SCIEX

The Power of Precision

Analyst MD Software

Brugergreensefladevejledning

AL

IVD-IDV-05-0536-DA-D Januar 2022



Dette dokument leveres til kunder, der har kabt SCIEX-udstyr, til brug for driften
af dette SCIEX-udstyr. Dette dokument er ophavsretligt beskyttet, og enhver
reproduktion af dette dokument eller dele af dette dokument er strengt forbudt,
medmindre SCIEX skriftligt har givet tilladelse hertil.

Software, som kan vaere beskrevet i dette dokument, leveres i henhold til

en licensaftale. Det er ulovligt at kopiere, andre eller distribuere softwaren

pa ethvert medium, medmindre det specifikt er tilladt i licensaftalen. Desuden
kan licensaftalen forbyde, at softwaren demonteres, omvendt manipuleres eller
dekompileres til ethvert formal. Garantier er som anfgrt i aftalen.

| dele af dette dokument kan der vaere henvisninger til andre producenter og/
eller deres produkter, som kan indeholde dele, hvis navne er registreret som
varemeerker og/eller fungerer som varemeerker tilhgrende deres respektive ejere.
Enhver sadan brug har kun til formal at betegne disse producenters produkter
som leveret af SCIEX til indbygning i dets udstyr og indebaerer ikke nogen ret og/
eller licens til at bruge eller tillade andre at bruge sadanne producenters og/eller
deres produktnavne som varemaerker.

SCIEX' garantier er begraenset til de udtrykkelige garantier, der gives pa
tidspunktet for salg eller licens af dets produkter, og er SCIEX' eneste og
eksklusive erklaeringer, garantier og forpligtelser. SCIEX giver ingen andre
garantier af nogen art, hverken udtrykkelige eller stiltiende, herunder uden
begraensning garantier for salgbarhed eller egnethed til et bestemt formal, uanset
om de falger af en lov eller p4 anden made af loven eller af en handelspraksis
eller handelsbrug, som alle udtrykkeligt fraskrives, og patager sig intet ansvar
eller eventualansvar, herunder indirekte eller fglgeskader, for kabers brug af
produktet eller for eventuelle negative omstaendigheder, der matte opsta som
folge heraf.
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Til in vitro-diagnostisk brug. Produkt(er) er ikke tilgeengeligt/tiigaengelige i alle
lande. Kontakt din lokale salgsrepraesentant, eller se sciex.com/diagnostics for
yderligere oplysninger.
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Sikkerhedskonfiguration 1

Figur 1-1: Sikkerhedskonfigurationseditor — Fanen Projects

Security Cenfiguration u
PI'OI'GBCSS People | Remote Viewers
APl Instrumerit @

Foot Path: C:M\Analyst Data'Projects" AP Instrumernt

D AP Instrument
D Default
-1 Example Description: AP Instrument

View / Edit Access F{jghtsl

[ Enm...e'i[ More...q F’]OK ][Cl:ancel luippl;- Help

Element Etiket

1 Projekter

* APl-instrument

+ Standard
+ Eksempel
2 Personer
3 Fjernfremvisere
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Sikkerhedskonfiguration

Element

Etiket

APIl-instrument

* Rodsti: <drive>:\Analyst Data\Projects\API Instrument

» Beskrivelse: API-instrument

» Vis/rediger adgangsrettigheder

Standard (nar Standard er valgt)

* Rodsti: <drive>:\Analyst Data\Projects\Defaults
+ Beskrivelse: Standard

+ Vis/rediger adgangsrettigheder

Eksempel (nar Example er valgt)

* Rodsti: <drive>:\Analyst Data\Projects\Example
» Beskrivelse: Eksempel

» Vis/rediger adgangsrettigheder

Udskriv

Mere

OK

Annuller

Ol | N|®]| O

Anvend

—_
o

Hjeelp
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Sikkerhedskonfiguration

Figur 1-2: Sikkerhedskonfigurationseditor — Fanen People

| F‘rojedsl People | Remote \"lewers|

Person,/Administrator @

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

il METADDSY, [ohn.smi
Delete Description:
Built4in account for administering the computer/domain
Rolels) Selected (5) Availzble Roles
Administrator ﬁ'
a Operatar
a End User
@: a (1 Reviewer
giafdd a Supervizor
Remowve =>
| Pint. || Moe. | [ ok || cancsl Apply Help

Element Etiket

1 netvaerksnavn\administrator

netveerksnavn\brugernavn

2 Ny person
3 Slet
4 Person/administrator

* Fulde navn:

+ Beskrivelse: Indbygget konto til administration af computer/domaene

5 Valgt(e) rolle(r)

¢ Administrator

Analyst MD Software Brugergransefladevejledning
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Sikkerhedskonfiguration

Element Etiket

6 Tilfoj

7 Fijern

8 Tilgaengelige roller
* Analytiker
* Operatar

» Slutbruger
* QA-anmelder

+ Tilsynsfgrende

Figur 1-3: Sikkerhedskonfigurationseditor — Fanen Remote Viewers

Remote Viewers

Awvailable @

Instrument @

Add... @ Name:
@'@ Domain:
Computer:

Location:

Description
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Sikkerhedskonfiguration

Element Etiket

1 Tilgaengelig

2 Tilfgj

3 Slet

4 Instrument
* Navn:
* Domane:
» Computer:
* Placering:
+ Beskrivelse:

Analyst MD Software
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Sikkerhedskonfiguration

Figur 1-4: Sikkerhedskonfigurationseditor — Fanen Remote Viewers

| F‘rojedsl People | Remote \"lewersl Roles |5emnty|

Foles @ (5) o ()

g Admiristrator Description:  System Administrator
fAnalyst
al Operator 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

g Securty Corfig
w(/ Tune
L View Status
People with this Role: @
H.-’-‘-.MEDN L-4IR 4P 2 administrator
[ NETADDS! john smitn
i
g C (© (——® 13
| Pant. | |  Hide T OK | [~Cancel | ™~ ropiy Help

Element Etiket
1 Roller
2 Roller

* Administrator
* Analytiker

» Operatar

» Slutbruger

* QA-anmelder

+ Tilsynsferende

Ny rolle
4 Slet
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Sikkerhedskonfiguration

Element

Etiket

Rolle

» Beskrivelse: Systemadministrator
» Adgang til analytiker

* Dataopsamlingsmetode

* Analytikerapplikation

* Administration af revisionsspor

+ Batch

+ Database over forbindelser

+ Udforsk

* ExpressView

» Hardwarekonfiguration

» Kvantificering

* Rapportskabeloneditor

* Proveko

+ Sikkerhedskonfiguration

» Afstemning

* Vis status

Deaktivér

Personer med denne rolle:

* netvaerksnavn\administrator

* netvaerksnavn\brugernavn

Udskriv

Skjul

10

OK

11

Annuller

12

Anvend

13

Hjeelp
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Sikkerhedskonfiguration

Figur 1-5: Sikkerhedskonfigurationseditor — Fanen Security

| F‘rojedsl People | Remate \"lewersl Roles | Security |

Security Mode @

) Single User Mode ) Mixed Mode

© intearated Mode:

Acqguisition Account @
@ Client Account

() Special Acquisition Administrator Account Set Acquisition Accourt

[ pot. | [ e | ok [ Cance Apply Help

Element Etiket
1 Sikkerhed
2 Sikkerhedstilstand

» Enkeltbrugertilstand
» Blandet tilstand

* Integreret tilstand

3 Dataopsamlingskonto

+ Kundekonto
» Konto for administrator af saerlig dataopsamling

Angiv dataopsamlingskonto
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Sikkerhedskonfiguration

Figur 1-6: Sikkerhedskonfigurationseditor — Fanen Security (blandet tilstand vaigt)

Security Configuration

"”Pmioctulele]HumﬁmlMuﬁw-ﬂr

©) Single UserMode @ fiiced Mode) (1)
| ) Integrated Mode

Acquistion Account
@ Chert Accourt
() Special Acquistion Administrator Account Set Acquisition Account

Sereen Lock/Auto Logout @

[C] Sereen Lock Wait:  [1p mirtas
Auto Logout vat [0 it

Eleme | Etiket

1 Blandet tilstand

2 Skaermlas/automatisk logout
» Skeermlas

* Automatisk logout

* Vent: _ minutter

* Vent. _minutter
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Sikkerhedskonfiguration

Figur 1-7: Dialogboksen Analyst application is locked

-

Analyst application is locked
@.ﬁ.nalyst application iz in uze and haz been locked.
Only current uger, supervizor or an adminiztratar can
@unlnck or cloze thiz application.
@ Ilzer: user
@ Fazswaord
0! 7
| unwock || wogout | [T HELP |
Element Etiket
1 Analytikerapplikationen er i brug og er blevet last.
2 Kun den aktuelle bruger, den tilsynsferende eller en administrator kan
lase op for eller lukke denne applikation
3 Bruger
4 Adgangskode
5 LAS OP
6 LOG AF
7 HJAELP
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Sikkerhedskonfiguration

Figur 1-8: Administration af revisionsspor

A Audit Trall Manager

B Instrurmen

i Pregects

a1 Results Takles
E Adminitirater Comsole
&l Anchive Files

Audit Trail Data (7

The Analys! soltwane groups udiled senls by instnament, by project, and by quantitstion inta Sudd trads, which are Gles that store records of the
Budtod events.

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 ()
Each Administralor Console sened has a comesponding Aodit Trad ¥ihe Anabyst softwans is connected o a sened, this audd trad becomes
widible. It recordd secunty settng changes such as adding AN U,

+ 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.

Element

Etiket

1

Revisionsspordata

* Instrument

* Projekter

* Resultattabeller

* Administratorkonsol

* Arkivér filer

Revisionsspordata

Analytikersoftwaren grupperer reviderede heendelser efter instrument,
efter projekt og efter kvantificering i revisionsspor, hvilket er filer, som
indeholder poster med de reviderede haendelser.

Revisionsspor for instrument

Der er ét instrumentrevisionsspor for hver dataopsamlingsstation.

Det registrerer tilfgjelser eller udskiftninger i massekalibreringstabellen
eller oplgsningstabellen, og det registrerer poster i
instrumentvedligeholdelsesloggen.

Analyst MD Software
14/173
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Sikkerhedskonfiguration

Element

Etiket

Revisionsspor for projekt

Hvert projekt har et projektrevisionsspor, som registrerer haendelser
for projekt, data, metode, batch, afstemning, rapportskabelon, og
kvantificeringsfiler samt abning og lukning af moduler og udskrivning af
haendelser.

Revisionsspor for kvantificering

Der er et kvantificeringsspor for hver resultattabel. Det registrerer
kvantificeringsmetode og -parametre samt prgve- og topoplysninger.

Revisionsspor for administratorkonsol

Hver administratorkonsolserver har et tilhgrende revisionsspor. Hvis
analytikersoftwaren er forbundet til en server, bliver dette revisionsspor
synligt. Det registrerer andringer i sikkerhedsindstillingerne, f.eks.
tilfajelse eller fiernelse af brugere.

Klik pa Instrument for at se instrumentrevisionssporet.

Hvis du vil se et projektrevisionsspor, skal du udvide projekter og
klikke pa det gnskede projekt.

Hvis du vil se et kvantificeringsrevisionsspor, skal du udvide
resultattabellerne, udvide det relevante projekt og derefter klikke pa
den gnskede resultattabel.

Hvis du vil se revisionssporet for administratorkonsollen skal du klikke
pa administratorkonsollen.

Hvis du vil se et arkiveret revisionsspor, skal du udvide arkivfilerne
og derefter udvide det relevante projekt og klikke pa den arkiverede
revision, der skal vises.

Brugergransefladevejledning Analyst MD Software
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Sikkerhedskonfiguration

Figur 1-9: Administration af revisionsspor, instrument, Fanen History

(o) A Trasl Dt
B nstrument Husbauy I Sesngi | Marierance Log ]
[ Projects " @ 2 a
= 5 Results Tables o) = g
B8 Administeator Console m =k (3"' @I
& Archive Files
hm“lﬂrm@ AP bsrurmear “*""""’@ ek el
‘Arahpt Cuta Frojecr AF Insromest Progect Records:
R R— @ Ewnm«k-m-ﬂ Ratar et @ e
e ® ® o ©0 ®
Brcged & Dite pee) Tiensp Unae M Chaoos Reason I Edig
- ﬁ:mm:wn . Bacusiy . Uner oty e n M
. ﬁim?lwl e ety ok, et paoouabally bogped ot Mo
Swcurty Wode wan dasged
" ﬂrmr-m ] Cardguation HA faen Wined Mesw' To Single Mo
U e’
ARBIE Rl wll
b ::mm:uu oo Saanty Wik, wnipomd by wisr L]
Analya! apchcation wan
- ﬂrww‘uﬂ . Boausity Mk, e — Mo
s ﬂ?’-ﬂm LB-LEH e Smmrty Wk, U el by oGt i el
F ﬁ?MN!MH e Sacurnity Wik, e pomnst Al logped ot Mo
Anadyst Borees LoS eas
2 :‘:’MM'-'-‘M e Costguinien Hik Entind wilh 8 s of 1 L™
e
Tty Mooe s TangEd
2 ﬂ:?ﬂﬂ‘l‘li!-l e Cordguation WA o ningrated Mods' To Mo
Wi Moce’
s ::mmuuu — Sacusity . Uner wcomatully logged in Mo
L% Pravipen] D= ] iEsmich]

Element Etiket

1 Historik
2 Indstillinger
3 Vedligeholdelseslog
4 Forrige
5 Neeste
6 Sag
7 Instrumentrevisionsspor for: APl-instrument
8 Filnavn: <drive>:\Analyst Data\Projects\API| Instrument\Project
Information\Instrument.atd
9 Rapportdato
10 Antal poster: i alt
11 Post
12 Dato og klokkesleet
13 Brugernavn
14 Fulde brugernavn
15 Modul
Analyst MD Software Brugergransefladevejledning
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Sikkerhedskonfiguration

Element Etiket
16 Rediger arsag
17 Rediger beskrivelse
18 ESig
19 Historik

Figur 1-10: Administration af revisionsspor, instrument, fanen Settings

=] Audit Trail Data

..l Instrument
- Projects
@ Results Takles

B8 Administrator Consale

1)
Histary Settings | M aintenance Log |

Awailable Audit Maps @

Audit ap

& Default Audit Map

o3 Full Audit Map

&3 Mo Audit Map

a Quant Only Audit kMap
&3 Silent Audit Map

Modified

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

Audit Map Descrption @
Default Audit b ap

|

@ Edit...

][®

Apply ] [ Help ]

Element Etiket

1 Indstillinger

Brugergransefladevejledning
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Sikkerhedskonfiguration

Element

Etiket

Tilgaengelige revisionskort
* Revisionskort
+ Standardrevisionskort
* Fuldt revisionskort
* Intet revisionskort
» Revisionskort kun for kvantificering
+ Stille revisionskort
* /Endret

Beskrivelse af revisionskort

» Standardrevisionskort

Rediger

Anvend

Hjeelp

Analyst MD Software
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Sikkerhedskonfiguration

Figur 1-11: Administration af revisionsspor, instrument, Fanen Maintenance Log

O et [y | Setings | Maintenance Log |
=@ Projects )
- @l Results Tables _
E Administrator Console 1sirument Mainienance
@l Archive Files
Element Etiket
1 Vedligeholdelseslog
2 Formular til indtastning i instrumentvedligeholdelseslog
Indtast oplysninger om instrumentvedligeholdelse i denne formular. Nar
du er feerdig, skal du trykke pa knappen "Submit" for at gemme
denne rapport i instrumentrevisionssporet. Du kan gennemga eller
udskrive rapporten pa et vilkarligt tidspunkt ved at veelge View/Audit Trail
Manager/Audit Trail Data/Instrument History.
Brugergransefladevejledning Analyst MD Software
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Sikkerhedskonfiguration

Element

Etiket

3 Tilgaengelige revisionskort

Udfert af

Organisation, der udfgrer vedligeholdelse
Massekalibrering opdateret: Ja; Nej
Masseoplagsning opdateret: Ja; Nej

Instrumentfirmwaren er opdateret: Ja; Nej
+ Version

Udskiftede dele: Ja; Nej

* Reservedelsliste

Vedligeholdelse fuldfgrt: Ja; Nej

Kommentar

4 Send

Figur 1-12: Projekter

=1 Audit Trail Data
E Instrument

®%.-{aa
] APIInstrument

; Default

-8 Administrator Console
@I] Archive Files

Projects @

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

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

« 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.

