\fH—

3 HRRE
4 HIBR
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EE21t

Report Template Editor
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REDRT
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COZRENEESEE
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[ 1-5 : Security Configuration Editor - Security 27

| F‘rojectsl People | Remate ‘."lewersl Roles | Security |

Security Mode @

) Single User Mode ) Mixed Mode
Integrated Wode:

Acquisition Accourt @
i@ Client Account

() Special Acquisition Administrator Account Set Acquistion Account

| Pt || Hde | [

OK

| [ cancel

Apply Help

HH SR)L

1 X2 Tq

2 t¥a)T4E—F

3 BEAT AU
© DSAT7NT AU
- HAAEREEETNY
REATNYOBE
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[ 1-6 : Security Configuration Editor - Security 47 GE&E—F&{RE)
Security Conbaurates ==
| | Projects | Peaple | Remate Viewers | Roles | Secury

Security Mode '
©) Single UserMode @ il Hoiel (1)
| © itegrated Mode

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

SmLoddMnLWGJ@

[] Sereen Lock Wait: [1g mirtes
[] Auto Logout vat [0 riirbes
[ Bt | [ e [ok J[ concel |[ ooy |[ Heo |

EB [~
1 BEE—F
2 |BEERAYYBEAI TR
- EERAYY
- BEIOITOR
. R &
- FHE_R
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& 1-7 : Analyst application is locked #4704

Analyst application is locked

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

Only current uger, supervizor or an adminigtratar can
unlock or cloze thiz application.

@ Ilzer; uEEr

B ® G

[ unwock | | wosout | [T HELP |
EHE NI
1 Analyst 77— 3> DFERFTHY. BvISNTHET,
2 SOT7TVr—2avE BEDI—H— R—/I—N\(H¥— EEEDHO
IR BACAIEMTEET,
3 ERE
4 INATT—FR
5 By fRkR
6 Ay 7ok
7 ~ILT
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X 1-8 : EEAEHYR— v —

I Budit Trad Manager =NEEE
D oo Tat Audit Trall Dota ()
E :fc:n"r::ic Fenscle The Analyst solware groups sudited events by instnament. by project. and by quantitation inta sudi trails, which are fles that store records of the
audited gvenis.
Instrument Audit Tradl (2 )
There is one Instrsmant Audit Trail for each Bcquisition station. It records Soatons of replacements o the mass calbration tatés of rescltion
tabda and it records entries info the Instrament Martenance Log.
Project Audit Trail (1)
Each project has a Project Audit Trai, which records evants for project, data, mathod, Batch, tuning, report Eamplate, and quantitation files,
a5 well a5 module ing and closing and printing events
mmmumlgq
There is one Quantitation Acdit Trad for every Resulis Table. It records the quantitation method and paramaters a5 well as sample and peak
ey
Adminlstretor Console Audit Trall (6 )
Each Administrator Console senes has a comesponding Audit Trad. ¥ithe Anabyst software is connected o a sener, this audd trad becomes
waibie It records secunty Setbmg changes such &b SdnGIEMOING ULers.
» T view the lnstrument Audit Trail, chck Instrument
+ Taview 3 Project Audit Trail, expand Projects and chick the project you want
+ Toview a Quantitation Audit Trasl, expand Results Tables, sxpand the approgeiate project and then click the Results Table you want,
= Taview the Administrator Console Audit Tral, chck Administrator Console.
« Toview an archived audit trail, expand Archive Files, then expand the sppropriate project and click the archived audit trai you want 1o viaw.
HH IR
1 EAETUT—4
+ MS%E&
« Azt
* Results Table
- EEEIDY—IL
s F—hATI74IL
2 BB T—42
Analyst Vb7 Tld. EEFHANVIEER . TOP VM. €=
AICEEEIBANET L—TIESNET BEEIMEIL EEEFAHARULD
SERMNRESNZTI7AILTT,
3 EEEEAH
HEEERMMEBERT—a0 T8I DEELET COEERIEHIC
. BERERFLIEDBERADIVN)—DEM.HIBRALERSNDIF
M EBEATFOAATADIVMN)—HRBERINTET,
4 TP HREEE
BERMMETODIORI LIS DHFEELES . COBEERHICIE. TASY
e T—2 AYYR NV F Fa—=2F  LR—bToTL—b BEET7AIL
BEICEATHARNUIDREBFSNDIEZH. ED2—ILDREE. T F =L
RlARUbEERFRSNET,
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EEEBIIIE Results Table &2 1 DBFHELET EBIICIZTERIE
AYYRENRTGA—R LY TILEE—DIZEAT BIEHRMNEREINE
ElR

EEEIY—ILEEILH

EEEA—IY—N—ITF TN TNZETHERIMMMN 1 DEFEELE
9, Analyst VIR 7 Y —N—IZHEESNTLSIEE . EBIMMOANE
MNERIREINFET, COEFMICE, 21— —DEMOHEIREN ST EFa
DT BROEREMNEHINET,

- RERAMBERTIDICE.FEZIIVILET,
o JOCOMERMERRT AICE. TOCz O ERAL. EOTRD
IOREDIVILET,

« EEEBIIMERTFTAIZIL. Results Table ZEEAL. %4350
I+EREL T, TR D Results Table 1)y LET,

- BEERFIVY-IIERIMBMERTTHICIE. EBEZHIVY—ILED)YD
LET,

s T—hATSN=EEIEMERTTBICIE. T—hA4T 77/ ILEERIL.
ZUTAHTOCIIONEERRLT. RRLIEEWT—hATFAREREI)YD
LET,
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B 1-9 : Audit Trail Manager - Instrument - History 27

() Susd Tral Datas History I o I Pk Lo ]
-5 nsbrument
i :ﬂ:’rtuz-:ts n ! @
1 g ::;r:'.t:l;:::::;Consl:lg “fee Pravisng M@ M@
2l Archece Files “mn-.@ e hpuhk@ S0TOLOE 24310 PU
e ama: (8] P Wamtar of Reords: (1) 0 Tatal
u Bcoed & ®w ®H.HLH.EE @M ®m @W L M@
a wiTosON 21T | E T
e ﬁ?mll'lﬁﬂ — Swousity Wik, User menomintelly gged ot Mo
M ﬂ’mtliﬂ ke Canfguistien Hik m’.ﬁu—fm L™
HATOLEY T 1i 88 e
7 = wer Seamty WA . o
& ﬂ’m‘““ kbt Sty Hih, mw_ M
. :::""‘“"“'2 it — Hioh, U il S 1 e
N ?:*MN!MH e Searity WA s moomshlly ligged ot Mo
1700 18484 e e
3 w4 e Conbgueniion Hik Eresied i ¢ s o o
HATHLE 184 it e
2 = - Confgunstion Hik Ewumu L]
; 08 115138 | s ey | han i sttty logget i | (M
[=% Prgvigen) [ = ] LEgRich]
®H IRV
1 & &
2 Settings
3 AVTFoRAY
4 B~
5 R~
6 5
7 EEBETIAMORNR APIEE
8 774 JL4 : <drive>:\Analyst Data\Projects\API Instrument\Project
Information\Instrument.atd
9 LR—KMERH
10 La—F#:- &85 _H
11 AL 8%
12 B T &%
13 a1—H—4
14 A—H—DITIILAH—L
15 EDa—)L
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®E NI
16 EEDEH
17 ZEEICDOLNTDEHRHA
18 BEFEA
19 2 FE

X 1-10 : Audit Trail Manager - Instrument - Settings 47

=] Audit Trail Data

.. Instrument
-7 Projects
-l Results Tables

B8 Administrator Console

1)
Higtary Settings | Maintenance Log

Awailable Audit Maps @

Audit tap

& Default Audit Map

&3 Full Audit Map

&3 Mo Audit Map

a Quant Only Audit kMap
&3 Silent Audit Map

Modified

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

Audit M ap Description @
Default Audit Map

l

@ Edit...

][®

Apply ] [ Help ]

RH IRV
1 Settings

A—HF—A28—T1—RHAE
IVD-IDV-05-0536-JA-C
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HAE NIV
2 FIATTRELGEE YYD
- BEEvIYT
« TIALIDEETYT
+ Full Audit Map (ZILEE< YY)
+ No Audit Map (B8&E~<vT7%L)
* Quant Only Audit Map
« Silent Audit Map (Y AL REET YY)
. BEEH
3 BEETYIDiRHA
 TIALMDEETYT
4 mE
5 A
6 ~IVT

Analyst MD Y7k 7
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1-11 : Audit Trail Manager - Instrument - Maintenance Log #7

P T e ey
-8 Projects Q)
(5 @l Results Tables
- H@ Administrator Console
@l Archive Files
RH NI
1 AvTFoREY
2 BEAVTFUAQY ANI+—L
ZD7H—LIZIFEBDAVTFURIZEATHEREAALTLEZELD, BT
L7=5 Submit RAVZEIRL T, COLR—rEEBEEMMIICREFLET.
LAR—FDOLE 21— EIRIIE. View/Audit Trail Manager/Audit Trail Data/
Instrument History Z#iR9 5 ETLVDTHRIEETY
A—Y—AA—TT—ZHAE Analyst MD Y7+ x7
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"B FR)L
3 FIATTRELGEE YYD
. ETE
o ATFTUREETT HHH
« BEREDEH:FL/UWZ
- BESBEOEH:FLWNZ
 EBI7F—LIITOEH: I/ LWZ
o N—3ay
o ERGRDAM: (XL LIMNVE
. EBAYURK
o AUTFURNET [FL WA
o OAVE
4 Submit

E112: FadzHk

=1+ Audit Trail Data

Eﬂ Instrument
@q{E

=5] APIInstrument

=5] Default
..... Example
[—]ﬁﬂ Results Tables
m APIInstrument

i) Default

B Administrator Console
@l Archive Files

Projects @

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

o Toview the Project Audit Trail, click the History tab.
o To apply a new audit map, click the Settings tab.

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:

—_—

HH IR
1 JaovzHk
« APIEE
s TIHILE

- I

Analyst MD Y7k 7
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‘R IR)L
2 Jaozok

TP OMMERIENSE BBV T (TOTATREDEETYITEED)
AT IANNTOS I EIE—ENET, R TACIIMTIE, 7OT147
KEDEETYITEBIELREY, HILLWIYTEEALEYTEET,

« TODOMEREMICHLTEEZTIIICE, TOCI I RRL, B
DT INEDIIILET . LT ROVWT M EERTLET,

o TOPIHMEERMMERTIT BIZIE, History 3TEHUvHLET,
o HFREETYIEEART HICIL, Settings #TE0)vILET,

1-13 : Results Table

=] Audit Trail Data
{E Instrument

=)

APIInstrument Results Tables @
: Default : : : : o : :
Examule When a Results Table is created, the active audit map in the project is saved in the Results Table file for use with the
@ @Il Quantitation Audit Trail. Additional changes to the Results Table are audited based on that audit map.
) APIInst t : . L : . :
% Defa:;rumen » Toview a Quantitation Audit Trail, expand Results Tables, expand the appropriate project and then click the Results
m Example Table you want to view. Do one of the following:
B Administrator Console o To view the Quantitation Audit Trail, click the History tab.
gl Archive Files o To view the audit map used with this Quantitation Audit Trail, click the Settings tab.
HH Pia %
1 Results Table

« APIEE

s TIAILE
. {5l
A—HF—AB—Tx—RAHAF Analyst MD Y2+ 7
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HE IR)L
2 Results Table

Results Table AMER SN B E, TP IFRD T IT14TIREED Results
Table N (E=DEEIIMICEHRTESHLS)Results Table 77/ LIZHRES
NFF, Results Table ~DEMMLERIL, ZOEETYTIZEDINTE
BEINFET,

. TEEZIWERTTBIZIL. Results Table ZERL. %35 700T
J+ERELT. ®RL1=L) Results Table 29w LET, XOLVFThh
DREZEITVET,

s EEEERIMERTTDIZIL, History #T7%59)vILET,
s COEEERIEMICAWEERTYTIERTI SHIZIL, Settings 4T%
2)99LES,

114 : EEEZEIVY—IL

=22} Audit Trail Data =
- History | Setlings
-BR Instrument

-7 Projects

- APIInstrument .
_ Default [== Previous] [Mext >> ] [Search]

EF] Example @

@II Results Tables Audit Trail For: Administrator Console Server Report Date: 2017/05/09 4:44:24 PM
: m APIInstrument

File Name: @Mminishatn( Console Audit Map.cam Number of Records: 0 Total
I (3% Example
@{E Administrator Console —RE;':":' —Da_lfﬁn‘:"d hﬂ:ﬁ; —F'ﬂLrU::r Module CRJ—E:D‘: D:ﬁ—r::' iEDn ESig  History
"l Archive Files = — — =S —
[=< Previous] [Mext=>=] Search]
BH IR

1 EBEIY—IL

2 BRI R EEBEIY—ILY—/N—

3 774 JL4 : Administrator Console Audit Map.cam

Analyst MD Y7k 7

A—HF—A28—T1—RHAE
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B 115: F—h4TI774M)L

=5 Audit Trail Data

----- A instrument

—@ Projects . .
APIInstrument Archive Files @
[ Default _ _ : - - |
Example Audit records accumulate in the Project Audit Trail and Instrument Audit Trail and can create large files that are difficult to

navigate and manage.
—--@I] Results Tables S 9

[ APlInstrument

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
[ Bxample of audit trail and the date and time. For example, a file named PAT-Archive-200012311923.ata, is a Project Audit Trail Data

- 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.

