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Security Configuration

Figure 1-1 Security Configuration Editor — Projects Tab

D AP Instrumert
B Default
-2 Example

Security Cenfiguration u
PI'OI'GECSS People | Remote Viewers

APl Instrumerit @

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

Description: APl Instrument

View / Edit Access F{ightsl

Label

Projects

API Instrument
» Default

* Example
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Security Configuration

Item

Label

People

Remote Viewers

API Instrument

* Root Path: <drive>:\Analyst Data\Projects\API Instrument
» Description: API Instrument

+ View/Edit Access Rights

Default (when Default is selected)

* Root Path: <drive>:\Analyst Data\Projects\Defaults
» Description: Default

* View/Edit Access Rights

Example (when Example is selected)

* Root Path: <drive>:\Analyst Data\Projects\Example
» Description: Example

* View/Edit Access Rights

Print

More

OK

Cancel

Ol |N|O®]| O

Apply

—_
o

Help
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Security Configuration

Figure 1-2 Security Configuration Editor — People Tab

| Projects | People | Remote Viewers |

—

& AMCONL-URAP1 2\ administratar
o NETADDS, john.smi

MNew Person...

e

3

Delete

Person./Administrator @
Full Mame:

Description:

Built4n account for administering the computer/domain

Role(s) Selected @

Available Roles

O 3

3

)

]

a End User
(& Reviewer

Supervizor

kar

| Pt || Moe. | [ ok || Cancel Apply Help
Item Label
1 network-name\administrator
network-name\user.name
2 New Person
3 Delete
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Security Configuration

Item Label
4 Person/Administrator
* Full Name:
* Description: Built-in account for administering the computer/domain
5 Role(s) Selected
* Administrator
6 Add
7 Remove
8 Available Roles

* Analyst

» Operator

* End User

* QA Reviewer

» Supervisor
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Security Configuration

Figure 1-3 Security Configuration Editor — Remote Viewers Tab

Awailable @

Remote Vewers

Instrument @

Mame:
Domain:
Computer:
Location:

Description

| Pt || Moe. | [ ok || Cancel Apply Help
Item Label
1 Available
2 Add
3 Delete
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Security Configuration

Item Label
4 Instrument
* Name:
* Domain:
» Computer:
* Location:
* Description:

| Projects | People | Remote ‘uﬁewersl Roles |Sewrrty|

Figure 1-4 Security Configuration Editor — Remote Viewers Tab

S

g Analyst

roie (5)

Description:  System Administrator

Access to Analyst:

a Operatar Delete
a End User @
a 04, Feviewer

Supervizor

People with this Role: @

EAMCDN L-8JR 4P1 24 administrator
& NETADDS ! john smisn

s/ Acquisition Method
yr” Analyst Application
‘/ Audit Trail Manager
[+ Batch

w(/ Compound Database
‘/ Explore

wf Express\View

w(/ Hardware Corfiguration

-

w/ Guantitation

&2

#-~ Feport Template Editor

&3]

w(/ Sample Queus

tnd” Securty Carfig

- Tune

s/ View Status

(&3]

&3]

Disable @

)

( En'rrt...@f[ Hide @])

I

Apply
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Security Configuration

Item Label
1 Roles
2 Roles
* Administrator
* Analyst
» Operator
+ End User
* QA Reviewer
» Supervisor
3 New Role
4 Delete
5 Role

» Description: System Administrator

* Access to Analyst

» Acquisition Method

* Analyst Application

* Audit Trail Manager

+ Batch

* Compound Database

* Explore

* ExpressView

+ Hardware Configuration
* Quantitation

* Report Template Editor
+ Sample Queue

» Security Config

* Tune

* View Status

User Interface Guide
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Security Configuration

Item Label

6 Disable

7 People with this Role:
* network-name\administrator
* network-name\user.name

8 Print

9 Hide

10 OK

11 Cancel

12 Apply

13 Help
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Security Configuration

Figure 1-5 Security Configuration Editor — Security Tab

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

Security Mode @

) Single User Mode ) Mixed Mode

Acquisition Accourt @

@ Client Account
() Special Acquisition Administrator Accourt Set Acquisition Azcourt

| Pt || Hde | [ ok || Cancel Apply Help

Item Label
1 Security
2 Security Mode

* Single User Mode
* Mixed Mode

Integrated Mode
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Security Configuration

Item Label

3 Acquisition Account
* Client Account
» Special Acquisition Administrator Account

Set Acquisition Account

Figure 1-6 Security Configuration Editor — Security Tab (Mixed Mode Selected)

Security Configuration

['| | Proiects [ People | Remote Viewers | Fles | Security

© Sngle UserMode @ Bixed Hiodel (1)

L ) Irtegrated Mode

Acquistion Account
@ Chent Account

() Special Acquisition Administrator Account

Set Acquisition Account

Screen Locks/Auto Logout @
[7] Sereen Lock Wait:  |1p mirtes

Auto Logout Malt (10 e

[ et ][ e [ox J[ comced |[ oo [[ Heo |

Item |Label

1 Mixed Mode
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Security Configuration

Item |Label

2 Screen Lock/ Auto Logout

» Screen Lock
* Auto Logout
+ Wait: _ minutes

*  Wait: _ minutes

Figure 1-7 Analyst application is locked Dialog

r N

Analyst application is locked

@.ﬁ.nal}lst application iz in uze and haz been locked.

Only current uger, supervizor or an adminiztratar can
unlock, or cloze this application.

® O @

| UNLock | | Logout | [ HELP |

Item Label
1 Analyst application is in use and has been locked.
2 Only current user, supervisor, or an administrator can unlock or close this

application
3 User
4 Password
5 UNLOCK
6 LOGOUT
7 HELP
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Security Configuration

Figure 1-8 Audit Trail Manager

T Rt T Mamager =
= 1)
B initrurmen
3 S::f::-hb"ﬁ Mkr""h‘@
E ::’:,:::::::rcmm“ The Analyst soltware groups Sudited svents by instnament, by project, and by quantitation into sudit irails, which are Sles that store reconds of the
audited gvenis.
Instrument Audit Tradl (2 )
Thera is one instrumant Audit Teail for each acquisition station. it recoeds sdditions. or replacements 1o the mass calbration 1akds 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, dala, method, baich, tuning, reper template, and quantitation files,
a5 well a5 module ing and closing and printing events
Quantitation Audit Trail
There is one Quantitation Aucdil Trad for every Results Table. i records the quantitation maethod and paramaters as well a3 sample and peak
Adminlstretor Console Audit Trall (6 )
Each Administrator Console senes has a comesponding Audit Trad. ¥ithe Anabyst software is connected o a sener, this audd trad becomes
wsibie. It records security Setting changes Such as AodINGITEMING Uers.
= Toview the Ilnstrumant Audit Trail, chck Instrument
= Toview 8 Project Audit Trail, expand Projects and chck the propsct you want.
+ Toview a Quantitation Audit Trasl, expand Results Tables, sxpand the approgeiate project and then click the Results Table you want,
= Taview the Administrator Conscle Audit Tral, chck Adminkstrator Console.
# Toview an archived audit trai, sxpand Archive Files. then expand the appropiate project and click the aschived sudit trail you want bo view.
Item Label
1 Audit Trail Data
* Instrument
* Projects
* Results Tables
* Administrator Console
* Archive Files
2 Audit Trail Data
The Analyst software groups audited events by instrument, by project, and
by quantitation into audit trails, which are files that store records of the
audited events.
3 Instrument Audit Trail
There is one Instrument Audit Trail for each acquisition station. It records
additions or replacements to the mass calibration table or resolution table
and it records entries into the Instrument Maintenance Log.

Analyst MD Software
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Security Configuration

Item Label
4 Project Audit Trail

Each project has a Project Audit Trail, which records events for project,
data, method, batch, tuning, report template, and quantitation files, as well
as module opening and closing, and printing events.

5 Quantitation Audit Trail

There is one Quantitation Trail for each Results Table. It records
the quantitation method and parameters as well as sample and peak
information.

6 Administrator Console Audit Trail

Each Administrator Console server has a corresponding Audit Trail. If the
Analyst software is connected to a server, this audit trail becomes visible. It
records security setting changes such as adding or removing users.

7 * To view the Instrument Audit Trail, click Instrument.

» To view a Project Audit Trail, expand Projects and click the required
project.

+ To view a Quantitation Audit Trail, expand Results Tables, expand the
appropriate project and then click the required Results Table.

« To view the Administrator Console Audit Trail, click Administrator
Console.

+ To view an archived audit trail, expand Archive Files, then expand the
appropriate project and click the archived audit to be viewed.

User Interface Guide Analyst MD Software
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Security Configuration

Figure 1-9 Audit Trail Manager, Instrument, History Tab

= (50) A Tras Data
B Instruenent
[ Projects
& (@ Results Tables 4}
BB Adminicteator Console
@ Archive Files
g
Item Label
1 History
2 Settings
3 Maintenance Log
4 Previous
5 Next
6 Search
7 Instrument Audit Trail For: API Instrument
8 File Name: <drive>:\Analyst Data\Projects\API Instrument\Project
Information\Instrument.atd
9 Report Date
10 Number of Records: _ Total
11 Record
12 Date and Time
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18/185 IVD-IDV-05-0536-C



Security Configuration

Item Label
13 User Name
14 Full User Name
15 Module
16 Change Reason
17 Change Description
18 ESig
19 History
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Security Configuration

Figure 1-10 Audit Trail Manager, Instrument, Settings Tab

=] Audit Trail Data

..l Instrument
- Projects
@ Results Takles

B8 Administrator Consale

1)
Histary Settings | M aintenance Log |

Awailable Audit Maps @

Audit ap todified
a Default Audit Map 2010/04/29 211
a Full Audit KMap 2010/04/29 211
a Mo Audit bap 2010/04/29 211,
a Huant Only Audit Map 200/04/23 21
a Silent Audit Map 2010/04/29 211
Audit Map Descrption @
Default Audit b ap &
4 }
pEdit... | 4ol | [~Hep |

Item Label

1 Settings
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Security Configuration

Item

Label

Available Audit Maps
* Audit Map

* Default Audit Map
+ Full Audit Map
* No Audit Map
* Quant Only Audit Map
» Silent Audit Map
* Modified

Audit Map Description
» Default Audit Map

Edit

Apply

Help

User Interface Guide
IVD-IDV-05-0536-C

Analyst MD Software
21/185



Security Configuration

Figure 1-11 Audit Trail Manager, Instrument, Maintenance Log Tab

Tt e e
-8 Projects )
@l Results Tables
ﬁ Administrator Console
L@l Archive Files
Item Label
1 Maintenance Log
2 Instrument Maintenance Log Entry Form
Please enter information regarding the instrument maintenance in this form.
When done, press the "Submit" button to save this report in the Instrument
Audit Trail. You may review or print the report at any time by selecting View/
Audit Trail Manager/Audit Trail Data/Instrument History.
Analyst MD Software User Interface Guide
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Security Configuration

Item Label
3 Available Audit Maps
* Performed by
» Organization performing maintenance
» Mass Calibration Updated: Yes; No
» Mass Resolution Updated: Yes; No
* Instrument Firmware Updated: Yes; No
+ Version
» Parts replaced: Yes; No
* Parts list
* Maintenance Completed: Yes; No
+ Comment
4 Submit

Figure 1-12 Projects

=4 Audit Trail Data
{E Instrument

®@{aa

APIInstrument

Default

.5 Example

-l Results Tables

m APIInstrument

m Default

-8 Administrator Console
@l 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.

Item

Label

Projects

API Instrument
Default

Example
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Security Configuration

Item Label

2 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:

+ To view the Project Audit Trail, click the History tab.
» To apply a new audit map, click the Settings tab.

Figure 1-13 Results Tables

=) Audit Trail Data
{E 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
@E—J-- & Quantitation Audit Trail. Additional changes to the Results Table are audited based on that audit map.

{8 APIInstrument

m Default

« 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:

----- ) Exarnple : L L
B Administrator Console o To view the Quantitation Audit Trail, click the History tab.
]l Archive Files o To view the audit map used with this Quantitation Audit Trail, click the Settings tab.
Item Label
1 Results Tables

¢ API Instrument
* Default

+ Example

Analyst MD Software User Interface Guide
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Security Configuration

Item

Label

Results Tables

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.

To view 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:

To view the Quantitation Audit Trail, click the History tab.

To view the audit map used with this Quantitation Audit Trail, click the
Settings tab.

Figure 1-14 Administrator Console

N T
: {# Projects
APIInstrument .
Default [=< Previous] [Mext == ] Search]
Example
@ﬂ Results Tables Audit Trail For: Administrator Console Server Report Date: 2017/05/09 4:44:34 PM
; % APIInstrument File Name: @Mminisuata Console Audit Map.cam Number of Records: 0 Tatal
Default
i L.jp] Example
% idr‘l'r:.inis;rlator Console _Rec;nrd —Daﬁnd Nu:r‘:; —Fﬁer Module CRJ—E:D‘: D:ﬁ—r::' iEDn ESig  History
rcnIve ries
[=< Previous] [Mext == ] Search]
Item Label
1 Administrator Console
2 Audit Trail For: Administrator Console Server
3 File Name: Administrator Console Audit Map.cam
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Security Configuration

Figure 1-15 Archive Files

- Audit Trail Data

. Instrument

= [# Projects . .
APIInstrument Archive Files @

- Audit records accumulate in the Project Audit Trail and Instrument Audit Trail and can create large files that are difficult to
Example .
&) Results Tables navigate and manage.

[ APIInstrument

When the Instrument Audit Trail or a Project Audit Trail reaches 1000 records, a final record stating that the file has been
] Default archived is added. The audit trail is then automatically saved in the Project Information folder, with a name indicating the type
[ Bample of audit trail and the date and time. For example, a file named PAT-Archive-200012311923.ata, is a Project Audit Trail Data
8@ Administrator Console | File, archived on Dec 31 2000 at 7:23 PM. A new Instrument Audit Trail or Project Audit Trail is started. The first record in
< Archive Files the new audit trail provides the path of the archived audit trail.
Item Label
1 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.

Analyst MD Software User Interface Guide
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Hardware Configuration

Figure 2-1 Hardware Configuration Editor

Hardware Profiles: @

Hardware Configuration Editor @

@[ Mew Prafile... ]

(B[ EdiProfie..

é) Delete Frafile
(-lg) Activate Profile
@[.ﬁ.vailable Devices... |
@[ Close |
[ Help |

Item

Label

Hardware Profiles

New Profile

Edit Profile

Delete Profile

Activate Profile (Deactivate Profile)

Available Devices

Close

Ol Nl BN

Help
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Hardware Configuration

Figure 2-2 Create New Hardware Profile

o

Prafile Mame:

Create Mew Hardware Profile

Devices in current profile: @

@ Add Device...

®

OF.

