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Security Configuration 1
Figure 1-1 Security Configuration Editor — Projects Tab

Item Label

1 Projects

• API Instrument

• Default

• Example

Security Configuration
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Item Label

2 People

3 Remote Viewers

4 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

5 Print

6 More

7 OK

8 Cancel

9 Apply

10 Help

Security Configuration
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Figure 1-2 Security Configuration Editor — People Tab

Item Label

1 network-name\administrator

network-name\user.name

2 New Person

3 Delete

Security Configuration

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

Analyst MD Software
7/185



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

Security Configuration
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Figure 1-3 Security Configuration Editor — Remote Viewers Tab

Item Label

1 Available

2 Add

3 Delete
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Item Label

4 Instrument

• Name:

• Domain:

• Computer:

• Location:

• Description:

Figure 1-4 Security Configuration Editor — Remote Viewers Tab
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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
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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

Security Configuration
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Figure 1-5 Security Configuration Editor — Security Tab

Item Label

1 Security

2 Security Mode

• Single User Mode

• Mixed Mode

• Integrated Mode

Security Configuration
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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)

Item Label

1 Mixed Mode

Security Configuration
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Item Label

2 Screen Lock/ Auto Logout

• Screen Lock

• Auto Logout

• Wait: _ minutes

• Wait: _ minutes

Figure 1-7 Analyst application is locked Dialog

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

Security Configuration
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Figure 1-8 Audit Trail Manager

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.

Security Configuration
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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.

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

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

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

Item Label

1 Settings

Security Configuration
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Item Label

2 Available Audit Maps

• Audit Map

• Default Audit Map

• Full Audit Map

• No Audit Map

• Quant Only Audit Map

• Silent Audit Map

• Modified

3 Audit Map Description

• Default Audit Map

4 Edit

5 Apply

6 Help

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

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.

Security Configuration
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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

Item Label

1 Projects

• API Instrument

• Default

• Example
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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

Item Label

1 Results Tables

• API Instrument

• Default

• Example

Security Configuration
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Item Label

2 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

Item Label

1 Administrator Console

2 Audit Trail For: Administrator Console Server

3 File Name: Administrator Console Audit Map.cam

Security Configuration
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Figure 1-15 Archive Files

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.

Security Configuration
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Hardware Configuration 2
Figure 2-1 Hardware Configuration Editor

Item Label

1 Hardware Profiles

2 New Profile

3 Edit Profile

4 Delete Profile

5 Activate Profile (Deactivate Profile)

6 Available Devices

7 Close

8 Help

Hardware Configuration
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Figure 2-2 Create New Hardware Profile

Item Label

1 Profile Name

2 Devices in current profile

3 Add Device

4 Delete Device

5 Setup Device

6 OK

7 Cancel

Hardware Configuration
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Figure 2-3 Available Devices

Item Label

1 Device Type

Hardware Configuration
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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

Hardware Configuration
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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

Item Label

1 Alias

2 Name

3 Advanced

Hardware Configuration
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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

Item Label

1 Status polling interval (ms)

2 Simulation Mode

3 More

4 OK

5 Cancel

Hardware Configuration
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Figure 2-7 Config UI Dialog

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

• Column Oven

• Option

5 OK

6 Cancel

Hardware Configuration
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Figure 2-8 Config UI Dialog

Item Label

1 Instrument type

• ExionLC

• Sciex Diagnostic Jasper

• Shimadzu Nexera/Prominence LC

2 Auto config

Hardware Configuration
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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

Hardware Configuration
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Figure 2-9 Auto Configuration Dialog

Item Label

1 Auto config

2 Offline

3 IP address

4 OK

5 Cancel

Hardware Configuration
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Figure 2-10 System Controller Configuration

Item Label

1 Model

• SCIEX DX CNTRL (if Jasper system is being used)

• CBM-20A (for Shimadzu CL series)

• Controller (for ExionLC AC or ExionLC AD system)

2 Serial number

3 Unit ID

4 ROM version

5 System protection

6 Turn off relays on error

7 Fire start relay on

• Disable

• All runs

• Inj. only

Hardware Configuration
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Item Label

8 System P.Max

• Off

• AUTO

• MANUAL

_ Mpa (Only available when either AUTO or MANUAL is selected in System
P.Max .)