HE R
1 T—hA4T 274

TV NERIMEEBRERIMICIIET LRI ERINS O, 774
IWHBAREIZKREGY, 77 ERCEENEB LG HRRENHYFET

HEEEMBFEIEITODIIIEEIHOLI—FEA 1000 HIZZELE
121X Z7AIDBT—HA4TENEBISOVTOEMEHE T, RELO—F
MEMENET , HULVTEELH A B BRI Project Information 74 /LA
[CRTESh, EEIEHOSATEBMN /BZICEDNTREIMNFITONAE
9, F=&AIE. T7AILIZTPAT-Archive-200012311923.ata | D B BIH T TS
h=158. C0Ta O ERIHT—42774)LIL 2000 £ 12 A 31 HD
723 PMIZT7—hATEINCEEBKRLET , T D&, Fi-GEEEETIH
FETOD O MEERMARIBLET . FIRERIEHORNDOLI—FRIC
X, 7—HATEN-EBAHDNRNRINET,

A—HF—AB—Tx—RAHAF Analyst MD Y2+ 7
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& 2-1 : Hardware Configuration Editor

Hardware Configuration Editor

Hardware Profiles: @

=

@[ Mew Prafile... ]

(B[ EditProfie..

é‘) Delete Profile
é) Activate Profil
@[.ﬁ.vailable Devices... |
@[ Close |
[ Help ]

‘H

NI

N—Rz77aJrAIL

I\ TOI7740)L

TO77MILDRE

ZO774 )LD EI

TOI77AINDTOT474(TAT7AILDIET I T14T1k)

Available Devices #4704

FL%

O|IN|OoOO|lO| BN

~)LT

Analyst MD Y7k 7
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& 2-2 : iR/ N—FH9z77a77/ILDER

Create Mew Hardware Profile

Prafile Mame:

Devices in current profile: @

@ Add Device...

©

OF.

®

HE SR)L

JO774IL%

BEODTOTI7AILIZEENDE

B

ZEEDEM

N[Ol A~ WOIDN

A—HY—AU8—Tx—RHME
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[ 2-3 : Available Devices #4704

Available Devices

Device Type: @

bdass Spectrometer

hass Spectrometer

Fump

Autosampler
Column Chven

Yalve

Detector

A0 Converer
Integrated Sywstem
software Application

®

O

o [

K.

Cancel

)

=

Column Oven

AV %)

Rz

A/D av/N—4—
HELAT L
YINIIT T I )r—ay

3 +—r—

Analyst MD Y7+ 7
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‘R NIV
4 FyotiL

B 2-4 : Available Devices #4704 - i85 AT LIBRIRE:

Available Devices b 4
Device Type:
Integrated System '
Devices:

|ntegrated System ExionlLC 2.0 Contraller
|ntegrated System Sciex LC Contraller @
|ntegrated Syztem Shimadzu LT Caontraller
|ntegrated System Shimadzu LC-40 Contraller
|ntegrated System Shimadzu LC-20,/30 Controller

Cancel

= NI

1 TEE

L AT L ExionLC 2.0 av+A—5
AT L Sciex LCavkO—3
AT L Shimadzu LC a>kA—5

L AT L Shimadzu LC-40 2> kA—35

L AT L\ Shimadzu LC-20 30 axkO—5

\'l

Pa
=]
P
(=]
PAS
[=]
Pa
(=]
Pa
(=]

A—HF—AB—Tx—RAHAF Analyst MD Y2+ 7
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B 2-5 : SCIEX LC Configuration #4704
SCIEX LC configuration

Devices inuse

Advanced. .. @
@ Enable Aux Trace Monitoring | Configure [ : ]'

Purnp : LC-204D LC-204D0
AutaSampler : SIL-2040:=H
Colurnn Qven : CTO-2040
Contraller : CBM-204

Cancel @

EHE SN)L

1 IAIVTRA

A Al

slERE

354

MWL —REREH ML

ERAPOEE

N|OoO|lOoa| A~ WIDN

o RT
o A—rHUT5—
¢ Column Oven

s avkA—3

8 +—r—

9 FyotL

Analyst MD Y7k 7
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& 2-6 : Advanced Settings

Advanced Settings

®

®

Simulation Mode [

Status poling intervallms] 3000

b are

@ Ok ] [ Cancel @

EHH 8L

1 KEER—1) > EIFE (ms)

\'l
n

alb—iavE—F

Al Bl WOWIDN
S|
=
=]

B 2-7 : Config Ul #1704

ConfigliDulag

A—HF—A28—T1—RHAE
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"B

IRV

KERMT

BEIHERL

AZVbEERLT. HFAZVMDIEBRERELES .

Al WIDN

s VATLOvMA—F
s NAFY=JZTzok
s A—FHUT5—

+ Column Oven

« ATL3av

+—r—

Tyl

Analyst MD Y7k 7
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& 2-8 : Config Ul #4704

f ConfigUIDialog P -~ i ﬁ

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

ExionLC

®SEIE:t the unit, and edi Sciex Diagnostic Jasper
Shimadzu Mexera/Prominence LT

@ System Controller
' ""@ Isocratic
" @ Autosampler

@ Column Oven

PDA Detector
' @ Option...

@)

OK Cancel

HB SR)L
1 HEBEA(T
* ExionLC

+ Sciex Diagnostic Jasper

* Shimadzu Nexera/Prominence LC

EEE354

AZVbEERL T 1=V DIERERELE Y

AT LavE—5

Al | WIDN

FAVIZTav7 (FENAF )T 5D Uh)

A—HF—A28—T1—RHAE
IVD-IDV-05-0536-JA-C
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RE IR
6 A—bgoT5—
7 Column Oven
8 PDA & i %5
9 T3y
10 *——
1 Frot

B 2-9 : Auto Configuration #4704

P ™y
e =

@ Auto Config @
Cfline @

IPaddress:@ 5 4 o« OK

Cancel

HHE IR
1 BENERL
2 754>
3 IP7RLR

Analyst MD Y7+ 7
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IEH IR)L
4 *F—4—
5 Al

2-10 : System Controller Configuration #4704

-
Systermn Controller Configuration ‘ M

Modek: @ SCIEX DX CNTR

Senal number @ RO version @

Uniit 10: @

System |1|::-:+rr:::-|1® Relays: @

Turn off relaye an error @ Relay 1: Start -
| Fire start relay on @ All runs - Relay & @ Start -
System PMax: AUTO - Relay 3: @ Start -

56.0 ! Start

HHE NI
1 ETI
+ SCIEX DX CNTRL (Jasper ¥ RT L f& FRF)
+ CBM-20A(Shimadzu CL ')—XH)
« OrbkA—5 (ExionLC AC FEf=I& ExionLC AD A)

)T INES

a=vykID

ROM /A\—3Y

VAT LRE
IS—REBICUL—ZFTICUVEZ
RBA—RMJL—D A K

. B

+ TRTORFA

- EADH

N|o|loa|l B~ W|IDN

A—H—A2H8—T—RH(F Analyst MD Y7k9z7
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RHE IRV

8 2 AT Ls P.Max
s X7
. B
. FE

D &) A B BE

_Mpa(¥RT L PMax CHEFEFEOLWITNAANRIRSAI-BEIC

9 Jr—

10 Jr—1
B
- FLb
. I%—

11 JL—2

12 JL—3

13 JL—4

14 +—tr—

15 Tyt

Analyst MD Y7k 7
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B 2-11 : XA F)—=5 5V MER

ype:

Pumip A

Model: @
Serial number: @

Unit ID: @

- Solenaid .al.e-@

guration ﬁ

Binar\t/ Gradient Canfi

LC-204DXR Part: @ A
L20905250006 ROM version: 5.00

Serial number:

None v
9,
2

Unit ID:
@ System check settings..
OK @[ar'u:&l
== IR
1 1%
« NAFY=JSSTUb
2 KT A
3 "7 B
4 ETIL
+ SCIEX DX PUMP (Jasper AT L{FEFHEF)
+ LC-20ADXR(Shimadzu CL +')—XH)
« AC R TF&ET-I% AD R 7 (ExionLC AC E1=I& ExionLC AD A)
5 )T IVES
6 a=vykID

A—HY—AU8—Tx—RHME
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®E NI

7 R—k
+ A(Pump A 27 &R E)
+ B(Pump B %27 &REs)

8 ROM /A—23>

9 JL/ARINILT

10 7L

1" )T IVEE

12 a=vkID

13 AT LFIVIERE

14 *T—ir—

15 FrotL

X 2-12 : Isocratic Configuration ¥ 4704

-
Isocratic Configuration

Serial number: @
Unit ID:

Type: @ Isocratic
Model: @ SCIEX DX PUMP Port: @ A

ROM version: @ 500

=)

Sefial number:

Unit 10:

Mone -

e System check settings..

oK Cancel

Analyst MD Y7+ 7
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"B IRV
1 e

© TAVIZTAVYI

2 ETIL

+ SCIEX DX PUMP (Jasper & AT L {3 FAR)
+ LC-20ADXR(Shimadzu CL ¥')—XH)

o AC R TFZEt=1% AD R 7 (ExionLC AC Z7=I% ExionLC AD A)

3 R—k
« A

T IVES

ROM /\—3>

a=vykID

N|o|loa| s~

YL/ARINILT
« gL

s VIT7ILES
+ 21=vkID

8 AT LFIVIETE

9 +—ir—

10 vl

B 2-13 : Pump - System Check Settings ¥ /7 0%

( Pump - System Check Settings I. = | Li:?- )

Total delivered volume LER: @ 30 L

QNN O, ®

Ok Cancel Help
RE NIV
1 B E L&R:_L
2 T4k

A—HF—A28—T1—RHAE
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HH IR)L
*—r—
4 FrotL
5 ~)LT

X 2-14 : Autosampler OERL

(oo L e

Model: @

ISCIEX DX SMPLR

Rinse pump option

Injection trigger: @

Max imjection volume

serial number: @ BOM version @ Uit ID: @

®
®

MNeedle stroke settings..

System check settings-. @

DK

Carccl®

"B

IRV

ETIL
SCIEX DX SMPLR (Jasper & AT L {H )
SIL-20ACXR (Shimadzu CL 21J—XH)

AC A—hH > TF5—F =& AD A—k > F5—(ExionLC AC E1=IE
ExionLC AD F)

)T IVES

ROM /N\—3>

a=—vykID

YRR TA T3 (ExionLC AD SR T LTIEFERATEEEA)

|||l W]IDN

FEARA—
. Ef7

1A

SFEARAT EETEA (AD A—h 2T 5—5H ExionLCAD ¥ R T AIZEAE
NTWSIBAICDAHERTTAE
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HAE IR
7 RRXEAZE:_pL
8 Z—FILRFE—VERTE
9 VAT LFIVIRE
10 *—ir—
11 FrotL

& 2-15 : Column Oven Configuration #4704

Cnlurm Chven Conﬁgur_ l_g

Model: @ SCIEX DX OVEN| Part: @

serial number: @ ROM version: @ 5.00
Limit [D: @

2/6-positionvalve Lt @ MNone ud
2/6-position valve R: MNone -

Serial number: @ Unmit ID

Use column settings @
D)

@
oK Cancel @

HE SN)L
1 ETIL

+ SCIEX DX #—7J> (Jasper ¥ AT L fE )
« CTO-30A(Shimadzu CL +')—XH)
* AC Column Oven E£7=IZ AD Column Oven (ExionLC AC F7=[%

ExionLC A X TLHA)
2 T ILVES
3 a=vkID
4 HR—p
5 ROM /N\—3>
6 NILD
A—H—A2H8—T—RH(F Analyst MD Y7k9z7
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HAE R)L
7 2/6 R avNLT L
. L
8 2/6 R av /N LT R
. 7L
9 YT INES
10 a=vhkID
11 HILEREEER
12 Settings
13 DRTLFIVIEFE
14 *r—r—
15 Frotil

& 2-16 : UV Detector Configuration 54704’

UV Detector Ccnﬁguratim- Iiléj

Moder: (1) UV Detector rort: (5) N

Serial number: @ ROM versiom: @ 2,03
Unit I @

Use recycle valve @ System check settings..
e OK Cancel :
EH NI
1 ETIL

+ PDA #H 28 (ExionLC AC R TLHA)
o UV & H 28 (ExionLC AD AT LHA)

2 T ILVES
3 a=vwhkID
4 Y AL\ LT ZEFEA (ExionLC AD X T L)
5 R—k (ExionLC AD AT LA)
Analyst MD Y7k x7 A—HF—AB—Tx—RAHAF
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EHE IR
6 ROM /\—23>
7 DRTLFIVIHRE
8 *—ir—
9 FrotiL

B 217 : 773>

-

Cption o
s

B
Fast LC @
Pressure unit: @ MPa -

RE N
1 RoTOBRBE—R
© TAVISITAVIRE
s NAFV=T5DzUk
2 =& LC
3 EHEA
+ Kgflcm2
* psi
* MPa
* bar
4 *T—r—
5 Froti

A—HF—A28—T1—RHAE
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B 2-18 : $§i& > AT L Shimadzu LC oy rO—S5%EALT- Shimadzu LC & X T LR

Shimadzu HPLC System Configuration

:‘DSystem Contraller: | CEM-208, e

Pt

O/

Configure...
Purmps @ Cancel
Pump 4. LC-2040 e Configure. ..
Pump B: LC-20&0 w Configure... @ Help
Pump C: hione w Configure. ..
Purnp D: none o Configure. ..
Detectors @
Detector A none w Configure...
Detectar B: HOmE ~ Caonfigure...
Autozampler: @ SIL-204C4R o Configure. ..
Qwven: @ CTO-204C - Configure. ..
Sul:u:-:untru:uller: hiare ~ Configure...
FDA DEtECthi@ HioE Canfigure... @ Commert
Yersion: 6.5.2.3
@ SHIMADZU Solutions Science
HH Pia %
1 AT LavkA—5
2 Ko7
« BR
3 Bz
« 1Bk
4 F—hT5—
« B