Element Etiket
1 Projekter
* APl-instrument
+ Standard
* Eksempel

Analyst MD Software
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Sikkerhedskonfiguration

Element Etiket

2 Projekter

Nar et projekt oprettes, kopieres revisionskort, herunder det aktive
revisionskort, fra standardprojektet. | det nye projekt kan du eendre det
aktive revisionskort eller anvende et nyt.

* Hvis du vil arbejde med et projektrevisionsspor, skal du udvide
projekter og klikke pa det enskede projekt. Derefter skal du gaere ét
af folgende:

» Kiik pa fanen History, hvis du vil se projektrevisionssporet.

+ Klik pa fanen Settings, hvis du vil anvende et nyt revisionskort.

Figur 1-13: Resultattabeller

=5 Audit Trail Data
LB Instrument

- @ 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.

Example

QL ]vesos bl

.| APIInst t
% Defazlstrumen « 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:
..... {#8) Example ; L L
o To view the Quantitation Audit Trail, click the History tab.
o To view the audit map used with this Quantitation Audit Trail, click the Settings tab.

B Administrator Console
@l Archive Files

Element Etiket

1 Resultattabeller

¢ APl-instrument

» Standard
* Eksempel
Brugergransefladevejledning Analyst MD Software
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Sikkerhedskonfiguration

Element Etiket

2 Resultattabeller

Nar der oprettes en resultattabel, gemmes det aktive revisionskort i
projektet i resultattabelfilen til brug med kvantificeringsrevisionssporet.
Yderligere aendringer i resultattabellen revideres pa grundlag af dette
revisionskort.

* Hvis du vil se et kvantificeringsrevisionsspor, skal du udvide
resultattabellerne, udvide det relevante projekt og derefter klikke pa
den resultattabel, du vil se. Gar ét af felgende:

+ Klik pa fanen History for at fa vist kvantificeringsrevisionssporet.

+ Klik pa fanen Settings for at fa vist det revisionskort, der anvendes
med dette kvantificeringsrevisionsspor.

Figur 1-14: Administratorkonsol

Tl o v
i Projects
: APIInstrument .
Default =< Previgus] [Mesxt == ] Search]
Example
@il Results Tables Audit Trail For: Administrator Console Server Report Date: 2017/05/09 4:44:34 PM
% APIInstrument File Name: @Mminishatn( Conscle Audit Map.cam Humber of Records: 0 Total
Default
; ¥ Exarnple
% idr‘rr:.inisglator Console R'E#gmd % ﬁ % Module %ﬁ Decsr:;%ignn ESig  History
rchive Files
=< Previous] [Mest == ] Search]
Element Etiket
1 Administratorkonsol
2 Revisionsspor for: Administratorkonsolserver
3 Filnavn: Administrator Console Audit Map.cam
Analyst MD Software Brugergransefladevejledning
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Sikkerhedskonfiguration

Figur 1-15: Arkivér filer

=& Audit Trail Data
{E Instrument

- Projects

: APIInstrument

B Administrator Console

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
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.
Element Etiket
1 Arkivér filer

Revisionsposter akkumuleres i projektrevisionssporet og
instrumentrevisionssporet og kan generere store filer, som er vanskelige
at navigere i og administrere.

Nar instrumentrevisionssporet eller et projektrevisionsspor nar 1000
poster, tilfgjes en slutpost, der angiver, at filen er blevet arkiveret.
Revisionssporet gemmes derefter automatisk i mappen Project
Information med et navn, der angiver typen af revisionsspor samt

dato og klokkesleet. For eksempel er en fil med navnet PAT-
Archive-200012311923.ata en projektrevisionsspordatafil, som blev
arkiveret den 31. december 2000 kl. 19:23. Der startes et nyt
instrumentrevisionsspor eller projektrevisionsspor. Den farste post i det
nye revisionsspor indeholder stien til det arkiverede revisionsspor.
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Hardwarekonfiguration

Figur 2-1: Hardwarekonfigurationseditor

o

Hardware Configuration Editor

Hardware Profiles: @

X5

@[ Mew Prafile... ]

(@) EditPoie..

@ Drelete Prafile

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

@[ Cloge ]
[ Help ]

-

Element

Etiket

Hardwareprofiler

Ny profil

Rediger profil

Slet profil

Aktivér profil (Deaktivér profil)

Tilgeengelige enheder

Luk

Ol N|OoOO|lO| AW DN

Hjeelp

Analyst MD Software
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Hardwarekonfiguration

Figur 2-2: Opret ny hardwareprofil

o

Create Mew Hardware

Profile

Prafile Mame:

Devices in current profile: @

@ Add Device...

©

Ok

®

Element

Etiket

1

Profilnavn

Enheder i aktuel profil

Tilfgj enhed

Slet enhed

Konfigurér enhed

OK

N|OoO|lOoa| A~ W]IDN

Annuller

Brugergransefladevejledning
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Hardwarekonfiguration

Figur 2-3: Tilgeengelige enheder

Available Devices

# —

Device Type: @

Furnp
Autosampler
Column Chwen
Yalkee
Detector

A0 Conwverter

bdass Spectrometer

bass Spectrometer

®

Integrated System
Software Application

O

o |

| |

Cancel

)

Element

Etiket

Enhedstype

Massespektrometer
Pumpe
Autosampler
Sajleovn

Ventil

Detektor
A/D-konverter
Integreret system

Softwareapplikation

OK

Analyst MD Software
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Hardwarekonfiguration

Element

Etiket

Annuller

Figur 2-4: Tilgengelige enheder, valgt integreret system

Device Type:

Devices:

Available Devices

Integrated System

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

Element

Etiket

Enheder

* Integreret system, ExionLC 2.0-controller

* Integreret system, Sciex LC-controller

* Integreret system, Shimadzu LC-controller

* Integreret system, Shimadzu LC-40-controller

* Integreret system, Shimadzu LC-20/30-controller

Brugergransefladevejledning
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Hardwarekonfiguration

Figur 2-5: SCIEX LC-konfiguration
SCIEX LC configuration >

%iﬁame: | Advanced. .. @

@ Enable Auw Trace Monitaring | Configure [ : ]'
Devices in uze

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

ak. Cancel @

Element Etiket
1 Alias

Navn

Avanceret

Konfigurér

Aktivér overvagning af hjaelpespor

Enheder i brug

N|OoO|loa|l | W]IDN

* Pumpe
* Autosampler
* Sgjleovn

e Controller

8 OK

9 Annuller

Analyst MD Software Brugergransefladevejledning
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Hardwarekonfiguration

Figur 2-6: Avancerede indstillinger

Advanced Settings @

®

Status poling intervallms] 3000

-

®

Simulation Mode [ b are

@ OF. ] [ Cancel @

Element Etiket
1 Status for pollinginterval (ms)
2 Simuleringstilstand
3 Mere
4 OK
5 Annuller

Figur 2-7: Dialogboksen Config Ul

CantigliDulay =
E: Systemn Controller
: Binary Gradient
@ Autosampler
Column Oven
Option
( : ]' 0K | Cancel
Brugergransefladevejledning Analyst MD Software
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Hardwarekonfiguration

Element Etiket
1 Instrumenttype
2 Automatisk konfiguration
3 Veelg enheden, og rediger konfigurationen af hver enhed
4 » Systemcontroller
* Binaer gradient
* Autosampler
* Sgjleovn
» Indstilling
5 OK
6 Annuller

Analyst MD Software
30/173

Brugergransefladevejledning
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Hardwarekonfiguration

Figur 2-8: Dialogboksen Config Ul

-
ConfigUIDialog P J—— A [
Instrument type: @ Shimadzu Mexera/Prominence LC - | 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

Element Etiket

1 Instrumenttype
+ ExionLC
» Sciex Diagnostic Jasper

* Shimadzu Nexera/Prominence LC

Automatisk konfiguration

Veelg enheden, og rediger konfigurationen af hver enhed.

Systemcontroller

Al | WIDN

Isokratisk (eller binger gradient)

Brugergransefladevejledning
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Hardwarekonfiguration

Element Etiket
6 Autosampler
7 Sgjleovn
8 PDA-detektor
9 Indstilling
10 OK
11 Annuller

Figur 2-9: Dialogboksen Auto Configuration

i k'

@ Auto Config @
Offline @
IP address: @

OK

Element Etiket
1 Automatisk konfiguration
2 Offline
3 IP-adresse

Analyst MD Software
32/173
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Hardwarekonfiguration

Element Etiket
4 OK

5 Annuller

Figur 2-10: Konfiguration af systemcontroller

rSy:-tem Controller Configuration ‘ M
Madel: @

serial number; @ ROM version: @
Uit ID: @

System |:||i.':-':.—':'r:f'.l|'|® elays:
Turn off relays on error @ Relay 1:

wn
(=]

Start v

Start -

| Fire start relay on: @ All runs - Relay & @ Start b
System PMax AUTO i Reelay 3: @
v« @

Element Etiket
1 Model

* SCIEX DX CNTRL (hvis Jasper-systemet anvendes)
+ CBM-20A (til Shimadzu CL-serien)
» Controller (til ExionLC AC- eller ExionLC AD-systemet)

Serienummer
Enheds-id

ROM-version

Systembeskyttelse

Sla releeer fra ved fejl

N|oO|la|l A~ WIDN

Brandstartsrelee til

* Deaktivér
¢ Alle karsler

* Kun inj.

Brugergransefladevejledning Analyst MD Software
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Hardwarekonfiguration

Element

Etiket

System P.Max

* Fra

+ AUTOMATISK
+ MANUEL

_ Mpa (kun tilgaengelig, nar enten AUTO eller MANUAL er valgt i System
P.Max.)

Relaeer

Relae 1

« Start
» Stop
* Fejl

* Heendelse

11

Relee 2
« Start
« Stop
+ Fejl

¢ Heendelse

12

Relee 3
+ Start
» Stop
+ Fejl

* Heendelse

13

Relee 4
« Start
« Stop
+ Fejl

« Heendelse

14

OK

15

Annuller

Analyst MD Software
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Hardwarekonfiguration

Figur 2-11: Konfiguration af binaer gradient
’Binaréﬁjadient Configuration ﬂ
_':f'l-"E: e iinany Gradient

Pump A Pun‘-l-E#B

Model: @ LC-20ADXR Port: @ A
Serial number: @ L20805250006 ROM versian: 500
Unit ID: @

r Solenoid .al.e-@

Maone -
Serial number: @
Unit ID: @

@ System check settings..

©

OK Cancel

Element Etiket

1 Type

* Bineaer gradient

2 Pumpe A
3 Pumpe B
4 Model

+ SCIEX DX PUMP (hvis Jasper-systemet anvendes)
* LC-20ADXR (til Shimadzu CL-serien)
*  AC-pumpe eller AD-pumpe (til ExionLC AC- eller ExionLC AD-

systemet)
5 Serienummer
6 Enheds-id
Brugergransefladevejledning Analyst MD Software
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Hardwarekonfiguration

Element Etiket

7 Port
* A (nar fanen Pump A er valgt)
+ B (nar fanen Pump B er valgt)

8 ROM-version

9 Magnetventil

10 Ingen

11 Serienummer

12 Enheds-id

13 Systemkontrolindstillinger

14 OK

15 Annuller

Figur 2-12: Isokratisk konfiguration

fI-Isn:"crul’:ic Configuration LE Ig—‘
Type: @ Isocratic

Model: @ SCIEX DX PUMP Port: @ A
Serial mumber: @ ROM version: @ 5.00
Umit ID: @

Mone -

=Sole

Sefial number:

Unit 10:

Analyst MD Software Brugergransefladevejledning
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Hardwarekonfiguration

Element Etiket

1 Type

¢ |sokratisk

2 Model

» SCIEX DX PUMP (hvis Jasper-systemet anvendes)
+ LC-20ADXR (til Shimadzu CL-serien)

* AC-pumpe eller AD-pumpe (til ExionLC AC- eller ExionLC AD-
systemet)

3 Port
« A

Serienummer
ROM-version
Enheds-id

N|[o|lo| b~

Magnetventil

* Ingen

+ Serienummer
* Enheds-id

8 Systemkontrolindstillinger
9 OK
10 Annuller

Figur 2-13: Pumpe - Systemkontrolindstillinger

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

Total delivered volume LER: @ 30 L

—{) OO O

Default oK Cancel Help

Element Etiket

1 Samlet leveret volumen V og H: _ |
2 Standard
Brugergransefladevejledning Analyst MD Software
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Hardwarekonfiguration

Element Etiket
3 OK
4 Annuller
5 Hjeelp

Figur 2-14: Konfiguration af autosampler

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

SCIEX D SMPLR|
Rinse pump option @

Injection trigger: @ ® Run Sync
Max injection volume @ 100 pl

wn

Needle stroke settings..

System check settings.. @

@ QK Car-:cl®

Element Etiket
1 Model

+ SCIEX DX SMPLR (hvis Jasper-systemet anvendes)
* SIL-20ACXR (til Shimadzu CL-serien)

* AC-autosampler eller AD-autosampler (til ExionLC AC- eller ExionLC
AD-systemet)

Serienummer

ROM-version
Enheds-id
Skyllepumpeindstilling (ikke tilgaengelig for ExionLC AD-systemet)

|||l DN

Injektionsudlgser

« Kor

» Synkroniser

Injektionstype: Direkte injektion (kun tilgaengelig, nar AD-autosampleren
anvendes til ExionLC AD-systemet)

Analyst MD Software Brugergransefladevejledning
38/173 IVD-IDV-05-0536-DA-D



Hardwarekonfiguration

Element Etiket
7 Maks. injektionsvolumen: _ pl
8 Indstillinger for nalestrag
9 Systemkontrolindstillinger
10 OK
11 Annuller

Figur 2-15: Konfiguration af sgjleovn

Medel: @ SCIEY. DX OVEN]

cenal number: @
Uit II}.@

ot @
RO version @

- .
Column Oven Cnnﬁgur_ R

1=

un
=
L=

Serial numben @
2/6-positionvalve Lt @ None d
2/6-position valve R: Mons -
Use column settings

Q)

Uriit ID

@

®)
DK

Cancel @

Element Etiket

1 Model

* SCIEX DX-ovn (hvis Jasper-systemet anvendes)
+ CTO-30A (til Shimadzu CL-serien)

* AC-sgjleovn eller AD-sgjleovn (til ExionLC AC- eller ExionLC AD-
systemet)

Serienummer

Enheds-id

Port

ROM-version

|||l DN

Ventiler

Brugergransefladevejledning
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Hardwarekonfiguration

Element Etiket
7 2/6-positionsventil V
* Ingen
8 2/6-positionsventil H
* Ingen
9 Serienummer
10 Enheds-id
11 Brug kolonneindstillinger
12 Indstillinger
13 Systemkontrolindstillinger
14 OK
15 Annuller

Figur 2-16: Dialogboksen UV Detector Configuration
[ UV Detector Ccnﬁguratinn_- I. DS ]
Model: @ Port: @ A

Serial number: @ ROM version: @ 2035
Unit I @ @

Use recycle valve @ System check settings...

®

OK Cancel

Lg

Element Etiket
1 Model

» PDA-detektor (til ExionLC AC-systemet)
» UV-detektor (il ExionLC AD-systemet)

2 Serienummer
3 Enheds-id
4 Brug genvindingsventil (til ExionLC AD-systemet)
5 Port (til ExionLC AD-systemet)
Analyst MD Software Brugergransefladevejledning
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Hardwarekonfiguration

Element Etiket
6 ROM-version
7 Systemkontrolindstillinger
8 OK
9 Annuller

Figur 2-17: Indstilling

i '\
Option LI—J? ot S
: )
Ry
Fast LC @
Pressure unit: @ MPa *

@ OK Cancel @

Element Etiket

1 Pumpedriftstilstand
* Isokratisk flow
* Bineer gradient

2 Hurtig LC

3 Trykenhed
+ Kgf/cm2
> psi
* MPa
* bar

4 OK

5 Annuller

Brugergransefladevejledning Analyst MD Software
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Hardwarekonfiguration

Figur 2-18: Shimadzu LC-systemkonfiguration ved hjaelp af det integrerede system
Shimadzu LC-controller

Shimadzu HPLC Systermn Cenfiguration

Pt

:‘DSystem Contraller: | CBM-202, ~ I:anigure... @
Pumps @ Cancel
Pump 4. LC-2040 e Configure. ..