9 Relays

10 Relay 1

• Start

• Stop

• Error

• Event

11 Relay 2

• Start

• Stop

• Error

• Event

12 Relay 3

• Start

• Stop

• Error

• Event

Hardware Configuration
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Item Label

13 Relay 4

• Start

• Stop

• Error

• Event

14 OK

15 Cancel

Figure 2-11 Binary Gradient Configuration

Hardware Configuration
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Item Label

1 Type

• BInary Gradient

2 Pump A

3 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

Hardware Configuration

Analyst MD Software
40/185

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



Figure 2-12 Isocratic Configuration

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

Hardware Configuration
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Item Label

7 Solenoid valve

• None

• Serial number

• Unit ID

8 System check settings

9 OK

10 Cancel

Figure 2-13 Pump - System Check Settings

Item Label

1 Total delivered volume L & R: _ L

2 Default

3 OK

4 Cancel

5 Help

Hardware Configuration
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Figure 2-14 Autosampler Configuration

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)

2 Serial number

3 ROM version

4 Unit ID

5 Rinse pump option (Not available for ExionLC AD system)

6 Injection trigger

• Run

• Sync

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

7 Max Injection volume: _ µL

8 Needle stroke settings

9 System check settings

Hardware Configuration
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Item Label

10 OK

11 Cancel

Figure 2-15 Column Oven Configuration

Item Label

1 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)

2 Serial number

3 Unit ID

4 Port

5 ROM version

6 Valves

Hardware Configuration
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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

Item Label

1 Model

• PDA Detector (for ExionLC AC system)

• UV Detector (for ExionLC AD System)

2 Serial number

Hardware Configuration
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Item Label

3 Unit ID

4 Use recycle valve (for ExionLC AD System)

5 Port (for ExionLC AD System)

6 ROM version

7 System check settings

8 OK

9 Cancel

Figure 2-17 Option

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

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

Item Label

1 System Controller

2 Pumps

• Configure

3 Detectors

• Configure

Hardware Configuration
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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

Hardware Configuration

Analyst MD Software
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Figure 2-19 (Shimadzu) CBM-20A Configuration

Item Label

1 Switches

• System Protect

• Sound Alarm on Error

• Turn Off Relays on Error

• Autozero Detector A

• Autozero Detector B

Hardware Configuration
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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

• All Runs

• Inject Only

6 Pressure Units (psi, Kgf/cm2, 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

Hardware Configuration
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Figure 2-20 Option Dialog

Item Label

1 Option

2 Pump operation mode

3 Fast LC

4 Pressure unit

5 • Binary gradient

• Isocratic flow

• Binary gradient

• Low pressure gradient

6 OK

7 Cancel

Figure 2-21 (Shimadzu) Pump Configuration

Item Label

1 Solenoid Valve (none)

2 Degasser (none)

Hardware Configuration
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Item Label

3 OK

4 Cancel

5 Help

Figure 2-22 (Shimadzu) Autosampler Configuration

Item Label

1 Sample Loop Size: _ uL

2 Skip sequence line if vial is missing.

3 Sample Cooler Installed

4 MTP Sample Order

5 Rack Changer Installed

6 Rinse Pump Installed

7 Supports Pretreatment *

8 (* Requires Pretreatment option to be installed in hardware)

Hardware Configuration

Analyst MD Software
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Item Label

9 OK

10 Cancel

11 Help

Figure 2-23 (Shimadzu) Oven Configuration

Item Label

1 Valves

• Left

• Right

2 OK

3 Cancel

4 Help

Hardware Configuration
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Figure 2-24 (Shimadzu) Pumps Tab

Item Label

1 Pumping Mode

• Isocratic Flow

• Binary Flow

2 Constant

• Pressure

• Flow

• Pump A Flow: _ mL/min

• Pump B Flow: _ mL/min

Hardware Configuration

Analyst MD Software
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Item Label

3 Configured Pumps

• Pump A

• Pump B

• Pump C

• Pump D

4 Pressure Limits (Pump A)

• Minimum: _ psi

• Maximum: _ psi

5 Pressure Limits (Pump B)

• Minimum: _ psi

• Maximum: _ psi

Figure 2-25 (Shimadzu) Autosampler Tab

Hardware Configuration
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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: _ (ºC)

• Control Vial Needle Stroke: _ (mm)

Figure 2-26 (Shimadzu) Oven Tab

Item Label

1 Model

2 Enable Oven

3 Oven Temperature: _ C

Hardware Configuration

Analyst MD Software
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Item Label

4 Maximum Temperature: _ C

Figure 2-27 (Shimadzu) Controller Tab

Item Label

1 Model

2 Power On

3 Event 1, 2, 3, 4

Figure 2-28 (Shimadzu) Time Program Tab

Hardware Configuration
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Item Label

1 Time

2 Module

3 Event

4 Parameter

Figure 2-29 Create New Project/Subproject

Item Label

1 Project will be created under the following directory

Hardware Configuration
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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