Analyst MD Y7k 7
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HE IR)L

5 F—Jv
. R

6 HJavko—3
. R

7 PDA 35
. B

8 ¥R

9 I—45—

10 FyotiL

11 ~)LT

12 AR

B 2-19 : (Shimadzu) CBM-20A Configuration ¥/ 704

CBM-20A Configuration

Switches

..................................... ®

Sound Alarm on Error

[ ] Tum Off Belays on Emor
Autozero Detector 4

Autozero Detector B

Fielays @

Felay1: Start o
Relay 2 Event A
Relap 3: Event w
Relay 4: Ewvent o
External Start. | All Buns -

ey

Comrnunications @

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

@ AutoConfig Test @

l Freszure Units: pi w

[ ] Fun triggered by external device @
[ ] LoopsHoald Command Enmpatil:ule

@Enntrul Mode:

LB S Bamipei
System P kas: @

Marrnal e

i -

(3

Cancel Help

A—HF—A28—T1—RHAE
IVD-IDV-05-0536-JA-C

Analyst MD Y7k 7
43/172



N—FOTT7HER

"B

IRV

RAYF

© VATLRHE

© IT—HICAIET o—LZE{FE
IS—RERICIL—EFTITHVER
BmHFZAZBEBEAL
BREBZEHEAL

B
o DYTILER—k
« TCP/IP
« R—bk

i

BEIERL

TAE

I)l/_
« YL—1~yL—4
- B
- &1
. IS5
. ARUP
. TR
g
. FRTOES
- IN

[£ 51 Bi45 (psi. Kgf/em?2, MPa, bar)

NEREBE(CL>TR) A —Sh=-F£1T

IL—TIFR—IILRa<T U REifR

aAVbO—I)LE—K(E# & LC)

10

LC-30 V) —XEi

11

2 AT L P.Max

Analyst MD Y7k 7
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®E NI
12 *r—ir—
13 FyotL
14 ~IVT

B 2-20 : Option ¥470O%

Option @ 7 >
©)

Pump operation mode: Binary gradient @ -
|socratic flow
Fast LC @ oerte oy
Bimary gradient
Pressure unit: @ Low pressure gradient

oK @ Cancel

HH IN)L

1 ArTay
ROTOREE—F
=R LC
EHEM
o NAFY=TZ5Dzk
© TAVISITAVIRE
s NAF)=TFTzUb
- BEISVIVE

Al WIDN

6 F—4—
7 TyotL

[ 2-21 : (Shimadzu) Pump Configuration #4704

Pump Configuration @

Solenoid Y alve: [ nomne @

Degazzer [ hone @
k. @ Cancel @ Help @

A—HF—AB—Tx—RAHAF Analyst MD Y2+ 7
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®E NI
1 YL /ARINLT (H7L)
2 THYY(EL)
3 r—ir—
4 FyotiL
5 ~LT

B 2-22 : (Shimadzu) Autosampler Configuration #4704

Sample Loop Size:

[] 5kip sequence line i

MTF Sample Order

Autosampler Configuration @

Sample Cooler Installed @

v ul

fvial iz mizzing. @
O,

@T
=
(1]

—_—

b 5

[ Rack Changer Insta

hardiare]

[T Riree Pump Installed. @

[T Supparts Pretreatment = @

[* Reguires Pretreatment option o be installed in

Cr® (e [

lled @

HH

NI

—

ST —TH LXK uL

INTILREBBEIZO—H VU RSAVERTYTT 5,

YT —F—NEFIN TS

MTP 4> 7L DIER

SYHFIL SN —HEEENTNS

YO AR TMNEFINTLNS

BITALIER | 2 s *

(*N—FOI7ICHINEA T E2BATINEDHY)

Ol Nl BN

*—4r—
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‘R NIV
10 FyotiL
11 ~)LT

2-23 : (Shimadzu) Oven Configuration 547 A%

Owven Configuration

Walves @

=

Left: [ hone

)

Right: [ hohe

)

i O e O e O,

®H

NIV

NI
- kK
T

+—ir—

Al

~)LT

A—HY—AU8—Tx—RHME
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B 2-24 : (Shima

dzu) Pumps 47

Pumps |.Pu.rtusamp|er | Cven | Cortroller | Time F‘mglam|
Pumping Mode: [Isnc:atic Flow "] @
@I:Dnstant: () Pressure @ Flow Corfigured Pumps
Purmp & Flaw: (0.0000 mL/min
Pump A LC-20AD
Pump B Flow: (0.0000 mL/min
Pump B: LC-208D
Pump C:  none
Pump O none
Pressure Limits (Fump A)
@ Minimum: 0 psi
Madmum: 1451 psi
Pressure Limits (Fump B)
Minimum: 0 psi
Masimum: 1451 pi
EHE NI
1 RoEVTE—F
o TAVITTAVIRE
s NAF)—RE
2 —E
- EA
c ME
« ROTAFRE:_ mL/min
- RUFTBFE:_mblmin
3 B EHRT
. RVTA
- R2TB
- RvTC
« RVTD

Analyst MD Y7k 7
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RE NIV
4 FEAFIR KT A)
o ®/I:_psi
« &WXK:_psi
5 EA&IR (RT B)
o ®/I:_psi
e &K:_ psi

B 2-25 : (Shimadzu) Autosampler 27

Pumps | Autosampler |D'~ren | Controller | Time P'roglam|

Model:  [SIL-20AC/HT O
Rack Type: |Undefined letect Rack
Use Autosampler @
Rinsing Yolume: 200 ul
Meedle Stroke: 52 mm
Rinsing Speed: 35 ul/zec
Sampling Speed: 15.0 ulfzec
Purge Time: 250 min
Rinse Dip Time: 0 sec
Ringe Mode: Mo rinsing -
Enable Cooler Unit
Cooler Temperature: 15 T
Contral Vial Needle Stroke: 52 mm
HHE SR
1 - ETI
VL)
© IVUDHIRR

A—HY—AU8—Tx—RHME

IVD-IDV-05-0536-JA-C
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HAE R)L

2 s FA—MHUTS—EFERTS
- YUZRE: (ul)
« ——KJLAFA—%:_ (mm)

o JURIRE:_ (ul/sec)

« YUTYLTRE _ (ul/sec)

o N—UBfE:_ (min)

o YURTayTHR:_ (sec)

« DURE—RFDRGL, KEIHT, KE1#&. R3IDHETER)
© U—F—AZVNERANIZT S

s V—7—RE:_(°C)

e AUR—LNATILO=Z—RILZARE—S:_ (mm)

X 2-26 : (Shimadzu) Oven 47

| Pumps | .ﬂu_rtusampler| Oven |Cur|troller | Time Program

Model: (1) [CTO-208C

Erable Cven @

Cwen Temperature: 40 C @
Maximum Temperature: 85 C @
== IR
1 ETIL

F—TUEARMITS

WD

i
4
\\"
B
i
I

(@)
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X 2-27 : (Shimadzu) Controller %47

| Pumps I Autosampler | Oven | Controller | Time Program

Mode:  kBM20A (1)
Power on®
Event 1
Evert 2 @
Evert 3
Evert 4
EHH > 2a9
1 ETIL
2 BRAY
3 ARUR1.2,3.4

2-28 : (Shimadzu) Time Program 27

| Pumps [ Autosampler | Oven | Controller | Time Program | |

O G o N

Time " |M|:u:|ule Rt |E~went"""'r | Pararneter
1 90.00 Caontraller Stop

HHE RN
1 B ]
2 EDa—-L
3 ARk
4 INGA—A
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X 2-29 : Create New Project/Subproject #4704

Create New Project/Subproject ﬁ

Frojectwill be created under the fallowing directory: @

ChAnalyst DatalProjects

Eroject name @

Subproject Specifications @

Subproject name: @
2016_09_2h

Froject folders: @ Subproject folders: @

Acquisition Methods -
Acouisition Scripts P
Batch

BioAnahsst

Data

Log

Frocessing Methods
Processing Scripts -

Tttt b Al Al

L O

111
' '
i %

@ [ 5et configuration as default for new projects

ok | @Cancel | [@W\

RE IN)L

1 TV IMERDTALIMNITIZERT S
pin % Ly -4
S 70Tz oDk
770 o4
PA=DZ 2/ Sk Y1
HIJ7OCz IR IAILE
IATEM
X THIBR
COBBEHFRITODIIMDTIHIVEELTRET S
r—r—

Ol Nl B~ WIDN

—_
o
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11 FrotL
12 AT
A—HF—AB—Tx—RAHAF Analyst MD Y2+ 7

IVD-IDV-05-0536-JA-C 53/172



Report Template Editor

X 3-1 : Report Template Editor - Header/Footer Design 47

Header/Footer Design | Page Setup |

Fields @

Header@

Design Elements
H- | Acquisition Blements
Cuantitation Elemerts

Fields @

Justification @

@ Left Justify
(7 Centre Justify
(7 Right Justify

Footer m
W

':| Yigible from any project

EHE SR)L
1 ANYE—/TYB—DTHA
2 J4—ILE

o FHAUILAVEL
o AIEILAVE

« TEILAVK

3 ANYH —

4 T4—ILKR
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54/172

A—HF—A28—T1—RHAE
IVD-IDV-05-0536-JA-C



Report Template Editor

HH NI
5 THEEDZ
- EXAZ
s BREAHZ
- BTAHZ
6 Ak
7 TyR—
8 TRTOTACIIRTRRSED

X 3-2 : Report Template Editor - Page Setup 47

| Header/Footer Design | Page Setup @

Publication Destinations @

Margins @

Page Layout @

=8
g OAMCOMN-PRINT1MCON-T1F2RME; Top: 080" =
Bottom: 0.80" :
Left: 000 =
Rght: 000" =
4 | 1 b
Select Destination @ From Edge @ Page Oriertation @
Header: 030" = _
Printer ] = - i) Portrait @ Landscape
Footer: 0.30" :
HE SR)L
1 Page Setup (R—TERTE)
2 1T
o T Bh—
3 FRITHRDER
o TYB—
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Report Template Editor

RH IRV

4 E=|

5 MBS DALE
. AYA—
. 7\y9_

6 R=ULAT7Ik

7 R=UDRAE
© HEAR
© AR
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Compound Optimization 4

X 4-1 : Instrument Settings ¥4/ 7RA%

Instrurment Settings @

Flease set the instrument condition: @

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

Defaut Acq. Method: | (4)

Rack Code: @

Rack Position:

(®
Plate Code: @
Flate Position:

Injection Volume: @ ()

B | Net> | [ Cancel | | Hep |
HH SR)L
1 HEDRREBERELTZE
2 ALk
« FA
< FIA
A—HF—AB—Tx—AHAF Analyst MD Y2+ 7

IVD-IDV-05-0536-JA-C 571172



Compound Optimization

RE

« MS/MS 734

TIAHILEDBIE AV YR

Jvya—k

IVIHIE

JL—hra—F

TL—MMIE

FEAE (UL

HH

A

TyotL

~)LT

Analyst MD Y7k 7
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Compound Optimization

& 4-2 : lons to use in MS/MS Analysis #4704

-

lons to use in MS/MS Analysis @

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

Precursor lon: Polarity: @
@.@. MW lan @ Posttive
Search Window: + 2500 {Da) () Megative
(Z) Beth

(71 Base Peak lon

i sy nnn

Search Hange; U U to (LR {DEI}

Compound Mame: | Target

Resolution: | Unit i
@ Product lon:
(71 User Specified
@ Auto Select Criteria...
Resolution: [Un'rt ']

O O e O,

| <Back || MNet> || Cancel | [ Hep |
HE IR
1 MS/MS AR Y o144 B IRL TSy
2 TVh—H—AFy
« MW A7%>

. BEY1UEY (2 Da)
. R—ZE—HAFY

- B%M@E:_~ _(Da)

- LA

« SRR, 2=Vh B

A—H—A2H8—T—RHAF Analyst MD Y2+ 7
IVD-IDV-05-0536-JA-C 59/172



Compound Optimization

HH IR

3 DA R
« A—Y—IE%E
- HELER

« SERRUE. A=V B)

Al
AT

B 4-3 : Product lon Auto Selection Criteri ¥ /704

o )

Product Ion Auto Selection Criteria

@ Fram the Mozt Intenze : peaks

@ Euild final method uging 1 maost intense peaks

@ Exclude Product long within £ 2-000 Da of Precursor lon mdz

@ kir. bagz for Product lon: 10000 Da

@T hrezhold for Product lon; 0,000 cps

@ ok | | Defau@] [m [Tll:'@I

RE NIV
1 HLBEOEL _EOE—IHDER
2 RLEEOBL _EOE—IZAVNTREAYIREERT S
3 TIUN—Y—A4F> miz D+ _Da&EGERNICHHTAZ VAU EBRNT S

Analyst MD Y7k 7
60/172
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Compound Optimization

®E FR)L

IO O A DBRINEE Da
TOF oA DRAIE : cps
r—r—

TI4ILE

FyotL

~LT

O|lo| N0 >

4-4 : lons to use in MS Analysis #4704

lons to use in M5 Analysis @

Flease select the ions to use in M5 Analysis: @

Target lon: @

@ MW lon
Search Window: £ 2.500 (Da)
(") Base Peak lon
Search Range: |30.000 to (1000000 (Da)

Compound Mame: | Target

Resalution: [ it -

Polarity: @

(@) Positive
(71 Negative
(7 Bath
<Back || Nex >@% | Cancel | | HelpGl]
== R
1 MS D HTIZERT 5144 & ERL TS
A—H—A2H8—T—RHAF Analyst MD Y2+ 7

IVD-IDV-05-0536-JA-C 61/172



Compound Optimization

"B

IRV

B—lTybAF Y
« MW AF>
. BEV1URY(xDa)
« R—ZRE—94F>
© IREREGEH
- L&Y

« SEEGE. 2=Vh B

~ (Da)

Y

it

N|o|lo| s~

Analyst MD Y7k 7
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Compound Optimization

[ 4-5 : Target Components #4704

Target Components

Flease enter the target components to optimize: @

Compound Hame MWV (Da) | No. Charges

@ ONMO)

=S

-

‘H

NIV

b I 52 —7yharvR—r b ABL TS

=gk

MW (Da)

LWZ . B

Bl

T

TyotL

O|IN|OoOO|lO | BN

~)LT

A—HF—A28—T1—RHAE
IVD-IDV-05-0536-JA-C

Analyst MD Y7k 7
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Compound Optimization

X 4-6 : FIA Target Compounds #4704

EEma

These target compounds will be optimized. “ou may change the compound name. Please specify
which one of them are used as intemal standards.