Pump B: LC-2080 e Configure... @ Help
Pump C: none e Configure...
Purmp D: hone o Configure. ..
Detectors @
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. ..
FDA Detectnr:@ FonE Configure... @ Cornrnetit
Yersion: B.5.2.3
@ SHIMADZU Solutions for Science
Element Etiket
1 Systemcontroller
2 Pumper
» Konfigurér
3 Detektorer
» Konfigurér
4 Autosampler
» Konfigurér

Analyst MD Software
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Hardwarekonfiguration

Element Etiket
5 Ovn
» Konfigurér
6 Undercontroller
» Konfigurér
7 PDA-detektor
» Konfigurér
8 Konfigurér
9 OK
10 Annuller
11 Hjaelp
12 Kommentar

Figur 2-19: (Shimadzu) CBM-20A-konfiguration

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

Marrnal

LB S Bamipei
System P kas: @

i -

(3

Cancel Help

Test @

W

o

Brugergransefladevejledning
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Hardwarekonfiguration

Element Etiket
1 Kontakter

» Systembeskyttelse

* Lydalarm ved fejl

» Slarelaeer fra ved fejl

* Detektor A for automatisk nulstilling

» Detektor B for automatisk nulstilling

2 Meddelelser
» Seriel port
« TCP/IP

* Port

* Sag

Automatisk konfiguration
4 Test

5 Relaser
* Relee1-Relxe4

+ Start

« Stop

+ Fejl

* Heendelse
+ Ekstern start

» Deaktivér

» Alle karsler

* Kun injicer

6 Trykenheder (psi, Kgflcm2, MPa, bar)
7 Karsel udlgst af ekstern enhed
8 Kompatibel med slgjfe-’/holdkommando
9 Styretilstand (normal, hurtig LC)
10 Kompatibel med LC-30-serien
11 System P.MAX
Analyst MD Software Brugergransefladevejledning
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Hardwarekonfiguration

Element Etiket
12 OK
13 Annuller
14 Hjeelp

Figur 2-20: Dialogboksen Option

Option @ 7 >
©,

Pump operation mode: Bimary gradient @ -
W

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

Pressure unit: @ Low pressure gradient

OK @ Cancel

Element Etiket

1 Indstilling

2 Pumpedriftstilstand
3 Hurtig LC

4 Trykenhed

5 * Bineer gradient

* Isokratisk flow
* Bineer gradient

» Lavtryksgradient

6 OK

7 Annuller

Figur 2-21: (Shimadzu) Pumpekonfiguration
[ Pump Configuration @

Solenaid Valve: [ nomne @
Degaszer [ none ‘@

Y (ow® O

Brugergransefladevejledning Analyst MD Software
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Hardwarekonfiguration

Element Etiket
1 Magnetventil (ingen)
2 Afgasser (ingen)
3 OK
4 Annuller
5 Hjeelp

Figur 2-22: (Shimadzu) Konfiguration af autosampler

o

Autosampler Configuration @

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

il =

£k ¥ £
[ Back Changer Installed @
[] Rinze Pump Installed. @

[] Supports Pretreatment * @

[* Requires Pretreatment option to be installed in
hardveare]

Coa® [om® (m®

Element Etiket

1 Starrelse af praveloop: _ ul

Spring sekvenslinjen over, hvis heetteglasset mangler.

Pragvekoler installeret

MTP-prgveordre

Rack-skifter installeret

Skyllepumpe installeret

Understatter forbehandling *

(* Kraever forbehandlingsindstilling for at blive installeret i hardware)

Ol Nl BN

OK

Analyst MD Software
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Hardwarekonfiguration

Element Etiket
10 Annuller
11 Hjeelp

Figur 2-23: (Shimadzu) Ovnkonfiguration

Walves @

Left: [ niore - ]

Right: [ nohe - ]

Coe@ (ow®

Cwen Configuration @

Element Etiket
1 Ventiler
* Venstre
* Hajre
2 OK
Annuller
4 Hjeelp

Brugergransefladevejledning
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Hardwarekonfiguration

Figur 2-24: (Shimadzu) Fanen Pumps

* |sokratisk flow

* Binaert flow

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 psi
Madmum: 1451 psi
Pressure Limits (Fump B)
Minimum: 0 psi
Masmum: 1451 pei
Element Etiket
1 Pumpetilstand

2 Konstant
* Tryk
* Flow
* Pumpe A-flow: _ ml/min.
*  Pumpe B-flow: _ ml/min.
3 Konfigurerede pumper

* Pumpe A
* Pumpe B
* Pumpe C
* Pumpe D

Analyst MD Software
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Hardwarekonfiguration

Element Etiket
4 Trykgraenser (pumpe A)
* Minimum: _ psi
* Maksimum: _ psi
5 Trykgraenser (pumpe B)

e Minimum: _ psi

* Maksimum: _ psi

Figur 2-25: (Shimadzu) Fanen 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
Element Etiket
1 * Model
» Racktype
» Slet rack

Brugergransefladevejledning
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Hardwarekonfiguration

Element Etiket

2 * Brug autosampler

» Skyllevolumen: _ (ul)

* Nalestrag: _ (mm)

+ Skyllehastighed: _ (ul/sek.)

* Prgvetagningshastighed: _ (ul/sek.)
* Rensningstid: _ (min.)

» Skylledyppetid: _ (sek.)

efter aspiration)
» Aktiver kaglerenhed
* Kaglertemperatur: _ (°C)

* Nalestrag i kontrolheetteglas: _ (mm)

+ Skylletilstand (ingen skylning, fgr aspiration, efter aspiration, for og

Figur 2-26: (Shimadzu) Fanen Oven

| Pumps | .ﬂu.rtosampler| Oven |Contro||er | Time Program

Model: (1) CT0-204C

Erable Oven @

Oven Temperature: 40 C @
Maximum Tempersture: 85 c(a)
Element Etiket

1 Model

2 Aktivér ovn

3 Ovntemperatur: _C

4 Maksimal temperatur: _ C

Analyst MD Software
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Hardwarekonfiguration

Figur 2-27: (Shimadzu) Fanen Controller

| Pumps I Autosampler | Cven | Controller | Time Program

Mode:  CBM20A (1)

Power On @
] Event 1

[] Evert 2 @

[] Evert 3
[] Evert 4

Element Etiket

1 Model
2 Teendt
3 Heendelse 1, 2, 3, 4

Figur 2-28: (Shimadzu) Fanen Time Program

| Pumps | Sutosampler | Oven | Cuntroller| Time Program I_

O G o NN

Time ™ [Module ™= [Event " [ Parameter
1 90.00 Cantraller Stap

Element Etiket
1 Tid
2 Modul
3 Heendelse
4 Parameter

Brugergransefladevejledning
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Hardwarekonfiguration

Figur 2-29: Opret nyt projekt/underprojekt

Create New Project/Subproject ﬁ

Frojectwill be created under the following directony: @

t DatahProjects

Eroject name @

Subproject Specifications @

Subproject name: @
2016_09_2k

Project folders: @ Subproject folders: @

Acquisition Methods -
Acquisition Scripts P
Batch

BioAnahsst

Data

Log

Frocessing Methods
Processing Scripts -

Tttt b Al Al

(o |

111

| I
I | %

@ [ ] Set configuration as default for new projects

ok | @Cancel | {%

Element Etiket
1 Projektet oprettes under fglgende mappe
2 Projektnavn
3 Specifikationer for underprojekter
4 Navn pa underprojekt
5 Projektmapper
6 Underprojektmapper
7 Tilfgj alle
8 Fjern alle
9 Angiv konfigurationen som standard for nye projekter
10 OK
Analyst MD Software Brugergransefladevejledning
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Element Etiket
11 Annuller
12 Hjeelp

Brugergransefladevejledning
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Rapportskabeloneditor

Figur 3-1: Rapportskabeloneditor — Fanen Header/Footer Design

Header/Footer Design | Page Setup |

Header@

Fields @

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

Element Etiket

1 Design af sidehoved/sidefod

2 Felter
* Designelementer
» Dataopsamlingselementer
» Kvantificeringselementer
Sidehoved

4 Felter
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Rapportskabeloneditor

Element Etiket

5 Justering
e Justér venstre
e Justér midt

* Justér hgjre

6 Skrifttyper
7 Sidefod
8 Synlig fra alle projekter

Figur 3-2: Rapportskabeloneditor — Fanen Page Setup

| Header/Footer Design | Page Setup @

Publication Destinations @ Margins @ Page Layout @
e
& \AMCON-PRINTI\CON-TIF2RMS:| o, per =

Bottom: 0.80° =
. 000" =
Right: 0.00" =

1| 1l 3

Select Destination @ From Edge @ Page Orientation @
Header:  0.307 = )

[ Prirter ] ") Portrat @ Landscape

Footer: 0.30" =

Element Etiket
1 Sideopsaetning
2 Publikationsdestinationer
e Printer
3 Veelg destination
e Printer
Brugergransefladevejledning Analyst MD Software
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Rapportskabeloneditor

Element

Etiket

Margener
* Top

* Bund

* Venstre

* Hgjre

Fra kant

« Sidehoved
* Sidefod

Sidelayout

Sideretning

+ Staende

+ Liggende

Analyst MD Software
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Optimering af forbindelse 4

Figur 4-1: Instrumentindstillinger

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: @ ()

B | Net> | | Cancel | [ Hep |
Element Etiket
1 Angiv instrumentets tilstand
2 Indlgb
* Infusion
* FIA
Brugergransefladevejledning Analyst MD Software
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Optimering af forbindelse

Element Etiket

3 Massespektrometer
* MS-analyse
* MS/MS-analyse

4 Standarddataopsamlingsmetode

5 Rackkode

6 Rackposition

7 Pladekode

8 Pladeposition

9 Injektionsvolumen (pl)

10 Tilbage

11 Neeste

12 Annuller

13 Hjeelp

Analyst MD Software
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Optimering af forbindelse

Figur 4-2: loner til brug i MS/MS-analyse

-

lons to use in MS/MS Analysis @

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

Precursar lon: Palarity: @
@-&- MW lon @ Positive
Search Window: + 2 500 {Da) () Negative

(71 Base Peak lon e L

o MLy N

Search Range: | 20.000 to |1000.000 |(Da)

Compound Mame: | Target

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

O O e O,

| <Back || MNet> || Cancel | [ Hep |
Element Etiket
1 Veelg de ioner, der skal bruges i MS/MS-analyse
2 Praekursor-ion
* MW-ion

* Sggevindue (x Da)

+ Base Peak-ion
+ Sggeinterval: _til _ (Da)
* Navn pa forbindelse

* Oplagsning (lav, enhed, hgj)

Brugergransefladevejledning Analyst MD Software
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Optimering af forbindelse

Element Etiket
3 Produkt-ion

» Brugerdefineret
* Veelg automatisk
» Kiriterier

* Oplagsning (lav, enhed, hgj)

4 Polaritet

* Positiv
* Negativ
* Begge

Tilbage

Naeste

Annuller

| N O] O

Hjeelp

Figur 4-3: Valgkriterier for automatisk valg af produkt-ion

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

Element Etiket
1 Fra de mest intense_ toppe
2 Byg endelig metode ved hjelp af _ mest intense toppe
3 Udeluk produkt-ioner inden for £ _ Da af praekursor-ion m/z
Analyst MD Software Brugergransefladevejledning
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Optimering af forbindelse

Element Etiket

4 Min. masse for produkt-ion: Da

Teerskel for produkt-ion: cps
OK
Standard

Annuller

Ol |N]|O| O

Hjeelp

Figur 4-4: loner til brug i MS-analyse

lons to use in M5 Analysis @

Please select the ions to use in M5 Analysis: @

Target lon: @
i@ MW lan

Search Window: £ 2.500 (Da)
(7 Base Peak lon

i -Ir'r'r' e

Search Hange: 30.000 to LU DU [Da}

Compound Mame: | Target

Resalution: [ it -

Puolarity: @

@ Positive
(71 Megative
“ Bath

oo ] (o) )

Element Etiket

1 Veelg de ioner, der skal bruges i MS-analyse

Brugergransefladevejledning Analyst MD Software
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Optimering af forbindelse

Element

Etiket

Mal-ion

* MW-ion
* Sggevindue (+ Da)

+ Base Peak-ion
» Segeinterval: _til_ (Da)
* Navn pa forbindelse

» Oplgsning (lav, enhed, hgj)

Polaritet

* Positiv
* Negativ
* Begge

Tilbage

Naeste

Annuller

N|o|lo| b~

Hjeelp

Analyst MD Software
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Optimering af forbindelse

Figur 4-5: Malkomponenter

Target Components

Flease enter the target components to optimize: @

[l

-

Compound Name MW (Da) | No. Charges
i @ ONNO)
== =05 =0

Element Etiket

1 Indtast malkomponenterne for at optimere:

2 Navn pa forbindelse

3 MW (Da)

4 Antal ladninger

5 Tilbage

6 Afslut

7 Annuller

8 Hjeelp

Brugergransefladevejledning
IVD-IDV-05-0536-DA-D

Analyst MD Software

63/173



Optimering af forbindelse

Figur 4-6: Dialogboksen FIA Target Compounds

(e S ==

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

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

1 Compoun{( 2 5000-400.00 | (13000 (4)o00 [F(5) _[(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

Element Etiket

1 Disse malforbindelser vil blive optimeret. Du kan aendre navnet pa
forbindelsen. Angiv, hvilken af dem der skal anvendes som intern
standard.

Navn pa forbindelse

Q1-masse (Da)
Q3-masse (Da)

Intern standard

Heetteglasposition

N|OoO|lOoa| A~ WOIDN

Bemeerk: Alle forbindelser, som identificeres som I.S. (intern
standard), vil ikke blive brugt til bestemmelse af optimale kilde-/
gasparameterbetingelser.

Analyst MD Software Brugergransefladevejledning
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Optimering af forbindelse

Element Etiket
8 Oplasning
9 Q1-opl@sning
* Lav
* Enhed
* Hgj
10 Q3-oplgsning
* Lav
* Enhed
* Hgj
11 Tilbage
12 Neeste
13 Annuller
14 Hjeelp

Brugergransefladevejledning
IVD-IDV-05-0536-DA-D

Analyst MD Software
65/173



Optimering af forbindelse

Figur 4-7: Dialogboksen FIA Source Parameters

F ™y
TETST 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 ()

Element Etiket

1 Veelg de kildeparametre, der skal optimeres i FIA

2 Parameternavn

+ Skaermgas

» Kollisionsgas

* lonSpray-spaending
* Temperatur

* lonkildegas 1

* lonkildegas 2

* Graensefladevarmer

Analyst MD Software Brugergransefladevejledning
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Optimering af forbindelse

Element Etiket
3 Optimer
4 Aktuel veerdi
5 Veerdi for optimering
6 Replikatinjektion for hver parameter
7 Antal injektioner i alt
8 Samlet prgvevolumen: _ (ul)
9 Tilbage
10 Neeste
11 Annuller
12 Hjeelp

Brugergransefladevejledning Analyst MD Software
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Optimering af forbindelse

Figur 4-8: Dialogboksen FIA Compound Parameters

-

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 |
Element Etiket
1 Veelg de forbindelsesparametre, der skal optimeres af FIA
2 Forbindelse
MRM

Analyst MD Software

Brugergransefladevejledning
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Optimering af forbindelse

Element Etiket

3 Parameternavn

* Declusteringspotentiale

* Indgangspotentiale

» Kollisionscelle- indgangspotentiale
+ Kollisionsenergi

» Kollisionscelleudgangspotentiale

4 Optimer
5 Aktuel veerdi
6 Veerdi for optimering
7 Antal injektioner i alt
8 Samlet prgvevolumen: _ (ul)
9 Varighed af massespektrometri: _ (min.)
10 Tilbage
11 Afslut
12 Annuller
13 Hjeelp
Brugergransefladevejledning Analyst MD Software
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Instrumentoptimering 5

Figur 5-1: Instrumentoptimering

-

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 Q) TRAP Instrument Optimization Vier: 2.5341.9

Element Etiket

1 Veelg den type optimering, du vil udfere

2 For du begynder at optimere instrumentet, skal du bruge manuel
afstemning til at optimere kildeparametrene og stabilisere sprayen.