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

Item Label

1 Header/Footer Design

2 Fields

• Design Elements

• Acquisition Elements

• Quantitation Elements

3 Header

4 Fields

Report Template Editor

Analyst MD Software
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Item Label

5 Justification

• Left Justify

• Centre Justify

• Right Justify

6 Fonts

7 Footer

8 Visible from any project

Figure 3-2 Report Template Editor — Page Setup Tab

Item Label

1 Page Setup

2 Publication Destinations

• Printer

3 Select Destination

• Printer

Report Template Editor
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Item Label

4 Margins

• Top

• Bottom

• Left

• Right

5 From Edge

• Header

• Footer

6 Page Layout

7 Page Orientation

• Portrait

• Landscape

Report Template Editor

Analyst MD Software
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Compound Optimization 4
Figure 4-1 Instrument Settings

Item Label

1 Please set the instrument condition

Compound Optimization

User Interface Guide
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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 (μl)

10 Back

11 Next

12 Cancel

13 Help

Compound Optimization
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Figure 4-2 Ions to use in MS/MS Analysis

Item Label

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

Compound Optimization

User Interface Guide
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Item Label

2 Precursor Ion

• MW Ion

• Search Window (± Da)

• Base Peak Ion

• Search Range: _ to _ (Da)

• Compound Name

• Resolution (Low, Unit, High)

3 Product Ion

• User Specified

• Auto Select

• Criteria

• Resolution (Low, Unit, High)

4 Polarity

• Positive

• Negative

• Both

5 Back

6 Next

7 Cancel

8 Help

Compound Optimization

Analyst MD Software
66/185

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



Figure 4-3 Product Ion Auto Selection Criteria

Item Label

1 From the Most Intense_ peaks

2 Build final method using _ most intense peaks

3 Exclude Product Ions within ± _ Da of Precursor Ion m/z

4 Min. Mass for Product Ion: Da

5 Threshold for Product Ion: cps

6 OK

7 Default

8 Cancel

9 Help

Compound Optimization

User Interface Guide
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Figure 4-4 Ions to use in MS Analysis

Item Label

1 Please select the ions to use in MS Analysis

Compound Optimization
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Item Label

2 Target Ion

• MW Ion

• Search Window (± Da)

• Base Peak Ion

• Search Range: _ to _ (Da)

• Compound Name

• Resolution (Low, Unit, High)

3 Polarity

• Positive

• Negative

• Both

4 Back

5 Next

6 Cancel

7 Help

Compound Optimization

User Interface Guide
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Figure 4-5 Target Components

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

Compound Optimization

Analyst MD Software
70/185

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



Item Label

8 Help

Figure 4-6 FIA Target Compounds Dialog

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)

Compound Optimization
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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

Compound Optimization

Analyst MD Software
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Figure 4-7 FIA Source Parameters Dialog

Item Label

1 Please select the Source Parameters to optimize in FIA

Compound Optimization

User Interface Guide
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Item Label

2 Parameter Name

• Curtain Gas

• Collision Gas

• IonSpray Voltage

• Temperature

• Ion Source Gas 1

• Ion Source Gas 2

• Interface Heater

3 Optimize

4 Current Val.

5 Value for Optimization

6 Replicate Injection for each Parameter

7 Total # of injections

8 Total Sample Volume: _ (µl)

9 Back

10 Next

11 Cancel

12 Help

Compound Optimization

Analyst MD Software
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Figure 4-8 FIA Compound Parameters Dialog

Item Label

1 Please select the Compound Parameters to optimize by FIA

2 Compound

MRM

Compound Optimization

User Interface Guide
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Item Label

3 Parameter Name

• Declustering Potential

• Entrance Potential

• Collision Cell Ent. Potential

• Collision Energy

• Collision Cell Exit Potential

4 Optimize

5 Current Val.

6 Value for Optimization

7 Total # of injections

8 Total Sample Volume: _ (µl)

9 Mass Spec. Duration: _ (min)

10 Back

11 Finish

12 Cancel

13 Help

Compound Optimization
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Instrument Optimization 5
Figure 5-1 Instrument Optimization

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.

3 Verify instrument performance

4 Adjust mass calibration only

Instrument Optimization

User Interface Guide
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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

Instrument Optimization
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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.

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.

