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Preface

The TraceFinder 2.1 application is the newest application in the series of Thermo Scientific
GC/MS and LC/MS analytical software.

Contents

* Related Documentation
* Special Notices

* System Requirements

* System Activation

* Contacting Us

< To suggest changes to documentation or to Help

Complete a brief survey about this document by clicking the button below.
Thank you in advance for your help.

UMENTATION

SURVEY

Related Documentation

TraceFinder includes Help and these manuals as PDF files:
» TraceFinder User Guide
o TraceFinder Administrator Quick Reference Guide
o TraceFinder Acquisition Quick Reference Guide
o TraceFinder Analysis Quick Reference Guide
o TraceFinder Shortcut Menus Quick Reference Guide

o TraceFinder Custom Reports Tutorial

Thermo Scientific TraceFinder User Guide vii
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< Toview TraceFinder documents using the Start menu
Choose Start > All Programs > Thermo TraceFinder > Manuals.
% To open TraceFinder Help and access related documents from the application
1. Open the TraceFinder application and choose Help > TraceFinder Help.
* To find a particular topic, use the Help Contents, Index, or Search panes.
* To create your own bookmarks, use the Favorites pane.

2. To view the user guide or quick reference guides, choose Help > Manuals> User Guide
or Quick Reference Guide.

The PDF opens in a new window.

Special Notices
This guide includes the following types of special notices:
IMPORTANT Highlights information necessary to prevent damage to software, loss of

data, or invalid test results; or might contain information that is critical for optimal
performance of the system.

Note Highlights information of general interest.

Tip Highlights helpful information that can make a task easier.

viii TraceFinder User Guide Thermo Scientific



System Requirements

Your system must meet these minimum requirements.

Thermo Scientific

System

Computer

Requirements

* 2.33 GHz processor dual core with 4 GB RAM
CD/R-ROM drive

Video card and monitor capable of 1280 x 1024 resolution
75 GB available on drive C

NTFS format

Preface

Instruments
(supported or
required)

Autosamplers:
o TriPlus™
* AS3000
e Accela™ AS

GC Devices:
* FOCUS™ GC
e Trace GC Ultra™
* Trace 1300 Series

LC Devices:
* Accela 1250 Pump
* Accela Pump
* Dionex™
e TLX-1
e ILX2
* Agilent™ 1100
* Agilent 1200

GC/MS and LC/MS mass spectrometers

Software

* Microsoft™ Windows™ XP Professional SP3
or Windows 7 Professional
e Microsoft Office 2007 SP2 or Microsoft Excel™ 2007 SP2
¢ Microsoft .NET Framework 4.0 Extended
¢ Thermo Foundation™ 2.0 SP1
e Thermo Xcalibur™ 2.2 SP1
e Adobe™ Reader™ 10.0
e NIST™ 2008
e Thermo LC Devices 2.5 SP2 or Thermo GC Devices 2.2

TraceFinder User Guide ix
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System Activation

When you first start the TraceFinder application, a dialog box displays the number of days
remaining in your 60-day free trial. If your free trial has expired, the License Activation
window opens.

_a License Activation

You don't have a valid license. To obtain a activation key, send the license code below
to Thermo Fisher Scientific.
Email: ThermoMSLicensing Thermo.com.
You will get an activation key. o
zer Info:
Marme; | | Street Mame; | |
Compan: | | City: | |
EMal | | Zip Code: | |
Telephaone: | | Country: | 3z |
Feature Infa:
Barcode: | |
License Text:
SCIENTIFIC
==

Note You can open the License Activation window at any time during your trial period by
choosing Help > License Activation from the TraceFinder menu. If you already have a
permanent license, a message tells you that your product is fully licensed.

Two types of licenses are available:
* 60-Day Evaluation Version (free of charge)

* Full Version Single License

The evaluation version is full-featured and automatically expires 60 days after activation. Any
attempt to set back the system date automatically terminates this version. You can purchase
and then activate the full version of the TraceFinder application at any time, during or after
the free evaluation, without reinstalling the software.

Each activation key is valid only for a single license. Any additional installation generates a
different license and requires a different activation key.

For questions regarding activation, contact Thermo Fisher Scientific Technical Support in

San Jose, CA:
* E-mail: ThermoMSLicensing@thermofisher.com

* Fax: 408-965-6120

X TraceFinder User Guide Thermo Scientific


mailto:ThermoMSLicensing@thermofisher.com

Thermo Scientific

2
0‘0

To request an activation key

1. In the License Activation window, enter your information in the User Info area.

Preface

As you type, the License Text box creates an XML text string with your information.

Idser Infor
M arne: |L|$er | Street Mame: |123 M ain Street |
Company: |Therm|:| Fizher Scientific | City: |San Joze |
E -t ail: |user@thermnfisher.cum | Zip Code: |E|5'I 23 |
Telephone: || | Coumtry: | B |
Feature Info:
Barcode: | |

Licenze Text:

<LicenzeRequest verzion=""2.1" <Uzernfoz: < Uzelnfo name="Mame" "= Uzer< /U zerlnfor
<Uzerlnfo name="Company''> Thermo Fisher Scientific /U serlnfor < Userlnfo name="Email ">
uzer@thermofizher. coms U zerlnfoz < zerlnfo name=""T elephone'": < /Userl nfor < serlnfo
name=""Street">123 Main Streets zednfor <U zerlnfo name="City"'> 5 an Joze<Userlnfor
<Uzerlnfo name=""2Zip Code"'> 351 23</Userlnfor < lzernfo name="County' "> < /U gerl nfos

< /Uzernfos: <Featuresr <Feature name=""TraceFinder_Base'> < /Featurer <Feature
name=""TraceFinder_General's < /Featurer < /Features: <Hoztl D e < Client: 002603300733
007018534009 AClient: < Server: 002609800723 00101 83594005 /S ervers < HostiDigr
¢LicenzeT erm:>FEATIURE TraceFinder_General THERMOCO 2.1 23-apr-2011 uncounted T5_0
HOSTID="0026b9200733 00101853d009" S1GM=</LicenzeT erm: < /LicenzeR equest:

2. In the Barcode box, type the barcode printed on the TraceFinder CD.

3.

4.

The form of the barcode number is either xxxx-xxxx-xxxx OF XXXX-XXXX-XXXX-XXXX.
When you finish entering all your information, click Copy.

The application copies this XML text to the Clipboard.

If you have not completed all the information, a pop-up box opens, identifying the

missing information.

Paste this XML text in the body of an e-mail and send the e-mail to
ThermoMSLicensing@thermofisher.com.

[ To... ] | ThermoM5SLicensing@thermafisher. com
(ee |
Subject: |requestfanraceFinderIicense

name="Company"=Thermo Fisher Scientific</Userinfo=<Usernfo

3333=/Feature>=Feature name="TraceFinder General"=1111-2222-

<LicenseRequest version="2.1"=<Usernfos=<Usernfo name="MName"=User</U}

name="Email"=user@thermofisher.com=/Userinfo><Usernfo name="Telephons
1234</Usernfo><Usernfo name="5treet"=123 Main Street</Userinfo><Userinfq
Jose</Usernfo=<Userinfo name="Zip Code"=35123</Usernfo=<Userinfo nam
STATES</Userinfo=</Usernfos=<Features><Feature name="TraceFinder Basq

TraceFinder User Guide
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Contacting Us
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To use your activation key

Note You must run the TraceFinder application with ITAdmin or LabDirector rights
when entering the activation key.

. When you receive your activation key, copy it from the e-mail.

. Choose Help > License Activation from the TraceFinder menu.

The License Activation window opens.

. Click Paste.

The application pastes the contents of the Clipboard to the License Text box.

. Click Set.

The application is activated according to the type of authorization your license gives you.

There are several ways to contact Thermo Fisher Scientific for the information you need.

R
*»*

To contact Technical Support

Phone 800-532-4752
Fax 561-688-8736
E-mail us.techsupport.analyze@thermofisher.com

Knowledge base www.thermokb.com

Find software updates and utilities to download at mssupport.thermo.com.

To contact Customer Service for ordering information

Phone 800-532-4752

Fax 561-688-8731

E-mail us.customer-support.analyze@thermofisher.com
Web site www.thermo.com/ms

To get local contact information for sales or service

Go to www.thermoscientific.com/wps/portal/ts/contactus.

To copy manuals from the Internet

Go to mssupport.thermo.com, agree to the Terms and Conditions, and then click
Customer Manuals in the left margin of the window.

Thermo Scientific
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< To suggest changes to documentation or to Help
* Fill out a reader survey online at www.surveymonkey.com/s/PQMG6PG62.

* Send an e-mail message to the Technical Publications Editor at
techpubs-lems@thermofisher.com.
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Introduction

This chapter describes general features of the TraceFinder software.

Contents

* About the TraceFinder Application
* TraceFinder Summary of Features

e TraceFinder Workflow

* Reporting Features

About the TraceFinder Application

The TraceFinder application targets the environmental and food safety market, creating the
workflows that laboratories use. It supports a focused workflow for specific nonbioanalytical
laboratory use, instrument control, and method development functionality in a single
software package. TraceFinder is the primary application for the TSQ Quantum™ XLS triple
quadrupole mass spectrometers.

The TraceFinder application can export SRM data in .xml format so that other applications
can import the files into their databases.

The TraceFinder application can import the following file types:
* Sample lists in .csv or .xml format
See “Defining the Sample List” on page 255.
* Processing (.pmd) and instrument (.meth) method files from the Xcalibur data system

See “Working with Master Methods” on page 100 or “Working with Instrument
Methods” on page 228.

* Compounds from files that use the datastore (.xml) format

See “Adding Compounds, Quantitative Peaks, and Confirming lons to a Datastore” on

page 62.

Thermo Scientific TraceFinder User Guide 1
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About the TraceFinder Application

Batches, methods, or templates from the following applications:
—  TraceFinder 1.0

—  TraceFinder 1.1

—  TraceFinder 2.0

—  QuanLab Forms or EnviroLab Forms 2.5

— QuanLab Forms or EnviroLab Forms 3.0

See “Converting Legacy Data” on page 19.

The TraceFinder application checks the accuracy and precision of data against systems that

have previously been certified against a standard processing program, such as the Statistical
Analysis System (SAS).

Supported File Types

The TraceFinder application supports the following file types:

2 TraceFinder User Guide

Comma-separated values (.csv): A set of file formats used to store tabular data in which
numbers and text are stored in plain textual form that can be read in a text editor. Lines in
the text file represent rows of a table, and commas in a line separate fields in the tables
row.

Extensible Markup Language (.xml): A generic framework for storing any amount of text
or any data whose structure can be represented as a tree. The only indispensable
syntactical requirement is that the document has exactly one root element (also called the
document element). This means that the text must be enclosed between a root start-tag
and a corresponding end-tag.

Instrument method (.meth): A proprietary file format for the Xcalibur software suite with
specific instructions that enable scientific instruments to perform data acquisition.

Processing method (.pmd): A proprietary file format for the Xcalibur software suite with
specific instructions on processing data that was acquired through the instruments
attached to the system.

Raw data (.raw): The file type for acquired samples on the system.

Thermo Scientific
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About the TraceFinder Application

TraceFinder Directory Structure

The TraceFinder application creates folders for projects/subprojects/batches and templates in
the C:\Thermo\TraceFinder\2.1\EFS directory. Within each batch folder, the application

creates folders for data, methods, and reports.

IMPORTANT You cannot rename or move the folders created by the TraceFinder
application.

Figure 1.  Example batch directory structure

| . % Thermo » TraceFinder » 21 » EFS » Projects » Projectl » SubProjectd » Batch_Alprazolaml »
MName Date modified Type Size
. Data 10/14/2011 220 PM  File folder
. Methods 10/14/2011 2223 PM  File folder
| Reports 10/14,/2011 2:20 PM  File folder
|| Batch_Alprazolaml.btx 10/14/2011 2:220 PM ETX File 3KB
|| Batch_Alprazolaml.bbckey 10/14/2011 2:20 PM  KEY File 1KB
|| BatchData.sglite 10/14/2011 3:11 PM SQLITE File 128 KB

TraceFinder User Guide 3
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TraceFinder Summary of Features
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The TraceFinder system provides a workflow-oriented approach to high-throughput
quantitation. The system uses a batch-centric approach and tools to automate and speed up
the processes of method creation, loading samples, automatically generating data, manually
reviewing and editing results, and finalizing the data review and reporting process.

The TraceFinder software package includes data acquisition, processing, reviewing, and
reporting capabilities designed to assist analysts in environmental applications. The
application has a fully automated acquisition mode and a manual data analysis mode. You can
use the data acquisition system to create and submit batches and monitor real-time review of
results.

The TraceFinder application uses a comprehensive processing method to provide improved
handling of ion ratio calculations, reviewing, and reporting. In addition, it can compare the
mass spectra and integrate the processes of data review and reporting.

Key features include the following:

* Role-based authorization for LabDirector, ITAdmin, Supervisor, Technician, and QAQC
(quality assurance) roles

* Configuration mode for user administration, project administration, datastore
administration, and application administration

* Method Development mode for editing instrument methods, setting processing and error
flag parameters, and setting report options

* Choice of acquisition wizards:
— Acquisition batch mode that guides you in creating batches and running samples

—  Batch template wizard similar to the interface used in the EnviroLab Forms
application

* Analysis mode with batch views, data review, local method views, and report views
* Database-capable method development

* Quantification workflows, supporting capabilities present in the LCquan™ and
EnviroLab Forms applications

* Standard and customized report formats

Features of the common workflow core include the following:
* Acquisition and processing
* Peak detection
* Quantification to include calibration
* Error analysis and flag setting
* Reporting
* Data persistence

* Raw data file handling

Thermo Scientific
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TraceFinder Workflow

Thermo Scientific

The TraceFinder application is structured with a typical laboratory workflow in mind. You
create a batch, and the system injects samples into the instrument, runs the samples, analyzes
the data, and generates a report. You can set up a master method for specific compound
groups or assays that you expect to run in your laboratory. When you are ready to run a
particular type of sample, select the appropriate method and begin.

When using the TraceFinder application, follow these basic steps:
1. Create and save a master method in the Method Development mode.

A master method combines the instrument method and processing method that define
how the raw data is acquired and processed, how the error checking information evaluates
the results, and how the results appear in reports.

2. Create and submit a batch using one of the batch wizards.

A batch lists samples for processing and reporting using a specified method. Each row of a
batch represents a unique sample.

3. Monitor the status of the batch in the Real Time Status view.

The real-time display is visible from the dashboard and all the TraceFinder modes. You
can begin another batch while you watch the real-time display of the currently acquiring

batch.

Note At any time, you can quickly view the system status by looking in the lower
right corner of the TraceFinder window. This area displays a green, yellow, or red
status light and a description of the number of samples in the queue (if any).

4. Evaluate the data in the Analysis mode.

The Analysis mode includes views where you can review batches, batch data, reports, and
local methods.

5. View and print reports in the Report View of the Analysis mode.

Use the Report View to view or print the reports for the currently selected batch.

TraceFinder User Guide 5
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Reporting Features

Standard Report Types
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Batch Report

Batch Report Rev 1

Blank Report

Breakdown Report

Calibration Report

Check Standard Report
Chromatogram Report
Compound Calibration Report

Compound Calibration Report - Alternate

Confirmation Report
Confirmation Report 2
High Density Calibration Report

High Density Internal Standard Report
High Density Internal Standard Report Long

High Density Sample Report 1

High Density Sample Report 1 Long
High Density Sample Report 2

High Density Sample Report 2 Long
High Density Sample Report 3

High Density Sample Report 3 Long
Internal Standard Summary Report
Ion Ratio Failure Report

LCSLCSD Report

Manual Integration Report

Method Detection Limit Report
Method Report

Method Validation Report

MSMSD Report

Quantitation Report

Quantitation Report - 2

Solvent Blank Report

Surrogate Recovery Report

TIC Report

TIC Summary Report

Tune Report

The report engine can generate several different types of reports designed to meet the needs of
the laboratory, the laboratory's customers, and key regulatory agencies that might review the
results. The following types of reports meet the requirements of various methods and
worldwide regulatory agencies, helping to track the performance of LC and GC systems and
methods. The reports divide into three groups: Standard, Custom, and Target Screening.

For additional information about standard, custom, or target screening reports and examples
of each standard report type, see “Reports” on page 423. Examples of standard reports (as
PDF files) are also located in the C:\Thermo\TraceFinder\2. 1\EFS\ExampleReports folder.

Thermo Scientific
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Custom Report Types

* AltCalibrationReport

* Alternate BatchReport

* Alternate CalibrationReport

* Alternate ConfirmationReport

* Alternate MatrixSpikeReport

* Alternate SampleReport

* Alternate SummaryReport

* BatchReport

* BlankReport

* CalibrationDensityReport

* CalibrationReport

* CheckStandardReport

* CompoundCalibrationReport

* ConfirmationReport

* ConfirmationReport2

* HighDensitySampleReport1Long
* HighDensitySampleReport2Long
* HighDensitySampleReport3Long
* HighDensitySampleReport4

* HighDensitySampleReport5

* QuantitationReport

* SteroidAnalysisReport

Target Screening Report Types

Target Screening reports are available only when you install ToxID™ software and enable the
Target Screening features. For a detailed procedure for enabling target screening features, see
“Target Screening” on page 90.

* Target Screening Long Report
* Target Screening Summary Report

Thermo Scientific TraceFinder User Guide 7






Getting Started

This chapter includes the procedures for getting started with the TraceFinder application.

Contents

* Installing the TraceFinder Application

* Installing the Power Modules

* Installing the NIST and QED Libraries
* Launching the NIST Library Browser

* Launching the Qual Browser

* Converting Legacy Data

* Choosing a Mode

Thermo Scientific TraceFinder User Guide 9



2 Getting Started
Installing the TraceFinder Application

Installing the TraceFinder Application

Follow these instructions to install, start, and log in to the TraceFinder application.

% To install the TraceFinder application
1. Insert the TraceFinder CD, open the TraceFinder launcher, and click Next.

The InstallShield Wizard opens.

Thermo Scientific Product Launcher - InstallShield Wizard
TraceFinder 2.1 Setup

TraceFinder 2.1 requires Foundation 2.1, %ou can install Adobe B eader fram the

Adobe Reader 10.0

DatHet 4.0 Extended

MIST Library

TraceFinder 2.1 -

TraceFinder Power Modules

Yalidation Certificate

Example Data

Browsze CD

IstallShield

2. Click TraceFinder 2.1, and follow the instructions in the InstallShield Wizard.

The installer verifies that you have the appropriate versions of the Thermo Foundation
and Thermo Xcalibur applications and updates them if necessary.

IMPORTANT If prompted to install Thermo Foundation, click Yes, and then when

prompted to restart your computer, click OK.

The wizard continues the installation.

3. When prompted, choose to install either the GC or LC version of the software, as
applicable.

4. When the installation completes, do not launch the TraceFinder application.

5. Open the TraceFinder launcher again, and click Next.

10 TraceFinder User Guide Thermo Scientific



2 Getting Started
Installing the TraceFinder Application

6. Click NIST Library, and follow the instructions to install the NIST library (required for

ToxID).

When the wizard prompts you to select a destination folder, select C:\Program

Files\NISTMS.

7. Install the appropriate device drivers, and configure the instruments in the Thermo

Foundation Instrument Configuration dialog box.

You can now start your TraceFinder application.

2
0‘0

Thermo Scientific

To install example data

(Optional) Click Example Data, and follow the instructions to install an example project
that contains example batch data.

To start the TraceFinder application

. Configure your instruments.

You cannot configure your instruments while the TraceFinder application is running.

. Double-click the TraceFinder icon on your desktop, or go to Start > All Programs >

Thermo TraceFinder > TraceFinder EFS.

By default, user security is not enabled and the application does not require a password.
To enable user security, see “User Security” on page 90.

To log in to the TraceFinder application (when user security is enabled)

. Enter your assigned user name in the TraceFinder login screen.

Before you can log in to the TraceFinder application, a system administrator must set up a
user account for you. The administrator assigns you a user name and password and gives
you permission to access specific modes.

IMPORTANT If you are the administrator logging in for the first time with user
security enabled, use Administrator/Password as the username/password.

. Enter your password.

If your user name or password does not match, the system reports this error:

" Invalid username or password !

Correct the user name or password, or contact your system administrator.
Click Login.
The TraceFinder dashboard opens. See “TraceFinder Dashboard” on page 35.

. To exit the TraceFinder application without logging in, click Exit TraceFinder.
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Figure 2.  TraceFinder login screen

P Thermo TraceFinder [ S

Welcome e

To begin, enter your I

username and password ‘ |

6 Exit TraceFinder

SCIENTIFIC

Table 1. Login screen parameters

Parameter Description

Username The user’s assigned user name.

Password The assigned password for the user name.

Login Verifies the user name and password, and displays the dashboard.
Exit TraceFinder Closes the TraceFinder application without logging in.
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Installing the Power Modules

Follow these instructions to install and enable the TraceFinder power modules for
multiplexing.

Thermo Scientific

0‘0

1.

To install the power modules
Follow the instructions to install the TraceFinder application.

See “Installing the TraceFinder Application” on page 10.

. Open the TraceFinder launcher again, and click Next.

. Click TraceFinder Power Modules, and follow the instructions to install the

multiplexing module.

. License the power modules.

Licensing for the power modules follows the same procedures as the TraceFinder
application licensing. See “System Activation” on page x.

To enable the power modules

. Start the TraceFinder application.

. Go to the Configuration mode.

. Click Application Configuration in the navigation pane.

. Click Optional Features.

. On the Optional Features page, select the Multiplexing check box.

For detailed instructions, see “Multiplexing” on page 92.

. Click Apply.

A message prompts you to restart the TraceFinder application so that your changes can
take effect.

. Click Yes.
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Installing the NIST and QED Libraries

When you are using triple quadrupole instruments, follow these instructions to install the

NIST and QED libraries.

< To install the NIST library
1. Open the TraceFinder launcher, and click Next.
2. Click NIST Library.
The NIST 08 MS Search and AMDIS Setup wizard opens.
3. Follow the instructions in the setup wizard.

4. When the wizard prompts you to select a destination folder, select

C:\Program Files\NISTMS.

< To install the QED library

1. On your desktop, double-click the Xcalibur icon,
The Thermo Xcalibur Roadmap opens.

ii’ Thermo Xcalibur Roadmap EI
File Actions View Tools GoTo Help
E o[ ?
Status | Acquisition Queus
= H_un Manager - EH'UHE -"/|
----- Ready To Download | | TEE
----- Sequence: 5 afs][s]
----- Sample Mame 3 i G E3)
----- Warking On i o) =] - e
----- Posttion: Processing
----- Raw File:
----- Inst. Method: - Setup
< T | Sequence
Setup
ResulssReview w
Py
¢ ° o
Qual Library
Browser Browser Browser
For Help, press F1 1171772011 2:28 PM
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2. Choose Tools > Library Manager from the main menu.

The Thermo Library Manager dialog box opens, showing the NIST library in the NIST
Libraries list.

Iﬁ Thermao Library Manager @
Manage libraries | Convert Libraries
MIST libraries -m
MISTDEMO Delete
3. Click Add.

The Add Library dialog box opens.

Add Library ==

Source; C:A\Themo“GED MIST Library Browse ...

Action: @ Copy the library to the local computer

(7 Link to the library from either a remote location or computer

| ok | | Cancel

4. Click Browse, and locate your QED library in the C:\Thermo folder.
5. Click OK.
The Xcalibur application reports that it has added the library to the NIST application.

6. Click Dismiss to close the message box.

The Xcalibur application adds the QED library to the NIST Libraries list in the Library

Manager dialog box.

.-Iﬁ Thermo Library Manager @
NIST libraries
QED NIST Lbrary Dadte
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10.
11.

Click Exit in the Thermo Library Manager dialog box.

Start the TraceFinder application.

Go to the Method Development mode.

Click Method View in the navigation pane.

Choose File > New > Method Template from the main menu.

The Method Template Editor displays the QED NIST Library in the Use These Libraries

list.
|dentify the peaks™
|ze these libraries

NISTDEMO
QED NIST Library

Limit librany hits:

313
Best match method:

Thermo Scientific
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Launching the NIST Library Browser

Use the NIST MS Search tool to search the NIST library.

< To open the NIST library browser
Choose Go > Launch Library Browser from the TraceFinder main menu.

The NIST MS Search window opens.

£E] NIST MS Search 2.0 - [Librarian] o ==
E'Eile Search View Tools Options Window Help - = >

SiLHEEES ?

@ =[] Dfe] x[%[5%] x]0]
# Sc. | N
i Lrc C:frf:ne 10H ke
2 L Theaobromine o
3 L Xanthine 109 .'(
4 L Vitamin C — N
NJJI\
504 4
53 &7 o 0’4],\? N/
42
ol B2 g X o TP s P m I

20 40 60 80 100 120 140 180 180 200
(Spec. List) Caffeine

Name: Caffeine
Fomula: CgH1gN402
MW: 194 CASH: 58-08-2 NISTH: 290714 |D#: 1 DB: Spec. List
Other DBs: Fine, TSCA, RTECS, EPA, USP, HODOC, NIH, EINECS, IRDB
Comment: NIST Mass Spectrometry Data Center, 1958.
10 largest peaks:

194559 1097211 554391 67438] 82328

42138 1931351 1951031 10 %21 81 &1

Synonyms:
1.1H-Purine-2 -dione, 3,7-dibydro-1,3, 74rimethyl-

Estimated non-polar retention index (n-alkane scale):

Value: 1795 iu

Corfidence interval (Nitrogen-containing): 83(50%) 356(35%) iu
€ [ ] 3
Hames Spec List |\ PlotText f_Phkt

Lib. Search ‘ Cther Search ‘ Names ‘ Compare Librarian

For Help, press F1

For detailed instructions about using the library browser, refer to the Help in the NIST MS
Search window.
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Launching the Qual Browser

Use the Xcalibur application’s Qual Browser to view chromatograms and spectra from raw

data files or qualitative processing results.

% To open the Qual Browser

Choose Go > Launch Qual Browser from the TraceFinder main menu.

The Thermo Xcalibur Qual Browser opens.

P

Thermo Xcalibur Qual Browser
File Edit View Display Grid Actions

=F=iE &

20 - U2

2 B[Rk [ s
oW

Alprazolam

CA\Thema' TraceFinder\2.1
2

3
Sub

A
[J---ﬂ -no file -
[J---ﬂ -no file -
[J---ﬂ -no file -
I:l---ﬂ -no file -
[
[£
[

H-- & - o file -
jﬂ -no file -
> X

| -nofile -

4 LI F

Tools

1 » Xt L $E)(EH g

Window Help
=

I

Alprazolam.raw

CAThermot.. \Alprazoclam'Alprazolam

315 L
. 100 168E2
o
g TIC M5
3 20 Alprazolam
S eo
=
w 40
=
= 3p
[
o
0
0 1 2 3 4 5 8 7 L]
Time (min}
167.01
L 100
o
= 80
-
5 80
2
e 40 21302
B g 279.1
= |, 38128 azas8  g1p.18 eB4.20 939,42
a T T 1 T T T T T T T T T T T T T |
200 400 800 300 1000
miz

For detailed instructions about using the Qual Browser, refer to the Qual Browser Help.
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Converting Legacy Data

Use the TraceFinder Legacy Data Converter to convert methods, batches, method templates,
or batch templates from the source versions of TraceFinder 1.0.1/1.1/2.0, EnviroLab Forms,
QuanLab Forms, or ToxLab Forms to compatible TraceFinder 2.1 target versions.

Table 2. Version compatibility

Source TraceFinder 2.1 target
Bl 45 Ift:isi:ai::clh 'I!:o‘:(ri‘::)sliocgy

TraceFinder 2.0 General v v 4 4
TraceFinder 2.0 EFS v

TraceFinder 2.0 Clinical Research v v
TraceFinder 1.1 General v 4 4 4
TraceFinder 1.1 EES 4

TraceFinder 1.0.1 4

EnviroLab Forms 3.1 4

QuanLab Forms 3.1 4 4 4 4
ToxLab Forms 3.1 4 4
EnviroLab Forms 2.5.2 4

QuanLab Forms 2.5.2 v v v v
ToxLab Forms 2.5.2 4 4

< To open the TraceFinder Legacy Data Converter
Choose Go > Launch Legacy Data Converter from the TraceFinder main menu.

The TraceFinder Legacy Data Converter window opens.

E2] TraceFinder Legacy Data Converter EIE
Data type: H LOERVE LD TraceFinder 2.0 General  ~ EEENETC AV TraceFinder General =~ IELL S LS View Log

Batches to be converted: Target default project : Subproject: Replicate original project/subproject

- Convert  Mame Source Folder Project  Subproject  New Mame

This section includes the following topics:
* Converting Methods
* Converting Batches
* Converting Method Templates

* Converting Batch Templates

Thermo Scientific TraceFinder User Guide 19



2 Getting Started
Converting Legacy Data

Converting Methods

Use the data converter to convert legacy methods to TraceFinder 2.1 methods.

< To convert a method

1. In the Data Type list, select Method.

The TraceFinder Legacy Data Converter displays the interface for converting methods.

— TraceFinder Legacy Data Converter - . - |
Data type: Source version: QIETeIahtA@NRICIMRY 25 | Target version: QIE=2Gt A= B Target drive: View Lo

Methods to be converted:

- Convert  Mame Source Folder
Fo1

Anzbolic Steriods CA\Thermao'\ TraceFinder'2 0MGeneral\Methods\Anabolic Steriods
CAThemo\TraceFinder'2 0WGeneral'\Methods'cal_test_1
CA\Thermo'\TraceFinder'2 0NGeneral\Methods\cal_test_ 2

2. In the Source Version list, select the version of the method that you will convert.

The Methods to be Converted table displays the methods in the Methods folder for the
selected source version. The application verifies that the method file is in the .mmx file
format.

3. To convert a method that is not in the default list, do the following:

a. Click the Source Folder icon, .

The application adds a Source Folder box to the window.

b. Click Browse and locate a method folder.

You can select a specific method folder or a folder that contains multiple methods.

c. Click OK in the Browse for Folder dialog box.
The application displays the selected folder in the Methods to be Converted table.

When you select a folder that contains multiple method folders, the application displays
all the methods.

Methods to be converted:

Source Folder
‘ 1 Anabolic Steriods | C:A\Themo'\TraceFinder'2 0MGeneralMethods \Anabaolic Stuiodl

2 Method_alprazolam | C:\Themo'\ TraceFinder'2 0NGeneral \Methods' Method _alpra
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4. In the Target Version list, select the version that you are converting to.

The list displays only TraceFinder configurations with compatible data. See “Version
compatibility” on page 19.
5. In the Target Drive list, select a fixed drive.

You cannot write the converted files to a mapped drive.

6. (Optional) In the New Name column, change the default new name for each method that
you want converted.

When you populate the Methods to be Converted table, the application checks each
method to see if a method with this name exists in the target folder.

* If the method name already exists in the target folder, the default new name is the
original name with “_1” appended.

* If the method name does not exist in the target folder, the application keeps the
original method name.

IMPORTANT The conversion cannot overwrite an existing file name. If the new name
is identical to an existing method file, the conversion will fail. When you manually
enter a new name, you must verify that the name does not already exist.

7. Select the check box for each method that you will convert,

and click | S St
The appli-cation confirms thar all methods to be converted use the .mmx file format.

When the conversion process begins, the application displays a status bar and a Cancel
button. You can cancel pending conversions, but not the method that is currently
converting.

When the Status column reports that a method is successfully converted, the application
writes the converted file to the C:\Thermo\ 7argerVersion\Methods folder.

Note If a method conversion fails, the Status column displays an error icon. Hold
your cursor over the icon to display the error message.

8. To view a log of the conversion, click View Log.

The application opens a cumulative log file for the session in a Microsoft Notepad text
editor window.
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Figure 3. Sample log file for converting a method

:======= Start Converting Method from TraceFinder 2.0 to TraceFinder 2.1 ==========

~ Conwerting master method from

‘T4 Thermot TraceF indert, 2 0 MethodshSulphanamide MethodtSulphanamide Method.mmes'
- Creating master methad
- Impaorting properties of abject "MethodData' from XML file

' Thermoh TraceF indert,2 0% MethodshSulphonamide MethodvSulphonamide Method mmes"
- Saving master method
- Copying instrument method
- Successfully converted master method from

'y Thermoy TraceF indery 2. 0% MethodshSulphonamide MethoddSulphonamide Method.mms'

to 'Oy Thermoy TraceFinderh 215 L SiethodshSulphonamide Method_1WSulphonamide Method_1mms'
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Converting Batches

Use the data converter to convert legacy batches to TraceFinder 2.1 batches.

< To convert a batch
1. In the Data Type list, select Batch.

The TraceFinder Legacy Data Converter displays the interface for converting batches.

= i
El TraceFinder Legacy Data Converter

eral\Projects'\Default\Default \Batch _Al... Default  Default Batch_Alprazolami_1

2. In the Source Version list, select the version of the batch that you will convert.

The Batches to be Converted table displays all batches in the Projects folder for the
selected source version.

IMPORTANT A valid batch file (.btx) must be inside a folder with the same name. For

example:

|1. <« Thermo » TraceFinder » 2.0 » General » Projects » Default » Default » Batch_Alprazolaml

Mame

1. Data

1. Methods

.. Reports

|| Batch_Alprazolaml.bix

|| Batch_Alprazolaml.bbokey

3. To convert a batch that is not in the default list, do the following:
a. Click the Source Folder icon, .

The application adds a Source Folder box to the window.

b. Click Browse and locate a batch folder.

You can select a specific batch folder or a project or subproject folder that contains
multiple batches.

c. Click OK in the Browse for Folder dialog box.

The application displays the selected folder and all batches in that folder in the Batches to
be Converted table.
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When you select a project or subproject folder that contains multiple batch folders, the
application displays all the batches.

Batches to be converted: Target default project:  [NZE0
Convet  MName Source Folder
1 Batch_Alprazolam CAThemoTraceFinder'\2. 1\General\Projects \Default \Default™....

2 Batch_Alprazolam1 CAThemoTraceFinder'\2. 1\General\Projects \Default \Default™....
3 Batch_Alprazolam3 CAThemoTraceFinder'\2. 1\General\Projects \Default \Defaulth....

. In the Target Version list, select the version that you are converting to.

The list displays only TraceFinder configurations with compatible data. See “Version
compatibility” on page 19.

. In the Target Drive list, select a fixed drive.

You cannot write the converted files to a mapped drive.

. Do one of the following to create a project and subproject for the converted batch:

In the Target Default Project and Subproject boxes, type the name of a project and
subproject.

—Or—

Select the Replicate Original Project/Subproject check box.

. (Optional) In the New Name column, change the default new name for each batch that

you want converted.

When you populate the Batches to be Converted table, the application checks each batch
to see if a batch with this name exists in the target folder.

* If the batch name already exists in the target folder, the default new name is the
original name with “_1” appended.

* If the batch name does not exist in the target folder, the application keeps the original
batch name.

IMPORTANT The conversion cannot overwrite an existing file name. If the new name
is identical to an existing batch folder, the conversion will fail. When you manually
enter a new name, you must verify that the name does not already exist.

. Select the check box for each batch that you will convert,

and click ‘ > _ i i | .

The application confirms that all batches to be converted use the .btx file format.

When the conversion process begins, the application displays a status bar and a Cancel
button. You can cancel pending conversions, but not the batch that is currently
converting,.

Thermo Scientific
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When the Status column reports that a batch is successfully converted, the application
writes the converted batch to the C:\Thermo\ Zargez Version\Projects folder and uses either
the original project and subproject names or the new names that you entered.

Note Ifa batch conversion fails, the Status column displays an error icon. Hold your
cursor over the icon to display the error message.

9. To view a log of the conversion, click View Log.

The application opens a cumulative log file for the session in a Notepad text editor
window.

Figure 4. Sample log file for converting a batch

:======= Start Converting Batch from TraceFinderz2.0 General to TraceFinder General ==========
- Canverting batch from 'ChThermoh TraceFindertL14ProjectsiDefaultyDe faultybatch_steroidsBhbatch_sterai
- Imparting properties of object 'BatchData' from XML file
'ChThermotTraceF indert2 wProjects\DefaulthDefaultibatch_steroidsBhbatch_steraidsb.btx'
------------ Importing sample 'steroids01_110504155228' [1/3] ----mmmm--
- Importing properties of object "SampleData’ Trom XML file
'CHThermoy TraceFindert2 0WProjectsiDefau ity Defaufbatch_steraidsBhDatahsteraids0l_110504155226,rax
- Saving sample data
-~ Copying raw Tile from 'CAThermoy TraceF inder2 06ProjectshDefauthDefautbatch_steroidsBhDatahsteroids
to 'CThermot TraceF inder2.1NGeneralhProjects\DefaultyDefaulthbatch_steroidsB\Datatsteraids01_11050¢
———————————— Completed sample impart ——————--
- Imparting local method for 'batch_steroidsb’
- Importing properties of object "MethodData' from >04L file
'ChThermot TraceF inders2 0 ProjectsiDefau ity De faufbatch_steroidsBhMethodsimethod_steroidshbatch_st
- Saving local method data for 'batch_steroidsb_method_steroids’
- Copying instrument method
- Saving batch data for 'batch_steroidsh’
- Successfully converted batch from 'C:hThermo' TraceF inder’ 2. (hProjectsiDefaulthDefaulthbatch_steroidsBy
to 'ChThermat TraceF indery 2, IvZeneralhProjects\Defau it Defautybateh_steraidsbibatch_steraidsb.btx’
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Converting Method Templates

Use the data converter to convert legacy method templates to TraceFinder 2.1 method
templates.

< To convert a method template
1. In the Data Type list, select Method Template.

The TraceFinder Legacy Data Converter displays the interface for converting method
templates.

= TraceFinder Legacy Data Conwverter - . .

DEERT T Method Template  ~ ELUERVEEU S TraceFinder 21 General |~ BRMBEESYEELU TraceFinder instzded confy ~ RELELTS

Name Source Folder New Name
Default Analog C:A\Themo'\ TraceFinder'. al\Templatez'\Methods Default Analog_1

- Default with DDS CAThemo\TraceFinden\2. 1\General\Templates\Methods Default with DDS_1 ]
| | | Es tall onvertl

2. In the Source Version list, select the version of the method template that you will convert.

The Method Templates to be Converted table displays the method templates in the
Templates folder for the selected source version. The application verifies that the method
template file is in the .pmtx file format.

3. To convert a method template that is not in the default list, do the following:

a. Click the Source Folder icon, .

The application adds a Source Folder box to the window.

DELERS T Method Template - ERIEERYE CLUE TraceFinder 2.1 General

Source folder: C:\ThemoTraceFinder’2. 1\General\ Templates \Methods l

b. Click Browse and locate a template folder.

You can select a specific template folder or a folder that contains multiple templates.

c. Click OK in the Browse for Folder dialog box.

The application displays the selected folder in the Method Templates to be Converted
table.

When you select a folder that contains multiple method template folders, the application
displays all the method templates.

Method templates to be converted:

Source Folder
1 Default Analog E:\ﬁm\Tﬁmﬁlﬂu\lﬂEﬂ'ﬂd\Tﬂrﬂdﬂ\Mﬂd&l
2 Defautt with DDS | C:A\Themo'\ TraceFinder'2. 1\General\ Templates Methods I
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4. In the Target Version list, select the version that you are converting to.

The list displays only TraceFinder configurations with compatible data. See “Version
compatibility” on page 19.

5. In the Target Drive list, select a fixed drive.

You cannot write the converted files to a mapped drive.

6. (Optional) In the New Name column, change the default new name for each method
template that you want converted.

When you populate the Method Templates to be Converted table, the application checks
each method template to see if a method template with this name exists in the target

folder.

* If the method template name already exists in the target folder, the default new name
is the original name with “_1” appended.

* If the method template name does not exist in the target folder, the application keeps
the original method template name.

IMPORTANT The conversion cannot overwrite an existing file name. If the new name
is identical to an existing method template file, the conversion will fail. When you
manually enter a new name, you must verify that the name does not already exist.

7. Select the check box for each method template that you will convert,

LR < Stait Converting

The application confirms that all method templates to be converted use the .pmtx file
format.

When the conversion process begins, the application displays a status bar and a Cancel
button. You can cancel pending conversions, but not the template that is currently
converting,.

When the Status column reports that the template is successfully converted, the
application writes the converted template to the

C:\Thermo\ Zarget Version\ Templates\Methods folder.

Note If a template conversion fails, the Status column displays an error icon. Hold
your cursor over the icon to display the error message.

8. To view a log of the conversion, click View Log.

The application opens a cumulative log file for the session in a Notepad text editor
window.
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Figure 5. Sample log file for converting a method template

:======= Start Converting Method Template from TraceFinder 2.1 General to TraceFinder EFS ==========
- Converting method template from 'CAThermod TraceFinder 2. 1vGeneral Templatesh MethodsiMethodTemplate
- Importing properties of abject 'ProciethodTemplateData’ from ML file
'ChThermoy TraceF indert 2. 10G eneralh Templatest tethods\ Method Templated @62 pmt<!
- Saving the method template
-~ Successfully converted method template fram 'CiyThermot TraceF inder, 2,10 Generaly TemplatesiMethodsh et
to 'C:hThermot TraceF indert, 2. 1\EF S\ T emplatest Methodst Method Templated @62 pmts!
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Converting Batch Templates

Use the data converter to convert legacy batch templates to TraceFinder 2.1 batch templates.

% To convert a batch template
1. In the Data Type list, select Batch Template.

The TraceFinder Legacy Data Converter displays the interface for converting batch
templates.

2. In the Source Version list, select the version of the batch template that you will convert.

The Batch Templates to be Converted table displays the batch templates in the Templates
folder for the selected source version.

IMPORTANT A valid batch template file (.btx) must be inside a folder with the same

name. For example:

| JThermo » TraceFinder » 2.1 » General » Templates » Batches » Template_Alprazolam

Mame

| Data
| Methods
__| Template_Alprazolam.btx
|| Template_Alprazolam.bbckey

3. To convert a batch template that is not in the default list, do the following:

a. Click the Source Folder icon, .

The application adds a Source Folder box to the window.

Batch Template |~ TraceFinder 2.1 General

C:\Themo'\TraceFinder'2. 1"\General\ Templates'Batches

b. Click Browse and locate a template folder.

You can select a specific batch template folder or a folder that contains multiple batch
templates.

c. Click OK in the Browse for Folder dialog box.

The application displays the selected folder in the Batch Templates to be Converted table.
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When you select a folder that contains multiple batch template folders, the application
displays all the batch templates.