Bekreeft instrumentets ydeevne

4 Juster kun massekalibrering

5 Juster instrumentindstillingerne (topform, kalibrering,
forbedringsparametre osv.)

6 Nulstil de valgte scanningstilstande til standardveerdier, og juster
instrumentindstillingerne

Analyst MD Software Brugergransefladevejledning
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Instrumentoptimering

Element Etiket
7 Hjeelp
8 Forrige
9 Neeste
10 Afslut

Figur 5-2: Instrumentoptimering

-

A Instrument Optimization o
File Edit View Tools Help

Select a tuning mode

() /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)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 & TRAP Instrument Optimization Vier: 2.5341.9
Element Etiket
1 Veelg en afstemningstilstand
2 Godkendt indstilling: Afstem hver scanningstilstand ved hjeelp

af den anbefalede afstemningsopl@sning. Du skal kare
instrumentoptimeringssoftwaren til hver afstemningsopl@sning.

3 Alternativ indstilling: Brug én oplasning til at afstemme alle
scanningstilstande.

Brugergransefladevejledning Analyst MD Software
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Instrumentoptimering

Element Etiket

4 Det anbefales, at du bruger den godkendte afstemningsmetode. Hvis
du bruger afstemningsoplgsninger, der ikke anbefales, afstemmes
instrumentet muligvis ikke optimalt.

Hjeelp

Forrige

Neeste

0| N O] O

Annuller

Figur 5-3: Instrumentoptimering

(L emmenommanes =

File Edit View Tools Help

(1Select the scan modes

@ Tuning Solution | 100 « diute Agient |
Polarity & Positive
T MNegative
Quad o T
@ r r
r r
r r
r r
I r
g ~ 50 Dals MEIME.-'ME@
™ 250 Dals ™ Isolation & Resolution
™ 1000 Da's ¥ Excitation
™ 10 000 Da's
[ 20 000 Da's

Help®| Maore Ciplluns_ ®<- Prav | Nesd = | ®Cancel |

Instrumént: QTRAP 4500 Ingtrument Optimization Ver: 3,3001.%
Element Etiket
1 Veelg scanningstilstandene
2 Afstemningsopl@sning
Analyst MD Software Brugergransefladevejledning
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Instrumentoptimering

Element Etiket

3 Polaritet
* Positiv
* Negativ

4 Quad

5 LIT (Dals)

6 MS/MS/MS
Isolering og opl@sning
Excitation

7 Hjaelp

8 Flere indstillinger

9 Forrige

10 Neeste

11 Annuller

Brugergransefladevejledning
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Instrumentoptimering

Figur 5-4: Instrumentoptimering: Indstillinger

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 Hooooc shape

Quad Preferences

Peak Width Target |0.70

Options @

Optimize C2B [

Maximum EXB |153

Help|

Element Etiket

1 LIT-indstillinger
2 POS +
3 » Fast fyldningstid

* Dynamisk fyldningstid

* QO-separator

4 NEG -
5 Scanningsvarighed for LIT-test og -kalibrering _ sekunder
Analyst MD Software Brugergransefladevejledning

741173 IVD-IDV-05-0536-DA-D



Instrumentoptimering

Element Etiket
6 lav m/z-region
* hgjere felsomhed
* bedre topform
7 hgj m/z-region
* hgjere fglsomhed
* bedre topform
8 Quad-indstillinger
» Mal for topbredde
9 Indstillinger
* Optimer C2B
* Maksimal EXB
10 Hjeelp
11 OK

Brugergransefladevejledning
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Instrumentoptimering

Figur 5-5: Instrumentoptimering

-

& Inctrument Optirnization o B )
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 E200 Syringe Diam eter{mr.n} 4.61
lon Source Gas1 |15 Flow Rate (ulfmin) |7

lon Source Gas2 |0

Help ; ®r:-va |®GD! | ancel |

Instrument: 3200 &Q TRAP Instrument Optimization Ver: 2.5341.9
Element Etiket
1 Infunder: i _ tilstand
2 Indtast ionkildeparametrene i felgende felter, og klik derefter pa GO.
3 Kildeparametre

* lonSpray-spaending
* lonkildegas 1

* lonkildegas 2

4 Sprgjteparametre
+ Sprejtediameter (mm)

* Flowhastighed (ul/min.)

5 Hjeelp
6 Forrige
Analyst MD Software Brugergransefladevejledning
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Instrumentoptimering

Element Etiket
7 GO
8 Annuller

Brugergransefladevejledning
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IDA Method Wizard 6

Figur 6-1: Dialogboksen IDA Experiments

Create IDA Experiments Iﬁ

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 @

(@)
10

Element Etiket

1 Type af IDA-eksperiment
* Forbedret MS >> Forbedret produkt
* MRM >> Forbedret produkt

* Neutralt tab >> Praecursor-scanning >> Forbedret produkt

2 Antal undersggelsesscanninger

Analyst MD Software Brugergransefladevejledning
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IDA Method Wizard

Element Etiket

3 Brug forbedret oplgsningsscanning til at bekraefte ladningstilstand og
isotopmgnster
4 Aktivér generering af MS3-eksperimenter
5 Dynamisk fyldningstid
6 Tilbage
7 Neeste
8 Afslut
9 Annuller
10 Hjeelp
Brugergransefladevejledning Analyst MD Software
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IDA Method Wizard

Figur 6-2: Undersggelsesscanning — Dialogboksen Enhanced MS (EMS)

Survey Scan - Enhanced MS (EMS)

Megative Mod @

Declusterng Potential (DF):

@ Start mass:
@ Stop mass:
@ Scan rate:

@ LIT fill time:

100
1000

10000 - | (Da/s)

0.2

(Da)
(Da)

(ms)

Cancel | | Help

Element

Etiket

1

Positiv tilstand

Negativ tilstand

Declusteringspotentiale (DP): _

Startmasse: _ (Da)

Stopmasse: _ (Da)

Scanningshastighed: _ (Da/s)

N|OoO|lOoa| A~ WOIDN

LIT-fyldningstid: _ (ms)

Analyst MD Software
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IDA Method Wizard

Figur 6-3: Undersggelsesscanning — MRM (Multipel reaktionsmaling)

Survey Scan - Multiple Reaction Menitering (MRM) @
o F

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

®

@ Manually Enter MEM Transitions
Automatically Generate Metabolite MRM Transitions

®

-~
[mn)
[+1]
S
g
W

T
T
&
=]
0
o
e
o

=]

Element Etiket

1 Positiv tilstand

Negativ tilstand

Declusteringspotentiale (DP): _

Al WIDN

Oplasning Q1
+ HAJ
ENHED
« LAV
ABEN

Brugergransefladevejledning Analyst MD Software
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IDA Method Wizard

Element Etiket

5 Oplgsning Q3
« HAJ
« ENHED
« LAV
+ ABEN

6 Indtast MRM-overgange manuelt

7 Generer MRM-overgange for metabolit automatisk

Figur 6-4: MRM-overgange

MEM Transitions

®

Dhwell Time: 40 {ms)
| Apply CEto all MEM  Collision Energy ([CE):  4p V)
(@) Q1 (Da) Q3 (Da) CE (eV)
1 40.000
Sean 0 (s} Clear MEM Transitions | @
<Back || Nex> F Cancel | | Hep

Analyst MD Software
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IDA Method Wizard

Element Etiket

1 Opholdstid: _ (ms)

2 Anvend CE pa al MRM

3 Kollisionsenergi (CE): _ (eV)

4 + Q1 (Da)
+ Q3 (Da)
+ CE (eV)

5 Scanning _ (s)

6 Ryd MRM-overgange

Brugergransefladevejledning Analyst MD Software
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IDA Method Wizard

Figur 6-5: Undersggelsesscanning — Undersgagelse 1

Survey Scan - Survey 1 @

ofsiveiiogs () (3 @ MNewtlLossor

Megative Mode @ @ Precursor of

E@lstering Potertial {DP). 30 Resalution G1: [UNIT -

@Cullisiun Energy (CE): 40 eV} Resolution G 3: I_Ciﬂ..'l..'—v @
@smn_ mass: 100 (Da) @Scanti_me: 00901 fec)
Stm mass: 1000 (Da) @Step size: 1 (@mu)
@Scan rate: Eﬂnﬁ—v ([amu.s)

30 (Da)

-~
[mn)
[+1]
g
g
W

T

Cancel | | Help

Element Etiket

1 Positiv tilstand

Negativ tilstand
Neutralt tab pa _ (Da)

Praecursor pa _ (Da)

Declusteringspotentiale (DP): _

Kollisionsenergi (CE): _ (eV)

Startmasse: _ (Da)

Stopmasse: _ (Da)

Oloo| NP W]IDN

Scanningshastighed: _ (amu/s)

Analyst MD Software Brugergransefladevejledning
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IDA Method Wizard

Element

Etiket

10

Oplgsning Q1
« HAJ

« ENHED

« LAV

+ ABEN

11

Oplgsning Q3
- HAJ

« ENHED

+ LAV

+ ABEN

12

Scanningstid: _ (sek.)

13

Trinstgrrelse: _ (amu)

Brugergransefladevejledning
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IDA Method Wizard

Figur 6-6: Afhaengig scanning — Forbedret produkt-ion (EPI)

Dependent Scan - Emhanced Product Ion (EPT)

Collision Energy (CE): 40 0

@ Start mass: 100 (Da)

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

@Scan ate: | 10000 « | (Das)

e LIT il time: 5 ms)

@ Monitor the |4 w | most intense peaks with

Use Rolling Callision Enengy @

0

Element Etiket
1 Overvag de _ mest intense toppe med
2 Kollisionsenergi (CE)
3 Brug rullende kollisionsenergi
4 Startmasse: _ (Da)
5 Stopmasse: _ (Da)

Analyst MD Software
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IDA Method Wizard

Element Etiket
6 Oplgsning Q1
« HAJ
« ENHED
« LAV
+ ABEN
7 Scanningshastighed: _ (Da/s)
8 LIT-fyldningstid: _ (ms)

Figur 6-7: Afhangig scanning — IDA-kriterier

Dependent Scan - IDA Criteria

For ions greater than [100]
(2) Which exceed 5000

With charge state | 1

Include unknowns @

and smallerthan 1000

(cps)

charges

Exclude Former Target lons @

@ Aways

Mewer

[zec)

occumence(s)

(Da)

Finish

| | Cancel

Help

Brugergransefladevejledning
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IDA Method Wizard

Element Etiket
1 For ioner starre end _ og mindre end _ (Da)
2 Som overstiger _ (cps)
3 Med ladningstilstand _ til _ ladninger
4 Inkluder ukendte
5 Ekskluder tidligere malikoner

+ Altid
» Aldrig
* | _(sek.)

» Efter _forekomst(er)

Analyst MD Software
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Byg dataopsamlingsmetode

Figur 7-1: Liste over scanningstyper

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...

Brugergransefladevejledning
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Byg dataopsamlingsmetode

Element Etiket

1 Forbedret MS (EMS)
Forbedret produkt-ion (EPI)
Forbedret oplgsning (ER)
MRM (MRM)

MS/MS/MS (MS3)
Neutralt tab (NL)
Praekursor-ion (Prec)
Produkt-ion (MS2)

Q1 MS (Q1)

Q1 multiple ioner (Q1 MI)
Q3 MS (Q3)

Q3 multiple ioner (Q3 MI)

Figur 7-2: Fanen Q1 MS (Q1) MS

Ms Advanced MS

Mumber of scans to sum:

1 1 @
Total Scan Tlme@ o

)

Experment: 1 @ D Center / WIdm® Import List @
Parameter Range
scantpe: Q@IMS@) (2)  ~
Scanrate: | 200 w | (Da/s) @ Period S“mmaﬁ'@
) ) . ) (] Scheduled lonization
Polarty © Pt Duwration: P-mﬂ' | (min)  Delay Time: |ﬂ | 620 g Tire Stop Teme
(:; N:g;:l Cycles: 1 = Cycle: [amc) 0 (min) 0 [miin)
MCA @ (| Start (Da) Stol :
p (Da) Time (sec)

@-

includes pauses): 00000  |feec)
Edt Parameters.(8)
Element Etiket
1 Eksperiment
2 Scanningstype
3 Scanningshastighed

Analyst MD Software
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Byg dataopsamlingsmetode

Element Etiket
4 Polaritet
* Positiv
* Negativ
5 MCA
6 Antal scanninger, der skal summeres
7 Samlet scanningstid (inkl. pauser): _ (sek.)
8 Rediger parametre
9 Center/bredde
10 Parameterinterval
11 Importér liste
12 Periodeoversigt
» Varighed: _ (min.)
* Cyklusser: _
* Forsinkelsestid: _ (sek.)
* Cyklus: _(sek.)
13 Start (Da)
14 Stop (Da)
15 Tid (sek.)
16 Planlagt ionisering

« Starttid (min.)
» Stoptid (min.)

Brugergransefladevejledning
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Byg dataopsamlingsmetode

Figur 7-3: Fanen Q1 MS (Q1) Advanced MS

MS Advanced MS

(2)
Scan mode: @ ’Prcﬁle \&) v]
Step size: @ 0.1 (Da)
Resolution Q1: @ ’Umt ,.]

Intensity threshold (total

count): @

Settling time: @ 0 (ms)

Pause between mass 5007

ranges: @ (ms)

Element Etiket

1 Scanningstilstand
Scanningstilstand: Massemidtpunkt

* Min. topseparation (Da)
* Min. topbredde (Da)

» Scanningstilstand: Top-hop

» Massefejl mDa/(100*Da)

2 *  Profil
* Hurtig profil
* Massemidtpunkt
* Top-hop

3 Trinstgrrelse: _ (Da)

Analyst MD Software
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Byg dataopsamlingsmetode

Element Etiket
4 Oplgsning Q1
* Lav
* Enhed
* Hgj
+ Aben
5 Intensitetstaerskel (samlet antal)
6 Bundfaeldningstid: _ (ms)
7 Pause mellem masseomrader: _ (ms)

Figur 7-4: Fanen MRM MS til SCIEX 4500MD- og Citrine-systemer

MS Adwvanced MS

®

Expesimert: |1

Scan type:

Polarity

®

() Postive
() Negative

Total Scan Time @

@ Iport List

MEM (MEM) @ v

[ Scheduled lanization @
! 0.000 i 0
Duraton. L yran) Delay Time: I (sec) Start Time Stop Time
Credes: 1 = Cycle 0.0000 Isec) fmir) |0 [mir)
Q1 Mass (Da) | @3 Mass (Da) D"‘E':F:nge ]

1 ® @

Wncludes pauseek 00000 | (sec)
E&Pamm...@
Element Etiket
1 Eksperiment
2 Scanningstype
3 Polaritet
» Positiv
* Negativ
4 Samlet scanningstid (inkl. pauser): _ (sek.)
5 Rediger parametre

Brugergransefladevejledning
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Byg dataopsamlingsmetode

Element Etiket

6 Planlagt MRM
» Aktiveret
* Grundleeggende
* Avanceret

7 Importér liste

8 Periodeoversigt
» Varighed: _ (min.)
* Cyklusser: _
» Forsinkelsestid: _ (sek.)
* Cyklus: _ (sek.)

9 Q1-masse (Da)

10 Q3-masse (Da)

11 Opholdstid (ms)

12 ID

13 Planlagt ionisering

+ Starttid (min.)
+ Stoptid (min.)