5 Help

6 Prev

7 Next

8 Cancel

Instrument Optimization

User Interface Guide
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Figure 5-3 Instrument Optimization

Item Label

1 Select the scan modes

2 Tuning Solution

3 Polarity

• Positive

• Negative

4 Quad

5 LIT (Da/s)

Instrument Optimization
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Item Label

6 MS/MS/MS

Isolation & Resolution

Excitation

7 Help

8 More Options

9 Prev

10 Next

11 Cancel

Instrument Optimization

User Interface Guide
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Figure 5-4 Instrument Optimization: Options

Item Label

1 LIT Preferences

2 POS +

3 • Fixed Fill Time

• Dynamic Fill Time

• Q0 Trap

Instrument Optimization
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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

Instrument Optimization

User Interface Guide
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Figure 5-5 Instrument Optimization

Item Label

1 Infuse: in _ mode

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

3 Source Parameters

• IonSpray Voltage

• Ion Source Gas 1

• Ion Source Gas 2

Instrument Optimization

Analyst MD Software
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Item Label

4 Syringe Parameters

• Syringe Diameter (mm)

• Flow Rate (uL/min)

5 Help

6 Prev

7 GO

8 Cancel

Instrument Optimization

User Interface Guide
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IDA Method Wizard 6
Figure 6-1 Create IDA Experiments Dialog

IDA Method Wizard
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Item Label

1 Type of IDA Experiment

• Enhanced MS >> Enhanced Product

• MRM >> Enhanced Product

• Neutral Loss / Precursor Scan >> Enhanced Product

2 Number of Survey Scans

3 Use Enhanced Resolution Scan to confirm Charge State and Isotope
Pattern

4 Enable MS3 Experiment generation

5 Dynamic Fill Time

6 Back

7 Next

8 Finish

9 Cancel

10 Help

IDA Method Wizard

User Interface Guide
IVD-IDV-05-0536-C
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Figure 6-2 Survey Scan — Enhanced MS (EMS) Dialog

Item Label

1 Positive Mode

2 Negative Mode

3 Declustering Potential (DP): _

4 Start mass: _ (Da)

5 Stop mass: _ (Da)

6 Scan rate: _ (Da/s)

IDA Method Wizard
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Item Label

7 LIT fill time: _ (ms)

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

Item Label

1 Positive Mode

2 Negative Mode

3 Declustering Potential (DP): _

IDA Method Wizard

User Interface Guide
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Item Label

4 Resolution Q1

• HIGH

• UNIT

• LOW

• OPEN

5 Resolution Q3

• HIGH

• UNIT

• LOW

• OPEN

6 Manually Enter MRM Transitions

7 Automatically Generate Metabolite MRM Transitions

IDA Method Wizard
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Figure 6-4 MRM Transitions

Item Label

1 Dwell Time: _ (ms)

2 Apply CE to all MRM

3 Collision Energy (CE): _ (eV)

IDA Method Wizard

User Interface Guide
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Item Label

4 • Q1 (Da)

• Q3 (Da)

• CE (eV)

5 Scan _ (s)

6 Clear MRM Transitions

Figure 6-5 Survey Scan — Survey 1

IDA Method Wizard
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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)

IDA Method Wizard

User Interface Guide
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Figure 6-6 Dependent Scan — Enhanced Product Ion (EPI)

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)

IDA Method Wizard
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Item Label

6 Resolution Q1

• HIGH

• UNIT

• LOW

• OPEN

7 Scan rate: _ (Da/s)

8 LIT fill time: _ (ms)

IDA Method Wizard

User Interface Guide
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Figure 6-7 Dependent Scan — IDA Criteria

Item Label

1 For ions greater than _ and smaller than _ (Da)

2 Which exceed _ (cps)

3 With charge state _ to _ charges

4 Include unknowns

IDA Method Wizard

Analyst MD Software
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Item Label

5 Exclude Former Target Ions

• Always

• Never

• For _ (sec)

• After _ occurrence(s)

IDA Method Wizard

User Interface Guide
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Build Acquisition Method 7
Figure 7-1 List of Scan Types

Build Acquisition Method
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Item Label

1 Enhanced MS (EMS)

Enhanced Product Ion (EPI)

Enhanced Resolution (ER)

MRM (MRM)

MS/MS/MS (MS3)

Neutral Loss (NL)

Precursor Ion (Prec)

Product Ion (MS2)

Q1 MS (Q1)

Q1 Multiple Ions (Q1 MI)

Q3 MS (Q3)

Q3 Multiple Ions (Q3 MI)

Figure 7-2 Q1 MS (Q1) MS Tab

Item Label

1 Experiment

Build Acquisition Method

User Interface Guide
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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

• Duration: _ (min)

• Cycles: _

• Delay Time: _ (sec)

• Cycle: _ (sec)

13 Start (Da)

14 Stop (Da)

15 Time (sec)

16 Scheduled Ionization

• Start Time (min)

• Stop Time (min)

Build Acquisition Method

Analyst MD Software
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Figure 7-3 Q1 MS (Q1) Advanced MS Tab