Batch templates to be converted:

Convert  Name Source Folder
1 Template_Alprazolam | C:A\Themo' Tracefinder’ 2. 1%General Templates' Batches™
7 Template_Alprazolam? | CA\Themo' Tracefinder’?. 1"General\ Templates' Batches™

. In the Target Version list, select the version that you are converting to.

The list displays only TraceFinder configurations with compatible data. See “Version
compatibility” on page 19.

. In the Target Drive list, select a fixed drive.

You cannot write the converted files to a mapped drive.

. (Optional) In the New Name column, change the default new name for each batch

template that you want converted.

When you populate the Batch Templates to be Converted table, the application checks
each batch template to see if a batch template with this name exists in the target folder.

* If the batch template name already exists in the target folder, the default new name is
the original name with “_1” appended.

* If the batch template name does not exist in the target folder, the application keeps
the original batch template name.

IMPORTANT The conversion cannot overwrite an existing file name. If the new name
is identical to an existing batch template file, the conversion will fail. When you
manually enter a new name, you must verify that the name does not already exist.

. Select the check box for each batch template that you will convert,

WRPEIEY < Stait Converting |}

The application confirms that all batch templates to be converted use the .btx file format.

When the conversion process begins, the application displays a status bar and a Cancel
button. You can cancel pending conversions, but not the template that is currently
converting.

When the Status column reports that the template is successfully converted,
the application writes the converted template folder to the

C:\Thermo\ Zarget Version\ Templates\Batches folder.

Note If a template conversion fails, the Status column displays an error icon. Hold
your cursor over the icon to display the error message.
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8. To view a log of the conversion, click View Log.

The application opens a cumulative log file for the session in a Notepad text editor
window.

Figure 6. Sample log file for converting a batch template

:======= Start Converting Batch Template from TraceFinder 2.1 Seneral to TraceFinder EFS ==========
-- Converting batch template from 'C:\ThermoyTraceFindery 2.14GeneralhPrajectsiProjectAvSubProjectAlBate
- Importing properties of object '‘BatchData' from XL file
'ChThermot TraceF indert 2. 1 ZeneralhProjectsiProjectAtSubProject AlNBatchE247 Bateh5247 b
———————————— Importing sample 'Unknownl' [1/1] -
-- Importing properties of object 'SampleData’ from ML file
'CyThermot TraceF indert 2. 1N ZeneralhProjectsiProjectAbSubProjectAlNBatchB24 7 Datas Unknownl psx
———————————— Completed sample impart ————-—-
- Importing local method for 'Batchb247!
-- Importing properties of object 'MethodData' from XML file
'‘CyThermoy TraceF inder' 2.1v%eneralhProjectsiProject AV SubProjectAlNBatchB24 7 iethodsh Method 24 Batch
- Saying local method data for 'Batch5247_MethodZ2!
SuccessTully converted batch template from
'ChThermoyTraceFindert 2 10GeneralhPrajectsiProjectArSubProjectAl\Batch524 7 Batch5247 btx!
to 'C:hThermot TraceFinder 2 1NEFS\TemplateshBatcheshBatchb24 74 Batchb247 bt
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Choosing a Mode

When user security is enabled, the dashboard displays the options applicable to the current
user’s assigned role. The following table shows the available modes for each user role.

Table 3. User roles and mode access

Method

User role Development Acquisition  Analysis Configuration
LabDirector v/ v 4 4
ITAdmin v
Supervisor v/ v v

Technician v v

QAQC v

Note When user security is not enabled, all modes are available to all users.

Follow these procedures:
* To choose a mode
* To display a log of instrument errors
* To monitor instrument status

* To watch the real-time display from the dashboard

< To choose a mode
1. From the dashboard, click the mode where you want to work.

The dashboard shows only the modes that you have permission to use. See “TraceFinder
Dashboard” on page 35.

2. To change modes from within any of the TraceFinder application modes, click a mode
button in the navigation pane.
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% To display a log of instrument errors

1. Right-click the status light in the lower right corner of any mode.
I

Instrument Log

2. Choose Instrument Log.

The Instrument Log dialog box opens.

Instrument Log

Date Time Message
MA242012 444 P Lost connection to zerer.

' ] | b

The Instrument Log displays all instrument errors that have occurred since the
TraceFinder application started or since the last time that you cleared the message log.

3. Do any of the following:

* Click Refresh to display errors that occur after you open the Instrument Log dialog
box.

* Click Clear Messages to remove messages from the Instrument Log display.

The application clears messages only from the Instrument Log display. These
messages remain in the following log file:

C:\Thermo\TraceFinder\2.1\EFS\Logs\ TraceFinder.log

* Click OK to dismiss the Instrument Log dialog box.

< To monitor instrument status
Look at the status light in the lower right corner of the TraceFinder window.
B . . . . .
O’ Green indicates that the instrument is ready.

= o . -

i :‘ Yellow indicates that the instrument is in standby mode.

=

‘ Red indicates that the instrument is turned off or no device is configured.
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% To watch the real-time display from the dashboard

Click Real Time Status.

Real Time Status

The real-time status is displayed at the bottom of the dashboard.

e . Sample13
Acquizition | ntrumment Devices Queues
= Batch Queus - 1 batch - Ready 100 "

= T BatchO38 - 9 samples - Active a0

U gheroidz02_IMJO0T - Complete 80

W steroids02_INJOO3 - Complete -

 steroids02_IMJOOZ - Complate B

W steroids03_INJOOT - Complete Tg wii

UP gheroids] 3090805735212 - Acquirng -

W steroids14 - Pending & 49

W steroids15 - Pending e

U gteroids1E - Pending Enj

"] :sten:uids'l 7 - Pending Wl s s 083 1 0n
Proceszing Queue - Empty - Feady e ;:]IEI_I — T —r
Feporting Gusue - Empty - Ready el

For descriptions of all the features of the real-time display, see “Real-Time Display” on
page 279.
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TraceFinder Dashhoard

A dashboard without user security or for a user in the LabDirector role looks like this.

" Acquisition

TO beginlll ‘ S

Select a work area .
.. Method Development

ﬁ;é Configuration

SCIENTIFIC

Table 4. TraceFinder dashboard screen parameters (Sheet 1 of 2)

Parameter Description

Real Time Status ~ Opens the real-time display for the current acquisition. The acquisition
progress is displayed within the current mode window.

Help Opens the TraceFinder Help.

Log Off Logs off the current user and displays the login screen. This function is
available only when user security is enabled. See “User Security” on
page 90.

Acquisition Opens the Acquisition mode where you can create and review batches,

batch data, reports, and local methods. See Chapter 5, “Using the
Acquisition Mode.”

This mode is available only when you select the Acquisition Batch
Wizard style in the Configuration mode. See “Batch Wizard Style” on
page 94.
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Table 4. TraceFinder dashboard screen parameters (Sheet 2 of 2)

Parameter Description
Analysis Opens the Analysis mode where you can review batches, batch data,
reports, and local methods. See Chapter 6, “Using the Analysis Mode.”
Method Opens the Method Development mode where you can create a master
Development method, an instrument method, or a development batch. See
Chapter 4, “Using the Method Development Mode.”
Configuration Opens the Configuration mode where you can set permissions, assign

users to roles, configure available reports and import new reports, and
maintain the various databases, including the Compound Datastore.
See Chapter 3, “Using the Configuration Mode.”
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Using the Configuration Mode

This chapter discusses the configuration tasks assigned to the ITAdmin and LabDirector roles

when user security is enabled. When user security is not enabled, all users have access to all

features in the Configuration mode except the User Administration tasks.

Contents

* User Administration
* Project Administration
* Compound Datastore

* Application Configuration

Users in the ITAdmin or LabDirector role are responsible for the following:
* Handling the databases
* Applying roles to users
* Understanding security, users, and groups
* Creating local users and network groups
* Creating projects and subprojects

* Maintaining compounds in the compounds datastore

< To access the Configuration mode

Click Configuration from the dashboard or the navigation pane.

The Configuration mode navigation pane opens.

TraceFinder User Guide
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Figure 7.  Configuration mode navigation pane

Configuration

N
User Administration ' Available only to users in the LabDirector or ITAdmin role.

Project Administration

Compound Datastore : Available only when you select the Compound Datastore option
in the Application Configuration view.
D Import Compounds

D MWew Compound Datastore
[EF Load Compound Datastore
H Save Compound Datastore

u Save As Compound Datastore

Recent files

Application Configuration

Acquisition Available only when you select the Acquisition Batch Wizard as
your wizard style in the Application Configuration view.

Analysis

Method Development

+¥ Configuration

Table 5. Configuration mode navigation pane functions (Sheet 1 of 2)

Function Description

User Administration Opens the User Administration view where you can add, remove, or edit user accounts
and permissions. See “User Administration” on page 40.

When user security is not enabled, this task pane is not available. When user security is
enabled, this task pane is available only to users in the LabDirector or ITAdmin role. See
“Application Configuration” on page 67.

Project Administration Opens the Project Administration view where you can create and manage projects and
subprojects. See “Project Administration” on page 49.
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Table 5. Configuration mode navigation pane functions (Sheet 2 of 2)

Function Description

Compound Datastore Opens the Compound Datastore view where you can manage the definition of
compounds in the current datastore. See “Compound Datastore” on page 55.

This task pane is available only when you have selected the Compound Datastore option
on the Optional Features page of the Application Configuration view. See “Application
Configuration” on page 67.

Application Configuration Opens the Application Configuration view where you can specify available reports,
application defaults, and detection algorithms. You can also enable the user security,
target screening, compound datastore, multiplexing, and batch wizard features. See
“Application Configuration” on page 67.

Thermo Scientific TraceFinder User Guide 39



3 Using the Configuration Mode
User Administration

User Administration

In the User Administration view of the Configuration mode (when user security is enabled),
users in the LabDirector or ITAdmin role can add, remove, or edit user accounts and
permissions.

For detailed descriptions of each user role and the permissions and responsibilities for each
role, see “Choosing User Roles” on page 46.

< To open the User Administration view

1. Click Configuration from the dashboard or the navigation pane.

The Configuration navigation pane opens.

Note The User Administration view is available only when you enable user security.
Follow the instructions “To turn on user security” on page 90.

2. Click the User Administration task pane.

The User Administration view opens. See “User Administration view” on page 44.
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Editing User Information

Follow these procedures:

Thermo Scientific

To add a user
To edit user information
To change a user password

To remove a user

To add a user

. Click the Add User icon, .

The application enables the parameters in the User area at the bottom of the view.

[ P

Accourt number
Phone number
Password Email address

Corfirm Password

Full name Enabled

. Type a unique name in the Username field.

. Select a role from the Role list.

A user in the LabDirector or ITAdmin role must assign each user to one of these defined
roles. For detailed information about the permissions allowed for each role, see “Choosing

User Roles” on page 46.

. Type the user’s password and type it again to confirm it.

Make sure to communicate the password to the user.

. (Optional) Type the user’s full name, account number, phone number, and e-mail

address.

. To enable this user login, select the Enabled check box.

You can disable a user login without deleting the user’s information. Follow the
instructions “To edit user information” on page 42.

TraceFinder User Guide |



3 Using the Configuration Mode
User Administration

7. Do one of the following:

When all the user information is correct, click the Save Changes icon, Bl

The TraceFinder application adds the new user to the User Listing table, and the
parameters in the User area are unavailable.

—Or—

To discard all information and not create a new user from
the parameter values you entered, click the Cancel Changes icon, =%

The application discards all information and the parameters in the User area are
unavailable.

< To edit user information

1. In the User Listing table, select a user.

User A.tl:l.min.istr ation

User Listing

Account Phone Email
- Usemame Fale i b a Enabled

Administrator | 1T Admin

LabDirector
Technician

Note Clicking anywhere in the row selects the user.

The user information populates the parameter fields in the User area.
2. Click the Edit User icon, E

The application enables the parameters in the User area.

LEC = | Technician Accourt number  [LAPR]

Role iici A= 408123 4567

Password =10 = o) e jsmith @laboratory . com

Corfirm Password Password

FSERES Jane Smith Enabled

3. Edit any of the parameter values.

If you are editing your own user name, the Enabled check box is unavailable because you
cannot make your own account unavailable.
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4. Do one of the following:
When all the user information is correct, click the Save Changes icon, .

The TraceFinder application adds the new parameter values to the User Listing, and the
parameters in the User area are unavailable.

¥
To discard all changes and not save the edits, click the Cancel Changes icon, .

All changes are discarded, and the parameters in the User area are unavailable.

< To change a user password
1. In the User Listing table, select a user.

The user information populates the parameter fields in the User area.

2. Click the Edit User icon, E

The parameters in the User area are enabled.

|Izemame ccount number Ry

Role ici R = 408,123 4567

Password Email address [Euigl=E e W)

Confirm Password Password

SHNENES Jane Smith Enabled

3. Click Reset Password.

The application makes the password and confirming password visible as a string of

asterisks

4. In the Password box, select ****** and type a new password.
5. In the Confirm Password box, select ****** and retype the new password.
6. Click the Save Changes icon, ¥ |

Sy

Make sure to communicate the new password to the user.
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< To remove a user

1. In the User Listing table, select a user.

Note Clicking anywhere in the row selects the user.

The user information populates the parameter fields in the User area.
2. Click the Remove User icon, E

If you select your current user name, the Remove User icon is unavailable. You cannot
remove yourself.

3. When prompted, confirm that you want to remove this user.

If the user is currently logged in to the TraceFinder application, the user’s current session
is not affected.

4. Click OK.

Note Rather than completely removing the user, you can disable a user login without
removing all the user information from the system. Follow the instructions “To edit user
information” on page 42.

Figure 8.  User Administration view

User Administration

v Groups |User Listing

Usemame  Role

LabDirector
Supervisor Administrator | [TAdmin

gﬁgidan LabDirector | LabDirector

Technician Technician

|ser

P Account
Role i St =Ra o= 408 123 4567

Password Email address

Corfirm = P i
Passwaord

Full name Enabled
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Table 6. User Administration view parameters

Parameter Description

Security Groups All permission levels defined in the TraceFinder application. For detailed descriptions of
user permissions, see “Choosing User Roles” on page 46.

User Listing

Username User login name.

Role Security group that defines user permissions.

Account Number

User account number.

Phone Number

User telephone number.

Email Address

User e-mail address.

Reset Password

Enables the Password and Confirm Password parameters so that you can change them.

Enabled Available or unavailable status for the user account.

User

Username Login name for the current user.

Role Security group that defines the current user’s permissions.
Password Login password for the current user.

Full Name The current user’s actual name.

Account Number

Optional account number for the current user.

Phone Number Optional telephone number for the current user.

Email Address E-mail address for the current user. Used to notify user of a randomly generated
password.

Enabled Allows or disallows access for this user. When this user is currently logged in, disallowing

takes effect after the user logs off.

Reset Password

Makes the password visible as a string of asterisks that you can select and change.

Icon Function

Add User

Enables the fields in the User area where you can enter information for a new user.

Remove User

Deletes all information for the selected user.

Edit User

Enables the User area where you can edit any of the parameters for the selected user.

Save Changes

Adds the new parameter values to the User Listing table and disables the parameters in
the User area.

EEEEE

Cancel Changes Discards all new or edited information.

Thermo Scientific
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Choosing User Roles

This section describes the responsibilities for five different user roles when user security is

enabled: LabDirector, ITAdmin, Supervisor, Technician, and QAQC.

IMPORTANT User roles are in effect only when user security is enabled. When user

security is not enabled, all users have access to all modes.

TraceFinder Mode Access

LabDirector

ITAdmin

46 TraceFinder User Guide

A laboratory director or an I'T administrator assigns you to a role that gives you access to
specific modes of the TraceFinder application. When you log in, the dashboard displays links

to only the modes that you can access.

Table 7. User roles and mode access

User role #:\::I‘:) dpment Acquisition  Analysis Configuration
LabDirector v v 4 4
ITAdmin v/
Supervisor v v/ v

Technician v v

QAQC v

In the LabDirector role, you review graphically applicable data and manipulate data, batches,
methods, and instruments.

A laboratory director is responsible for these tasks:

* Creating or editing methods for new levels of detection or adding new compounds to the
existing database

* Reviewing data from the mass spectrometer
* Running samples and reviewing data collected by others
* Reporting the data

* Understanding the results and giving final approval of the released data before archiving

In the ITAdmin role, you set security, manage users into roles, and manipulate the various
databases. You are responsible for adding compounds into the various compound databases.

An IT administrator is responsible for these tasks:
* Handling the databases
* Applying roles to users
* Understanding security, users, and groups

* Creating local users and network groups

Thermo Scientific
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Technician
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In the Supervisor role, you are responsible for setting up the instrument samples and using
previously built sequences and methods for processing and acquiring data. You also develop
and edit methods for processing and acquiring data, review the data, and distinguish between
the need to rerun samples or pass reports up to the lab manager for final review. On a daily
basis, you establish the priority for a list of samples to run and create the sequence of events.

A supervisor is responsible for these tasks:
* Submitting samples
* Creating and submitting batches
* Reporting the data to management

* Creating or editing methods for new levels of detection or adding new compounds to the
existing database

* Reviewing data from the mass spectrometer

* Understanding the results, who ran the batch, and who passed along the results before
giving intermediate approval and sending the data to management

* Modifying new compounds or adjusting methods for specific result sets

In the Technician role, you are responsible for setting up the instrument samples and using
previously built sequences and methods for processing and acquiring data. You also edit
existing methods for processing and acquiring data, review collected data, and distinguish
between the need to rerun samples or pass reports up to the supervisor. On a daily basis, you
are responsible for gathering the list of samples to run and creating the sequence of events.

A technician is responsible for these tasks:
* Submitting samples
* Creating and submitting batches
* Creating data to be reviewed by management

* Receiving instructions for new sets of samples for the TraceFinder application to analyze
after finishing the current analysis

* Reviewing data from the mass spectrometer

* Understanding the resulting data, making integration changes, and passing those changes
up for further approval
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QAQC

In the QAQC role, you review graphically applicable data and interpret the data, but you do
not manipulate the data.

A QAQC technician is responsible for these tasks:
* Reviewing data from the mass spectrometer

* Understanding the results and who ran and passed along the results before giving
intermediate approval and sending the data to management

* Receiving instructions for new sets of samples for the TraceFinder application to analyze
after finishing the current analysis

Note In the QAQC role, you have access only to the Analysis mode.
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Project Administration

When user security is enabled, users in the LabDirector or ITAdmin role can create and
manage projects and subprojects on fixed or network drives in the Project Administration
view of the Configuration mode.

This section includes the following topics:
* Working with Drives
* Working with Projects

< To open the Project Administration view

1. Click Configuration from the dashboard or the navigation pane.

ﬂ' Configuration

The Configuration navigation pane opens. See “Configuration mode navigation pane” on

page 38.
2. In the Configuration navigation pane, click Project Administration.

Project Administration b

The Project Administration view opens.

: Prﬁi;é ct Administration

Awvailable Drives
Default Show  Drive  Drive Type  Wolume Label  Total Capacity  Free Space i:uire
i v e OSDisk 46546 GE 36521 GB M
| | [« |T: Metwork Data Drive & 1023.99 GB 660.79 GB =
| | M |X Metwork Storage 1777.34 GB 110.46 GB ]|

- SubprojectA (7 batches)
W SubprojectB (3 batches)
=il Project?

B Subprojectd

By default, all projects are created under a main Projects folder on drive C:

C:\Thermo\TraceFinder\2.1\EFS\Projects
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Working with Drives

Drives can be any of the following:
* Fixed: Directly connected to your computer.

* Network: Either a remote box or a mapped drive. A shared folder that is mapped to a
drive letter might physically exist on your computer, but because it is mapped, it is
considered to be a Network drive.

* Removable: Temporary drives such as a 3.5-inch disk or a USB drive.

Follow these procedures:
* To choose a drive
* To change the default drive
* To hide a drive from the display
* To refresh the display

< To choose a drive
1. In the Available Drives area, click any drive other than the default C: drive.

If you have not created a Projects directory on this drive, you see this message:

Project Administration

* The selected drive (%) does not have a Projects directory.

Create Project Directory

2. Click Create Projects Directory.

The TraceFinder application adds a new Projects directory to the selected drive. To create
projects and subprojects on this drive, see “To create projects or subprojects” on page 52.
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< To change the default drive
Select the check box in the Default column.

You can set only fixed drives as the default drive. The default drive is the only drive that
you can use to acquire data.

Project Administation

Available Drives

Default Show Drive Drive Type Volume Label Total Capacity Free Space E?::uire
[ |C: | Fixed 0SDisk 46546 GB  |36520GB | [

O5Disk 446.11 GB [w]

1R

Metwaork Data Drive 8 | 102399 GB 660.79 GB [

vl
[w] |K'. |Netwu-rk |5tcrrage 177734 GB |11ﬂ.4ErGB i

% To hide a drive from the display

-

Clear the check box in the Show column.

The application does not list the hidden drive in the drive lists. You cannot hide the
default drive.

< To refresh the display
Right-click and choose Refresh from the shortcut menu.

The Available Drives table refreshes to show any drives that have changed (for example, if
you inserted a USB drive). You can now configure any new drives.
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Working with Projects
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When you create a batch, the application stores the data files, local method, and reports in a
project and subproject that you create in the C:\Thermo\TraceFinder\2. 1\EFS\Projects folder.

If you installed the TraceFinder example data, the main Projects folder includes an Example
project folder that contains subprojects with example batches that you can use to experiment.
To install the example data from the InstallShield Wizard, see the instructions “To install
example data” on page 11.

Follow these procedures:
* To create projects or subprojects
* To delete projects or subprojects
* To remove all empty folders

* To copy the folder hierarchy from another drive

< To create projects or subprojects
1. Select the top-level project.

You can select the main Projects folder and create a new project under it, or you can select
one of the existing projects and create a subproject under it.

When you select a project folder, the application enables the plus sign icon, d},

indicating that you can create a folder within the selected folder.

| S8 Frojects
L} .l Froject

Ml Project?
Ml Project3

_—

2. Click the plus sign.

The TraceFinder application creates a new, unnamed project folder under the selected
project.

3. While the new project is still highlighted, type a new name.

Project names are limited to 30 characters and can contain spaces and special characters,

except for the following special characters: \ /: *? " < > |

Note After you add a subproject to a project, you cannot rename the project.

4. To save the new name, press ENTER or click anywhere in the view.
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To delete projects or subprojects

. Select the project or subproject that you want to delete.

i = Projects
- J-| il Projectd
l Project?

il Project3
[l =28 Projectt,

You can delete projects that do not have subprojects. You can delete subprojects that do
not have batches. When the selected project or subproject is available for deletion, the
application enables the minus sign icon, -

. Click the minus sign, or right-click and choose Remove Project from the shortcut menu.

. At the prompt, click Yes to remove the selected project or subproject.

To remove all empty folders

. Select the project or subproject that contains empty folders.

. Right-click and choose Remove All Empty Child Folders from the shortcut menu.

A dialog box asks if you want to remove all empty folders.

. Click OK.

The application removes all folders that have no folders or files. There is no undo for this
command.
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To copy the folder hierarchy from another drive

. Select the top-level Projects directory in the Project Administration area.

When you copy the hierarchy from the drive ro your Projects folder, the application will
add new folders to the current hierarchy, but it will not remove folders.

. Right-click and choose Copy Folder Hierarchy from Drive from the shortcut menu.

. Choose a drive from the list of available drives.

Project Administration

Rename
Remowve selected

Remowve all empty child folders

Copy folder hierarchy from drive  »
=+l Project2

----- i Subprojectd

At the prompt, you must confirm that you want to create a folder hierarchy that matches
that of the specified drive.

Click OK.

To replicate the hierarchy from the specified drive, the application will add new folders to
the current hierarchy, but it will not remove folders.

IMPORTANT The Copy Folder Hierarchy from Drive command copies only the
project and subproject folders; it does not copy batches within the folders.
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Compound Datastore
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When user security is enabled, users in the LabDirector or ITAdmin role can manage
compound definitions in the current datastore in the Compound Datastore view.

This section includes the following topics:
* Opening and Saving a Datastore
* Adding Compounds, Quantitative Peaks, and Confirming lons to a Datastore

* Choosing Experiment Types

For a description of all the parameters in the Compound Datastore view, “Compound
Datastore view” on page 59.
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Opening and Saving a Datastore

You can use the default datastore or you can create your own datastore. The Compound
Datastore task pane is available only when the Compound Datastore feature is enabled. See
“Enabling Optional Features” on page 88.

Follow these procedures:
* To open the Compound Datastore editor
* To open a compound datastore
* To create a new compound datastore
* To save a datastore

* Tosavea datastore to a new name

% To open the Compound Datastore editor

1. Click Configuration from the dashboard or the navigation pane.

| Configuration

The Configuration navigation pane opens. See “Configuration mode navigation pane” on
page 38.

2. Click the Compound Datastore task pane.

Compound Datastore =

D Import Compounds
[J Mew Compound Datastore
ﬁ Load Compound Dakastore
H Save Compound Datastore

‘ H Save As Compound Datastore

Recent files

The current datastore opens in the Compound Datastore view. For a detailed list of all
parameters and functions in the Compound Datastore view, see “Compound Datastore
view” on page 59.

Compound Datastore

Select SRM
expenment types SIM
to display ¥IC
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< To open a compound datastore
1. Click Load Compound Datastore in the Compound Datastore task pane.

The Open Compound Datastore dialog box opens.

Select a Compound Datastore file to open

2. Double-click the name of the datastore that you want to open.

The selected datastore opens in the Compound Datastore view. See “Compound
Datastore view” on page 59.

% To create a new compound datastore
Click New Compound Datastore in the Compound Datastore task pane.
A new, empty datastore opens in the Compound Datastore view.

Compound Datastore

Select 5RM
expernment types SIM
to display ¥IC

_Compordtiame 7| Experiment Type W =|,_ Cotogory 7|, lorizafion ¥ 7|, Chemical Fomubo_+]

You can import a file of compounds into the new datastore (by following the instructions,
To import compounds), or you can manually add compounds one at a time (by following
the instructions, To add a compound to the datastore).

< To save a datastore
1. Click Save Compound Datastore in the Compound Datastore task pane.

The application stores the database as

...\Thermo\TraceFinder\2.1\EFS\Databases\filename.xml
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If the datastore contains any compounds that do not have associated quantitative peaks,
the Invalid Compound Datastore Not Saved dialog box opens, listing the compounds.

Compound Mame Emor
Compound MewCompound has no guan peaks

Continue

. To add a quantitative peak row to the listed compounds, click Continue.

The application returns you to the Compound Datastore view.

. Add quantitative peaks to the incomplete compounds before you save the datastore.

See “To add a quantitative peak to a compound” on page 64.

To save a datastore to a new name

. Click Save As Compound Datastore in the Compound Datastore task pane.

The Save Compound Datastore dialog box opens.

[ SweCompoundDotastore |

Compound Datastore

CcDs1
Defzult

Compound Datastore
name

CsD2

“overic B0k J Corol |

. Type a file name for the new compound datastore.

. Click OK.

The application stores the database as
...\Thermo\TraceFinder\2.1\EFS\Databases\filename.xml

Table 8. Save Compound Datastore dialog box parameters

Parameter Description

Compound Datastore ~ Lists the file name for the new datastore.

Name

Overwrite Overwrites the selected datastore.

OK Writes the new datastore to the Databases folder.

Cancel Closes the dialog box and makes no changes to the datastore.
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Figure 9. Compound Datastore view

Cnmpuunﬂ Datastore - C:‘\..Thermu\TraceFindér\Z.1‘\....\Databases\CD‘Slxnﬂ.

=8 ‘H}ﬂ p Caffeine®

Caffeing”

Compound Name = Precursor Mass = Product Mass 4=  Collision Energy = RT (min)

Compound Name =

Select SRM
expenment types <M
to display XIC

SEM Nu:no—-

Precursor Mass = Product Mass 4=  Collision Energy =
155.00 110.00 30.00

Table 9. Compound Datastore view parameters (Sheet 1 of 3)

Parameter

Function icons

Description

Adds a new compound row.

Removes the selected row and all quantitative peak and confirming ion rows within it.

Adds a new quantitative peak row to the compound. Each compound requires at least one
quantitative peak.

Removes the selected row and all confirming ion rows within it.

Adds a new confirming ion row to the quantitative peak.

Removes the selected confirming ion row.

Select Experiment Types
To Display

Specifies one of these experiment types that each use a different structure for the mass
filter. See “Choosing Experiment Types” on page 66.

* SRM: Selected Reaction Monitoring

* XIC: Extracted Ion Chromatogram

* SIM: Single Ion Monitoring

Compound parameters

Compound Name

Alphanumeric name assigned to the compound.

Experiment Type

Experiment type: SRM, XIC, or SIM.

Category

(Optional) Alphanumeric identifier.
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Table 9. Compound Datastore view parameters (Sheet 2 of 3)
Parameter Description

Ionization (Optional) Alphanumeric identifier.
Valid values: None, ESI, APCI, EI, CI, or APPI
Default: None

Chemical Formula (Optional) Alphanumeric chemical identifier.

Quantitative peak parameters

Precursor Mass The mass-to-charge ratio (7/z) of a precursor ion. The location of the center of a target
precursor-ion peak in mass-to-charge ratio units.
In confirming ion rows, the precursor mass is a noneditable copy of the quantitative peak
precursor mass.
Available only for SRM experiments.
Default: 0.0
Range: 10.000 to 2999.999

Product Mass The mass-to-charge ratio of the quantitation ion. The location of the center of a target
quan-ion peak in mass-to-charge ratio (72/z) units.
Available only for SRM experiments.
Default: 0.0
Range: 10.000 to 2999.999

Mass The mass-to-charge ratio of the quantitation ion. The location of the center of a target
quan-ion peak in mass-to-charge ratio (72/z) units.
Available only for XIC and SIM experiments.
Default: 0.0
Range: 10.000 to 2999.999

Collision Energy The energy used when ions collide with the collision gas.
Available only for SRM experiments.
Range: —250.00 to 250.00

RT (min) Retention time. The application uses RT and Window values to determine the start and
stop time for the acquisition.
Range: 0.00 to 999.00
Start time = RT — (Window/2)
Stop time = RT + (Window/2)
Start and stop range: 0.00 to 999.00

Window (sec) The application uses RT and Window values to determine the start and stop time for the
acquisition.
Range: 0.00 to 499.50
Start time = RT — (Window/2)
Stop time = RT + (Window/2)
Start and stop range: 0.00 to 999.00

Polarity + (positive) or — (negative)

Lens (Optional) Range: —400 to 400
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Table 9. Compound Datastore view parameters (Sheet 3 of 3)

Parameter

Energy Ramp

Description

(Optional)
Available only for SRM experiments.
Range: 0.00 to 200.00

Confirming ion parameters

Precursor Mass

The mass-to-charge ratio of a precursor ion. The location of the center of a target
precursor-ion peak in mass-to-charge ratio (72/z) units.

Available as a noneditible field only for SRM experiments.

Default: 0.0

Range: 10.000 to 2999.999

Product Mass

The mass-to-charge ratio of the quantitation ion. The location of the center of a target
quan-ion peak in mass-to-charge ratio (72/z) units.

Available only for SRM experiments.

Default: 0.0

Range: 10.000 to 2999.999

Mass

The mass-to-charge ratio of the quantitation ion. The location of the center of a target
quan-ion peak in mass-to-charge ratio (72/z) units.

Available only for XIC and SIM experiments.

Default: 0.0

Range: 10.000 to 2999.999

Collision Energy

The energy used when ions collide with the collision gas.
Available only for SRM experiments.
Range: —250.00 to 250.00
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Adding Compounds, Quantitative Peaks, and Confirming lons to a Datastore

E- 3

=

=

In the Compound Datastore view, you can import compounds into the datastore, add or

remove compounds from the datastore, add quantitative peaks and confirming ions to a

compound, or remove quantitative peaks or confirming ions from a compound.

Follow these procedures:

* To import compounds

* To add a compound to the datastore

* To remove a compound

* To add a quantitative peak to a compound

* To remove a quantitative peak

* To add a confirming ion to a quantitative peak

* To remove a confirming ion

< To import compounds

1. Click Import Compounds in the Compound Datastore task pane.

2. Browse to a .csv or .xml compounds file and click Open.

The TraceFinder application imports the compounds from the imported file, adds them
to any compounds already in the datastore, and alphabetically sorts them.

When the application imports a compound that contains multiple quantitative peaks and

confirming ions, it lists all the peaks under a single compound name, as in this example

for Monuron:

b oruron
b onuran
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200.03
200.09

2105
4112

16.00
16.00

Compound Hame 8 EspenmentType 578 Cateqony i lonization R Ck
kaniron SRk Clazz 1 ESI
Compound Mame 48 Precurzor Masz 8 Froduct Mazzs  += Callizion Energy
b onLaran 193.09 46,182 16.00 B0
Compound Hame -~ Precurzor Mazz & Product Mazs Collizion Energy
b orran 1959.09 2105 16.00
b anuran 195.09 74104 16.00
Compound Hame & Precurzor Mazz & Product Mazs Collizion Energy
% [Ty 200.09 46,182 16.00 .00
Compound Mame ~ R Frecurzor Mazz & Froduct Mazz = Collizion Energy 42
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To add a compound to the datastore

-ne

A

. Click the Add Compound icon, |¥§@], or right-click the compounds list

and choose Add Compound from the shortcut menu.

The application adds a new, empty compound row to the end of the compounds table.
Zeranol_neg® SRM MNone

SRM Maone

B 679
G- 680"

. Click the first table cell, and type the required Compound Name parameter.

. (Optional) Change the value for the Experiment Type.

The default is SRM. For descriptions of available experiment types, see “Choosing
Experiment Types” on page 66.

After you add a quantitative peak to the compound, you cannot change the experiment
type, even if you cancel the quantitative peak.

. (Optional) Type a value or select a value from the Category list.

You can use any alphanumeric string. After you type a new Category value, that value is
available from the list.

. (Optional) Change the values for Ionization.

The default is None.

. (Optional) Type a value for the Chemical Formula.

You can use any alphanumeric string.

Each compound requires at least one quantitative peak.

. Click the Remove Compound icon,

To remove a compound

. Select the compound row that you want to delete.

) .{:] , or right-click

and choose Remove Compound from the shortcut menu.
If you are sure you want to delete the selected row, at the prompt, click OK.

The application removes the selected row and all quantitative peak and confirming ion
rows within it.

Tip If you add a row of compound information and do not complete all the column
required values, you can right-click and choose Cancel to remove the entire row. You
can cancel only an incomplete compound row.
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. Select the compound.

. Click the Add Quan Peak icon,

To add a quantitative peak to a compound

, or right-click

and choose Add Quan Peak from the shortcut menu.

The application adds a new quantitative peak row to the compound. A quantitative peak
includes quantitative values for the compound. Each compound requires at least one
quantitative peak.

EI gan  NewCompound SEM MNone

: Compound Name  Precursor Mass  Product Mass  Collision Energy
SR NewCompound ! : : :

Quantitative peak row

. Enter all required parameters.

For a list of required and optional parameters, see the list of “Compound Datastore view
parameters’ on page 59.

Tip You cannot add another new compound or save the compound datastore until
you enter all required quantitative peak parameters or remove incomplete quantitative
peaks from the compound.

. Repeat steps 2 through 3 to add as many as six quantitative peaks to the compound.

To remove a quantitative peak

. Select the row of the quantitative peak that you want to delete.

S

. Click the Remove Quan Peak icon, 3, or right-click

and choose Remove Quan Peak from the shortcut menu.
If you are sure you want to delete the selected row, at the prompg, click OK.

The application removes the selected row and all confirming ion rows within it.

Tip If you add a row of quantitative peak information and do not complete all the
required values, you can right-click and choose Cancel to remove the entire row. You
can cancel only incomplete quantitative peak rows.
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1. Click the Add Confirming Ion icon, Q!’
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To add a confirming ion to a quantitative peak

, or right-click the quantitative peak row

and choose Add Confirming Ion from the shortcut menu.

The application adds a new confirming ion row to the quantitative peak. A confirming
ion includes a mass value.

- ggp  NewCompound SEM None

Compound Name Precursor Mass Product Mass  Collision Energy ~ RT (min)
&5 NewCompound 111.00 111.00 1.00 1.000

Compound Mame  Precursor Mass  Product Mass  Collision Energy

MNewCompound

Confirming ion row

. Type the required column values for the confirming ion.

The required confirming ion values differ for each experiment type. See “Choosing
Experiment Types” on page 66.

. Repeat steps 1 through 2 to add as many as 10 confirming ions to the quantitative peak.

To remove a confirming ion

. Select the confirming ion row that you want to delete.

Q.4

. Click the Remove Confirming Ion icon, (], or right-click

and choose Remove Confirming Ion from the shortcut menu.

. If you are sure you want to delete the selected row, at the prompt, click OK.

The application removes the selected confirming ion row.

Tip If you add a row of confirming ion information and do not complete all the
required values, you can right-click and choose Cancel to remove the entire row. You
can cancel only incomplete confirming ion rows.

To filter a list

Click the funnel icon, ?, in the column header.

For each column, the application displays filterable criteria (compound names,
experiment types, categories, or ionization methods) in a list. In all lists, you can choose
to view all criteria or a specific type of criterion for that column.
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Choosing Experiment Types

The TraceFinder application uses three experiment types: SRM, XIC, and SIM.

A compound datastore can include multiple experiment types for a single compound;

however, each compound name and experiment type combination must be unique.

SRM: Selected Reaction Monitoring

The SRM experiment type supports triple quadrupole LC/MS. The mass filter includes

precursor mass and narrow mass ranges to identify product masses. Imported compounds

with no experiment type are treated as SRM data.

Confirming ions include values for product mass, collision energy, and a noneditable

precursor mass.

Compound Mame -l=| Experiment T ype V-Fll Categom Y-Fll |onization V-Fll Chemical Formula -Fll

1 MNewCompound2 SEM Maone
Compound Mame Precurzor Mass 8 Product Mass B Collizion Energy 8 RT [min) +  Window [sec] 4 Polaity 8 Lens 8 Energy Ramp &
MewCompound2 +
Compound Mame Precursor Mazz & Product Mazz 8 Collision Energy &
MemCompound2

XIC: Extracted lon Chromatogram

The mass filter is a single, full scan which is post-processed to extract a peak for the ions of

interest.

Confirming ions include a single mass value.

Compound Hame -l=l| ExperimentType 7-I=l| Categom 7-I=l| lonization w8 Chemical Formula &
1 MNewCompound3 =T Mare
Compound Hame & Maszs = RT [min) = Window [zec] & Folarity =
MHewCompaund3
Compound Mame & i azz A
HewCompound3

SIM: Single lon Monitoring

Lens -

The SIM experiment type supports single quadrupole LC/MS and Exactive™ systems. The

mass filter includes narrow mass ranges to identify product masses.

Confirming ions include a single mass value.

Compound Hame -=l| ExperimentType ?-i:ll Categony ?-i:ll |onization ?-i:ll Chemical Formula &
1 MNewCormpound? SiM MNane
Cormpaound Marme +H i azz A RT [min] A Wwindow [sec]  H Palarity A
MewCompound] +
Compound Mame & Maszs =
MewCompound]
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Application Configuration

When user security is enabled, users in the LabDirector or ITAdmin role can enable features

such as available reports, user security, compound datastore, reporting defaults, multiplexing,
detection algorithms, and target screening. You can also choose the reports that are available

to users, the application defaults, and the defaults used for peak detection.

This section includes the following tasks:
* Specifying the Reports Configuration
* Specifying Configuration Defaults
* Specifying Detection Parameters

* Enabling Optional Features

< To open the Application Configuration view

1. Click Configuration from the dashboard or the navigation pane.

The Configuration navigation pane opens. See “Configuration mode navigation pane” on
page 38.

2. Click Application Configuration.

The Application Configuration view opens.

Application Configuration

Table 10. Application Configuration pages

Page

Reports See “Specifying the Reports Configuration.”
Defaults See “Specifying Configuration Defaults” on page 73.
Detection See “Specifying Detection Parameters” on page 76.
Optional Features See “Enabling Optional Features” on page 88.

3. In the Application Configuration list, click the type of information that you want to
configure.
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Specifying the Reports Configuration
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When user security is enabled, users in the LabDirector or ITAdmin role can configure a list
of reports that are available to all users when they generate reports from the Method
Development, Analysis, and Acquisition modes. From the Reports page, you can configure
the standard, custom, or target screening reports.

Example PDF files of report formats are located in the following folder:
C:\Thermo\TraceFinder\2.1\EFS\ExampleReports
Follow these procedures:
* To open the Reports page
* To specify which reports are available

* To import new reports

< To open the Reports page

In the Application Configuration view, click Reports.

Reports

D efaults

D etection
Cptional Features

The Reports page of the Application Configuration view opens. For a list of reports, see
“Reports” on page 70.

< To specify which reports are available
1. Use the directional arrows to move reports from the Installed Reports pane to the
Displayed Reports pane.
Tip Use the CTRL or SHIFT keys to select multiple reports.

In the Method Development, Analysis, and Acquisition modes, users can access all
reports in the Displayed Reports pane.

2. To create a single composite report for an entire batch (rather than a separate report for
each sample), select the Batch Level check box for the report.

Rather than creating separate reports for each sample, the application uses a composite of
the data from all the samples to create a single report for the entire batch. Batch-level
reports are prepended with a B to differentiate them.

Note Only reports that can aggregate data at the batch level have the Batch Level
check box enabled. By default, the application selects the Batch Level feature for all
these reports.
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3. Do one of the following:

Apply the current selections as follows:

a. Click Apply.

A message prompts you to restart the TraceFinder application so that a user can access
the reports you selected for the Method Development, Analysis, and Acquisition
modes.

b. To restart the TraceFinder application now, click Yes, or to remain on the Reports
page, click No.

—Or—

To return the report selections to their original state (when you first opened this page),

click Undo Changes.

< To import new reports
1. Click Import.

2. In the browser, locate a Crystal Reports .dll or Custom Reports .xltm file and open the

file.

The application writes the imported report to the TraceFinder installation directory and
displays the new report in the Installed Reports pane.
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Reports

The application uses the following standard, custom, and target screening reports (see

Figure 10, Figure 11, and Figure 12, respectively). For descriptions of the parameters on the

Reports page, see “Reports page parameters” on page 72.

Figure 10. Reports page showing standard reports

Batch Report

Batch Report Revl

Standard

Blank Report

Standard

Breakdown Report

Standard

Calibration Report

Standard

Check Standard Report

Standard

Chromatogram Report

Standard

Compound Calibration Report

Standard

Compound Calibration Report - Altern...

Standard

Confirmation Report

Standard

Confirmation Report 2

Standard

High Density Calibration Report

Standard

High Density Internal Standard Report

Standard

High Density Internal Standard Report L...