®

Item

Label

Profile Name

Devices in current profile

Add Device

Delete Device

Setup Device

OK

N|OoO|lOa| R~ WOIDN

Cancel
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Hardware Configuration

Figure 2-3 Available Devices

— R —
Available Devices E

Device Type: @
hMass Spectrometer

hass Spectrometer

Fump

Autosampler

Column Chven

Yalve @
Detector

A0 Converer
Integrated Sywstem
software Application

P T
\3) \4)
Ik | Cancel
J
Item Label
1 Device Type
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Hardware Configuration

Item Label
2 Mass Spectrometer
Pump

Autosampler
Column Oven
Valve

Detector

A/D Converter
Integrated System

Software Application

3 OK

4 Cancel

Figure 2-4 Available Devices, Integrated System Selected

Available Devices 4
Device Type:
|nteqrated Spstem W
Devices:

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

Cancel
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Hardware Configuration

Item Label

1 Devices

* Integrated System ExionLC 2.0 Controller

* Integrated System Sciex LC Controller

* Integrated System Shimadzu LC Controller

* Integrated System Shimadzu LC-40 Controller

* Integrated System Shimadzu LC-20/30 Controller

Figure 2-5 SCIEX LC Configuration
SCIEX LC configuration >

%iﬁame: | Advanced. .. @

@ Enable Aux Trace Monitoring m
Devices in uze

Pump : LC-20a0 LC-2040
AutoS ampler : SIL-2040<R
Colurnn Qyven : CTO-2040
Controller : CB-20

] Cancel @

Item Label
1 Alias
2 Name
3 Advanced
User Interface Guide Analyst MD Software
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Hardware Configuration

Item Label
4 Configure
5 Enable Aux Trace Monitoring
6 Devices in use
7 * Pump
* AutoSampler
+ Column Oven
» Controller
8 OK
9 Cancel

Figure 2-6 Advanced Settings

Advanced Settings

®

®

Simulation Mode [

Status poling intervallms] 3000

-

[l

bl ore

ONCN

[ Cancel @

Item Label
1 Status polling interval (ms)
2 Simulation Mode
3 More
4 OK
5 Cancel
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Hardware Configuration

Figure 2-7 Config Ul Dialog

CanfighilDulag

1o Mevera/Frominenos LC -
Cuctarn Controlle
E: ¥y sterm Controdier
»

Binary Gradient

Column Oven
lf:'|.-ri::'|
[ :l L2 | Cancel
Item Label

1 Instrument type
2 Auto config
3 Select the unit, and edit the configuration of each unit
4 + System Controller

* Binary Gradient

» Autosampler

e Column Oven

* Option
5 OK
6 Cancel
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Hardware Configuration

Figure 2-8 Config Ul Dialog

" ConfigUIDialog O = . e

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

ExionLC

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

@ System Controller

o @ Isocratic

" @ Autosampler

@ Column Oven

PDA Detector
' @ Option...

OK Cancel

Item Label
1 Instrument type
* ExionLC

» Sciex Diagnostic Jasper

* Shimadzu Nexera/Prominence LC

2 Auto config
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Hardware Configuration

Item Label
3 Select the unit, and edit the configuration of each unit.
4 System Controller
5 Isocratic (or Binary Gradient)
6 Autosampler
7 Column Oven
8 PDA Detector
9 Option
10 OK
11 Cancel
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Hardware Configuration

Figure 2-9 Auto Configuration Dialog

i '
TR

@ Auto Config @
Offline @
IF address: @

OK

Cancel

Item Label
1 Auto config
2 Offline
3 IP address
4 OK
5 Cancel
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Hardware Configuration

Figure 2-10 System Controller Configuration

-
Systermn Controller Configuration ‘ M

senal number @
Unit 10 @

Turn off relays on error

I Fire start relay on: @
System P.Max:

Model: @ SCIEX DX CNTRL

System |;u-::-':+:t|:m® Relays: @
@ Relay 1: Start -
All runs il Relay & @ Start -
AUTO - Relay 3: @ Star -
66.0| MPa Relay 4: @ Stant -

RO version: @

wn
(=]

QK Cancel

Item

Label

Model

+ SCIEX DX CNTRL (if Jasper system is being used)
+ CBM-20A (for Shimadzu CL series)

» Controller (for ExionLC AC or ExionLC AD system)

Serial number

Unit ID

ROM version

System protection

Turn off relays on error

N|oOo|loa| | W|IDN

Fire start relay on
» Disable
* Allruns

* Inj. only
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Hardware Configuration

Item

Label

System P.Max
« Off

« AUTO

+ MANUAL

_ Mpa (Only available when either AUTO or MANUAL is selected in System

P.Max .)

Relays

Relay 1

+ Start
» Stop
* Error

« Event

11

Relay 2
+ Start
+ Stop
* Error

« Event

12

Relay 3
+ Start
» Stop
* Error

 Event

Analyst MD Software
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Hardware Configuration

Item Label

13 Relay 4
+ Start
» Stop
* Error
+ Event

14 OK

15 Cancel

Figure 2-11 Binary Gradient Configuration

i

Eina% Gradient Configuration

Type: Binan: Gradient

LC-20ADXR

Model: @

Serial number: @ L20905250006

Unit ID: @
- Solenoid .-al.-e-@

Port: @
ROM L'Ersicun: 5.00

A

Mone
Serial number:

Unit ID:

@)
®)

O,

@ System check settings..

©

OK Cancel

User Interface Guide
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Hardware Configuration

Item Label

1 Type
* Blnary Gradient

2 Pump A
Pump B
4 Model

+ SCIEX DX PUMP (if Jasper system is being used)
+ LC-20ADXR (for Shimadzu CL series)
* AC Pump or AD Pump (for ExionLC AC or ExionLC AD system)

5 Serial number
6 Unit ID
7 Port

* A (when Pump A tab is selected)

* B (when Pump B tab is selected)

8 ROM version
9 Solenoid valve
10 None
11 Serial number
12 Unit ID
13 System check settings
14 OK
15 Cancel
Analyst MD Software User Interface Guide
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Hardware Configuration

Figure 2-12 Isocratic Configuration

-
Isocratic Configuration

Type: @

Model; @
Serial number: @
Uit ID: @

Isocratic

SCIEX DX PUMP

=)

Port: @ A
ROM versiorc @ 200

Serial number:

MNone -

Unit ID:
System check settings..
®
oK Cancel
N — é‘
Item Label

1 Type

* Isocratic
2 Model

+ SCIEX DX PUMP (if Jasper system is being used)

+ LC-20ADXR (for Shimadzu CL series)

* AC Pump or AD Pump (for ExionLC AC or ExionLC AD system)
3 Port

« A
4 Serial number
5 ROM version
6 Unit ID

User Interface Guide
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Hardware Configuration

Item Label
7 Solenoid valve
< None

* Serial number

« UnitID
8 System check settings
9 OK
10 Cancel

Figure 2-13 Pump - System Check Settings

( Pump - System Check Settings l — | |_ihr

Total delivered volume L&R: @ 30 L

__Q 0. 60 0

Default Cancel Help
Item Label
1 Total delivered volume L & R: _ L
2 Default
3 OK
4 Cancel
5 Help

Analyst MD Software
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Hardware Configuration

Figure 2-14 Autosampler Configuration

-
T e
Model: @ Senal number: @ ROM veErsion @ Uik ID: @

ISCIEX DX SMPLR

Rirse pump option @
Injection trigger: @ ® Run Synic

Max injection volume @ 100 pl

wn

MNeedle stroke settings..

System check settings-. @

QK Carccl®

Item Label
1 Model

» SCIEX DX SMPLR (if Jasper system is being used)
» SIL-20ACXR (for Shimadzu CL series)

» AC Autosampler or AD Autosampler (for ExionLC AC or ExionLC AD
system)

Serial number
ROM version
Unit ID

Rinse pump option (Not available for ExionLC AD system)

||l Bl DN

Injection trigger
* Run
* Sync

Injection type: Direct Injection (only available when the AD Autosampler is
used for ExionLC AD system)

7 Max Injection volume: _ L

8 Needle stroke settings

9 System check settings

User Interface Guide Analyst MD Software
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Hardware Configuration

Item Label
10 OK
11 Cancel

Figure 2-15 Column Oven Configuration

-
Column Cven Configuration

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

Modek @
Senal number: @
Uit [D: @

CIEX DX OVEN Part: @ A

RIOM vartion: @ 5.00

Serial number: @ Unmit ID:
MNone -
Mons -

Use column settings @
D)

oK Cancel @

Item

Label

Model

« SCIEX DX Oven (if Jasper system is being used)
* CTO-30A (for Shimadzu CL series)

* AC Column Oven or AD Column Oven (for ExionLC AC or ExionLC AD
system)

Serial number

Unit ID

Port

ROM version

|l OIDN

Valves

Analyst MD Software
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Hardware Configuration

Item Label

7 2/6-position valve L
* None

8 2/6-position valve R
* None

9 Serial number

10 Unit ID

11 Use column settings

12 Settings

13 System check settings

14 OK

15 Cancel

Figure 2-16 UV Detector Configuration Dialog

UV Detector Configu ratio_

Port: @ A
ROM versiomn: @ 203

@

Model: @ UV Detector

Serial number: @
Unit ID: @

Use recycle valve @

System check settings...

CK

®

Cancel

Lg

Item Label
1 Model
+ PDA Detector (for ExionLC AC system)
» UV Detector (for ExionLC AD System)
2 Serial number

User Interface Guide
IVD-IDV-05-0536-C
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Hardware Configuration

Item

Label

Unit ID

Use recycle valve (for ExionLC AD System)

Port (for ExionLC AD System)

ROM version

System check settings

OK

|| Nl >

Cancel

Figure 2-17 Option

-

Cption

~

©)

Fast LC @
Pressure L.r.it:®

7 |-

Py

MPa -

@ OK Cancel @

Item Label
1 Pump operation mode
*+ Isocratic flow
+ Binary gradient
2 Fast LC
3 Pressure unit
+ Kgf/cm2
* psi
* MPa
* bar
4 OK
5 Cancel

Analyst MD Software
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Hardware Configuration

Figure 2-18 Shimadzu LC System Configuration Using the Integrated System Shimadzu
LC Controller

Shimadzu HPLC System Configuration >

:‘DSystem Contraller: | CBM-204 d Ennfigure... @
Purmps @ Cancel

Pump 4. LC-2040 e Configure. ..
Pump B: LC-20&0 w Configure... @
Help

Pump C: hione w Configure. ..

Purnp D: hone o Configure. ..

Detectors @

Detector A none w Configure...

Detectar B: hane e Configure...

Autozampler: @ SIL-204C4R o Configure. ..

Qwven: @ CTO-204C - Configure. ..

Sul:u:-:untru:uller: hiare ~ Configure...

FDA Detectnr:® hioke Configure... @ Commert

Yersion: 5.5.2.3
@ SHIMADZU Solutions for Science

Item Label
1 System Controller
2 Pumps
» Configure
3 Detectors
» Configure
User Interface Guide Analyst MD Software
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Hardware Configuration

Item Label

4 Autosampler
» Configure

5 Oven
» Configure

6 Subcontroller
» Configure

7 PDA Detector
» Configure

8 Configure

9 OK

10 Cancel

11 Help

12 Comment

Analyst MD Software
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Hardware Configuration

Figure 2-19 (Shimadzu) CBM-20A Configuration

CBM-20A Configuration

Switches

Sound Alarm an Error

Autozero Detector &
Autozero Detector B

Relays @

Felay1: Start

Felay 2 Event
Felay 3: Event
Relay 4: Event

Extermal Start. | All Buns

Communications @

() Serial Port | [Mane]

@TCRAP | 192.168.200. 99 |

[ ] Tum Off Relays on Emor Fort; 5001 Search ...

@ AutoConfig Test @

Fressure Units: pii

L

w [ 1 Run triggered by external device @
w [ ] LoopsHoald Command Enmpatil:ule

v @Enntrul Mode: Marmal
W LC-30 Series Compatible
o Systern Phak: @

ot W

|7|:|_KG|}iD Cancel ®

Help

W

Item Label

1 Switches

System Protect

Sound Alarm on Error
Turn Off Relays on Error
Autozero Detector A

Autozero Detector B

User Interface Guide
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Hardware Configuration

Item Label
2 Communications
» Serial Port
« TCP/IP
* Port
+ Search
3 Autoconfig
4 Test
5 Relays
* Relay 1 —Relay 4
« Start
+ Stop
« Error
* Event
+ External Start
* Disable
* AllRuns
* Inject Only
6 Pressure Units (psi, Kgf/lcm2, MPa, bar)
7 Run triggered by external device
8 Loop/Hold Command Compatible
9 Control Mode (Normal, Fast LC)
10 LC-30 Series Compatible
11 System P.MAX
12 OK
13 Cancel
14 Help

Analyst MD Software
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Hardware Configuration

Figure 2-20 Option Dialog

Option @ 7 >
©)

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

Ok @ Cancel

Item Label
1 Option
2 Pump operation mode
3 FastLC
4 Pressure unit
5 » Binary gradient

* Isocratic flow
» Binary gradient

* Low pressure gradient

6 OK

7 Cancel

Figure 2-21 (Shimadzu) Pump Configuration
[ Pump Configuration @

Solenaid Valve: [ nomne @
Degaszer [ none ‘@

Y (ow® O

Item Label
1 Solenoid Valve (none)
2 Degasser (none)
User Interface Guide Analyst MD Software
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Hardware Configuration

Item Label
3 OK
4 Cancel
5 Help

Figure 2-22 (Shimadzu) Autosampler Configuration

o

Autosampler Configuration @

Sample Loop Size: » u

[7] 5kip sequence line if vial is missing, @
Sample Cooler Inztalled @

FTP Sample Order @
- ﬁ
@T
(1] L1151

[ Rack Changer Installed @
[T Rinze Pump Installed. @

[] Supports Pretreatment * @

[* Reguires Pretreatment option to be installed in
hardware]

Cx® (om® [(m®

-

Item Label

1 Sample Loop Size: _uL

Skip sequence line if vial

is missing.