Camp_‘o_y‘nd Name Q1 Mases (Da) | Q3 Mass (Da) | Int. 5td. | Vial Pos.

1__| Compoun( 2 100040000 | (13000 (a)ooo[[7(s) [(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
33 Resalution: [Un'rt

BH IR)L

1 NoDI—TYMLEYMIRBILEINET  ALEYNLBIEEETHIENTE
FY, COFTREZFELLTEATDIEEYE 1 DEEELTEEL,

2 a=x7E

3 Q1 &= (Da)

4 Q3 HE (Da)

5 NERIRZE

6 NATIALE

7 SRR AEMEE(IS) ELTHESNZIEEMIEIVWThE . B AFViRA
ANTGA—REHERFETHHICALLNSZLIEHYFEE A,

8 Resolution

Analyst MD Yk 7 A—HY—A23—T1—XHMF
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Compound Optimization

HAE R)L

9 Q1 7R RE
. B
- Hfy
=

10 Q3 7R RE
- &
« Hfy
L=

11 1]

12 R~

13 FrotiL

14 ~ILT

A—Y—A23—T1—RHAF Analyst MD Y7k 7
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Compound Optimization

B 4-7 : FIA Source Parameters #4704

o ™y
oo LN =
Please select the Source Parameters to optimize in FlA: @ n
T,
2 Parameter Name Dpti_l_ﬂ_ize Current Val.| Values f-::-_[_ Optimization
1 Curtain Gas (3) 10.0 (5)
2 Colision Gas [T 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 [l 1.0
4 | m |

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

@Total # of injections: 0
Total Sample Vaolume: O ()

HH RV
1 FIA TREIELIZWAF VRS A—FZE R LTSN
2 INT A=

s A—TUHAR

« EBEAR

+ lonSpray &%

- RE

s AFVIRAR

o AFUBEHAR2

s /A=D1 —RE—4—

Analyst MD Yk 7 A—HY—A23—T1—XHMF
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Compound Optimization

IRV

-3k

RAEDE

B DfE

INGA—BTEITEAZERT D

EDN 7%

WYy TILE: (ub)

HH

RKA

TyotL

~)LT

A—Y—AU8—Tx—RHME

IVD-IDV-05-0536-JA-C

Analyst MD Y7k 7
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Compound Optimization

X 4-8 : FIA Compound Parameters #4704

-

FIA Compound Parameters | 28 |
Please select the Compound Parameters to optimize by FIA: @
@Cﬂmpuund: | Compound 600.000-400.000 | MRM: 600.000 - 400.000
(3)
‘.2 /Parameter Hame -Dptlnize Curren!ll’al. Values fo@p‘timization
1 Declustering Potential [ 4 } @.D Ki}
2 |Entrance Potentil I 10.0
3 Coliizion Cell Ent. Potential D 278
4 Collision Energy ] 30.0
3 Collizion Cell Exit Potential [ 2.0
4| i 3
Total # of Injections: 0 @
Total Sample Volume: 0 LT)] .
Mass Spec. Duration: 5.0 {min) @
~<Back | Finish | [“Cancel | [THep |

HE SR
1 FIA TRBEIELI-LMES W/ RS A—2EBIRL TSN
2 =x?)
MRM
Analyst MD Y+ x7 A—HF—A2VE—T1—RHAF
68/172
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Compound Optimization

RE

IRV

INT A=

 TUIRRIDGRTUIwIL

« IVFIUREM

- F=

« BEIRILF—
Z

° ]

RAEDE

B DfE

EDN 7%

ByUJILE: (W)

> AT R AT R R (59)

d\

A—Y—AU8—Tx—RHME

IVD-IDV-05-0536-JA-C

Analyst MD Y7k 7
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EBOREL 5

B 51 : ZEDORKEE

.ﬂi'l!nnrumem Optirmization [=| @ |k
File Edit WView Tools 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
(4)© 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

(10)
Help @ | Neat - © Exit |
Trstrument: 3200 Q TRAP Instrument Optimization Vier: 2.5341.9
IHH R)L
1 FITLEWREEDIATEEIRLET
2 HEEBEZRBEICT IR, FHF1—— P ZANTAAVRNTA—EEHE

L. RTL—FRESIEET,
BEEDONI+—IURERIET S

4 BEEREDHAET S
5 HEEBDREZFHETHE—VDORIK. F¥)TL—ay  s8lb/N\SA—R%
E)
6 BRLERF YO E—FETI7AHILMEIZY YL TEEDREZRAET D
7 AT
Analyst MD Y7k 7 A—HF—AB—D1—RAHAF
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KEDRBEL

RE IR
8 Prev
9 R~
10 BT

B 5-2 : ZFEDRKEE

A Instrument Optimization = | @ [kl
File Edit View Toolz Help

Select a tuning mode

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

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

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

® @
Help @-Praw |m-r—| Cancel |

Instrument: 3200 G TRAP Instrument Optimization Vier: 2.5341.9
=R RN)L
1 Fa—=—UHE—FREERTS
2 AREBBFHDF1—=0 B F1 U BREAVTERX VYV E—FE

Fa—= P LFET, Fa—=2F BRI &I Instrument Optimization Y7k
VITERTTIDENHYET,

3 REF21—=0) —BEOBRREFEALTINTORF YU E—FEF1—
ZUJLEYS,
A—Y—AA—TT—ZHAE Analyst MD Y7+ x7

IVD-IDV-05-0536-JA-C 71172



KEDR#EL

RHE IRV

4 [EBEADF1—Z2T 1AV OERNMEEINFT T HESN TV
Fa—— U BREERLISE . RENSRBICF1—=2 T SNGLVATRE
EABHYFET,

~)LT

Prev
RA
FrotL

0| N O] O

B 5-3 : HFEDHZEIL

(T

File Edit WView Tools Help

(1HSelect the scan modes

(2) Tuning Solution 100 ke Agient -
Polarity = Positive
' Megative
Qued s a
r r
I I
I r
I r
r r
Ié;]r P MEIME."ME@
™ 250 Dals ™ Isolation & Resolution
™ 1000 Dals ¥ Excitation)
™ 10 000 Dals
[ 20000 Dals
Heal|:::§::I | More Gpms_ @ <- Prav | Nead - | @Cam:el |
Instrumént: QTRAP 4500 Ingtrument Optimization Ver: 3.3001.%
HH IR
1 AX v E—REERLET
2 Fa—ZUTBR
Analyst MD Yk 7 A—HY—A23—D1—XHAF
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KEDRBEL

HAE R)L

3 B4
« IF
- 8

4 o E 4B

5 LIT(Dals)

6 MS/MS/MS
BBt L fRRE
i

7 ~LT

8 BmA T3y

9 Prev

10 R~

11 FrotL

A—HY—AU8—Tx—RHME

IVD-IDV-05-0536-JA-C

Analyst MD Y7k 7

731172



KEDR#EL

B 5-4 : Instrument Optimization - Options #4704

Instrument Optimization: Options

LIT Preferences @ @ @

pos + (2) ©) NEG - Scan Duration for LIT
] - Testing and Calibration
10 " Fixed Fill Time ¢ o0
i D‘_y’n-‘amic F|” T|mE i IEi Secﬂnds
- Qo0 Trap )
@ low myz region @ high mfz region
higher better peak higher better peak
sensitivity '+ i shape sensitivity Hoooot shape

Quad Preferences

Peak Width Target |0.70

Options @

Optimize C2B|

Maximum EXB |153
Help |
HHE IR)L
1 LIT OHEERTE
2 TSR (+)
3 o [EEFTIERE
o BN FTIERFE
« Q0 kYT
4 RAFTR()
5 LIT FRREFYYTL—2av DR UBR]: 7
Analyst MD Y7k x7 A—HF—AB—D1—RAHAF
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KEDRBEL

"B

IRV

& m/z §E15
s KUBUWLRE
o KYBRWFHE—IRIK

= m/z $8i%
o KYUBWVEE
o KYBRWHE—ORIK

M EBOHELERTE
+ E—=OMRE—7 b

FFTay
+ C2B#miEtdd
- WXEXB

10

~)LT

11

+—r—

A—HY—AU8—Tx—RHME

IVD-IDV-05-0536-JA-C

Analyst MD Y7k 7
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KEDR#EL

B 5-5 : ZFED®REIL

.ﬂi Instrurnent Optirnization
File Edit View Tools Help

(1) Infuse:

@ Source Paramelers

Help ;

100 x dilute Agilent

in positive mode

(2) Type the ion source parameters in the following fields, and then click GO.

POS

lonSpray Voltage 15200
lon Source Gas 1 [15
lon Source Gas2 |0

@ Syringe Parameters

Syringe Diameter (mm) [4.61
Flow Rate (ul/min) |7

| ®GD! |

P O

Canceal |

Instrument: 3200 Q TRAP Instrument Optimization Ver: 2.3341.9

HH NI
1 FEANBRE_E—F
2 RDIA—IRIZAFVIRINGA—BE AL GO &0)vILFET,
3 AFVIRINGA—4E
+ lonSpray &%
o AFVIEHAR1
s AXVIRAR?2
4 )T NG A4
o VYUUERE(mMm)
. REWUS)
5 ~IVT
6 Prev

Analyst MD Y7k 7

76/172
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KEDRBEL

HE IR)L
7 RE
8 FyotiL
A—HF—AB—Tx—RAHAF Analyst MD Y2+ 7
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IDA Method Wizard 6

X 6-1 : Create IDA Experiments 4704

Create IDA Experiments

Type of IDA Experment @

@) Enhanced MS >> Enhanced Product!
MREM == Enhanced Product
Meutral Loss / Precursor Scan == Enhanced Product

Mumber of Survey Scans: | 1

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

Enable M53 Experiment generation @

| Dynamic Fill Time @

HB SR)L
1 IDA EERDHAT

© MSHHRE—F >> TnFHRRAE—F
+ MRM >> OS8R a#HE—R
« Za—kINWAR/STYA—HB—RFr> >> TOFYLRFE—F

2 H—_RA XX D

Analyst MD Y7k 7
78/172
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IDA Method Wizard

RH IRV

SRIEDRRERX YU EFERLTT7AVN—T /18— DR EREEHERT S

MS3 RERDEMEAMIZT S

B9 FEE R

#E

A

=

Jo

Ol Nl | W

A

~)LT

—_
o

A—HF—A28—T1—RHAE
IVD-IDV-05-0536-JA-C

Analyst MD Y7k x7
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IDA Method Wizard

[ 6-2 : Survey Scan — Enhanced MS (EMS)¥ 4704

Survey Scan - Enhanced MS (EMS) [

Megative Mod @

Declustering Potential (DF): 30
@ Start mass: 100 (Da)
@ Stop mass: 1000 (Da)

@Scan mte: | 10000 - | (Da/s)

@ LITfill time: 0.2 ims)

<Back || Nex> F Cancel | | Hep
HH RV
1 EE—F
2 B8E—F
3 TOSRR) 7 ER(DP) :_
4 FthE=:_(Da)
5 =1tE=: (Da)
6 AXvrRE: (Da/fb)
7 LIT FE4EFfAE :_(ms)
Analyst MD Y7k 7 A—HF—AE—TT—RHAF
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IDA Method Wizard

[ 6-3 : Survey Scan — Multiple Reaction Monitoring (MRM)¥ 4704

Survey Scan - Multiple Reaction Menitering (MRM) @

Megative Mode @
Declustering Potential (OF): 30 Resolution Q1| UNIT = @
@ Resalution G3: | LOW - @

®

@ Manually Enter MEM Transitions
Automatically Generate Metabolite MRM Transitions

)

HH SR)L

"SR5 ELL(DP) :_

AlWIDN
|

A—HF—AB—Tx—AHAF Analyst MD Y2+ 7
IVD-IDV-05-0536-JA-C 81/172



IDA Method Wizard

HE IR)L
5 7ERE Q3
B
o By
- K
s =T
6 MRM b5 233 & FBITANTS
7 REMED MRM bS53V BEINICERT S
6-4 : MRM Transitions 54704’
MEM Transitions ﬁ
Dhwell Time: 40 (ms)
7| Apply CEto all MRM  Collision Energy (CE): 40 =)
—(® Q1 (Da) Q3 (Da) CE (eV)
1 40.000
Sg ! i) Clear MEM Transitions | @
<Back || Net> F Cancel | | Hebp

Analyst MD Y7k 7
82/172
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IDA Method Wizard

RE

IRV

R (ms)

CEZY~_RTOHOMRM ITEAY S

BRI AKILF—(CE):_(eV)

AlWIDN

+ Q1(Da)
+ Q3(Da)
« CE(eV)

AExyr: (B

MRM k52 2Sa> )7

A—Y—AU8—Tx—RH(E

IVD-IDV-05-0536-JA-C

Analyst MD Y7k x7
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IDA Method Wizard

X 6-5 : Survey Scan — Survey 1 #4704

Survey Scan - Survey 1

Megative Mode @ @ Precursor of

De@lstering Patential (DF); 30
@Cullisiun Energy (CE): 40 V)

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

@Start_ mass: 100
Stg:u mass: 1000
@Scan rate: | 200 w | [@mu/s)

=

2

W
T

(Da) @Scanti_me: 0.0901
(Da) @Step size: 1

30 (Da)