Standard

High Density Sample Report 1

Standard

High Density Sample Report1 Long

Standard

High Density Sample Report 2

Standard

High Density Sample Report 2 Long

Standard

High Density Sample Report 3

Standard

High Density Sample Report 3 Long

Standard

Internal Standard Summary Report

Standard

Ion Ratio Failure Report

Standard

LCSLCSD Report

Standard

Manual Integration Report

Standard

Method Detection Limit Report

Standard

Method Report

Standard

Method Validation Report

Standard

MSMSD Report

Standard

Quantitation Report

Standard

Quantitation Report - 2

Standard

Solvent Blank Report

Standard

Surrogate Recovery Report

Standard

TIC Report

Standard

TIC Summary Report

Standard

Tune Report

Standard
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Figure 11. Reports page showing custom reports

Batch Level

AltCalibrationReport

Alternate BatchReport
Alternate CalibrationReport

Alternate ConfirmationReport
Alternate MatrixSpikeReport
Alternate SampleReport

Alternate SummaryReport

BatchReport

BlankReport
CalibrationDensityReport
CalibrationReport
CheckStandardReport

CompoundCalibrationReport

ConfirmationReport

ConfirmationReport2
HighDensitySampleReportl Long
HighDensitySampleReport?Long
HighDensitySampleReport3Long
HighDensitySampleReportd
HighDensitySampleReports
QuantitationReport

Figure 12. Reports page showing target screening reports

Displayed

. Eliﬂ 3
Type Marne Type Batch Level

Target Screening Summary Report | TargetScreening
Target Screening Long Report TargetScreening -

e [ s |

Note Target screening reports are available only when you install the ToxID software and
enable the target screening features. See “Enabling Optional Features” on page 88.
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Table 11. Reports page parameters

Parameter Description

Installed Reports All reports listed in this pane are potentially available but are not
selected for use in the application.

Displayed Reports All reports listed in this pane are selected for use in the
application.

>> Moves all reports from the Installed Reports list to the Displayed
Reports list.

> Moves the selected reports from the Installed Reports list to the
Displayed Reports list.

< Moves the selected reports from the Displayed Reports list to the
Installed Reports list.

<< Moves all reports from the Displayed Reports list to the Installed
Reports list.

Import Opens a browser where you can select a report file to add to the
Installed Reports list.

Undo Changes Returns the report selections to their original state (when you
first opened this page).

Apply Applies the current selections, and prompts you to restart the

TraceFinder application so that a user can access the reports you
selected for the Method Development, Analysis, and Acquisition
modes.
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Specifying Configuration Defaults

Use the Application Configuration view of the Configuration mode to specify the default
laboratory and instrument names, the displayed mass precision, and the intensity scale to use
for reporting. When user security is enabled, only users in the LabDirector or ITAdmin role
can access these features.
Follow these procedures:

* To open the Application Defaults page

* To specify a default laboratory name and instrument name

* To specify default mass precision and the intensity scale

< To open the Application Defaults page

In the Application Configuration view, click Defaults.

Application Configuration

Reports

D efaults

D etection
Optional Features

The Application Defaults page of the Application Configuration view opens.

Application Defaults
Lab name

Default Laboratory

Instrument name

Thermao Scientific Instrument

Display mass precision

Chromatogram Intensity Scale

Relative -
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< To specify a default laboratory name and instrument name
1. Type the name of your laboratory in the Lab Name box.

When you create a method, the application uses this default laboratory name for the
Laboratory Name value on the General page of the Master Method View. The application
uses this laboratory name in the report headings.

The application does not apply this default laboratory name to previously created
methods. By default, the laboratory name is Default Laboratory.

2. Type the name of your instrument in the Instrument Name box.

When you create a batch, the application uses this default instrument name for the
Instrument Name value. The application uses this instrument name in the report
headings.

3. In the Application Configuration view, click Apply.

The application does not apply this default instrument name to previously created
batches. By default, the instrument name is Thermo Scientific Instrument.

4. Click Yes.

< To specify default mass precision and the intensity scale

1. In the Display Mass Precision box, set the mass precision decimal places value to an
integer from 2 to 6, inclusive.

The default number of digits to display is 2. The TraceFinder application uses this mass
precision value to display mass values in the following locations:
* Reports:
—  Blank Report
—  Confirmation Report (data spectra, library spectra, quantitation ion display, and
qualitative ion display)
- All High Density reports (m/z values)
— lon Ratio Failure Report (quantitation ion and qualitative ion)
— Manual Integration Report (7/z value)
—  Qualitative Summary Report (all 7/z values)
— Quantitation Report (Qlon)
¢ All peaks on the Detection pages in the Method Development mode
* The spectrum display in the Analysis mode

* The spectrum display in the Method Forge dialog box

IMPORTANT When you create a method using a raw data file, the application reads
the filter precision value from the raw data file to create scan filters; however, the

Tracefinder application uses the Display Mass Precision value when showing masses
that are not embedded within filter strings and masses that are displayed on spectral

plots.
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2. Select Relative or Absolute from the Chromatogram Intensity Scale list.

This sets the default display type for both quantitation and qualitative chromatograms
displayed in data review and reports.

3. In the Application Configuration view, click Apply.
4. Click Yes.
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Specifying Detection Parameters
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When user security is enabled, users in the LabDirector or ITAdmin role can specify detection
parameters for the Genesis, ICIS, or Avalon detection algorithms. Use the Peak Detection
Defaults page to specify a peak detection algorithm and its options and to determine the area
under a curve.
This section includes procedures for specifying the following detection algorithms:

* Genesis Detection Method

¢ ICIS Detection Method
¢ Avalon Detection Method

< To specify common detection parameters
1. In the Application Configuration view, click Detection.
The Peak Detection Defaults page opens. See “Common peak detection areas.”
2. In the Detector Type list, select a detector type.

3. In the Mass Tolerance area, do the following:
a.  Select the unit of measure that you want to use.

b. In the Value box, specify the number of millimass units or parts per million to use as
the upper limit.

The application applies this mass tolerance to the extracted chromatograms. The default
is 500 MMU.
4. In the Retention Time area, do the following:

a. In the Window box, specify the width of the window (in seconds) to indicate how far
around the expected retention time the system will look for a peak apex.

b. In the View Width box, specify the viewable size (in minutes) of the ion
chromatogram display.
5. In the Ton Ratio Parameters area, do the following:

a. In the Window Type box, select Absolute or Relative as the calculation approach for
determining the acceptable ion ratio range.

b. In the Window (+/-%) box, select the acceptable ion ratio range.
c. In the Ion Coelution box, select the maximum difference in retention time between a

confirming ion peak and the quantification ion peak.

6. In the Peak Detection Parameters area, select one of the detection algorithms: Genesis,

ICIS, or Avalon.

Peak Detection Parameters
B, ——
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Figure 13. Common peak detection areas

Peak Detection Defaults

Detector Type

Maszs Tolerance

Units:

Retention Time

Window (sec):

View width (min):

o MMU @ PPM

Ion Ratio Parameters

Window type:

Window [+

Ion coelution (rmin):

Table 12. Common peak detection parameters

Parameter

Detector Type

Description

Reserved for future releases.

Mass Tolerance

Units

¢ (Default) MMU (millimass units)

MMU is a static calculation to the extracted mass.

* PPM (parts per million)
PPM is a variable calculation dependent on the actual mass. The smaller the mass, the
narrower the tolerance range. The larger the mass, the wider the tolerance range.

Value

Upper limit of MMU or PPM.
Default: 500
Range: 0.1 through 50 000

Retention Time

Window (sec)

Width of the window (in seconds) to indicate how far around the expected retention time
the system will look for a peak apex.

View Width (min)

Viewable size (in minutes) of the ion chromatogram display. Changing the view width does
not affect the process of peak detection; the TraceFinder application uses it only for
graphical display.

Ion Ratio Parameters

Window Type

The absolute or relative calculation approach for determining the acceptable ion ratio range.

Window (+/-%)

The acceptable ion ratio range.

Ion Coelution (min)

The maximum difference in retention time between a confirming ion peak and the
quantification ion peak.
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Genesis Detection Method

The TraceFinder application provides the Genesis peak detection algorithm for backward

compatibility with Xcalibur 1.0 studies.

Figure 14. Genesis peak detection page

Peak Detection Parameters
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Detection meth
Smoothing:

S/M threshold:
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Report noise as:

Expected width (sec):

Peak height
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I
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!I

]
=
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5
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Ap| D)

t (5™

!
(D

Peak 5/M cutoff:

cans

Peak To Peak -

IA

Table 13. Genesis peak detection page parameters (Sheet 1 of 3)

Parameter Description
Sensitivity Specifies the Genesis peak detection algorithm.
Detection Method Highest peak: Uses the highest peak in the chromatogram for component identification.

Nearest RT: Uses the peak with the nearest retention time in the chromatogram for

component iden

tification.
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Table 13. Genesis peak detection page parameters (Sheet 2 of 3)

Parameter Description

Smoothing Determines the degree of data smoothing to be performed on the active component peak
prior to peak detection and integration. The ICIS peak detection algorithm uses this value.
Default: 1
Range: Any odd integer from 1 through 15 points

S/N threshold Current signal-to-noise threshold for peak integration. Peaks with signal-to-noise values less
than this value are not integrated. Peaks with signal-to-noise values greater than this value
are integrated.
Range: 0.0 to 999.0

Enable Valley Uses the valley detection approximation method to detect unresolved peaks. This method

Detection drops a vertical line from the apex of the valley between unresolved peaks to the baseline.

The intersection of the vertical line and the baseline defines the end of the first peak and the
beginning of the second peak.

Expected Width (sec)

The expected peak width parameter (in seconds). This parameter controls the minimum
width that a peak is expected to have if valley detection is enabled.

With valley detection enabled, any valley points nearer than the expected width/2 to the top
of the peak are ignored. If a valley point is found outside the expected peak width, the
TraceFinder application terminates the peak at that point. The application always terminates
a peak when the signal reaches the baseline, independent of the value set for the expected
peak width.

Range: 0.0 to 999.0

Constrain Peak Width ~ Constrains the peak width of a component during peak integration of a chromatogram. You
can then set values that control when peak integration is turned on and off by specifying a
threshold and a tailing factor. Selecting the Constrain Peak Width check box enables the
Peak Height (%) and Tailing Factor options.

Peak Height (%) A signal must be above the baseline percentage of the total peak height (100%) before

integration is turned on or off. This text box is active only when you select the Constrain
Peak Width check box.
Range: 0.0 to 100.0%

Tailing Factor

A factor that controls how the TraceFinder application integrates the tail of a peak. This
factor is the maximum ratio of the trailing edge to the leading side of a constrained peak.
This text box is active only when you select the Constrain the Peak Width check box.
Range: 0.5 through 9.0

Min Peak Height (S/N)

For the valley detection approximation method to use the Nearest RT Peak Identification
criteria, this peak signal-to-noise value must be equaled or exceeded. For component
identification purposes, the TraceFinder application ignores all chromatogram peaks that
have signal-to-noise values that are less than the S/N Threshold value.

Range: 0.0 (all peaks) through 999.0

Thermo Scientific
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Table 13. Genesis peak detection page parameters (Sheet 3 of 3)

Parameter

Peak S/N Cutoff

Description

The peak edge is set to values below this signal-to-noise ratio.

This test assumes it has found an edge of a peak when the baseline adjusted height of the
edge is less than the ratio of the baseline adjusted apex height and the peak S/N cutoff ratio.

When the S/N at the apex is 500 and the peak S/N cutoff value is 200, the TraceFinder
application defines the right and left edges of the peak when the S/N reaches a value less
than 200.

Range: 50.0 to 10000.0

Valley Rise (%)

The peak trace can rise above the baseline by this percentage after passing through a
minimum (before or after the peak). This criteria is useful for integrating peaks with long
tails.

This method drops a vertical line from the apex of the valley between unresolved peaks to
the baseline. The intersection of the vertical line and the baseline defines the end of the first
peak and the beginning of the second peak.

When the trace exceeds rise percentage, the TraceFinder application applies valley detection
peak integration criteria. This test is applied to both the left and right edges of the peak.
Range: 0.1 to 500.0

Valley S/N

Specifies a value to evaluate the valley bottom. Using this parameter ensures that the
surrounding measurements are higher.

Default: 2.0

Range: 1.0 to 100.0

# Background Scans

Number of background scans performed by the TraceFinder application.

Report Noise As Determines if the noise used in calculating S/N values is calculated using an RMS
calculation or peak-to-peak resolution threshold. Options are RMS or Peak to Peak.
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The ICIS peak detection algorithm is designed for MS data and has superior peak detection

efficiency at low MS signal levels.

Figure 15. ICIS peak detection page

Peak Detection Parameters
Sensitivity:
Detection method:
Smoothing:
Area noise factor:
Peak noise factor:
Baseline window:
Constrain peak width
Peak height (%5):
Tailing factor:
Min peak height (5/M):
Moise method:
Min peak width:
Multiplet resolution:
Area tail extension:
Area scan window:
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Table 14. ICIS peak detection page parameters (Sheet 1 of 3)

Parameter Description

Sensitivity Specifies the ICIS peak detection algorithm.

Detection Method Highest peak: Uses the highest peak in the chromatogram for component identification.
Nearest RT: Uses the peak with the nearest retention time in the chromatogram for
component identification.

Smoothing Determines the degree of data smoothing to be performed on the active component peak

prior to peak detection and integration. The ICIS peak detection algorithm uses this value.

Range: Any odd integer from 1 through 15 points

Default: 1
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Table 14. ICIS peak detection page parameters (Sheet 2 of 3)

Parameter

Area Noise Factor

Description

The noise level multiplier used to determine the peak edge after the location of the possible
peak. The ICIS peak detection algorithm uses this value.

Range: 1 through 500
Default: 5

Peak Noise Factor

The noise level multiplier used to determine the potential peak signal threshold. The ICIS
peak detection algorithm uses this value.

Range: 1 through 1000
Default: 10

Baseline Window

The TraceFinder application looks for a local minima over this number of scans. The ICIS
peak detection algorithm uses this value.

Range: 1 through 500
Default: 40

Constrain Peak Width

Constrains the peak width of a component during peak integration of a chromatogram. You
can then set values that control when peak integration is turned on and off by specifying a
peak height threshold and a tailing factor. Selecting the Constrain Peak Width check box
enables the Peak Height (%) and Tailing Factor options.

Peak Height (%)

A signal must be above the baseline percentage of the total peak height (100%) before
integration is turned on or off. This text box is active only when you select the Constrain

Peak Width check box.

Range: 0.0 to 100.0%

Tailing Factor

A factor that controls how the TraceFinder application integrates the tail of a peak. This
factor is the maximum ratio of the trailing edge to the leading side of a constrained peak.
This text box is active only when you select the Constrain the Peak Width check box.

Range: 0.5 through 9.0

Min Peak Height (S/N)

For the valley detection approximation method to use the Nearest RT Peak Identification
criteria, this peak signal-to-noise value must be equaled or exceeded. For component
identification purposes, the TraceFinder application ignores all chromatogram peaks that
have signal-to-noise values that are less than the S/N Threshold value.

Range: 0.0 (all peaks) through 999.0

Noise Method

The options are INCOS or Repetitive.
INCOS: Uses a single pass algorithm to determine the noise level. The ICIS peak detection

algorithm uses this value.

Repetitive: Uses a multiple pass algorithm to determine the noise level. The ICIS peak
detection algorithm uses this value. In general, this algorithm is more accurate in analyzing
the noise than the INCOS Noise algorithm, but the analysis takes longer.
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Table 14. ICIS peak detection page parameters (Sheet 3 of 3)

Parameter

Min Peak Width

Description

The minimum number of scans required in a peak. The ICIS peak detection algorithm uses
this value.

Range: 0 to 100 scans
Default: 3

Multiplet Resolution

The minimum separation in scans between the apexes of two potential peaks. This is a
criteria to determine if two peaks are resolved. The ICIS peak detection algorithm uses this
value.

Range: 1 to 500 scans
Default: 10

Area Tail Extension

The number of scans past the peak endpoint to use in averaging the intensity. The ICIS
peak detection algorithm uses this value.

Range: 0 to 100 scans
Default: 5

Area Scan Window

The number of allowable scans on each side of the peak apex. A zero value defines all scans
(peak-start to peak-end) to be included in the area integration.

Range: 0 to 100 scans
Default: 0

RMS

Specifies that the TraceFinder application calculate noise as RMS. By default, the
application uses Peak To Peak for the noise calculation. RMS is automatically selected if you
manually determine the noise region.
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Avalon Detection Method

The Avalon peak detection algorithm is designed for UV data. The Avalon peak detection
algorithm also supports negative peaks. You can edit the Event values from the “Avalon Event
List.”

Figure 16. Avalon peak detection page

Peak Detection Parameters

Detection methaod: Mearest RT -

Smoothing:

Time Ewvent

Initial Start Threshold
Initial End Threshold
Initial Area Threshold
Initial P-P Threshold
Initial Bunch Factor

Initial Megative Peaks

Initial Tension

Table 15. Avalon peak detection page parameters

Parameter Description
Sensitivity Specifies the Avalon peak detection algorichm.
Detection Method Highest peak: Uses the highest peak in the chromatogram for component identification.

Nearest RT: Uses the peak with the nearest retention time in the chromatogram for
component identification.

Smoothing Determines the degree of data smoothing to be performed on the active component peak
prior to peak detection and integration. The ICIS peak detection algorithm uses this value.
Default: 1

Range: Any odd integer from 1 through 15 points

Time/Event/Value Displays the events specified in the Avalon Event List dialog box. Initially displays only the
default events that cannot be edited or deleted.

Edit Opens the Avalon Event List dialog box where you can edit the Time/Event/Value
parameters. See “Avalon Event List.”
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Avalon Event List

The event list includes both user-defined and noneditable default events. The application
displays the default events when you choose Avalon sensitivity. You cannot delete these events
or change their time or values. For a detailed list of events and value ranges, see Event types.

Figure 17. Avalon Event List dialog box

Awvalon Event List =
Time Event Value
Initial Start Threshald 10000.000
inital End Threshold 10000.000 E—
Initial Area Thresheld 10000.000
S -
Initial P-P Threshold 1.000 nt"t Ej“’::
Intial Bunch Factor 1.000 o
Initial MNegative Peaks Cff Afrea Threshald
Inttial Tension 1.000 P-P Threshald
Megative Peaks
Bunch Factor
Tension
Time (Min): Event: Walue: Tangent Skim
0.000 Start Threshold - 10000.000 Shoulders 08
Force Cluster On
Force Cluster Cff
[ Add ] [ Delete ] [ Change ] [ Cancel ] [ Apply ] Disable Cluster On
Disable Cluster Cff
Table 16. Avalon Event List dialog box parameters
Parameter Description
Time (Min) Specifies the start time of the event.
Event Specifies the type of event. For a detailed list of events and value
ranges, see “Event types.”
Value Specifies the value of the event.
Add Adds a new event to the list with the current Time/Event/Value
parameters.
Delete Removes the selected Time/Event/Value parameter from the event
list.
Change Applies the current parameter values.
Cancel Closes the dialog box without making any changes. Any additions,

deletions, or changes revert to their original state.

Apply Closes the dialog box.
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Figure 18. Event types

Event:
Start Threshald -

Start Threshold
End Threshold
Area Threshold
P-P Threshold
MNegative Peaks
Bunch Factor
Tension

Tangert Skim
Shoulders On
Shoulders Off
Force Cluster On
Force Cluster Off
Disable Cluster On
Disable Cluster Cff

Table 17. Event type descriptions (Sheet 1 of 2)

Event type Description

Start Threshold Specifies the threshold at the start of a peak. The Start Threshold is
directly related to the RMS noise in the chromatogram.
Range: 0 to 999999 999

End Threshold Specifies the threshold at the end of a peak. The End Threshold is
directly related to the RMS noise in the chromatogram.
Range: 0 t0 999 999 999

Area Threshold Controls the area cutoff. Any peaks with a final area less than the area
threshold will not be detected. This control is in units of area for the
data.

Range: 0 t0 999 999 999

P-P Threshold The peak-to-peak resolution threshold controls how much peak
overlap must be present before two or more adjacent peaks create a
peak cluster. Peak clusters have a baseline drop instead of
valley-to-valley baselines. Specified as a percent of peak height
overlap.

Range: 0.1 to 99.99

Negative Peaks Permits detection of a negative going peak. Automatically resets after
finding a negative peak.

Valid values: On or Off

Bunch Factor Specifies the number of points grouped together during peak
detection. This event controls the bunching of chromatographic
points during integration and does not affect the final area
calculation of the peak. A high bunch factor groups peaks into
clusters.

Range: 0 to 999
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Table 17. Event type descriptions (Sheet 2 of 2)

Event type

Tension

Description

Controls how closely the baseline should follow the overall shape of
the chromatogram. A lower tension traces the baseline to more
closely follow changes in the chromatogram. A high baseline tension
follows the baseline less closely, over longer time intervals.

Range: 0 t0 999.99 minutes

Tangent Skim

Using this event, you can tangent skim any peak clusters. By default,
it chooses the tallest peak in a cluster as the parent. You can also
identify which peak in the cluster is the parent. Tangent skim peaks
are detected on either side (or both sides) of the parent peak. Tangent
skim automatically resets at the end of the peak cluster.

Range: 0 to 1

Shoulders On

Allows peak shoulders to be detected (peaks which are separated by
an inflection rather than a valley) Sets a threshold for the derivative.

Shoulders Off

Disables peak shoulder detection.
Range: 0 to 50

Force Cluster On

Force the following peaks to be treated as a cluster (single peak).

Force Cluster Off End the forced clustering of peaks.
Disable Cluster On  Prevent any peaks from being clustered.
Disable Cluster Off ~ Permit clusters to occur again.
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Enabling Optional Features

TraceFinder User Guide

In the Application Configuration view of the Configuration mode, you can enable the

following features:

User Security

Target Screening

Quick Acquisition

EPA Tune Ciriteria
Compound Datastore
Multiplexing

Delay Calibration Calculation
Batch Wizard Style

Acquisition Submission Options

Thermo Scientific



3 Using the Configuration Mode
Application Configuration

% To open the Optional Features page

In the Application Configuration view, click Optional Features.

Application Configuration

Reports

D efaults

D etection
Optional Features

The Optional Features page of the Application Configuration view opens.

Optional Features

User Security

Target screening (To:dD)

Quick acquisition (EnviroLab,/ToxLab/Quanlab Forms)

EPA Tune Criteria

Compound datastore

Ed Delay calibration calculation until the last Cal 5td has processed (Improves Performance)

Batch wizard style:

Acquisition batch wizard (TraceFinder) -

Multiplexing Autosampler Arm Configuration

Acquisition submission options:

& Full Sequence Submission

@ Single Sample Submission
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User Security

When user security is enabled, all users must log in to the TraceFinder application for access
to only those modes assigned to their user role. See “Choosing User Roles” on page 46.

< To turn on user security
1. Select the User Security check box.

When this check box is selected, all users must log in to the TraceFinder application for
access to the modes assigned to their user role. See “Choosing User Roles” on page 46.
When user security is enabled, only users in the LabDirector or ITAdmin roles can access
the Configuration mode.

When this check box is cleared, users are not required to log in to the TraceFinder
application. When they start the application, the dashboard is the first screen that users
see and all modes are available to them. The User Administration view in the
Configuration mode is hidden from all users except those assigned the LabDirector or

ITAdmin role.

IMPORTANT If you are the administrator logging on with user security enabled, you
can use Administrator/Password as the username/password.

2. Click Apply.

A message prompts you to restart the TraceFinder application so that your changes can
take effect.

3. Click Yes.

Target Screening

You must have the ToxID application installed on your computer before you can generate
Target Screening reports.

< To enable target screening
1. Select the Target Screening (ToxID) check box.
2. Click Apply.

A message prompts you to restart the TraceFinder application so that your changes can
take effect.

3. Click Yes.

For a list of available target screening reports, see “Reports” on page 70.
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Quick Acquisition

The quick acquisition option enables the Quick Acquisition feature in the Acquisition,
Analysis, or Method Development mode.

Note The Quick Acquisition feature is not available when you enable multiplexing. See
“Multiplexing” on page 92.
% To enable quick acquisition
1. Select the Quick Acquisition (EnviroLab/ToxLab/QuanLab Forms) check box.
2. Click Apply.

A message prompts you to restart the TraceFinder application so that your changes can
take effect.

3. Click Yes.

For a description of the Quick Acquisition features, see “Working with Master Methods” on
page 100.

EPA Tune Criteria

When you select the EPA Tune Criteria option, the application supports Tune, Breakdown,
and Tune/Breakdown sample types and MSTune and Breakdown compound types. This
option changes the Breakdown method to a Tune/Breakdown method on the General page of
the Master Method View and adds the Tune tab to the QAQC page of the Master Method

View.

< To enable the tune criteria
1. Select the EPA Tune Criteria check box.
By default, the EPA Tune Ciriteria option is selected.
2. Click Apply.

A message prompts you to restart the TraceFinder application so that your changes can
take effect.

3. Click Yes.

For a description of the Tune/Breakdown method on the General page of the Master Method
View, see “Editing the General Page” on page 121.

For a description of the Tune page on the QAQC page of the Master Method View, see
“Editing the QAQC Page” on page 183.
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Compound Datastore

< To enable the compound datastore

1. Select the Compound Datastore check box.

By default, the Compound Datastore option is not selected.
2. In the Application Configuration view, click Apply.
3. Click Yes.

The application implements the following changes:

* Displays the Acquisition List page on the Compounds page in the Master Method
View. See “Editing the Compounds Page” on page 129.

* Displays the Compound Datastore task pane on the Configuration mode navigation
pane. See “Compound Datastore” on page 55.

* Enables the Export SRM Data command in the Method Development mode. See
“Exporting SRM Data” on page 227.

Multiplexing

The Multiplexing options are available only when you have installed the Power Modules. See
“Installing the Power Modules” on page 13.
% To specify multiplexing features

1. Select the Multiplexing check box.

2. Choose 2 Channels or 4 Channels.

3. When you are using 2 channels, select a 1- or 2-arm autosampler configuration.

The 1 arm configuration enables channels 1 and 3; the 2 arm configuration enables
channels 2 and 4.

When you use a 4-channel configuration, autosampler 1 uses channels 1 and 3 and
autosampler 2 uses channels 2 and 4.

4. Click Apply.

A message prompts you to restart the TraceFinder application so that your changes can
take effect.

5. Click Yes.

When you enable multiplexing, the following optional features are not available:
* Quick Acquisition
* Batch Template Wizard

* Single Sample Submission (Intelligent Sequencing)

The application uses multiplexing features in the Acquisition mode when you specify
channels for a sample in a batch (see “Defining the Sample List” on page 255) or monitor an
acquisition (see “Devices Page” on page 282).
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Delay Calibration Calculation
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Use the Delay Calibration Calculation... option to make the application wait until it processes
the last calibration sample in a batch before it calculates the calibration curve (faster) instead
of recalculating the calibration curve after each calibration sample (more responsive).

< To delay calculation of a calibration curve
1. Select the Delay Calibration Calculation... check box.
By default, this option is selected.
2. In the Application Configuration view, click Apply.
3. Click Yes.
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Batch Wizard Style
Use the Batch Wizard Style option to choose one of two styles for your batch wizard.

< To select a wizard style
1. In the Batch Wizard Style list, select a wizard style:

* Acquisition Batch Wizard: Adds the Acquisition mode to the navigation pane. This
mode is similar to the Acquisition mode in the TraceFinder 1.1 application. See
Chapter 5, “Using the Acquisition Mode.”

When you enable multiplexing, the application automatically enables this wizard

style.

* Batch Template Wizard: The default wizard style that is similar to the acquisition
wizard in the EnviroLab Forms, ToxLab Forms, and QuanLab Forms applications.
See “Creating a Batch Using the Batch Wizard” on page 331.

Note The Batch Template Wizard feature is not available when you enable
multiplexing. See Multiplexing,.

2. Click Apply.

A message prompts you to restart the TraceFinder application so that your changes can
take effect.

3. Click Yes.

Acquisition Submission Options

To control acquisitions, you can enable full-sequence or single-sample submission options.
When you submit batches from the Acquisition mode, development batches from the
Method Development mode, or Quick Acquisition batches from any mode, they run in
first-in-last-out order. The last batch submitted is the first batch to run unless you submit a
batch as a priority batch in Acquisition mode.

* When you are using Full Sequence Submission, priority batches always run immediately
after the currently acquiring batch completes.

* When you are using Single Sample Submission, priority batches always run immediately
after the currently acquiring sample completes.

% To specify acquisition submission features
1. Select either the Full Sequence Submission or the Single Sample Submission option:

* Full Sequence Submission: Supports look-ahead features of the autosampler. When
the instrument method specifies the look-ahead feature, the Tracefinder application
functions like a multiplex driver and feeds the autosampler the next vial position.

94 TraceFinder User Guide Thermo Scientific



3 Using the Configuration Mode
Application Configuration

When you submit a batch, the autosampler begins preparation for all sample
injections when the pre-run condition begins. All samples in the batch must
complete before other batches (even higher priority batches) can begin.

* Single Sample Submission: Supports intelligent-sequencing features. When you
submit a batch, the autosampler begins preparing for one sample injection at a time.
Higher priority batches can interrupt the sample sequence in the currently acquiring

batch.

Note The Single Sample Submission feature is not available when you enable
multiplexing. See “Multiplexing” on page 92.

2. Click Apply.

A message prompts you to restart the TraceFinder application so that your changes can
take effect.

3. Click Yes.
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This chapter includes method development tasks assigned to the Supervisor or LabDirector
role when user security is enabled.

Contents
* Working with Master Methods

* Working with Instrument Methods
* Working with Development Batches
* Using Quick Acquisition

From the Method Development mode, you can create a master method, an instrument
method, or a simple development batch to test your instrument method.

You can also use the Quick Acquisition feature to quickly submit a single sample from any
view in the Method Development mode.

< To access the Method Development mode

Click Method Development from the dashboard or the navigation pane.

The Method Development navigation pane opens. For detailed descriptions of all the
features on the Method Development navigation pane, see “Method Development
navigation pane.”
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Figure 19. Method Development navigation pane

Method Development a

Method View

] create method
EF Open method
D Import published method

@ Beport SRM data Available only when you enable the Compound
Regent Files Datastore feature in the Configuration mode.

Instrument View

*E] Mew instrument method

£ Open instrument method
[J import published methad

Development Batch

£ select batch location
'ﬁ MNew samplelist

Open Qual Browser

Acquisition Available only when you select the Acquisition Batch Wizard
as your wizard style in the Configuration mode.

Analysis

. Method Development

f?‘ Configuration

Table 18. Method Development navigation pane commands (Sheet 1 of 2)

Command Description
Method View See “Working with Master Methods” on page 100.
Create Method Opens the Create Master Method dialog box where you can choose the process that you
want to use to start your master method.
Open Method Opens the Open Master Method dialog box where you can choose a master method to
open.
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Table 18. Method Development navigation pane commands (Sheet 2 of 2)

Command

Import Published
Method

Description

Opens the Import Published Method dialog box where you can select a published method

to import.

Export SRM Data

Wrrites the selected reaction monitoring (SRM) table to the following file:

...\Thermo\TraceFinder\2.1\EFS\Methods\methodname.xml

You can use this data in the instrument method editor when you open the TSQ 2.1
application. This command is displayed only when you enable the Compound Datastore
option in the Configuration mode. See “Compound Datastore” on page 92.

The compounds in the Acquisition List must contain at least one SRM experiment type.

Recent Files

Displays recently saved master methods.

Instrument View

See “Working with Instrument Methods” on page 228.

New Instrument

Method

Opens the Instrument View where you can specify instrument settings for your configured
instruments.

If the instrument that you want to use is not configured, close the TraceFinder application,
configure the instrument, and then reopen the application. You cannot configure an
instrument while the TraceFinder application is running,.

Open Instrument

Method

Opens a browser where you can choose an instrument method to open.

Development Batch

See “Working with Development Batches” on page 235.

Select Batch Location

Specifies a location to store temporary development batch raw data files.

New Sample List Removes acquired samples from your development batch so that you can start a new sample
list.
Open Qual Browser Opens the Thermo Xcalibur Qual Browser where you can view the acquired raw data files.
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Working with Master Methods

100

TraceFinder User Guide

The TraceFinder application uses a master method to specify the nature and types of
acquisition, processing, and reporting that occur with a batch of samples. When you are
testing for compounds in an assay, you can create a method designed specifically for that type
of application.

A master method contains a list of compounds and settings for detecting, processing, and
reporting those compounds.

When you create a master method, the TraceFinder application uses the method to determine
how the software works with a set of samples to provide a set of meaningful results. The
application uses an instrument method to define how raw data is acquired. The rest of the
master method defines how the raw data is processed, how the flags information evaluates the
results, and how the reporting functionality defines the output for your data and results.

The TraceFinder application applies your master method to a batch, which is a list of one or

more samples to be processed and reported. Together, the master method and batch provide a
workflow-oriented approach to the data processing and information reporting for batches of
samples.

To speed up the creation of master methods, you can create a method template. Using a
method template helps you to develop methods faster because the TraceFinder application
saves all of your commonly used method settings in a template, such as the number of
confirming ions or the use of data-dependent data.

This section includes instructions for the following tasks:
* Creating a New Master Method
* Editing a Master Method
* Creating a Method Template
* Importing Published Master Methods

* Exporting SRM Data
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Creating a New Master Method

To begin a master method, follow any of four different procedures in the Create Master

Method dialog box:
* Creating a New Method with Method Forge
* Importing an Xcalibur Master Method
* Associating a Raw Data File

* Selecting Compounds from the Compound Datastore

With each procedure, you start the method in a specific way and then use the common
features of the Master Method View to complete and save your master method.

Figure 20. Create Master Method dialog box

Create Master Method B

Method Forge
Performs peak detechion against a aw data file.

Lse Method Farge libm =
Performs h ry lookup if requested.

Import Xcahbur Processing Method
Import Xcalibur Processing Method Imports a previously created processing method.
finding configured compound= and reference spectra.

As=sociate Raw Data File
Associate & raw data fil Creates a blank master method and associates a
Azsociate a raw data file jata file. all ing manual k lection.

Select Compounds from a compound datastore
. o Creates a blank master method and display= the
Select compounds from CDS configured compound datastore. allowing
compound selection.

Available only when you enable the Compound Datastore feature in the Configuration mode.
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Creating a New Method with Method Forge

With Method Forge, you can create a new master method by manually selecting peaks,
selecting multiple compounds, renaming peaks, or comparing mass spectra from the library
searches. You can also choose to let the TraceFinder application automatically create a master
method for you. For detailed descriptions of all the Method Forge parameters, see “Method
Forge dialog box parameters” on page 108.

When the TraceFinder application automatically creates a master method for you, it performs
the following functions:

* Reviews your raw data file and identifies compounds that are present in your sample.
* Uses your mass spectral reference libraries to assign compound names and CAS numbers.

* Uses mass spectral information to select potential quantification and confirming ions and
a reference mass spectrum for the compound.

Note When the identified peak is from an analog trace, the application does not perform
a library search and does not identify any confirming ions.

Follow these procedures:
* To automatically select compounds to create a new method

* To manually select compounds to create a new method

% To automatically select compounds to create a new method

1. From the Method View task pane, click Create Method.

| ] Create methaod
EF Open method
| Import published method

&l Export SRM data
Recent files

The Create Master Method dialog box opens. See “Create Master Method dialog box™ on
page 101.

2. Select the Use Method Forge option and click OK.

Method Forge
© Use Methad Farge Performs peak detection against a raw data file.
- FPerformz library lookup if requested.

The Method Forge dialog box opens. For detailed descriptions of all the features on the
Method Forge dialog box, see “Method Forge dialog box™ on page 108.

Use Method Forge to create a master method from an existing raw data file or to create a
new raw data file to use for the master method.
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3. In the Method Forge dialog box, do one of the following:

Select the Use the Default Template option.

Select the Select a Custom Template option and highlight your custom template in the
Method template table.

For detailed instructions on creating a custom method template, see “Creating a Method
Template” on page 216.

. Select the Name the Master Method check box and type a name for your master method.

You can enter an existing method name and overwrite it when you create the method. If
you do not specify a name, the application names the method for the raw data file used to
create the method.

. Select the Automatically Create the Master Method check box.

. Specify a raw data file by doing one of the following:

a. In the Raw File Selection area, choose Use an Existing Raw Data File.
b. Click the browse button and locate a raw data file to use for the method.
c. Go tostep 8.
—or—

In the Raw File Selection area, choose Acquire a New Raw Data File.

b. From the Instrument method list, select a method (.meth) file to use for acquiring the
data.

c. In the Raw Filename box, type the name of the file where the TraceFinder application
will write the raw data file.

d. In the Path box, type a path or click the browse button and locate a folder where the
application will save the raw data file.

e. (Optional) Type a comment about the acquired sample or the data file.

. If you chose to acquire a new raw data file, do one of the following:

Choose Manual Injection.

—or—

Specify the autosampler settings:

a. Choose Use Autosampler.

b. In the Vial Position box, type a vial position.

c. In the Injection Volume box, type an injection volume.

The minimum injection volume allowed is 0.1 pL; the maximum injection volume
allowed is 5000 pL.
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8. To automatically create the master method, click OK (or Overwrite).

As the Method Forge creates the method, it displays the following status:

- . -

RT (min] Ceompound Mame
Sl By 315 | Pyrazinamide

367 |1,3-Dioxclane, 2-heptyl-
4.70 | Pyrazinamide *2*

4 3.14 | Propanenitrile

Cancel

* For analog peaks, the Method Forge displays the detected peak as Peak@(RT)Analog.
The Method Forge does not perform a library search for peaks found in analog traces.

* For mass spectral peaks, the Method Forge process searches the NIST library and
displays the identified compound names instead of the peak times.

When the acquisition completes, Method Forge performs peak detection, datastore
searching (except for analog peaks), and identification of characteristic ion and reference
spectrum. Method Forge then loads this information into a new master method. This
process occurs immediately if you selected a previously acquired raw data file.

If the compounds in the raw data file that you used to create the method are not in the
current compound datastore, the TraceFinder application displays the compounds in the
Edit Compound Dependent Parameters dialog box.

Compound Name R Mazs = RT (min) + Wwindow (sec)=  Polarity Lens =
S g i3Vedmelieot AAETI 30 ;O .o |
Compound Name - Mass =

: 1.2-Dioxclane, 2-hept. 49238852
1.2-Dioxolane, 2-hept. 46536081

Continue to Method Add to CD5

9. (Optional) Select the compounds that you want to add to the compound datastore and
click Add to CDS.

The selected compounds are added to the current compound datastore.

Note You must click Add to CDS before you continue to the method.
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To use these compounds in your method and close the dialog box, click Continue to

Method.

The TraceFinder application uses all compounds found in the raw data file in your
method and displays the General page of the Master Method View. For detailed
descriptions of all the features on the General page, see “General page” on page 126.

From the Instrument Method list on the General page, select an instrument method.

From the Qualitative Peak Processing Template list, select a method template for
performing peak detection on quantitative samples following target compound analysis.

From the Background Subtraction Range Option list, select how you want the
background subtraction range determined from one of these options:

* Before Peak: Averages and subtracts a specified number of scans before the apex of

the peak.
* After Peak: Subtracts a specified number of scans following the apex of the peak.

* Both Sides of Peak: Subtracts a specified number of scans from each side of the apex
of the peak.

To save the new method, choose File > Save from the main menu.

For a detailed description of how to modify a master method, see “Editing a Master
Method” on page 119.

TraceFinder User Guide 105



4 using the Method Development Mode
Working with Master Methods

< To manually select compounds to create a new method

1. From the Method View task pane, click Create Method.

| Create methaod
EF open method
| Import published method

&l Export SRM data
Recent files

The Create Master Method dialog box opens. See “Create Master Method dialog box™ on
page 101.

2. Select the Use Method Forge option and click OK.

Method Forge
© Use Methad Farge Performs peak detection against a raw data file.
- Performs library lookup if requested.

The Method Forge dialog box opens. For detailed descriptions of all the features on the
Method Forge dialog box, see “Importing an Xcalibur Master Method” on page 110.

3. Do one of the following:
Select the Use the Default Template option.

Select the Select a Custom Template option and highlight your custom template in the
Method Template table.

For detailed instructions about creating a custom method template, see “Creating a
Method Template” on page 216.

4. Select the Name the Master Method check box and type a name for your master method.

You can enter an existing method name and overwrite it when you create the method. If
you do not specify a name, the method is named for the raw data file used to create the
method.

5. Ensure that the Automatically Create the Master Method check box is not selected.

6. To select a raw data file, click the browse button and locate the file.
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7. To manually create the master method, click OK (or Overwrite).

The Master Method View displays a list of possible matches in the Library Results pane.
The TraceFinder application displays the best match in the Compound Name list and
displays the peak spectrum for that compound.

RT (min) Compound Name NL: 66080372 BP: 300.09

- 3.15 | Pyrazinamide 100
3467 |1,3-Dioxolane, 2-heptyl- {’é‘
470 | Pyrazinamide *2* £
3.14 | Propanenitrile g
]
4

10008 105.589 11408 12261
T

T t T T T T
20 a0 40 50 60 T a0 90 100 110 120 130

amide
NL: 099 BP: 80,00

20.00
12300
53.00
52,00
E 44.00 800
16.00 25-2| |2s.oo 2500, |45.oo | 54.00 cap0 TEOD floo 105.00 :2_4-03
. il e i ul 1
Tt : ot b e e e
20 30 40 50 & 70 a0 a0 100 110 120 130
miz
idi ine, 4,6-dimethyl- NISTDEMO
NL: 999 BP: 123.00
12200
43.00 S5.00
39.00 6100 £2.00
1500 2600 2800 | 002w 5200 || 97.00 Lo 122,00 | 12200
; zl] : ks
T T 2

t LALARS BAMAR AR L
10 20 30 40 50 &0 70 80 a0 100 110 120 130
i

8. To use a compound other than the compound chosen by the TraceFinder application,
scroll to the spectrum for that compound and select the compound name in the header of
the spectrum pane.

Selected Methanesulfonic acid, 1-methylethyl ester NISTDEMO R3L 791 5k
compound 43.00 NL: 859 BF: 43,00
100
.E‘ an 123.00
% 60 =0
2.0 1.0
= " 1500 5700 4500 5o
T S e
o 1 ” 1 nniin T — T | g
L L L 1 T 1 T T T T
20 40 6O B 100 120
miz
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9. After you manually select your compound, click Create to create the master method.

The TraceFinder application uses all compounds found in the raw data file in your
method and displays the General page of the Master Method View. For detailed
descriptions of all the features on the General page, see “General page” on page 126.