Sample Cooler Installed

MTP Sample Order

Rack Changer Installed

Rinse Pump Installed

Supports Pretreatment *

Ol N|OoOO|lO| BN

(* Requires Pretreatment option to be installed in hardware)

Analyst MD Software
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Hardware Configuration

Item Label
9 OK
10 Cancel
1" Help

Figure 2-23 (Shimadzu) Oven Configuration

Owen Configuration

Walves @

=

Left: [ none

)

Right: [ hohe

)

e e

Item Label
1 Valves
+ Left
+ Right
2 OK
3 Cancel
4 Help

User Interface Guide

IVD-IDV-05-0536-C
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Hardware Configuration

Figure 2-24 (Shimadzu) Pumps Tab

Pumps |.Pu.rtusamp|er | Cven | Cortroller | Time F‘mglam|

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

Pump B: LC-208D
Pump C:  none

Pump O none

Pressure Limits (Fump A)

Minimum: 0
®

Madmum: 1451

Pressure Limits (Fump B)

Minimum: 0
®

Masimum: 1451

psi

psi

psi

psi

Item Label

1 Pumping Mode
* |socratic Flow

* Binary Flow

2 Constant

* Pressure

* Flow

* Pump A Flow: _ mL/min

* Pump B Flow: _ mL/min

Analyst MD Software
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Hardware Configuration

Item Label

3 Configured Pumps
* PumpA
* PumpB
e PumpC
e PumpD

4 Pressure Limits (Pump A)
e Minimum: _ psi
* Maximum: _ psi

5 Pressure Limits (Pump B)

* Minimum: _ psi

* Maximum: _ psi

Figure 2-25 (Shimadzu) Autosampler Tab

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

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

User Interface Guide

IVD-IDV-05-0536-C
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Hardware Configuration

Item Label
1 * Model
» Rack Type

+ Delete Rack

2 * Use Autosampler

* Rinsing Volume: _ (uL)

* Needle Stroke: _ (mm)

* Rinsing Speed: _ (uL/sec)

« Sampling Speed: _ (uL/sec)
* Purge Time: _ (min)

* Rinse Dip Time: _ (sec)

* Rinse Mode (No rinsing, Before aspiration, After aspiration, Before and
after aspiration)

» Enable Cooler Unit
» Cooler Temperature: _ (°C)

+ Control Vial Needle Stroke: _ (mm)

Figure 2-26 (Shimadzu) Oven Tab

| Pumps | .Pu_rtusampler| Oven |Cur|tr0||&f | Time Program

Model: (1) CT0204C

Enable Oven @

Cwen Temperature: 40 C @
Madmum Temperature: 85 C @
Item Label
1 Model
2 Enable Oven
3 Oven Temperature: _ C
Analyst MD Software User Interface Guide
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Hardware Configuration

Item

Label

4

Maximum Temperature: _C

Figure 2-27 (Shimadzu) Controller Tab

| Pumps I Autosampler | COven | Cortroller | Time Program
Model: mzoa (1)
Power On @
Event 1
Evert 2 @
Event 3
Evert 4
Item Label
1 Model
2 Power On
3 Event1, 2, 3,4

Figure 2-28 (Shimadzu) Time Program Tab

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

()

4

2
Time " |M|:u:|ule Rt |Eventu | Pararneter

1 90.00 Caontraller Stop

User Interface Guide
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Hardware Configuration

Item Label
1 Time
2 Module
3 Event
4 Parameter

Figure 2-29 Create New Project/Subproject

-
Create New Project/Subproject ﬁ

Frojectwill be created under the following directony: @

t DataiProjects

Eroject name @

Subproject Specifications @

Subproject name: @
2016_09_26

Froject folders: @ Subproject folders: @

Acquisition Methods -
Acquisition Scripts P
Batch

BioAnahsst

Data

Log

Frocessing Methods
Processing Scripts -

Tttt b Al Al

L O

111
n '
I %

@ [ ] Set configuration as default for new projects

ok | I@)c:ancm | [%

Item Label
1 Project will be created under the following directory
Analyst MD Software User Interface Guide
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Hardware Configuration

Item Label
2 Project name
3 Subproject Specifications
4 Subproject name
5 Project folders
6 Subproject folders
7 Add All
8 Remove All
9 Set configuration as default for new projects
10 OK
11 Cancel
12 Help

User Interface Guide
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Report Template Editor

Figure 3-1 Report Template Editor — Header/Footer Design Tab

Header/Footer Design | Page Setup |

Fields @

Header@

Design Elements
- Acquistion Elements

; Cuantitation Elemerts

Fields @

Justification @
@ Left Justify

(7 Centre Justify
(7 Right Justify

Footer m
W

':| Yigible from any project

Item Label
1 Header/Footer Design
2 Fields

* Design Elements
* Acquisition Elements

* Quantitation Elements

Header

4 Fields

Analyst MD Software
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Report Template Editor

Item Label

5 Justification

o Left Justify

+ Centre Justify
* Right Justify

6 Fonts
7 Footer
8 Visible from any project

Figure 3-2 Report Template Editor — Page Setup Tab

| Header/Footer Design | Page Setup @

Publication Destinations @ Margins @ Page Layout @
5 a
el OAMCON-PRINT1NCON-71F2RME: Top: 020" 2
Bottom: 0.80° :
Left: 0.00" =
Right: 0.00" =
i | [} k
Select Destination @ From Edge @ Page Orientation @
Header:  0.307 : §
[ Printer ] ) Portrat @ Landscape
Footer: 030" =
Item Label
1 Page Setup
2 Publication Destinations
* Printer
3 Select Destination
* Printer
User Interface Guide Analyst MD Software
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Report Template Editor

Item Label
4 Margins
* Top
+ Bottom
+ Left
* Right
5 From Edge
* Header
* Footer
6 Page Layout
7 Page Orientation

¢ Portrait

* Landscape

Analyst MD Software
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Compound Optimization

Figure 4-1 Instrument Settings

Instrurnent Settings

Flease set the instrument condition: @

Inlet:
@) Infusion @

-1 FIA
Default Acq. Method:
Rack Code:
Rack Position:
Flate Code:

Plate Posttion:

Injection Vaolume:

(u)

=

Mass Spectrometer:
1 MS Anahysis

@ M5/MS Analysis

Item Label

Please set the instrument condition

User Interface Guide
IVD-IDV-05-0536-C
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Compound Optimization

Item Label
2 Inlet
* Infusion
* FIA
3 Mass Spectrometer
* MS Analysis
* MS/MS Analysis
4 Default Acq.Method
5 Rack Code
6 Rack Position
7 Plate Code
8 Plate Position
9 Injection Volume (ul)
10 Back
11 Next
12 Cancel
13 Help

Analyst MD Software
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Compound Optimization

Figure 4-2 lons to use in MS/MS Analysis

lons to use in MS/MS Analysis

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

Precursar lon:

(2)@ MW ien

Search Window: + 2500 (Da)

(71 Base Peak lon

i

30.000 te | 1000.000

(TR

Search Range:

Compound Mame: | Target

Resalution: | Unit 7

@ Product lon:

(71 User Specified
@ Auto Select

Criteria. ..

Resolution: [ Linit - ]

©)

O

-

=S

Polarity: @

@ Posttive
(71 Negative
(7} Bath

(Da)

@

| <Back ||

Mext =

| | camcel | [ Heo |

Item Label

1 Please select the ions to use in MS/MS Analysis

User Interface Guide
IVD-IDV-05-0536-C
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Compound Optimization

Item

Label

Precursor lon

* MW lon
» Search Window (+ Da)

+ Base Peak lon
» Search Range: to_(Da)
+ Compound Name

* Resolution (Low, Unit, High)

Product lon

» User Specified
* Auto Select
e Criteria

* Resolution (Low, Unit, High)

Polarity

+ Positive
* Negative
+ Both

Back

Next

Cancel

0| N[O O

Help

Analyst MD Software
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Compound Optimization

o

Figure 4-3 Product lon Auto Selection Criteria
Product Ion Auto Selection Criteria @
@ Fram the Mozt Intenze peakz

@ Euild final method uging 1

@ Exclude Product long within £ 2-000
@ kir. bazz for Product lon: 10000

@Threshnld for Product lan: 0.000

l® ak, ] [ Default®] I:ancel

most intense peaks

[ra of Precursar lon méz

Da

cps

e

Item Label
1 From the Most Intense_ peaks
2 Build final method using _ most intense peaks
3 Exclude Product lons within £ _ Da of Precursor lon m/z
4 Min. Mass for Product lon: Da
5 Threshold for Product lon: cps
6 OK
7 Default
8 Cancel
9 Help

User Interface Guide
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Compound Optimization

Figure 4-4 lons to use in MS Analysis

lons to use in M5 Analysis @

Flease select the ions to use in M5 Analysis: @
Target lon: @
i@ MW lon
Search Window: + 2500 (Da)
(") Base Peak lon

Search Range: |30.000 to [1000.000 | (Da)

Compound Mame: | Target

Resalution: [ Uit -

Puolarity: @

i@ Positive
(71 Negative
(71 Bath
<Back || Net> | | Cancel | | Heb
Item Label
1 Please select the ions to use in MS Analysis
Analyst MD Software User Interface Guide
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Compound Optimization

Item

Label

Target lon

* MW lon
» Search Window (+ Da)

+ Base Peak lon
» Search Range: to_(Da)
+ Compound Name

* Resolution (Low, Unit, High)

Polarity

* Positive
* Negative
* Both

Back

Next

Cancel

N|o|lo| b~

Help

User Interface Guide
IVD-IDV-05-0536-C
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Compound Optimization

Figure 4-5 Target Components

o "

Target Components @
Flease enter the target components to optimize: @
Compound Hame MWJD&] Ho. (;_harges
! (2) ONEO)
2
| <Back Finish Cancel | [ Hep
Item Label
1 Please enter the target components to optimize:
2 Compound Name
3 MW (Da)
4 No. Charges
5 Back
6 Finish
7 Cancel
Analyst MD Software User Interface Guide
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Compound Optimization

Item Label
8 Help

Figure 4-6 FIA Target Compounds Dialog

F '
e s (N =

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

Camp’@__lfnd Hame 01 Mass (Da) | Q3 Mass (Da) | Int. S5td. | Vial Pos.

1 Compoun{ 2 )) 000-400.00 {3 Y.000 ( 4 )ooo E@——[\E«)—

@

Maote: Al compounds identified as 1.5, {intemal standard) will not be used to determine optimum
Source / Gas Parameter conditions.

Resolution

@G'I Resolution: [Lln'rt
3 Resalution: [Lln'rt

Item Label
1 These target compounds will be optimized. You may change the compound
name. Please specify which one of them are used as internal standards.
2 Compound Name
3 Q1 Mass (Da)
User Interface Guide Analyst MD Software
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Compound Optimization

Item Label
4 Q3 Mass (Da)
5 Int. Std.
6 Vial Pos.
7 Note: All compounds identified as I.S. (internal standard) will not be used to
determine optimum Source/Gas Parameter conditions.
8 Resolution
9 Q1 Resolution
* Low
* Unit
« High
10 Q3 Resolution
* Low
* Unit
« High
11 Back
12 Next
13 Cancel
14 Help

Analyst MD Software
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Compound Optimization

Figure 4-7 FIA Source Parameters Dialog

o ™y
worrees

Please select the Source Parameters to optimize in FlA: @
T,
2 Parameter Name Dpti_l_ﬂ_ize Current Val.| Values f-::-_[_ Optimization
1 Curtain Gas (3) 10.0 (5)
2 Colision Gas [T Medium -
3 lonSpray Vokage D S000.0
4 Temperature D 0.0
5 lon Source Gas 1 D 20,0
[ lon Source Gas 2 D 0.0
7 Interface Heater [l 1.0
4| m |

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

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

Item Label
1 Please select the Source Parameters to optimize in FIA
User Interface Guide Analyst MD Software
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Compound Optimization

Item

Label

Parameter Name

+ Curtain Gas

+ Collision Gas

* lonSpray Voltage
* Temperature

* lon Source Gas 1
* lon Source Gas 2

* Interface Heater

Optimize

Current Val.

Value for Optimization

Replicate Injection for each Parameter

Total # of injections

Total Sample Volume: _ (ul)

Ol Nl b~ W

Back

—_
o

Next

Cancel

Help

Analyst MD Software
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Compound Optimization

Figure 4-8 FIA Compound Parameters Dialog

-

FIA Compound Parameters | 28 |
Please select the Compound Parameters to optimize by FIA: @
@Cﬂmpuund: | Compound 600.000-400.000 | MRM: 600.000 - 400.000
(3)
‘.2 /Parameter Hame -Dptlnize Curren!ll’al. Values fo@p‘timization
1 Declustering Potential [ 4 } @.D Ki}
2 |Entrance Potentil I 10.0
3 Collizion Cell Ent. Potential D 275
4 Collision Energy ] 30.0
3 Collizion Cell Exit Potential [ 2.0
4| i 3
Total # of Injections: 0 @
Total Sample Volume: 0 LT)] .
Mass Spec. Duration: 5.0 {min) @
~<Back | Finish | [Cancel | [ Heb
Item Label
1 Please select the Compound Parameters to optimize by FIA
2 Compound
MRM

User Interface Guide
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Compound Optimization

Item

Label

Parameter Name

* Declustering Potential

* Entrance Potential

+ Collision Cell Ent. Potential
+ Collision Energy

« Collision Cell Exit Potential

Optimize

Current Val.

Value for Optimization

Total # of injections

Total Sample Volume: _ (ul)

O|lw|N|o|]O| >

Mass Spec. Duration: _ (min)

Back

Finish

Cancel

Help

Analyst MD Software
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Instrument Optimization 5

Figure 5-1 Instrument Optimization

-

.ﬂitn!trument Optirmization [=]| @ |eE]
File Edit View Tools Help

Select the type of optimization that you want to perform

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

(® # Verify instrument performance
(4)© Adjust mass calibration only

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

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

Help @ | Next -> Exit |
Instrument: 3200 @ TRAP Instrument Optimization Vier: 2.5341.9
Item Label
1 Select the type of optimization that you want to perform
2 Before you start to optimize the instrument, use Manual Tuning to optimize

the source parameters and stabilize the spray.

Verify instrument performance

4 Adjust mass calibration only

User Interface Guide Analyst MD Software
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Instrument Optimization

Item Label
5 Adjust instrument settings (peak shape, calibration, enhancing parameters,
etc)
6 Reset selected scan modes to default values and adjust instrument settings
7 Help
8 Prev
9 Next
10 Exit

Figure 5-2 Instrument Optimization

.

.ﬂihnmmuﬂﬂptimiminn = = '-
File Edit View Tools Help

Select a tuning mode

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

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

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

® ©)
Help @{-Prew |m-r_| Cancel |

Instrument: 3200 Q TRAP Instrument Optimization Ver: 2.5341.9

Analyst MD Software User Interface Guide
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Instrument Optimization

Item Label

1 Select a tuning mode

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

Alternate Tuning: Use one solution to tune all scan modes.

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

5 Help

6 Prev

7 Next

8 Cancel

User Interface Guide
IVD-IDV-05-0536-C
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Instrument Optimization

Figure 5-3 Instrument Optimization

File Edit View Tools Help

(HSelect the scan modes

@Tuning Solution 100« dhute Agient |

Polarity & Positive
= MNegative
Quad

®I_: . T G

FEeE MS/MS/MS ®

™ 250 Da/s ™ Isolation & Resolution
™ 1000 Da's

™ 10000 Dals
™ 20 000 Dal's

Halp@:} | More ﬂpliuns.