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)

Build Acquisition Method
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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)

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

Item Label

1 Experiment

2 Scan type

3 Polarity

• Positive

• Negative

4 Total Scan Time (includes pauses): _ (sec)

Build Acquisition Method
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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 Ionization

• Start Time (min)

• Stop Time (min)

Build Acquisition Method

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

Item Label

1 Resolution Q1

• Low

• Unit

• High

• Open

2 Resolution Q3

• Low

• Unit

• High

• Open

3 Intensity threshold (total count)

4 Settling time: _ (ms)

5 Pause between mass ranges: _ (ms)

Build Acquisition Method

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

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

Build Acquisition Method

User Interface Guide
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Item Label

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 Q1 Resolution

• Low

• Unit

• High

• Open

15 Q3 Resolution

• Low

• Unit

• High

• Open

16 Scheduled Ionization

• Start Time (min)

• Stop Time (min)

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

Item Label

1 Resolution Q1

• Low

• Unit

• High

• Open

2 Resolution Q3

• Low

• Unit

• High

• Open

Build Acquisition Method
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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

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

Build Acquisition Method

Analyst MD Software
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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

Build Acquisition Method
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Item Label

20 Q1 Resolution

• Low

• Unit

• High

• Open

21 Q3 Resolution

• Low

• Unit

• High

• Open

22 Scheduled Ionization

• Start Time (min)

• Stop Time (min)

Figure 7-9 Enhanced Product Ion (EPI) MS Tab
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Item Label

1 Experiment

2 Scan type

3 Scan rate: _ (Da/s)

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

• Duration: _ (min)

• Cycles: _

• Delay Time: _ (sec)

• Cycle: _ (sec)

18 Scheduled Ionization

• Start Time (min)

• Stop Time (min)

Build Acquisition Method
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Figure 7-10 Enhanced Product Ion (EPI) Advanced MS Tab

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 Q0 Trapping

9 Fixed LIT fill time: _ (ms)

10 Dynamic fill time

11 Q3 Entry Barrier: _ (V)

Build Acquisition Method
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Figure 7-11 MS/MS/MS (MS3) MS Tab

Item Label

1 Experiment

2 Scan type

3 Scan rate: _ (Da/s)

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

Build Acquisition Method

User Interface Guide
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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 Ionization

• Start Time (min)

• Stop Time (min)

Figure 7-12 Q1 Multiple Ions (Q1 MI)

Build Acquisition Method
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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 Ionization

• Start Time (min)

• Stop Time (min)

Build Acquisition Method

User Interface Guide
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Figure 7-13 Precursor Ion (Prec) MS tab

Item Label

1 Precursor Of: _ (Da)

Figure 7-14 Neutral Loss MS Tab

Item Label

1 Loss Of: _ (Da)

Build Acquisition Method
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Figure 7-15 Neutral Loss Advanced MS Tab

Item Label

1 Scan mode

• Profile

• Fast Profile

• Centroid

• Peak Hopping

2 Step size: _ (Da)

3 Resolution Q1

• Low

• Unit

• High

• Open

Build Acquisition Method
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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)

Build Acquisition Method
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Figure 7-16 Compound Tab

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

Build Acquisition Method
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Figure 7-17 Source/Gas Tab

Item Label

1 Period 1 Experiment 1 Parameter Table

2 Source/Gas

3 Ion Source: Turbo Spray

4 Curtain Gas (CUR)

5 Collision Gas (CAD)

• Low

• Medium

• High

Build Acquisition Method
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Item Label

6 IonSpray Voltage (IS)

7 Temperature (TEM)

8 Ion Source Gas 1 (GS1)

9 Ion 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)
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Item Label

1 • SCIEX DX PUMP (Jasper LC system)

• LC-20ADXR (Shimadzu CL LC series)

2 Stop time: _ (min)

3 Flow: _ (mL/min)

4 Pressure limits

• Minimum: _ (MPa)

• Maximum: _ (MPa)

5 Gradient

• Advanced

• Time

• Flow

• Simple

6 Compressibility settings

• Compressibility settings

• Use pump settings

7 Autopurge settings

• Purge order: 1st

• Mobile phase name: None

• Purge time: _ (min)

Build Acquisition Method

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

Item Label

1 • SCIEX DX SMPLR (Jasper LC system)

• SIL-20ACXR (Shimadzu CL LC series)

2 Autosampler

3 Injection settings

• Sampling speed: _ µL/s

• Cooler temperature: _ °C

4 Rinse settings

• Rinse mode

• Before and after aspiration, Dip time: 0s

• Rinse mode: No rinsing; Before aspiration; After aspiration; Before
and after aspiration