10. From the Instrument Method list on the General page, select an instrument method.
11. To save the new method, choose File > Save from the main menu.

For a detailed description of how to modify a master method, see “Editing a Master
Method” on page 119.

Figure 21. Method Forge dialog box

Method template selection Raw file selection
& Use the default template @ Use an existing rmw data file

@ Sele emplate
@ Select a custom template T

Template

) Acquire a new raw data file
[k gl=ia k| Malachite Green Method meth -
ST ERE=R Buspirone raw
S5 Co¥ealiburt,

Sample comment:
Name the master method e

@ Manual injection & Use autosampler
Automatically create the master method Vial position:

Check instruments

Injection volume:

Table 19. Method Forge dialog box parameters (Sheet 1 of 2)

Parameter Description

Method template selection

Use the Default Creates a new method with the default template.
Template

Select a Custom Lists all the available method templates.
Template

For detailed instructions about creating a custom method template, see “Creating a Method
Template” on page 216.
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Table 19. Method Forge dialog box parameters (Sheet 2 of 2)

Parameter

Name the Master
Method

Description

The name for the new master method.

Automatically Create
the Master Method

When the acquisition completes, Method Forge performs peak detection, library searching,
and identification of characteristic ion and reference spectrum. This information is loaded
into a new master method. This process occurs immediately when you specify an existing
raw data file.

Raw file selection

Use an Existing Raw

Data File

Enables the Raw Filename box where you can select a raw data file used in creating the
master method.

Acquire a New Raw

Data File

Enables functions to acquire data to create a raw data file used in creating the master
method.

Instrument The saved method (.meth) file used for acquiring the data.

Method

Raw Filename The file name where the TraceFinder application writes the raw data.
Path The location where the TraceFinder application saves the raw data file.

Sample Comment

(Optional) A comment about the acquired sample or the data file.

Manual Injection

Performs a manual acquisition.

Use Autosampler

Performs an autosampler acquisition.

Vial Position

The tray vial number used for the autosampler acquisition.

Injection Amount

The volume (in milliliters) injected by the autosampler acquisition.

Function button

Overwrite Opverwrites the specified master method name. This function is enabled only when the
specified master method name already exists.

OK Creates a master method using the data and parameters that you specified.

Cancel Closes Method Forge and does not create a master method.

Thermo Scientific
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Importing an Xcalibur Master Method

You can create a new master method from an existing Xcalibur processing method.

< To import an Xcalibur master method

1. From the Method View task pane, click Create Method.

Method Yiew

[ Create method
£ Open methad
|J Import published method

&l Export SRM data
Recent files

The Create Master Method dialog box opens. See “Create Master Method dialog box™ on
page 101.

2. Select the Import Xcalibur Processing Method option and click OK.

Import Xcalibur Procezzing Method
Imports a previously created processing method,
finding configured compound: and reference spectra

The Import an Xcalibur Method dialog box opens.

H¥calibur method to import:
Raw data file to associate:

Filtter precision from raw file): decimal places. Associating a aw data file auto detects.

Mass precision (user defined): decimal places. May be different than filter precision.

ok B Cancd

3. Click the browse button for the Xcalibur Method to Import box, browse to the Xcalibur
processing method file, and open the file.

The TraceFinder application imports the compound information from the Xcalibur

method file.
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4. (Optional) Click the browse button for the Raw Data File to Associate box, browse to a

raw data file to associate with the method (or select from the list of previously associated
raw data files), and open the file.

To assure that this raw data file is always available to the method (for example, if you
move the method to another system), the application saves the raw data file in the method

folder:
C:\Thermo\TraceFinder\2.1\EFS\Methods\Method Name
(Optional) Change the number of decimal places in the Mass Precision box.

You can set the number of mass precision decimal places to any integer between 2 and 6,
inclusive.

| (a0 = e s R sl - Mo¥caliburmethods XC_method pmd -

SR R R G EEE = CoY Thermo® Trace Finder'2. 1WRaw Data*Buspirone raw -

Filter precision from raw file): i decimal places. Associzting a raw data file auto detects.

Mass precision (user defined): decimal places. May be different than fitter precision.

Note When you associate a raw data file, the application reads the filter precision
from the associated file so that you cannot change the Filter Precision value.

6. Click OK.

Compound Name

= f 13Dioxolane Theptyl- 46436733 30 3000 . 0

Compound Name 4R Mass -
: 1.2-Dioxclane, 2-hept. 49238852
1.2-Dioxolane, 2-hept.. 46536081

If the compounds in the imported Xcalibur method file are not in the Compound
Datastore, the TraceFinder application displays the compounds in the Edit Compound

Dependent Parameters dialog box.

+ Maszs + RT (min) + Window (sec)+=  Polarity -+ Lens E=]

Continue to Method Addto CDS
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10.

. (Optional) Select the compounds that you want to add to the Compound Datastore and

click Add to CDS.
The selected compounds are added to the current compound datastore.

To add these compounds to the datastore, you must click Add to CDS before you
continue to the method. When you click Continue to Method, the Edit Compound
Dependent Parameters dialog box closes and you cannot return to add the compounds.

. To add these compounds to your method and close the dialog box, click Continue to

Method.

The TraceFinder application adds all compounds found in the imported Xcalibur method
and displays the General page of the Master Method View. For detailed descriptions of all
the features on the General page, see “General page” on page 126.

. From the Instrument Method list on the General page, select an instrument method.

To save the new method, choose File > Save from the main menu.

For a detailed description of how to modify a master method, see “Editing a Master
Method” on page 119.
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Associating a Raw Data File

You can use the compounds in a previously acquired raw data file to create a new master
method.

Follow these procedures:
e To associate a raw data file with the method

* To add compounds to the method

< To associate a raw data file with the method

1. From the Method View task pane, click Create Method.

Method Yiew

[ create method
£ Open method
[J Import published method

&l Export SRM data
Recent files

The Create Master Method dialog box opens. See “Create Master Method dialog box” on
page 101.

2. Select the Associate a Raw Data File option and click OK.

Azzociate Raw Data File
Creates a blank master method and aszociates a
raw data file, allowing manual peak selection.

Raw data file to associate:
|pdate instument Arace selections
Update target ion ratio values

Update scan fiters for all peaks

Automatically set reference spectrum
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. Browse to a raw data file to associate with the method (or select from the list of previously

associated raw data files) and open the file.

To assure that this raw data file is always available to the method (for example, if you
move the method to another system), the application saves the raw data file in the method

folder:
C:\Thermo\TraceFinder\2.1\EFS\Methods

. Select the update options to use for creating your method:

* Update Instrument/Trace Selections: Reads the Detector and Trace options from
the associated raw data file. On the Detection page, only detector types and traces
that are defined in the raw data file are available. For detailed descriptions of the
available Detector and Trace values, see “Signal” on page 150.

* Update Target Ion Ratio Values: Reads the ion ratio values from the associated raw
data file.

* Update Scan Filters for All Peaks: Updates all peaks with scan filters from the

associated raw data file.

* Automatically Set Reference Spectrum: Reads a reference spectrum from the
associated raw data file.

Options that are set to No use the standard values in the method.

. Click OK.

The TraceFinder application displays the General page of the Master Method View. For
detailed descriptions of all the features on the General page, see “General page” on
page 126.

. From the Instrument Method list on the General page, select an instrument method.

. To add compounds to the method, follow the instructions “To add compounds to the

method” on page 115.

To save the method, it must include at least one compound.

. To save the new method, choose File > Save from the main menu.

For a detailed description of how to modify a master method, see “Editing a Master
Method” on page 119.
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% To add compounds to the method

1. Click the Compounds tab.

The Detection page is selected by default.

Note When the Compound Datastore is enabled, the Compounds page includes an
Acquisition List tab. See “Enabling Optional Features” on page 88.

The Detection page shows an empty Compound list and displays the chromatographic
data for the compounds in the raw data file.

3

14

J\ 147

LI EULA RN LA B T
1.80

-
=
=]

Relative Intensity
o
(=]

136 147 199 200 201 .04
L B LA B B R L

RTminy 198

2.00

RT: 1,934, 7933044.0 | C:\ThermoYTraceFinder|2 1\RAW filesYevell.raw

2. Select a filter from the Filter list.

3. Select the peak in the chromatogram that represents the compound that you want to add
to the method.

4. Right-click and choose Add This Peak as New Compound from the shortcut menu.

& a0 1493
E' Add this peak as new quan peak
% 50 Add this peak as new compound
2 185 187 Reset scaling

T N ke Stack graphics

The TraceFinder application performs a library search for the selected compound. The
application uses the first match it finds as the compound name, the base peak of the mass
spectrum as the quantitative peak, and the second and third largest ions as the confirming

ion peaks.

Note When the peak is from an analog trace, the application does not perform a
library search and does not identify any confirming ions.
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If the name of the first match is already in the library, the Add New Compound dialog
box opens.

t etbwlene Chloride

NL: 95508 BP: 48,88

=100
|
E 80
w B0
-E 40 8588
o
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Relative Intensity
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Pyrazing, 1.4-dioxide kAINLIE

ML: 2849 BP: 112.00

Target Compond W QF. Cancel

5. (Optional) Do the following:

a. To use a compound other than the compound already in the library, scroll to the
spectrum for that compound and select the compound name in the title bar of the
spectrum pane.

Selected Methanesulfonic acid, 1-methylethyl ester NISTDEMO RSL 791 Sk 183 MP: 3
compound 43.00 NL: 999 BP; 43,00
100+
?Ef o] 123.00
E 60-] 7200
£ 403 41.00
& o 1500 5700 4500 oo
E | ‘ | | | | 6500 |8000  97.00 125.00
o 1 |||| cylih] I — I._ ! . I .I_I
20 40 60 80 100 120
miz

b. In the Type of Compound to Add list, select a compound type.
c. Click OK.

TraceFinder User Guide Thermo Scientific



4 Using the Method Development Mode
Working with Master Methods

6. Repeat this procedure for each compound that you want to add to the method.

For detailed descriptions of all the features on the Detection page, see “Editing the
Compounds Page” on page 129.

For detailed descriptions of how to modify a master method, see “Editing a Master
Method” on page 119.

Selecting Compounds from the Compound Datastore

You can select compounds from the compound datastore to create a new master method. This
method for creating a master method is available only when the compound datastore is
enabled. See “Compound Datastore” on page 92.

% To select compounds from the datastore

1. From the Method View task pane, click Create Method.

[ Create method
EF Open method
|j Import published method

&l Export SRM data
Fecent files

The Create Master Method dialog box opens.

2. Select the Select Compounds from CDS option and click OK.

Select Compounds from a compound datastore
Createz a blank master method and dizplays the
configured compound datastore. allowing
compound selection.

© Select compounds fram COS

The Select Compounds to Add dialog box opens, listing all the compounds defined in the
compound datastore.

Select compounds to add : [Datastore = CA\Thermo\TraceFinder\2.1\ , . \Databases\Default.xml]

____

: 15—amﬂ'ly1deuxyrlvden_ "SRM
17betz-sstradiol_neg™  SAM

3. Select the check box for each of the compounds that you want to add to the method.
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4. To quickly select multiple compounds, right-click and use any of the commands on the
shortcut menu.

Table 20. Select Compounds to Add shortcut menu commands

Command Description

Select All Selects all compounds in the compound datastore.

Deselect All Clears all compounds in the compound datastore.

Copy Down Copies the state (checked or cleared) of the currently selected

compound to all compounds below it in the compound list.

5. Click Apply.

The TraceFinder application adds the selected compounds to the method.

Note After you add a compound to a method, the compound is no longer enabled in
the Select Compounds to Add dialog box. You cannot remove the applied compounds
from the method by returning to this dialog box. To remove a compound from a
method, see “Acquisition List” on page 129.

6. From the Instrument Method list on the General page, select an instrument method.
7. To save the new method, choose File > Save from the main menu.

For a detailed description of how to modify a master method, see “Editing a Master
Method.”
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Editing a Master Method

You can open a master method to view or edit the compounds, method instructions, and
reporting options in the method.

This section includes instructions for the following tasks:
* Opening a Master Method
* Editing the General Page
* Editing the Compounds Page
* Editing the QAQC Page
* Editing the Groups Page

* Editing the Reports Page

Opening a Master Method

Use the TraceFinder application to open a master method that was created and saved in the
current TraceFinder application or converted from these legacy applications: TraceFinder,
EnviroLab Forms, QuanLab Forms, or ToxLab Forms. To convert legacy methods, see
“Converting Legacy Data” on page 19.

< To open a saved master method

1. Click Method Development from the dashboard or the navigation pane.

The Method Development navigation pane opens.

| Create method
£ Open method
| Import published method

Recent files
Methodaoo4

2. In the Method View task pane, do one of the following:
Click Open Method.
—or—
Click a method name in the Recent Files list.

When you save a method, the application adds it to the Recent Files list. The Recent Files
list displays a list of your most recently saved master method files.
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The Open Master Method dialog box opens, displaying all available methods.

-

-

Open Master Method @

Select a master method to open

Method_Mprazolam
Method_Alprazolam1
Method_Buspirone
Method_Buspirone1

Method_Buspirone2

3. Select a master method and click Open.

The TraceFinder application copies all components of the selected method including its
associated instrument method.

The General page for the selected method opens in the Method View. For detailed
descriptions of all the features on the General page, see “General page” on page 126.
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The General page defines basic information about the master method. For detailed
descriptions of all the features on the General page, see “General page” on page 126.

Follow these procedures:

Thermo Scientific

To specify general information for a master method
To edit the instrument method parameters

To select a qualitative peak processing template

To set automated background subtraction options
To specify a chromatogram reference sample

To specify mass tolerance

To specify general information for a master method

. In the Lab Name box, type the name to be displayed on the top of each printed, saved, or

exported report.
The default name is Default Laboratory.
In the Assay Type box, type the assay type to be targeted by the method.

From the Injection Volume box, select the injection volume (in L) to be used for sample
injection.

Use the up/down arrows to change the volume in increments/decrements of 1 pL, or use
the keyboard to enter non-integer injection volumes.

IMPORTANT The TraceFinder application uses this injection volume in the master
method, not the injection volume from the instrument method.

From the Ion Range Calc Method list, select a method for calculating the ion ratio range
windows.

When you select Level, the TraceFinder application displays a Use Level list where you
can choose a calibration level. To define the calibration levels on the Compounds page,
see “Editing the Compounds Page” on page 129.

From the Qualitative Peak Processing Template box, select a template for performing
peak detection on quantitative samples after target compound analysis is complete.
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% To edit the instrument method parameters
1. From the Instrument Method list on the General page, select an instrument method.
2. To edit the instrument method for this master method, click Edit.

The Thermo Xcalibur Instrument Setup dialog box opens. This example of an
instrument setup shows multiple configured instruments.

ntitled - Thermo Xcalibur Instrument Setup

Fil=  TRACE Help

D|=|d| & x|2

Owen | Right S5L | Right Earrierl AL Zu:unesl Run Table

50 T’/_

25
a
[T T1r 1T 1T 7 T 17 T 17 117 1T 7T T 17 7T 7T 7T 7T T 7T T 7T T T T
oo 020 040 0B0 080 100 120 140 1680 180 200 220 240 ZB0 280 300
TS50 Quantum —HRampz 1 Post Fun Conditions———  — Oven
B Rate Temp. Haold Time Temperature [*C); I 1]
EI [*Cmin] Tl [mirutes] I™ Enable Cryo
Iritial Tirne: [min): I a
iitil: I 40 1.00 ) Max Temp [CC) Iﬁ
Preszure Left [psi): I 05
Rampl: | 100 | 50 | 100 S
Frezzure Right [psi]: I (] F'_repFEun_ —
TRACE GC Ultra — Acquizgition Time [min| ————— T'mEDUt[m'”]il :
% Dven Bun-Time: I
SRR .00 Equilibre_ltion
= Specific Time: I'IU.UU Time [mir]: I 0.50

3. Edit the values on the instrument page for your instrument.

4. From the main menu in the Thermo Xcalibur Instrument Setup dialog box,
choose File > Save and then choose File > Exit.

The TraceFinder application returns you to the General page. See “General page” on
page 126.
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5. To update any changes that were made to the instrument method after you created this
master method, click Update.

The Update Instrument Method? dialog box opens.

.

Update Instrument Method? @

ié] Please select where to update the instrument method file Instrumentl.meth.

[ Send to Xcalibur Method ] | Get From Xcalibur Method | | Cancel

6. Choose one of the following options:

¢ Send to Xcalibur Method: Overwrites the instrument method in the
C:\Xcalibur\methods folder with the current instrument method.

¢ Get From Xcalibur Method: Overwrites the current instrument method with the
instrument method in the C:\Xcalibur\methods folder.

* Cancel: Make no changes to the instrument method in the current master method.

< To select a qualitative peak processing template

In the Qualitative Peak Processing Template list, select the template that you want to use
to perform peak detection on quantitative samples after compound analysis is complete.

The application lists all method templates (.pmex files) in the following folder:

C:\Thermo\TraceFinder\2.1\EFSTemplates\Methods

% To set automated background subtraction options

1. In the Background Subtraction Range Option list, select how you want the subtraction
range determined from the following options:

* Before Peak: Averages and subtracts a specified number of scans before the apex of

the peak.
* After Peak: Subtracts a specified number of scans after the apex of the peak.

* Both Sides of Peak: Subtracts a specified number of scans from each side of the apex
of the peak.

2. In the Number of Scans to Subtract box, enter a number.

This is the number of scans that the TraceFinder application subtracts from the
background after averaging. If you selected the Both Sides of Peak option, the application
subtracts this number of scans from each side of the peak.
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3. In the Stepoff Value box, enter a number.

The TraceFinder application uses this offset value to average and subtract scans that are
not adjacent to the apex of the peak. For example:

Backaround zubtraction range option; el R EE I

Humber of scans to subtract;
Stepaff walue:

If you entered 3 in the Number of Scans to Subtract box and the stepoff value is 5, the
TraceFinder application ignores the first 5 scans to the left of the peak and applies the
averaging and subtraction to the 6th, 7th, and 8th scans to the left of the peak.

< To specify a chromatogram reference sample

1. In the Set Chromatogram Reference Sample list, select External.

Set chromatogram reference sample:  [SLERE] 7

set Reference sampic: |

2. Click Select.

The Open Chromatograph Reference Sample dialog box opens.

[y Batch_Alprazolam
I Batch_flprazolam2

Note If you are creating a new method, you will not see any reference samples here.
You must create and save a batch using the current method to see the reference
samples in this list.

3. Select a project from the list of projects.
4. Select a subproject from the list of subprojects.
5. Select a batch from the list of batches.

The TraceFinder application displays only batches that were created using the current
master method.
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. Select a sample from the list of processed samples.

The TraceFinder application displays all the processed samples in the selected batch. To
use a sample as a reference sample, the sample must have been processed with the current
master method.

. Click Open.

The selected sample is displayed as the chromatogram reference sample in the Master
Method View.

Tip To clear the reference sample from the master method, select None in the Set
Chromatogram Reference Sample list.

To specify mass tolerance

. Select the units of measure that you want to use.

. Specify the number of millimass units or parts per million to use as the m/z + tolerance

value.

The application applies this mass tolerance to the extracted chromatograms.

TraceFinder User Guide 125



4 using the Method Development Mode
Working with Master Methods

Figure 22. General page
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Table 21. General page parameters (Sheet 1 of 2)

Parameter Description

Lab Name The laboratory name to be displayed on the top of each printed, saved, or exported report.
Default: Default Laboratory
To specify this default laboratory name, see “Specifying Configuration Defaults” on
page 73.

Assay Type The name for the analysis type to be targeted by the method. The assay type associates the

method with the analysis of a compound or specific class of compounds (for example, you
might use an assay type of PAH for the analysis of Polynuclear Aromatic Hydrocarbons).

Injection Volume

The system uses the injection volume (in pL) for sample injection. For a more detailed
explanation, refer to the documentation for the autosampler.

The injection volume in the master method overrides the injection volume in the
instrument method.

The injection volume in the batch overrides the injection volume in the master method.

Range: 0.1 through 5000 pL

Mass Precision

Number of decimal places used in reports and in peak and spectrum displays.
Valid values: Integers from 2 to 6, inclusive.

Ion Range Calc
Method

The TraceFinder application uses the selected ion range calc method to calculate the ion
ratio range windows: Manual (default), Average, Level, or Weighted average. When you
select Level, an additional list is displayed where you can select a calibration level amount.
To define these calibration levels on the Compounds page, see “Editing the Compounds
Page” on page 129.

Instrument Method

Instrument method used for acquiring samples.

Tune/Breakdown Breakdown or tune method used for processing samples.

Edit Opens the Thermo Xcalibur Instrument Setup dialog box where you can edit the
instrument method.

Update Choose one of the following:

Send to Xcalibur Method: Overwrites the Xcalibur method with the current instrument
method.

Get From Xcalibur Method: Overwrites the current instrument method with the Xcalibur
method.

Qualitative Peak
Processing Template

The TraceFinder application uses the qualitative peak processing template to perform peak
detection on quantitative samples following compound analysis.

Background
Subtraction Range
Option

Valid values: None, Before Peak, After Peak, Both Sides of Peak
Default: None

Thermo Scientific
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Table 21. General page parameters (Sheet 2 of 2)

Parameter Description

Number of Scans to Valid values: Even numbered integers

Subtract Default: 0

Stepoff Value Offset from the selected peak to the first subtracted peak.
Set Chromatogram Valid values: None, External

Reference Sample Default: None

Set Reference Sample  This parameter is enabled only when you set Set Chromatogram Reference Sample to
External. Click Select to choose a reference sample from the project folders.

Mass Tolerance Upper limit of MMU or PPM.
Default: 500
Range: 0.1 through 50 000

¢ (Default) MMU (millimass units): MMU is a static calculation to the extracted mass.

* PPM (parts per million): PPM is a variable calculation dependent on the actual mass.
The smaller the mass, the narrower the tolerance range. The larger the mass, the wider
the tolerance range.

Notes Optional notes about the method.
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Editing the Compounds Page

Thermo Scientific

Use the Compounds page to set all parameters used to identify, detect, and quantify the target
compound list.

From the Compounds page of the Master Method View, you can access the following pages:

Acquisition List See also “Acquisition List page parameters” on page 131.
Identification See also “Identification page parameters” on page 134.
Detection See also “Detection page panes” on page 147.

Calibration See also “Calibration page parameters” on page 173.
Calibration Levels See also “Calibration levels page parameters” on page 176.
QC Levels See also “QC levels page parameters” on page 178.

Real Time Viewer See also “Real Time Viewer page parameters” on page 179.

Each page on the Compounds page (except the Acquisition List and Real Time Viewer pages)
uses a right-click shortcut menu. See “Using the Shortcut Menu Commands” on page 181.
Acquisition List

The Acquisition List page displays all compounds defined for the current method. From this
page, you can add or delete compounds from the method. For detailed descriptions of all the
features on the Acquisition List page, see “Acquisition List page parameters” on page 131.

The Acquisition List page is displayed only when you enable the Compound Datastore option
in the Configuration mode. See “Compound Datastore” on page 92.

Follow these procedures:
* To filter the compound list
* To delete a compound from the list

* To add a compound to the list

< Tofilter the compound list
1. To display a filtered list of compounds, click the funnel icon, E, in the column header.

The application displays a list of filterable criteria. In all lists, you can choose to filter by
All, Blanks, NonBlanks, or by custom filter criteria. Other filter criteria are specific to the
individual columns.

2. To create a custom filter based on compound values in a specific column, choose Custom
from the column list.

For detailed instructions about creating a custom filter, see Appendix C, “Using Filter
Criteria.”
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% To delete a compound from the list

1. Select the compound to remove from the list.

2. Click the Remove Compound icon,
Compound from the shortcut menu.

or right-click and choose Remove

A confirmation dialog box opens, listing the compound to be removed.
3. To confirm the deletion, click Yes.

The selected compound is removed from the acquisition list, which has no effect on the
compound datastore.

< To add a compound to the list

1. Click the Add Compound icon, ':} , or right-click and choose Add Compound from
the shortcut menu.

The Select Compounds to Add dialog box opens, listing all the compounds defined in the
compound datastore.

Select compounds to add : [Datastore = C\Thermo\TraceFinder\2.1\ , . \Databases\Default.xml]

1 b i 15-acethyldecwynivalen.. | SRM { Mone
.. 2 15-acethyldeoxynivalen.. SRM Mone
& 3 17betz-estradiol_neg”  SRM None

2. Select the check box for each of the compounds that you want to add to the method.

3. To quickly select multiple compounds, right-click and use any of the commands on the
shortcut menu.

Table 22. Select Compounds to Add shortcut menu commands

Command Description

Select All Selects all compounds in the compound datastore.

Deselect All Clears all compounds in the compound datastore.

Copy Down Copies the state (checked or cleared) of the currently selected

compound to all compounds below it in the compound list.

4. Click Apply.

The TraceFinder application adds the compounds to the Acquisition List page of the
Master Method View. See “Acquisition List page.”
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Figure 23. Acquisition List page

General Compounds T Groupz L Reparts

Acquisition List Identification Calibration Calibratiar |
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+C Ty H
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pwl| o cateine 18500 13800 1900 000 60
1-_ : Compound Mam R Precursor Mass = Product Mass +  Collision Energy =

Caffeine™ 195.00 110.00 30.00

Table 23. Acquisition List page parameters (Sheet 1 of 2)

Parameter Description

Function Icons

- Bl Opens the Select Compounds to Add dialog box that lists all the compounds defined in the

!

" compound datastore.
+C g

Deletes the selected compound. The icon is unavailable when no row is selected. If you used
the filters to display a subset of compounds, the selected compound might not be visible on
the Acquisition List page.

Compound parameters

Compound Name Alphanumeric name assigned to the compound.
Experiment Type Experiment type: SRM, XIC, or SIM.
Category (Optional) Alphanumeric identifier.

lonization (Optional) Alphanumeric identifier.

Valid values: ESI, APCI, EI, CI, or APPI

Chemical Formula (Optional) Alphanumeric chemical identifier.

Quantitative peak parameters

Precursor Mass The mass-to-charge ratio of a precursor ion. The location of the center of a target
precursor-ion peak in mass-to-charge ratio (72/z) units.
Available only for SRM experiments.
Range: 10.000 to 2999.999

Product Mass The mass-to-charge ratio of the quantitation ion. The location of the center of a target
quan-ion peak in mass-to-charge ratio (72/z) units.
Available only for SRM experiments.
Range: 10.000 to 2999.999

Mass The mass-to-charge ratio of the quantitation ion. The location of the center of a target
quan-ion peak in mass-to-charge ratio (72/z) units.
Available only for XIC and SIM experiments.
Range: 10.000 to 2999.999
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Table 23. Acquisition List page parameters (Sheet 2 of 2)

Parameter Description
Collision Energy The energy used when ions collide with the collision gas.
Range: —250 to 250
Lens (Optional) Range: —400 to 400
Polarity + (positive) or — (negative)
RT (min) Retention time. The time after injection when the compound elutes. The total time that the

compound is retained on the column.

The TraceFinder application uses the RT and Window values to determine the start and stop
time for the acquisition.

Range: 0.00 to 999.00

Start time = RT — (Window/2)

Stop time = RT + (Window/2)

Start and stop range: 0.00 to 999.00

Window (sec) Acquisition window. The TraceFinder application uses the RT and Window values to
determine the start and stop time for the acquisition.
Range: 0.00 to 499.50
Start time = RT — (Window/2)
Stop time = RT + (Window/2)
Start and stop range: 0.00 to 999.00

Energy Ramp Available only for SRM experiments.
Range: 0.00 to 200.00

Confirming ion parameters

Precursor Mass The mass-to-charge ratio of a precursor ion. The location of the center of a target
precursor-ion peak in mass-to-charge ratio (72/z) units.
Available as a read-only field for SRM experiments only.
Range: 10.000 to 2999.999

Product Mass The mass-to-charge ratio of the quantitation ion. The location of the center of a target
quan-ion peak in mass-to-charge ratio (72/z) units.
Available only for SRM experiments.
Range: 10.000 to 2999.999

Mass The mass-to-charge ratio of the quantitation ion. The location of the center of a target
quan-ion peak in mass-to-charge ratio (72/z) units.
Available only for XIC and SIM experiments.
Range: 10.000 to 2999.999

Collision Energy The energy used when ions collide with the collision gas.
Available only for SRM experiments.
Range: —250.00 to 250.00
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Identification

The Identification page lists the compounds that are targeted for analysis, reporting, and other
compound-specific values. For descriptions of all values on the Identification page, see
“Identification page.”

< To filter the displayed compounds

From the Show list, select the type of compounds that you want to display in the
compounds list.

Show

Quan compounds
Mon quan compounds
Target compounds
Internal Standards

Surrogates
Compound type Description
Quan Compounds Displays only quantitation compounds, such as target

compounds, internal standards, and surrogates.

Non Quan Compounds Displays only non-quantitation compounds, such as
native, breakdown, and tune compounds.

Target Compounds Displays only target compounds.
Internal Standards Displays only internal standard compounds.
Surrogates Displays only surrogate compounds.
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Figure 24. Identification page

Acguisition List Identificabon Detection Calibration Calibration levels QC levels  Real Time Viewer

RT Compound Compound type Active  CAS No LIMS 1D H;E;:nir Reference compound
(S 3.14 Propanenitrile Target Compound 107120
2 315 |EDIFENPHOSLE... |Target Compound 17109458 [
3 (470 Pyrazinamide Target Compound 98964
Table 24. |dentification page parameters
Parameter Description
RT Retention time. The time after injection when the compound elutes. The total time that the

compound is retained on the column.

The TraceFinder application uses the RT and Window values to determine the start and
stop time for the acquisition.

Range: 0.00 to 999.00

Start time = RT — (Window/2)

Stop time = RT + (Window/2)

Start and stop range: 0.00 to 999.00

Compound A list of identified compounds. To customize the compound names, click the cell and type a
new name. To display a filtered list of compounds, use the Show list.

Compound Type Compound types are Target Compound, Internal Standard, Surrogate, MSTune, Native,
and Breakdown. The TraceFinder application uses target compounds, internal standards,
and surrogates in quantitative analysis.

Active Identifies each compound to be included in data review and reporting. By default, all added
compounds are set to active. This active or inactive setting populates the Batch View and
Data Review view in the Analysis mode.

CAS No The Chemical Abstract Service (CAS) number that the TraceFinder application matched
with each compound. To change or add a number, click the CAS No cell and enter a new
number.

Use as RT Reference ~ When performing peak detection with retention time standards, the TraceFinder

application first identifies those compounds identified as retention time standards and then
uses their observed retention times to adjust any associated target compound.

Reference Compound ~ To be used for retention time adjustment for a compound. This list includes all compounds
that are selected in the Use as RT Reference column.

Shortcut menu The Identification page uses a right-click shortcut menu. See “Using the Shortcut Menu
Commands” on page 181.
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Detection

Use the Detection page to customize peak detection and integration for any ions that define
peaks and compounds.

From the Detection page, you can access the following pages:

Times See also “Times page parameters” on page 148.
Signal See also “Signal page parameters” on page 154.
Detect See also “Detect page parameters for Genesis” on page 158.

See also “Detect page parameters for ICIS” on page 162.
See also “Detect page parameters for Avalon” on page 164.

Spectrum See also “Spectrum shortcut menu commands” on page 170.

Ratios See also “Ratios page parameters” on page 172.
On the Detection page (see “Detection page” on page 146), you can configure how
characteristic ions for targeted compounds are detected and integrated. You can also edit the
list of characteristic ions for a specific compound. Refining these parameters in the master

method for each compound and its ions can reduce the degree of manual integration that
would otherwise be required.

You can change the parameters used to identify a quantitative peak, mass range, or confirming
ion peak. The TraceFinder application automatically uses the first match it finds as the
compound name, the base peak of the mass spectrum as the quantitative peak, and the second
and third largest ions as the confirming ion peaks.

Follow these procedures:
* To filter the displayed compounds
* To change the displayed information for detected peaks
* To add compounds to the method
* To change the compound reference spectrum
* To replace a quantitation mass
* To add a mass to the existing quantitation mass ranges
* To add a quantitative peak
* To add a spectral peak as a new compound
* To replace a quantitative peak with a confirming ion peak
* To set a confirming ion peak as an additional quantitative peak
* To use the cut-and-paste feature on confirming ion peaks
* To add a trace to the real-time viewer
* To replace a confirming ion peak
* To add a mass as a new confirming ion peak

¢ To save the new method
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% Tofilter the displayed compounds

From the Show list, select the type of compounds that you want to display in the

compounds list.

Show 0

Target compounds
Internal Standards

Mon quan compounds

Surrogates
Compound type Description
Quan Compounds Displays only quantitation compounds, such as target
compounds, internal standards, and surrogates.
Non Quan Compounds Displays only non-quantitation compounds, such as
native, breakdown, and tune compounds.
Target Compounds Displays only target compounds.

Internal Standards

Displays only internal standard compounds.

Surrogates

Displays only surrogate compounds.

< To change the displayed information for detected peaks

1. Right-click the chromatogram plot for any of the peaks and hold the cursor over Peak

2. Choose to display labels for the peak area, peak retention time, peak height, or signal to

Labels.
noise.
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3. To remove a label, select the label type again and clear it.

The application globally applies these label settings to all quantitative peaks, confirming
peaks, and internal standard peaks in the method.
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% To add compounds to the method
1. From the main menu, choose Master Method > Associate a Raw Data File.

The Associate a Raw Data File dialog box opens.

Raw data file to associate:
|Update instrument trace selections

|pdate target ion ratio values

Update scan filters for all peaks

Automatically set reference spectrum

2. Browse to a raw data file to associate with the method (or select from the list of previously
associated raw data files) and open the file.

To assure that this raw data file is always available to the method (for example, if you
move the method to another system), the application saves the raw data file in the method

folder:
C:\Thermo\TraceFinder\2.1\EFS\Methods

3. To update the target ion ratio values when you associate this raw data file, select the Yes
option.

4. To update the scan filters when you associate this raw data file, select the Yes option.

5. To set a reference spectrum, do one of the following:
Select the Yes option.
—or—
Select the Yes, with Background Subtraction option.

This feature is available only when you have set background subtraction values on the
General page of the Master Method View. See “Editing the General Page” on page 121.

6. Click OK.
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The TraceFinder application displays the chromatographic and spectrum data for the
compounds in the selected raw data file.
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7. Select a filter from the Filter list.

8. Click to select the peak in the chromatogram that represents the compound that you
want to add to the method.

9. Right-click and choose Add This Peak as New Compound from the shortcut menu.

M3 - +c ES| Full ms [200.00-200.00] -

0450

100

Add this peak as new quan peak

Add this peak as new compound

Relative Intensity
o
=]

0 54 Reset scaling

a5s  aeo Show graphics side by side
—RTTT

The TraceFinder application performs a library search for the selected compound. The
application uses the first match it finds as the compound name, the base peak of the mass
spectrum as the quantitative peak, and the second and third largest ions as the confirming
ion peaks.

If the name of the first match is already in the library, the Add New Compound dialog
box opens.
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10. (Optional) To use a compound other than the compound already in the library, scroll to
the spectrum for that compound and select the compound name in the title bar of the

spectrum pane.

Selected Methanesulfonic acid, 1-methylethyl ester NISTDEMO RSL 791 S 183 MP: 3
compound o 43.00 ML 899 BF: 43,00
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11. In the Type of Compound to Add list, select a compound type.

12. Click OK.

13. Repeat this procedure for each compound that you want to add to the method.
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To change the compound reference spectrum

. In the raw data file chromatogram pane, click a peak.

The TraceFinder application displays the spectrum for the selected peak in the spectrum
pane.

. In the raw data file spectrum pane, right-click and choose Use This Spectrum for

Compound Reference Spectrum from the shortcut menu.

The TraceFinder application replaces the spectrum on the Spectrum page of the
quantitative peak pane with this spectrum.

To replace a quantitation mass

. Click the pane for the quantitation mass that you want to replace.

. In the raw data file spectrum pane, hold the cursor over a peak.

The red box indicates the selected peak.

NL: 48409658 BP: 185.10

=
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Relative Intensity

129497 GT.EE 28502

250

il

6094, 45409856

. Right-click and choose Set This Spectral Peak as Quan Value from the shortcut menu.

. Choose cither Don’t Update Ion Ratios or Update Ion Ratios Using This Spectrum.

You can see the updated ion ratios on the Ratios page for the confirming ion peaks. See
“Ratios” on page 171.

To add a mass to the existing quantitation mass ranges

. In the raw data file spectrum pane, hold the cursor over a peak.

The red box indicates the selected peak.

. Right-click and choose Add This Spectral Peak to Existing Quan Ranges from the

shortcut menu.

. Choose either Don’t Update Ion Ratios or Update Ion Ratios Using This Spectrum.

The TraceFinder application adds the selected mass to the existing quantitation mass
ranges to increase the signal.

If you chose to update the ion ratios, you can see the updated ion ratios on the Ratios
page for the confirming ion peaks. See “Ratios” on page 171.
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% To add a quantitative peak
1. In the raw dara file spectrum pane, hold the cursor over a peak.
The red box indicates the selected peak.
2. Right-click and choose Add This Spectral Peak as New Quan Peak from the shortcut

menu.

The application adds a new quantitative peak to the compound.

1000.00-=176,02

Nt

Relative Intensity

9.4 2.6 9.8 0.0
RT{min})

You can use the shortcut menu in the spectrum pane for this new quantitative peak to
perform any of the tasks that you would perform on the original quantitative peak.
< To add a spectral peak as a new compound
1. In the raw data file spectrum pane, hold the cursor over a peak.
The red box indicates the selected peak.

2. Right-click and choose Add This Spectral Peak as New Compound from the shortcut

menu.

The TraceFinder application performs a library search for the selected compound. The
application uses the first match it finds as the compound name, the base peak of the mass
spectrum as the quantitative peak, and the second and third largest ions as the confirming
ion peaks.

When there are multiple matches, the Add New Compound dialog box opens. See “Add
New Compound dialog box™ on page 142. If the name of the first match is already in the
library, the dialog box opens with the matching compound selected.
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Figure 26. Add New Compound dialog box
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3. (Optional) Make any of the following changes:
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a. Change the name for the compound in the Name of New Compound box.

Use a compound other than the compound chosen by the TraceFinder application by

scrolling to the spectrum for that compound and selecting the compound name in
the title bar of the spectrum pane.

Selected
compound

Methanesulfonic acid, 1-methylethyl ester NISTDEMO RSL 791 Sk 183 MP: 3
4300 ML: 989 BP: 43,00
100+
E 803 123.00
% Eg: TH.00
i 40 41.00
=2 20_15.00 2700 4500 o e
T T T ko or e
o ] ” ] i P — T ] W
T T N T T T T T T T T
20 40 B 1o 100 120
miz

c. In the Type of Compound to Add list, select a compound type.

4. Click OK.

142 TraceFinder User Guide

Thermo Scientific



Thermo Scientific

4 Using the Method Development Mode
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To replace a quantitative peak with a confirming ion peak

. When you have multiple quantitative peaks, select the quantitative peak that you want to

replace.

. Right-click the header bar for the confirming ion peak that you want to use as the

quantitative peak, and choose Swap with Quan Peak from the shortcut menu.

The application swaps the quantitative peak and the confirming ion peak. The
application replaces all information for the quantitative peak with information for the
confirming ion. This includes the expected retention time that the confirming ion
inherited from the original quantitative peak. The original quantitative peak replaces the
confirming ion peak. The application recalculates the ratios for all confirming ion peaks.

To set a confirming ion peak as an additional quantitative peak

Right-click the header bar for the confirming ion peak and choose Promote to Separate
Quan Peak from the shortcut menu.

The application creates a new quantitative peak, using information from the confirming
ion peak. This includes the expected retention time that the confirming ion peak
inherited from the original quantitative peak. The application removes all references to
the confirming ion peak from the method.

To use the cut-and-paste feature on confirming ion peaks

Right-click the header bar for the confirming ion peak that you want to remove and
choose Cut Confirming Peak from the shortcut menu.

Right-click the header bar for the confirming ion peak that you want to replace and
choose Paste Confirming Peak from the shortcut menu.

The application pastes the confirming ion peak that you removed. You can paste a deleted
peak back to the quantitative peak from which it was removed, or you can paste the
confirming ion peak that was deleted to another quantitative peak for this compound.
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< To add a trace to the real-time viewer

Right-click the header bar for the quantitative peak or confirming ion peak that you want
to add to the real-time viewer display and choose Display in Real Time Viewer from the
shortcut menu.

PSR

Display in Real Time Viewer

1000.00-=465, 36
. 167 Swap with Quan Peak
Promote to Separate Quan Peak
B
an Cut Confirming Peak

| ]

The application moves the peak to the Traces to Display in Real Time Viewer pane on the

Real Time Viewer page. See “Real Time Viewer” on page 179.

QC levels Real Time Viewer

Traces to display in Real Time Viewer (1 ¢

Quan

Peak Compound MName

o 1.3Dioxclane, 2heptyl- | m/z465.36 Trace m/z 465.36 added
to Real Time Viewer

When you acquire samples with this method, the application displays the 7/z 465.36
trace in addition to the TIC in the Real Time Status pane.

Real time status

Ac-tlu'lsl'tian Instrument Devices 0.03
; : f—205 024 445 0.87
= B Acquisition Queue - 1 batch (Ready) 15000000+ 053 089 0.89
i Method_Alprazolam_ 1292011 a - 1 sample | JELLNSEISS
Processing Queue - Empty (Ready) E S000000—
Reporting Queue - Empty (Ready) i 0
= 0.57 1,3 Dieciana,
g 4000 0.24 Znegny-
g — mEEs
3000
i 0.51
2000+
1000
0

Trace m/z465.36 added to
Real Time Status display

144 TraceFinder User Guide Thermo Scientific



Thermo Scientific

2
0.0

4 Using the Method Development Mode
Working with Master Methods

To replace a confirming ion peak

. Click the pane for the confirming ion peak that you want to replace.

. In the raw data file spectrum pane, hold the cursor over a peak.

The red box indicates the selected peak.

. Right-click and choose Set This Spectral Peak as Confirming from the shortcut menu.

The TraceFinder application replaces the confirming ion peak with the selected mass.

To add a mass as a new confirming ion peak

. In the raw data file spectrum pane, hold the cursor over a peak.

The red box indicates the selected peak.

. Right-click and choose Add This Spectral Peak as New Confirming from the shortcut

menu.

The TraceFinder application adds the confirming ion peak to the quantitative peak.

HuanPeakz

Quan peak Confirming peak 1 Confirming peak 2

1000, 00->168 04 1000.00->148, 98 1000.00->192,04

You can use the shortcut menu in the spectrum pane for this new confirming ion peak to
perform any of the tasks that you would perform on the original confirming ion peaks.