Item Label

1 Select the scan modes

2 Tuning Solution

3 Polarity
» Positive
* Negative

4 Quad

5 LIT (Da/s)

Analyst MD Software User Interface Guide

80/185 IVD-IDV-05-0536-C



Instrument Optimization

Item Label

6 MS/MS/MS
Isolation & Resolution
Excitation

7 Help

8 More Options

9 Prev

10 Next

11 Cancel

User Interface Guide
IVD-IDV-05-0536-C
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Instrument Optimization

Figure 5-4 Instrument Optimization: Options

Instrument Optimization: Options

LIT Preferences @ @ @

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

Quad Preferences

Peak Width Target |0.70

Options @

Optimize C2B|

Maximum EXE |183
Help .|
Item Label

1 LIT Preferences

2 POS +

3 * Fixed Fill Time
* Dynamic Fill Time
+ QO Trap

Analyst MD Software User Interface Guide
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Instrument Optimization

Item Label

4 NEG -
5 Scan Duration for LIT Testing and Calibration _ seconds
6 low m/z region

* higher sensitivity

* better peak shape
7 high m/z region

* higher sensitivity

» better peak shape
8 Quad Preferences

* Peak Width Target
9 Options

+ Optimize C2B

* Maximum EXB
10 Help
11 OK

User Interface Guide
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Instrument Optimization

Figure 5-5 Instrument Optimization

.ﬂi Instrurnent Optirnization
File Edit View Tosls Help

(1) Infuse: 100 x dilute Agilent

in positive mode

@ Source Parametars @ Syringe Parameters

POS

lonSpray Voltage E200 Synnge Diam eterl[mr.n]n 4.61
lon Source Gas1 |15 Flow Rate (ul/min) |7

lon Source Gas2 |0

Help 3 ®r:-Fm'v |®Gﬂl |

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

P O

Cancel |
Instrument: 3200 & TRAP Instrument Optimization Ver: 253419
Item Label
1 Infuse: in _ mode
2 Type the ion source parameters in the following fields, and then click GO.
3 Source Parameters
* lonSpray Voltage
* lon Source Gas 1
* lon Source Gas 2

Analyst MD Software
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Instrument Optimization

Item Label

4 Syringe Parameters
* Syringe Diameter (mm)

* Flow Rate (uL/min)

5 Help
6 Prev
7 GO
8 Cancel
User Interface Guide Analyst MD Software
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IDA Method Wizard 6

Figure 6-1 Create IDA Experiments Dialog

Create IDA Experiments I&

Type of IDA Experment @

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

Mumber of Survey Scans: | 1

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

Enable M53 Experiment generation @

| Dynamic Fill Time @

40
T ()

W

'P

nizh | Cancel | | Help |
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IDA Method Wizard

Item

Label

Type of IDA Experiment

* Enhanced MS >> Enhanced Product
« MRM >> Enhanced Product

* Neutral Loss / Precursor Scan >> Enhanced Product

Number of Survey Scans

w

Use Enhanced Resolution Scan to confirm Charge State and Isotope
Pattern

Enable MS3 Experiment generation

Dynamic Fill Time

Back

Next

Finish

|| Nl >

Cancel

—_
o

Help

User Interface Guide
IVD-IDV-05-0536-C
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IDA Method Wizard

Figure 6-2 Survey Scan — Enhanced MS (EMS) Dialog

Survey Scan - Enhanced MS (EMS)

© Fostive Mode ®
Megative Mode @
Declustering Potential (DF): 30
@ Start mass: 100 (Da)
@ Stop mass: 1000 (Da)
@ Scan rate: | 10000 - | (Dass)
@ LITfill time: 0.2 ims)
< Back | [ Mext = 3 Cancel | | Help

Item

Label

Positive Mode

Negative Mode

Declustering Potential (DP): _

Start mass: _ (Da)

Stop mass: _ (Da)

(200 &2 I I >N GS I Y \N)

Scan rate: _ (Dals)

Analyst MD Software
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IDA Method Wizard

Item Label

7 LIT fill time: _ (ms)

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

Survey Scan - Multiple Reaction Monitoring (MRM) ﬁ

@ Posttive Mode @

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

®

@ Manually Enter MEM Transitions
Automatically Generate Metabolite MEM Transitions

®

< Back H Mext = Finish Cancel | | Help
Item Label
1 Positive Mode
2 Negative Mode
3 Declustering Potential (DP): _
User Interface Guide Analyst MD Software
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IDA Method Wizard

Item

Label

Resolution Q1
« HIGH

« UNIT

- LOW

+ OPEN

Resolution Q3
+ HIGH

« UNIT

+ LOW

+ OPEN

Manually Enter MRM Transitions

Automatically Generate Metabolite MRM Transitions

Analyst MD Software
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IDA Method Wizard

Figure 6-4 MRM Transitions

MEM Transzitions

S

®

Dhwell Time: 40 (ms)

| Apphy CEto all MRM  Collision Energy (CE): 40 (V)
(@) Q1 (Da) Q3 (Da) CE (eV)
1 40.000

Clear MEM Transitions | @

Cancel

Help

Item Label
1 Dwell Time: _ (ms)
2 Apply CE to all MRM
3 Collision Energy (CE): _ (eV)

User Interface Guide
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IDA Method Wizard

Item Label
4 + Q1 (Da)
+ Q3 (Da)
+ CE (eV)
5 Scan _ (s)
6 Clear MRM Transitions

Figure 6-5 Survey Scan — Survey 1

Survey Scan - Survey 1

@ @ Meutral Loss of
Megative Mode @ @ Precursor of

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

[@lstering Potertial (DP). 30 Resalution Q1: | UNIT @

@Cullisiun Energy (CE): 40 eV} Resolution G3: |LOW - @
@Start_ mass: 100 (Da) @Scanti_me: 0.0
Stg:u mass: 1000 (Da) @Step size: 1

30 (Da)
501 (sec)
(@mu)
Cancel | | Help

Analyst MD Software
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IDA Method Wizard

Item Label
1 Positive Mode
2 Negative Mode
3 Neutral Loss of _ (Da)
4 Precursor of _ (Da)
5 Declustering Potential (DP): _
6 Collision Energy (CE): _ (eV)
7 Start mass: _ (Da)
8 Stop mass: _ (Da)
9 Scan rate: _ (amu/s)
10 Resolution Q1
+ HIGH
« UNIT
+ LOW
+ OPEN
11 Resolution Q3
« HIGH
« UNIT
- LOW
+ OPEN
12 Scan time: _ (sec)
13 Step size: _ (amu)

User Interface Guide
IVD-IDV-05-0536-C

Analyst MD Software
93/185



IDA Method Wizard

Figure 6-6 Dependent Scan — Enhanced Product lon (EPI)

Dependent Scan - Enhanced Product Ion (EPT) @
@ Monitor the |4 | most intense peaks with
Collision Energy (CE): 40 0 0

Use Rolling Callision Enengy @

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

@Scan rate: | 10000 - | (Dals)

9 LIT fill time: 5 ims)

<Back || Nex> Finis Cancel | | Hep
Item Label
1 Monitor the _ most intense peaks with
2 Collision Energy (CE)
3 Use Rolling Collision Energy
4 Start mass: _ (Da)
5 Stop mass: _ (Da)
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IDA Method Wizard

Item Label

6 Resolution Q1
* HIGH
« UNIT
« LOW
« OPEN

7 Scan rate: _ (Dals)

8 LIT fill time: _ (ms)

User Interface Guide Analyst MD Software
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IDA Method Wizard

Figure 6-7 Dependent Scan — IDA Criteria

Dependent Scan - IDA Criteria @
Forions greater than [ and smallerthan 1000  (Da)
@ Which exceed 5000 icps)
With charge state | 1 to | 4 charges

Inchude unknowns @'

Exclude Former Target lons @

@ Aways
Mewer
For 30 [sec)
After | occumence(s)

Mext = Finish || Cancel | | Help

Item Label
1 For ions greater than _ and smaller than _ (Da)
2 Which exceed _ (cps)
3 With charge state _to _ charges
4 Include unknowns
Analyst MD Software User Interface Guide
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IDA Method Wizard

Item Label
5 Exclude Former Target lons
* Always
* Never

» For _(sec)

« After _ occurrence(s)

User Interface Guide Analyst MD Software
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Build Acquisition Method

Figure 7-1 List of Scan Types

MS Advanced MS

Scantype:  [MRM(MRM) v |

Enhanced M3 (EM3)
Enhanced Product lon (EPI)

Enhanced Resolution (ER
Folarity

MS/MS/MS (MS3)

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

Q1 M3 (ar)

Q1 Multiple lons (@1 MI)

Q3 M3 (Q3)

Q3 Multiple lons (Q3 MI)

Total Scan Time

(includes pauses): 0.0000 (sec)

Edit Parameters...

Analyst MD Software
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Build Acquisition Method

Item

Label

Enhanced MS (EMS)
Enhanced Product lon (EPI)
Enhanced Resolution (ER)
MRM (MRM)

MS/MS/MS (MS3)

Neutral Loss (NL)
Precursor lon (Prec)
Product lon (MS2)

Q1 MS (Q1)

Q1 Multiple lons (Q1 MI)
Q3 MS (Q3)

Q3 Multiple lons (Q3 Ml)

Figure 7-2 Q1 MS (Q1) MS Tab

MS  Advanced MS

Espenment: 1
Scantype: | Q1 MS Q1)
Scanrete: | 200
Polasity
(®) Posdive
(O Negative

TNON=

MNumber of scans to sum:

Total Scan Time @

@
w | (Dass) @

O |

[ Center # wm@
Parameter Range

Period Summaqa@

Impart List @

L

] Scheduled lonization

Duration: lG'.DI}D' | (mim) Delay Time: |ﬂ I 55¢) gt Tine Stop Time
Cycles: 1 0 Cycle: faec) {min} |0 {rrin)
Start (Da) Stop (Da) Time (sec)

(3 Q) O,

includes pauses): 0.0000  (eec)
Edit Palameters..
Item Label
1 Experiment

User Interface Guide

IVD-IDV-05-0536-C

Analyst MD Software
99/185



Build Acquisition Method

Item Label
2 Scan type
3 Scan rate
4 Polarity
+ Positive
* Negative
5 MCA
6 Number of scans to sum
7 Total Scan Time (includes pauses): _ (sec)
8 Edit Parameters
9 Center/Width
10 Parameter Range
11 Import List
12 Period Summary
e Duration: _ (min)
* Cycles: _
* Delay Time: _(sec)
* Cycle: _(sec)
13 Start (Da)
14 Stop (Da)
15 Time (sec)
16 Scheduled lonization

» Start Time (min)
+ Stop Time (min)

Analyst MD Software

100/185
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Build Acquisition Method

Figure 7-3 Q1 MS (Q1) Advanced MS Tab

MS Advanced M5

Intensity threshold {total

count): @

Settling ime: @ 0 (ms)

Pause between mass 5007

ranges: @ (ms)

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

Item Label

1 Scan mode
Scan mode: Centroid

* Min. peak separation (Da)
* Min. peak width (Da)
* Scan mode: Peak Hopping

* Mass defect mDa/(100*Da)

2 * Profile
» Fast Profile
« Centroid

* Peak Hopping

3 Step size: _ (Da)

User Interface Guide
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Build Acquisition Method

Item Label
4 Resolution Q1
* Low
* Unit
* High
* Open
5 Intensity threshold (total count)
6 Settling time: _ (ms)
7 Pause between mass ranges: _ (ms)

Figure 7-4 MRM MS Tab for SCIEX 4500MD and Citrine Systems

MS Advanced MS
Experiment: |1 @ [JEnatied (6) Basic Smfmﬂ A @ lport Lt
Scantype: | MRM (MRM) @ v
Petod Summany [ Scheduled lanization @
Palaity _ Duration: EI ) Delay Time: |0 5] gyant Time Stop Tima
@ g:::::e Cycles: _1_ < Cycle Iﬂi (sec) | |0 fmin)) |0 {min)
Q1 Mass (Da) | @3 Mass (Da) D“E':r:;:;e D
1
® W—®
gﬂ;ﬁf;;m@ 00000 | (sec)
Edit Parameters... @
Item Label
1 Experiment
2 Scan type
3 Polarity
* Positive
* Negative
4 Total Scan Time (includes pauses): _ (sec)

Analyst MD Software
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Build Acquisition Method

Item Label
5 Edit Parameters
6 Scheduled MRM
+ Enabled
+ Basic
» Advanced
7 Import List
8 Period Summary
* Duration: _ (min)
* Cycles: _
* Delay Time: _ (sec)
+ Cycle: _ (sec)
9 Q1 Mass (Da)
10 Q3 Mass (Da)
11 Dwell Time (msec)
12 ID
13 Scheduled lonization

« Start Time (min)
« Stop Time (min)

User Interface Guide
IVD-IDV-05-0536-C

Analyst MD Software
103/185



Build Acquisition Method

Figure 7-5 MRM Advanced MS Tab for SCIEX 4500MD and Citrine Systems

M5 Advanced M5

Resalution G11: @
Resalution G13: @

Intensity threshold o

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

Pause between mass 5 007

ranges: @ (ms)

Item Label

1 Resolution Q1
* Low

* Unit

« High

* Open

2 Resolution Q3
* Low

* Unit

+ High

* Open

Intensity threshold (total count)

4 Settling time: _ (ms)

5 Pause between mass ranges: _ (ms)

Analyst MD Software
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Build Acquisition Method

Figure 7-6 Scheduled MRM MS tab for SCIEX 4500MD and Citrine Systems

ms Advanced MS
Scheduled MRM
Experment; [1 (1)v [ Enabled @ @ Basic () Advanced T
Scantype: | MRM (MEM) @ 5|  [A01/03 Resdision
Pesiod Summ
= - @ [ scheduled lonization
Polarty @p Durtion: .E o fin} Delay Time: |0 (sec) Start Time Stop Time
%) Posttive I 1 - .
: w0 = . 1.0000 | ¢ ) |0 in)
() Negative Cyces: |00 2 Cycle: I—[ fzec) min) fmin)]
MAM detection window: |55?| |[=vec] @1 Mass (Da) | 03 Mass (Da) m":::::]“““ D @1 Resolution | @3 Resolution
1 Uni Unit
(5) Target for sMRM D, (2 ®) @)
(®) Target Cycle Time (across sMRM expts)
(") Target Scan Time fper sMRM expt)
1 (sec)
Edit Paran!bum...@
Item Label
1 Experiment
2 Scan type
3 Polarity
* Positive
* Negative
4 MRM detection window: _ (sec)
5 Target for sMRM
» Target Cycle Time (across sMRM experiments)
» Target Scan Time (per sMRM experiments)
6 Edit Parameters
7 Scheduled MRM
« Enabled
* Basic
« Advanced
* Q1/Q3 Resolution
8 Import List

User Interface Guide
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Build Acquisition Method

Item Label
9 Period Summary
e Duration: _ (min)
* Cycles: _
* Delay Time: _(sec)
* Cycle: _(sec)
10 Q1 Mass (Da)
11 Q3 Mass (Da)
12 Retention Time (min)
13 ID
14 Q1 Resolution
* Low
* Unit
* High
* Open
15 Q3 Resolution
* Low
* Unit
+ High
* Open
16 Scheduled lonization

» Start Time (min)
+ Stop Time (min)

Analyst MD Software
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Build Acquisition Method