• Rinse dip time: _ s

Build Acquisition Method
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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)

Item Label

1 Sample rack settings

• Specify rack

• Sample rack: _

• Needle stroke: _ mm

Build Acquisition Method
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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: _ µL/s

• Rinse volume: _ µL

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)

Item Label

1 Time

2 Command

Build Acquisition Method
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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)

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

Build Acquisition Method

Analyst MD Software
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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)

Item Label

1 System Controller

2 • SCIEX DX CNTRL (Jasper LC system)

• CBM-20A (Shimadzu CL LC series)

3 Execute autopurge before analysis

Build Acquisition Method

User Interface Guide
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Item Label

4 External output settings

• Power on

• Event 1

• Event 2

• Event 3

• Event 4

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)

Item Label

1 Pump

• Step 0 (Equilibration) time (min)

Build Acquisition Method
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Figure 7-25 Acquisition Method Editor - Injection Selected (Jasper LC System)

Item Label

1 Autosampler

• Injection Volume (µl)

Figure 7-26 Agilent Autosampler Properties Tab

Item Label

1 Inject Details

2 Syringe Size (μl)

3 Injection Volume (μl)

Build Acquisition Method
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IVD-IDV-05-0536-C
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Item Label

4 Draw Speed (μl/min)

5 Eject Speed (μl/min)

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

Item Label

1 Total Time (min)

2 Flow Rate (μL/min)

3 Add Step

Build Acquisition Method
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Item Label

4 Remove Step

5 Show Graph

Figure 7-28 Limits Tab

Item Label

1 Parameters

2 Minimum Pressure (psi)

3 Maximum Pressure (psi)

4 Compressibility

5 Dead Volume (μl)

6 Stroke Volume (μl)

7 Maximum Pressure Ramp (psi/sec)

8 Maximum Flow Ramp (ml/min2)

Build Acquisition Method
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Figure 7-29 Limits (Advanced) Tab

Item Label

1 Parameters

2 Left Compressibility

3 Right Compressibility

4 Left Dead Volume (μl)

5 Right Dead Volume (μl)

6 Left Stroke Volume (μl)

7 Right Stroke Volume (μl)

8 Left Solvent

9 Right Solvent

Build Acquisition Method
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Figure 7-30 Micro Mode

Item Label

1 Capillary Pump Mode (Micro, Normal)

2 Parameters

• Primary Flow Rate (ul/min)

• Flow Sensor Calibration Table Index
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Build Quantitation Method 8
Figure 8-1 Select Sample

Item Label

1 Please select the representative sample to use.

2 Data Files

3 Samples

4 Verify Checksum

5 OK

6 Cancel

Build Quantitation Method
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Figure 8-2 Components Tab

Item Label

1 Data Source

• Period #/Expt.#

2 Sum Multiple Ions

3 Internal Standards

• Name

• Q1/Q3

4 Analytes

• Name

• Internal Standard

• Q1/Q3

Build Quantitation Method
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Figure 8-3 Integration Tab

Item Label

1 Analyte

2 Apply

3 Concentration Units

4 Calc. Conc. Units

5 Bkg. Start

6 Bkg. End

7 • Min Peak Height _ cps

• Min Peak Width _ sec

8 • RT Window _ sec

• Expected RT _ min

9 Smoothing Width: _ points

10 Use Relative RT

11 • Automatic - IQA II

• Specify Parameters - MQ III

12 Noise Percent

13 Peak-Splitting Factor

14 Base Sub Window: _ min

15 Report Largest Peak

Build Quantitation Method
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Figure 8-4 Calibration Tab

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)

• 1/y

• 1/(y * y)

• ln x

• ln y

Build Quantitation Method
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Item Label

5 Iterate

6 Regression Parameter

• Area

• Height

Build Quantitation Method

Analyst MD Software
138/185

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



Quantitation Wizard 9
Figure 9-1 Create Quantitation Set - Select Samples

Item Label

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

2 Integration Algorithm

3 Available Data Files

4 Available Samples

5 Selected Samples

6 Add All Files

7 Add All

8 Remove All

9 Back

Quantitation Wizard

User Interface Guide
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Item Label

10 Next

11 Finish

12 Cancel

13 Help

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

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

Quantitation Wizard

Analyst MD Software
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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

Quantitation Wizard

User Interface Guide
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Item Label

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

2 Integration Algorithm

3 Choose Existing Method

• Method

4 Create New Method

• Method Name

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

6 Back

7 Next

8 Finish

9 Cancel

10 Help

Quantitation Wizard
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Figure 9-4 Create Quantitation Method - Select Representative Sample

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

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

Item Label

1 Please adjust the peak names and masses as necessary for period 1,
experiment 1.

2 Integration Algorithm

3 Sum Multiple Ions

4 Default Smoothing Width: _ points

5 Internal Standards

• Name

• Q1/Q3

6 Analytes

• Name

• Internal Standard

• Q1/Q3

Quantitation Wizard
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Item Label

7 Back

8 Next

9 Finish

10 Cancel

11 Help

Figure 9-6 Create Quantitation Method - Define Integration

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.