Analyst MD Software
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Byg dataopsamlingsmetode

Figur 7-5: Fanen MRM Advanced MS til SCIEX 4500MD- og Citrine-systemer

M5 Advanced M5 |

Resalution G1: @
Resolution G13: @

Intensity threshold 0

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

Fause between mass 5 007

ranges: @ ms)

Element Etiket

1 Oplgsning Q1
* Lav

* Enhed

* Hoj

+ Aben

2 Oplgsning Q3
* Lav

* Enhed

* Hgj

+ Aben

Intensitetstaerskel (samlet antal)

4 Bundfaldningstid: _ (ms)

5 Pause mellem masseomrader: _ (ms)

Brugergransefladevejledning Analyst MD Software
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Byg dataopsamlingsmetode

Figur 7-6: Fanen Scheduled MRM MS til SCIEX 4500MD- og Citrine-systemer

MS Advanced M5
Scheduled MRM
Experimert; [1 (1)v [ Enabled @ @ Basic () Advanced mport List
Scantype: | MM MAM) @ » [ Q1402 Reschuion
Petiod Summ
! - @ [ Scheduled lanization
Pelarity ® Curation: .5 000 frin) Delay Time: |0 (sec) Start Time Stop Time
®) Postive r 1 R R
. 300 = : 1.0000 : 0 ) |0 i)
O Negative Cycles: = Cyele: [sec) frir) {min)
MRM detection window: |5::| |[s=ec] Q1 Mass (Da) | Q3 Mass (Da) m“':::::]“m‘ D 01 Resolution | Q3 Resolution
1 Uni Unit
(2) Totc st @ @ ® ®
@ Target Cycle Time {across sMRM expts)
(") Target Scan Time (per sMEM expt)
1 (sec)
Edit Pamnebum...@
Element Etiket
1 Eksperiment
2 Scanningstype
3 Polaritet
* Positiv
* Negativ
4 MRM-detektionsvindue: _ (sek.)
5 Mal for sMRM

» Malcyklustid (pa tveers af SsMRM-eksperimenter)

* Malscanningstid (pr. sMRM-eksperimenter)

6 Rediger parametre
7 Planlagt MRM
» Aktiveret

» Grundleeggende
* Avanceret

+ Q1/Q3-oplgsning

8 Importér liste

Analyst MD Software Brugergransefladevejledning
96/173 IVD-IDV-05-0536-DA-D



Byg dataopsamlingsmetode

Element Etiket

9 Periodeoversigt

» Varighed: _ (min.)

* Cyklusser: _

» Forsinkelsestid: _ (sek.)
* Cyklus: _ (sek.)

10 Q1-masse (Da)

11 Q3-masse (Da)

12 Retentionstid (min.)
13 ID

14 Q1-opl@sning

* Lav

* Enhed
* Hgj

+ Aben

15 Q3-opl@sning
* Lav

* Enhed

* Hoj

+ Aben

16 Planlagt ionisering
» Starttid (min.)
» Stoptid (min.)

Brugergransefladevejledning Analyst MD Software
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Byg dataopsamlingsmetode

Figur 7-7: Fanen Scheduled MRM Advanced MS til SCIEX 4500MD- og Citrine-systemer

| MS Advanced M5

ranges:

Pause between mass

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

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

5007 gy (5)

@ Scheduled MRM

Min. Dhwell: 3 (ms)
Mz, Dhwell: 250 (ms)
Element Etiket
1 Oplgsning Q1
e Lav
* Enhed
* Hoj
« Aben
2 Oplgsning Q3
* Lav
 Enhed
* Hgj
« Aben
3 Intensitetstaerskel (samlet antal)
4 Bundfaldningstid: _ (ms)
5 Pause mellem masseomrader: _ (ms)

Analyst MD Software
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Byg dataopsamlingsmetode

Element

Etiket

Planlagt MRM

* Min. Ophold: _ (ms)
* Maks. Ophold: _ (ms)

Figur 7-8: Fanen Scheduled MRM Pro MS til SCIEX 4500MD- og Citrine-systemer

L Mduarased MS

toeme 1)
LAY WRM MEM) @

Folarty

&) Fodlve

@ Brogts

MEM defecion s (] @
Targat for sMFM

) Tt Cpcie Tirvss (a0 s MAM eoipis
1) Target S Wi ipear whAALM i

1
careen(B)

ynn.m.-kuvm-l@
v‘[rx\-e' Bomc (8 Advanced gt Linl

1) Fepcison |- Dynamc Wirdow Edermon 5] Dynamic Backoground Sobtracton

Ferod Sumeary
[ Scterdiied loriraon
Durmten 5000 i Delay Teme: 0

" e Tew Siop Tt
Cyches o i 1,000 3 t t

Rt em-un Time hnnqu-, Eatenisinn
o1 Mass rn-]I Q) s tnlll | ur nmmnu Threshaid

| el Wesight | o nqmmm[ DJN'I.ullllnn|

_.®@@.@.®...@

Element Etiket

1 Eksperiment

2 Scanningstype

3 Polaritet
* Positiv
* Negativ

4 MRM-detektionsvindue: _ (sek.)

5 Mal for sMRM
* Malcyklustid (pa tveers af SMRM-eksperimenter)
» Malscanningstid (pr. sMRM-eksperimenter)

6 Rediger parametre

Brugergransefladevejledning Analyst MD Software
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Byg dataopsamlingsmetode

Element Etiket
7 Planlagt MRM
» Aktiveret
* Grundleeggende
* Avanceret
+ Q1/Q3-oplasning
* Dynamisk vinduesudvidelse
* Dynamisk baggrundssubtraktion
8 Importér liste
9 Periodeoversigt
* Varighed: _ (min.)
* Cyklusser: _
* Forsinkelsestid: _ (sek.)
* Cyklus: _(sek.)
10 Q1-masse (Da)
11 Q3-masse (Da)
12 Retentionstid (min.)
13 ID
14 Gruppe
15 MRM-vindue (sek.)
16 Primaer/sekundeer
17 Udlgsningsteerskel
18 Forlaengelsesteerskel
19 Opholdsvaegt
20 Q1-oplgsning
* Lav
* Enhed
* Hoj
+ Aben

Analyst MD Software
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Byg dataopsamlingsmetode

Element Etiket

21 Q3-oplgsning
* Lav

* Enhed

* Hgj

+ Aben

22 Planlagt ionisering
« Starttid (min.)
» Stoptid (min.)

Figur 7-9: Fanen Enhanced Product lon (EPI) MS

MSs Advanced M5
Width
Experiment: |1 @ L Conter/ Wi Import List @
[] Parameter Range @
Scantype: | Enhanced Product lon (EP ~ e @
. Period 5
Scanrate: 10000 | Dars)(3) erod Sy (17) [ Schedued lorization
Polarity ©post Duration: |{|-DG'U | [min) Delay Time: |0 | [sec) Stait Time Stop Time
Qskive 9
. 00 L= . 0.0000 0 0
@ ONegate Cycles: = Eyele: 00000 | fsec) {min) {miny)
MCA @ | Start (Da) Stop (Da) Time (sec)
Mumbser of scans to sum: |]7 1 @ @
Product Of: @ |3U-Dﬂﬂ (Da)
Total Scan Time
(inchudes pauses): e eec)
Edit Parameters. .. @
Element Etiket
1 Eksperiment
2 Scanningstype
3 Scanningshastighed: _ (Da/s)
4 Polaritet
¢ Positiv
* Negativ
5 MCA

Brugergransefladevejledning
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Byg dataopsamlingsmetode

Element Etiket
6 Antal scanninger, der skal summeres
7 Produkt af: _ (Da)
8 Samlet scanningstid (inkl. pauser): _ (sek.)
9 Rediger parametre
10 Center/bredde
11 Parameterinterval
12 Importér liste
13 Optimer masser
14 Start (Da)
15 Stop (Da)
16 Tid (sek.)
17 Periodeoversigt
* Varighed: _ (min.)
* Cyklusser: _
» Forsinkelsestid: _ (sek.)
+ Cyklus: _ (sek.)
18 Planlagt ionisering

+ Starttid (min.)
+ Stoptid (min.)

Analyst MD Software

102/173

Brugergransefladevejledning
IVD-IDV-05-0536-DA-D



Byg dataopsamlingsmetode

Figur 7-10: Fanen Enhanced Product lon (EPI) Advanced MS

MS Advanced MS |

Scan mode: @ Profile E ; 2 -

Step size: @ 0.06 (Da)
Resolution (11 @

@ Dynamic fill time

(3 Entry Bamier:
Intensity threshold 0

ftotal count): @

Settling time: @ 0 (ms)

Pause between mass 5007

ranges: @ (ms)
Q0 Trapping

@ Fixed LIT fill time. |27

{ms)

Element Etiket
1 Scanningstilstand
2 +  Profil
* Massemidtpunkt
3 Trinstarrelse: _ (Da)
4 Oplgsning Q1
* Lav
* Enhed
* Hgj
+ Aben
5 Intensitetstaerskel (samlet antal)
6 Bundfeeldningstid: _ (ms)
7 Pause mellem masseomrader: _ (ms)
8 QO-separator
9 Fast LIT-fyldningstid: _ (ms)
10 Dynamisk fyldningstid
11 Q3-indgangsbarriere: _ (V)

Brugergransefladevejledning
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Byg dataopsamlingsmetode

Figur 7-11: Fanen MS/MS/MS (MS3) MS

Ms Advanced MS

@ [(]Center # Width @
[+] Parameter Range
Seantype: | MS/MS/MS (MS3) @ w Mo Fragmentation

10000 ~| ©arm (3)

Experiment: 1

Period Summary

Import List
Optimize Masses @

(] Scheduled lonization

Scan rate: _
Polarity . Duration: .D.I}DO | {min} Delay Time: ‘ﬂ | (sec) Start Time Siop Time
g:t::::e Cycles: _1 = Cycle: 0.0000 [sec) fmin) |0 fmin)
MCA @ O Start (Da) Stop (Da) Time (sec)
Mumber of scans to sum: 1 T 1 @ @ '
1st Precursar: 30.000 (Da)
2nd Precursor. 10.000 | (Da)
Tetal Scan Tl.'ne_ @ R fsec)
(includes pauses): S
Edit Parameters...
Element Etiket
1 Eksperiment
2 Scanningstype
3 Scanningshastighed: _ (Da/s)
4 Polaritet
* Positiv
* Negativ
5 MCA
6 Antal scanninger, der skal summeres
7 1. preekursor: _ (Da)
8 2. preekursor: _ (Da)
9 Samlet scanningstid (inkl. pauser): _ (sek.)
10 Rediger parametre
11 Center/bredde
12 Parameterinterval
13 Ingen fragmentering
14 Importér liste
15 Optimer masser

Analyst MD Software
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Element Etiket

16 Periodeoversigt
* Varighed: _ (min.)
* Cyklusser: _
» Forsinkelsestid: _ (sek.)
* Cyklus: _ (sek.)

17 Start (Da)

18 Stop (Da)

19 Tid (sek.)

20 Planlagt ionisering
» Starttid (min.)
+ Stoptid (min.)

Figur 7-12: Q1 multiple ioner (Q1 MI)

Ms Advanced MS
Experiment: |1 @/ @ Impost List
Scantype: | Q1 Multiple bons (@1 M)~ @
Period Summary
[ scheduled lonization
Polariy ® Dusestion: 0.000 fmin) Dielay Time: D fancy Start Time Stop Time
Positive . . _ n . .
@ O Negative Cycles: |1 = Cycle: ||:I.EII}DC| | (zec) 0 fmin) | C (min)
Dwell Time
@1 Mass (Da) (msec)
! (8) (o)
WS WIS
Total Scan Time @ — (sec)
(includes pauses): - e
Edit Parameters... @
Element Etiket
1 Eksperiment
2 Scanningstype

Brugergransefladevejledning
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Byg dataopsamlingsmetode

Element

Etiket

Polaritet
¢ Positiv

* Negativ

Samlet scanningstid (inkl. pauser): _ (sek.)

Rediger parametre

Importér liste

N|o|lo| &~

Periodeoversigt

* Varighed: _ (min.)

* Cyklusser: _

» Forsinkelsestid: _ (sek.)
* Cyklus: _ (sek.)

Q1-masse (Da)

Opholdstid (ms)

Planlagt ionisering
« Starttid (min.)
+ Stoptid (min.)

Figur 7-13: Fanen Precursor lon (Prec) MS

Experiment: 1

Scan type:

M3 Advanced MS

[ Certer / \Width
[] Parameter Range

Impart List

Scanrate: | 200 ~ | (Dass)

Polarity
(@) Posttive

() Negative

MCA |

Number of scans to sum:
Precursor Of: @ _ED.DDG

[1

Total Scan Time T
(inchudes pausas): coeEeE

Edit Parameters...

Precursor lan (Prec) W

| (Da)

(sec)

Perod Summary

Duration: 0.000 [min)

[[] scheduled lonization

Delay Thmer \ZI fsec) Start Time

Stop Time

Cycles: |1 = Cycle:

[n.ﬂmn |:5ec] 0 iminy |0 fmin)

Start (Da) Stop (Da)

Time (sec)

Analyst MD Software
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Element Etiket

1 Preecursor pa: _ (Da)

Figur 7-14: Fanen Neutral Loss MS

MS Advanced MS
Experiment: | 1 w [ Center / Width Impaort List
Parameter Range
Seantype: | Neutral Loss (NL) L
. Period Summary
Scanrate: | 200 ~ | (Da/s) ) [] Scheduled lonization
ion: 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...
Element Etiket
1 Tab pa: _ (Da)
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Figur 7-15: Fanen Neutral Loss Advanced MS

| MS Advanced M5

Scan mode: @ [ Profile - ]

Step size: @ 0.1 (Da)
Resolution G11: @
Resolution G13: @

Intensity threshold fotal )

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

Pause between mass 5 007

ranges: @ (ms)

Element Etiket

1 Scanningstilstand

*  Profil
* Hurtig profil
*  Massemidtpunkt

* Top-hop

2 Trinstgrrelse: _ (Da)

3 Oplgsning Q1
* Lav

* Enhed

* Hoj

+ Aben

4 Oplgsning Q1
* Lav

* Enhed

* Hgj

+ Aben

Analyst MD Software Brugergransefladevejledning
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Byg dataopsamlingsmetode

Element Etiket
5 Intensitetstaerskel (samlet antal)
6 Bundfeeldningstid: _ (ms)
7 Pause mellem masseomrader: _ (ms)

Figur 7-16: Fanen 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

Element Etiket

1 Periode 1 Eksperiment 1 Parametertabel

2 Forbindelse

3 Anvend folgende parametre for alle andre eksperimenter med samme
polaritet:

4 Kilde/gas

5 Forbindelse

Brugergransefladevejledning Analyst MD Software
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Byg dataopsamlingsmetode

Element Etiket
6 OK
7 Annuller
8 Hjeelp

Figur 7-17: Fanen Source/Gas

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 ]

Element Etiket
1 Periode 1 Eksperiment 1 Parametertabel
2 Kilde/gas
3 lonkilde: Turbosprgijt
4 Skaermgas (CUR)

Analyst MD Software Brugergransefladevejledning
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Byg dataopsamlingsmetode

Element Etiket
5 Kollisionsgas (CAD)
* Lav
* Medium
* Hgj
6 lonSpray-spaending (IS)
7 Temperatur (TEM)
8 lonkildegas 1 (GS1)
9 lonkildegas 2 (GS2)
10 Greensefladevarmer (IHE) (Teendt, Slukket)
11 Anvend felgende parametre for alle andre eksperimenter med samme
polaritet:
12 Kilde/gas
13 Forbindelse
14 OK
15 Annuller
16 Hjeelp

Brugergransefladevejledning
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Byg dataopsamlingsmetode

Figur 7-18: Editor til dataopsamlingsmetode — Fanen Isocratic (Jasper LC-system eller
Shimadzu CL LC-serien)

Acauistion methad e Autosampler Column Owven  System Controller

=T Acquistion Mathod | | | =m0 sciEx ox pump (1) isocratic
—Q‘ Mass Spec 0.000 ¢
i =& Period 0.000n

i % +MEM Stop time: 1000 min Gradient
- LC System
- ili Flow @ 0000 mLimin
o~ Equﬂ@rate ] 0.0000| ir Time Flow
2 Injection S
 Pressure limits: 1 | 00000
1P P T 00 MPa R 10,0 MPa 2

r Compressibi Ty SEtL "|=‘1;'—

Compress|bility settings

Use pump settings
';L'.:::L'I_I'_‘ sett ngs _®

Purge order  Mobile phase name Purge time

st None «|[ 5| min
Element Etiket
1 + SCIEX DX-PUMPE (Jasper LC-system)
+ LC-20ADXR (Shimadzu CL LC-serien)
2 Stoptid: _ (min.)
3 Flow: _ (ml/min.)
4 Trykgraenser
*  Minimum: _ (MPa)
* Maksimum: _ (MPa)
5 Gradient
* Avanceret
« Tid
* Flow
* Enkelt
Analyst MD Software Brugergransefladevejledning
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Byg dataopsamlingsmetode

Element Etiket
6 Indstillinger for komprimerbarhed
 Indstillinger for komprimerbarhed
* Brug pumpeindstillinger
7 Indstillinger for automatisk rensning

* Rensningsraekkefglge: 1.
* Navn pa mobilfase: Ingen

* Rensningstid: _ (min.)