Figure 7-7 Scheduled MRM Advanced MS Tab for SCIEX 4500MD and Citrine Systems

| MS Advanced M5

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

court): o @
Settling time: 0 (ms) @
Pause between mass -

ranges: h.007 ms) @

@ Scheduled MRM

Min. Dwell: 3 (ms)
Mz, Dhwell: 250 (ms)
Item Label
1 Resolution Q1
« Low
e Unit
« High
* Open
2 Resolution Q3

Low
Unit
High
Open
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Build Acquisition Method

Item Label
3 Intensity threshold (total count)
4 Settling time: _ (ms)
5 Pause between mass ranges: _ (ms)
6 Scheduled MRM

* Min. Dwell: _ (ms)

* Max. Dwell: _ (ms)

Figure 7-8 Scheduled MRM Pro MS Tab for SCIEX 4500MD and Citrine Systems

M5 Ichunraond MES
Scheduled MAM @
Egemert 1 V‘Erx\-e-" B (8 Advanced Impen List

Semtos: | MAN pIRA @ ) Resciuion | Dynamic Window Bdermon & Dynamic: Background Sublsacion

Penod Summary @
] Stanch ol lmrnraton

ety Dumer:  [SEO0 |l Dt Tee: [0 ) | GtTew  SipTe

@ _— Circlen o] Cyse Rty st el e
n

NP fetecinn mandom Rt fnwn Time, IR W N"mll'r Extensin
[wec) rnr“ru-uu Threshold

O 0 © @ @O ©® © CROR R

Target Scan Tim e b st

1
H:l?m

o Mlasn Dad | O3 lelasw (Dl | Dharell Weight | l Rescdution mﬂ.-nhlnn|

Item Label

1 Experiment

2 Scan type

3 Polarity
* Positive
* Negative

4 MRM detection window: _ (sec)

5 Target for sMRM
» Target Cycle Time (across sMRM experiments)
+ Target Scan Time (per sMRM experiments)

6 Edit Parameters

Analyst MD Software User Interface Guide
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Build Acquisition Method

Item Label
7 Scheduled MRM
* Enabled
+ Basic
» Advanced
* Q1/Q3 Resolution
*  Dynamic Window Extension
* Dynamic Background Subtraction
8 Import List
9 Period Summary
* Duration: _ (min)
* Cycles: _
* Delay Time: _ (sec)
* Cycle: _(sec)
10 Q1 Mass (Da)
11 Q3 Mass (Da)
12 Retention Time (min)
13 ID
14 Group
15 MRM Window (sec)
16 Primary / Secondary
17 Trigger Threshold
18 Extension Threshold
19 Dwell Weight

User Interface Guide
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Build Acquisition Method

Item Label

20 Q1 Resolution

* Low
* Unit
* High
* Open

21 Q3 Resolution
* Low

* Unit

+ High

* Open

22 Scheduled lonization
» Start Time (min)
+ Stop Time (min)

Figure 7-9 Enhanced Product lon (EPI) MS Tab

M3 Advanced M5
Exoiment: [ @ ] Center / Wicth — @

[#] Parameter Range @
Scantype: | Enhanced Product lon (EF < Optiize Masess (13)

) . Period Summary @
Scanrate: (10000 [Dafa1® [ Seheduled lonization

Polarity Duration: |{]'E'c'D | fin}  Delay Time: |° | ®22) i Time Stop Time
O] gpm"f& Cycles: [0 = Cycle: (sec) O fmin) |© fmiry)
J-Ega[l
MCA @ U Start (Da) Stop(Da) | Time (sec)
Mumbser of scans to sum: |l_ 1
D, @
Product Of: @ (30000 | (pa)
Total Scan Time p—
(includes pauses): e (sec)
Edit Parameters. .. @
Analyst MD Software User Interface Guide
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Build Acquisition Method

Item Label
1 Experiment
2 Scan type
3 Scan rate: _ (Dals)
4 Polarity
+ Positive
* Negative
5 MCA
6 Number of scans to sum
7 Product Of: _ (Da)
8 Total Scan Time (includes pauses): _ (sec)
9 Edit Parameters
10 Center/Width
11 Parameter Range
12 Import List
13 Optimize Masses
14 Start (Da)
15 Stop (Da)
16 Time (sec)
17 Period Summary
e Duration: _ (min)
* Cycles: _
* Delay Time: _(sec)
* Cycle: _(sec)
18 Scheduled lonization

« Start Time (min)
+ Stop Time (min)

User Interface Guide
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Build Acquisition Method

Figure 7-10 Enhanced Product lon (EPI) Advanced MS Tab

MS Advanced MS |

Scan mode: @ Profile Q b (7 Fixed LIT fill time: -

fms)
Step size: (3) 0.06 Da) @ Dynamic fil time
Resolution Q1:  (2)
Q3 Entry Barmier. V)
E&Ti“!&&% ’
Settling time: @ 0 ms)
e A
Q0 Trapping
Item Label
1 Scan mode
2 + Profile
+ Centroid
3 Step size: _ (Da)
4 Resolution Q1
* Low
* Unit
* High
* Open
5 Intensity threshold (total count)
6 Settling time: _ (ms)
7 Pause between mass ranges: _ (ms)
8 QO Trapping
9 Fixed LIT fill time: _ (ms)
10 Dynamic fill time
11 Q3 Entry Barrier: _ (V)
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Build Acquisition Method

Figure 7-11 MS/MS/MS (MS3) MS Tab

Ms Advanced MS

Experiment:
Scan type:

Scan rate:

Polarity

uca (5)

Mumber of scans to sum;

1st Precursor: @ 30.000 (Da)
2nd Precursor: E (Da)

Total Scan Time ——
includes pauses): @ ------ (sec)

Edit Parameters...

@ [ Center / Width @
b

[+ Parameter Range
MS/MS/MS (MS3) @ ~ | [IMo Fragmentation

10000 ~| mar) (@)

1

Import List

Optimize Masses @

Period Summary [ Seheduled lorization

jon:  [0.000 | i o .
(®) Positive purstn —_—— | min) Delay Time: ‘ | (sec) Start Time Stop Time
O Hegative Cycles: 1 = Cycle: 0.0000 | (sec) (D frin) |0 i)
: o
O Start (Da) Stop (Da) Time (sec)
@

——

®

Item Label
1 Experiment
2 Scan type
3 Scan rate: _ (Dals)
4 Polarity
» Positive
* Negative
5 MCA
6 Number of scans to sum
7 1st Precursor: _ (Da)
8 2nd Precursor: _ (Da)
9 Total Scan Time (includes pauses): _ (sec)
10 Edit Parameters
11 Center/Width
12 Parameter Range
13 No Fragmentation

User Interface Guide
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Build Acquisition Method

Item Label

14 Import List

15 Optimize Masses

16 Period Summary
* Duration: _ (min)
* Cycles: _
* Delay Time: _ (sec)
* Cycle: _(sec)

17 Start (Da)

18 Stop (Da)

19 Time (sec)

20 Scheduled lonization
+ Start Time (min)
+ Stop Time (min)

Figure 7-12 Q1 Multiple lons (Q1 MI)

Ms Advanced MS

Experment 1 @.z

Impost List

[ scheduled lonization
D fuac) S_tart Time

[0.0000 | fsec)

Stop Time

fmin) |0 (i)

Total Scan Time @

(includes pauses):

Edit Parameters... @

(sec)

Scantype: | Q1 Multiple bons (Q1 MI)
Period Summary ®
Polarty Duratian: 0.000 (mim) Delay Time:
@ (®) Pasitive G |1 = Cycle:
() Nagative yeies: ™ yee
Dwell Time
@1 Mass (Da) (msec)
! (8) (9)
N WS
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Item Label
1 Experiment
2 Scan type
3 Polarity
+ Positive
* Negative
4 Total Scan Time (includes pauses): _ (sec)
5 Edit Parameters
6 Import List
7 Period Summary
* Duration: _ (min)
* Cycles: _
* Delay Time: _ (sec)
* Cycle: _(sec)
8 Q1 Mass (Da)
9 Dwell Time (msec)
10 Scheduled lonization

» Start Time (min)
+ Stop Time (min)

User Interface Guide
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Build Acquisition Method

Figure 7-13 Precursor lon (Prec) MS tab

Ms Advanced MS
[ Center / Width -
Experiment: ~ Import List
penm L [~ Parameter Range e
Scantype.  Precursor lon (Prec) w
Seanrate: | 200 ~ (Dass) Pedod Summery [ 5cheduled lonization
Polarity Duration: fmin)  Delay Time: D B¢ Gat Time Stop Time
@ Postive Cycles: |1 S Cycle: [Emm | fsac) I imin) | imin)
) Negative yoles: = yee : : .
MCA O Start (Da) Stop (Da) Time (sec)
Number of scans to sum: _I | 1
Precursor Of: @ 30.000 {Da)
Total Scan Time PR—
(includes pauses): S (sec)
Edit Parameters...
Item Label
1 Precursor Of: _ (Da)
Figure 7-14 Neutral Loss MS Tab
MS Advanced MS
Center / Width
Experiment: |1 ~ D = oot List
1 Parameter Range
Scantype: | Meutral Loss (ML) W
Scanrate: | 200 ~ | (Da/s) Period Summary [ Scheduled lonization
Polarity ® Duration: |D_m{} l [miny) Delay Time: ‘ﬂ (sec) Start Time Stop Time
Postive = 1., = .o )
O Negative Cycles: 1 = Cycle: 00000 | (sec) (O fmin) |0 fmin)
MCA 0 Start (Da) Stop (Da) Time (sec)
Mumber of scansto sum: |1 1
loss0i: ~(1) 30000 | (pa)
Total Scan Time P
lincludes pauses): Beeee (sec)
Edit Parameters...
Item Label
1 Loss Of: _ (Da)

Analyst MD Software
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Figure 7-15 Neutral Loss Advanced MS Tab

| MS Advanced M5

Scan mode: @ [ Profile - ]

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

Intensity threshold fotal 0

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

Pause between mass 5 007

ranges: @ (ms)

Item Label
1 Scan mode
*  Profile

* Fast Profile
+ Centroid

* Peak Hopping

2 Step size: _ (Da)

3 Resolution Q1
* Low

* Unit

+ High

* Open

User Interface Guide
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Item Label
4 Resolution Q1
* Low
* Unit
* High
* Open
5 Intensity threshold (total count)
6 Settling time: _ (ms)
7 Pause between mass ranges: _ (ms)

Analyst MD Software
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Figure 7-16 Compound Tab

Period 1 Experiment 1 Parameter Table @ @

10

(=]
=
[=] (=]

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:
@ [ 5ourcesGas [] Compound @

@ OF. ] [ Eancel@ w

Item Label
1 Period 1 Experiment 1 Parameter Table
2 Compound
3 Apply the following parameters to all other experiments of the same
polarity:
4 Source/Gas
5 Compound
6 OK
7 Cancel
8 Help
User Interface Guide Analyst MD Software
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Figure 7-17 Source/Gas Tab

Period 1 Experiment 1 Parareter Table @ @

Source/Gas @mpuu nd

lon Source: Turbao Sprap @

Curtain Gas (CUR) @ m =
Colision Gas (D) (5)
lenSpray Voltage (1) @ lm =
Temperature (TEM) @ Iiuu =
lon Source Gas 1 (-:351}. T
lon SnurceGES.Z[GSE}@ liuu -

Interface Heater (ihe) .

Apply the following parameters to all other experiments of

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

@ 0k ] @Eancel ] @ Help ]

Item Label
1 Period 1 Experiment 1 Parameter Table
2 Source/Gas
3 lon Source: Turbo Spray
4 Curtain Gas (CUR)
5 Collision Gas (CAD)

e Low
* Medium
» High

Analyst MD Software
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Item Label

6 lonSpray Voltage (IS)

7 Temperature (TEM)

8 lon Source Gas 1 (GS1)

9 lon Source Gas 2 (GS2)

10 Interface Heater (ihe) (On, Off)

11 Apply the following parameters to all other experiments of the same
polarity:

12 Source/Gas

13 Compound

14 OK

15 Cancel

16 Help

Figure 7-18 Acquisition Method Editor - Isocratic Tab (Jasper LC System or Shimadzu CL

LC Series)

Acauisition method

= Acquisition Method
= Q Mass Spec 0.000 ¢
| E-& Period 0.000n
; BE «MRM
A LC System
e Equilibrate
& Injection

Wl Autosampler Column Owen  System Controller

Isacratic

i) sCiEx Dx PUMP (1)

Stop time: 10,00, min Gradient

Flow @ 0000 mL/min

3 0.0000 o o

[ Fressure @ 1 0.0000
Mlimifmum: 0.0 MPa Maximium: 10,0/ MPa 2

[ Compressibity sett "|£H'

Compressibility settings

Use pump settings

Mobile phase name

Purge order Purge time

1st: Mone A 5| min

User Interface Guide
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Item

Label

+ SCIEX DX PUMP (Jasper LC system)
+ LC-20ADXR (Shimadzu CL LC series)

Stop time: _ (min)

Flow: _ (mL/min)

Pressure limits
e Minimum: _ (MPa)

* Maximum: _ (MPa)

Gradient

+ Advanced
+ Time
* Flow

+ Simple

Compressibility settings
+ Compressibility settings

* Use pump settings

Autopurge settings
* Purge order: 1st
* Mobile phase name: None

* Purge time: _ (min)

Analyst MD Software
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Figure 7-19 Acquisition Method Editor - Autosampler Tab (Jasper LC System or Shimadzu
CL LC Series)

Eocrate; [ERREERREEEE Column Oven  Sysiem Condroller

[}
§# SCIEXDXSMPLR()

| Autosampler 13‘
~Injection settings @ E
Samplirg speed HE %
< Cogler temperature: 15| # =
T Eﬂu't and after asparation,
Ringe mogde: Dip timeds -
Item Label
1 + SCIEX DX SMPLR (Jasper LC system)
* SIL-20ACXR (Shimadzu CL LC series)
2 Autosampler
3 Injection settings
» Sampling speed: _uL/s
» Cooler temperature: _°C
4 Rinse settings
* Rinse mode
» Before and after aspiration, Dip time: Os
* Rinse mode: No rinsing; Before aspiration; After aspiration; Before
and after aspiration
* Rinse dip time: _s

Analyst MD Software

User Interface Guide
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Item Label

6 Sample rack settings
» Specify rack
+ Type

* Needle Stroke (mm)

Figure 7-20 Acquisition Method Editor - Autosampler Tab (Jasper LC System or Shimadzu
CL LC Series)

o AiACETpIET Eamm rack seitings o .
Injection settings 1| [ oy ra E‘
Sampling speed: 5| WS mieedie }é
| Cooler temperatune 15| +«¢ R #
N Sariple Rack 1.5ml 108 vials - 52 mm
r Rinse settings - -
Betare snd aler adpiration Dip [ Irgection settng @
Rings made times -

ol wiald needle stroke: 52| mm

Pretreastment s1am timing off -

Pretreatment overlap time: min

Ringing speed 35| s

Ringe volumse: 0w
Purge time 50 min
Exécute samplér purge
Item Label
1 Sample rack settings
» Specify rack
+ Sample rack: _
* Needle stroke: _mm
Analyst MD Software User Interface Guide
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Item Label