To save the new method

. Choose File > Save.

The Save Master Method dialog box opens.

. Do one of the following:

Type a new name for the master method and click OK.
Select a method name to overwrite and click Overwrite.

The TraceFinder application saves the new method data in the following folder:

...\Thermo\TraceFinder\2.1\EFS\Methods
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Figure 27. Detection page

B B
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Table 25. Detection page panes

Pane Description

Compound Lists all compounds in the master method. The Compound list uses a right-click shortcut
menu. See “Using the Shortcut Menu Commands” on page 181.

Quan Peak Displays a chromatogram for the quantitative peak and its confirming ion peaks. The
quantitative peak and confirming peak panes include additional pages for retention time,
signal, detection, spectrum, and ratio parameters.

Trace Displays a combination of the Detector and Trace values used for the raw data file.

Filter Displays the filter used for the raw data file.

Reference Displays a reference chromatogram and spectra for the raw data file.

Chromatogram

and When you view an analog trace, there is no spectra display. To close the spectra pane and use

Spectra the full width to display the chromatogram, click the collapse icon, : .

k

Additional pages

Times Defines the retention time and window for a quantitative peak.
See “Times” on page 148.

Signal Defines the detector and detection parameters used to display each chromatogram trace. See
“Signal” on page 150.

Detect Defines the peak detection algorithm and its options.
See “Detect” on page 156.

Spectrum Defines a reference mass spectrum for a quantitative peak or compound. See “Spectrum” on
page 166.

Ratios Defines the criteria for evaluating, confirming, or qualifying ions. See “Ratios” on page 171.
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Times

Use the Times page to define the expected retention time or a retention time range for a
quantitative peak.

Figure 28. Times page

QuanPeakl QuanPeakl
1000, 00-=30%,009 1000, 00-3 00, 0%
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Detection type:
etection type Detection type:
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-I'JlliEf'i'\' 'i'l'idth |:ITIiFI::'Z ﬂm%

Parameters for RT View width {min):
range detection types

Table 26. Times page parameters (Sheet 1 of 2)

Parameter Description

Detection Type Single - Detected: (Default) Specified as a centered retention time window. The application
integrates a distinct peak. In reports, the application displays the expected retention time
and actual retention time values as Method RT and Detected RT, respectively.

Range - Detected: Specified as a retention time start/end range.
Range - Integrated: Specified as a retention time start/end range. The application integrates
all peaks within the specified time range.

Expected RT (min) Expected retention time for a single peak. Available only for the Single - Detected detection
type.
Window (sec) Width of the window (in seconds) to indicate how far around the expected retention time

the system looks for a peak apex. Available only for the Single - Detected detection type.
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Table 26. Times page parameters (Sheet 2 of 2)

Parameter

Start/End RT (min)

Description

Beginning and ending retention time window that can encompass multiple peaks. Available
only for the Range - Detected and the Range - Integrated detection types. When you change
from a Single - Detected detection type, these values default to the previous beginning and
ending time calculated from the Expected RT and Window values.

View Width (min)

Viewable size of the ion chromatogram display. Changing the view width does not affect the
peak detection process; the TraceFinder application uses it only for graphical display. When
you select either Range - Detected or Range - Integrated as the detection type, you cannot
select a View Width value less than the retention time range (end time minus start time).

Shortcut menu

Set Peak Windows Copies the View Width and Window values to all quantitative peaks for the compound and
Settings to All Peaks in  updates the compound.
Compound

Available only when a compound has multiple quantitative peaks.
Set Peak Windows Copies the View Width and Window values to all quantitative peaks for the method and
Settings to All Peaks in  updates the method.
Method

Thermo Scientific
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Signal

Use the Signal page (see “Signal page” on page 154) to define the detector and filters as you
display each chromatogram trace. For detailed descriptions of all the features on the Signal
page, see “Signal page parameters” on page 154.

Follow these procedures:

* To specify ranges of ions for detection and integration
* To specify an XIC filter
* To specify an MS filter

< To specify ranges of ions for detection and integration
1. Select MS from the Detector list.
2. Select Mass Range from the Trace list.

3. In the Ranges area, click Edit.

Note The Ranges area is available only when you set the Detector parameter to MS
and the Trace parameter to Mass Range.

The Edit Mass Ranges dialog box opens where you can define mass ranges using a center
of mass or start and end values.

Figure 29. Edit Mass Ranges dialog box

4. Enter a value in the Center Mass box and click Add.

A new row with this value opens under Ranges. Center mass values are listed in the Start
m/z column. The application uses a range of one amu centered on this value.

5. Enter values in the Start m/z and End m/z columns and click Add.

The application adds a row with these start and end values.
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6. Add as many ranges as you want.

When you process a batch with this method, the application sums the multiple ions
specified by these ranges.

7. Click Apply.

The application applies the parameters to the list of ranges.

% To specify an XIC filter
1. Select MS from the Detector list.
2. Select Mass Range from the Trace list.

3. Select the XIC option.

Note The XIC option is available only when you set the Detector parameter to MS
and the Trace parameter to Mass Range.

4. Click the Filter browse button.

The XIC Filter dialog box opens.
Figure 30. XIC Filter dialog box

[ XIC Filter =

Activations | Any -|
MSOrder  [MS -
Polarity | Positive -|
ScanMode | Ful v
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5. Select an Activation type:

CID Collision-induced dissociation

MPD Multiple photo dissociation

ECD Electron capture dissociation

PQD Pulsed dissociation

ETD Electron transfer dissociation

HCD Higher energy collision-induced dissociation
Any Allows any activation method.

SAactivation

PTRactivation

NETDactivation Negative electron-transfer dissociation activation

NPTRactivation

6. Select an MS Order:

Any Allows any MS order.
MS Single mass spec stage
MS2-MS10  Multiple mass spec stages
Ng Nano gram

N1 Nano liter

Par

7. Select a value for the polarity.

Valid values: Positive, Negative, or Any.

8. Select a Scan Mode:

Full
Zoom
SIM Selective ion monitoring
SRM Selective reaction monitoring
CRM Consecutive reaction monitoring
Any Allows any scan mode.
Q1MS MS using quadrupole 1
Q3MS MS using quadrupole 3
9. Click OK.

The application updates the chromatogram data using the specified XIC filter options.

152 TraceFinder User Guide Thermo Scientific



4 Using the Method Development Mode
Working with Master Methods

% To specify an MS filter
1. Select the Filter option.
2. Select MS from the Detector list.
3. Select a trace type from the Trace list.

4. Select a filter from the Filter list.

Times Signal Detect

™ & Filter
Detectar:
Trace:

Fitter: bl |

FTMS + ESI SIM mex ms [346. 44-906 44, 558 78-578.78, 1137.53-1157.53]
FTMS +ES| SIM mex ms [1152.33-1172.23, 1424.16-1444.16, 1442.67-1462.67]

The application applies the selected filter to the quantitative or confirming ion peak.

5. To apply this same filter to other peaks, right-click and choose one of the following from
the shortcut menu:

* Set This Filter on All Peaks in This Compound: Applies this filter to all other peaks

in the compound.

* Set This Filter on All Compounds: Applies this filter to all peaks in the method.
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Figure 31. Signal page
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Table 27. Signal page parameters (Sheet 1 of 2)

Parameter Description

XIC Specifies an Extracted Ion Chromatogram experiment type that uses a single, full-scan mass filter
that is post-processed to extract a peak for the ions of interest.

Filter Select from the list of mass filters to use for processing the compound.
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Table 27. Signal page parameters (Sheet 2 of 2)

Parameter

Detector

Description

Options are determined by the detection options used to create the method. The method can use the
standard options (all the listed options) or only the detection options used to acquire an associated
raw data file.

MS: Mass spectrometer that ionizes sample molecules and then separates the ions according to their
mass-to-charge ratio (m/z).

PDA: Photodiode array detector providing a linear array of discrete photodiodes on an integrated
circuit chip. It is placed at the image plane of a spectrometer to allow a range of wavelengths to be
simultaneously detected.

Analog: Supplemental detectors (for example, FID, ECD). When you select this detector, any
reports that display a Qlon value show the value as Analog and any reports that display spectra show
the spectra as Not Available.

A/D card: If you have a detector not under data system control, you can capture the analog signal
and convert it to digital using an interface box (for example, SS420X) for storage in the raw data file.
UV: A UV spectrophotometer (for variable-wavelength detection) or photometer (for
single-wavelength detection) equipped with a low-volume flow cell. This detector detects analytes
that readily absorb light at a selected wavelength.

Trace

Represents a specific range of the data. The TraceFinder application uses the trace to identify the
characteristic ions for a compound.

MS detector options: Mass Range, TIC, or Base Peak.
PDA detector options: Spectrum Maximum, Wavelength Range, or Total Scan.

Analog detector options: Analog 1, Analog 2, Analog 3, or Analog 4. You can configure these
channel names in your instrument configuration.

A/D Card detector options: AD Card ch1, AD Card ch2, AD Card ch3, or AD Card ch4. You can

configure these channel names in your instrument configuration.

UV detector options: Channel A, Channel B, Channel C, or Channel D. You can configure these
channel names in your instrument configuration.

Filter

Available only when you select the MS detector. Represents a particular data acquisition channel.
For example, the filter option + ¢ Full ms [35.00-500.00] represents a positive ion centroid signal
acquired in single-stage, full-scan mode from m/z 35 to 500.

Ranges

Available only when you select the Mass Range Trace.

Edit

Opens the Edit Mass Ranges dialog box where you can specify a range of ions for detection and
integration. See “Edit Mass Ranges dialog box” on page 150.

Start m/z
End m/z

Specifies ranges of ions for detection and integration. The application sums the multiple ions
specified by these ranges.

Ranges specified by a center mass value are listed as a single value in the Start 7/z column. The
application uses a range of one amu centered on this value.
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Detect

Use the Detect page to define the peak detection algorithm (sensitivity) and its options and to
determine the area under a curve. There are three sensitivity modes: Genesis, ICIS, and
Avalon. On this page, you can specify how you want each mode to run.

See the following for detailed descriptions of all the features on the Detect page:
* For Genesis sensitivity, see “Detect page parameters for Genesis” on page 158.
* For ICIS sensitivity, see “Detect page parameters for [CIS” on page 162.

* For Avalon sensitivity, see “Detect page parameters for Avalon” on page 164.
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Figure 32. Detect page for Genesis
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Table 28. Detect page parameters for Genesis (Sheet 1 of 3)

Parameter Description

Sensitivity Specifies the Genesis peak detection algorithm.

Detection Method Highest peak: Uses the highest peak in the chromatogram for component identification.
Nearest RT: Uses the peak with the nearest retention time in the chromatogram for
component identification.

Smoothing Determines the degree of data smoothing to be performed on the active component peak
prior to peak detection and integration.

Default: 1
Range: Any odd integer from 1 through 15 points

S/N Threshold Current signal-to-noise threshold for peak integration. Peaks with signal-to-noise values less
than this value are not integrated. Peaks with signal-to-noise values greater than this value
are integrated.

Range: 0.0 to 999.0
Enable Valley Uses the valley detection approximation method to detect unresolved peaks. This method
Detection drops a vertical line from the apex of the valley between unresolved peaks to the baseline.

The intersection of the vertical line and the baseline defines the end of the first peak and the
beginning of the second peak.

Expected Width (sec)

The expected peak width parameter (in seconds). This parameter controls the minimum
width that a peak is expected to have if valley detection is enabled.

With valley detection enabled, any valley points nearer than the expected width/2 to the top
of the peak are ignored. If a valley point is found outside the expected peak width, the
TraceFinder application terminates the peak at that point. The application always terminates
a peak when the signal reaches the baseline, independent of the value set for the expected

peak width.

Range: 0.0 t0 999.0

Constrain Peak Width ~ Constrains the peak width of a component during peak integration of a chromatogram. You
can then set values that control when peak integration is turned on and off by specifying a
peak height threshold and a tailing factor. Selecting the Constrain Peak Width check box
enables the Peak Height (%) and Tailing Factor options.

Peak Height (%) A signal must be above the baseline percentage of the total peak height (100%) before

integration is turned on or off. This text box is active only when you select the Constrain
Peak Width check box.
Range: 0.0 to 100.0%

Tailing Factor

A factor that controls how the TraceFinder application integrates the tail of a peak. This
factor is the maximum ratio of the trailing edge to the leading side of a constrained peak.
This text box is active only when you select the Constrain the Peak Width check box.
Range: 0.5 through 9.0
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Table 28. Detect page parameters for Genesis (Sheet 2 of 3)

Parameter

Min Peak Height (S/N)

Description

For the valley detection approximation method to use the Nearest RT Peak Identification
criteria, this peak signal-to-noise value must be equaled or exceeded. For component
identification purposes, the TraceFinder application ignores all chromatogram peaks that
have signal-to-noise values that are less than the S/N Threshold value.

Range: 0.0 (all peaks) through 999.0

Peak S/N Cutoff

The peak edge is set to values below this signal-to-noise ratio.

This test identifies an edge of a peak when the baseline adjusted height of the edge is less
than the ratio of the baseline adjusted apex height and the peak S/N cutoff ratio.

When the S/N at the apex is 500 and the peak S/N cutoff value is 200, the TraceFinder
application defines the right and left edges of the peak when the S/N reaches a value less
than 200.

Range: 50.0 to 10000.0

Valley Rise (%)

The peak trace can rise above the baseline by this percentage after passing through a
minimum (before or after the peak).

This method drops a vertical line from the apex of the valley between unresolved peaks to
the baseline. The intersection of the vertical line and the baseline defines the end of the first

peak and the beginning of the second peak.

When the trace exceeds rise percentage, the TraceFinder application applies valley detection
peak integration criteria.

The TraceFinder application applies this test to both the left and right edges of the peak.
The rise percentage criteria is useful for integrating peaks with long tails.

Range: 0.1 to 500.0

Valley S/N

Specifies a value to evaluate the valley bottom. Using this parameter ensures that the
surrounding measurements are higher.

Default: 2.0

Range: 1.0 to 100.0

# Background Scans

Number of background scans performed by the TraceFinder application.

Report Noise As

Determines if the noise used in calculating S/N values is calculated using an RMS
calculation or a peak-to-peak resolution threshold. Options are RMS or Peak to Peak.

Shortcut menu

Apply to All Peaks in
Method

Updates all compounds in the method with the current settings on the Detect page. These
updates apply to both quantitative and confirming ion peaks.
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Table 28. Detect page parameters for Genesis (Sheet 3 of 3)

Parameter Description

Apply to All Peaks with  Uses the current settings on the Detect page to update all compounds in the method that
Like Sensitivity Setting use the Genesis sensitivity mode. These updates apply to both quantitative and confirming
ion peaks that use the Genesis sensitivity mode.

Apply to All Peaks in ~ Updates all peaks in the current compound with the current settings on the Detect page.
Compound These updates apply to both quantitative and confirming ion peaks.
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Figure 33. Detect page for ICIS
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Table 29. Detect page parameters for ICIS (Sheet 1 of 2)

Parameter Description

Sensitivity Specifies the ICIS peak detection algorithm.

Detection Method Highest peak: Uses the highest peak in the chromatogram for component identification.
Nearest RT: Uses the peak with the nearest retention time in the chromatogram for
component identification.

Smoothing Determines the degree of data smoothing to be performed on the active component peak

prior to peak detection and integration.
Default: 1
Range: Any odd integer from 1 through 15 points

Area Noise Factor

The noise level multiplier used to determine the peak edge after the location of the possible
peak.

Default: 5

Range: 1 through 500

Peak Noise Factor

The noise level multiplier used to determine the potential peak signal threshold.
Default: 10
Range: 1 through 1000

Baseline Window

The TraceFinder application looks for a local minima over this number of scans.
Default: 40
Range: 1 through 500

Constrain Peak Width ~ Constrains the peak width of a component during peak integration of a chromatogram. You
can then set values that control when peak integration is turned on and off by specifying a
peak height threshold and a tailing factor. Selecting the Constrain Peak Width check box
enables the Peak Height (%) and Tailing Factor options.

Peak Height (%) A signal must be above the baseline percentage of the total peak height (100%) before

integration is turned on or off. This text box is active only when you select the Constrain
Peak Width check box.
Range: 0.0 to 100.0%

Tailing Factor

A factor that controls how the TraceFinder application integrates the tail of a peak. This
factor is the maximum ratio of the trailing edge to the leading side of a constrained peak.
This text box is active only when you select the Constrain the Peak Width check box.
Range: 0.5 through 9.0

Min Peak Height (S/N)

For the valley detection approximation method to use the Nearest RT Peak Identification
criteria, this peak signal-to-noise value must be equaled or exceeded. For component
identification purposes, the TraceFinder application ignores all chromatogram peaks that
have signal-to-noise values that are less than the S/N Threshold value.

Range: 0.0 (all peaks) through 999.0
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Table 29. Detect page parameters for ICIS (Sheet 2 of 2)

Parameter

Noise Method

Description

The options are INCOS or Repetitive.
INCOS: Uses a single pass algorithm to determine the noise level.

Repetitive: Uses a multiple pass algorithm to determine the noise level. In general, this
algorithm is more accurate in analyzing the noise than the INCOS Noise algorithm, but the
analysis takes longer.

Min Peak Width

The minimum number of scans required in a peak.
Default: 3
Range: 0 to 100 scans

Multiplet Resolution

The minimum separation in scans between the apexes of two potential peaks. This is a
criterion to determine if two peaks are resolved.

Default: 10

Range: 1 to 500 scans

Area Tail Extension

The number of scans past the peak endpoint to use in averaging the intensity.
Default: 5
Range: 0 to 100 scans

Area Scan Window The number of allowable scans on each side of the peak apex. A zero value defines all scans
(peak-start to peak-end) to be included in the area integration.
Default: 0
Range: 0 to 100 scans

RMS Specifies that the TraceFinder application calculate noise as RMS. By default, the

application uses Peak To Peak for the noise calculation. RMS is automatically selected if you
manually determine the noise region.

Shortcut menu

Apply to All Peaks in ~ Updates all peaks in the current compound with the current settings on the Detect page.
Compound These updates apply to both quantitative and confirming ion peaks.

Apply to All Peaks in ~ Updates all compounds in the method with the current settings on the Detect page. These
Method updates apply to both quantitative and confirming ion peaks.

Apply to All Peaks with ~ Uses the current settings on the Detect page to update all compounds in the method that

Like Sensitivity Setting

use the ICIS sensitivity mode. These updates apply to both quantitative and confirming ion
peaks that use the ICIS sensitivity mode.
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Figure 34. Detect page for Avalon
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Table 30. Detect page parameters for Avalon (Sheet 1 of 2)

Parameter Description
Sensitivity Specifies the Avalon peak detection algorithm.
Detection Method Highest Peak: Uses the highest peak in the chromatogram for component identification.

Nearest RT: Uses the peak with the nearest retention time in the chromatogram for
component identification.
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Table 30. Detect page parameters for Avalon (Sheet 2 of 2)

Parameter

Smoothing

Description

Determines the degree of data smoothing to be performed on the active component peak
prior to peak detection and integration.

Default: 1

Range: Any odd integer from 1 through 15 points

Autocalc Initial Events

Automatically calculates the events in the Event list.

Edit

Opens the Avalon Event List dialog box. See “Avalon Event List” on page 85.

Shortcut menu

Apply to All Peaks in ~ Updates all peaks in the current compound with the current settings on the Detect page.
Compound These updates apply to both quantitative and confirming ion peaks.

Apply to All Peaks in ~ Updates all compounds in the method with the current settings on the Detect page. These
Method updates apply to both quantitative and confirming ion peaks.

Apply to All Peaks with  Uses the current settings on the Detect page to update all compounds in the method that

Like Sensitivity Setting

use the Avalon sensitivity mode. These updates apply to both quantitative and confirming
ion peaks that use the Avalon sensitivity mode.
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Spectrum

Use the Spectrum page to store a reference mass spectrum for a quantitative peak or
compound.

For detailed descriptions of all the shortcut menu commands on the Spectrum page, see
“Spectrum shortcut menu commands” on page 170.
F pag

Follow these procedures:
* To update confirming ion ratios
* To change the quantitation mass used for a quantitative peak
* To add ions together to get an accumulated signal
* To add a quantitative peak to an existing compound
* To add one or more confirming ions to an existing compound

* To zoom in on the chromatogram or spectrum displays

% To update confirming ion ratios
1. Click a peak in the quantitative peak chromatogram pane.
The mass spectrum for the peak is displayed in the Spectrum pane.

2. Right-click the Spectrum pane and choose Update Confirming Ion Ratios with This
Spectrum from the shortcut menu.

% To change the quantitation mass used for a quantitative peak
1. Click a peak in the chromatogram pane.
The mass spectrum for the peak is displayed in the spectrum pane.
2. In the spectrum pane, hold the cursor over the mass-to-charge value for an ion.
A red box around the ion’s 7/z value indicates that the ion is selected.
3. Right-click and choose one of the following commands from the shortcut menu:
* Set This Mass as Quan Mass > Dont Update Ion Ratios

* Set This Mass as Quan Mass > Update Ion Ratios Using This Reference Spectrum

The following examples show an original quantitative peak and a quantitative peak with an
updated quantitation mass.
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Figure 35. Original quantitative peak mass example
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The TraceFinder application replaces the original quantitation mass with the selected
mass.

Figure 36. Updated quantitative peak example
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To add ions together to get an accumulated signal
Hold the cursor over the 7/z value for an ion in the Spectrum pane.

A red box around the ion’s m/z value indicates that the ion is selected.

. Right-click and choose Add This Mass to Existing Quan Mass Range from the shortcut

menu.

You can now update the ion ratios to adjust the confirming ion comparisons to the new
summed quantitative peak signal.

To add a quantitative peak to an existing compound

. Click the peak in the Quan Peak chromatogram pane.

The mass spectrum for the peak is displayed in the Spectrum pane.

. In the Spectrum pane, hold the cursor over the /z value for an ion.

A red box around the ion’s 7/z value indicates that the ion is selected.

4 L3

Relative Intensity

. Right-click and choose Set This Mass as New Quan Peak from the shortcut menu.

The TraceFinder application adds this ion as a new quantitative peak.

| —
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< To add one or more confirming ions to an existing compound

1. Click the peak in the chromatogram pane.

The mass spectrum for the peak is displayed in the Spectrum pane.

2. In the Spectrum pane, hold the cursor over the 7/z value for an ion.

A red box around the ion’s m/z value indicates that the ion is selected.

3. Right-click and choose to Add This Mass as New Confirming Ion from the shortcut

menu.

The TraceFinder application adds the selected mass as a confirming peak for this

quantitative peak.

QuanPeakl
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% To zoom in on the chromatogram or spectrum displays

1. Drag the cursor to delineate a rectangle.

The display zooms in on the specified rectangle.

2. To return to the original display, right-click and choose Reset Scaling from the shortcut
menu.

TraceFinder User Guide 169



4 using the Method Development Mode
Working with Master Methods

Figure 37. Spectrum page
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Table 31. Spectrum shortcut menu commands

Command

Update Confirming Ion Ratios
With This Spectrum

Description

Updates the confirming ion ratios using the selected peak.

Set This Mass as Quan Mass

Adds the quantitation mass of the selected ion to the quantitation mass used for
the quantitative peak. You can choose to update the ion ratios or not update the
ion ratios using this reference spectrum.

Add This Mass to Existing Quan
Mass Range

Adds the selected mass to your existing quantitation mass range. You can choose
to update the ion ratios to adjust the confirming ion comparisons to the new
summed quantitative peak signal.

Set This Mass as New Quan Peak

Adds a new quantitative peak to an existing compound.

Add This Mass as New

Confirming lon

Adds one or more confirming ion peaks to an existing compound.

Reset Scaling

Returns the chromatogram or spectrum display to its original size.
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Ratios

Use the Ratios page (see “Ratios page” on page 172) to define the criteria for evaluating the
confirming or qualifying ions. The TraceFinder application detects compounds that have
confirming ion values outside their acceptable window and flags them in the Acquisition
mode and on reports.

For detailed descriptions of all the features on the Ratios page, see “Ratios page parameters”
on page 172.

% To specify ion ratio criteria
1. Select the Enable check box to enable the confirming ion.

2. In the Target Ratio box, select the theoretical ratio of the confirming ion’s response to the
quantification ion’s response.

3. In the Window Type list, select Absolute or Relative as the calculation approach for
determining the acceptable ion ratio range.

4. In the Window (+/-%) box, select the acceptable ion ratio range.

5. In the Ion Coelution box, select the maximum difference in retention time between a
confirming ion peak and the quantification ion peak.

In the following example
Signal Detect Ratios
Enable

* The target ratio is expected to be 61.02% and the window is Absolute 20%, so the
acceptable window for this confirming ion peak is 41.02-81.02%.

* However, if the window type is Relative, the plus or minus value is 20% of 61.02%
(or 12.20%), so the acceptable window for this confirming ion peak is
48.82-73.22%.
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Figure 38. Ratios page
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Table 32. Ratios page parameters

Parameter Description

Enable Makes the ion ratio criteria available.

Target Ratio (%) The theoretical ratio of the confirming ion’s response to the quantification ion’s response.
Window Type The absolute or relative calculation approach for determining the acceptable ion ratio range.
Window (+/-%) The acceptable ion ratio range.

Ion Coelution (min) The maximum difference in retention time between a confirming ion peak and the

quantification ion peak.

Shortcut menu

Set Ion Ratio to All Copies the Window Type, Window, and Ion Coelution values to all confirming ion peaks
Confirming Peaks in  for the compound and updates the compound.

Compound Available only when a compound has multiple confirming ion peaks.

Set Ion Ratio to All Copies the Window Type, Window, and Ion Coelution values to all quantitative peaks for
Confirming Peaks in ~ the method and updates the method.

Method

172 TraceFinder User Guide Thermo Scientific



4 Using the Method Development Mode
Working with Master Methods

Calibration

Use the Calibration page to set or edit the mathematical model used for preparing the initial
calibration evaluation for one or more calibration standards.

Each target compound can have its own initial calibration settings, independent of the other
compounds. You can modify the calibration approach on this page or in Acquisition mode
when you view the results of an actual calibration batch.

For detailed descriptions of all the features on the Calibration page, see Calibration page
parameters.

% To specify an internal standard for a compound

1. On the Identification page, specify at least one compound in the method as an internal
standard compound type.

See “Identification” on page 133.

2. On the Calibration page, do the following:
a. In the Standard Type column, select Internal.

b. In the ISTD column, select the compound that you want to use as the internal
standard for this compound.

The application lists only compounds specified as internal standards on the
Identification page.

To view the internal standard peak in the Analysis mode, see “Peak Display Panes” on
page 358.

Figure 39. Calibration page

Calibrabon Calibration levels QcC levels Real Time Viewer
RT Compound Compound type gt;:dard E_sspnnse E;ge Origin~ Weighting Units  1STD Amourt
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2 [3.15 | Pyrazinamide Target Compound | Intemal Area Linear |lgnore |Equal Propanenitrile
a [3.67 | 1,3-Dicxolane, 2he.| Target Compound | Intemal Area Linear |lgnore |Equal Propanenitrile

Table 33. Calibration page parameters (Sheet 1 of 2)

Parameter Description

RT Retention time. The time after injection when the compound elutes. The total time that the
compound is retained on the column.

Compound The compound name.

Compound Type Displays the compound type as a Target Compound, Internal Standard, Surrogate,

MSTune, Native, or Breakdown.
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Table 33. Calibration page parameters (Sheet 2 of 2)

Parameter Description

Standard Type Specifies Internal or External standards.

Response Via The use of area or height.

Curve Type Specifies Linear, Quadratic, or AverageRF curve types.

Origin The origin treatment as Ignore, Include, or Force. The Origin and Weighting columns are
active only when you are using Linear or Quadratic curve types.

Weighting Specifies the weighting as Equal, 1/X, 1/XA2, 1/Y, or 1/YA2.

Units The units to be displayed with the calculated values.

ISTD The internal standard (ISTD) for a target compound or surrogate when the standard type is

set to Internal. When you set the standard type to External, this field is inactive. The list
displays all compounds with the compound type of Internal Standard.

Amount The amount of the internal standard for ISTD compounds.

Shortcut menu The Calibration page uses a right-click shortcut menu. See “Using the Shortcut Menu
Commands” on page 181.

Calibration Levels

On the Calibration levels page (see “Calibration Levels page” on page 175) for a master
method, you can define the standards for calibration. You can edit calibration levels and
concentrations for master methods only. The contents of this page are read-only when you are
editing a local method.

For detailed descriptions of all the features on the Calibration Levels page, see “Calibration
levels page parameters” on page 176.

% To specify calibration levels and concentrations

1. Select the compound whose calibration levels and concentrations that you want to define.

Compound
Lo R S
167 1,3-Dioxolane, 2-heptyl-
3 470 Pyrazinamide “Z2~

2. In the Manage Calibration Levels area, type a value for the first calibration level.

The application adds a new, empty calibration level row beneath the edited row.

174 TraceFinder User Guide Thermo Scientific



4 Using the Method Development Mode
Working with Master Methods

Manage Calibration levels

y

I T R

&4

3. Continue adding calibration levels.

When you finish adding calibration levels, you can specify the concentrations for each
compound at each level.

4. To enter the concentrations to the table, do the following:
a. Select the first calibration level table cell.
b. Click the cell again to make it editable.

c.  Type a concentration value.

5. Repeat Step 4 for all calibration levels associated with the first compound.

|dentification Detection

» 2 ||367 1.3-Dioxolane, 2-heptyl- |
3 470 Pyrazinamide *2~

6. To specify the same concentration values for all compounds, select the value that you
want to copy, right-click, and choose Copy Down from the shortcut menu.

Figure 40. Calibration Levels page

Pyrazinamide

1.3-Dicxolane, 2-hephd-
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Table 34. Calibration levels page parameters

Parameter Description

RT Retention time. The time after injection when the compound elutes. The total time that
the compound is retained on the column.

Compound The compound name.

Call-Caln User-defined calibration levels for the compound.

Manage Calibration Levels Defines values for each of the calibration level values for the selected compound.

Shortcut menu

The Calibration Levels page uses a right-click shortcut menu. See “Using the Shortcut
Menu Commands” on page 181.

176
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QC Levels

Use the QC levels page (see “QC Levels page”) for a master method to define the standards
for QC levels. You can edit QC levels for master methods only. The contents of this page are
read-only when you are editing a local method. For detailed descriptions of all the features on
the QC Levels page, see “QC levels page parameters.”

% To specify QC levels and concentrations

1. Select the compound whose QC levels, percentage test values, and concentrations that
you want to define.

RT Compound
b 1
2 367 1.3-Dioxolane, 2heptyl-
3 470 Pyrazinamide “2~

2. In the QC Levels area, type a name for the first QC level.
The TraceFinder application adds a new, empty QC level row beneath the edited row.

Level

3. Type a value for the % Test.

The % Test is the acceptable difference (as a percentage) between the known amount and
the calculated (measured) amount of each QC level.
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4. Continue adding QC levels and values for the percentage test.

When you finish adding QC levels, you can specify the concentrations for each level for
each compound.

5. To enter the concentration values to the table, do the following:

a. Select the first QC level table cell.
b. Click the cell again to make it editable.

c.  Type a concentration value.

6. Repeat Step 5 for all QC levels associated with the first compound.

Pyrazinamide
1,3 -Dioxolane, 2-heptyl-

7. To specify the same concentration values for all compounds, select the value that you
want to copy, right-click, and choose Copy Down from the shortcut menu.
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Figure 41. QC Levels page
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Table 35. QC levels page parameters

Parameter Description

RT Retention time. The time after injection when the compound elutes. The total time that the
compound is retained on the column.

Compound The compound name.

QC1-QCn User-defined quality control levels for the compound.

Qc levels

Level User-defined quality control level names.

% Test A value for the acceptable difference (as a percentage) between the known amount and

calculated (measured) amount of each QC level.

Shortcut menu

The QC Levels page uses a right-click shortcut menu. See “Using the Shortcut Menu
Commands” on page 181.

178 TraceFinder User Guide Thermo Scientific



4 Using the Method Development Mode
Working with Master Methods

Real Time Viewer

Use the Real Time Viewer page to specify which traces display in the real-time status pane
when you perform acquisition in the Acquisition mode or when you acquire a development
batch in the Method Development mode. See “Real-Time Display” on page 279.

Figure 42. Real Time Viewer page
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Table 36. Real Time Viewer page parameters (Sheet 1 of 2)

Parameter Description
Show Quan Peaks Displays only quantitative peaks in the compounds list. Quantitative peaks are indicated
Only with a black dot in the Quan Peak column.

Show Quan Peaks only
Displayable Traces

E::E Compound Name  Trace

Propanenitrile m/2309.09
. Pyrazinamide m/z309.09
* | 13-Dioxolane, 2-... |m/z464.36
4 . Pyrazinamide *2*  |m/z610.18
Displayable Traces
Quan Peak Checks indicate quantitative peak traces. Unchecked traces indicate confirming ion peaks.
Compound Name Names of all compounds in the method.
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Table 36. Real Time Viewer page parameters (Sheet 2 of 2)

Parameter Description
Trace Lists the simple mass or precursor mass for all traces—Dboth quantitative peak and
confirming ion peak—for each compound.
. Moves the selected trace to the Traces to Display in Real Time Viewer pane.
B Moves the selected trace to the Displayable Traces pane.
Moves all traces to the Displayable Traces pane.
= To move multiple traces to the Traces to Display... pane, hold down the SHIFT key, select

multiple traces, and then click .

Traces to Display in
Real Time Viewer (0/25)

List the traces to be displayed and the display order in the real-time viewer in the
Acquisition mode. Maximum number of traces is 25.

Move to Top Moves the selected trace to the top of the Traces to Display... list and the second position in
the real-time display. The TIC is always the first position in the real-time display.
Move Up Moves the selected trace up one position in the list.

Move Down

Moves the selected trace down one position in the list.

Move to Bottom

Moves the selected trace to the bottom of the list.
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Using the Shortcut Menu Commands

Each page on the Compounds page (except the Acquisition List and Real Time Viewer pages)
uses right-click shortcut menu commands to display or hide the retention column, remove

compounds from the method, copy and paste data, or save the compound list to a .csv file.

Copy down

Display retention time column
Delete compound from method

Copy
Copy with headers

Paste

Export to CSV file

Sort by Compound Mame
Sort by Retention Time

Add this Compeound to CD5
Add All Compounds to CD5

Table 37. Compounds page shortcut menu commands (Sheet 1 of 2)

Command

Copy Down

Description

Copies the value in the selected row to all rows below it. This
command is available only when you have selected a value that
can be copied down. See Appendix B, “Using Copy Down and
Fill Down.”

Display Retention Time

Displays or hides the RT column in the compound list.

Column

Delete Compound From  Removes the selected compound from the current master

Method method.

Copy Copies the data in the selected rows or columns to the Clipboard.
Use this command to copy compound information to another
application, such as an Excel spreadsheet. You cannot paste this
data back into the method development compound list.

Copy With Headers Copies the data in the selected rows or columns and the
associated column headers to the Clipboard. Use this command
to copy sample information to another application, such as an
Excel spreadsheet. You cannot paste this data back into the
method development compound list.

Paste Pastes a single column of copied data from another application,

such as an Excel spreadsheet, into the selected column. The
pasted data must be valid data for the selected column.
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Table 37. Compounds page shortcut menu commands (Sheet 2 of 2)

Command Description

Undo Last Paste Removes the last pasted item in the method development
compound list.

Export to CSV File Opens the Save As dialog box where you can save the current
compound list to a .csv file.

Sort by Compound Sorts the compounds alphabetically from A to Z.

Name

Sort by Retention Time  Sorts the compounds from shortest retention time to longest
retention time.

Add This Compound to  Adds the selected compound to the compound data store. When

CDS the compound already exists in the compound data store, the
TraceFinder application updates the compound data store with
the current compound information.

This command is available only on the Detection page shortcut
menu when the Compound Datastore is enabled. See “Enabling
Optional Features” on page 88.

Add All Compounds to  Adds all compounds in the current method to the compound

CDS data store. When any of these compounds already exist in the
compound data store, the TraceFinder application updates the
compound data store with the current compound information.

This command is available only on the Detection page shortcut
menu when the Compound Datastore is enabled. See “Enabling
Optional Features” on page 88.
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Editing the QAQC Page

Use the QAQC page to set limits and ranges so that the TraceFinder application can review
the data and results as an aid to final approval.

From the QAQC page of the Master Method View, you can access these additional pages:
* Limits
* Calibration
* Chk Std
* Breakdown
* Matrix Blank
e ISTD
* Solvent Blank
* Surrogate
* Lab Control
* Meth Val
* Matrix Spike

e Tune
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Figure 43. Limits page

Limits

Use the Limits page to define levels of review for quantified results. Quantified results appear
on printed and electronic reports. You can also define when a quantified value is reported
instead of reporting less than a particular limit.
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Table 38. Limits page parameters

Parameter Description

RT Retention time. The time after injection when the compound elutes. The total time that the
compound is retained on the column.

Compound The compound name.

LOD Limit of detection. The lowest amount that can be detected. Usually derived from a method

(Detection Limit) detection limit (mdl) study.

LOQ Limit of quantitation. The lowest amount that can be confidently and accurately

(Quantitation Limit)

quantitated. This is usually the lowest calibration amount.

LOR

Limit of reporting. Also called cutoff in some industries. This is the lowest amount that can
be reported, as determined by each laboratory’s standard operating practices.

ULOL
(Linearity Limit)

Upper limit of linearity. This is usually the highest calibrator amount.

Carryover Limit

The highest amount of a substance that does not leave a residual amount in the instrument.
If a substance has a carryover limit of 5, amounts higher than 5 usually dirty the instrument
and leave residue behind, tainting the following sample. A carryover limit of less than 5 does
not leave any residual amounts of the substance.
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Calibration

Use the Calibration page to define acceptable criteria for initial calibration. The TraceFinder
application makes the evaluation by comparing the initial calibration results for each
compound found in the sample to the values defined on this page.

On the Calibration report, the application flags the calculated values for internal standard
compounds that exceed these limits.

Figure 44. Calibration page
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Table 39. Calibration page parameters

Parameter Description

RT Retention time. The time after injection when the compound elutes. The total time that the
compound is retained on the column.

Compound The compound name.

RA2 Threshold The minimum correlation coefficient (%) for an acceptable calibration (when in linear or
quadratic mode).

Max RSD (%) The maximum relative standard deviation (RSD) for an acceptable calibration (when in
average RF mode).

Min RF The minimum average response factor (RF) for an acceptable calibration (when in average
RF mode).

Max Amt Diff (%) The maximum deviation between the calculated and theoretical concentrations of the

calibration curve data points (when in linear or quadratic mode).
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Chk Std

Use the Chk Std page to review the calibration on an ongoing basis. The TraceFinder
application makes the evaluation by comparing the quality check standard results for each
compound in the sample to the initial calibration using values defined on this page.

On the Check Standard report, the TraceFinder application flags the calculated values for
internal standard compounds that exceed these limits.

For linear and quadratic modes, the maximum difference for the calculated concentration in
the Chk Std sample versus the theoretical value is set on the QC Levels page of the
Compounds page.

Figure 45. Chk Std page
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Table 40. Chk Std page parameters

Parameter Description

RT Retention time. The time after injection when the compound
elutes. The total time that the compound is retained on the
column.

Compound The compound name.

Max RF Diff (%) The maximum deviation between the response factor (RF) of the

Chk Std sample and the average response factor from the
calibration (when in average RF mode).

Min RF The minimum response factor for the Chk Std sample (when in
average RF mode).
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Breakdown

Use the Breakdown page to view and edit values used for the evaluation of breakdown and
degradation reporting. The TraceFinder application makes the evaluation by calculating the
ratio of breakdown compounds to the native compounds.

< To display the list of compounds in a group

Click anywhere in the group row.

< To select a group for breakdown calculation
Select the Active check box in the group row.

You can select any group in the method for breakdown calculation, but the application
calculates and reports only those that contain breakdown and native compounds.

Figure 46. Breakdown page

Matri Blank

Compounds for group:  Quan Group

Methylene Chloride
Target Group 2-Chlorobenzimidazaole

ISTD

Table 41. Breakdown page parameters

Parameter Description

Groups Lists all groups created on the Groups page. See “Editing the
Groups Page” on page 200.

Active Specifies which groups are used for analysis.

Max % Breakdown The maximum allowable percentage of breakdown to native

compounds. This value is calculated by summing the responses of
the breakdown compounds and dividing them by the sum of the
native compounds.

On the Breakdown Report, the application flags the calculated
values for breakdown and native compounds that exceed these
limits.

Compounds for Group Lists all compounds in the selected group.
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Matrix Blank

Use the Matrix Blank page to define acceptable levels of target compounds in blank samples.
The TraceFinder application makes the evaluation by comparing the calculated concentration
for each compound in the sample to the maximum concentration defined on this page. You
can enter the maximum concentration as a percentage of a flag value or as a specified value.

For detailed descriptions of all the features on the Matrix Blank page, see Matrix Blank page
parameters.

On the Matrix Blank report, the application flags the calculated values for target compounds
that exceed these limits.

% To specify the maximum concentration as a percentage

1. From the Method column list, select one of the following methods:
* 9% of LOD
* % of LOQ
* 9% of LOR

2. In the Percentage column, type a percentage value.

% To specify the maximum concentration
1. From the Method column list, select Concentration.
2. In the Max Conc column, type an absolute value.

Figure 47. Matrix Blank page

General L Compounds

Methylene Chloride

2Chlorobenzimidazole

Pheniol, 4-methyl- %of LOD

% of LO
MNaphthalene-08 ¥ of LDE

Table 42. Matrix Blank page parameters (Sheet 1 of 2)

Parameter Description

RT Retention time. The time after injection when the compound elutes. The total time that the
compound is retained on the column.

Compound The compound name.

Method The evaluation process used for comparing the calculated concentration. You can specify no
maximum, a specific concentration, or a percentage of the LOR, LOD, or LOQ.
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Table 42. Matrix Blank page parameters (Sheet 2 of 2)

Parameter Description
Percentage The percentage of the LOR, LOD, or LOQ if you are using the percentage approach.
Max Conc The maximum concentration if you are using an absolute value.
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ISTD

Use the ISTD page to review the response and retention time of internal standards (when
available). The TraceFinder application makes the evaluation by comparing the area and
retention time results for each internal standard compound in the sample to a specified range.

If all of your target compounds are set to external calibration mode or if you have not
identified any compounds as internal standards, this page does not show any values.