Figur 7-19: Editor til dataopsamlingsmetode — Fanen Autosampler (Jasper LC-system
eller Shimadzu CL LC-serien)

Codumin Oven

[}
## SCIEXDXSMPLR (1)

| Autosamipler
rinpection settngs @

Sampling speed

« Cogler temperature

Renie settings @
Ringe

mode Dip times b

System Comtroller

O,
pacidy ra
: Type MHeedle Strake [mim)
- = ]
Rsck 15miL 108 wisls 52
Bck L5anL 70 wialks 52
Eetore and after asperation, Rack 1mL Cool 51
sk Aml € g1
imck MTP 58 45
Rmck MTP 3 45
Rmck 0

Element Etiket
1 + SCIEX DX SMPLR (Jasper LC-system)
+ SIL-20ACXR (Shimadzu CL LC-serien)
2 Autosampler

Brugergransefladevejledning
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Byg dataopsamlingsmetode

Element Etiket

3 Injektionsindstillinger

* Provetagningshastighed: _ yl/s

* Kolertemperatur: _ °C

4 Skylleindstillinger
» Skylletilstand
* Foar og efter aspiration, dyppetid: 0 s

For og efter aspiration

» Skylledyppetid: _s

+ Skylletilstand: Ingen skylning; Far aspiration; Efter aspiration;

6 Indstillinger for prgverack
* Angiv rack
* Type

* Nalestrag (mm)

Analyst MD Software
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Figur 7-20: Editor til dataopsamlingsmetode — Fanen Autosampler (Jasper LC-system
eller Shimadzu CL LC-serien)

NEE Column Oven  System Controller

ii SCIEX DX SMPLR

o AuAoLEmper [ S @ 1%
=
Enjection settings 1 | o Specits rac a
Sampling speed 5| WA Heedie E'
=
) trok 3
| Coober tempersture
Sample Rack 15ml 108 vialks - 52 mm
| ke
r Rifse settings - ]
Badare and afer atpiration, Dip [ inpst Gl @
Rinse made: timeDs -
ontrol vial needie stroke: 52| mm
Pretrestment stan liming: off -
Pretrestment overlap time: min
Rirging spesd Hliz
Ringe volume: 200
Purge feme 250| mim

Execute sampler purge

Element Etiket

1 Indstillinger for pra@verack

* Angiv rack

* Prgverack: _

* Nalestrag: _ mm

2 Injektionsindstillinger

» Nalestrag for kontrolhaetteglas: _ mm

3 Optimering af dataopsamlingscyklustid
» Timing af forbehandlingsstart:

* Fra

* Automatisk

* Manuel

* Overlapningstid for forbehandling: _ min.

Brugergransefladevejledning Analyst MD Software
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Byg dataopsamlingsmetode

Element Etiket
4 Skylleindstillinger

» Skyllehastighed: _ pl/s

» Skyllevolumen: _ pl

5 Indstillinger for rensning

* Rensningstid: _ min.

6 Indstillinger for automatisk rensning

» Udfar rensning af prgveudtager

Figur 7-21: Editor til dataopsamlingsmetode — Fanen Autosampler (Jasper LC-system
eller Shimadzu CL LC-serien)

Bl ColumnOven  System Controller

1
§f SCIEX DX SMPLR

Time Command Value Comment

LLIl‘.IM-iI.l.IIl

Element Etiket
1 Tid
2 Kommando
3 Veerdi
4 Kommentar
5 Tidsprogram

Brugergransefladevejledning
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Byg dataopsamlingsmetode

Figur 7-22: Editor til dataopsamlingsmetode — Fanen Column Oven (Jasper LC-system
eller Shimadzu CL LC-serien)

Isocratic Autosampler TR EeRly

ﬂ SCIEX DX OVEN

System Controller

Column Oven

weibioxd sun (o

| Column Oven @ & _
Oven temperature: @ 40 ¢ + Wait for temperature equilibration before run
|®'e-nperatue irniit Maximiuem 160 = [Heat compensation-
ale @ F:cuf::l"pc-'s:tl:-n' “ AUTO — -
S - Fr— Heat compensation Aow: L
Ready chack: On
Element Etiket
1 » SCIEX DX OVEN (Jasper LC-system)
* CTO-20AC (Shimadzu CL LC-serien)
2 Sajleovn
3 Ovntemperatur: _ °C
4 Temperaturgraense (maksimum): _ °C
5 Ventil
* Ventil V: Ingen; Ingen
* Ventil H: Ingen; Ingen
6 Parathedskontrol: Til
7 Avanceret
* Vent pa temperaturaekvilibrering for karsel
8 Varmekompensation (kun relevant for Jasper LC-system)
* Varmekompensation:
* Automatisk
* Manuel
* Varmekompensation: _ ml/min.
9 Tidsprogram

Brugergransefladevejledning
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Byg dataopsamlingsmetode

Figur 7-23: Editor til dataopsamlingsmetode — Fanen System Controller (Jasper LC-
system eller Shimadzu CL LC-serien)

Isocratic Autosampler ColuminOven R

SCIEX DX CNTRL(2)

Execute autopurge before analysis Autopurge settings -
, ~ 3
Hings @ &
B
Wait time mil
Power an %
E ocraticl flow o mLmi 5
Ef': Eyprite a®ar stonurae
Event 3 Turn oven(s) on after sutopurge
Event 4 ~
urn pumpis) on after autopurge

Element Etiket

1 Systemcontroller

+ SCIEX DX CNTRL (Jasper LC-system)
+ CBM-20A (Shimadzu CL LC-serien)

3 Udfgr automatisk rensning fgr analyse
4 Eksterne outputindstillinger
* Teendt

 Heaendelse 1
« Heaendelse 2
¢ Haendelse 3

* Haendelse 4

5 Indstillinger for automatisk rensning
+ Opvarmning

* Ventetid: _ min.

* Isokratisk1 flow:_ ml/min.

+ Udfer efter automatisk rensning

» Teaend for ovn(e) efter automatisk rensning

* Teend for pumpe(r) efter automatisk rensning

6 Tidsprogram

Analyst MD Software Brugergransefladevejledning
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Byg dataopsamlingsmetode

Figur 7-24: Editor til dataopsamlingsmetode — Afbalancér valgte (Jasper LC-system)

Acquizition method

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

i ﬁJ,MRM

: 1 LC System

Purmp @

Step 0 [Equilibration] time [min] | 000

Element Etiket

1 Pumpe

» Trin O (aekvilibreringstid) (min.)

Figur 7-25: Editor til dataopsamlingsmetode — Valgt injektion (Jasper LC-system)

Acquigition method

- Acquisition Method
--ﬁ' Mass Spec 0.000r
. =& Period 0.000n
ﬁ +MRM

_1 LiC Systemn

Autozampler

Element Etiket

1 Autosampler

* Injektionsvolumen (pl)

Brugergransefladevejledning
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Byg dataopsamlingsmetode

Figur 7-26: Fanen Agilent Autosampler Properties

Agilent Autosampler Properties | Advanced Properties |

Inject Details @ Wash Details

Syringe Size (u): @ | Enabled
Injection Volume [|.i}:® 50

Draw Speed [|.ifmin}:® 0.0
Eject Speed I}.i;-"min}:@ 200.0

Meedle Level {mm): @ 0.0

@

100
Wash Location: | yy2qh Vial

Wash Time (1 - 999 sec): |4
Wash Cycles (1 - &) i
Wash Vial Number: 1

Wash Rack Number: 1
Temperature Control

[] Enabled
Setpoint (4 - 40 C):

P d
=1

Element Etiket

1 Injektionsdetaljer

Sprgjtestarrelse (pl)

Injektionsvolumen (ul)

Traekningshastighed (ul/min.)

Udskubningshastighed (ul/min.)

Naleniveau (mm)

N|o|loa| B~ W|IDN

Temperaturstyring

¢ Aktiveret
» Seetpunkt (4-40 C)

Vaskeoplysninger

» Aktiveret

» Vaskeplacering (vaskehaetteglas, skylleport)
» Vasketid (1-999 sek.)

» Vaskecyklusser (1-5)

+ Vaskeheetteglasnummer

¢ Vaskeracknummer

Analyst MD Software
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Byg dataopsamlingsmetode

Figur 7-27: Fanen

LC Pump Gradient

LC Pump Gradient | Limits | Limits {Advanced) | Micro I'H'Iude|

Total Time | Flow Rate
{mimn) {plimin)

TE# TE#2

TE#3

TE #4 o

.00 @ 0 @

L Ll I ) e ey e

4

qute-p(aj [ Remove Steg)j

[Shuw Graph >> |

©)

Element

Etiket

Samlet tid (min.)

Flowhastighed (pl/min.)

Tilfgj trin

Fjern trin

Al B WIDN

Vis graf

Figur 7-28: Fanen

Limits

Parameters @

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

Minimum Pressure {psi): @ 0.0
Maxdmum Pressure (psi): arzo
Compressibility: @ 100.0
Dead Volume (u):(5) 400
Strokce Volume () (6) 10

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

Element Etiket
1 Parametre
2 Minimumstryk (psi)
3 Maksimumstryk (psi)
4 Komprimerbarhed

Brugergransefladevejledning
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Byg dataopsamlingsmetode

Element Etiket
5 Dgdvolumen (pl)
6 Slagvolumen (pl)
7 Maksimal trykforggelse (psi/sek.)
8 Maksimal flowforggelse (ml/min.2)

Figur 7-29: Fanen Limits (Advanced)

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

Parameters @

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

Left Dead Volume (i) @ 400
Right Dead Volume {): @

Left Stroke Volume (): @ 1.0
Right Stroke Volume () @ 0.0

Element Etiket

1 Parametre

Venstre komprimerbarhed

Hgjre komprimerbarhed

Venstre dgdvolumen (pl)

Hajre dgdvolumen (ul)

Venstre slagvolumen (pl)

Hajre slagvolumen (ul)

Venstre oplgsningsmiddel

Oloo| N~ WIDN

Hgjre oplgsningsmiddel

Analyst MD Software
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Byg dataopsamlingsmetode

Figur 7-30: Mikrotilstand
LC Pump Gradient | Limits | Limits (Advanced) | Micro Mode |

Capillary Pump Mode: Micro
Farameters

Primary Flow Rate {ul/min): R00.0
Flew Sensor Calibration Table Index: 0

Element Etiket

1 Kapilleerpumpetilstand (mikro, normal)

2 Parametre

* Primeer flowhastighed (ul/min.)

* Indeks for kalibreringstabel for flowsensor

Brugergransefladevejledning Analyst MD Software
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Byg kvantificeringsmetode 8

Figur 8-1: Vaelg prove
Select Sample x|

Please select the representative sample to use.

@ Samples

S ample0]
S ample001
S ample0o]
S ample00
Sample00t

K — i

@ YWerify Checksaum
( : } ak | @Eancel |

Element Etiket
1 Veelg den repraesentative prove, der skal bruges.
2 Datafiler
3 Praver
4 Kontrollér checksum
5 OK
6 Annuller

Analyst MD Software Brugergransefladevejledning
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Byg kvantificeringsmetode

Figur 8-2: Fanen Components

Components | Integration | Calibration |
(1) Data Source:  [Perod 1/Bgt.1 (2) [ sum Mutiple fors
Intemal Standards
@ Mame a1l ra3 -
1
2
3
4 |
Analytes
@ Hame Internal Standard a1/a3 —
1 210.200/ 164.188
2 271.300/91.146
3 609.400 / 195.039
4 635.400 / 221.185
5
B
7
B k4

Element Etiket
1 Datakilde

» Periodenr./ekspertnr.

2 Sum af flere ioner
3 Interne standarder
* Navn

+ Q1/Q3
4 Analytter
* Navn

* |ntern standard
« Q1/Q3

Brugergransefladevejledning Analyst MD Software
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Byg kvantificeringsmetode

Figur 8-3: Fanen Integration

@ Analyte: | mincadol

| Componerts | Integration | Calibration |

-]

oL |l £

@ Concentration Units:  ngs/mlL

Calc. Cong. Units:  ng/mL @ Exg. Star:

e

N/A @ Bkg. End: ':i®

Min Peak Height: 0.000 cps T RT Window 0000 eee @smuuthing Widh: [0 |points
Min Peak Width: 0000 oc  Ewected RT: 154 min Jse Relative RT
Astomatic - QA I @ Noise Percent: 50 %  Base SubWindow: 1.000 min
® Spechy Parameters - MQ Il (13) pesk.Spltting Factor: 2. v | Report Largest Peak (15)
Element Etiket
1 Analyt
2 Anvend
3 Koncentrationsenheder
4 Enheder for beregning af koncentration
5 Bkg. start
6 Bkg. slut
7 * Min. tophgjde _ cps
* Min. topbredde _ sek.
8 * RT-vindue _ sek.
* Forventet RT _ min.
9 Udglatningsbredde: _ punkter
10 Brug relativ RT
11 * Automatisk — IQA 1l
* Angiv parametre — MQ llI
12 Stajprocent
13 Topopdelingsfaktor
14 Baseundervindue: _ min.
15 Rapportér starste top

Analyst MD Software
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Byg kvantificeringsmetode

Figur 8-4: Fanen Calibration

L@unents | Irrte.-glatiun| Calibration |

Apply to all analytes @ rescinnamine
Fit:

[Unear T] @

Weighting:

[Nune @ T] fterate @
Regression Parameter

@ Are
Hei:ht @

Element Etiket

1 Anvend for alle analytter
2 Analyt
3 Tilpas

* Lineaer

* Lineaer gennem nul
» Kvadratisk

* Middelresponsfaktor
+ Effekt

* Ingen

4 Veegtning
* Ingen

« 1/x
 1/(x*x)
o 1ly

< My™y)
e Ix

o|y

5 Gentag

Brugergransefladevejledning
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Byg kvantificeringsmetode

Element

Etiket

Regressionsparameter

¢ Areal

* Hgjde

Analyst MD Software
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Kvantificeringsguide

9

Figur 9-1: Opret kvantificeringssat — Vaelg prover

Create Quantitation Set - Select Samples

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

HAvalsble Data Fles: @ Avalsble Samples: @

| XN -

Add A ies | () Add Al |®

i

x|
@hmegm.nn Algonthm: InteliCuan

Selected Samples: @

Element Etiket
1 Veelg datafilen og den/de gnskede prgver, der skal tilfgjes til det nye
kvantificeringssaet.
2 Integrationsalgoritme
3 Tilgaengelige datafiler
4 Tilgaengelige praver
5 Valgte praver
6 Tilfgj alle filer
7 Tilfgj alle
8 Fjern alle
9 Tilbage
10 Neeste
11 Afslut
12 Annuller

Brugergransefladevejledning
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Kvantificeringsguide

Element Etiket
13 Hjeelp

Figur 9-2: Opret kvantificeringssat — Valg indstillinger og foresporgsel

Create Quantitation Set - Select Settings & Query
LEB&E sedect the settings for the new regults fable and the defaull query (if any). @Hegratm Algorithen; InteliGuan
Settings to Use: | Defaut v]@

@ Defaul Guery
2 None @

Select Bxsting:
@Q‘H}' |_.3«:|'_'1.|'E|r:5.l 15% ': || Execute Cuery as Standard E'H.IEI}"@