(zec)

(@mu)

Cancel | | Help

HH

NI

EE—F

8F—FK

—a1—k5)LAX:_(Da)

JLh—H%—: (Da)

TOZRE) 7 EH(DP) :_

BHEIRILF—(CE):_(eV)

MinE=:_(Da)

FItE=: (Da)

Ol Nl Bl WIDN

AX VP RE: (amu/fb)

Analyst MD Y7k 7
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IDA Method Wizard

"B

10

11

- K
- AT

12

A B _(RD)

13

ATYTHAX:_(amu)

A—Y—AU8—Tx—RH(E

IVD-IDV-05-0536-JA-C

Analyst MD Y7k 7
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IDA Method Wizard

X 6-6 : Dependent Scan — Enhanced Product lon (EPI)% 4704

Dependent Scan - Enhanced Product Ion (EPI)

@ Monitor the |4 | most intense peaks with

Collision Energy (CE): 40 1] 0

Use Raolling Collision Enengy @

@ Start mass: 100 (Da)
@ Stop mass: 1000 (Da)

@ Resolution Q1: | Low -
@ Scan rate: | 10000 - | (Dals)
LIT fill time: 5 ims)

< Back H Mext > F Cancel | | Help
HE SR)L
1 UTZANTRIRENDSNE—Y #EZE=42—95
2 HEIRILFXT—(CE)
3 BEEEREIRILT—%FERTS
4 FAREE: (Da)
5 =1tE=: (Da)
Analyst MD Y7k 7 A—HF—A(B—DT—RAHAF

86/172
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IDA Method Wizard

®E IR)L
6 fEEE Q1
=
o By
S :
.« F—=Tv
7 AxvEE:_(Dal/fb)
8 LIT FE3ERFR :_(ms)

6-7 : Dependent Scan — IDA Criteria #4704’

Dependent 5can - IDA Criteria

0,

For ions greater than [100]
@ Which exceed 5000

and smallerthan 1000

(cps)

With charge state | 1 to | 4 charges

Include unknowns @'

Exclude Former Target lons @
@ Aways
Mewer

[zec)

occumence(s)

(Da)

Mext = Finish

| | Cancel

Help

A—HF—A28—T1—RHAE
IVD-IDV-05-0536-JA-C

Analyst MD Y7k 7
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IDA Method Wizard

®E NI
1 _ FYBKREC_ KYBINSRAFUERRET S (Da)
2 ZDHT _ZBZ5HELD (cps)
3 FIEKEN _ BRhs _BRICELLEZLO
4 RKAMYEZEDHD
5 R—FINBEHDAF U ERNT D
o BIIEAT

o EfTLGL
- —EHARE _ (7))
o _EFEAELE:

Analyst MD Y7k 7
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BITE A DYERL

& 7-1 : Scan Types )Xk

MS Advanced MS

Scantype:  |MRM(MRM) -]

Enhanced MS (EMS)
Enhanced Product lon (EPI)

Enhanced Resolution (ER
Folarity

MS/MS/MS (MS3)

Meutral Loss (NL) @
Precursor lon (Prec)
Product lon (M52)

Q1 MS (QT)

Q1 Multiple lons (Q1 MI)

Q3 MS (Q3)

Q3 Multiple lons (Q3 MI)

Total Scan Time

(includes pauses): 0.0000 (sec)

Edit Parameters...

A—HF—A28—T1—RHAE
IVD-IDV-05-0536-JA-C

Analyst MD Y7+ <7
89/172



BEA) YR DIERL

HE R
1 EMS (MS 5858E—F)

TOF O A U 5REE—R (EPD)
S FRRESRIAE—F (ER)
MRM (MRM)

MS/MS/MS (MS3)
—a—k3J)LAR(NL)
TUh—H—AF> (Prec)
TOF 7 (MS2)
Q1 MS(Q1)

Q1 ZEAF4>(Q1 MI)
Q3 MS(Q3)

Q3 ZEAA4(Q3MI)

B 7-2:Q1MS (Q1) MS 27

Ms Advanced MS

Expenment: 1 @

[ Center # wmm@
Parameter Range

Impart List @

MNumber of scans to sum:

: ‘ © @)
Total Scan Tlme@ P

Scanfype: Q1 MS (@) v
. Period Summaql( :}
Scanrate: (200 @~ lDaf&}@ . _ [ Scheduled lonization
Polasty v Dwration: _E'-mﬂ' | (mim) Delay Time: |ﬂ | lsec) Start Time Stop Time
V) Fosaive = = ) = .
Orene S O wo 0 w0 e
MCA @ O . Start (Da) Sto i
G p (Da) Time (sec)

@-

lincludes pauses): 00000 | feec)
Edt Parameters.(8)
HH SR)L
1 Experiment
2 R¥r BT
3 AXVPURE:

Analyst MD Y7k 7
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REAYYEDIERL

"B FR)L
4 1B
. IE
- 8
5 MCA
6 BE R RELDRFYUH
7 A AT VYURR (—FELEZET) (7))
8 INSA—RiRE
9 gy /g
10 INSA—ZEEH
1 JRED A R—k
12 HEOBE
o HERETEERE:_(9)
s HAUINL: _
o EIERFRE:_(FD)
« HAYIIL_(F)
13 fitE (Da)
14 {21k (Da)
15 B fiE ()
16 Rira—)LEnt=14421t

° Eiﬂﬂg’fﬁﬁ ()
o (FLEEERE (5)

A—HY—AU8—Tx—RHME

IVD-IDV-05-0536-JA-C

Analyst MD Y7k 7
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BEA) YR DIERL

& 7-3: Q1 MS (Q1) Advanced MS 27

MS Advanced M5

(2)
Scan mode: @ ’PrDﬁlE \2) v]
Step size: @ 0.1 (Da)
Resolution Q1: @ ’Unit v]

Intensity threshold {total

count): @

Settling time: @ 0 (ms)

Pause between mass 5007

ranges: @ (ms)

EHE SR)L
1 AXvE—K

AF¥voE—F:wobOAFK
s RINE—U5H (Da)
s /NME—/ig(Da)
¢« AX¥YUE—R:E—URvEVY
- BEA—¥-35%= mDa/(100*Da)

2 « JOJ7A)L
s EEIOTFAIL
e Centroid

* Peak Hopping

3 ATvITH4X:_(Da)

Analyst MD Y7k 7 A—HF—AB—Tx—RAHAF
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"B FR)L
4 2REE Q1
;4
< B
=,
- AT
5 oi FE R E (#8300
6 EEFFE:_(ms)
7 BEHFEMO—FKEL: (ms)

7-4 : SCIEX 4500MD £ & U Citrine X7 LHMD MRM MS 47

M5 Advanced M5
Seheduled MRM
Experiment: |1 @ [ Enabled G B Advanced @ Import List
Scantype: | MRM (MRM) @ v
Pesad Sumnesy e [ Seheduled lonization @
Polarity Duration: 0.000 {min) Delay Time: |0 Isec) Start Time Stop Time
@ g :::::e Ccles: |1 1= Cycle: 00000 | fsec) O fmin) |0 imir)
Q1 Mass (Da] | Q3 Mass (Da) D"‘E'I'_’r:;:;c D
1
O] —®
Total Scan Ti FR— .
ﬂnmcfudes ;a_lm@ S (sec)
Edit Parameters... @
== RN)L

1 Experiment

2 AExvr 34T

3 W

« 1F
= |
4 BE AT v URRE (—RELEZED) (B
5 INDA—BiRE

A—HY—AU8—Tx—RHME

IVD-IDV-05-0536-JA-C

Analyst MD Y7k 7
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HAE R)L
6 Scheduled MRM
- BY
o R—Ivy
o FEMERRE
7 YRED A R—k
8 HEDOME
o HERTEERE (5
s BAUINL:_
o EERFRE_(R)
« AL _(#)
9 Q1 E=(Da)
10 Q3 E=(Da)
11 B EfHE (msec)
12 ID
13 RFa—LEnt=1411t

- B (5)
« {FIEEERE (5)

Analyst MD Y2+ <7
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B 7-5 : SCIEX 4500MD # & U Citrine YR TLHA®D MRM 7E/SV R MS 27

MS Advanced M5 |

Resalution G11: @
Resalution G13: @

Intensity threshold o

ttotal count): @
Settling time: @ 0 (ms)

Pause between mass 5.007

ranges: @ (ms)

= NI

1 ofEEE Q1

- F=Tv

3 R EERAME (K0

4 EEEERE:_ (ms)

5 BEfHFEEO—BEL: (ms)

A—HF—A28—T1—RHAE
IVD-IDV-05-0536-JA-C

Analyst MD Y7k 7
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B 7-6 : SCIEX 4500MD £ & U Citrine X7 L@ Scheduled MRM MS %#7

MS Adwvanced MS

Experimert: |1 @..

Scantype: | MRM (MRM) @ v

Polanty
(®) Postive
() Negative
MRM detection window: |§D |[ﬁ¢]

(5) Target for sMRM

() Target Cycle Time {across sMRM expts)
(") Target Scan Time fper sMRM expt)

1 (eec)

EcitPamn:hum...@

Scheduled MRM
4] Enabled @ (®) Basic () Advanced

[4Q1/G3 Reschuion

Import List

Pesiod Summary @

[ Scheduled lonizati
.EDCQ - ety T B e cheduled lonization

Duration: Start Time

Stop Time

Cycles: W = Cycle: 10000 | (sec) |[O nin) |0 fmin)
Q1 Mass (Da) | Q3 Mass (Da) m":::::]“““ D 01 Resolution | @3 Resolution
1 Uni Unit

@ @ @ ® @ ®

RE IR
1 Experiment
2 REx Y47
3 Bt
« 1F
- &8
4 MRM #&HE D12k (#)
5 sMRM DO &—*7 vk
« =TI A)LERE (SMRM EER £ 1%K)
« =Y REr B (84 D sMRM EER)
6 INTA—BRE
7 Scheduled MRM
S
s R=vY
© BEMEERTE
« Q1/Q3 7 fi#EE
8 JARDAR—k

Analyst MD Y7k 7
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"B

IRV

HAR DL E

o HRmEERRE_(9)
o HAUI: _

o EIERFRE (R
o YA (F)

10

Q1 B=(Da)

11

Q3 B=(Da)

12

REFEFR (5)

13

14

15

S
« B

=]

- AT

16

Riroa—ILEnt=A4% 21k
- B (5)
« (FIEEERE (5)

A—Y—AU8—Tx—RHME

IVD-IDV-05-0536-JA-C

Analyst MD Y7k 7
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B 7-7 : SCIEX 4500MD & XU Citrine X7, Scheduled MRM 7K/A> Xk MS 47

| MS Advanced M5

ranges:

Pause between mass

Resolution Q1 Uit @
Resclution G3: Unit @
Intensity threshold fotal [

court): o @
Settling time: 0 (ms) @

5007 gy (5)

@ Scheduled MRM

Min. Dwell: 3 (ms)
Mz, Dhwell: 250 (ms)
EHE NI
1 nERE Q1
- &
. Bify
s =T
2 7EEE Q3
- K
- HfI
B
s =TV
3 o8 B2 R IE (#8300
4 EEEERE:_(ms)
5 BEfHFEEO—BEL: (ms)

Analyst MD Y7k 7
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HE IR)L
6 Scheduled MRM

o E/NNEERFRM:__(ms)

o EX.FEEE:_(ms)

B 7-8 : SCIEX4500MD £ & U Citrine & AT L0 Scheduled MRM Pro MS 47

Target for sMFM
¥ Tt Cptie Time: incenas sMANM e
) Tanget S Time ipar wb8AL porgi]

1
Fr.'lP--utm

Schedulsd MAM @
A Bt fonc (8 Advanced et Lint

[1510) Resciion [ ymamic Wirdew Edanscn 7 Dynamic Backgound Sublracion
Fenad Sumimsty
] Sctunch o] loruraton
o n 5 000 iy T o
Dhurmen m Cietay Teme pec St T G T
Cyclen o [ 10000 | e e it
mmmmm unum Mmll'r Exte l-n-n
O Mass Da] | O3 llasw (Dl |'“'|] ech | Secondey | Threshokd | Thoes | Dharell Wight | G Am lah.ﬂlbﬂ[ n:lnuwlu..|

'—.®@®.@.®...@

®H IRV
1 Experiment
2 REx Y47
3 1BiE
 1F
|
4 MRM #2182 (#)
5 sMRM DO &—7 'k
« =TI A )LEERE (SMRM EER £ 1%)
o A=y AT UBE (< D sMRM EE&)
6 INSA—BIRE

A—HF—A28—T1—RHAE
IVD-IDV-05-0536-JA-C

Analyst MD Y7k 7
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HAE R)L
7 Scheduled MRM
)
s R=Ivyy
« FHHRE
« Q1/Q3 7 f#RE
s B R HLER
o BNV ITTOURRE
8 JRRD A R—k
9 M OB E
o HREERR:_(9)
e AU
o ERERFRE (R
o HAONL_(B)
10 Q1 HE (Da)
1 Q3 H=(Da)
12 REFEFRE (5)
13 ID
14 Group
15 MRM 12k ()
16 —RSZR
17 k)7 —RRfE
18 YLaRERE
19 mENE
20 Q1 7 fiFaE
- K
- Hfy
- B
.« ATV

Analyst MD Y7k 7
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"B IRV
21 Q3 5 fEHE