2 Injection settings

» Control vial needle stroke: _ mm

3 Acquisition cycle time optimization
* Pretreatment start timing:

« Off

* Automatic

* Manual

* Pretreatment overlap time: _ min

4 Rinse settings
* Rinsing speed: _ uL/s

* Rinse volume: _ L

5 Purge settings

* Purge time: _ min

6 Autopurge settings

» Execute sampler purge

Figure 7-21 Acquisition Method Editor - Autosampler Tab (Jasper LC System or Shimadzu
CL LC Series)

Column Oven  System Controller

| i
E
Item Label
1 Time
2 Command

User Interface Guide Analyst MD Software
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Item Label
3 Value
4 Comment
5 Time Program

Figure 7-22 Acquisition Method Editor - Column Oven Tab (Jasper LC System or
Shimadzu CL LC Series)

Isocratic Autosampler EeiBubRetly

ﬂ SCIEX DX OVEN

System Controlier

Column Oven

«| Calumn Owen @ &g _
Crven temperature: @ 40 ¢ + Wait for temperature equilibration before run E
|®'e-nperatue irrvit (Mo v | 160 ¢ 3 g
2 @ F:cu?::l"pc.—s:tlz-n' l- AUTOD — ud
— - Fr— Heat compensation flow: mLfrmin
Ready chack: On
Item Label
1 + SCIEX DX OVEN (Jasper LC system)
* CTO-20AC (Shimadzu CL LC series)
2 Column Oven
3 Oven temperature: _ °C
4 Temperature limit (Maximum): _ °C
5 Valve
« Valve L: None; None
* Valve R: None; None
6 Ready check: On
7 Advanced
+ Wait for temperature equilibration before run

User Interface Guide
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Item Label

8 Heat compensation (only applicable to Jasper LC system)
* Heat compensation:

* Auto
« Manual

* Heat compensation: _ mL/min

9 Time Program

Figure 7-23 Acquisition Method Editor - System Controller Tab (Jasper LC System or
Shimadzu CL LC Series)

Isocratic Autosampler ColumnOven SRR

]
sagn SCIEX DX CNTRL(2)

Extute autopurge before analysis @ oe —3 .
- @ - + - E
Power on At frme —] min %
socraticl Aow: 00000 mL'min H
Event 1
Event 2 - Extcite SREF SRCDUTDE
Event 3 Turn oven(s) on after auiopurge
Frens Turn pumpis) on after autopurge
Item Label
1 System Controller
2 - SCIEX DX CNTRL (Jasper LC system)
+ CBM-20A (Shimadzu CL LC series)
3 Execute autopurge before analysis
User Interface Guide Analyst MD Software

IVD-IDV-05-0536-C 127/185



Build Acquisition Method

Item Label

4 External output settings

* Poweron
+ Event1
* Event2
+ Event3
* Event4

5 Autopurge settings
« Warm up
* Wait time: _ min
» Isocratic1 flow: _ mL/min

» Execute after autopurge

* Turn oven(s) on after autopurge

* Turn pump(s) on after autopurge

6 Time Program

Figure 7-24 Acquisition Method Editor - Equilibrate Selected (Jasper LC System)

Purmp @

Step 0 [Equilibration] time [min] | 000

Acquizition method

=@ Acquisition Method
El-ﬁ' Mass Spec 0.000 ¢
. E-é Period 0.000n
L E% L MRM

Eli LC Systermn

Item Label

1 Pump
+ Step 0 (Equilibration) time (min)

Analyst MD Software User Interface Guide
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Figure 7-25 Acquisition Method Editor - Injection Selected (Jasper LC System)

Acquigition method
Autozampler

=@ Acquisition Method
El=ﬁI Mass Spec 0.000 ¢ Injection Yolume [ul] @ |-|.|:||:|
. E-é Period 0.000 n

ﬁ +MRM

Ell LC System

Item Label

1 Autosampler

* Injection Volume (pl)

Figure 7-26 Agilent Autosampler Properties Tab

Agilent Autosampler Properties | Advanced Properties |

Inject Details @ Wash Details

Syringe Size {); @ 100 [ Enabled

Injection Valume [|.i}:® 50 Wash Location: |yyash vial
Draw Speed [ﬂfmin}:@ 200.0 Wash Time (1 - 339 sec): |4
Eiect Speed [|.i£'min}:® 000 Wash Cycles {1-5): 1
Needle Level {mm): @ 0.0 Wash Vial Number: 1
Temperature Coniro Wash Rack Mumber: 1

[ Enabled @

Setpoint (4 - 40 C): 2

Item Label
1 Inject Details
2 Syringe Size (pl)
3 Injection Volume (ul)

User Interface Guide Analyst MD Software
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Item Label

4 Draw Speed (ul/min)

Eject Speed (ul/min)

5
6 Needle Level (mm)
7 Temperature Control

* Enabled
» Setpoint (4 - 40 C)

8 Wash Details

* Enabled

» Wash Location (Wash Vial, Flush Port)
* Wash Time (1 - 999 sec)

* Wash Cycles (1 - 5)

* Wash Vial Number

+ Wash Rack Number

Figure 7-27 LC Pump Gradient Tab

LC Pump Gradient | Limits | Limits {Advanced) | Micro Mode
Total Time | Flow Rate | op . TE#2 TE #3 TE #4 i
{mimn) {plimin) [
0 0.00 0 B
1 O+
2
3
4
5 w
| O @ ©
Add Step ] [ Remove Step ] [Shuw Graph == ]
Item Label
1 Total Time (min)
2 Flow Rate (uL/min)
3 Add Step
Analyst MD Software User Interface Guide
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Item Label
4 Remove Step
5 Show Graph

Figure 7-28 Limits Tab

Parameters @

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

Minimum Pressure (psi): @ 0.0
Maxdmum Pressure (psi): an2o
Compressibility: @ 100.0
Dead Volume (u): (5) 400
Stroke Volume (): @ 10

@I"-"Ia:-:imum Pressure Ramp (psi/sec): 100.0
Madmum Flow Ramp {ml/min: . 250.0

Item

Label

Parameters

Minimum Pressure (psi)

Maximum Pressure (psi)

Compressibility

Dead Volume (ul)

Stroke Volume (pl)

Maximum Pressure Ramp (psi/sec)

O|IN|OoOO|lO | BN

Maximum Flow Ramp (ml/min2)

User Interface Guide
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Figure 7-29 Limits (Advanced) Tab

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

Parameters @

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

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

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

Left Salvert:
Right Solvent: @

Item Label

1 Parameters

Left Compressibility

Right Compressibility

Left Dead Volume (ul)

Right Dead Volume (ul)

Left Stroke Volume (ul)

Right Stroke Volume (pl)

Left Solvent

Ol | NP~ W|IDN

Right Solvent

Analyst MD Software
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Figure 7-30 Micro Mode

LC Pump Gradiert I Limits | Limits {ﬁdvanced” Micro Mode |
Capillary Pump Mode: Micra
Parameters
Primary Flow Rate {ul/min): R00.0
Flow Sensor Calibration Table Index: 0
Item Label
1 Capillary Pump Mode (Micro, Normal)

Parameters

» Primary Flow Rate (ul/min)

* Flow Sensor Calibration Table Index

User Interface Guide
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Build Quantitation Method 8

Figure 8-1 Select Sample
Select Sample x|

Please select the reprezentative sample to uge.

@ Drata Files @ Samplesz

S ample0]
S ample001
S ample0o]
Sample0ol
S ample001

K — i

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

Item Label
1 Please select the representative sample to use.
2 Data Files
3 Samples
4 Verify Checksum
5 OK
6 Cancel
Analyst MD Software User Interface Guide
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Figure 8-2 Components Tab

Components | Integration | Calibration |

@ Data Source: [F‘en‘nd 1/ Bept. 1

Intemal Standards

@ [] Sum Muttiple lons

@ Name a1/ Q3 A
1
2
3
4 - |
Analytes
@ Hame Internal Standard al /a3 —
1 210200/ 164.188
2 271.300/91.145
3 509.400/ 195.038
4 535.400/221.185
5
g
Fi
8 ~|
Item Label
1 Data Source
* Period #/Expt.#
2 Sum Multiple lons
3 Internal Standards
« Name
« Q1/Q3
4 Analytes
« Name
e Internal Standard
« Q1/Q3

User Interface Guide
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Figure 8-3 Integration Tab

| Componerts | Integration | Calibration |

O ste: (et ) Wm Bl

L] ]

@Cur\cmmm Units:  ng/ml Calc. Conc. Units:  ng/mL @ Bxg. Start: N2

e

®

Min Peak Height: 0.000 eps T RT Window 30000 e @smu.;.:hing Width:

Blg. End: |N/A @
1] + | poinks

* Min Peak Width _ sec

Min Peak Width: 0 poo ec  Ewected RT: 154 min Jse Relative RT
fufomatic - IGA I @ Noise Pescent: 50 % Base Sub Window:  1.000 min
@) Specify Parameters - MQ I @ Pesk-Spliting Factor; [ﬁ | | Beport Largest Peak @
Item Label
1 Analyte
2 Apply
3 Concentration Units
4 Calc. Conc. Units
5 Bkg. Start
6 Bkg. End
7 * Min Peak Height _ cps

8  RT Window _ sec
* Expected RT _min

9 Smoothing Width: _ points
10 Use Relative RT
11 * Automatic - IQA I

+ Specify Parameters - MQ I

12 Noise Percent

13 Peak-Splitting Factor

14 Base Sub Window: _ min
15 Report Largest Peak

Analyst MD Software
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Figure 8-4 Calibration Tab

L@anents | Irrte.-gmtiun| Calibration |

Apply to all analytes @ rescinnamine
Fit:
[Unear '] @

Weighting:

[Hune @ v] fterate @
Regression Parameter

@ Are
Hei:ht @

Item Label
1 Apply to all analyte
2 Analyte
3 Fit
* Linear

* Linear Through Zero

* Quadratic

* Mean Response Factor
* Power

 None

4 Weighting
* None

« 1/x
 1/(x*x)
o 1y

< My™y)
* Inx

e Iny

User Interface Guide
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Item Label
5 lterate
6 Regression Parameter

« Area
* Height

Analyst MD Software
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Quantitation Wizard 0

Figure 9-1 Create Quantitation Set - Select Samples

Create Quantitation Set - Select Samples x|
Select the data file and the desired sample(s) to add to the new quantitation sat. ®h'rleglalnnn Mgorthm: InteliCuan
Hvalsble Data Fles: @ Avalsble Samples: @ _ Selected Samples: @

el | | K |

mmnes'® Add Al |® [ Remove A

Item Label

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

Integration Algorithm

Available Data Files

Available Samples

Selected Samples
Add All Files
Add All

Remove All
Back

Ol Nl RN

User Interface Guide Analyst MD Software
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Quantitation Wizard

Item Label
10 Next
11 Finish
12 Cancel
13 Help

Figure 9-2 Create Quantitation Set - Select Settings & Query

Create Quantitation Set - Select Settings & Query | ]

Lem select the settings for the new nesuits table and the defaull query (if any). @Hegratm Algorithm; InteliCuan

Settings to Use: [Deial.# ']®

@Dﬂmt Cluery
2 None @
Select BEdsting:
@Q‘JE!}" [A:u:a.racy 15% ': | Execute Chuery 2= Standand Ql.ler].r@

Creste New Standard Guery

(8) Meme

Item Label

1 Please select the settings for the new results table and the default query (if
any).
2 Integration Algorithm
3 Settings to Use
4 Default Query
5 None
Analyst MD Software User Interface Guide
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Item Label

6 Select Existing
* Query

7 Execute Query as Standard Query

8 Create New Standard Query
* Name

9 Back

10 Next

11 Finish

12 Cancel

13 Help

Figure 9-3 Create Quantitation Set - Select Method

-

©0)

Create Quantitation Set - Select Method ||

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

@ @) Choose Edsting Method

Method: | PK Data_Mocgmf -
@ Create New Mathod
Method MName:
@ Create “Automatic™ Method o tabulate area for each available ion
o) 2 ) ) i) ot

User Interface Guide
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Quantitation Wizard

Item

Label

Specify which method will be used for this quantitation set, or create a new
method now.

Integration Algorithm

Choose Existing Method
* Method

Create New Method
 Method Name

Create “Automatic” Method (to tabulate area for each available ion)

Back

Next

Finish

Ol | N|O®]| O

Cancel

—_
o

Help

Analyst MD Software
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Figure 9-4 Create Quantitation Method - Select Representative Sample

Create Quantitation Method - Select Reprezentative Sample i
Select the sample to usa for building the guantitation method, @ Integration Algorthm: InteliCuan
G) @D
Sample Name Sampile Type| rescnnaming] minoxidol Co Mege =
Ly ) Ciandard i.0 Ji] 2 0 2 00
2 Triple Quadlio:_bat | STD 1 Standard 1.000000 2.000000 2.000000 200/ E
3 Tripke QuadMb_bat | STD 2 Standard 1.000000 4000000 4 000000 4.00
4 | Triple Quadwiic_tat | STD 2 Standard | 1,000000 | 4.000000 |4.000000 | 4.00
E Triple Quadli:_bat | STD 3 Siandard 1.000000 2.000000 2000000 a.00
] Triple Quadix:_bat | STD 3 Standard 1.000000 E.000000 B.000000 8.00
T Triphe QuadMi_bat | STD 4 Standard 1.000000 16.000000 16.000000 16.0
3 Triple Quadiic_bat | 5TD 4 Standard 1.000000 16, 000000 16000000 16.0
9 Triple Quadli:_bat | STD 5 Standard 1.000000 32000000 32000000 320
10 Triple Quadlix:_bat | STD 5 Standard 1.000000 32.000000 32 000000 320
11 Triphe QuadMb_bat | STD & Standard 1.000000 G4,000000 64.000000 64.0
12 Triple Quadlix_bat | STD & Standard 1.000000 &4 000000 64 000000 64.0
13 Trioke QuadWii bat | STD 7 Standard 1.000000 122.000000 | 128 000000 128 ™
4 I 3
<Back || MNedt> Finish | Cancel | Help
Item Label
1 Select the sample to use for building the quantitation method
2 Integration Algorithm
3 Filename
4 Sample Name
5 Sample Type
6 Back
7 Next
8 Finish
9 Cancel
10 Help

User Interface Guide
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Quantitation Wizard

Figure 9-5 Create Quantitation Method - Define Peaks For MassSpec

Create Quantitation Method - Define Peaks For Mass5pec

(DPIeage adjust the paak names and mazses as necessary for perod 1, experiment 1,

@ Integration Algorithm: InteliCusn

experiment 1.

| Sum Muttiple Iu:u'lg®I @Mﬂ Smoothing Width: [D T] points.
Intemal Standards (5 )
Hame Qi/a3 -
=
2 -
4 nr 3
Anahytes @
Hame Internal Standard 01 /43 -
1 210.200 / 164.188 =
2 _2'."1 300 /91.148
3 _BIZIEI.d-IZII:I 1195.038
4 635.400 / 221.185
5 -
] mn 3
[ <Back \—M, frisn ][ Concel | [ Heb ]
Item Label
1 Please adjust the peak names and masses as necessary for period 1,

Integration Algorithm

Sum Multiple lons

Default Smoothing Width: _ points

Al B W|IDN

Internal Standards

« Name
« Q1/Q3

Analytes

* Name
* Internal Standard
« Q1/Q3

Analyst MD Software
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Quantitation Wizard

Item Label
7 Back
8 Next
9 Finish
10 Cancel
1" Help

Figure 9-6 Create Quantitation Method - Define Integration

Create Quantitation Method - Define Integration

©

¥ the desied peak was not found aulomatically, you should select both a
background range and the peak of interest by making a salection in the graph and
clicking the comesponding button.