Create New Standand Cuery

Ol

(1)
28 222

Cacel | [ Heb |

Element Etiket

1 Veelg indstillingerne for den nye resultattabel og standardforespargslen
(hvis relevant).

2 Integrationsalgoritme

3 Indstillinger, der skal anvendes

4 Standardforespergsel

5 Ingen

6 Veelg eksisterende
» Forespgrgsel

7 Udfar forespergsel som standardforespargsel

8 Opret ny standardforespargsel
* Navn

9 Tilbage

Analyst MD Software Brugergransefladevejledning
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Element Etiket
10 Neeste
11 Afslut
12 Annuller
13 Hjaelp

Figur 9-3: Opret kvantificeringssat — Vaelg metode

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

Oy 2 j—r; e

Element Etiket

1 Angiv den metode, der skal bruges til dette kvantificeringsseet, eller opret
en ny metode nu.

2 Integrationsalgoritme

3 Veelg eksisterende metode
* Metode

4 Opret ny metode

« Metodenavn

5 Opret "automatisk" metode (for at tabulere omradet for hver tilgaengelig
ion)
Brugergransefladevejledning Analyst MD Software

IVD-IDV-05-0536-DA-D 131173
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Element Etiket
6 Tilbage
7 Neeste
8 Afslut
9 Annuller
10 Hjeelp

Figur 9-4: Opret kvantificeringsmetode — Valg repraesentativ prove

Create Quantitation Method - Select Reprecentative Sample i
Select the sample to use for buillding the guantitation method., @ Integration Algorthm: InteliCuan
G) @) >
Samgle Name  “— | Sample Type| resennaming] minoxicel Co | tolbutamide ] rese -
Triple Quadilix:_bat | STD 1 Standard 1.000000 210 00 2.0 IF 204
2 Triple Quadlio:_bat | STD 1 Standard 1000000 2.000000 2000000 200 E
3 Triple QuadWi_bat | STD 2 Slandard 1.000000 4.000000 4,000000 4.00
4 | Triple Quadiic_bat | 510 2 Standard | 1.000000 [ 4.000000 [4.000000 |4.00
5 Triple Quadilic_bat | 5TD 3 Standard 1.000000 B.000000 8.000000 8.00
B Triple Quadlio:_bat | STD 3 Standard 1.000000 B.0D000 B.000000 8.00
T Triple QuadWi_bat | STD 4 Standard 1.000000 16.000000 16.000000 16.0
8 Triple Quadlix:_bat | STD 4 Standard 1,000000 16, 000000 16.000000 16,0
] Triple Quadlix:_bat | STD 5 Standard 1.000000 32 000000 32 000000 320
10 Triple Quadlix:_bat | STD 5 Standard 1.000000 32000000 32 000000 320
11 Triple QuadWi_bat ( STD & Standard 1.000000 54.000000 £4.000000 64.0
12 Triple Quadilic_bat | 5TD & Standard 1.000000 &4, 000000 64, 000000 64.0
13 Trioke Quadidi: bat | STD 7 Standard 1.000000 128.000000 | 128.000000 128
4 ] F
<Back | Mex > Finigh | Cancel | Help
Element Etiket
1 Veelg den prove, der skal bruges til at opbygge kvantificeringsmetoden
2 Integrationsalgoritme
3 Filnavn
4 Prgvenavn
5 Prgvetype
6 Tilbage
7 Naeste
8 Afslut

Analyst MD Software
132/173

Brugergransefladevejledning
IVD-IDV-05-0536-DA-D



Kvantificeringsguide

Element Etiket
9 Annuller
10 Hjeelp

Figur 9-5: Opret kvantificeringsmetode — Definer toppe for massespektrometer

("Create Quantitation Method - Define Peaks For MassSpec |
(DF'FEBSE adjust the peak names and masses as necessary for perod 1, experiment 1, @ Integration Algorithem: InteliGuan
| Sum Mutiple |uns® @Defaut Smocthing Width: [D v] paints,
Intemal Standards @
Name ai/a3 -
1
2 -
nr ¥
Analytes @
Hame Internal Standard Q1 f @3 -
1 210.200 / 164.188 2
2 |271.300 /81148
3 |€09.400 /195.039
4 635.400 / 221185
5 -
4 m 3
[ <Back |[ Ned> | [ Fnsh || Cancd | [ Hep |
Element Etiket
1 Tilpas topnavne og masser efter behov for periode 1, eksperiment 1.
2 Integrationsalgoritme
3 Sum af flere ioner
4 Standardudglatningsbredde: _ punkter
5 Interne standarder
* Navn
+ Q1/Q3
Brugergransefladevejledning Analyst MD Software
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Element Etiket
6 Analytter

< Navn

¢ |ntern standard

+ Q1/Q3
7 Tilbage
8 Neeste
9 Afslut
10 Annuller
1" Hjeelp

Figur 9-6: Opret kvantificeringsmetode — Definer integration

Create Quantitation Method - Define Integration
G)F the desired paak was not found automatically, you should select both a @ Integration Algorthen; InteliCuzn

background range and the peak of interest by making a salection in the graph and
clicking the comesponding button.

BEET g e W (IO
B escinnemine

2.28

2

31.0e4 +

Irilensity, €ps @
(L]
[=]
L

2084 4

1094 4

05 @ 10 ] irn1= .::-mi" 20 25
® O I (D) B )
:. .' “ﬂd@ L s || E;Ggﬁ .' '.®H"—*P .'

% Back

Element Etiket

1 Hvis den gnskede top ikke blev fundet automatisk, skal du veelge bade et
baggrundsinterval og den gnskede top ved at foretage et valg i grafen og
klikke pa den tilsvarende knap.

2 Integrationsalgoritme
3 Retentionstid: _ min.
Analyst MD Software Brugergransefladevejledning
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Element Etiket
4 RT-vindue: _ sek.
5 Avanceret
6 Intensitet, cps
7 Tid, min.
8 Tilbage
9 Neeste
10 Afslut
11 Annuller
12 Hjeelp

Figur 9-7: Dialogboksen Advanced (Intelliquan-algoritme valgt)

( Advanced @1

Peak-Finding Parameters @
@ Automatic - 124 ]
(71 Specity Parameters - KO (11 @

@ 50,00

@ 1.00
(6) 2

@ Report Largest Peak

Filtering Parameters

tinirum Peak Height: 0.00 Cps.

Firirnum Peak ‘width: 0.00 IECE.

Other Parameters @
@ Srmaothing Sefidth: points.

@ Concentration Lnits: gl

@ |1z Relative Retention Time

k. ]@Eancel ][@)Help ]

Brugergransefladevejledning Analyst MD Software
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Element Etiket
1 Toplokaliseringsparametre
2 Automatisk — QA II
3 Angiv parametre — MQ llI
4 Stegjprocent
5 Subtraktionsvindue ved baseline: _ min.
6 Topopdelingsfaktor
7 Rapportér starste top
8 Filtreringsparametre
9 Min. tophgjde: _ cps
10 Min. topbredde: _ sek.
1" Andre parametre
12 Udglatningsbredde: _ punkter
13 Koncentrationsenheder: ng/ml
14 Beregn. koncentrationsenheder
15 Brug relativ retentionstid
16 OK
17 Annuller
18 Hjeelp

Analyst MD Software
136/173
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Figur 9-8: Dialogboksen Advanced (klassisk algoritme valgt)

Advanced

-

23

@
W

@ Bunching Factor:

@ Moize Threshold: 7635 cpz
@.ﬂ.rea Threshold: 381.76 cps

@ Murber of Smooths:

|lze Relative Retention Time @

@ Concentration Unitz:  ngdml

[

Cancel ] [ Help |

Element

Etiket

1

Bundtningsfaktor

Stajteerskel: _ cps

Arealgreenseveerdi: _ cps

Antal udglatninger

Brug relativ retentionstid

Koncentrationsenheder: ng/ml

Beregnede koncentrationsenheder

OK

Ol Nl RN

Annuller

—_
o

Hjeelp

Brugergransefladevejledning
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Figur 9-9: Opret kvantificeringsmetode — Angiv kalibrering

Pleass select your desired calibration options:

Create Quantitation Method - Specify Calibration

)

r‘Eing: @,

3 Clterse G

Regression Parameter

2 Area
Hn_di

@ O,

i[> ) (o

@ Integration Algorithm: IntelliCuan

O B— D) -

Element Etiket
1 Veelg dine gnskede kalibreringsindstillinger
2 Integrationsalgoritme
3 Tilpas
* Lineeer

* Linezer gennem nul
+ Kvadratisk

* Middelresponsfaktor
» Effekt

* Ingen

Analyst MD Software
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Element Etiket

4 Veegtning
* Ingen
« 1/x
o 1/(x*Xx)
o« ly
VAR
o Ix
. |y

5 Gentag

6 Regressionsparameter
* Areal
* Hgjde

7 Tilbage

8 Neeste

9 Afslut

10 Annuller

11 Hjeelp

Brugergransefladevejledning
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Byg batch for dataopsamling

10

Figur 10-1: Fanen Sample

Select Methad for Sample Set @

oF

Guantitation @
Set: |EEE] +  [none | [ Cuick Guant
@- add 5| ; Arquistion @
. @ Use as Template ln-:-ne il lMl-:rdEdtnrl

1
@ sample Hame | Rack Code | Rack Position | Plate Code | Plate Position | vial Position |  Data File

| wivelume (|

Element Etiket

1 Veelg metode til provesaet

Saet

Tilfgj seet

Tilfgj prover

Fjern seet

Del prgver

Kvantificering

Hurtig kvant

Oloo| Nl B WIDN

Dataopsamling
* Brug som skabelon
* Brug flere metoder

¢ Metodeeditor

Analyst MD Software
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Byg batch for dataopsamling

Element Etiket
10 * Preovenavn
* Rackkode
» Rackposition
* Pladekode

Pladeposition
Heaetteglasposition
Datafil

Injektionsvolumen (ul)

Figur 10-2: Hgjreklikmenu pa fanen Sample

Sample | Locations | Quantitation | Submit |

Select Method for Sample Set

@ Open...

Set:

Add Samples

Remove Set

Del Samples

Import From

Save As Batch

Sample Name | Rack Code | F

Fill Down

Autolncrement

Delete Samples

Other...

ation

"] [O.uick Quant ]

Save As a Template...

v | [Method Edior|

Hide/Show Column...

Save Column Settings...

Add Custom Column

Delete Custom Colurmn

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

Select Autosampler
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Byg batch for dataopsamling

Element Etiket

1 + Abn

* Importér fra

+ Gem som batch

+ Gem som skabelon

+ Skjul/vis kolonne

+ Gem kolonneindstillinger

+ Tilfgj brugerdefineret kolonne
» Slet brugerdefineret kolonne
+ Udfyld nedad

* Automatisk forggelse

» Slet prover

* Andet

* Veelg autosampler

Figur 10-3: Dialogboksen Add Sample

Add Sample

Sample name @

Frefis:

Sample number;

Mumber of digits: 3

Datafie (2)

Prefis: Data Set name:
&uto Increment: [

Mew zamples @

Mumnber: 1

Sub Falder:

(&)

o e

Help

)

Analyst MD Software
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Byg batch for dataopsamling

Element Etiket

1 Pravenavn
e Preefiks
¢ Pravenummer

« Antal cifre

2 Datafil

* Praefiks

+ Saetnavn

* Automatisk forggelse
* Undermappe

« Gennemse

3 Nye prgver
¢ Antal

4 OK

5 Annuller

6 Hjeelp

Figur 10-4: Fanen Locations

Locations | Quantitation | Submit

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

® ®

Element Etiket
1 Autosampler
2 Seet
3 Intet rack
Brugergransefladevejledning Analyst MD Software
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Byg batch for dataopsamling

Figur 10-5: Fanen Quantitation

| Sample I Locations | Quartitation |Subm'rt|

531@ @

|SETH v|  Quant Method:  none

_@ Sample HName | Quant Type | Dilution Factor | Weight'Volume | Set Name
1 Sample001 Unknown 1.000000 0.00000000 SET

Element Etiket

1 Saet
2 Kvantificeringsmetode
3 * Prgvenavn

» Kvantificeringstype
* Fortyndingsfaktor
* Veegt/volumen

e Seetnavn

Figur 10-6: Fanen Submit

Somple | Locations | Guantiation | Submd
Batch Craner name

| ® o ()

Submit Status

Plaase salact sequistion methad for aach set and for aach sampls | 558 usas muliple methads!

Acquisition method anone> for set <SET13> does not endst| Acguisiion Methods do not use cument sutcsampler 410
Acoured samoles will be acpended 1o the sxisting DataFleisk DataSET1

(4)] Sampte Hame | Rack Position | Plate Position | Vial Position | Acquisition Method | Guantitation| DataFile | Set Name | Submit Statas
1 Samgied01 1 |1 ] mone [ mone DainSET1 SETH [ Noe

Element Etiket
1 Navn pa batchejer
2 Send
3 Send status
Analyst MD Software Brugergransefladevejledning
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Byg batch for dataopsamling

Element Etiket
4 * Prgvenavn
» Rackposition

Pladeposition
Heaetteglasposition
Dataopsamlingsmetode
Kvantificering

Datafil

Seaetnavn

Send status

Brugergransefladevejledning
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Udforsk 1 1

Figur 11-1: Vaelg prove

Flease select a data file and a corresponding sample: @

(2) DataFiles

=] DataSET1 wiff

Samplell2
Sampla003
Samplelnd
Sample005
Samplel0s

’ Erm%l [Verif;@medcﬁum ]

Element Etiket
1 Veelg en datafil og en tilsvarende prgve:
2 Datafiler
3 Praver
4 Gennemse
5 Kontrollér checksum
6 OK
7 Annuller

Analyst MD Software Brugergransefladevejledning
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Udforsk

Figur 11-2: Menuen Explore

Explore Window Script Help

Extract lons @ 4

Extract Wavelengths L4

Duplicate Data ’

Background subtract
i Background Subtract to File...
1# Spectral Arithmetic Wizard
‘Bt Centroid
Ab- Smooth..,
AP Gaussian Smooth...
L7 Baseline Subtract...
f7 Threshold
|l Moise Filter...
Periodic Moise Filter...
K Add
Ak Subtract
B Overlay

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

& Sum Owerlays

L2 Add Arrows

¥, Remove All Arrows
ﬁ' Home Graph

M Offset...

¢ Force Peak Labels

¥4 Cycle Overlays
2 Remove Mon Active Overlays
B Link
X Remove Link
Expand
Mormalize
JE, Set Selection..,
+ Set Threshold..,

IMake Subset File...