- =T

22 Rlra—)LEnt=14421t
° EEJ]E:{FFEﬁ(ﬁ)
o (FLEEERE (5)

7-9 : Enhanced Product lon (EPI) MS 47

MS Advanced M5 @
N - @ [ Center / Width .' E— @
[~] Parameter Range @ —
Scantype: | Enhanced Product lon (EP oo @
. Period S
Scanrate: |10000 ~ [Daf81® = wmﬂ@ [[] Scheduled lonization
Polarity ® Post Duration: |C|.DC'D | [min) Delay Time: |0 | [sec) Start Time Stop Time
osfive = . 0 0
@ O tapatee Cyces: W = Cycle: fsec) |0 fmin) 0 {min)
MCA @ O Start (Da) Stop (Da) Time (sec)
Number of scans ta sum: |l_ 1 @ @
Product Of: @ 30000 | (pa)
Total Scan Time
(includes pauses): o bec)
Edit Parameters... @
HE IR
1 Experiment
2 A¥vBALT
3 AF¥yURE: (Da/®)
4 HE
« 1E
= |
5 MCA
A—H— A B—TT—ZXHAK Analyst MD Y7+ x7

IVD-IDV-05-0536-JA-C 101/172



BEA) YR DIERL

HAE R)L
6 BERREGDIRETvH
7 a4k _(Da)
8 B AT VYURR (—FRELEZET) (7))
9 INGA—SimE
10 Fuly &
11 INTGA—HEH
12 JRRDAR—b
13 BEED&#EL
14 f4a (Da)
15 {F1k (Da)
16 B ()
17 HEDOME
o HRfEEERE_(5)
e HAUINL:
o BRERFRE:_(F)
« HAONL_(B)
18 R oa—ENt=AF it

- RRENRFRE (5)
° 1'_$JJ:E§FHE] ()

Analyst MD Y7k 7
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[ 7-10 : Enhanced Product lon (EPI) Advanced MS 27

M5 Advanced M5 |
scanmode: (1) @ ©) Foced LIT filltime | " ims)
Step size: @ 0.06 (Da) @) Dynamic fill time

Resolution (11 @

(3 Entry Bamier: g V)
Intensity threshold 0

ftotal count): @

Settling time: @ 0 (ms)

Pause between mass 5.007

ranges: @ R (ms)
Q0 Trapping

HE NI
1 A¥xvE—F
2 - JAJ7AIL
» Centroid

ATYTH4X: (Da)

- F=Tv

R ERME (M%)

E &R (ms)

Q0 kowEVY

5
6
7 BEHBERO—=E1E: (ms)
8
9

E%E LIT FREFM:_ (ms)

10 BRI FTIE R

11 Q3 IohY—\YT7—:_(V)

A—HF—A28—T1—RHAE
IVD-IDV-05-0536-JA-C

Analyst MD Y7k 7
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B 7-11 : MS/MS/MS (MS3) MS 27

Ms Advanced MS

——_
Scantype: | MSMSMS (53 (2) v [ Fragnertation 73) s M*ma@
Scanrte: (10000 | (©ars (3) Fered Sumam [ Scheduled lonization
Polarty - Duration: ﬂ | fmin)  Delay Time: ‘ﬂ |{sec} Stat T Stop Tme
vea (5) O Start (Da) Stop(Da) | Time (sec)
Number of scans o sum: 1_7 1 @ @ '
Tst Precursor: 30000 | a)
2nd Precursor: E {Da)
g (B oo e
Gt Parameters.. (10)
HH R

1 Experiment

2 Ax v B34T

3 AXrURE: (Da/fb)

4 1B 1%

- 1IE
- B8

5 MCA

6 BERREGDIR v

7 —RT)h—H—:_(Da)

8 ZrIT)h—H9—: (Da)

9 A AT YURRE (—FELEZET) (7))

10 INTA—AHRE

11 il i

12 INTA—RE

13 IS5 A=Vl

14 YR DA R—

15 BEEDHEL

Analyst MD Y7k 7
104/172

A—HF—A2E8—T1—RHAE
IVD-IDV-05-0536-JA-C



REAYYEDIERL

RHE IRV

16 HRIDOHIE

« HEETEERE (5
« YA _

o EIERFRE (R
o YA (F)

17 BAta (Da)

18 =1k (Da)

19 fe il (7))

20 Rira—LEnt=41 it
. ECENRERE (5)

® 1'-$JJ:H%FEE] ()

E712:Q1 2E 42 (Q1 MD)

MS Advanced MS
Experment: |1 ®, @ Impoet List
Scantype:  |@1 Multiple lons (Q1 MI)
Period Summany
@ [ scheduled lonization
0.000 .
Polariy @ Postive Duration: iin) Delay Time: D eoc) Start Time Stop Time
0 - . o - X = R
@ O Negative Cycles: |1 = Cyde: |I].I}I}DCI | (sec) ! fmin) | C (min)
Dwell Time
@1 Mass (Da) (msec)
! () (o)
S WIS
Total Scan Time @ P—
(includes pauses): e (sec)
Edit Parameters... @
RE NIV
1 Experiment
2 RAExY LT

A—HF—A28—T1—RHAE
IVD-IDV-05-0536-JA-C
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BEA) YR DIERL

RE

IRV

B AFYURRE(—RKELZED) _(B)

INTA—RIRE

JALDAR—k

N|o|loa| s~

HEOBME

Hrdoe b (9)
o YA _
o EIERFRE (R
« AU _(B)

Q1 B=(Da)

B %RE (msec)

10

RiFa—)LEnt=441t
° E@]ﬁrﬁ ()
o (FLEEERE (5)

B 713 : FYh—H—A74> (Prec)MS 27

M3 Advanced MS

] Center / Width
Experiment: 1 w Import List
[~ Parameter Range
Scantype. | Precursor lon (Prec) w
. Perod Summany
Scanrate: | 200 v (Dass) [ 5cheduled konization
. ion: 0.000 i :
Polarity @ Postive Disntion: (min) Deluy Thme: D feec) Start Time Stop Time
4 - . - N i .
O Negative Cycles: |‘| = Cycle: [D.Dﬂﬂl} | (sac) 0 {min) |0 frmim)
MCA O Start (Da) Stop (Da) Time (sec)
Number of scans to sum: _I | 1
Precursor Of: @ 30.000 | {Da)
Total Scan Time pRp— sec)
(inchudes pauses): - Rec
Edit Parameters._ .

Analyst MD Y7k 7
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BE AV DYERL

RHE IR
1 JLh—Y%—:_(Da)

7-14 : Neutral Loss MS 47

M5 Advanced MS
Center / Width
Experiment: | 1 w [ Center Import List
) Parameter Range
Scantype: | Meutral Loss {NL) %
Scanrate: | 200 ~| (Da/s) Penod Summary | o kv
Polarity Duration: |I}.DOD l {fmin) Delay Time: ‘ﬂ (se<) — -
(®) Postive = A . . |
) Negative Cycles: 1 > Cydle: 00000 | fgex) (D grin) [0 in)
HeA U Start (Da) Stop (Da) Time (sec)
Mumber of scansto sum; |1 1
Loss Of: @ 30.000 (Da)
Total Scan Time P —
fincludes pauses): | (sec)
Edit Parameters...
HE SAL
1 AX:_(Da)

A—HF—AB—Tx—RAHAF
IVD-IDV-05-0536-JA-C

Analyst MD Y2+ <7
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B 7-15 : Neutral Loss Advanced MS 47

| MS Advanced M5

Scan mode: @ [ Profile - ]

Step size: @ 0.1 (Da)
Resolution G1: @
Resolution G13: @

Intensity threshold fotal 0

court): @
Settling time: @ 0 (ms)

Pause between mass 5 007

ranges: @ (ms)

RHE NI

1 AExvE—F

- JAT77AIL

- BEIOT7AL
+ Centroid

* Peak Hopping

2 ATV ITHAX:_(Da)

Analyst MD Y7k 7
108/172

A—HF—A2E8—T1—RHAE
IVD-IDV-05-0536-JA-C



REAYYEDIERL

®E NI
5 5& FE RRAME (KA %0
6 EERM: (ms)
7 BEEHFERO—FEL:_(ms)

X 7-16 : Compound 47

Period 1 Experiment 1 Parameter Table @ @

Collision Energy (CE) 0.0 =

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

Apply the following parameters ta all other experiments of

the zame polarity:
@ [(] Source/Gas [ Compound @

@ 0K ] ’ Eancel@ m

HH IR)L
1 AR 1 EBR 1 \SA—EK
2 a=g?)
3 DUTDNFGA—42% BESECHMDOTRTOERRICERAT S:
4 A VIRIAR
5 4=t
6 *r—7—

A—HY—AB—TT—RAHAF Analyst MD Y7k9z7

IVD-IDV-05-0536-JA-C 109/172



BEA) YR DIERL

‘R NIV
7 FyotiL
8 AT

7-17 : Source/Gas 57

Period 1 Experiment 1 Pararmeter Table @ @

Source/Gas @mpuu nd

lon Source: Turbo Spray @

Curtain Gas (CUR) @ m -
Colision Gas (D) (5)
IonSpray Voltage (IS) @ lm =
Temperature (TEM} @ liuu =
lon Source Gas 1 [GS1}. IW -
lon 5nurceGasZ[GSZ}® liuu =

Interface Heater (ihe) .

Apply the following parameters to all other experiments of

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

@ 0k ] @Eancel ] @ Help ]

HE IR
1 HARE 1 BER 1 /\SA—AK
2 AFVIRITR
3 AF VR A—RRATL—
4 H—F>HA(CUR)

Analyst MD Y7+ 7 A—HF—A2H8—T—RH(F
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HAE R)L
5 8122/ X (CAD)
- B
B
=
6 lonSpray &£ (I1S)
7 B (TEM)
8 AFEHZ 1 (GS1)
9 AFEHR 2 (GS2)
10 A3 —Jx—RAE—4Z—(ihe) (. F7)
11 UTDINFGA—42% BHENECHD T SR TORRIERT 5:
12 AFVIRIFR
13 a=g?)
14 *r—7—
15 FrotL
16 ~IVT

A—HF—A28—T1—RHAE
IVD-IDV-05-0536-JA-C

Analyst MD Y7k 7
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X 7-18 : Acquisition Method Editor - Isocratic #7 (Jasper LC AT L E/=[& Shimadzu

CLLC oJ—X)

Acauistion methad bl Autosampler ColumnOven  System Controller
=B Acquisition Method sm] SCIEX DX PUMP @ focratic
&-4F. Mass Spec 0.000 ¢
| =& Period 0.000n
i ﬁ +MRM Stop time: 10,00, min sradier
=-d LCSystem @
S— Egmlllbrate Flow: 00000 mLimin Time Flow
,3%' Imjection Braceima |imiter
~Pressure limits: 1 ,| 0.0000
Illimsi muum: 0.0 MPa Maximium: 10.0| MPa 2
r Compressibility :e:?.-'.g;'—
Compressibility settings
Use pump seftings
rAutopurge settings —®
Purge order Kobile phase name Purge time
1st: Mone - 5| min
= A
b= NI

1 « SCIEX DX PUMP (Jasper LC & AT L)
+ LC-20ADXR(Shimadzu CL LC 2')—X)
2 ZIEFEE: o
iE: (mL/%)
4 [£ A HIFE
o &/I:_(MPa)
« ®&K: (MPa)
5 HE (TSI Uh)

. EERE

° E#ﬁsﬁ

. ME
o LTI

Analyst MD Y7+ 7
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IEH IR)L
6 [EHEERRE

. EMRERE
. RUTBREEERTS
7 BB A—SBE

- N—TIER B4

. BEBIEOS AL

o IN—TRFR: (min)

B 7-19 : Acquisition Method Editor - Autosampler 47 (Jasper LC AT LFET =&
Shimadzu CL LC 21J—X)

RN Columin Oven  System Comtroller

[}
## SCIEXDXSMPLR()

o | Aadosamplér 2}1
Finpeciion setings @ E
Samipling speed 5 1 %
« Cooler temperature 15« =
T EL"‘D'{ snd after asperation,
Ringe mogde Dip timeds -
HH IR
1 » SCIEX DX SMPLR (Jasper LC > AT L)
+ SIL-20ACXR(Shimadzu CL LC ¥')—X)
2 F—hoTF5—
A—H—A2H8—T—RH(F Analyst MD Y7k9z7
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HE IR)L
3 EARE

s YUTYLTEE:_ul/f

. V—5>—iRE:_°C

4 PIRERTE

- JURE—R

- WEIDFIE. Ty 7B 0 #

« YURE—R:YURGL, WEIRT, |51, |5 DHETE
o DURTayTERE:_#

6 YUTINTVIERE

© IVIERETS

- EE

s ——FJLAFA—% (mm)

7-20 : Acquisition Method Editor - Autosampler 47 (Jasper LC L AT LET =&
Shimadzu CL LC 2)—X)

FoCratic [EUEMEENOE Column Oven  System Contraller

ii SCIEX DX SMPLR

o | AUAGLEMper F5a rack setting @ g =
=
Imjection settings 1| 5 Cpecity rack E
Sampling speed 5 Pl Heedle }é
. stroioe 3
| Coober tempersture
Sample Rack 1.5mL 10% via - 52
ack;
r Rinse setlings -
Betore and after aspiration Dip [ nwect Sty @
Rinse made: timegs -
al needie stroke: 52| mm
Pretrestment stan liming: off v
Pretreatment overlap time: rirk
Rirging spes plie
Rirge valume 500| |
g 1
B SAMpler purge
> -
Analyst MD Yk 7 A—HY—A23—T1—XHAF
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HE SR)L
1 HUTISVIETE

 SVUERET S
s HUTISYY:

s ——FJLAFA—%: mm
2 EPN
« AVR—ILNATILO=—KILZARE—S:_ mm
3 BIEHA0)LEFE O &E1E
o RILEZERIRT 5230
L
- B#
. FE
s BIEA—N—ZVTHRM:_ o
4 R ERE
o DURRE:_ uL/i#
e YURE: L
5 IN—URTE

« N—=UFM:_ &

6 BEI/N—DRE
s BUTS—DON—CEETTS

7-21 : Acquisition Method Editor - Autosampler 47 (Jasper LC AT LFET =&
Shimadzu CL LC 21J—X)