Figure 48. ISTD page
i General . Compounds

Limits

' | Compound | Min recovery (%) | Maxrecovery (%) | Min RT (min) | Max RT (+min) | CV Test (%)
3 1 BB Phenanthrene-D10

Table 43. ISTD page parameters

Parameter Description

RT Retention time. The time after injection when the compound elutes. The total time that the
compound is retained on the column.

Compound The compound name.

Min Recovery (%)  The minimum and maximum percent recoveries for the internal standards to define an

Max Recovery (%)

acceptable range. For check standards, the TraceFinder application compares the response of
each internal standard in each sample to a range around the average of the responses of that
compound in all of the calibration standards. For all other samples, the application calculates
the comparison range around the check standard responses if a check standard is available in the
batch. If no check standard is available, the application tests against the initial calibration.

Min RT (—min) The minimum and maximum drift (in minutes) for the internal standards to define an

Max RT (+min)

acceptable range. For check standards, the TraceFinder application compares the retention time
of each internal standard in each sample to a range around the average of the retention times of
that compound in all of the calibration standards. For all other samples, the application
calculates the comparison range around the check standard retention times if a check standard
is available in the batch. If no check standard is available, the application tests against the initial
calibration.

CV Test (%) Coefficient of Variance test. The coefficient of variance percentage is the standard deviation of
the multiple samples of one level, multiplied by 100, and then divided by the average of the
multiple samples of that level. This calculation is based on the areas of the peaks.
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Use the Solvent Blank page to view or edit QC values for solvent reporting. The application
makes the evaluation by comparing the calculated response for each compound in the sample
to the maximum response defined on this page.

On the Solvent Blank report, the TraceFinder application flags the calculated values for target
compounds that exceed these limits.

Figure 49. Solvent Blank page

General

Compound

Compounds

Matrix Blank

Methylene Chioride Mone

2-Chlorobenzimidazole Al lon RT

Phenol, 4methyl- Quanlon RT =]

Table 44. Solvent Blank page parameters

Parameter Description

RT Retention time. The time after injection when the compound
elutes. The total time that the compound is retained on the
column.

Compound The compound name.

Method The evaluation process to use as a response for the quantitation ion
only (Quan Ion RT) or as a summed response for the quantitation
ion and any confirming ions (All Ion RT). To deactivate the
solvent blank test for a specific compound, select None.

Upper Limit Specifies an upper limit for each compound in the sample when

you select an evaluation process. These values are not
concentrations; they are raw response values.
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Surrogate

Use the Surrogate page to view or edit values for surrogate recovery reporting. The application
makes the evaluation by comparing the calculated concentration for each compound in the
sample to the theoretical concentration and range defined on this page.

You can use these parameters to evaluate the performance of your method. For this evaluation,
prepare, analyze, and evaluate a number of samples (typically 4 to 10) to document method

accuracy and precision as a comprehensive whole.

On the Surrogate Recovery report, the application flags the calculated values for method
validation compounds that exceed these limits.

Figure 50. Surrogate page

General

Compounds

| Compound | Thea Conc | Min recovery (%) | Max recovery (%)

Maphthalene-D38

Table 45. Surrogate page parameters

Parameter Description

RT Retention time. The time after injection when the compound
elutes. The total time that the compound is retained on the
column.

Compound The compound name.

Theo Conc Values for the compounds that represent the expected theoretical
concentration of that compound in the sample.

Min Recovery (%) A range of the allowable minimum recovery percentage and the
maximum recovery percentage that the application can determine

Max Recovery (%) yP & PP

by comparing the observed calculated concentration in the analysis
to the expected concentration. Each method validation compound
can have its own values for these fields, independent of other
method validation compounds.
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Lab Control

Use the Lab Control page to view and edit QC values for lab control sample (LCS) and lab
control sample duplicate (LCSD) analyses. The application makes the evaluation by
comparing the calculated concentration for each compound in the sample to the theoretical
concentration and range defined on this page.

You can prepare samples (typically known as clean matrices) as LCS or LCSD. These
represent samples where you have added known concentrations of target analytes. To define
an LCS and its duplicate in a batch, select the appropriate sample type and a common
sample ID.

On the Lab Control report, the application flags the calculated values for spiked compounds
that exceed these limits.

Figure 51. Lab Control page

.

| Mz recovery (%) | Mzx RPD

Table 46. Lab Control page parameters

Parameter Description

RT Retention time. The time after injection when the compound elutes. The total time that the
compound is retained on the column.

Compound The compound name.

Theo Conc Values for the lab control compounds that represent the expected theoretical concentration of
that compound in the sample.

Min Recovery (%) A range of the allowable minimum recovery percentage and the maximum recovery percentage

Max Recovery (%) that tbe application can determine .by comparing the observed calculated concent‘ration in the
analysis to the expected concentration. Each LCS or LCSD compound can have its own values
for these fields, independent of other LCS or LCSD compounds.

Max RPD Specifies a maximum value for relative percent difference (RPD) between two spiked samples.
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Meth Val

Use the Meth Val page to view or edit QC values for method validation reporting. The
application makes the evaluation by comparing the calculated concentration for each
compound in the sample to the theoretical concentration and range defined on this page.

You can use these parameters to evaluate the performance of your method. For this evaluation,
prepare, analyze, and evaluate a number of samples (typically four to 10) to document
method accuracy and precision as a comprehensive whole. To define a method validation
sample in the batch, select the appropriate sample type.

On the Method Validation report, the application flags the calculated values for method
validation compounds that exceed these limits.

Figure 52. Meth Val page
Compounds

General

Matrix Sp

| Min recovery (%) | Max recovery (%) | Max RSD (%)

RT | Compound | Thea Conc
| 444 2. Chisobencisidazole 0.000

0.00 0.00 0.00

Table 47. Meth Val page parameters

Parameter Description

RT Retention time for the compound.

Compound The compound name.

Theo Conc Values for the compounds that represent the expected theoretical concentration of that
compound in the sample.

Min Recovery (%) A range of the allowable minimum recovery percentage and the maximum recovery
percentage that the application can determine by comparing the observed calculated

Max Recovery (%) concentration in the analysis to the expected concentration. Each method validation
compound can have its own values for these fields, independent of other method validation
compounds.

Max RSD (%) The maximum relative standard deviation of the set of observed concentrations for a

component across the set of method validation samples.
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Matrix Spike

Use the Matrix Spike page to view or edit QC values for matrix spike and matrix spike
duplicate analyses. The application makes the evaluation by comparing the calculated
concentration for each compound in the sample (after subtracting the original sample value)
to the theoretical concentration and range defined on this page.

To evaluate matrix spike or matrix spike duplicate compounds, prepare samples as MS or
MSD. These represent samples where you have added known concentrations of target
analytes. To define a sample, its MS, and its MSD in the batch, select the appropriate Sample
Type and a Sample ID.

Sample IDs must be unique. Duplicating Sample IDs can cause incorrect samples to be
included in reports.

On the MS/MSD report, the application flags the calculated values for spiked compounds
that exceed these limits.

Figure 53. Matrix Spike page

| Theo Conc | Min recovery (%) | Max recovery (%) | Max RPD

Table 48. Matrix Spike page parameters

Parameter Description

RT Retention time. The time after injection when the compound elutes. The total time that the
compound is retained on the column.

Compound The compound name.

Theo Conc Values for the matrix spike compounds that represent the expected theoretical concentration
of that compound in the sample. You can apply or not apply the dilution factor for a sample
to the calculated matrix spike concentrations.

Min Recovery (%) A range of the allowable minimum recovery percentage and the maximum recovery

Max Recovery (%) percentage that can be determined by comparing the observed calculated concentration in
the analysis to the expected concentration. Each matrix spike sample can have its own values
for these fields, independent of other matrix spike samples.

Max RPD Specify a maximum value for relative percent difference (RPD) between two spiked samples.
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Tune

Use the Tune page (see “Tune page” on page 199) to specify mass spectral comparison criteria
according to Environmental Protection Agency (EPA) tune methods. Your master method
must include one (and only one) compound specified as an MSTune compound type. The
QAQC evaluation compares the mass list of the compound to the values in the tune method.

An MSTune sample contains Decafluorotriphenylphosphine (DFTPP) or
bromofluorobenzene (BFB) and is handled differently from other samples in the master
method. The TraceFinder application handles it as a qualitative examination of the mass
spectrum of a specific compound rather than evaluates it on a quantitative basis.

Follow these procedures:

* To select an EPA tune method

* To manually submit a mass spectrum for tune evaluation
< To select an EPA tune method

Tune parameters

Tune Compound:

L= iy sizlzeized mzinoed o
Perform backaground subtraction: H

Max stepoff: ﬂ

1. Choose a method from the Method list.

* For some methods, the Use Only Selected Method option is available.
* For some methods, the Perform Background Subtraction option is available.

The application displays the mass spectral reference for the selected method.

Eval Mass Baze Peak? | LowOp Lower Limit % | High Op High Limit Relative To
51 = 10 <= a5 Base peak
68 < 2
70 < 2
127 = 10 <= a0 Base peak
197 < 2 198
158 fes > 50 = 100 Baze peak
199 = 3 = 9 158
275 3= 10 = &0 Base peak
365 3 05 158
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2. (Optional) Select the Use Only Selected Method check box.
The application uses only the specified EPA tune method for tune criteria testing.

If this option is not selected and the tune spectrum fails against the specified tune criteria,
the application performs the comparison against other EPA tune method criteria. The
Tune report displays the pass/fail status of the tune spectra against all methods used for
comparison.

3. (Optional) Select the Perform Background Subtraction check box.
* The 8000 and CLP series methods require background subtraction.

* The 500 and 600 series do not require background subtraction but you can choose to
use it.

The Tune report displays the retention time and scan range of the spectrum.
4. (Optional) Click Max Stepoff to select a number or type a number in the box.

The Max Stepoff field defines the maximum number of scans as the range before and
after the Tune compound peak that is to be used for background subtraction. For
example, a maximum stepoff of 1 means that the background spectrum is taken one scan
before the left edge of the tune peak or one scan after the right edge of the tune peak. If
using the left edge background spectrum fails the tune test, the system automatically tries
the right edge of the spectrum. A maximum stepoff of 2 means trying up to four tests
using four different background spectrum: two scans before the left edge, one scan before
the left edge, one scan after the right edge, and two scans after the right edge. EPA
guidelines assign a maximum stepoff value of 20.

Note This Max Stepoff value is not related to the Stepoff Value parameter on the
General page of the master method. The Stepoff Value on the General page applies
only to the reference spectrum set for the master method and does not affect the Tune
method.

< To manually submit a mass spectrum for tune evaluation

Ad Hoc Tune Report

|Use Qual Browser to manually specify
the mass spectrum to evaluate

——
——

1. Click Select File and Mass Spectrum.

2. In the browser, select a raw data file and click Open.

The Thermo Xcalibur Qual Browser opens.
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Figure 54. Thermo Xcalibur Qual Browser
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3. In the Qual Browser, do the following:
a. Select the tune compound peak that you want to use.
b. Select the background subtraction parameters to use, and generate the mass
spectrum.
For detailed instructions, refer to the Qual Browser documentation.
c.  When the process is complete, choose View > Spectrum List.
d. Right-click the spectrum list and choose Export > Clipboard.
e. On the TraceFinder Tune page, click Create Tune Report as PDE
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Table 49. Tune page parameters

Parameter

Tune parameter

Description

Tune Compound

Compound specified as a tune compound on the Identification page. See “Identification”
on page 133.

Method Environmental Protection Agency (EPA) methods used for tuning.
Use Only Selected Specifies that the application use only the specified EPA tune method for tune criteria
Method testing.

Perform Background

Specifies that the application average and subtract the mass spectra as specified in the

Subtraction background subtraction settings on the General page for the master method. See “To set
automated background subtraction options” on page 123.
Max Stepoff Specifies the maximum number of scans as the range before and after the Tune compound

peak to be used for background subtraction.

Ad Hoc Tune Report

Select File and Mass
Spectrum

Opens a browser where you can select a raw data file to use for the tune report.

Create Tune Report as
PDF

Creates an ad hoc tune report using the mass spectrum data saved to the Clipboard.
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Editing the Groups Page

Use the Groups page of the Master Method View (see “Groups page”) to organize compounds
into functional or logical groups. You can use these groups for creating a subset of target
compounds. For detailed descriptions of all the features on the Groups page, see “Groups page
parameters.”

For quantitative processing, the TraceFinder application processes all compounds in the
method and stores the complete result set, but only those in the selected group are visible in
the Acquisition mode. Limiting the displayed compounds to those in the selected group can
be useful when working with a master method containing a large list of compounds, only
some of which are required for analysis in certain samples. In that case, the application
requires only a single method and can reduce the results. To display only those compounds to
be used in quantitative processing, select Quan Compounds from the Show list.

You can create multiple groups and include the same compound in more than one group.

% To create a group

1. From the Show list, select the type of compounds that you want to view.

Show:

Quan compounds
Mon quan compounds
Target compounds
Internal Standards
Surrogates

2. At the bottom of the Groups area, click Add Group.
The Add a New Group dialog box opens.

3. Type a name for the new group and click OK.
The new group appears in the Groups area.

4. Drag a compound from the Compounds area onto a group name (as if you were moving
files into a folder).

5. To remove all the compounds from a group, rename the group, or delete it, right-click the
group name and choose from the shortcut menu.

Ernpty group
Renarne group

Delete group

6. To remove a single compound, right-click the compound name in the group and choose
Remove from Group from the shortcut menu.

Elﬂfﬁ CGuan Group

]
e 1,3 Remowve from group

' Pyrazinamide &~
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Figure 56. Groups page

Calibration file last used:  Batch_Alprazolam2.calx Show:
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Table 50. Groups page parameters

Parameter Description

Compounds Lists all available compounds.

Groups Lists all available groups.

Add Group Opens the Add a New Group dialog box where you can create a
new group.

Shortcut menu

Empty Group Removes all compounds from the selected group.

Rename Group Changes the name of the selected group.

Delete Group Removes the selected group and all the compounds in it.

Remove From Group ~ Removes the selected compound from its group.
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Editing the Reports Page

202 TraceFinder User Guide

Use the Reports page to specify how you want to save or print your reports. For detailed
descriptions of the features on the Reports page, see “Reports page parameters.”

For the quantitation report types, you can modify quantitation limits flags, user interface
options, and quantitation flag options on the Quan Report Settings page.

For target screening report types, you can modify default report options, semi-quantitative
results options, ion ratio calculation methods, the exact mass window, and Exactive options
on the Target Screening Settings page.

This section includes instructions for the following tasks:
* Specifying Report Formats
* Specifying Quan Report Settings

* Specifying Target Screening Settings

Specifying Report Formats
* For each standard report, you can create a hardcopy printout, a PDF file, or an XML file.

* For each custom report, you can create a hardcopy printout or an Excel Macro-Enabled

Workbook (xlsm) file.
* For each target screening report, you can create a hardcopy printout or a PDF file.
In addition to the report type, you can specify a report description for each of your reports.

The default report description is the report name.

< To specify report types and output formats

1. Click the Reports tab.
The Reports page displays the following columns for all configured reports:
* Example: Click the magnifying glass icon to open an example PDF of the report type
* Report Name, Report Description, and Report Type
* For standard report types: Options to create a hardcopy, PDF file, or XML file

* For custom report types: Options to create a hardcopy or Excel Macro-Enabled

Workbook file
* For target screening report types: Options to create a hardcopy or PDF file

* Batch Level: Option that indicates which reports are batch-level reports

For information about configuring which reports are available when you create a master
method or which reports create a batch-level report, see “Specifying the Reports
Configuration” on page 68.
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2. To edit the Report Description, double-click the name and type your new description.

The TraceFinder application uses this description for all reports that use this master
method. You cannot edit the Report Description from other report views.

3. To specify the type of report output to create for each report type, select the check box in
the appropriate column.

4. To duplicate the output type for all reports, click the cell to select it, and then right-click
and choose Copy Down from the shortcut menu.

Print Create PDF  Create *ML  Create XLSM  Batch Level
E S e
] I Copy down "
= [ [ r r

All check boxes in the column below the selected cell duplicate the selected or cleared
state of the selected cell. This action applies only to reports where this output format is
available.

By default, all report types are cleared.

Figure 57. Reports page

General | Compounds 1 QAQC 1 Groups Reports
Example Report Name Repart Title Repart Type Print Create PDF Create XML Create XLSM Batch Level
1 ' | Batch Repoit Batch Standard [ [ [ [ ]
2 ; Altemate BatchReport Altemiate Batch Custom [ I r £l [l
3 ¥ Target Screening Long Report | Target Screening Long | TargetScreening| [ [ I5 [ Iul

Table 51. Reports page parameters (Sheet 1 of 2)

Parameter Description
Example Opens a PDF that displays an example of the report type.
Report Name The name of a report.

Report Description

The user-defined description to be used on a report.

Report Type The type of report: Standard, Custom, or Target Screening.
Print Sends reports to the printer.
Create PDF Saves reports as PDF files.

Available only for standard and target screening reports.
Create XML Exports reports in XML format.

Available only for standard reports.
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Table 51. Reports page parameters (Sheet 2 of 2)

Parameter Description

Create XLSM Exports reports in Excel Macro-Enabled Workbook (.xIsm) format.
Available only for custom reports.

Batch Level Rather than creating separate reports for each sample, the application uses a composite of
the data from all the appropriate samples to create a single report for the entire batch.
Batch-level reports are prepended with a B to differentiate them.
You cannot select this option from the Reports page. You must select the Batch Level option
for the report in the report configuration. See “Specifying the Reports Configuration” on
page 68.
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Specifying Quan Report Settings

Use the options on the Quan Report Settings page to choose parameters for flagging values
and displaying information in standard report types.

Follow these procedures:
* To specify quantitation limits
* To specify user interface options
* To specify quantitation flag options
* To correct surrogates
* To track the use of the tune file
% To specify quantitation limits
CGuan Limits Flags
Report concentration:

Decimal places to be reported:

Show chromatogram on Quartitation Report

Dizplay compounds above set limit

1. To report the calculated concentration at all times or only when the quantified value
exceeds LOD, LOQ, or LOR, choose the appropriate value from the Report

Concentration list.
For a description of concentration limits, see “Editing the QAQC Page” on page 183.

2. To select the number of decimal places to report for calculated concentrations, set the
value in the Decimal Places to be Reported box.

3. To include a chromatogram of the sample in the Quantitation Report, select the Show
Chromatogram on Quantitation Report check box.

4. To display only valid compounds, select the Display Compounds Above Set Limit
check box.
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% To specify user interface options
User Inte

Shade row when sample is outside of evaluation criteria

Separate ion overay display

lse altemate calibration report format

Display Quan flags and legend

1. To shade a compound row on any of the reports if a value fails one of the criteria used for
evaluation, select the Shade Row when Sample is Outside of Evaluation Criteria
check box.

2. To separate the ion overlay pane from the confirming ion plots, select the Separate Ion
Overlay Display check box.

3. To use an alternate format for the Calibration Report designed to print more concisely
and limit the report to a maximum of seven calibration standards, select the Use
Alternate Calibration Report Format check box.

4. To display flags and a legend on high density reports, select the Display Quan Flags and
Legend check box.

< To specify quantitation flag options

Guan Fag Options

=

Flag values below LOD

<

Flag values below LOG

<

Fag values above LOR

<]

Flag values above LILOL

<

Fag values above Camyover

Flag values between LOD and LOG

Select the values that you want to display in the report.
Values are above or below the limits defined on the Quan page.

These flags appear on a variety of reports and are defined in “Quan Report Settings page
parameters.”

206 TraceFinder User Guide Thermo Scientific



Thermo Scientific

4 Using the Method Development Mode
Working with Master Methods

% To correct surrogates

Sumogate Comection Option

Comect sumogates

Select the Correct Surrogates check box.

The TraceFinder application applies the conversion factor (specified in the sample row in
the batch) to the sample’s calculated concentrations for surrogates as the conversion factor
is applied to target compounds.

< To track the use of the tune file

Turne Time Tracking Options

Enable tune time tracking

Tune file lfetime thrs ) :

1. Select the Enable Tune Time Tracking check box.

This option tracks the number of hours between the last instrument tune and each
sample acquisition.

2. In the Tune File Lifetime box, enter the number of hours that you want to allow between
the last instrument tune and a sample acquisition.

Any sample acquired outside this maximum allowable time is flagged on the Batch report.
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Figure 58. (Quan Report Settings page

Quan Report Settings

Quan Limits Flags
Report « entration:

Decimal places to be reported:
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Separate ion overay display

Target Screening Settings

Quan Fag Options Sumogate Comection Option

<<

Tune Time Tracking Options

<
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Enable tune time tracking

<

Hag values above ULOL
Tune file lifetime {hrs.) :

Hag values above Camyowver

=

Flag values between LOD and LOGQ

Table 52. Quan Report Settings page parameters (Sheet 1 of 2)

Parameter

Quan Limits Flags

Description

Report Concentration

Reports the concentration at all times or only when the quantified value exceeds either the
limit of detection (LOD), the limit of quantitation (LOQ), or the limit of reporting (LOR).
Report concentration: Always, >LOD, >LOQ, or >LOR.

Decimal Places to be
Reported

Number of decimal places to be included in the report. Maximum value is 6.

Show Chromatogram
on Quantitation

Report

Displays a chromatogram (TIC trace) of the sample on the quantitation report.

Display Compounds
Above Set Limit

Prints only the positive compounds in a sample. If a compound is above the specified Quan
Flag Options limits, the TraceFinder application reports the compound.

User Interface Options

Shade Row When
Sample is Outside of

Evaluation Criteria

Shades a compound row on any of the reports if a value fails one of the criteria used for
evaluation.

Separate Ion Overlay
Display

Separates the ion overlay pane from the confirming ion plots in an analysis.

Use Alternate
Calibration Report
Format

Uses an alternate format for the Calibration Report that is designed to print more concisely
(this report is limited to a maximum of seven calibration standards).

Display Quan Flags
and Legend

Displays manual flags, confirming manual flags, quantitation flags, and a legend on

high-density reports.
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Table 52. Quan Report Settings page parameters (Sheet 2 of 2)

Parameter Description

Quan Flag Options Val.ues that are above or below limits defined on the Limits page. These flags appear on a
variety of reports.

Flag Values Below Flags values below the limit of detection (LOD).

LOD

Flag Values Below Flags values below the limit of quantitation (LOQ).

LOQ

Flag Values Above Flags values above the limit of reporting (LOR).

LOR

Flag Values Above Flags values above the upper limit of linearity (ULOL).

ULOL

Flag Values Above Flags values above the carryover limit.

Carryover

Flag Values Between

LOD and LOQ

Flags values between the limit of detection and the limit of quantitation known as the J flag.

Surrogate Correction Option

Correct Surrogates

Applies the conversion factor (specified in the sample row in the batch) to the sample’s
calculated concentrations for surrogates as the conversion factor is applied to target
compounds. For example, if you added surrogates to the sample as part of sample
preparation and you require a dilution for analysis, the TraceFinder application dilutes the
surrogates and target compounds and applies a dilution correction to correct for this
dilution. However, if you added surrogates after a dilution has occurred, then you can leave
the option cleared so that, while the target compounds are corrected for the dilution, the
surrogates are reported “as is.”

Tune Time Tracking Options

Enable Tune Time
Tracking

Tracks the number of hours between the last instrument tune and each sample acquisition.

Tune File Lifetime

Specifies the maximum number of hours between the last instrument tune and a sample
acquisition. Any sample acquired outside this maximum allowable time is flagged on the
Batch report.
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Specifying Target Screening Settings

Use the options on the Target Screening Settings page to set the parameters required to
produce Target Screening reports. For detailed descriptions of the features on the Target
Screening Settings page, see “Target Screening Settings page parameters” on page 213.

The TraceFinder application uses these parameters to process a raw data file and create a
report similar to a ToxID report. See “Example Target Screening Summary Report” on

page 215.
Follow these procedures:
* To specify the default parameters
* To calculate and report semi-quantitative results
* To specify the ion ratio calculation method
* To specify the exact mass window

* To specify the Exactive parameters

% To specify the default parameters

Processing Configuration File:

ening Method: BT GEEEE e

Company MName:

LN G Default Laboratory

Company Logo:
findow (mu):

Window (min): LU

1. Click the Processing Configuration File browse button and select a configuration file

(.csv).

2. From the Screening Method list, select one of these compound screening methods.

¢ (Default) Auto Detect

* Based on Full MS2 scans

* Based on SRM and MS2 scans
* Based on MS2 and MS3 scans
* Based on MS3 scans

* Based on accurate mass scans

* Based on SRM scans

* Based on Exactive screening method

3. Type the name of the company to print on the report.
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. Type the name of the laboratory to print on the report.

. Click the Company Logo browse button and select a graphic file (.jpg, .gif, or .bmp) to

print on the report.

. In the m/z Window box, enter a value for the window above and below the m/z value for

the compounds.

. In the RT Window box, enter a value for the window above and below the retention time

value for the compounds.

. In the MS2 Search Library boxes, type the names of as many as three search libraries for

searching MS/MS spectra.

. In the MS3 Search Library boxes, type the names of as many as three search libraries for

searching MS? spectra.

Select the Use Full MS Scan to Confirm check box if you want to confirm library search
results with parent ion peak detection in the full scan.

When the application does not detect a peak in the full scan, the compound is not
reported as a hit.

To calculate and report semi-quantitative results

Semi Quantitative:

W Report Semi-Guantitative Result Measurement Unit {e.q. ng/ml):

Calculgtion based on: @ Scan Intensity © Peak Area

. In the Semi Quantitative area, do the following:

a. Select the Report Semi-Quantitative Result check box.

b. Type the measurement units.

The measurement units are used only for labeling purposes.

. Select either the Scan Intensity or Peak Area option.

* Scan Intensity: The application measures the intensity of the MS/MS peak without
performing background subtraction.

* Peak Area: The application measures the peak area of the reconstructed full-scan
chromatogram peak of the parent ion. When you select Peak Area, the Use Full MS
Scan to Confirm check box is automatically selected.
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% To specify the ion ratio calculation method

lon Ratio Calculation Method (In SEM Experiment):

() Use Scan at Peak Apex @ Use Average Scan lon Ratio Window (3): _

1. Select the Use Scan at Peak Apex or Use Average Scan option.

* Use Scan at Peak Apex: The application calculates the ion ratio based on the peak
apex scan spectrum.

* Use Average Scan: The application calculates the ion ratio based on the average scan
spectrum over the range of the peak’s half height. The relative intensity in the
configuration file must use the selected scan method.

2. In the Ion Ratio Window (%) box, type the acceptable percentage of the intensity of the
qualifier ion to the quantitation ion.

For example, when the Ion Ratio Window is 20% and the quantitation ion has an
intensity/height of 100, the specified confirming ion/mass must have a height of at least
80 to be considered found.

< To specify the exact mass window

Accurate Mass Experiment :

Bxact Mass Window {ppm): _

Type a total window width value in parts per million for the Exact Mass Window.

For example, when you expect a mass of 50 with a window of 2, the algorithm creates an
XIC based on the responses of all masses from 49 to 51.

% To specify the Exactive parameters

Exactive:

Adduct 1- Adduct 22 [T Adduct 3 [

- @]

Report All Compounds Listed in Corfiguration File

1. Type values for Adduct 1, Adduct 2, and Adduct 3.

These values identify the adducts listed in and applied throughout the configuration file.
Adducts are polarity sensitive. For negative ionization, enter negative adduct values.

These values default to H+, NH4+, and Na+, respectively.

2. To search the entire raw data file for the specified peak, do the following:
Select the No Specified Retention Time check box.
Select either the First Peak or Highest Peak option.

When the search finds more than one 72/z match in the raw data file, the application
uses the specified peak for processing.

212 TraceFinder User Guide Thermo Scientific



4 Using the Method Development Mode
Working with Master Methods

3. Select the Report All Compounds Listed in Configuration File check box to report all
compounds in the configuration file whether or not matches are found for them.

The default reports on only those compounds where matches are found in the raw data
file. This option applies to the Exactive™ experiment only.

Figure 59. Target Screening Settings page

Target Screening Settings

—_ — Semi Quantitative:
ssing Configuration File: 1< S i ey
Report Semi-Quartitative Result Measurement Unit {e.g. ng/ml):

Calculation based on: @ Scan Intensity Q

Screening Method: BT GENE Ce:
o lon Ratio Cal
Company Name:

L0 G El = Default Laboratorny

TR T I ——
e Accurate Mass Experment:

Exact Mass Window (ppm): _

m/z Window (mu); (U]

I_

RT Window (min): (]

Adduct 2: Adduc
est

ied Retertion Time

TNl MS3_Test @ ©

Use Fuil M3 Scan to Corfim ot All Compounds Listed in Configuration File

Table 53. Target Screening Settings page parameters (Sheet 1 of 2)

Parameter Description

Processing Specifies a configuration file (.csv).
Configuration File

Screening Method Specifies one of the following screening methods:
¢ (Default) Auto Detect
¢ Based on Full MS2 scans
¢ Based on SRM and MS2 scans
¢ Based on MS2 and MS3 scans
* Based on MS3 scans
¢ Based on accurate mass scans
¢ Based on SRM scans

* Based on Exactive screening method

Note Using the Auto Detect method, the ToxID application can identify the screening
experiment implemented in the acquired data file.

Company Name Specifies the name of the company to print on the report.

Laboratory Name Specifies the name of the laboratory to print on the report.

Company Logo Specifies a graphic file (.jpg, .gif, or .bmp) to print on the report.

m/z Window (mu) Specifies a value for the window above and below the 72/z value for the compounds.
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Table 53. Target Screening Settings page parameters (Sheet 2 of 2)

Parameter Description

RT Window (min) Specifies a value for the window above and below the retention time value for the
compounds.

MS2 Search Library Specifies the names of as many as three search libraries for searching MS/MS spectra.

MS3 Search Library Specifies the names of as many as three search libraries for searching MS? spectra.

Use Full MS Scan to Specifies that the application confirms library search results with parent ion peak detection

Confirm in the full scan. When the application does not detect a peak in the full scan, the compound

is not reported as a hit.

Semi Quantitative

Report
Semi-Quantitative
Result

Includes the semi-quantitative results in the target screening reports.

Measurement Unit

Units used for labeling purposes.

Calculation Based On

Specifies one of the following calculation methods:
¢ Scan Intensity: Specifies that the application measures the intensity of the MS/MS peak
without performing background subtraction.
* Deak Area: Specifies that the application measures the peak area of the reconstructed
full-scan chromatogram peak of the parent ion. When you select Peak Area, the Use Full
MS Scan to Confirm check box is automatically selected.

lon Ratio Calculation Method (In SRM Experiment)

Use Scan at Peak Apex

Specifies that the application calculates the ion ratio based on the peak apex scan spectrum.

Use Average Scan

Specifies that the application calculates the ion ratio based on the average scan spectrum
over the range of the peak’s half height. The relative intensity in the configuration file must
use the selected scan method.

Ion Ratio Window(%)

Accurate Mass Experiment

Exact Mass Window Specifies a value in parts per million for the accurate mass experiment.
Exactive
Adduct 1-7 Specifies the adducts listed in and applied throughout the configuration file. Adducts are
polarity sensitive. For negative ionization, enter negative adduct values.
Defaults: Adduct 1: H+, Adduct 2: NH4+, and Adduct 3: Na+
No Specified Retention  Specifies either First Peak or Highest Peak to use for processing when the search finds more
Time than one /z match in the raw data file.
Report All Compounds ~ Specifies that in an Exactive experiment, the application reports all compounds in the
Listed in Configuration configuration file whether or not matches are found for them.
File Default: Reports only those compounds where matches are found in the raw data file.
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Figure 60. Example Target Screening Summary Report

Your Company Name
Summary Report

Raw File Name: C:\Xcalibur\examples\ToxID\Exact Mass\Exact Mass Test RAW
Config File Name: C:\Xcalibur\examples\ToxID\Exact Mass\ConfigFile Exact mass.csv
Sample Name:

Acquistion Start Time: 3/24/2008 4:46:43 PM

Screening Conditions: Based on accurate mass scans. Exact mass window (ppm): 30, RT window(min): 0.50.

Laboratory: Your Lab Name

258 NL: 2.03E5
Peak 1 1005 miz= 240.15580-240.16300
| F: FTMS + ¢ ESI Full ms
50 [120.00-1000.00]
= 2.84 4.16
0 4.66 NL: 1.26E7
Peak 2 1005 h ~ 469 miz= 250.17665-250.18415
- ‘ F: FTMS + ¢ ESI Full ms
50 | [120.00-1000.00]
o 4.06 || 4.82 7.68
519 NL: 1.18E7
Peak 3 1007 | miz= 278.18643-278.19477
3 \ F: FTMS + ¢ ESI Full ms
505 I [120.00-1000.00]
o 1.53 412 |1 536 10.15
3.57 NL: 2.12E6
Peak 4 1005 1 miz= 328.14938-328.15922
E | F: FTMS + ¢ ESI Full ms
50 3.49 )\ [120.00-1000.00]
ol 087 313 /| 380 12,50
418 NL: 4.59E6
Peak 5 1007 “ miz= 342.16507-342.17533
= I F: FTMS + ¢ ESI Full ms
50 i [120.00-1000.00]
o3 /1 4.33 11.50
308 NL: 9.08E6
Peak 6 1005 | miz= 337.20734-337.21746
= I F: FTMS + ¢ ESI Full ms
50 Il [120.00-1000.00]
3 3.72 /| 4.12
0 T T T T T T T T T T T T
2 4 6 8 10 12
Time (min)
Peak Compound Name Expected Detected Delta Delta  Expected Actual RT  Intensity
Number m/z m/z (mDa) (ppm) RT
1 Albuterol 240.15940 240.15939  -0.0 -0.0 2.58 2.58 199505
2 Alprenolol 250.18040 250.18039  -0.0 -0.0 4.50 4.66 12604499
3 Amitriptyline 278.19060 278.19061 0.0 0.0 5.00 5.19 11769755
4 6-Acetylmorphine 328.15430 328.15433 0.0 0.1 3.30 3.57 2112090
5 6-Acetylcodeine 342.17020 342.17035 0.1 0.4 4.10 4.18 4593306
6 Acebutolol 337.21240 337.21246 0.1 0.2 3.80 3.98 9077282
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Creating a Method Template

In the TraceFinder application, you can create a processing method using a method template

that contains common settings.
Follow these procedures:
* To open the Method Template Editor
* To specify peak criteria
* To identify the peaks
* To specify confirming ions
* To calibrate the compounds
* To enter a note for the method

* To save the method template

< To open the Method Template Editor

1. Click Method Development from the dashboard or the navigation pane.

The Method Development navigation pane opens.
2. Click Method View in the navigation pane.

3. From the main menu, choose File > New > Method Template.

The Method Template Editor opens. For a complete description of the Method Template

Editor, see “Method Template Editor dialog box™ on page 222.
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% To specify peak criteria
Find the peaks™

Limit the: retention time range:
Min RT {min): 0.00}2]

Max RT {min): BSE.DDE

Enable peak threshold
% of largest peak:
) By height
@ Bvarea

Only select top peaks

Select the top:
(2 By height
@ BEyarea

* These parameters may also be used for qualitative peak proc

1. In the Find the Peaks area, select a sensitivity level.

In selecting the degree of sensitivity, you define how extensively the peak detector
algorithm searches for low-level peaks.

* The Genesis peak detection algorithm is provided for backward compatibility with
Xcalibur 1.0 studies.

* The ICIS peak detection algorithm is designed for MS data and has superior peak

detection efficiency at low MS signal levels.

* The Avalon peak detection algorithm is designed for integrating UV/Vis and analog
chromatograms.

2. To look for peaks only in a certain range of the entire chromatogram, select the Limit the
Retention Time Range check box and specify a retention time (RT) range.

3. To indicate whether to select peaks by relative height or area and the percentage of the
highest peak that results in compound selection, select the Enable Peak Threshold check

box.

To consider a peak for a processing method, the TraceFinder application uses the Enable
Peak Threshold filter to determine which peaks meet the specified percentage of the
largest peak.

4. To display a specific number of the largest peaks by height or area, select the Only Select
Top Peaks check box and enter the number of peaks to display.
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% To identify the peaks

|dertify the peaks™

|Ise these librares

NISTDEMO
QED NIST Library

Limit library hits: 3&'

Best match method:

* These parameters may also be used for qualitative peak processing.
1. In the Use these Libraries box, select the libraries that you want to search.

All libraries loaded on your instrument are displayed in the Use these Libraries box.

2. To limit the number of hits returned when the system searches a spectrum against the
selected libraries, set a value in the Limit Library Hits box.

3. To specify how to sort the library searches, select a value from the Best Match Method
list.
< To specify confirming ions

Handle confiming ions

Include confiming ions

Mumber of confiming ions: 2 El
Specify default ion ratio ranges

lon coelution (min):

Window type:

Window(+

1. To set the number of confirming ions, select the Include Confirming Ions check box
and enter a value in the Number of Confirming Ions box.

This value is the number of other ions in the spectrum whose ratio is compared to the
quantitation ion. Using this ratio, you can then determine if it is the target compound or
something else. This value defaults to 2 because you typically perform a 3-ion experiment
with one quantitation mass and two confirming ions.

The system selects the most intense ion to use as the quantitation mass and uses this mass
for the mathematical operations.
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2. To define the criteria for evaluating confirming or qualifying ions, select the Specify
Default Ion Ratio Ranges check box and set the following values:

a. To specify the maximum difference in retention time between a confirming ion peak
and the quantification ion peak, set a value in the Ion Coelution (min) box.

b. To specify an absolute or relative calculation approach for determining the acceptable
ion ratio range, select Absolute or Relative from the Window Type list.

c.  To specify the acceptable ion ratio range, set a value in the Window (+/— %) box.

3. To include the peak spectrum in the processing method, select the Include Compound
Peak Spectrum as Reference Spectrum check box.

% To calibrate the compounds
Calibrate the compounds
Calibration method:  FRRETE
Curve type: Linear

Origin: Igriore

Weighting: Equal

Area

1. From the Calibration Method list, select Internal or External.
2. From the Curve Type list, select one of the following:

* Linear: All other settings are available with this exception: When you select Include in
the Origin list, all weighting values are unavailable except for Equal.

* Quadratic: All other settings are available with this exception: When you select
Include in the Origin list, all weighting values are unavailable except for Equal.

* Average RF: No selections in the Weighting or Origin lists are available. The
Weighting list is set to Equal, and the Origin list is set to Ignore.

3. From the Origin list, select one of the following:

* Ignore: Specifies that the origin is not included as a valid point in the calibration
curve when the curve is generated. When you select Ignore, the calibration curve
might or might not pass through the origin.

* Force: Specifies that the calibration curve passes through the origin of the data point
plot when the calibration curve is generated.

* Include: Specifies that the origin is included as a single data point in the calculation
of the calibration curve. When you select Include, the calibration curve might or
might not pass through the origin.
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4. From the Weighting list, select one of the following:

* Equal: Specifies that the origin is included as a single data point in the calculation of
the calibration curve. When you select Equal, the calibration curve might or might
not pass through the origin.

* 1/X: Specifies a weighting of 1/X for all calibration data points during the
least-squares regression calculation of the calibration curve. Calibrants are weighted
by the inverse of their quantity.

* 1/XA2: Specifies a weighting of 1/XA2 for all calibration data points during the
least-squares regression calculation of the calibration curve. Calibrants are weighted
by the inverse of the square of their quantity.

* 1/Y: Specifies a weighting of 1/Y for all calibration data points during the
least-squares regression calculation of the calibration curve. Calibrants are weighted
by the inverse of their response (or response ratio).

* 1/Y"2: Specifies a weighting of 1/YA2 for all calibration data points during the
least-squares regression calculation of the calibration curve. Calibrants are weighted
by the inverse of the square of their response (or response ratio).

5. From the Response Via list, select Area or Height.

R
0’0

* Area: Specifies that the TraceFinder application use this area value in response
calculations.

* Height: Specifies that the application use this height value in response calculations.

To specify qualitative peak processing

Qualitative Peak Processing
W Use Genesis algorthm for qual processing

ISTD matching (+/- min): m

Exclude matching quan peaks

Exclusion window (+/- min): m

W Use data dependent scans

. Select the Use Genesis Algorithm for Qual Processing check box and specify a value for

internal standard matching.

The application uses the Genesis algorithm to match internal standards in a range
plus/minus the value that you specify. For additional information about the Genesis
algorithm, see “Genesis Detection Method” on page 78.

This parameter is available only when the Sensitivity parameter in the Find the Peaks area
is set to ICIS.

. Select or clear the Exclude Matching Quan Peaks check box and specify a value for the

exclusion window.

The application excludes quantitative peaks in a range plus or minus the value that you

specify.
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3. To process samples that include data-dependent scans, select the Use Data Dependent

Scans check box.

When you process a sample using this feature, the application uses the TIC trace to find
all data-dependent full scans, lists them, and performs a library search against the
data-dependent MS/MS or MS" scan.

In addition to the peak information, the TIC Report and TIC Summary Report display
information about the data-dependent filtered data. See Appendix A, “Reports.”

To enter a note for the method
Type in the Notes box, or paste text from another application using CTRL+V.

You can add a note to your method template to explain what makes this template unique.

To save the method template

. Choose File > Save from the Method Template Editor menu.

The Save Method Template dialog box opens.

Do one of the following:

Type a new name for the master method and click OK.

—or—

Select a method name to overwrite and click Overwrite.

The TraceFinder application saves the new method template in the following folder:

...\Thermo\TraceFinder\2.1\EFS\Templates\Methods
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Figure 61. Method Template Editor dialog box

File
"G
Find the peaks™
Sensttivity:

Limit the retention time range:
Min BT {min):

Max BT {min):

) By height
@ Byarsa

Only select top peak:

|Ise these librares
MNISTDEMO
QED NIST Librany

Limit library hits: 3&'

Best match method:

Handle corfirming ions

Include confiming ions

Mumber of confiming ions:

Specify default ion ratio ranges

oelution {min):
Window type:

Window(+.

Calibrate the compounds
Calibration method:
Curve type:

Crigin:
Weighting:
Response via:

Cualitative Peak Processing

ISTD matching (+/- min):

Exclude matching quan peaks

Exclusion window (=4~ min):

|ze data dependent scans

0.025/%]

0.025

222 TraceFinder User Guide

arameters may alzo be used for qualitative peak processing.

Thermo Scientific



4 Using the Method Development Mode
Working with Master Methods

Table 54. Method Template Editor dialog box parameters (Sheet 1 of 3)

Parameter Description
Find the peaks
Sensitivity Defines how extensively the peak detector algorithm searches for low-level peaks.

Limit the Retention

Min RT specifies the beginning of the range. Max RT specifies the end of the range.

Time Range

Enable Peak Threshold  Specifies whether to select peaks by relative height or area and the percentage of the highest
peak that results in compound selection.