Library Search
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Udforsk

Element

Etiket

Vis

Udtreek ioner

Udtraek balgelaengder
Duplikerede data
Subtraktion af baggrund
Massemidtpunkt

Glat

Gaussisk udglatning
Subtraktion af baseline
Teerskel

Staffilter

Tilfgj

Traek fra

Overlejring

Sum af overlejringer
Tilfgj pile

Fjern alle pile

Startgraf

Forskydning
Gennemtving topetiketter

Cyklusoverlejringer

Fjern ikke-aktive overlejringer

Link

Fjern link

Udvid
Normaliser
Angiv markering

Angiv teerskel

Analyst MD Software
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Udforsk

Element Etiket
Biblioteksagning
2 Vis TIC

Vis spektrum

Vis Base Peak Chromatogram
Vis filoplysninger

Vis ADC-data

Vis hjeelpespor

Vis UV-detektordata

Vis DAD TWC

Vis DAD-spektrum

Vis listedata

Vis historik

Vis forrige prove

Vis naeste prove

Ga til prave

Vis veerktgj til fortolkning af fragmenter
Vis konturplot

Vis ridserude
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Udforsk

Figur 11-3: Dataliste- og toplistetabel

B L EPiB00.20) 50 MCA feans from Sample 1 (EPI 1000 amuws, FilleS0ms, ©1 usif) of Rasetpin e.mift (Turts Sprayh Wax 3,067 G
3.067 - ids2
2547 4
1742
2087 4
Ll
2
& a7
=
=
=
10T 4
5004
5 Dal 238 2 i 4583
-, 1122‘&43 %
roz 258.3 &ra
li-L-.-l-,JlAl—-tJn w2, J, bl M ARETU0| 4502 233 5334,0938  TIC RNRE k213
mm.2mwmzmmawmmmmmwmmmmnmmmmmw
s, amy

.-ﬁ-"l (BNA. 20} 50 HI'JI scang fiom Sample 1 [EP 1000 smwds, Fill=50ms. 07 wmit) of Resspine wiff [Torbo S posy)
DataList Peak Lit 2

miz (armu) | intensity (cps) | Centroidmass (amu) | Peak area (counts) | Charges | Peak start (amu) | Peak end amu) | w.=
1] 1612000 |1.8333e8 151121 5.3333e5 1 1511 GE00 151.2200 o
2015210003 [2.500085 (& (1521105 () 01ETkE (&) |Und(yed 1518600 (5) 1525200 (O) |02
3 1533600 |1.666Ted 153 3484 5.0000e4 Undefined 1531800 1534200 0.2
[ 1541400 |1.000085 [154 1400 2000085 ] [153 9600 [154.2600 X
5 1549200 |3.3333ed [154 3300 3333364 |Undefined [154 8600 [164 8R00 (o1
B |1952300 [5.0000e4 [155.2308 (116875 1 [154.8600 |155.4000 08
7 1561800 | 1.000085% 1561831 3333305 1 1556400 [156.4200 [0z
B 157 0800 |5.0000e4 (1571147 21BETES [1 [156 2200 [167 4400 (01
] 15T 6800 |3.3333ed [157 5829 3.3333ed ] [157 200 157 600D [0z
10 [1581000 |2666Te5 1581489 '9.000085 |Undefined [157 8000 [158.4600 [01
11 |1585300 |GGEGTed [158.5231 GEEETed |Undefined 1584600 |158.7000 [0z
12 |1591800 1200006 [159 1883 £ TE00eE [1 [158 8800 150.4800 [0z
13 [1601400 9500085 1501924 1393336 [1 1599600 [160,6200 0z
M [1611600 3833365 :1':i1 1898 [1.3333eB [ Hﬁuu:uuu [161.4600 :u.1
1 1RT 18NN 4 1RERT =R 1R 1718 q A7 A6R i 1R1 wAnn 1R7 4700 I'I.I =

Element Etiket (oversat)
1 Dataliste
2 Topliste
3 m/z (amu)
4 Intensitet (cps)
5 Massemidtpunktsmasse (AMU)
6 Topomrade (teeller)
7 Ladninger (udefinerede)
8 Topstart (AMU)
Analyst MD Software Brugergransefladevejledning
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Udforsk

Element

Etiket (oversat)

Topende (AMU)
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Topgennemgang

12

Figur 12-1: Kolonner i resultattabel

— - Fam i
a e (3 (T} [) (%
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Anityts Pash | Analyis Pask Saardid
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0 (el

Element

Etiket

1

Pravenavn

Prave-id

Prgvetype

Filnavn

Topomrade for analyt (teeller)

Tophgjder for analyt (cps)

Analytkoncentration (ng/ml)

Standardforespgrgselsstatus

Ol Nl RN

Topomrade for IS (teeller)

—_
o

Tophgjde for IS (cps)

—_—
—

Brug post

—_
N

Posten er eendret

—_
w

Beregnet koncentration (ng/ml)

—
o

Ngjagtighed (%)

—_
()]

Tid

—_
»

Fuldt layout
Forespargsel: Ingen
Inaktiv

Sortér: Usorteret
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Topgennemgang

Figur 12-2: Kolonner i resultattabel: Sample

Results Table Columns

Sample

©)

[l

Oman

O

[::? Help

-

. Significant| Scientific -
Title @ Shown Figures | Notation Pre::smn
Sample Name Q) @) &)
Sample ID
Sample Type
Sample Comment [
Set Mumber — [l
Acquisition Method 1) [
Acqguisition Date [l
Rack Type [l
Rack Position [
Vial Position [}
Plate Type [l
Plate Position [
File Mame
Dilution Factor [ [ 3
Weight To Volume Ratio [l [l 3
Sample Annotation [l
Disposition [
Element Etiket
1 Prove
2 OK
3 Annuller
4 Hjeelp
5 Titel
6 Vist
7 Veesentlige tal
8 Videnskabelig notation
9 Preecision
10 Prgvenavn
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Topgennemgang

Element

Etiket

Prave-id

Prgvetype

Prgvekommentar

Angiv nummer

Dataopsamlingsmetode

Dataopsamlingsdato

Racktype

Rackposition

Heetteglasposition

Pladetype

Pladeposition

Filnavn

Fortyndingsfaktor

Veegt/volumen-forhold

Prgveannotering

Disposition

Analyst MD Software
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Topgennemgang

Figur 12-3: Kolonner i resultattabel: Analyte

Results Table Columns

Analyte

O

Q Ok
@ Cancel
(o]

-

m

Standard Query Status

Title @ Shown Sig_nifi{:ant S{:ienFiﬁ{: Precision
FIg_l.LrEE H{:-’t‘glmn

Analyte Peak Name [ \JJ \8) :g
Analyte Units [}

Analyte Peak Area . 3
Analyte Peak Height (10) 3
Analyte Concentration ] 3
Analyte Retention Time [ [ 3
Analyte Expected RT & ] 3
Analyte RT Window [ £ 3
Analyte Centroid Location [ [ 3
Analyte Start Scan [}

Analyte Start Time [ [ 3
Analyte Stop Scan ]

Analyte Stop Time & [ 3
Analyte Integration Type ]

Analyte Signal To MNoise [l 3
Analyte Peak Width = [ 3

Element

Etiket

1

Analyt

OK

Annuller

Hjeelp

Titel

Vist

Veesentlige tal

Videnskabelig notation

O|lo| Nl W|IDN

Praecision

—_
o

Analyttopnavn

Brugergransefladevejledning
IVD-IDV-05-0536-DA-D

Analyst MD Software

155/173



Topgennemgang

Element

Etiket

Analytenheder

Topomrade for analyt

Tophgjde for analyt

Analytkoncentration

Retentionstid for analyt

Forventet RT for analyt

RT-vindue for analyt

Massemidtpunktsplacering for analyt

Start scanning for analyt

Starttid for analyt

Stop scanning for analyt

Stoptid for analyt

Integrationstype for analyt

Signal til stgj for analyt

Topbredde for analyt

Standardforespgrgselsstatus

Analyst MD Software
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Topgennemgang

Figur 12-4: Kolonner i resultattabel: Analyte

-

| Results Table Columns @
@ ok
= @:
Analyte I\L) N ] s
E: :! Help
© ,
Title @ Shown 5'%;::;;1"1 ?ﬁ;fﬂr::g:f Precision
Analyte Integration Type [} \JJ [@) \9)
Analyte Signal To MNoise [} 3
Analyte Peak Width [l [ 3
Standard Query Status
Analyte Mass Ranges [l
Analyte Channel @ [
Area Ratio E 3 b
Height Ratio & 3
Analyte Annotation [
Analyte Wavelength Ranges [}
Analyte Peak Area for DAD [l 3
Analyte Peak Height for DAD [ 3 =
Analyte Peak Width at 50% Heig [l 3
Analyte Slope of Baseline [ 3
Analyte Processing Alg. [l
Analyte Peak Asymmetry [l [l 3
Analyte Integration Quality [ [ 3 .

Element Etiket

1 Analyt

OK

Annuller

Hjeelp

Titel

Vist

Veesentlige tal

Videnskabelig notation

O|lo| Nl W|IDN

Praecision

—_
o

Integrationstype for analyt
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Topgennemgang

Element

Etiket

Signal til stgj for analyt

Topbredde for analyt

Standardforespgrgselsstatus

Masseomrader for analyt

Analytkanal

Omradeforhold

Hgjdeforhold

Analytannotering

Bglgeleengdeomrader for analyt

Topomrade for DAD for analyt

Tophgjde for DAD for analyt

Topbredde for analyt ved 50 % hgjde

Heeldning af baseline for analyt

Behandlingsalg. for analyt

Topasymmetri for analyt

Integrationskvalitet for analyt

Analyst MD Software
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Topgennemgang

Figur 12-5: Kolonner i resultattabel: Internal Standard

Results Table Columns

N
|nternal Standard l\l)

)

©

-

[l

Q ]
: b Cancel
: P Help

. Significant| Scientific |
Title @ Shown Figures | Notation Precision
IS Peak Name A (7) @ 2)
IS Units [}
IS Peak Area 3
IS Peak Height (10) 3
IS Concentration - [l [l 3 E
IS Retention Time [ [ 3
IS Expected RT [l [l 3
IS BT Window [ O 3
IS Centroid Location [ [ 3
IS Start Scan [}
IS Start Time [ O 3 m
IS Stop Scan [
IS Stop Time [l [l 3
IS Integration Type [
IS Signal Tao Moise [l 3
IS Peak Width [ O 3
IS Mass Ranges [ i
Element Etiket
1 Intern standard
2 OK
3 Annuller
4 Hjeelp
5 Titel
6 Vist
7 Veesentlige tal
8 Videnskabelig notation
9 Preecision
10 Topnavn for IS
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Topgennemgang

Element

Etiket

Enheder for IS

Topomrade for IS

Tophgjde for IS

Koncentration for IS

Retentionstid for IS

Forventet RT for IS

RT-vindue for IS

Placering af massemidtpunkt for IS

Start scanning for IS

Starttid for IS

Stop scanning for IS

Stoptid for IS

Integrationstype for IS

Signal til stgj for IS

Topbredde for IS

Masseomrader for IS

Analyst MD Software
160/173

Brugergransefladevejledning
IVD-IDV-05-0536-DA-D



Topgennemgang

Figur 12-6: Kolonner i resultattabel: Internal Standard

Results Table Columns

Internal Standard @ - ]

Help

5
@]
ORI

-

m

Title @ Shown SIEi';T;asm ?ﬁ;fﬂr::g:f Precision
Y o,
IS Start Scan ] \LJ \8) ®_
IS Start Time ] N
IS Stop Scan [l
IS Stop Time @ [ [ 3
IS Integration Type [l
IS Signal To Noise & 3
IS Peak Width [ [ 3
IS Mass Ranges [l
IS Channel [
IS Wavelength Ranges [}
IS Peak Area for DAD [ 3
IS Peak Height for DAD [ 3
IS Peak Width at 50% Height [ 3
IS Slope of Baseline & 3
IS Processing Alg. [l
IS Peak Asymmetry 0 & 3
IS Integration Quality [ [ 3

1

-

Element

Etiket

1

Intern standard

OK

Annuller

Hjeelp

Titel

Vist

Veesentlige tal

Videnskabelig notation

O|lo| Nl W|IDN

Praecision

—_
o

Start scanning for IS
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Topgennemgang

Element Etiket

Starttid for IS

Stop scanning for IS

Stoptid for IS

Integrationstype for IS

Signal til stgj for IS

Topbredde for IS

Masseomrader for IS

Kanal for IS

Bglgeleengdeomrader for IS

Topomrade for DAD for IS

Tophgjde for DAD for IS

Topbredde for IS ved 50 % hgjde

Heeldning af baseline for IS

Behandlingsalg. for IS

Topasymmetri for IS

Integreringskvalitet for IS

Figur 12-7: Kolonner i resultattabel: Record

I Results Table Columns @
OTan
Record @ v] @
Help
@® o
Title @ Shown Slg_nlficant Smenpﬁc Precision
Figures | MNotation
Use Record E} \8) ®_
Record Modified
Calculated Concentration @ [ 3
Relative Retention Time [l [l 3
Accuracy [l 3
Response Factor [ [ 3
Calculated Concentration for DAD | [ [l 3
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Topgennemgang

Element Etiket
1 Post
OK

Annuller

Hjeelp
Titel
Vist

Veesentlige tal

Videnskabelig notation

Ol Nl RN

Praecision

—_
o

Brug post

Posten er eendret

Beregnet koncentration

Relativ retentionstid

Ngjagtighed

Responsfaktor

Beregnet koncentration for DAD

Figur 12-8: Kolonner i resultattabel: Custom

Results Table Columns C X
@ ® ]
3
Help
~—® -
. \3) Significant| Scientific -
Title Shown f . Precision
Figures | MNotation
Time (10) ) \8) \3)
Element Etiket
1 Brugerdefineret
2 OK
3 Annuller
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Topgennemgang

Element Etiket
4 Hjeelp
5 Titel
6 Vist
7 Veesentlige tal
8 Videnskabelig notation
9 Preecision
10 Tid

Figur 12-9: Indstillinger for topgennemgang
Peak Review Options @
Appearance @ Altamnatic £oaming @

Murn. rows: |2 Zoom'Y aws bo:

— 10000 3
Murn. columns: | 2 vl - of largest peak

100.00 % of largest peak for all zamples
Show zample type in title

@ b00 times the baseline height
Internal Standard Review @ o 1.00eh ' amiz units
1 Dan't reviesw internal standards o 1.00e5 Y awis units or largest peak

Review before all analptes

~ [Summany Layout anly) [] Zoom time axiz to view peak.

@ Review with each analyte Zoom window: 200 T

b anual Integration [Percent Rule] @
1]

Y (o =l
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Topgennemgang

Element Etiket

1 Udseende
¢ Antal reekker
* Antal kolonner

* Vis prgvetype i titel

2 Gennemgang af intern standard
» Gennemga ikke interne standarder
+ Gennemga for alle analytter (kun oversigtslayout)

* Gennemga med hver analyt

3 Automatisk zoom
» Zoom Y-akse til
* % af starste top
* _ % af den starste top for alle praver
* _ gange baselinehgjden
* _ Y-akseenheder
* _ Y-akseenheder eller starste top

» Zoom tidsakse for at se top

* Zoom-vindue: _ min.

4 Manuel integration (procentregel)

Afvis manuel integration, hvis forskellen i nyt omrade er mindre end _ %
af oprindeligt omrade

5 OK
6 Annuller
7 Hjeelp
Brugergransefladevejledning Analyst MD Software
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Topgennemgang

Figur 12-10: Ruden Peak Review

W WS DS Q) e s e @)
@ Bkg. Start: |N/A @'Ekg. End: |N/A @

Mir Peak Height: 0.00 ops RT Window: 30.0 S Smoothing Width: e w | paints
Min Peak Width: oo A Bxpected RT: 1E1 min || Use Relstive RT®
) Automatic - 1QA I @ Maise Percent: 50 3 Base Sub Window:  1.00 i

@ Specify Parameters - MQ 11l @F‘gal{-ﬂplm_mg Factor: [7] Report Largest Peak

STD 1 - minoxidol (Standard) 271.300/91. 146 Da - sample T of 49 from Mix_batch_1.wif.
Area: 1.46e+003 counts Height: 4.84e+002 cps RT: 1.67 min

1.87
500 1
450 §
400 4
@ 350 4
§ 200 4
=
= 250 1
1=
[
= 200 4
180 4
100 4
288
£0 4 "j\f
(16}
0 ; : - - — 16— - - r r
0.8 1.0 1.2 1.4 1.E-u18 20 22 2.4 28e
Tirme, min
Element Etiket
1 Bkg. start
2 Bkg. slut
3 Anvend
4 Accepter
5 Manuel integration
6 * Min. tophgjde: _ cps
* Min. topbredde: _cps
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Topgennemgang

Element Etiket
7 * RT-vindue: _ sek.
* Forventet RT: _ min.
8 Udglatningsbredde: _ punkter
9 Brug relativ RT
10 * Automatisk — IQA Il
* Angiv parametre — MQ llI
11 Stajprocent
12 Topopdelingsfaktor
13 Baseundervindue: _ min.
14 Rapportér stgrste top
15 Intensitet, cps
16 Tid, min.
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Topgennemgang

Figur 12-11: Kalibreringskurve
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Element Etiket

1 Analyt

Areal/hgjde

Regression

Vend tilbage

Accepter

Analytomrade/IS-omrade

N|OoO|lOoa| | W]IDN

Analytkonc./IS-konc.
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Topgennemgang

Figur 12-12: Regressionsindstillinger

Regression Options @

®Fiti [ Linear v]

®

Wweighting: [ MHone - ] [terate
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Figur 12-13: Statistiktabel
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Element Etiket
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13

Figur 13-1: Analyst Reporter
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Element Etiket
7 Udskriftsformat
+ Word
+ Pdf
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+ Excel
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Figur 13-2: Menuen Settings
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