B ColumnOven  System Controller

|
ii SCIEX DX SMPLR

Time Command Value Comment

i B S I

A—H—A2H8—T—RH(F Analyst MD Y7k9z7
IVD-IDV-05-0536-JA-C 115/172
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HAE R)L

S|

avwUR

E

=P g
B ZTRY 5L

|| WIN]| -~

X 7-22 : Acquisition Method Editor - Column Oven 27 (Jasper LC AT LF=(%
Shimadzu CL LC >')—X)

Isocratic Autosampler [SSERARESERE System Controller

[ scexoxoven

| Column Oven @ Ad ‘-""':_
Cwen temperature: @ 40| ¢ «| Wait for temperature equilibration before run E
|®'e-noeratn.re irmiit (Paximum 160 ¢ - Heat compensation- g
alve @ F:HT::PDT—“U:.W l- AUTO -
— pr— FrP— Heat compensation Aow: miLfrmin
Ready check: On
HH P29 %
1 + SCIEX DX OVEN (Jasper LC > AT L)
+ CTO-20AC(Shimadzu CL LC 21)—X)
2 Column Oven
3 F—TViRE:_°C
4 mEHIR (&X):_°C
5 Ay
« NI L:%L.BL
« NJLTR:AEL,EHL
6 EEETFIvI 4>
7 FHlERE
« RETENMTONSETRITZRETD
Analyst MD Yk 7 A—HY—A23—T1—XHAF
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"B

IRV

E4H 18 (Jasper LC AT L)
- BvHE:

- BY

- FH
« BEE:_mUy

= PAs A FN

B 7-23 : Acquisition Method Editor - System Controller 47 (Jasper LC ¥ AT LFET =%
Shimadzu CL LC >')—X)

Isocratic Autosampler ColuminOven [EESEIREE R

u
saga SCIEX DX CNTRL(Z)

Execute autopurge before analysis @ [Autopurge setlings ™ & .
s @ E
Power o e %
L1 1 o 0.0000| mi/min =]
Event 1
Even
Event 3 o on after purg
Frems mpis) on after autopurge
HE Pia %
1 AT LavEA—5
2 - SCIEX DX CNTRL (Jasper LC & 2T L)
+ CBM-20A(Shimadzu CL LC >)—X)
SORINCBEN—CFFTTH
4 o HERE
. BFAY
o ANTK1
o ARUL2
e ARUE3
. ARUF4
A—H—A2H8—T—RH(F Analyst MD Y7k9z7
IVD-IDV-05-0536-JA-C 171172
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RHE IRV

5 BB/ N—URTE
< BERE
o FFEEER: &
o FTAVIITAVI 1 RE:_mL/%
o BE—VRICETITD
s BEIN—DRICA—TUEAVIZTS
o BHES—JRITRUTEFVIZTS

6 =Sl N

7-24 : Acquisition Method Editor - Equilibrate j#1RB (Jasper LC ¥ X T L)

Acquizition method

=M Acquisition Method
--ﬁ' Mass Spec 0.000 r
. &% Period 0.000n

i ﬁJ,MRM

LC System

Purmp @

Step 0 [Equilibration] time [min]

.00

RH NIV

1 RoT

o RATYT 0 B (5)

7-25 : Acquisition Method Editor - ;¥ Ai#iREf (Jasper LC X T L)

Acquizition method

= Acquisition Metheod
_.ﬁ' Mass Spec 0.000 ¢
. E-& Period 0.000n
ﬁ +MRM

5.0 LC System

Autazarnpler

Analyst MD Y7k 7
118/172
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REAYYEDIERL

RHE IRV

1 F—trI5—
« EAZ(UL)

X 7-26 : Agilent Autosampler Properties 27

Agilent Autosampler Properties | Advanced Properties |

Inject Details @

Syringe Size (W) @ 100
Injection Volume [|.i}:® 5D
Draw Speed Ij.i;-"min}:@ 200.0
Eiect Speed [Lifmin}:® 200.0

Meedle Level {mm): @ 0.0

Wash Details

[] Enabled

Wash Location: | yyzzh Vial
Wash Time (1 - 999 sec): |4
Wash Cycles (1 - 5): 1
Wash Vial Number: 1

Wash Rack Mumber: 1

Temperature Control
[l Ellj-lal:uled @
Setpaint (4 - 40 C): a0
BH NI
1 SEADEEH
2 )Y AR (L)
3 EAE (uL)
4 R AR (ul/43)
5 MR EE (ul/53)
6 ——kiLL AL (mm)
7 i o)
- B¥
s tybRAUR(4~40C)

A—HF—A28—T1—RHAE
IVD-IDV-05-0536-JA-C
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BEA) YR DIERL

"B IRV
8 RO
- AW

« HHEOME CEFENATIL, TV aR—b)
© SRR (1~999 #)

. BEEHEHAUIL(1~5)

© RBNATILES

- ERIVIES

[ 7-27 : LC Pump Gradient 47

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

R e | I oy TE#2 TE #3 TE #4 i
{min) {plimin) L

0.00 @ 0 @

e s feapa =

: ®

Add Step@ | Remove Steg)] | Show Graph >> ]

®E FR)L

1 AETERE (5)
RE (uL/9)

TV T EENM

ATy T DHIB

JS57DRR

Al |l W|IDN

Analyst MD Y7+ 7 A—HF—A2H8—T—RH(F
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REAYYEDIERL

E 7-28 : Limits 27

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

Parameters @

Minimum Pressure (psiy: (2) 0.0
Mapimum Pressure (psi): 8702.0
Compressibiity: (4) 1000
Dead Volume (ul):(5) 400
Strokce Volume (): (6) 10
@Maximum Pressure Ramp fpsi/ssc)  100.0
Mapimum Flow Ramp {ml/mind: 290.0
EH NI
1 INDA—A
2 =/INE A (psi)
3 == AE I (psi)
4 [E#EE
5 TR 1—L (L)
6 AkB—9R1)a—L(uL)
7 RREHNST (psilFd)
8 EAREZVT(MIF 2)

A—HF—A28—T1—RHAE
IVD-IDV-05-0536-JA-C

Analyst MD Y7k 7
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BEA) YR DIERL

X 7-29 : Limits (Advanced)%7

LC Pump Gradiert I Limits | Limits (Advanced) | Micro Mode

Parameters @

Left Cn:-mpressihil'rt'_.r:® 100.0
®ngl'rt Compressibility:

ekt Dead Vohume () @
Right Dead Volume () @

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

EHE SN)L

1 INSA—A

EEfEE

aEmEE

ETYRRY)a—L (uL)

AT YRR 2—14(yL)

EAbA—URa—L(pL)

ARAA—IRY) 2 —L (L)

TR

Ol | Nl BN

=Ry LS

B 7-30 : Micro Mode 27

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

Flow Sensor Calibration Table Index:

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

Analyst MD Y7k 7
122/172
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BEA)YEDIERL

HE SR)L
1 FvES)—ROTE—R (/70 E%)
2 INDA—A

¢ —RREL/g)

. REEUY—FrUTL—LavRIEN

A—HY—A23—T1—XHAF

IVD-IDV-05-0536-JA-C

Analyst MD Y22+ x7
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Build Quantitation Method 8

[ 8-1 : Select Sample #4704
Select Sample x|

Pleaze zelect the representative sample to uge.

@ [rata Files @ Samples

S ampledo]
DataSET11.wif SampleOl!
. amnplel
DataSETY 2.'.-".'.|I|:f S ample0i
D atatest? 4 witf S ample01
K i

@ Werfy Checksum
[: : i QK | @Eancel |

HH IR)L
1 FERTIRERYTILEFIRLTZSLY,
2 T—RI74I
3 YT
4 FryoH LOREE
5 *r—r—
6 FyotL
Analyst MD Y7k 7 A—HF—AE—TT—RHAF
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Build Quantitation Method

X 8-2 : Components 47

Components | Integration | Calibration |
@ Data Source: [F‘eﬂud 1/ Bxpt. 1 - @ [] Sum Muttiple lons
Intemal Standards
@ Mame Q1 /a3 o

i

2

3

4 - |

Analytes
@ Hame Internal Standard al /a3 —

i 2102004 164188

2 271.300481.145

3 609400/ 195.035

4 6354004 221.185

5

6

I

8 k4

= IR

1 T—R2Y—R
- HEES EBRES

2 Sum Multiple lons

3 NEMZREYE
« AHI
+ Q1/Q3

4 SHEH
« AHI
. NERRHE
+ Q1/Q3

A—H—A2H8—T—RHAF Analyst MD Y7k 7

IVD-IDV-05-0536-JA-C 125/172



Build Quantitation Method

X 8-3 : Integration #7

.Cump-::neﬁ.u_ Integration | Calibration |
(1) mayte: [mnoida I L R N | [Wj@

@Cummmml.hls' ng/mlL Calc. Conc. Units:  mg/mL @ Bkg. Sart: |N/A @ Blg. Emd: |M/A @

Min Peak Height: 0.000 eps T RT Window 000 | gee @smuu:hing Width: |0 w | painks

Min Peak Width: 0000  sec  EPectedRT 1154 min Jse Relative RT
Aufomatic - IGA I @ Noise Percent: 50 %  Base SubWindow: 1.000 min
@) Specify Parameters - MQ I @ Peck-Spliting Factor: [2—7] | | Report Largest Peak @
HHE IR
1 et
2 EA
3 REDHEN
4 HHREEA
5 D757 REE
6 INVDTSIURET
7 « &/IE—U5 _cps

s BRNE—DIE_B

8 s RTO4 kY _#
« FRIRT &

9 AL—UUTME:_RAVE
10 Hxt RTZERYTS
11 - BEI-IQAI
o INTA=EZEIETE - MQII
12 JARE
13 E—0587705—
14 R—RYT 4R _ 5
15 Report Largest Peak
Analyst MD Y7k 7 A—HF—AE—TT—RHAF
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Build Quantitation Method

B 8-4 : Calibration 27

L@anents | Irrte.-gmtiun| Calibration |

Apply to all analytes @ rescinnaming
Fit:

[Unear "] @

Weighting:

[Hune @ v] fterate @
Regression Parameter

@ Are
Hei:ht @

HH Pia %

1 TARTOSHEABIERT S
2 o HTER

3 EE

- V=7

« EOREELHHRKE

« TR

- BH

« KL

4 nE

« gL

« 1/x

o 1/(x*Xx)
« 1y

< MUy™y)
* Inx

* Iny

5 RESES

A—HF—AB—Tx—AHAF Analyst MD Y2+ 7
IVD-IDV-05-0536-JA-C 127172



Build Quantitation Method

RHE IRV
6 [EF/FA—5

Area
=

o}

Analyst MD Y7k 7
128/172
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Quantitation Wizard

9

B 9-1 : Create Quantitation Set - Select Samples #4704

Create Quantitation Set - Select Samples

Select the data file and the desired sample(s) to add to the new quantitation sat.

Avalsble Data Fies: @

Avalable Samples: @ _ Selected Samples: @

=]

el ] |

PIT0 [Cn O (oo |®

@ln-leglalunn Algonthm: InteliCuan

x|

o= N
1 FLOWEEEYMIEBMULI=WT—2770ILES VT IVERIRLET,
2 Integration Algorithm
3 FIRATREGT—4071)L
4 FARREGSUTIL
5 BERLI-Y2T L
6 TRTDI7AILEEN
7 IRTEM
8 I R THIBR
9 BE
10 R~
11 T
12 FrotiL

A—Y—AU8—Tx—RH(E

IVD-IDV-05-0536-JA-C

Analyst MD Y7k 7

129/172



Quantitation Wizard

== IR)L
13 LT

B 9-2 : Create Quantitation Set - Select Settings & Query #4704

Create Quantitation Set - Select Settings & Query
Lease select the settings for the new resuits (able and the defaull query (if any). @Hegratm Algorithm: InteliGuan
Settings to Use: [Defaut r]@

@ Defaul Queny
2 None @

Select Bxdsting:
@Q‘JE".-" |_.’«:|:1.|'E|r_'j.l 15% ': | Execute Query as Standard EMEI}"@

Create New Standard Cuery

(&) Meme

9 O 0 O O

Cancel | [ Hep |

HE SN)L

1 #LU) Results Table DR EET 7AHILED YT —%EIRL TSV (FE
I55EE)

Integration Algorithm
FERAMRDERE
TI+ILEDYTY)—
=L
BEFEOLDZEER

- Ty

|| BN

7 VL) —EFREIT)—ELTEITITS
8 HLWMEEIT)—ZERT D
© AHI

9 HH

Analyst MD Y7k 7 A—HF—AB—Tz—RAHAF
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Quantitation Wizard

®E NI
10 R~
1 T
12 Tyt
13 %

B 9-3 : Create Quantitation Set - Select Method #4704

Create Quantitation Set - Select Method

©0)

Specify which method will be wsed for this quantitation set, or creale @ Infegration Algorithm: InteliCiuan
a new methaod now

@ @ Choose Easting Method
Method: | PK Data_Mix.gf x|

@ Creste New Methad
Method Mame:

g hdneaii™ Maibend Bn Beln dse: ano Foar e e T
@ Lealie AROM3nc Methnd §0 1aDUiaie 3nsd Ior a3cn 3vailame on

O 2 j_r; ) e

EH IR)L

1 CHEELEYMIRAWDAYYRERTET . CORBETHLLAYYREE
BLFEY .

2 Integration Algorithm

3 Choose Existing Method
o AYYR

4 AV IREERT D
* Method Name

5 TEEAYYNEER T % (FIARTREG A A eI E R &RE)

6 BEH

A—Y—AA—TT—ZHAE Analyst MD Y7+ x7

IVD-IDV-05-0536-JA-C 131172



Quantitation Wizard

== a9V
7 R~
8 T
9 FrotL
10 ~IVT

B 9-4 : EE{L AV YFDIERK - Select Representative Sample #4704

Create Quantitation Method - Select Representative Sample |

Select the sample to use for building the quantitation method, @ Integration Algorthm: InteliGuan