2 Integration Algorithm

3 Ret. Time: _ min

4 RT Window: _ sec

5 Advanced

Quantitation Wizard

User Interface Guide
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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)

Quantitation Wizard
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Item Label

1 Peak-Finding Parameters

2 Automatic - IQA II

3 Specify Parameters - MQ III

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

Quantitation Wizard
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Figure 9-8 Advanced Dialog (Classic algorithm selected)

Item Label

1 Bunching Factor

2 Noise Threshold: _ cps

3 Area Threshold: _ cps

4 Number of Smooths

5 Use Relative Retention Time

6 Concentration Units: ng/mL

7 Calculated Concentration Units

8 OK

9 Cancel

10 Help

Quantitation Wizard
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Figure 9-9 Create Quantitation Method - Specify Calibration

Item Label

1 Please select your desired calibration options

2 Integration Algorithm

3 Fit

• Linear

• Linear Through Zero

• Quadratic

• Mean Response Factor

• Power

• None

Quantitation Wizard
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Item Label

4 Weighting

• None

• 1/x

• 1/(x * x)

• 1/y

• 1/(y * y)

• ln x

• ln y

5 Iterate

6 Regression Parameter

• Area

• Height

7 Back

8 Next

9 Finish

10 Cancel

11 Help

Quantitation Wizard
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Build Acquisition Batch 10
Figure 10-1 Sample Tab

Item Label

1 Select Method for Sample Set

2 Set

3 Add Set

4 Add Samples

5 Remove Set

6 Del Samples

7 Quantitation

8 Quick Quant

9 Acquisition

• Use as Template

• Use Multiple Methods

• Method Editor

Build Acquisition Batch
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Item Label

10 • Sample Name

• Rack Code

• Rack Position

• Plate Code

• Plate Position

• Vial Position

• Data File

• Inj. Volume (µl)

Figure 10-2 Sample Tab Right-Click Menu

Build Acquisition Batch

Analyst MD Software
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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

• AutoIncrement

• Delete Samples

• Other

• Select Autosampler

Figure 10-3 Add Sample Dialog

Build Acquisition Batch
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Item Label

1 Sample name

• Prefix

• Sample number

• Number of Digits

2 Data file

• Prefix

• Set name

• Auto Increment

• Sub Folder

• Browse

3 New samples

• Number

4 OK

5 Cancel

6 Help

Figure 10-4 Locations Tab

Item Label

1 Autosampler

2 Set

Build Acquisition Batch
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Item Label

3 No Rack

Figure 10-5 Quantitation Tab

Item Label

1 Set

2 Quant Method

3 • Sample Name

• Quant Type

• Dilution Factor

• Weight/Volume

• Set Name

Figure 10-6 Submit Tab

Item Label

1 Batch Owner name

2 Submit

Build Acquisition Batch
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Item Label

3 Submit Status

4 • Sample Name

• Rack Position

• Plate Position

• Vial Position

• Acquisition Method

• Quantitation

• Data File

• Set Name

• Submit Status

Build Acquisition Batch
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Explore 11
Figure 11-1 Select Sample

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

Explore

User Interface Guide
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Figure 11-2 Explore Menu

Explore

Analyst MD Software
158/185

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



Item Label

1 Show

Extract Ions

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

Explore

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

Normalize

Set Selection

Set Threshold

Library Search

2 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

Explore

Analyst MD Software
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Figure 11-3 Data List and Peak List Table

Item Label (Translated)

1 Data List

2 Peak List

3 m/z (amu)

4 Intensity (cps)

5 Centroid mass (amu)

Explore
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Item Label (Translated)

6 Peak area (counts)

7 Charges (Undefined)

8 Peak start (amu)

9 Peak end (amu)

Explore

Analyst MD Software
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Peak Review 12
Figure 12-1 Results Table Columns

Item Label

1 Sample Name

2 Sample ID

3 Sample Type

4 File Name

5 Analyte Peak Area (counts)

6 Analyte Peak Heights (cps)

7 Analyte Concentration (ng/mL)

8 Standard Query Status

9 IS Peak Area (counts)

10 IS Peak Height (cps)

11 Use Record

12 Record Modified

13 Calculated Concentration (ng/mL)

14 Accuracy (%)

15 Time

16 • Full Layout

• Query: None

• Idle

• Sort: Unsorted

Peak Review

User Interface Guide
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Figure 12-2 Results Table Columns: Sample