30.0] sec

i]ﬂl ﬁl Ret. Time: 2 277 min
- rescnnaming @

RT Window:

®

[+
[=1
I

e

2

31.0e4 +

Irilensity, €ps @
(L]
[=]
L

2084 4

1094 4

Advanced |(5)

=

@ Integration Algorthen; InteliCuzn

2.28

% Back

0s @ 1.0 1.5 20
Tirme, rmin

25

(0
m@ Z_Fn.m_,' '._c;@gﬁ_j '.@WL

Item Label

1 If the desired peak was not found automatically, you should select both a
background range and the peak of interest by making a selection in the
graph and clicking the corresponding button.

Integration Algorithm

Ret. Time: _min

RT Window: _sec

Al | W|IDN

Advanced

User Interface Guide
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Quantitation Wizard

Item Label
6 Intensity, cps
7 Time, min
8 Back
9 Next
10 Finish
11 Cancel
12 Help

Figure 9-7 Advanced Dialog (Intelliquan algorithm selected)

Advanced

=)

@

O,
O,

Filtering Parameters

Peak-Finding Parameters @
@ Automatic - 1G4 11
(7 Specity Parameters - MO 1] @

@ Feport Largest Peak

Minirum Peak Height:

Minimum Peak Wwidth:
Other Parameters @

(12) Smocthing width:
@ Concentration Lnits:

50,00

1.00

2

0.00} cpi.
0.00 SECE.

points.

nigdml

@ IJze Relative Retention Time

k. ]@Eancel ]@Help

Analyst MD Software
146/185

User Interface Guide
IVD-IDV-05-0536-C



Quantitation Wizard

Item Label
1 Peak-Finding Parameters
2 Automatic - IQA
3 Specify Parameters - MQ llI
4 Noise Percentage
5 Baseline Subtraction Window: _ mins
6 Peak-Spilliting Factor
7 Report Largest Peak
8 Filtering Parameters
9 Minimum Peak Height: _ cps
10 Minimum Peak Width: _ secs
11 Other Parameters
12 Smoothing Width: _ points
13 Concentration Units: ng/mL
14 Calc. Concentration Units
15 Use Relative Retention Time
16 OK
17 Cancel
18 Help

User Interface Guide
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Quantitation Wizard

Figure 9-8 Advanced Dialog (Classic algorithm selected)

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

@ Mumber of Smooths:

|1ze Relative Retention Time @

@ Concentration Units:  hgdml

Cancel ] [ Help |

®
W[

L™ A

Item Label

1 Bunching Factor

Noise Threshold: _ cps

Area Threshold: _ cps

Number of Smooths

Use Relative Retention Time

Concentration Units: ng/mL

Calculated Concentration Units

OK

Ol | NN

Cancel

—_
o

Help

Analyst MD Software
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Quantitation Wizard

Figure 9-9 Create Quantitation Method - Specify Calibration

Create Quantitation Method - Specify Calibration

Pleass select your desired calibration options:

Fit:

lL’naa' @ r]

Wesghtling:

| MNone @ - | terate @

Regression Parameter

@ Area
I-lu_di

@ Integration Algorthim: nteliCuan

O I O E— D

[ Foan |

» Quadratic

« Power

« None

Item Label
1 Please select your desired calibration options
2 Integration Algorithm
3 Fit
* Linear

* Linear Through Zero

* Mean Response Factor
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Quantitation Wizard

Item Label

4 Weighting
* None
« 1/x
o 1/(x*Xx)
 ly
< Uy*y)
* Inx
* Iny

5 Iterate

6 Regression Parameter
* Area
* Height

7 Back

8 Next

9 Finish

10 Cancel

1" Help

Analyst MD Software
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Build Acquisition Batch 10

Figure 10-1 Sample Tab

Select Method for Sample: Set @

Dua'rlﬂa‘lm@
- )] |l 7] (Guckcumn]
@I AddSet | ~Y—— Acquistion @
=T ® e O .

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

Item Label
1 Select Method for Sample Set
Set
Add Set
Add Samples

Remove Set

Del Samples

Quantitation
Quick Quant

Oloo| Nl B~ WIDN

Acquisition

* Use as Template

* Use Multiple Methods
Method Editor
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Build Acquisition Batch

Item

Label

10

+ Sample Name
* Rack Code

* Rack Position
+ Plate Code

+ Plate Position
+ Vial Position

+ Data File

* Inj. Volume (pl)

Figure 10-2 Sample Tab Right-Click Menu

Sample | Locations | Quantitation | Submit |

Select Method for Sample Set

Set:

Remove Set

Add Samples

Del Samples

Sample Name | Rack Code | F

@ Open...

Import From
Save As Batch

Save As a Template...

Hide/Show Column...

Save Column Settings...

Add Custom Column

Delete Custom Colurmn

Fill Down

Autolncrement

Delete Samples
Other...

Select Autosampler

ation

"] [O.uick Quant ]

v | [Method Edior|

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

Item Label

1 * Open

* Import From

+ Save As Batch

+ Save As a Template

* Hide/Show Column

+ Save Column Settings
* Add Custom Column

» Delete Custom Column
* Fill Down

* Autolncrement

* Delete Samples

+ Other

+ Select Autosampler

Figure 10-3 Add Sample Dialog

Add Sample

Sample name @

Frefis:

Sample number;
Mumber of digits: 3

Datafie (2)

Prefis: Data Set name:
&uto Increment: [

Sub Falder:

Mew zamples @

Mumnber: 1

(®)

o e

Help

)

User Interface Guide
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Build Acquisition Batch

Item Label
1 Sample name
e Prefix

»  Sample number

*  Number of Digits

2 Data file
*  Prefix
e Set name

¢ Auto Increment

e Sub Folder
 Browse

3 New samples
« Number

4 OK

5 Cancel

6 Help

Figure 10-4 Locations Tab

Locations | Quantitation | Submit

@Aumafﬂp'ﬁi | Agilent 1290 G42264, ~ | (’55 [ -
i

No Rack No Rack

® ®

Item Label
1 Autosampler
2 Set
Analyst MD Software User Interface Guide
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Build Acquisition Batch

Item

Label

No Rack

Figure 10-5 Quantitation Tab

| Sample I Locations | Quartitation |Subm'rt|

©,

st (7
[5|:—|'1 v] Quart Method:  none
_@ Sample Hame | Quant Type | Dilution Factor | Weight'Volume | Set Name
1 Sampledo Unknown 1.000000 0.00000000 SET
Item Label
1 Set
2 Quant Method

3 » Sample Name

* Quant Type

* Dilution Factor
*  Weight/Volume

+ Set Name

Figure 10-6 Submit Tab

Somple | Locations | Guanttation | Submt
Eatch Cramer name

I ®

Submit Seatus

Please selact scquistion method for sach set and for each sample | sot uses muliple methods!
Acquisition method anone> for set <SET 13 does not exist| Methods do not use cument autosampler 410
Acouired samoles vall be aooended o the esting DataFleisk DataSET1

[4:; Sampie ame | Rack Position | Plate Position | Vial Position | Acquisktion Method | Guantitation| DataFile | Set Name | Submit Staius
1 Sampiedil 1 1 i ] one | none DataSETY SETT ] it
Item Label
1 Batch Owner name
2 Submit
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Build Acquisition Batch

Item Label
3 Submit Status
4 + Sample Name

Rack Position
Plate Position

Vial Position
Acquisition Method
Quantitation

Data File

Set Name

Submit Status

Analyst MD Software
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Explore 11

Figure 11-1 Select Sample

Flease select a data file and a corresponding sample: @

(2) DataFiles

=] DataSET1 wiff

Samplel02
Sample03
Samplelld
Sample005
Sample00s

[ Ermﬂme.@I [‘v’erif}@ﬁnedﬁum ]

Item Label
1 Please select a data file and a corresponding sample:
2 Data Files
3 Samples
4 Browse
5 Verify Checksum
6 OK
7 Cancel
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Explore

Figure 11-2 Explore Menu

Explore Window 5cript Help

Extract lons @ 4
3

Extract Wavelengths
Duplicate Data ’

Background subtract ’

Ap- Smooth... Ctrl+K
A% Gaussian Smooth...
17 Baseline Subtract..
= Threshold
|l Moise Filter...
Periodic Moise Filter
i Add
Ak Subtract
B0 Overlay

il Show Spectrum
H° Show Base Peak Chromatogram...
[{] Show File Information Ctrl+|

1M e g
ho

3 WALl Lata

AUX =
Show | i

B Show UV D
AL Show DAD TWC
DAD

DAD ¢

show DAL Spectrum
Show List Data Chrl+L
£# Show Histary
4= Show Previous Sample  Ctrl+Left Arrow
= Show MNext Sample Ctrl+Right Arrow
¥ Go To Sample...

—+# Show Fragment Interpretation Tool
Show Contour Plot

Show Scratch Pane

& Sum Owerlays

"}2 Add Arrows

X, Remove All Arrows
o} Home Graph

M Offset..,

e Force Peak Labels

3 Cycle Overlays

22 Remove Mon Active Overlays
B= Link

X Remove Link

Expand L4
Mormalize ’
JE, Set Selection..,

+ Set Threshold...

- Flle

Vidke SUDEET

Library Search L4
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Explore

Item

Label

Show

Extract lons

Extract Wavelengths
Duplicate Data
Background Subtract
Centroid

Smooth

Gaussian Smooth
Baseline Subtract
Threshold

Noise Filter

Add

Subtract

Overlay

Sum Overlays

Add Arrows
Remove All Arrows
Home Graph

Offset

Force Peak Labels

Cycle Overlays

Remove Non Active Overlays

Link
Remove Link

Expand
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Explore

Item

Label

Normalize
Set Selection
Set Threshold

Library Search

Show TIC

Show Spectrum

Show Base Peak Chromatogram
Show File Information

Show ADC Data

Show Auxiliary Traces

Show UV Detector Data

Show DAD TWC

Show DAD Spectrum

Show List Data

Show History

Show Previous Sample

Show Next Sample

Go To Sample

Show Fragment Interpretation Tool
Show Contour Plot

Show Scratch Pane

Analyst MD Software
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Explore

Figure 11-3 Data List and Peak List Table

Data List  Peak Lt

L +E P (300 200 50 MCA feane from Sample 1 (EFI 1000 amai, FillsS0ma, O1 usil) of Redeipine st (Tubs Spray) Ml 3067 o
3067 - 52
2547 1
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2007 4
@
@
o
'E 1.5a7T 4
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B
=

1.0aT 4

LU h
5 Dl
192
502 773
L-.-L 4802 513 5331.0934 TE e emis
180 180 300 0 240 200 280 J00 20 A0 J0 R0 S00 A0 490 <S80 480 500 S0 540 SN0 SO 00D 420 OaD
.-ﬁ-"l [E09.20) 50 MCA scans hom Sample 1 [EF1 1000 smu/s. Fill=50ms. B1 unit) of Reseipine. wilf [Turbo 5 proy)

mz {amu) | Intensity (cps) | Centroid mass (amu) | Peak area (counts) | Charges | Peak start (ame) | Peak end (amu) |

o | et o o | | =

1512000 |1.833365
152.100(3) | 2500085 L&)
1533600 |16GETed
1541400 |1.000085
154 9200 .3333391
1552200 |5.0000e4
1561900 |1.000085
15T 0800 -5 aoohed
1576800 |3.3333ed
10 [1581000 |26EETeS
11 1585200 _-E.EEEfEI
12 |1saia00 | 1z000e6
13 |1601400 |2.500085
14 1611600 -3.3'53'3E5

1 1RFAANN |4 1RRTeR [1a7 1718 JENTEETT [ [1R1 aann
4i I

1511271
[152 1105
[153 3484
[154 1400
[154 9200
[155 2308
1561831
(157 1147
[157 524
158 1458
(158 5331
|159 1663
[150.1924
[161 1998

5333365
Q) 1.0167k6
& a000es
2000085
3,3333e4
11BETES
1333335
21BETES
1373364
'9.000085
E.EEETEA
£ TEO0eE
1393336
11.3333e6

O]

[Una(Tned

Undefined

1
| Undefined
[1
I0
[1
[1
[Undefingd
:umannaa
i

1
1
i

150 95800
[151 8600
[1531800
[153 9600
[154 8600
[154 8800
1556400
156 2400
[157 6200
157 8000
[158_4500
[ 158 800
1508600
[160_8800

@

151.3200
[1525200 (3)
[183.4200
[154.2600
154 8800
|155 4000
[156.4200
157 4400
157.6000
[158.4600
[158.7000
159, 4800
[160,6200
[ 161 4600
1 &% 4 P

Item Label (Translated)
1 Data List
2 Peak List
3 m/z (amu)
4 Intensity (cps)
5 Centroid mass (amu)
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Item Label (Translated)
6 Peak area (counts)
7 Charges (Undefined)
8 Peak start (amu)
9 Peak end (amu)
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Peak Review 12

Figure 12-1 Results Table Columns

v = “ o

e S~ — -

— = T— " 5 q [} fm [13) f Y
% = g = 2 = Anabyin i § - Calinlatod

Sampls | Sample | Sample Analyte Paal | Anakyle Paak Erarsdaid IS Paak Adva | 15 Poak Halght  Use Rz

Hama i Typs File Mame: | 5 oa feounts] | Hasight fepa) Lo I‘w'":l_'ul" Chsary Uaten|  [eounh) el Heceed | Modiied |~ Ing-" .:::'“ Accurscy (%) Tima

0 EF7) 151 [
= o 453 153 0 DRl
e 2Ta 1 0 el

=0 e | Tophy Cradil | 4 T8+ (0l & B0 L) [ & (005 [
2 =T SHardard Tople Croadidi| 4 15 =000 & DO =00 Ea s HeA, & Crde s O L]
] ST0 SAneld | Tophy Cruaed i | 4. S e 000 B T 02 M T B (e 4005 B

Item Label

1 Sample Name

Sample ID

Sample Type

File Name

Analyte Peak Area (counts)

Analyte Peak Heights (cps)

Analyte Concentration (ng/mL)