Samgle Name  — | Sample Type| rescinnaming

STD Standard

minoxidol Co | tolbutamsde CY rese

Triple Quadli:_bat

2 Triphe Quadili_bat | 5TD 1 Standard 1.000000 2.000000 2000000 2.00/E
3 Tripke Quad\Mi;_bat | STD 2 Stlandard 1.000000 4,000000 4,000000 4.00

4 Triple Quadi;_bat | STD 2 Standard 1.000000 4, 000000 4, 000000 4.00

5 Triple Quadlix:_bat | STD 3 Standard 1.000000 B.0:00000 8.000000 8.00

] Triple Quadllio:_bat | STD 3 [ s1andard |"1.000000 B.000000 B.000000 8.00

7 Tripke Quadib;_bat | STD 4 Standard 1.000000 16.000000 16.000000 16.0

[ Triple Quadiiic_bat | 5TD 4 Standard 1.000000 16.000000 | 16000000 |[16.0

8 Triple Quadilic_bat | 5TD 5 Standard 1.000000 32.000000 |32.000000 |320
10 Triple Quadllio:_bat | STD 5 T |"1.000000 32.000000 | 32000000 |320
11 Triple Quadii;_bat | STD & Standard 1.000000 64.000000 |64.000000 |64.0
12 Triple Quadixz_bat | STD & EStandard 1000000 &4,000000 64, 000000 B64.0
13 Triole Quadil: bat | STD 7 Standard 1.000000 128.000000 | 128.000000 | 128 ~
‘ i ¥

’®m—l_~w£l o _—9_;

= SRV
1 EELAVYFDERICAVD YU TILEERLET
Integration Algorithm
74 %
YT LA
YOTINEAT
BE
RA
T

Tyl

Ol Nl BN

Analyst MD Yk 7 A—HY—A23—D1—XHAF
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Quantitation Wizard

== IR)L
10 LT

B 9-5 : FE{LAYYRDYERL - Define Peaks For MassSpec #4704

Create Quantitation Method - Define Peaks For MassSpec e
(DF'Feage adjust the peak names and masses as necessary for perod 1, experiment 1, @ Integration Algorithem; InteliCuan
| Sum Muttiple |EH'B® @Defaut Smoothing Width: [U‘ T] points.
Intemal Standards @
Hame Qi/a3 -
1
2 -
i nr b
Anahytes @
Hame Internal Standard | Q11 a3 -
1 210.200 / 164.188 =
2 271.300/91.148
3 609.400 / 195.039
4 635400/ 221.185
g -
‘ n b
| <Back |[ Next> [ Frish || Cancel | [ Hep |

HHE IN)L
1 2R 1. BB 1 DE—VREBEFWEICISCTHRBLTESLY,

Integration Algorithm

Sum Multiple lons
TIHIVEDRAL—DUT MG RAUb
NERREME

« AHI

+ Q1/Q3

Al | WIDN

6 SIEH
. &R

. PIEbRE
+ Q1/Q3

A—HF—AB—Tx—AHAF Analyst MD Y2+ 7
IVD-IDV-05-0536-JA-C 133/172



Quantitation Wizard

== a9V
7 Em|
8 R
9 T
10 Fyot)L
11 ~LVT

X 9-6 : EEILAYYRDYERL - Define Integration #4704

r::m Quantitation Method - Define Integration 1
GDF the desired peak was not found automatically, you should select both a @ Infegration Algorithm; InteliCiuzn
background range and the peak of interest by making 3 salection in the graph and
clicking the comesponding button.
i] ﬂl ﬁl Ret. Tima: 2,277 min AT Window: Bl sec FY— @
| rescinnamine @ @
228
2.0e4 4
@ £ Des -
§ 4084 -
E: 3 Ded o
5
T  ZDed-
1.0e4 4
ve 05 10 15 210 2.5
- @ Timl:.. min . -
HO E— O R (D B O i O E—
| <Back |[ Ned> | [ Frish || Concel | [ Heb |
EH N
1 ZFLLWE—IHABHFNICREINGWMESIE. T 57 L TERETHO>TH
LG HRIVED)VITHIET. I\ TSV RERLELOHLIE—I%
BEIRLET,
2 Integration Algorithm
3 REFRRE_ 2
4 RT 42k #
5 FFHIERTE
6 SE. cps
7 BFfE. 7
Analyst MD Y7k 7 A—Y—A2B3—T1—RHAF

134/172
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Quantitation Wizard

EHE NI
8 E@
9 R
10 T
11 Tyt
12 ALY

K 9-7 : Advanced #4704 (Intelliquan 7)L3") X LR EF)

Advanced

=)

Peak-Finding Parameters @

@ Automatic - 1G4 1]

@

O,
O,

(7 Specity Parameters - MO 1] @

50.00
1.00

-

@ Feport Largest Peak

Filtering Parameters

Minirum Peak Height: 0.00}

Minimum Peak Wwidth: 0.00

cps.

IECE,

Other Parameters @

(12) Smocthing width:

@ Concentration Lnits:

points.

nigdml

@ IJze Relative Retention Time

k. ]@Eancel ]@Help

)

EH X)L
1 E—RB/\SA—4
2 BE-IQAIl
3 INGA—BZIETE - MQ I

A—HF—A28—T1—RHAE
IVD-IDV-05-0536-JA-C

Analyst MD Y7k 7
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Quantitation Wizard

HAE R)L
4 JARE
5 R=RSAUBREI1FD:_ 5
6 E—0287705—
7 Report Largest Peak
8 TAIVER) DT INGA—4
9 =/NE—U5:_ cps
10 BRRE—V5:_®
11 DS A—4
12 AL—=DU TR _ RSk
13 IRE DB ng/mL
14 BHEEDEA
15 X REFRREEERT S
16 *r——
17 FrotiL
18 ~ILVT

X 9-8 : Advanced #4704 (Classic 7/)L3') X LEiR k)

Advanced 22
@ Bunching Factar:
@ Moize Threshold: 76,35 cps
@.ﬁ.rea Threzhold: 381.76 cps

@ Mumber of Smooths:

|1ze Relative Retention Time @

@ Concentration Units:  hgdml

@
W [Eancﬁ [ Help

Analyst MD Y7k 7 A—HF—AB—Tx—RAHAF
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Quantitation Wizard

RE NIV

1 Bunching Factor
JAXERE:_ cps
EERIE:_ cps
AL=SUT 0¥
X RFREZERATS
IREDBAL:ng/mL
FHIREDEA
+—tr—
Frotil
~ILT

Ol | Nl B~ W|IDN

—_
o

9-9 : EE{LAYYRDER - Specify Calibration #4704

[ Create Quantitation Method - Specify Cakibration ==
Pleass select your desired calibration options: @ Integration Algorithm: IntelliCuan
Fit:
anaa' @ 'J
Wesghtling: a
||‘~6:r|a O '| terate @
Regression Parameter
@ Area
Height
@ ® O @ @
< Back ' Finish || Cancsl Hedp
HA IR)L
1 BFELWLFYYITL—230FTarEmBIRL TS,
2 Integration Algorithm
A—H—A H8—T—ZXHAF Analyst MD Y2+ 7

IVD-IDV-05-0536-JA-C 1371172



Quantitation Wizard

"B

IRV

bl

PA
=]

=7
ETRRERDRN
=R

E8

TL

MmE

sL
1/x
1/(x * x)
17y
1y *y)

In x

Iny

RESES

[EF/ZA—5

Area

S

E3
=]

i1

A

T

10

A

11

~)LT

Analyst MD Y7k 7
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BITE /I NyTF DYERK 10

& 10-1 : Sample 27

Select Method for Sample Set @

Dumadm@ .
oo 0 (B S B
@' Addsa | | Remove Se @ 'a':':'_'."ﬂm @

s a5 Template [n-:-ne il [r-'m-:.d Eldtnrl

1
@ sample Hame | Rack Code | Rack Position | Plate Code | Piate Position | vial Position | Data File | Inj.Volurme () |

HH RV
1 YT INEYbADAYYREERLET
2 RE
3 REZIENM
4 YT ILEIBN
5 NI ERTE
6 YT ILDHEIR
7 EE1t
8 DAV EE
9 ATE
s TUIL—hrELTERTS
s BHOAVINEFERTS
* Method Editor

A—HF—AB—Tx—RAHAF Analyst MD Y2+ 7
IVD-IDV-05-0536-JA-C 139/172



BE/ N TFDER

1R SR)L
10 o HUTILE

« IvYa—k
© IYIHME

« JL—bka—F
« JL—MIE
o NATILEE

—_

s T—HRIFAIL
« GEAZE W

10-2 : Sample #7 - HHUYHA=a—

Sample | Locations | Quantitation | Submit |

Select Method for Sample Set

@ Open...

Set:

Add Samples

Import From

Save As Batch
Remove Set
Save As a Template...

Del Samples .
Hide/Show Column...

Save Column Settings...

Add Custom Column

Sample Name | Rack Code | F

Delete Custom Colurmn

Fill Down

Autolncrement

Delete Samples

Cther...

Select Autosampler

ation

"l [Quic:k Quart ]

v | [Method Edior|

n| Vial Position| Data File | Inj.Volume (ul) |

Analyst MD Y7+ x7

140/172
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BE/ N F DR

"B IRV
1 - AT

« AUR—kTT

« NUFELTRE

« TUTL—RELTRE
* FDERT/RT

© JDBREERT

« ARRLFIDENM

« ARBLIIDHEIKR

« FAHMIZaE—

© F—=RADVAIE

o HUTILOHI

© Tt

© AU TS—DER

X 10-3 : Add Sample #4704

Add Sample

Sample name @

Prefis:

Datafie (2)

Sample number:

Murnber of digits: 3

Set name:

Browse

Prefis: Data
Auto Increment: [
Sub Falder:
Mew zamples @
MNumber: 1

) )

)

A—HF—A28—T1—RHAE
IVD-IDV-05-0536-JA-C

Analyst MD Y7k 7
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BE/ N TFDER

RHE IRV

1 Yo7 ILERI
o EEEH

s YUTILEE
o HTEK

2 T—32I71I)

o (EEEH

T 4]

o F—rAD) ALK
s YITHILE

- BB

3 HEYUTIL

- BS

4 +—4r—

FyotiL

6 AT

10-4 : Locations 47

Locations | Quantitation | Submit

@f-‘*utmmp'efi | Agilent 1290 G42284, ~ |

[T S
N

Set: ’ -

®

No Rack

®

No Rack

1B IR)L
1 = IS5—
2 B
3 S99

Analyst MD Y7k 7
142/172
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BE/ N F DR

B 10-5 : Quantitation %7

| Sample I Locations | Quantitation |Subm'rt|

@

Set (7
[5|:—|'1 v] CQuant Method:  none
_@ Sample Name| Quant Type | Dilution Factor | Weight'Volume | Set Name
1 Sampledi Unknown 1.000000 0.00000000 SET
"A IR
1 RE
2 EEAJYE
3 s YUTILE
. EEZAT
* Dilution Factor
- BEEBRE
T ] 2
10-6 : Submit 27
Ewmtch Cramer name
| @ @
Submit Status
Plaase salact scquistion method for sach set and for each sampls § sot usas muliple methads!
Acquistion method anone> for set <SET 1> does not exist| Acguistion Methods do not use cument autosampler 410
Acouired samoles vill be aooended o the exsting DataFleisk DataSET1
(4)] Sampte Name | Rack Pasition | Plate Position | Vial Position | Acquisition Method | Quantitation| DataFite | Set Name | Submit Status
1 Sampledil 1 L o mlne | o CaiaSETY SET1 | ot
"A IR
1 NyFEREEA
2 Submit
3 RHEDIKEE

A—HF—A28—T1—RHAE
IVD-IDV-05-0536-JA-C

Analyst MD Y7+ <7
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BE/ N TFDER

"B

IRV

YT L%
IVINE
TL—MIE
NATIVELE
BITE AR
EE1L
T—RI74IL
tyk4
REDIKEE

Analyst MD Y7k 7
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Explore 11

B 11-1 : Select Sample ¥4 704

Flease select a data file and a corresponding sarmple: @

(2) DataFiles

] DataSET1 wiff

Samplel02
Samplel03
Samplelld
Sample005
Samplellb

[ Erm?;jl [Verify@ﬁnedﬁum ]

HE SR)L

T—RI7AIVEZRLETHHUTILERIRLTZEL:
T—32I74I)

YT

i

FrvoY LDOREE

r—r—

Tyt

N|o|loa|l b~ WIDN| -~

A—HY—A23—T1—XHAF Analyst MD Y797
IVD-IDV-05-0536-JA-C 145/172



Explore

X 11-2 : Explore A=a1—

Explore Window 5cript Help

Extract lons @ 4
3

Extract Wavelengths
Duplicate Data ’

Background subtract 4
i} Background Subtract to File...
1# Spectral Arithmetic Wizard
it Centroid
Ap- Smooth...

-"F Gaussian Smooth...
% Baseline Subtract...
= Threshold

il Moise Filter...

Periodic Moise Filter...
K Add
Ak Subtract
B0 Overlay

Ctrl+K

il Show Spectrum 5

H° Show Base Peak Chromatogram...

[{] Show File Information Ctrl+|
Jos 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 Histary

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

& Sum Overlays

{.\? Add Arrows

X, Remove All Arrows
o} Home Graph

M Offset...

e Force Peak Labels

3 Cycle Overlays

22 Remove MNon Active Overlays

B= Link

X Remove Link
Expand L4
Mormalize ’

JE, Set Selection..,

+ Set Threshold..

IMake Subset File...

Library Search L4

Analyst MD Y7+ 7
146/172
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