Only Select Top Peaks ~ Displays a specific number of the largest peaks by height or area.

Identify the peaks

Use These Libraries Lists the libraries that you can search.

Limit Library Hits Specifies the number of hits returned when the system searches a spectrum against the
selected libraries.

Best Match Method Specifies how to sort the library searches.

Valid values: Search Index, Reverse Search Index, Match Probability

Handle confirming ions

Include Confirming
Tons/

Specifies the number of confirming ions, which are other ions in the spectrum whose ratio
is compared to the quantitation ion to identify the compound.

i\lumber of Confirming This value defaults to 2 because you typically perform a 3-ion experiment with one
ons quantitation mass and two confirming ions.

Specify Default Ion Enables the ion ratio range features.

Ratio Ranges

Ion Coelution specifies the maximum difference in retention time between a confirming
ion peak and the quantification ion peak.

Window Type specifies an Absolute or Relative calculation approach for determining the
acceptable ion ratio range.

Window (+/-%) specifies the acceptable ion ratio range.

Include Compound
Peak Spectrum as
Reference Spectrum

Includes the peak spectrum in the processing method. Use this setting to perform a spectra
comparison in Data Review.

Calibrate the compounds

Calibration Method

Specifies an internal or external calibration method.

Curve Type

Specifies a linear, quadratic, or average RF curve type.
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Table 54. Method Template Editor dialog box parameters (Sheet 2 of 3)
Parameter Description

Origin Specifies that the origin is ignored, forced, or included in the generated calibration curve.

* Ignore: Specifies that the origin is not included as a valid point in the calibration curve
when the curve is generated. When you select Ignore, the calibration curve might or
might not pass through the origin.

* Force: Specifies that the calibration curve passes through the origin of the data point
plot when the calibration curve is generated.

* Include: Specifies that the origin is included as a single data point in the calculation of
the calibration curve. When you select Include, the calibration curve might or might
not pass through the origin.

Weighting Specifies the weighting for the calibration data points.

* Equal: Specifies that the origin is included as a single data point in the calculation of
the calibration curve. When you select Equal, the calibration curve might or might not
pass through the origin.

* 1/X: Specifies a weighting of 1/X for all calibration data points during the least-squares
regression calculation of the calibration curve. Calibrants are weighted by the inverse
of their quantity.

o 1/X72: Specifies a weighting of 1/XA2 for all calibration data points during the
least-squares regression calculation of the calibration curve. Calibrants are weighted by
the inverse of the square of their quantity.

* 1/Y: Specifies a weighting of 1/Y for all calibration data points during the least-squares
regression calculation of the calibration curve. Calibrants are weighted by the inverse
of their response (or response ratio).

* 1/Y"2: Specifies a weighting of 1/YA2 for all calibration data points during the
least-squares regression calculation of the calibration curve. Calibrants are weighted by
the inverse of the square of their response (or response ratio).

Response Via Specifies if the TraceFinder application uses area or height in response calculations.
* Area: Specifies that the application use this peak area value in response calculations.
* Height: Specifies that the application use this peak height value in response
calculations.

Qualitative Peak Processing

Use Genesis Algorithm ~ The application uses the Genesis algorithm to match internal standards.
For Qual Processing

ISTD Matching Excludes all the target compounds found in the method and does not list these compounds
in the TIC Report or in the Qual Mode view in the Data Review.
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Table 54. Method Template Editor dialog box parameters (Sheet 3 of 3)

Parameter Description

Exclude Matching Quan  Compares the retention time of the internal standard in the method to the found retention
Peaks time of the internal standard in the library search and excludes peaks outside the Exclusion
Window range.

Exclusion Window Defines a range plus/minus the Exclusion Window value that you specify.
Use Data Dependent Constrains the Qual Mode view in the Data Review to only data-dependent scan spectra.
Scans See “Qual Mode” on page 375. In addition to the peak information, the TIC Report and

TIC Summary report display information about the data-dependent filtered data.
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Importing Published Master Methods

In the TraceFinder application, you can import published methods to use for detecting,

processing, and reporting. The Tracefinder installation provides the following folder of
published methods:

...\Thermo\TraceFinder\2.1\EFS\Published Master Methods

< To import a published master method
1. From the Method View task pane, click Import Published Method.
The Import Published Method dialog box opens.

Import Published Method

Select a method to import

Anabaolic Steroids

EPAR3E Trazines
Glucocorticoid

Malachite Green Method
Melamine and Cyanuric Acid
Mitrofurans

Pesticides and Herbicides
Pesticides in Water Using EQuan
Sulphonamide

2. Select a method to import.
3. Click Import.

The application reports that the method successfully imported and saves the method in
the following folder:

...\Thermo\TraceFinder\2.1\EFS\Methods

You can use any of the Open Method commands to open this method just as you would a
method that you created.
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Exporting SRM Data

In the TraceFinder application, you can export your selected reaction monitoring (SRM) data
to an XML file. The Export SRM Data command is displayed only when you enable the
Compound Datastore option in the Configuration mode. See “Compound Datastore” on
page 92.

< To export SRM data to an XML file
1. Open the master method whose SRM data that you want to export.
2. From the Method View task pane, click Export SRM Data.
The TraceFinder application writes the data in the SRM table to the following file:
...\Thermo\TraceFinder\2.1\EFS\Methods\methodname xml

The data in this file matches the TSQ .xml data, which you can use in the instrument
method editor of the TSQ application.

Figure 62. SRM TSQ Quantum example

S ¥ ocument
sml xml wersion="1.0" encoding="UTF-3"
-1 W TaMassList
TaLiskIEem
ParentMass

ProductiMass
CollisionEnergy
StarkTime
StopTime
Polarity
Marne
CListIbern
ParentMass
ProductiMass
CollisionEnergy
StarkTime
StopTime
Polarity
Marne

e [ [ [ e [ [ [ [ [ [ [ [

888888  8888aan
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Working with Instrument Methods
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An instrument method is a set of experiment parameters that define the operating settings for

an autosampler, mass spectrometer, and so on. Instrument methods are saved as file

type .meth.

IMPORTANT Do not open the Thermo Foundation Instrument Configuration window
while the TraceFinder application is running,.

Follow these procedures:

To open the Instrument View

To create a new instrument method

To create a new multiplexing instrument method
To open an instrument method

To import an instrument method

To open the Instrument View

. Click Method Development from the dashboard or the navigation pane.

The Method Development navigation pane opens.
Click the Instrument View task pane.

TY Mew instrument method
5 Open instrument methad
| Import published methad
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< To create a new instrument method
1. Click New Instrument Method in the Instrument View task pane.

The Thermo Xcalibur Instrument Setup window opens.

Figure 63. Example instrument setup showing multiple configured instruments

Untitled - Thermo Xcalibur Instrument Setup

Fil=  TRACE Help
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AlAAS 3000 o5
1]
. (LA I ) T I S T R D I D R B
. 0oo 020 040 0OB0 080 100 120 140 160 180 200 220 240 260 280 300
TS0 Quantum —Rampz 1 Post RBun Conditions — Owen
o Fate Temp.  Hold Time Temperature [C: I 1]
ZI [*Cmin] ['C)  [minutes) S I™ Enable Cryo
Iritiak I a0 I 1.00 Tirne [mnin]: I 1]
: : bz T °I::|
Pressure Left [psil I 0.5 an Temp [TL] - 350
Famp1. | 100 | 50 | 1.00 S
Prezzure Right [pzi]: I A P.rEp =D _ —
T T — Acauisition Time [min]——— | Timeaut (i [10
& Owven Bun-Time; I
RIS st Equilibre_:tiu:un
" Specific Time: I'IU.UU Tirne [min]: I 0.50

2. Click the icon for the instrument that you want to use for the method.

3. Edit the values on the instrument page.

4. From the main menu in the Thermo Xcalibur Instrument Setup window, choose File >

Save As.

The Save As dialog box opens.
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5. Select an instrument method name to overwrite or type a new name for the instrument
method, and click Save.

The File Summary Information dialog box opens.

File Sumrnary Information @
Header:

Created: Tuezday, Janwar 17, 20012 5:00: 42 P

Last zaved by dana. powers

MHurnber af sawves [Mat changed]

Comment:

Thiz iz a comment about my new instument method |

k. | Cancel | Help

6. (Optional) Type a comment about the new instrument method.

7. Click OK.

The TraceFinder application saves the new instrument method in the following folder:

...\Xcalibur\methods
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% To create a new multiplexing instrument method
1. Click New Instrument Method in the Instrument View task pane.

The Thermo Xcalibur Instrument Setup window opens.

Figure 64. Example instrument setup showing a configured multiplexed instrument

Wi

Thermo Scientific

ile Edit Tools Help

A_ria M ultiplexing

L Mekhod

A3 Method

Carmment

Tatal Methad Duration 0,50 min

Ser Flow | Grad | %8 | %B | %%C | %D =i Cal Flow Grad | %4 | %E

2. Click the icon for the instrument that you want to use for the method.
3. Edit the values for the instrument method.

For information about specifying multiplexing values, refer to the documentation for
your multiplexed instrument.

4. Specify the channels that you want to use for acquisition. For example:

5. From the main menu in Thermo Xcalibur Instrument Setup window, choose File >

Save As.
The Save As dialog box opens.
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6. Select an instrument method name to overwrite or type a new name for the instrument
method, and click Save.

The File Summary Information dialog box opens.

P

-

File Summary Information @
Header:

Created: Tuesday, Janwar 17, 2012 5:00:43 P

Last zaved by: dana. powers

Mumber of zaves [Mot changed)

Comment;

Thiz iz a comment about my rew 4 channel Ania instrument method.

| k. | Cancel Help

7. (Optional) Type a comment about the new instrument method.

8. Click OK.

The TraceFinder application saves the new instrument method in the following folder:

...\Xcalibur\methods
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< To open an instrument method
1. Click Open Instrument Method on the Instrument View task pane.
An instrument method browser opens.
2. In the browser, do one of the following:
* Select an instrument method from the list and click Open.

¢ (Click Xcalibur Instrument Method, select a method from the list of recent
methods, and click Open.

The selected method opens in the Thermo Xcalibur Instrument Setup window. You can
edit this method and save the changes, or you can save this method with another name.

Note To open Help for any of your configured instruments, click Help on the
instrument page.

Figure 65. Example instrument setup showing multiple configured instruments
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% To import an instrument method
1. From the Instrument View task pane, click Import Published Method.

The Import Published Method dialog box opens. This dialog box lists the master
methods in the Published Master Methods folder. You can import instrument methods
that are associated with these published master methods.

-

 Import Published Method (o |[= ][ =]

Select a method to import

Anabaolic Steroids

EPARIE Trazines

Malachite Green Method
Melamine and Cyanuric Acid

Mitrofurans
Pesticides and Herbicides

2. Select a method that includes the instrument method that you want to import.

For instructions about importing the master methods, see “Importing Published Master
Methods” on page 226.

3. Click Import.
The Save Instrument Method dialog box opens.

[swerstrumentMethos [ |

Existing instrument methods

Anabolic Steroids

EPAL36 Trazines

Malachite Green Method
Melamine and Cyanuric Acid
Mitrofurans

Pesticides and Herbicides

=N

4. Do one of the following:
Type a new name for the instrument method and click OK.
—or—
Select an instrument method name to overwrite and click Overwrite.
The application reports that the method successfully imported.

You can use any of the Open Instrument Method commands to open this method just as you
would an instrument method that you created.
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Working with Development Batches

In the Development Batch view, you can test your instrument method in real time by creating
and acquiring test samples. Development batches let you test different instrument methods
and optimize parameters, such as MS source parameters and autosampler variables, to find the
best conditions for a master method. Development batches are not designed for high
throughput in everyday analysis.
This section includes instructions for the following tasks:

* Creating a Development Batch

* Editing Samples in a Development Batch

* Acquiring Samples in a Development Batch

Creating a Development Batch

You create a development batch to test your instrument method and use it to acquire samples
only once. You cannot save a development batch; you can save only the raw data files created
when you acquire the samples in the batch.

Follow these procedures:
* To open the Development Batch view
* To specify a location for development batch data
* To add samples to the development batch
* To insert samples into the development batch

* To copy a sample

% To open the Development Batch view

1. Click Method Development from the dashboard or the navigation pane.

The Method Development navigation pane opens.
2. In the Method Development navigation pane, click Development Batch.

The Development Batch view opens a new, empty batch.

Development Batch - [C:\Thermo\TraceFinder\2.1\ ... \Temp]

il . leID Sample Vial Injection  Instrurnent Sample Dilution Sample Calculation  Final Ch |
Laiallhs ampe name position  wvolume  Method Volume Factor Weight Type Units wltli
» 1 | Unknownl | ‘ | 10 [ |7|1 |1 ‘1 ILiquid v] |Channe|1

Note The Channel column is available only when you have enabled multiplexing in
the Configuration mode. See “Multiplexing” on page 92.
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< To specify a location for development batch data

1. To specify a location for the files, click Select Batch Location in the Development Batch
task pane.

By default, the TraceFinder application writes the temporary files, raw data files, and .sld
method file to the following folder:

...\Thermo\TraceFinder\2.1\EFS\Temp
2. In the browser, do one of the following:
Locate the folder that you want to use for the development batch files and click OK.
—or—
Create a new folder:

a. Locate and select the folder where you want to create a new folder for the batch

files.
b. Click Make New Folder.

The TraceFinder application creates a new folder in the selected folder.

c. Right-click the New Folder file name and choose Rename from the shortcut
menu.

d. Type the name for the folder.
e. Click OK.

The TraceFinder application creates all development batch files in the specified folder.

< To add samples to the development batch
Do one of the following:
Right-click and choose Add Sample from the shortcut menu.
—or—
To add multiple sample rows, enter the number of rows and click the Add Sample icon.

e

-

The application adds the specified number of new, empty samples to the end of the
sample list.
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To insert samples into the development batch

. Select the sample above which you want to insert empty samples.

. Do one of the following:

Right-click and choose Insert Sample from the shortcut menu.

To insert multiple sample rows, enter the number of rows and click the Insert Sample
icon.

1 Y

-

The TraceFinder application inserts new, empty samples above the selected sample.

Note You cannot insert samples into an empty batch. You must have at least one
sample to select before you can use this icon.

To copy a sample

. Select the sample that you want to copy.

Right-click and choose Insert Copy Sample from the shortcut menu.

The TraceFinder application adds a copy of the sample above the selected sample.
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Editing Samples in a Development Batch

A development batch requires fewer parameters than a real batch, but the mechanism for
managing the information is the same.

For detailed instructions about using the Copy Down or Fill Down commands to enter

column values, see Appendix B, “Using Copy Down and Fill Down.”

A development batch uses the same shortcut menu features as a batch in the Batch View. For

detailed descriptions of the right-click shortcut menu features, see “Batch View Shortcut
Menu” on page 307.

Follow these procedures:
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To enter column values
To resize or reorganize the columns
To remove selected samples from the list

To remove all samples from the list

To enter column values

. Double-click the Filename column and type a file name for the raw data file.
. (Optional) Enter values for the Sample Name or Sample ID columns.
. Enter a vial position for each sample.

. Enter an injection volume for each sample.

The minimum injection volume value allowed is 0.1 pL; the maximum injection volume
value allowed is 5000 pL.

To enter an instrument method for each sample, click the down arrow in the Instrument
Method column and select a method from the list.

This list contains all the available instrument methods.

. To enter a channel for each sample, click the down arrow in the Channel column and

select a channel from the list.

You cannot specify the auto channel selection in a development batch.

Note The Channel column is available only when you have enabled multiplexing in
the Configuration mode. See “Multiplexing” on page 92.
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Figure 66. Completed Development Batch

Development Batch - [C:\Thermo\TraceFinder\2.1\...\Temp]

Fil Sample Sample Vial Injection  Instrument Sample  Dilution S5ample Calculation  Final Ch I
il name position  volume Method Volume  Factor Weight Type Units anne
» 1 |Filel 1 1 10.0 |Anabolic.. | = |1 1 1 Liquid - Channel 1
2 |File2 2 2 10.0 |Anabolic... [« |1 1 1 Liquid - Channel 1
g |File3 3 3 10.0 |Anabolic... | = |1 1 1 Liquid hd Channel 1
4 | Filed 4 4 10.0 |Anabolic... | = |1 1 1 Liquid hd Channel 1
< To resize or reorganize the columns
1. To resize a column, drag the header separator on the right side of the column.
2. To move a column, drag the column header.
You cannot move the Filename column.
< Toremove selected samples from the list
1. Select the samples that you want to remove.
Use the first column to ensure that the samples are selected.
. Sample Sample Vial Injection
Filename P P o J
0] narme position  volume

Selected samples

2. Right-click and choose Remove Selected Samples from the shortcut menu.

< To remove all samples from the list
1. Click New Sample List in the Development Batch task pane.
One of the following happens:
* If the samples in the current batch have all been acquired, the list is cleared.

* If the samples in the current list have not been acquired, a message confirms that you
want to clear them and start a new list.

2. To create a new empty list, click Yes.

Note You cannot save a development batch when you create a new one; you can only
create, acquire, and discard each batch after you use it. The TraceFinder application
saves only the generated raw data files in the specified batch location.
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Acquiring Samples in a Development Batch

In a development batch, you can submit the entire batch for acquisition or submit only
selected samples.

Follow these procedures:
* To acquire selected samples
* To acquire the batch

< To acquire selected samples
1. Select the samples that you want to acquire.

2. Right-click and choose Submit Selected Samples from the shortcut menu,

or click the Submit Selected Samples icon, “

The TraceFinder application creates a raw data file for each selected sample. It writes the
raw data files and all temporary working files to the following folder:

...\Thermo\TraceFinder\2.1\EFS\Temp

When the acquisition is complete, the application deletes all the temporary working files.
Only the raw data files and a MethodDevelopment.sld file remain in the folder.

If you acquire a sample more than once, the application time-stamps the subsequent raw
data files with the acquisition time.

< To acquire the batch

Right-click and choose Submit Batch from the shortcut menu,

or click the Submit Batch icon, .

The TraceFinder application creates a raw data file for each sample in the batch and
an .sld method file. The TraceFinder application writes the raw data files, the .sld method
file, and all temporary working files to the specified folder.

When the acquisition is complete, the application deletes all the temporary working files.
Only the raw data files and a MethodDevelopment.sld file remain in the folder.

If a sample is acquired more than once, the subsequent raw data files are time-stamped
with the acquisition time.
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Viewing Raw Data Files in the Qual Browser
You can view the chromatogram and spectra for completed samples in a development batch.
Follow these procedures:
* To open the Qual Browser

* To display the last completed raw data file in the Qual Browser

< To open the Qual Browser
In the Development Batch task pane, click Open Qual Browser.
The Thermo Xcalibur Qual Browser window opens.

Thermo Xcalibur Qual Browser E\@
File Edit View Display Grid Actions Tools Window Help
FEE & B (P RS gE[Ewxs BEER & ZEI
20 - SR
= Alprazolam.raw : - :
%2 [0 e [ e
CAThermo.. \Alprazclam'Alprazolam
L:_I_L[,;l Alprazolam
B C\Thermo \ TraceFinder\2.1 o 100 218 :'TIEI;'E';EE A
2 o
: e TIC 1S
E = 80 Alprazolam
. Sub 2%
S s
E- ] - nafile - 2 40
-] - no file - 5 20
E- 3] -nafile - = 9
F- ] - no file - o 1 2 3 4 5 & 7 2
B ] - no file - Time {min)
EEl---ﬂ -no file -
& -nofile -
% 100 187.01
= 80
5 eo
T
2 40 213.02
‘ T b & 20 279.16
g l , 29128 489.89 1013 e84.20 939.42
1 T T T T T T T T T T T T T T |
200 400 800 200 1000
miz

For detailed instructions about using the Qual Browser, refer to the Qual Browser Help.
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% To display the last completed raw data file in the Qual Browser

On the Acquisition page of the real-time viewer, right-click and choose View Last File in
Qual Browser from the shortcut menu.

==
Acquisition Ingtrument Devices Cueues

U I Wigw last file in Qual Browser (Faw . raw)

Remove pending samples

The last completed file opens in the Qual Browser.

When all samples are completed, you can view the last raw data file for the batch.

==
Acquizition | rztrunnent Devices [ueles

Acquizition quUELIE;

I Wi last File in Qual Browser (Unknown? raw)
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Using Quick Acquisition

You can use the quick acquisition feature to quickly submit a single sample from any view in
the Method Development mode.

Note The Quick Acquisition feature is available only when you enable it in the
Configuration mode. See “Enabling Optional Features” on page 88.

% To run a quick acquisition
1. Choose Go > Quick Acquire Sample from the main menu.

The Quick Acquisition dialog box opens.

Instrument method:
Raw filename:

25| Caliburt,

Sample comment:

@ Manual injection ) Use autosampler

Vial position:
Imjection valume:

2. Select an instrument method.
3. Type a name for the raw data file that you acquire.

4. Click the browse button and locate a folder where you want to write the acquired raw

data file.
5. Select either the manual injection or the autosampler option:

To perform manual injection, do the following:
a.  Select the Manual Injection option.

b. Click OK.

The application submits the sample to the Acquisition queue. See “Acquisition Page”
on page 280.

To perform autosampler injection, do the following:
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Select the Use Autosampler option.
In the Vial Position box, type a vial position.
In the Injection Volume box, type an injection volume.

The minimum injection volume allowed is 0.1 pL; the maximum injection volume

allowed is 5000 pL.
Click OK.

The Quick Acquisition dialog box opens.

fa )

Quick Acquisition @
lzer name:

[ Acquisiion

Device Mame |se Start Device

Accela AS &

Start when ready Priority

Post-+un system state: |Dr| - |

|DH ||Car1cel|

Select the Use check box for the device that you want to use for this acquisition.

(Optional) Select the Start Device check box to indicate the device that will initiate
communication with the other instruments.

This is usually the autosampler.

(Optional) Select the Start When Ready check box, which starts all instruments
together when they are all ready.

When this is cleared, individual instruments can start at different times and then
must wait for the last instrument to be ready.

(Optional) Select the Priority check box to place the sample immediately after any
currently acquiring sample.

(Optional) Select a value for the Post-run System State: Unknown, On (default),
Off, or Standby.

The application sets the system to this state after it acquires the last sample.

Click OK.

The application submits the sample to the Acquisition queue. See “Acquisition Page”
on page 280.
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This chapter describes the tasks associated with the Acquisition mode.

This mode is available only when you select the Acquisition Batch Wizard style in the
Configuration mode. See “Batch Wizard Style” on page 94.

Contents

* Working with Batches

* Using Quick Acquisition
* Real-Time Display

* Sample Types

When you plan to work with multiple samples or use similarly designed batches, use the
Acquisition mode to reduce the amount of data you must enter.

Because the nature and types of batches are often similar (in some cases specified by laboratory
standard practices), you can define a batch template that supplies the basic structure of a

batch.

Note When user security is enabled, only a user in the LabDirector or Supervisor role can
create a batch template.

If you have a master method, you can create a batch and run the samples. Batches represent
one or more samples that are to be acquired, processed, reviewed, and reported as a set. After
you create a batch of samples, you can submit the batch and review the results in the Analysis
mode or you can go directly to viewing and printing reports.

You can set up a calibration batch with known concentrations of the target compounds and
compare the calibration values against samples in future batches.

You can also use the Quick Acquisition feature to quickly submit a single sample from any
page in the Acquisition mode. See “Using Quick Acquisition” on page 277.
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Working with Batches

This section includes instructions for the following tasks:
* Opening and Navigating the Acquisition Mode

* Creating Batches

Opening and Navigating the Acquisition Mode

% To access the Acquisition mode

Click Acquisition from the dashboard or the navigation pane.

The Acquisition mode navigation pane opens.

The TraceFinder application does not use the navigation pane in the Acquisition mode in the
same way it uses the navigation pane in other modes. In the Acquisition mode, this pane
keeps track of your progress as you move through the views to create and submit a batch or a
batch template.

Figure 67. Task pane when you enter the Acquisition mode

L
[ TTEPOPESIECt O ==
[ T

The status of each view in the Acquisition mode shows you which tasks are completed and
which tasks are not.

I ] — Completed view
[
a —— Incomplete required view

——  Current view

ojel

—— Unvisited view

As you complete each view, the task panes display the parameters you specified for your batch.
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Figure 68. Example task pane when you have completed the Acquisition mode

* Batch selection

Project: Projecktl
SubPraoject: SubPraojeckl
Mame: Bakchi

Local method: Batcha_Methodl
Instrument method: Instrumentl
Mumber of compounds: 679

& Sample definition

Mumber of samples: 2

- QC Samples: 0

- Calibration Samples; 0
- Blank Samples: 0

- Unknown samples: #

&’ Reports selected

Reports

- Prink; O
-PDF: 5
-AML: 0
- #LSM: 2

Categories in the Sample Definition list:
QC Samples: Chk Std

Calibration Samples: Cal Std

Blank Samples: Matrix Blank

Unknown Samples: All other samples
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Creating Batches

To create a batch, follow these major steps in Acquisition mode:
1. Selecting a Batch
2. Defining the Sample List
3. Selecting and Reviewing Reports

4. Submitting the Batch

The following workflows show the different Acquisition views required for each batch

creation approach. Depending on your approach to creating a batch, use one of these specific
workflows.

< To create an original batch

Batch and
Method

Y

Samples

Y

Reports

Y

Finish

To create an original batch, start with the instructions “To start a new batch” on
page 250.

% To acquire a previously saved (.tbr) batch

Batch

Y

Finish < Samples

To acquire a previously saved batch, start with the instructions “To select a
ready-to-acquire batch” on page 252.
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< To edit and process a previously acquired batch

Batch

Y

Samples

Y

Finish

To process a previously acquired batch, start with the instructions “To select a previously
acquired batch” on page 253.

< To create a batch template

Template and
Method

Y

Samples

Y

Finish

Note When user security is enabled, this workflow is available only to users in the
LabDirector or Supervisor role.

To create a batch template, start with the instructions “To create a batch template” on

page 254 and then click Save on the Finish page.
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Selecting a Batch

In a Template Selection view of the Acquisition mode, you can choose to create a new batch in

any of your current projects/subprojects.

Follow these procedures:

5.
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To start a new batch

To start a new batch from a template
To select a ready-to-acquire batch
To select a previously acquired batch

To create a batch template

To start a new batch
Click the New Batch tab.
Select the project and subproject where you want to create the new batch.

Type a name for the new batch in the Batch Name box.

MNew batch

Project:

Subproject:

SubProjectA

Batch name:

If the name you enter is not unique, a red warning flashes.
Select a method from the Method Selection list.

The Method Compound Data pane displays the compounds in the method. You cannot
edit the compounds list from the Acquisition mode.

Method

(5, 1T R T R Method_Alprazolam -

Method Compound Data

To continue to the next view, click Next.

The Sample Definition view opens. See “Defining the Sample List” on page 255.
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To start a new batch from a template

. Click the New Batch tab.

. In the Available Templates pane, select the template and method combination that you

want to use.

The system creates a batch name with the selected template name and the date and time

stamp. You can change the default project, subproject, and method associated with this
template.

. (Optional) Select a different project and subproject where you want to create the new

batch.

Select a method for the batch

Mew batch

Project:

Batch name:

Batch_Template 4600_012412 1654

Available Templates

Template name

Batch_Template_4600 Method_Alprazelam

(Optional) Select a different method to use for the new batch.

To continue to the next view, click Next.

The Sample Definition view of the Acquisition mode opens. See “Defining the Sample
List” on page 255.
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< To select a ready-to-acquire batch
1. Click the Ready to Acquire tab.

All your unacquired, saved batches are displayed with the file extension .tbr (to be run).
The TraceFinder application stores all .tbr batches in the following folder:

...\Thermo\TraceFinder\2.1\EES\Projects\projectname\subprojectname

2. Select the batch you want to acquire.

Acqguired batches Template

Last
modified

Batch_Alprazolaml Projectl SubProjectd 10/14,/2011 2:20...
Batch_Alprazolam2 | Projectl SubProjectd 10/12/2011 10:4...
Batch_Alprazolam3 Projectl SubProjectd 10,/12/2011 4:00...

Batch name Subproject

3. To continue to the next view, click Next.

The Finish view of the Acquisition mode opens. From the Finish view, you can save the
batch, submit the batch for acquisition, or go to the Sample Definition view to edit the
sample list for this batch.

* If the batch is unreadable, the application reports that the batch file is not valid and
cannot be opened.

* Ifasample in the batch is unreadable, the application cannot open the sample. The
application creates a new sample with the same name and flags the sample. You must
complete the missing information such as Sample Type, Level, and so forth, and then
save the batch before you submit it for acquisition. Alternatively, you can browse in a
new raw data file to replace the corrupt file.

4. Do one of the following:
* To prepare the batch for acquisition, click Submit.
For detailed instructions, see “Submitting the Batch” on page 269.
—or—
* To edit the sample list, click Previous.
For detailed instructions, see “Defining the Sample List” on page 255.
—or—
* To save the batch to the Ready to Acquire list, click Save.

The TraceFinder application saves your batch as a to-be-run (.tbr) file, closes the
Acquisition mode, and returns you to the application dashboard.

The application saves the .tbr batches in the following folder:

...\Thermo\TraceFinder\2.1\EFS\Projects\projectname\subprojectname
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% To select a previously acquired batch

1. Click the Acquired Batches tab.

From this page, you can resubmit a previously acquired batch, edit the batch, or save it to
be acquired later.

2. In the Project pane, select a project name.
All subprojects included in the selected project are displayed in the Subproject pane.
3. In the Subproject pane, select a subproject name.

The Batch pane displays all previously acquired batches included in the selected
subproject.

4. In the Batch pane, select the batch you want to reacquire.

.

Mew batch Ready to acquire

SubProjectB

5. To continue to the next view, click Next.

The Sample Definition view of the Acquisition mode opens. See “Defining the Sample
List” on page 255.

* If the batch is unreadable, the application reports that the batch file is not valid and
cannot be opened.

* Ifasample in the batch is unreadable, the application creates a new sample with the
same name and flags the sample. You must complete the missing information such as
Sample Type, Level, and so forth, and then save the batch before you submit it for
acquisition. Alternatively, you can browse in a new raw data file to replace the corrupt

file.
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% To create a batch template

1. Click the Template tab.

Note When user security is enabled, this page is available only to users in the
LabDirector or Supervisor role.

2. Select the project and subproject where you want to create the new batch template.

3. Type a name for the new batch template in the Template Name box.

\cquired batches

Project:

Subproject:

SubProjectA -

Template name:

Batch_Ternplate_1 084

4. Select a method from the Method Selection list.

5. The Method Compound Data pane displays the compounds in the method. You cannot
edit the compounds list from the Acquisition mode.

Method
| (5, T R e T B Method_Alprazolam -

Method Compound Data

6. To continue to the next view, click Next.

7. The Sample Definition view of the Acquisition mode opens. See “Defining the Sample
List.”
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Defining the Sample List

In the Sample Definition view of the Acquisition mode, you can create a list of samples for the
batch. You can add samples, insert samples, import a sample list, or remove samples from the
list. To create the sample list, you can use either of two sets of function buttons (described in
the following graphic) or you can use commands on the shortcut menu (see the Shortcut
Menu section of the “Sample Definition view parameters” on page 263).

Icons in the toolbar
I+ e I I=

Add samples Remove samples

Import samples

Insert samples

Buttons at the bottom of the template selection page

Add samples Insert samples Import samples

As you enter sample values, you can use the Copy Down and Fill Down commands to quickly
enter column values. For detailed instructions on using Copy Down and Fill Down to enter
column values, see Appendix B, “Using Copy Down and Fill Down.”

Follow these procedures:
* To add samples to the list
* To insert samples into the list
* To import samples into the list
* To remove samples from the list
* To reinject a sample from a previously acquired batch
* To select channels for the batch

* To assign a specific channel to a sample
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When you finish defining the list of samples, click Next.

* When you are creating a batch from scratch, creating a batch from a template, or
editing a batch template, the Report Selection view opens. See “Selecting and
Reviewing Reports” on page 265.

* When you are editing a previously acquired batch or a .tbr batch, the Finish Selection
view opens. See “Submitting the Batch” on page 269.

% To add samples to the list

-

1. Select the number of sample rows to add and click Add,|  Add I1 Sl

2. Type a file name in the Filename column for each sample.

Each file name must be unique.

3. Select a sample type from the Sample Type list for each sample.

Available sample types

Matrix Blank Solvent Unknown/TIC
Cal Std Chk Std Unknown

LCS MDL MS

LCSD Method Val MSD

Tune Tune/Breakdown Breakdown

For a detailed description of each sample type, see “Sample Types™ on page 292.
4. For each Cal Std or Chk Std sample, select a level from the Level list.

The sample levels are defined in the master method. If there is nothing to select in the
Level list, do the following:

a. Return to the Method Development mode.

b. Open the method.

c. Click the Compounds tab.

d. Click the Calibration Levels tab.

e. Add the levels.

f.  Save the method.

g. Return to the Analysis mode, and click Update.

For detailed instructions, see Chapter 4, “Using the Method Development Mode.”

5. Type a vial position in the Vial Position column for each sample.

Tip Use the Fill Down command to make entering vial positions easier.
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6. Type a volume in the Injection Volume column for each sample.

The minimum injection volume value allowed is 0.1 pL; the maximum injection volume
value allowed is 5000 pL.

7. (Optional) Type or edit the values for the remaining columns.

Note When you use the horizontal scroll bar at the bottom of the sample list, the
Status, Filename, Sample Type, and Level columns stay fixed while the other columns

scroll right and left.

For instructions to automatically copy or fill values in these columns, see Appendix B,
“Using Copy Down and Fill Down.”

< To insert samples into the list
1. Select the sample above which you want to insert new, unknown samples.

You cannot use the Insert command to create the first sample row.

2. Select the number of samples to insert and click Insert, |  nsert Il =] .

-

The application inserts the Unknown samples above the selected sample.

Status  Filename Sample type Level SamplelD

1 - cal_std 5 Cal 5td 5 cal std = 5 ng/ul
Inserted @ |Unknown2 |Unknown
samples

3 @ | Unknownl |Unknown

4 - cal_std_10 Cal 5td 10 cal std = 10 ng/ul

3. Type a file name in the Filename column for each sample.
Each file name must be unique.
4. Select a sample type from the Sample Type list for each sample.

For a detailed description of each sample type, see “Sample Types” on page 292.

Available sample types

Matrix Blank Solvent Unknown/TIC
Cal Std Chk Std Unknown

LCS MDL MS

LCSD Method Val MSD

Tune Tune/Breakdown Breakdown
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. For each Cal Std or Chk Std sample, click the Level cell and select a level from the list.

The sample levels are defined in the master method. If there are no levels to select from
the Level list, ask a user with Supervisor or LabDirector permissions to edit the method

and specify the levels.

For detailed instructions about defining sample levels, see Chapter 4, “Using the Method
Development Mode.”

. Type a vial position in the Vial Position column for each sample.

Tip Use the Fill Down command to make entering vial positions easier.

. Type a volume in the Injection Volume column for each sample.

The minimum injection volume value allowed is 0.1 pL; the maximum injection volume
value allowed is 5000 pL.

. (Optional) Type or edit the values for the remaining columns.

Note When you use the horizontal scroll bar at the bottom of the sample list, the
Status, Filename, Sample Type, and Level columns stay fixed while the other columns

scroll right and left.
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% To import samples into the list

1. Click Tmport, |

The Sample Import Tool dialog box opens.

Sample import tool . . - x|

Impaort from a file (csv, xml, sld)

(.

[l s e e | appended to the end of the list -
==

Use this dialog box to import a sample list from a .csv, .xml, or .sld file.

2. Click Browse and select a .csv, .xml, or .sld file that contains the sample definitions you
want to import.

Note The .csv, .xml, or .sld file format must match the TraceFinder file format.

3. From the Imported Samples Will Be list, select either Appended to the End of the List
or Inserted at the Selected Row.

4. Click Import.

The Sample Import Tool dialog box closes, and the specified samples are added to the

sample list.

When you import samples from an Xcalibur sequence file (.sld), the TraceFinder
application makes the following column name substitutions.

Xcalibur column TraceFinder column
Position Vial position

Inj Vol Injection volume
Dil Factor Conversion Factor

When you import samples from an Xcalibur sequence file (.sld), the TraceFinder
application makes the following sample type substitutions.

Xcalibur sample type TraceFinder sample type
Blank Matrix Blank

QC Chk Std

Std Bracket Cal Std
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. For each Cal Std or Chk Std sample, click the Level cell and select a level from the list.

The sample levels are defined in the master method. If there are no levels to select from
the Level list, ask a user with Supervisor or LabDirector permissions to edit the method

and specify the levels.

For detailed instructions, see Chapter 4, “Using the Method Development Mode.”

. Type a vial position in the Vial Position column for each sample.

Tip Use the Fill Down command to make entering vial positions easier.

. Type a volume in the Injection Volume column for each sample.

The minimum injection volume value allowed is 0.1 pL; the maximum injection volume
value allowed is 5000 pL.

. (Optional) Type or edit the values for the remaining columns.

Note When you use the horizontal scroll bar at the bottom of the sample list, the
Status, Filename, Sample Type, and Level columns stay fixed while the other columns
scroll right and left.

. (Optional) When using multiplexing, select a channel for each imported sample.

Imported samples default to Auto.

Thermo Scientific



Thermo Scientific

5 Using the Acquisition Mode
Working with Batches

To remove samples from the list

. Select the samples you want to remove.

Tip Use the CTRL or SHIFT keys to select multiple samples.

. Right-click and choose Remove Selected Samples from the shortcut menu.

To reinject a sample from a previously acquired batch

. In the sample list, select the sample you want to reinject.

. Right-click and choose Reinject This Sample from the shortcut menu.

The TraceFinder application creates a copy of the selected sample and appends INJ0O1 to
the file name. Additional reinjections of the same sample are numbered INJ002, INJ003,
and so forth.

The TraceFinder application copies all parameter values from the original sample.

A green status icon indicates previously acquired samples (acquired and processed) and
the sample name is grayed out. A blue status icon indicates samples created for reinjection
(not acquired).

@ | calstd BOINJODT | CalStd 10
@ colstd S0INJODZ | CalStd 10
] Cal Std 10
@ | celstd 100 INJO0T | CalStd 10
¢ Cal Std 10

When you submit this batch, the application acquires only the reinjection samples.
To select channels for the batch

Note These features are available only when you have enabled multiplexing in the
Configuration mode. See “Multiplexing” on page 92.

To disable a configured channel, clear the check box for the channel in the Multiplexing
Channels area at the bottom of the page.

Multiplexing Channels

All Channels Channell W Channel2 W

By default, all configured channels are selected. The configured channels are determined
by the multiplexing settings in the Configuration mode. See “Enabling Optional
Features” on page 88.

Disabling a channel in the Multiplexing Channels area does not remove this channel
selection from the Channels list for each sample. When you assign a channel to a sample,
be careful not to assign a channel that you disabled.
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< To assign a specific channel to a sample

1. Scroll to the Channel column.

Note The Channel column is available only when you have enabled multiplexing in
the Configuration mode. See “Multiplexing” on page 92.

All samples default to Auto.

2. Select a channel from the Channel list.

Channel

| -

Auto
Channel 1

Channel 3

When you submit the batch, samples that are set to Auto run on any of the available
channels and samples that are set to a specific channel run only on that channel.

If you select a channel that is not available for this batch, the application flags the sample

sequence on the Finish page of the Acquisition mode. See the previous procedure, To
select channels for the batch.

Project: Default
SubProject: Default
MName: B

Imvalid channel selecton
= @@ Sequence

Mumber of samples: 1
Mumber of unacquired samples: 1

3. If you see this error, do the following:

a. Click Previous to return to the Sample Definition view.

The incorrect sample is marked with an error flag.

b. Correct the channel selection.
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Figure 69. Sample Definition view

Define a sample list for the batch

e e e e
. Unknownl |Unknown 2 10.0 1.000 | Auto 1 1 1 Liquid | =
. Unknown2 | Unknown 2 10,0 1.000 | Auto 1 1 il Liquid ||
@ |Unknown3 | Unknown 3 10.0 1.000 | Auto it 1 1 Liquid |+
. Unknownd | Unknown 4 10.0 1.000 | Auto 1 1 ik Liquid ||

Sample C s Multiplexing Channels

“ m m All Channels Channel 1 Channel 3

Table 55. Sample Definition view parameters (Sheet 1 of 2)

Parameter Definition

Sample Controls

Add Adds the specified number of empty rows to the sample grid.

Insert Inserts the specified number of empty rows above the selected row.

Import Opens the Sample Import Tool where you can import samples defined in a .csv file or
an .xml file.

Multiplexing Channels  These features are available only when you have enabled multiplexing in the Configuration
mode. See “Multiplexing” on page 92.

All Channels Uses all configured channels to acquire this batch.
Channel 1- Uses only the selected channels to acquire this batch.
Previous Returns you to the previous Acquisition mode view.
Cancel Confirms that you want to exit the Acquisition mode. When you cancel out of the

Acquisition mode, your edits are not saved.

Save Saves this batch as a to-be-run (.tbr) batch.

Next Takes you to the next Acquisition mode view.

Shortcut menu

Add Sample Adds a single empty row to the sample grid.

Insert Sample Inserts a single empty row to the sample grid above the selected row.

Insert Copy Sample Copies the currently selected row and inserts a copy above the row.

Reinject Selected Creates a copy of the selected sample and appends INJOO1 to the file name. Additional
Samples reinjections of the same sample are numbered INJ002, INJ003, and so forth.

Remove Selected Removes selected samples from the sample grid.

Samples
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Table 55. Sample Definition view parameters (Sheet 2 of 2)

Parameter Definition

Copy Down Copies the value in the selected row to all rows below it. For detailed instructions about
using the Copy Down command, see Appendix B, “Using Copy Down and Fill Down.”

Fill Down Enters sequential values in the column starting with the value in the selected row and
ending with the last row in the column. For detailed instructions about using the Fill
Down command, see Appendix B, “Using Copy Down and Fill Down.”

Modify Columns Opens the Modify Columns dialog box. See “Column Display” on page 350.

Enable/Disable Sample  Displays or hides the Sample Volume, Dilution Factor, Sample Weight, Calculation Type,

Weight Calculation and Final Units columns.

Copy Copies the data in the selected rows or columns to the Clipboard. Use this command to
copy sample information to another application, such as an Excel spreadsheet. You cannot
paste this data back into the Acquisition mode sample list.

Copy With Headers Copies the data in the selected rows or columns and the associated column headers to the
Clipboard. Use this command to copy sample information to another application, such as
a Microsoft Excel spreadsheet. You cannot paste this data back into the Acquisition mode
sample list.