Item Label

1 Sample

2 OK

3 Cancel

4 Help

5 Title

6 Shown

7 Significant Figures

Peak Review
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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

Peak Review

User Interface Guide
IVD-IDV-05-0536-C
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Figure 12-3 Results Table Columns: Analyte

Item Label

1 Analyte

2 OK

3 Cancel

4 Help

5 Title

6 Shown

7 Significant Figures

Peak Review

Analyst MD Software
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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

Peak Review

User Interface Guide
IVD-IDV-05-0536-C
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Figure 12-4 Results Table Columns: Analyte

Item Label

1 Analyte

2 OK

3 Cancel

4 Help

5 Title

6 Shown

7 Significant Figures

Peak Review
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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

Peak Review

User Interface Guide
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Figure 12-5 Results Table Columns: Internal Standard

Item Label

1 Internal Standard

2 OK

3 Cancel

4 Help

5 Title

6 Shown

7 Significant Figures

Peak Review
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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

Peak Review
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Figure 12-6 Results Table Columns: Internal Standard

Item Label

1 Internal Standard

2 OK

3 Cancel

4 Help

5 Title

6 Shown

7 Significant Figures

Peak Review
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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

Peak Review
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Figure 12-7 Results Table Columns: Record

Item Label

1 Record

2 OK

3 Cancel

4 Help

5 Title

6 Shown

7 Significant Figures

8 Scientific Notation

9 Precision

10 Use Record

Record Modified

Calculated Concentration

Relative Retention Time

Accuracy

Response Factor

Peak Review
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Item Label

Calculated Concentration for DAD

Figure 12-8 Results Table Columns: Custom

Item Label

1 Custom

2 OK

3 Cancel

4 Help

5 Title

6 Shown

7 Significant Figures

8 Scientific Notation

9 Precision

10 Time

Peak Review

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

Analyst MD Software
175/185



Figure 12-9 Peak Review Options

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

Peak Review

Analyst MD Software
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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

• _ 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

Peak Review
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Figure 12-10 Peak Review Pane

Item Label

1 Bkg. Start

2 Bkg. End

3 Apply

4 Accept

5 Manual Integration

Peak Review

Analyst MD Software
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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 II

• Specify Parameters - MQ III

11 Noise Percent

12 Peak-Splitting Factor

13 Base Sub Window: _ min

14 Report Largest Peak

15 Intensity, cps

16 Time, min

Peak Review
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Figure 12-11 Calibration Curve

Item Label

1 Analyte

2 Area/Height

3 Regression

4 Revert

5 Accept

6 Analyte Area / IS Area

7 Analyte Conc. / IS Conc.

Peak Review
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Figure 12-12 Regression Options

Item Label

1 Fit

• Linear

• Linear Through Zero

• Quadratic

• Mean Response Factor

• Power

2 Weighting

• None

• 1/x

• 1/(x*x)

• 1/y

• 1/(y*y)

• In x

• In y

3 Iterate

4 OK

5 Cancel

6 Help

Peak Review
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Figure 12-13 Statistics Table

Item Label

1 Parameters

2 Statistics Metric

• Concentration

• Area

• Height

• Analyte Area/IS Area

• Analyte Height/IS Height

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

Peak Review
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Item Label

10 Expected Concentration

11 Sample Name

12 Number Of Values Used

13 Low

14 High

15 Mean

16 Standard Deviation

17 %CV

18 Accuracy

19 Data Point

Peak Review

User Interface Guide
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Reporter Software 13
Figure 13-1 Analyst Reporter

Item Label

1 File

2 Settings

3 Help

4 Current Output Language

Reporter Software
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Item Label

5 Current Spectral Library

6 Available Templates

7 Output Format

• Word

• Pdf

• Html

• Excel

• Text

8 Print Automatically

9 Create Report

10 Close

Figure 13-2 Settings Menu

Item Label

1 Settings

• Select Output Language

• Select Library

• Select Template Folder

Reporter Software
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IVD-IDV-05-0536-C

Analyst MD Software
185/185


	User Interface Guide
	Contents
	Security Configuration
	Hardware Configuration
	Report Template Editor
	Compound Optimization
	Instrument Optimization
	IDA Method Wizard
	Build Acquisition Method
	Build Quantitation Method
	Quantitation Wizard
	Build Acquisition Batch
	Explore
	Peak Review
	Reporter Software