Standard Query Status

Ol NN

IS Peak Area (counts)
IS Peak Height (cps)

—_
o

Use Record
Record Modified

—
—

-
N

—_
w

Calculated Concentration (ng/mL)

—
o

Accuracy (%)

Time

—_
()]

—_
»

* Full Layout

* Query: None

« Idle

+ Sort: Unsorted
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Peak Review

Figure 12-2 Results Table Columns: Sample

Rezults Table Columns

Q)

Sample

Q]
Oa==1y

Title @

Shown

Significant
Figures

Scientific
Notation

Precision

LY

Sample Mame

)

(8)

&)

Sample ID

Sample Type

Sample Comment

Set Mumber —

Acquisition Method \19)

Acqguisition Date

Rack Type

Rack Position

Vial Paosition

Plate Type

Plate Position

File Mame

Dilution Factor

Weight To Volume Ratio

SIS

OO

Sample Annotation

OoooEoooODooOoooeE = e

Disposition
Item Label
1 Sample
2 OK
3 Cancel
4 Help
5 Title
6 Shown
7 Significant Figures
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Peak Review

Item Label
8 Scientific Notation
9 Precision
10 Sample Name

Sample ID

Sample Type

Sample Comment

Set Number

Acquisition Method

Acquisition Date

Rack Type

Rack Position

Vial Position

Plate Type

Plate Position

File Name

Dilution Factor

Weight To Volume Ratio

Sample Annotation

Disposition

User Interface Guide
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Peak Review

Figure 12-3 Results Table Columns: Analyte

Rezults Table Columns

Analyte @ - ]

©

Cancel

olN

sl
Omran
o=

s @ Shown| Si@nificant| Scientific| o, .. | *
FIE_I.‘I\TEE HDE-E'D"
Analyte Peak Name [ \JJ \8) :g
Analyte Units [l
Analyte Peak Area . 3
Analyte Peak Height  (10) 3 =
Analyte Concentration [l 3
Analyte Retention Time [ [ 3
Analyte Expected RT [} [l 3
Analyte BT Window [l [ 3
Analyte Centroid Location [ [ 3 -
Analyte Start Scan [l
Analyte Start Time [ [ 3
Analyte Stop Scan [l
Analyte Stop Time [l [l 3
Analyte Integration Type [
Analyte Signal To MNoise [} 3
Analyte Peak Width [l [ 3
Standard Query Status i

-

Item Label

1 Analyte

OK

Cancel

Help

Title

Shown

N|OoO|lOoa| B~ WIDN

Significant Figures
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Peak Review

Item Label
8 Scientific Notation
9 Precision
10 Analyte Peak Name

Analyte Units

Analyte Peak Area

Analyte Peak Height

Analyte Concentration

Analyte Retention Time

Analyte Expected RT

Analyte RT Window

Analyte Centroid Location

Analyte Start Scan

Analyte Start Time

Analyte Stop Scan

Analyte Stop Time

Analyte Integration Type

Analyte Signal to Noise

Analyte Peak Width

Standard Query Status

User Interface Guide
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Peak Review

Figure 12-4 Results Table Columns: Analyte

Rezults Table Columns

Omam

e
Analyte lkl) "] @
E: ! Help
© ,
Title @ Shown Slgi';':i:j;m mg::g:f Precision
P o Pt

Analyte Integration Type [} \JJ U}) \9)
Analyte Signal To Noise [l 3

Analyte Peak Width [ [ 3

Standard Query Status

Analyte Mass Ranges [l

Analyte Channel @ [

Area Ratio [ 3 B
Height Ratio & 3

Analyte Annotation [

Analyte Wavelength Ranges [l

Analyte Peak Area for DAD [ 3

Analyte Peak Height for DAD [l 3 =
Analyte Peak Width at 50% Heig [l 3

Analyte Slope of Baseline [ 3

Analyte Processing Alg. [}

Analyte Peak Asymmetry [l [ 3

Analyte Integration Quality [ [ 3 .

Item Label

1 Analyte

OK

Cancel

Help

Title

Shown

N|OoO|lOoa| B~ WIDN

Significant Figures
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Peak Review

Item Label
8 Scientific Notation
9 Precision
10 Analyte Integration Type

Analyte Signal to Noise

Analyte Peak Width

Standard Query Status

Analyte Mass Ranges

Analyte Channel

Area Ratio

Height Ratio

Analyte Annotation

Analyte Wavelength Ranges

Analyte Peak Area for DAD

Analyte Peak Height for DAD

Analyte Peak Width at 50% Height

Analyte Slope of Baseline

Analyte Processing Alg.

Analyte Peak Asymmetry

Analyte Integration Quality
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Peak Review

Figure 12-5 Results Table Columns: Internal Standard

Rezults Table Columns

|nternal Standard

O

©

Q ]
: b Cancel
: b Help

-

m

IS Mass Ranges

Title @ Shown Slgi';':i:j;m mg::g:f Precision
IS Peak Name ] @ @ 2)
IS Units [l
IS Peak Area 3
IS Peak Height (10) 3
IS Concentration [ £l 3
IS Retention Time ] [ 3
IS Expected RT W [ 3
IS RT Window [ [ 3
IS Centroid Location [ [ 3
IS Start Scan [l
IS Start Time & [ 3
IS Stop Scan [l
IS Stop Time [l [l 3
IS Integration Type [
IS Signal To Noise & 3
IS Peak Width = (I
[l

Item

Label

Internal Standard

OK

Cancel

Help

Title

Shown

N|OoO|lOoa| B~ W]IDN

Significant Figures

Analyst MD Software
170/185

User Interface Guide
IVD-IDV-05-0536-C



Peak Review

Item Label
8 Scientific Notation
9 Precision
10 IS Peak Name
IS Units
IS Peak Area

IS Peak Height

IS Concentration

IS Retention Time

IS Expected RT

IS RT Window

IS Centroid Location

IS Start Scan

IS Start Time

IS Stop Scan

IS Stop Time

IS Integration Type

IS Signal to Noise

IS Peak Width

IS Mass Ranges
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Peak Review

Figure 12-6 Results Table Columns: Internal Standard

-

[ Results Table Columns @
Q OF.
Intermal Standard @ L ] (m
Help
® e
. @ Significant| Scientific e
Title Shown Figures | Notation Precision
Y L —
IS Start Scan [ \7J \&) @
IS Start Time [ [ 3
IS Stop Scan [
IS Stop Time @ [l [l 3
IS Integration Type [l i
IS Signal To Noise [ 3
IS Peak Width [ [ 3
IS Mass Ranges [l
IS Channel [
IS Wavelength Ranges [l
IS Peak Area for DAD [l 3 E
IS Peak Height for DAD [l 3
IS Peak Width at 50% Height [ 3
IS Slope of Baseline [ 3
IS Processing Alg. [}
IS Peak Asymmetry [l [ 3
IS Integration Quality [ [ 3 m
Item Label
1 Internal Standard
2 OK
3 Cancel
4 Help
5 Title
6 Shown
7 Significant Figures
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Peak Review

Item Label
8 Scientific Notation
9 Precision
10 IS Start Scan
IS Start Time
IS Stop Scan
IS Stop Time

IS Integration Type

IS Signal to Noise

IS Peak Width

IS Mass Ranges

IS Channel

IS Wavelength Ranges

IS Peak Area for DAD

IS Peak Height for DAD

IS Peak Width at 50% Height

IS Slope of Baseline

IS Processing Alg.

IS Peak Asymmetry

IS Integration Quality
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Peak Review

Figure 12-7 Results Table Columns: Record

Rezults Table Columns

Record @ v]

®

() b

Cancel

(=Sl
O
oFN

Title @ Shown Sig_nificant ScienFiﬁc Precision
Figures H{:nELtmn

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

Item Label

1 Record

OK

Cancel

Help

Title

Shown

Significant Figures

Scientific Notation

Ol | Nl B~ |W|IDN

Precision

—_
o

Use Record

Record Modified

Calculated Concentration

Relative Retention Time

Accuracy

Response Factor
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Peak Review

Item Label

Calculated Concentration for DAD

Figure 12-8 Results Table Columns: Custom

Results Table Columns | mESm|
@ & ]
Clistom ® v (3) cancal |
~ ©®
Title & Shown Sié]_nificant ScienFiﬁc Precision
igures | Notation
Time @ @ @ @
Item Label
1 Custom
2 OK
3 Cancel
4 Help
5 Title
6 Shown
7 Significant Figures
8 Scientific Notation
9 Precision
10 Time
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Peak Review

Figure 12-9 Peak Review Options

-

Peak Review Options

Appearance @

Automatic Zooming @

Murm. rows: |2 - | Zoom T axis o
100,00 4
Mum. columns: |2 vl of largest peak

10000 % of largest peak for all samples
| Shiow zample tpe in title

@ oS00 times the bazeline height
|ntermal Standard Review @ 1.00e5 Y awiz Lnits
Dran't resnew internal standards 1.00e5 ' awiz unitz or largest peak

Review before all analptes
[Surnnary Layout only]

£oom time axis ho view peak

@ Review with each analyte Faom window: 200 T

M arual Integration [Percent Rulg] @

0

Y Ced

Item Label
1 Appearance
*  Num. rows
*  Num. columns
» Show sample type in title
2 Internal Standard Review

< Don't review internal standards
* Review before all analytes (Summary Layout only)

* Review with each analyte
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Peak Review

Item Label

3 Automatic Zooming
* Zoom Y axis to

* _ % of largest peak

* _ % of largest peak for all samples
+ _ times the baseline height

* Y axis units

e Y axis units or largest peak

» Zoom time axis to view peak

* Zoom window: _ min

4 Manual Integration (Percent Rule)

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

original area
5 OK
6 Cancel
7 Help
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Peak Review

Figure 12-10 Peak Review Pane

i N SRR GOl (el O e 3)
@ Bleg. Start: (M4 @'Ekg. End: [MN/A @

Mir Peak Height: 0.00 cps RT Window: 30.0 sEC Smoothing Width: e w | paints
Min Peak Width: oo - Bpected RT: 1E1 min || Use Relative RT@
() Automatic - IQA I @ Maise Percent: 50 3 Base Sub Window:  1.00 i

q. Specly Parameters - MQ Il (75)PeaicSptting Facto: [ Report Largest Peak

STD 1 - minoxidol (Standard) 271.300/81. 746 Da - sample T of 49 from Mix_batch_1.wil..
Area: 1.46e+003 counts Height: 4.84e+002 cps RT: 1.67 min

1.87
500
450 ]
400
@ 350 §
& 200
E oo
150 4
100
50 4
o
Time, min
Item Label
1 Bkg. Start
2 Bkg. End
3 Apply
4 Accept
5 Manual Integration
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Peak Review

Item Label
6 * Min Peak Height: _ cps
* Min Peak Width: _ cps
7 * RT Window: _sec
* Expected RT: _ min
8 Smoothing Width: _ points
9 Use Relative RT
10 * Automatic - IQA Il
+ Specify Parameters - MQ I
11 Noise Percent
12 Peak-Splitting Factor
13 Base Sub Window: _ min
14 Report Largest Peak
15 Intensity, cps
16 Time, min
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Peak Review

Figure 12-11 Calibration Curve

Analyte: | minoxidol @ v] [ﬁ'«rea @_v][ Regrezszion @ Rewvert | | Accept @

B few results tablerdb {minoxidol): "Linear” Regression ("No™ weighting): y =0.0339 x +®354 {r=0.9945)

4.8
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3.5
m
z
=T
w
o
z
=T
k]
=
m
=
=L
§ 10 15 20 25 30 35 40 45 S0,~55 B0 65 70 75 80 3
@ Analyte Conc. / |5 Conc.
Item Label
1 Analyte
2 Area/Height
3 Regression
4 Revert
5 Accept
6 Analyte Area / IS Area
7 Analyte Conc. / IS Conc.
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Peak Review

Figure 12-12 Regression Options

o

Regression Options

=S

®Fit: [ Linear

)
©)

Weighting: [ Maone

- ] [terate

O =) )

-

Item

Label

Fit

Linear

Linear Through Zero
Quadratic

Mean Response Factor

Power

Weighting

None
1/x
1/(x*x)
11y
1/(y*y)

In x

Iny

Iterate

OK

Cancel

ol b~ ®

Help
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Peak Review

Figure 12-13 Statistics Table
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16 000000 STD4  |2od2 15 EB1237 | 15007081 |15 769158 | 0251620 1 GOBEED 98 434743 15037081 | 15 581237
32 DOO000 STD5  [Zof2 [29.175366 |30 534652 | 9855009 |0.%51160 EFIETR 93236903 | 23175366 | 30 534552
4000000 STDE (2002 [60364B63 |67.275050  |63820061 |4 8B | 7 656508 9971845 [67275250 |60 364863
128 000000 |STD7  |zaz [117.721863 [ 139400662 | 129 611263 | 15371652 [11952026 (100477545 | 139480662 | 117.741863
Item Label
1 Parameters
2 Statistics Metric

3 Analyte Name
4 Sample Type
+ Standard
+ QC
5 Layout
6 Conc. As Rows

» Group By Batch

7 Conc. As Columns

» Show By Batch

8 Display the Data Set(s)

9 Display Low/High values
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Peak Review

Item Label
10 Expected Concentration
1" Sample Name
12 Number Of Values Used
13 Low
14 High
15 Mean
16 Standard Deviation
17 %CV
18 Accuracy
19 Data Point
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Reporter Software

13

Figure 13-1 Analyst Reporter

Eo o0

File  Settings Help

Current Output Language: @
Current Spectral Library: @
Available Templates @

English
Sample.mdb
Description

Analyte B epodt with chromatogranms. docy -
BlarikTemplate. docx

Calib Curves Template docx

Libraty Search - Best Candidate - 1peiPage docx
Librany Search - Best Candidate - ZpeiPage docs
Librarny Search - Best Candidate - EperPage.docx
Library Search - Confumation - 1pePage docx
Libramy Search - Confimation - 2perPage. docx
Libranye Search - Confimation - BperPage, docx
LIMS Sample Repart docs

M etncPlot docx

QC Sumenary 1 with lage, docx

m

Repoit showing for each sample & section
including File Information, Sample info, 15
info, Analyte results table, XIC table
including 15 and each analyte - WiLL
GEMERALLY PRIMT 2 PAGES PER
SAMPLE FOR < 8 AMALYTES

Sample Fepoit 3 docx =
Qutput Format e VWord © Pdf © Html
] Print Automatically:

@ Create Report... | ‘ Close —

Item Label
1 File
2 Settings
3 Help
4 Current Output Language
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Reporter Software

Item Label
5 Current Spectral Library
6 Available Templates
7 Output Format

+ Word

* Pdf

e Html

» Excel

+ Text
8 Print Automatically
9 Create Report
10 Close

Figure 13-2 Settings Menu

il Analyst Reporter

Fi Settings | Help

Cu Select Output Language  »
Select Library...
Cu Select Template Folder 3

Available Templates

Item Label

1 Settings

Select Output Language

Select Library

Select Template Folder
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