For example
Sample type
Matrix Blank
Cal Std
Chik Std
Unknown —— > |Sample type
Unknown
Unlenown,TIC Unknown/TIC
Copy With Headers Paste into Excel spreadsheet
from TraceFinder

Paste Pastes a single column of copied data from another application, such as an Excel
spreadsheet, into the selected column.

Undo Last Paste Removes the last pasted item in the Acquisition mode sample list.

Export to CSV File Opens the Save As dialog box where you can save the current sample list to a .csv file.

Status Color Codes @ Sample is not acquired.

& Sample is acquired but not processed.
- Sample is acquired and processed.

“« Sample is currently acquiring.
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Selecting and Reviewing Reports

On the Report Selection view, you can specify the types of reports you want to create. See
“Report Selection view” on page 267. For a complete list of report types and examples of
output files, see Appendix A, “Reports.” In addition to the report type, you can specify a
report description for each of your reports.

For each standard report you generate, you can create a hardcopy printout, a PDF file, or an

XML file.
For each custom report you generate, you can create a hardcopy printout or an XLSM file.

For each target screening report you generate, you can create a hardcopy printout or a PDF

file.

When you finish specifying your report options, click Next to go to the Finish view and
submit your batch. See “Submitting the Batch” on page 269.

The application writes the resulting output files for your reports to the following folder:
...\TraceFinder\2. 1\EES\Projects\projectname\subprojectname\batchname\Reports
Follow these procedures:
* To edit a report description
* To preview a standard report
* To specify a standard report in print format or as a PDE XML, or XLSM file
* To export reports to a specific folder
< To edit a report description
Select the Report Description column and edit the default description.

The default report description is the same as the report name.

% To preview a standard report
1. Click the magnifying icon, * , to view an example of the report type as a PDF file.

The right pane of the view displays an example PDF report with typical PDF viewer

buttons. b
b

2. To minimize the PDF viewer, click the minimize icon, : .

Note Only Standard report types have preview documents.
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To specify a standard report in print format or as a PDF, XML, or XLSM file

For each type of report you want to create, select the check box in the Print, Create PDE
Create XML, or Create XLSM columns.

. To duplicate the output type for all reports, right-click the cell and choose Copy Down

from the shortcut menu.

All check boxes in the column below the selected cell duplicate the selected or cleared
state in the selected cell. This action applies only to report types that make this output
format available.

To specify a custom report in hardcopy or XLSM format

. For each custom report that you want to create, select the check box in the Print or Create

XLSM columns.

. To duplicate the output type for all reports, right-click the cell and choose Copy Down

from the shortcut menu.

All check boxes in the column below the selected cell duplicate the selected or cleared
state in the selected cell. This action applies only to report types that make this output
format available.

To specify a target screening report in hardcopy format or as a PDF file

. For each target screening report that you want to create, select the check box in the Print

or Create PDF columns.

. To duplicate the output type for all reports, right-click the cell and choose Copy Down

from the shortcut menu.

All check boxes in the column below the selected cell duplicate the selected or cleared
state in the selected cell. This action applies only to report types that make this output
format available.

To export reports to a specific folder

. Select the Export Results check box at the bottom of the view.

B Export Results

The Browse For Folder dialog box opens.

Browse For Folder @

Bl Desktop
* |l Libraries

o

- /M Computer
> 'E“ﬁ Metwork

| MakeNewFolder | | ok || Cancel |
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2. Locate and select the folder where you want to save the reports.

3. To create a new reports folder within the selected folder, click Make New Folder and type
the new folder name.

4. Click OK.

The application writes all reports to the specified folder in addition to the batch Reports
folder.

Figure 70. Report Selection view

Select/review reports for the batch

5 Compound Calibration..] Compound Calibra... | Standard

) Confirrnation Report Compound Calibra... | 5tandard

Example Report Mame Report Title F%t_e;?;: Print C;EE;E C)::::EE %;ﬁ ?_a;.rcel':
» Batch Report Batch Summary Re... | Standard
- Batch Report Revl Calibration Curve R... | 5tandard
P Blank Report Sample Report Standard
P Breakdown Report Sample Report Long | Standard
2 Calibration Report Batch Report Standard
) Check 5tandard Report |Batch Report Revl | Standard
P Chromatogram Report | Calibration Report Standard
' | Compound Calibration..| Chromatogram Re... |Standard

& Confirrnation Report 2 | Confirmation Report | Standard

Table 56. Report Selection parameters (Sheet 1 of 2)

Parameter Description
Displays an example PDF for the report type. This example provides a model of the report
» type only; it does not reflect your specific data. This is available for standard reports only.
Report Name The name of a report.
Report Title User-editable description to be used on a report.
Report Type The type of report: Standard, Custom, or Target Screening.
Print Reports to be sent to the printer.
Create PDF Reports to be saved as PDF files.
Available only for standard and target screening reports.
Create XML Reports to be exported in XML format.
Available only for standard reports.
Create XLSM Reports to be exported in Excel Macro-Enabled Workbook (.xIsm) format.

Available only for custom reports.
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Table 56. Report Selection parameters (Sheet 2 of 2)

Parameter Description

Batch Level Rather than creating separate reports for each sample, the application uses a composite of
the data from all the samples to create a single report for the entire batch. Batch-level reports
are prepended with a B to differentiate them.

You cannot select this option from the Report Selection page. You must select the Batch
Level option for the report in the report configuration. See “Specifying the Reports
Configuration” on page 68.

Shortcut menu: Copies the selected or cleared state to all subsequent reports in the column.
Copy Down
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In the Finish view of the Acquisition mode, you can specify a startup method, a shutdown
method, or a calibration batch. You can save the batch to be acquired later, or you can acquire

and process data and optionally create reports. See “Finish view” on page 275.

Note If you are working with a batch template, the only available function is Save.

Follow these procedures:

* To specify startup or shutdown methods

* To automatically update the timed SRM information

* To specify a calibration batch

* To specify device states

* To save a batch for later acquisition

* To start an acquisition

* To view the output files

0’0

1.

To specify startup or shutdown methods
Select a method from the System Startup Method list.

The TraceFinder application runs this method before running the batch. No autosampler
injection takes place. This feature is not available for all instruments.

. Select a method from the System Shutdown Method list.

The TraceFinder application runs this method after running the batch. This feature is not
available for all instruments.

System Startup Method

AS Method 1

System Shutdown Method

AS Method 3

To automatically update the timed SRM information

Select the Auto TSRM Update check box.

W Auto TSRM Update

When you submit the batch, the application updates the TSQ method with mass
transitions, collision energy, and other appropriate data for TSRM functionality.
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% To specify a calibration batch

1. In the Calibration area, select a calibration (.calx) file from the list.

[l Extend calibration

Note You must acquire at least one batch with the current method to create a .calx
calibration file.

2. To add calibration data from the current batch to the selected calibration file, select the
Extend Calibration option.

< To specify device states

In the System Status area, select the name of the device, right-click, and then choose a
device state from the shortcut menu.

@ Devices

o O' Turn Device On
o Batch 5 Turn Device Standby
‘.. Project: Turn Device Off

Table 57. Instrument states (Sheet 1 of 2)

Instrument state Description

Turn Device On Keeps the system in the On state when the current run finishes,
so you can begin another run without waiting. All power and
flows are maintained at operational levels.

Default: On

Turn Device Standby ~ Keeps the system in the Standby state when the current run
finishes, so you can begin another run with only a short delay
between runs.

Some devices do not have a Standby feature. For devices with
this feature, the device enters a power-saving or
consumable-saving mode, and you can switch the device back
on in approximately 15 minutes. Depending on the
instrument, this state turns liquid flows off but maintains
heaters and other subsystems in an On state so that there is no
warm-up time required when you change from Standby to On.
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Table 57. Instrument states (Sheet 2 of 2)
Instrument state Description
Turn Device Off Keeps the system in the Off state when the current run

finishes. The Off state indicates that all power to the
instrument, which the TraceFinder application can control, is
turned off. This includes power to all heaters and
subassemblies, but in some cases not all subassemblies.

Some devices do not have an Off feature. For devices that do
have this feature, the device enters a power-saving or
consumable-saving mode, and you can switch the device back
on. When several runs are queued, the application uses the
system power scheme of the last submitted run.

Instrument status indicators

) Green indicates that the device is turned on or is running.

o Yellow indicates that the device is in standby mode or is
waiting for contact closure.

[~ Red indicates that the device is turned off or that there is an
error with the device.

< To save a batch for later acquisition
From the Finish view, click Save.

The TraceFinder application saves your batch as a to-be-run (.tbr) file, closes the
Acquisition mode, and returns you to the application dashboard.

< To start an acquisition
1. Click Submit.

The Submit Options dialog box opens. For detailed descriptions of the parameters, see
“Submit Options dialog box” on page 273.

2. (Optional) Select the Create Reports check box.

Note By default, the application acquires and processes data when you submit the

batch.

3. Select the Use check box for the device that you want to use for this acquisition.

4. (Optional) Select the Start Device check box to indicate the device that will initiate
communication with the other instruments.

This is usually the autosampler.

5. (Optional) Select the Start When Ready check box, which starts all instruments together
when they are all ready.

When this is cleared, individual instruments can start at different times and then have to
wait for the last instrument to be ready.
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6. (Optional with multiplexing enabled) Select the Priority Sequence check box.

The application acquires the priority batch on the next available channel or the assigned
channel.

. (Optional without multiplexing enabled) Select the Priority Sequence check box and

then select one of the following priority options to place the batch in the queue:

* Next Available Batch places the batch immediately after the currently acquiring
batch.

* Next Available Sample places the batch immediately after the currently acquiring
sample.

Note When you select Full Sequence Submission in the Configuration mode, these
options are unavailable because the current batch and the current sample are, in effect,
the same thing.

. Do one of the following:

To start the selected processes, click OK.

The selected processes begin, and the TraceFinder application returns you to the
dashboard and shows the real-time display at the bottom of the dashboard. The real-time
display is visible from the dashboard and all modes. You can begin another batch in the
Acquisition mode while you watch the real-time display of the currently acquiring batch.

—Or—

Click Cancel to exit the Acquisition mode without performing any tasks.
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Figure 71. Submit Options dialog box

1-3

Acquire data
Process data

Create reports

riofty Sequence

Acquisibon

Device Mame
Arccela A5

Start when ready

Post-run system state: _

Parameter Description

User Name Name of the current user.

Samples Range of samples to be submitted for acquisition, processing,
or reporting.

Acquire Data (Default) Submits the current batch to acquisition.

Process Data (Default) Processes the data for the current batch.

Create Reports Creates reports for the current batch.
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Parameter

Priority Sequence

Description
With multiplexing enabled, places the batch immediately after

the currently acquiring batch.

Without multiplexing enabled, specifies one of the following
priority options to place the batch in the queue:

Next Available Batch: Places the batch immediately after the
currently acquiring batch.

Next Available Sample: Places the batch immediately after
the currently acquiring sample.

Note When you select Full Sequence Submission in the
Configuration mode, these options are unavailable because
the current batch and the current sample are, in effect, the
same thing.

Acquisition pane

Device Name

Lists all configured instruments.

If the instrument you want to use is not configured, close the
TraceFinder application, configure the instrument, and then

reopen the TraceFinder application. You cannot configure an
instrument while the TraceFinder application is running.

Use

Specifies the instruments used for this acquisition.

Start Device

Specifies the instrument that initiates the communication
with the other instruments. This is usually the autosampler.

Start When Ready

Starts the specified device when all the instruments are ready
to acquire data. When this is cleared, individual instruments
can start at different times and then must wait for the last
instrument to be ready.

Post-run System
State

Specifies the system state after it acquires the last batch.

On (default), Standby, or Off.

Hide/Show Details

Collapses or expands the acquisition details of the Submit
Options dialog box.

OK

Begins the selected processes.

Cancel

Closes the Submit Options dialog box without submitting any

tasks.
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% To view the output files

* The TraceFinder application writes saved batches to the subproject folder with the file
extension .tbr (to be run):

...\TraceFinder\2. 1\EFS\Projects\projectname\subprojectname

* For each acquired sample, the application writes an RSX file to the batch Data folder:
...\projectname\subprojectname\barchname\Data

* The application saves method information to the batch Methods folder:
...\projectnameé\subprojectname\batchname\Methods\methodname

* The application writes the reports to the batch Reports folder:

...\projectname\subprojectname\barchname\Reports

Figure 72. Finish view

Review the batch

System Status System Startup Method

&l . Devices AS Method 1

. @ Accelaas

&l . Batch Status

-------- Project: Default
f- GubProject: Default
“-Name: Batch_1Q84A Auto TSEM Update

‘

System Shutdown Method

‘

AS Method 3

Bl . Sequence Status Calibration

-------- Mumber of samples: 1
‘e Mumber of unacquired samples: 1 Extend calibration

Reports Status

Print: 0
_ PDF: 0
. ........ ¥ML: 0

=-- @@ Method Status

i Local method: Batch_1Q84A Method_Alprazolam
Instrument method: Instrumentl

Mumber of compounds: 4

Previous Submit
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Table 58. Finish view parameters

Parameter

System Status

Description

The System Status pane displays the following:
* Devices used for the acquisition
* Project, subproject, and name of the batch
* Number of samples in the batch
* Number of standard and custom reports to be printed and saved as PDF, XML, or
XLSM files
* Local method and instrument method used for the batch
* Number of compounds in the method

System Startup
Method

The instrument method that runs before the batch. No autosampler injection takes place.
This feature is not available for all instruments.

System Shutdown

The instrument method that runs after the batch. No autosampler injection takes place.

Method This feature is not available for all instruments.
Auto TSRM Update  Updates the TSQ method with mass transitions, collision energy, and other appropriate data
for TSRM functionality.
Calibration * Use calibration: Uses the selected calibration file to process the current data.
* Extend calibration: Adds calibration data from the current batch to the selected
calibration file.
Save Saves the current batch as a to-be-run (.tbr) file.
Submit Opens the Submit Options dialog box where you can optionally choose to generate reports.
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Using Quick Acquisition

Thermo Scientific

The quick acquisition feature lets you quickly submit a single sample from any view of the
Acquisition mode.

Note The quick acquisition feature is available only when you enable it in the
Configuration mode. See “Enabling Optional Features” on page 88.

% To run a quick acquisition
1. Choose Go > Quick Acquire Sample from the main menu.

The Quick Acquisition dialog box opens.

Instrument method:
Raw filename:
Path:

Sample comment:

@ Manual injection

Vial position:
Injection valume:

2. Select an instrument method.
3. Type a name for the raw data file that you acquire.

4. Click the browse button and locate a folder where you want to write the acquired raw

data file.

5. Select either the manual injection or the autosampler option:

To perform manual injection, do the following:
a.  Select the Manual Injection option.

b. Click OK.

The application submits the sample to the Acquisition queue. See “Acquisition Page”
on page 280.
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Using Quick Acquisition
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To perform autosampler injection, do the following:

Select the Use Autosampler option.
In the Vial Position box, type a vial position.
In the Injection Volume box, type an injection volume.

The minimum injection volume allowed is 0.1 pL; the maximum injection volume

allowed is 5000 pL.
Click OK.

The Quick Acquisition dialog box opens.
Quick Acquisition @

|ser name:

[ Acquisiion

Device Mame |se Start Device

Accela AS [

Start when ready Priority

Post+un system state: |On - |

| oK | | Canesl |

Select the Use check box for the device that you want to use for this acquisition.

(Optional) Select the Start Device check box to indicate the device that will initiate
communication with the other instruments.

This is usually the autosampler.

(Optional) Select the Start When Ready check box, which starts all instruments
together when they are all ready.

When this is cleared, individual instruments can start at different times and then
must wait for the last instrument to be ready.

(Optional) Select the Priority check box to place the sample immediately after any
currently acquiring sample.

(Optional) Select a value for the Post-run System State: Unknown, On (default),
Off, or Standby.

The application sets the system to this state after it acquires the last sample.

Click OK.

The application submits the sample to the Acquisition queue. See “Acquisition Page”
on page 280.
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Real-Time Display

You can access the real-time display from the dashboard and from any mode in the
TraceFinder application.

% To access the real-time display from the dashboard

Click Real Time Status.

i

The real-time status displays at the bottom of the dashboard.

% To access the real-time display from all modes

Click Real Time Status.

The real-time status displays at the bottom of the current view.

Figure 73. Real Time Status display

Real time status

Acql.;.i-;ilti.:.n Irstrirment Devices Hueues CATherma\TraceF inder2 OMEFS\Projects\DefaultiDefaulfiBatch_A\Data\Uinknownd. raw
TE
3 T 963
= Arquizition Queue - 1 batch [FReady] 709
— 5.0 ;
= U Batch_2011_9 - 3 samples 180000000 942
B Unkriown2 - Acauiting 160000000 3.649
B Unkrown - Pending ] 873 1094
B Unknownd - Pending EMUUWDDO—_ 4 65
Frocessing Oueus - Empty [Fieady] .E12UUODDUO—
Reporting Queue - Enpty [Ready) £ 1 1032
2100000000
= v
5? 20000000
B0000000—
400000004 m
20000000 Lm J
228 U | L L' T
& a 10 1
RTimin)

The real-time status display has four pages of information and a real-time trace pane:
* Acquisition Page
* Instrument Page
* Devices Page
* Queues Page
* Real-Time Trace Display
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Acquisition Page

Use the Acquisition page to monitor the progress as the application acquires the samples.

o ha
Acquizition | mztrurmemnt Devices Hueles

Itermn wialue

Bar code

Bar code status

Calib. filz

Comment

Gil. factar 1

Filename: Unknown

Inj. wolume 10

Inst. method CAThermotTrace Findert 2,00, .,
I5TD amaunt

Lenwel

Path CAThermotTrace Findart 2,00, .,
Froc. method Crefault

Rewizion a

Sample 1D

Sample name

Sample tppe Unknown

Sample wolume O
Sample weeight 0
wial 1

< To pause or stop the batches in the queue

Use the Start, -, Stop, E, or Pause, !, icons to control batches in the Acquisition

queue.
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Instrument Page

Use the Instrument page to monitor the currently acquiring sample.

Acquizgition Instrument [lueles

Instrurnent: bur [nstrumet
Acauining

EBatch: Batch_2011_13

Sample [D:

Wial:

Filename: ek o

Inzt methad: | C:4ThermotTraceFin

M ame Status
Accela A5 R urninig
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Devices Page

Use the Devices page to monitor the status of the instrument. The feedback you see on the
Devices page depends on the instrument you are using. The following examples show an
Accela autosampler and an Aria™ multiplexing device.

Accela Autosampler Feedback

L
Acquisition | Instrument

Simulation M5

Status:
Scan speed {x):
First scan:
Last scan:
Scan number:
Start time (min):
Real time elapsed {min):
Repeat count:

Aria Multiplexing Feedback

F .
Acquizsition Inztrurment Devices BRPTCOE

Status | Events | Pres |

Aria MX Tirme Zh  Msq
11:40:35.45 1 Chan Skaktus MOT READY
| Hold Autosampler | | Direct Control | 11:40:36.98 1 (ChannellyPump1) Std Pump 1
11:35:358.76 Detector NOT READY
Status | Events | Pres | 11:35:36,50 1 Chan Status READY
11:33:24.39 Swskermn Inik
Autosampler 1
Channel 1 | Skatus " Events | Pres
40 bar
Channel 3 "‘
Deteckor
MOT READY
ey 1 1 1 1 1 1
D000 Lo [ nkele 0030 [erie e (L nket el 0L 100
(#)Pres 1 (%) Channel 1
(%) Pres z () Channel 2
(%) Channel 3
() Meth Awrgs () Channel 4
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Follow these procedures:

Thermo Scientific

To pause the autosampler
To control the channels
To view the pressure trace

To control the channels

5 Using the Acquisition Mode
Real-Time Display

To pause the autosampler

. Click Hold Autosampler.

The autosampler finishes the current autosampler step and then pauses. The LC pumps

and autosampler continue.

To control the channels

. To restart the autosampler, click Hold Autosampler again.

Right-click the channel name and choose a command from the shortcut menu.

Autozampler 1

RE&DH
Channe::% on
MNOT R O
U LED Standby
Channel 3
Disable

Table 59. Autosampler shortcut menu commands

Command Description

On Turns on a stopped pump and continues acquiring the sample
list assigned to that channel.

Off After the current sample completes, the application stops
acquiring and the pump shuts down.

Standby After the current sample completes, the application stops
acquiring. The pump continues to run.

Disable / Enable Disable: Prevents the channel from receiving samples. When

you choose Disable during a run, the application finishes the
current sample on the channel and then stops.

Enable: Allows the channel to receive samples.

When you disable a channel that is set to On, the channel is
highlighted in green and the status is READY. You can turn
the channel to Off or Standby.
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< To view the pressure trace

1. Click the Pres tab.

The Pressure page displays a pump pressure graph for each sample in the batch. A
fluctuation or change in the pump pressure could indicate a change in the
chromatography conditions.

Status | Events | Pres

(¥ Pres 1 (%) Channel 1
(¥iPres 2 (%) Channel 2

(%) Channel 3
(%) Meth Avrgs (%) Channel 4

2. To view the pressure for a specific pump, select the Pres 1 or Pres 2 option.
By default, the pressure for all pumps are displayed.
3. To view the pressure for a specific channel, select the corresponding channel number.

By default, the pressure for all channels is displayed.
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% To access the Aria multiplexing controls
Click Direct Control.
The Aria MX Direct Control dialog box opens.

24 Aria MX Direct Control
Pui

mps  Detector Tools  Samples  Help

Hold Autosampler = AutaSampler 1

NOT READY hannel 3

] Channel 1

MOT READY - AukoSamnpler 2

Channel 2

MiOT REALY
OFF v

Channel 4

Tirne Tvpe Sample Msa

0&:42:19,85 | Warning Logic loop (1210 ms)
06:42:04.51 | Warning Logic loop (25916585 ms)
14:48:39.70 | Warning Logic loop (1509 ms)
14:48:07.67 | Warning Logic loop (1111 ms)
12:59:32.06 | General Swskern Inik

For detailed descriptions of the features in this dialog box, refer to the Transcend Systems
with Xcalibur Software User Guide.
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Queues Page

Use the Queues page to monitor and control the Acquisition, Processing, and Reporting
queues:

* Use the Queue-Level Commands to pause or remove batches in any of the queues.

* Use the Batch-Level Commands to pause or remove entire batches or samples within
batches from any of the queues.

Aoguizition |nztrument Devices l

= Acquizition Queue - 1 batch [Ready]

= WG BatchO3B - 9 samples - Active
U gheroidz02_IMJO0T - Complete
UP gheroids1 3090805735272 - Acquiring
B steroids14 - Pending
B steroids15 - Pending

Proceszzing Queue - Empty - Feady

Fieporting Gueues - Empty - Beady

Queue-Level Commands

Use the queue-level commands to pause or remove batches in any of the queues on the
Queues page. See “Queue-level shortcut menu” on page 287.

Follow these procedures:
* To pause all batches in a queue
* To remove a single batch from a queue
* To remove all batches in a queue

* To remove all pending batches

< To pause all batches in a queue

1. Select a queue (Acquisition, Processing, or Reporting).

Note When multiplexing is enabled, you can have as many as four samples acquiring
at once. Pausing the Acquisition queue does not affect any acquiring samples.

2. Right-click and choose Pause Queue from the shortcut menu.

After the current sample completes, the application pauses all batches and samples in the

specified queue. Only the selected queue is affected.

B Acquizition Quewe - 1 batch [Pauzed)
Proceszing Queues - Empty [Feady]
Feparting Glueue - Empty [Ready]

3. To restart a paused queue, select the queue, right-click, and choose Resume Queue from

the shortcut menu.
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To remove a single batch from a queue

. Select a queue (Acquisition, Processing, or Reporting).

. Right-click and choose Stop Active Batch from the shortcut menu.

Note This command is available only when there are active batches in the queue.
Paused batches and batches that contain only pending samples are not “active.”

The application confirms that you want to remove the active batch from the selected
queue. After the current sample completes, the application removes the batch and all
pending samples from the queue. Only the selected queue is affected.

To remove all batches in a queue

. Select a queue (Acquisition, Processing, or Reporting).

. Right-click and choose Stop All Batches from the shortcut menu.

The application removes all batches with pending samples from the selected queue. The
current sample continues to acquire. Only the selected queue is affected.

To remove all pending batches

. Select a queue (Acquisition, Processing, or Reporting).

. Right-click and choose Remove Pending Batches from the shortcut menu.

Note A pending batch is a batch in which all samples are pending. If any sample in
the batch is active, the batch is not affected by this command.

The application removes all batches that contain only pending samples. Only the selected
queue is affected.

Figure 74. Queue-level shortcut menu

Aoquizition Bueue - 1 batch [Res

Acguizition Instrument Devices

Processing Queue - Empty [Reag  Pause Queue
Reparting Queue - Empty [Feady

Stop Al Batches

Femove Pending Batches

Table 60. Queue-level shortcut menu commands (Sheet 1 of 2)

Command Description

Pause Queue After the current sample completes, the application pauses the

specified queue. Only the selected queue is affected.

Stop Active Batch Removes all pending samples from the specified queue. The active

sample is not affected.
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Table 60. Queue-level shortcut menu commands (Sheet 2 of 2)

Command Description

Stop All Batches Removes all pending samples and batches from the specified
queue. The active sample is not affected.

Remove Pending Removes all pending batches from the specified queue. The active

Batches batch is not affected.

Batch-Level Commands

Use the batch-level commands to pause or remove entire batches or samples within batches

from any of the queues on the Queues page. See “Batch-level shortcut menu.”

Follow these procedures:

288 TraceFinder User Guide

To stop a batch
To remove a pending batch
To remove pending samples from a batch

To remove a single pending sample from a batch

To stop a batch

. Select an active batch in any of the queues (Acquisition, Processing, or Reporting).

Note The batch must have at least one active sample and one pending sample.

. Right-click and choose Stop Batch from the shortcut menu.

The application confirms that you want to remove the selected batch from the queue.
After the current sample completes, the application removes the batch and all pending
samples from the queue.

To remove a pending batch

. Select a pending batch in any of the queues (Acquisition, Processing, or Reporting).

Note A pending batch is a batch in which all samples are pending. If any sample in
the batch is active, this command is not available.

. Right-click and choose Remove Pending Batch from the shortcut menu.

The application confirms that you want to remove the selected batch from the queue and
then removes the batch from the queue.
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< To remove pending samples from a batch
1. Select a batch in any of the queues (Acquisition, Processing, or Reporting).
The batch must have at least one pending sample.
2. Right-click and choose Remove Pending Samples from the shortcut menu.

The application confirms that you want to remove all pending samples from the batch
and then removes the samples. If the batch includes only pending samples, the
application removes the batch from the queue.

< Toremove a single pending sample from a batch
1. Select a pending sample.

2. Right-click and choose Remove Sample from the shortcut menu.

Acquizition [nztrument Devices @

=l Acguizition Bueue - 1 batch [Ready)
= Wﬁ Batchzo11l -5 samples
UP rknownl - Acquinng

U i Remove Sample |
B Urknown? - Pomeg

B Urknownd - Pending

B UrknownS - Pending
Processing Queue - Empty [Ready)
Reporting Queue - Empty [Ready)

The application confirms that you want to remove the selected sample from the batch and
then removes the sample.

Figure 75. Batch-level shortcut menu

Acquizition Ingtrurment Devices m

= Acquizition Queue - 1 batch [Ready)
=SR[N Batch2011 - 5 sam

B Urknowel - Pe

§ UnknownZ - Pe Remove Pending Batch

U Urknown3-Pe  ponne Pending Samples
B Unknownd - Peramg

Proceszzing Queue - Empty (Ready)
Reporting Queue - Empty [Ready)

Table 61. Batch-level shortcut menu commands
Command Description

Stop Batch After the current sample completes, the application removes all
samples in the selected batch.

Remove Pending Batch Removes all samples from the selected pending batch.

Remove Pending Removes all pending samples from the selected batch.

Samples
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Real-Time Trace Display

As each sample acquires, the real-time chromatogram pane shows the retention time and
intensity of the TIC trace.

CAThermao\TraceFinden2 1\Projects\Default\Default Batch_2011_S\Data\Unknown2. raw
963

TEC

7.09
180000000 s

94
1 969
160000000~ 10.94

140000000 4 65

873

120000000

00000000 -]

10.32

80000000 -

Absolute Intensity

E0000000 -

40000000—:

20000000

[y

RT(min)

By default, the real-time display shows only the TIC trace as each sample acquires. To observe
specific traces, such as the internal standard, use the RTV Display Traces function to display
multiple traces.

When you create your method, you can specify additional traces to display in the real-time
viewer and in which order the traces are displayed. The application always displays the TIC
trace in the top pane. See “Real Time Viewer” on page 179.

< To display multiple traces

Right-click the chromatogram pane and choose the number of traces you want to display.

RTV display traces:  » TIC only
TIC+1
TIC+ 2
TIC + 3
TIC+ 4

The chromatogram pane displays real-time chromatograms for the selected number of
traces.

The TIC is always displayed at the top. When there are more traces than can fit in the
pane, you can scroll through the traces.

For each trace, the application displays the mass or precursor mass.
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Figure 76. Real-time display with multiple traces
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|
CAThermo\TraceFinder2, 1\Projects\DefaultiDefault\ Batch_Buspirone\Data\UnknownB 1. raw raw
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Sample Types

The TraceFinder application uses the following sample types in all sample definitions and
reports. To view example standard reports specific to a sample type, see Appendix A,

“Reports.”

Table 62. Sample type definitions

Sample type
Matrix Blank

Definition

Contains no target compounds but might contain an ISTD when you
use the internal standard quantitative analysis technique. By analyzing a
blank sample, you can confirm that there are no residual compounds in
the solvent system that can cause erroneous results.

Cal Std

(Calibration standard) Contains known amounts of all target
compounds. The purpose of a standard is to measure the response of the
instrument to the target compounds so that the processing software can
generate a calibration curve for each compound.

Chk Std

(Check standard) Contains a known amount of one or more specific
target compounds. The application places check standard samples in the
sequence so that it can test quantitative analysis results for quality
assurance purposes. After the application analyzes the Chk Std sample, it
compares the measured quantity with the expected value and an
acceptability range. The quantitative analysis of a Chk Std sample is
classified as passed if the difference between the observed and expected
quantities is within the user-defined tolerance. A Chk Std sample is
classified as failed if the difference between the observed and expected
quantities is outside the user-defined tolerance.

Solvent

Contains only solvent.

Unknown

Used for quantitative analysis of samples.

Unknown/TIC

Used for quantitative and qualitative analysis of samples.

LCS

Lab control sample.

LCSD

Lab control sample duplicate.

MDL

Method detection limits sample.

Method Val

Method validation sample.

MS

Matrix spike sample.

MSD

Matrix spike duplicate sample.

Tune

Verifies the tune of the system according to EPA guidelines.

Tune/Breakdown

Verifies the tune of the system according to EPA guidelines, allowing for
the degradation of compounds.

Breakdown

Checks the degradation of compounds.
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Using the Analysis Mode

This chapter includes instructions for using the features of the Analysis mode.

Contents
* Using Quick Acquisition
* Working in the Batch View
* Creating a Batch Using the Batch Wizard
* Working in Data Review View
* Working in the Report View
* Working in the Local Method View
* Working in the Batch Template Editor
Use the Analysis mode to do the following:
* Submit a single sample for quick acquisition.
* Submit batches for acquisition, processing, or reports.

* Review batches, batch data, reports, and local methods.
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< To access the Analysis mode

Click Analysis from the dashboard or the navigation pane.

Analysis

The Analysis navigation pane opens.

Batch View

[ Mew batch
&= Open batch
Recent files

Batchil

Data Review

Report View

Local Method
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Using Quick Acquisition

Thermo Scientific

With the quick acquisition feature, you can quickly submit a single sample from any view of
the Analysis mode.

Note The quick acquisition feature is available only when you enable it in the
Configuration mode. See “Enabling Optional Features” on page 88.

% To run a quick acquisition
1. Choose Go > Quick Acquire Sample from the main menu.

The Quick Acquisition dialog box opens.

Instrument method:
Raw filename:

25| Caliburt,

Sample comment:

@ Manual injection ) Use autosampler

Vial position:
Imjection valume:

2. Select an instrument method.
3. Type a name for the raw data file that you acquire.

4. Click the browse button and locate a folder where you want to save the acquired raw data

file.

5. Select either the manual injection or the autosampler option:

To perform manual injection, do the following:
a.  Select the Manual Injection option.
b. Click OK.

The application submits the sample to the Acquisition queue. See “Acquisition Page”
on page 280.
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To perform autosampler injection, do the following:

Select the Use Autosampler option.
In the Vial Position box, type a vial position.
In the Injection Volume box, type an injection volume.

The minimum injection volume allowed is 0.1 pL; the maximum injection volume

allowed is 5000 pL.
Click OK.

The Quick Acquisition dialog box opens.
Quick Acquisition @

|ser name:

[ Acquisiion

Device Mame |se Start Device

Accela AS [

Start when ready Priority

Post+un system state: |On - |

| oK | | Canesl |

Select the Use check box for the device that you want to use for this acquisition.

(Optional) Select the Start Device check box to indicate the device that will initiate
communication with the other instruments.

This is usually the autosampler.

(Optional) Select the Start When Ready check box, which starts all instruments
together when they are all ready.

When this is cleared, individual instruments can start at different times and then
must wait for the last instrument to be ready.

(Optional) Select the Priority check box to place the sample immediately after any
currently acquiring sample.

(Optional) Select a value for the Post-run System State: Unknown, On (default),
Off, or Standby.

The application sets the system to this state after it acquires the last sample.

Click OK.

The application submits the sample to the Acquisition queue. See “Acquisition Page”
on page 280.
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Working in the Batch View

In the Batch View, you can manually create and edit a new batch or open and edit a previously
saved batch. When you submit a batch, you can acquire and process data and optionally create
reports for the submitted samples.

< To open the Batch View
1. Do one of the following:
From the dashboard, click Analysis.
—or—
Click Analysis in the navigation pane of the current mode.

2. In the Analysis navigation pane, click Batch View.

|
The Batch View opens for the currently selected batch.
This section contains information about the following topics:
* Batch View Panes
* Creating a New Batch
* Editing a Batch
* Editing Report Output Formats

* Submitting a Batch
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Batch View Panes

The Batch View is divided into three panes:
* Sample List
Use the sample list pane to create a batch. See “Creating a New Batch” on page 309.
* Automated Batch Reports

Use the Automated Batch Reports pane to select the type of output formats that you want
to generate for the reports. See “Editing Report Output Formats” on page 320.

* Compound Active Status

Use the Compound Active Status pane to make specific compounds active or inactive. See
“Setting Compound Active Status” on page 322.

Use the Batch View toolbar or shortcut menu to create the sample list and submit samples for
acquisition. See “Batch View Toolbar” on page 304 or “Batch View Shortcut Menu” on
page 307.

Sample list

E atch View - Batch_Steroids1¥ .
sl S Method_Steroids - IG5 Thermo Scientific Instrument Uzen

siane IBEsE Sample =) Sample Sample \l'lal_ : Injection Barcode Barcode Sample Dilution  Calculation Conversion
type (] name position  volume  Expected  Actual Volume Factor Type Factor
1 . Samplel | Unknown 1 20.0 1 1 Liguid " 1.000
[ @ [sample2 | Unknown 2 200 1 1 Liguid - 1.000
Sampled 20.0 Liquid 1.000

Multiplexing Channels
All Channels Channel 1 L Channel 3

Automated Batch Reports Compound Active Status

Sample Level Batch Level - Compound Active

- Benzenamine dibremo-
Report Mame Type Print CIPE[E;::E C;::;: C):Et:q .
I Acetamide, N-(2-hydroxyphen...

Blank Report Standard 5
Chromatogram Report Standard r 6-Methyl-3,5-heptadiene-2-one
Confirmation Report Standard I

2 6-Dichloronitrosobenzene

Automated Batch Reports pane Compound Active Status pane

Tip To resize the panes, drag the separators that divide the panes.
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The sample list includes the following features:

* Column Display

e Status Indicators

» Sample Weight Calculation

Column Display

The sample list can contain many columns of information. You can scroll to see all the
columns of information, and you can customize which columns to display and their display
order.

Follow these procedures:

* To scroll the sample list

* To customize the column display

To scroll the sample list
Use the horizontal scroll bar at the bottom of the sample list to view all the information.

When you use the scroll bar at the bottom of the sample list, the Status, Filename, Sample
Type, and Level columns stay fixed while the other columns scroll right and left.

To customize the column display

. Right-click the sample list and choose Modify Columns from the shortcut menu.

The Modify Columns dialog box opens. See “Modify Columns dialog box.”

. Use the arrow buttons to move all the columns that you want displayed to the Displayed

Columns pane.

All the columns you select are displayed after the Status, Filename, Sample Type, and
Level columns.

. To arrange the order of the columns, do the following:

a. In the Displayed Columns pane, select a column name.

b. Use Up or Down to move the selected column up or down in the list.

The first column in the list represents the leftmost column in the Batch View sample
list, and the last column in the list represents the rightmost column in the Batch View
sample list.

Note You cannot move the Status, Filename, Sample Type, or Level column.
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4. To change the width of a column, do the following:

a. In the Displayed Columns pane, select the column width.

b. Type a new value for the width.
5. Repeat step 4 for all columns whose widths you want to change, and click OK.

The columns in the sample list immediately reflect your changes. The application uses
these settings for all sample lists in the Batch View.

Figure 77. Modify Columns dialog box

Modify Columns E=n EeR <=
Available Columns Displayed Columng
Column Name Column Width Column Name Column Width

> ] [b 1 Status 400

bl Barcode Actual LTl bl Filename 100

3 Instrument Method | 200 3 Sample type 100

4 Channel 100 4 Level 100
5 |SampleID 100
[ Sample name 100
7 Vial postion 100
] Injection volume | 100
9 Calculation Type | 100

10 Diluticr 64

11 Sample Volume |62

12 Dilution Factor

13 Sample Weight |61
14 Final Units 100
15 Comment 100

——————————————]
| oKk || Cancel

Table 63. Modify Columns function buttons (Sheet 1 of 2)

Function Description

Moves all columns to the Displayed Columns pane.

Moves the selected column to the Displayed Columns pane.
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Table 63. Modify Columns function buttons (Sheet 2 of 2)
Function Description

Moves the selected column to the Available Columns pane. You cannot
move the Status, Filename, Sample Type, or Level column.

. Moves all columns except Status, Filename, Sample Type, and Level to the
Available Columns pane.

T Moves the selected column name in the Displayed Columns pane one row
up in the column order. You cannot move the Status, Filename, Sample
Type, or Level column.

Down Moves the selected column name in the Displayed Columns pane one row

)
o

down in the column order. You cannot move the Status, Filename, Sample
Type, or Level column.

Status Indicators

Status indicators show the current status of each sample during the acquisition and
processing.

@ Sample is not acquired.
& Sample is acquired but not processed.
@ Sample is acquired and processed.

©  Sample is currently acquiring.

LTINS Method_Alprazolam -

Status  Filename Sample type Level IS;mpIe Sample name E:;l'rtion
1 ‘ Solventl Solvent
2 ‘ Cal_10 Cal 5td 10 cal=10ng/uL |2
4 3 ‘ Unknown Unknown

Status indicators
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Sample Weight Calculation

Use the features for calculating sample weight to calculate the conversion factor for a sample.
The application uses different methods to calculate the conversion factor for liquid or solid
calculation types.

Liquid: SampleVolume + DilutionFactor
Solid: (SampleVolume x DilutionFactor) + SampleWeight

Manual: The application does not calculate the Conversion Factor. Instead, you can enter the
Conversion Factor value.

Follow these procedures:
* To display the features for calculating sample weight
* To calculate the conversion factor for a liquid sample
* To calculate the conversion factor for a solid sample

* To manually specify the conversion factor for a sample

< To display the features for calculating sample weight

If the Conversion Factor, Sample Weight, Sample Volume, Calculation Type, Dilution
Factor, and Final Units columns are not visible, right-click and choose Enable Sample
Weight Calculation from the shortcut menu.

Sample Sample  Calculation Dilution  Final
Weight Volume Type Factor Units
1 1 |Liquid - |1
1 1 |Selid -[1
1 1 Manual - |1

< To calculate the conversion factor for a liquid sample
1. From the Calculation Type list, select Liquid.
For a liquid sample, the Sample Weight value is not editable.
2. In the Sample Volume column, type the volume in ng/mL for your sample.
3. In the Dilution Factor column, type the value for the dilution.

For example, if you have 1000 ng/mL of a substance that is too concentrated for the mass
spectrometer, you can dilute it by 1000. Then your injection volume is 1, your conversion
factor is 1000, and your sample amount is 1000.

4. In the Final Units column, type the units that you want to use for the calculated amount
in the Data Review view, on the Active View page in the Report View, or in reports.

The application uses the following formula to calculate the Conversion Factor:

SampleVolume + DilutionFactor
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To calculate the conversion factor for a solid sample

From the Calculation Type list, select Solid.

In the Sample Weight column, type the weight in ng for your sample.

In the Sample Volume column, type the volume in ng/ml for your sample.
In the Dilution Factor column, type the value for the dilution.

For example, if you have 1000 ng/ml of a substance that is too concentrated for the mass
spectrometer, you can dilute it by 1000. Then your injection volume is 1, your conversion
factor is 1000, and your sample amount is 1000.

In the Final Units column, type the units that you want to use for the calculated amount
in the Data Review view, on the Active View page in the Report View, or in reports.

The application uses the following formula to calculate the Conversion Factor:

(SampleVolume x DilutionFactor) + Sample Weight

To manually specify the conversion factor for a sample

. From the Calculation Type list, select Manual.

For a manually calculated sample, the only available columns are the Conversion Factor

and the Final Units.
In the Conversion Factor column, type the conversion factor to use for your sample.

In the Final Units column, type the units that you want to use for the calculated amount
in the Data Review view, on the Active View page in the Report View, or in reports.

The application uses the specified conversion factor when it calculates the amount for the
sample.
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Batch View Toolbar

The Batch View includes this toolbar for creating and submitting a batch.

|1 ;1 - NN N

Icon Description

Adds the specified number of new, empty samples to the end of the
sample list. See the instructions “To add samples to the list” on
page 310.

Inserts a new, empty sample or samples above the selected sample. See

=
A0k

the instructions “To insert samples into the list” on page 311.

Removes the selected samples from the sample list. See the
instructions “To remove samples from the list” on page 312.

Adds imported samples from a .csv, .xml, or .sld file to the sample list.
See the instructions “To import samples into the list” on page 311.

Submits only the selected samples for acquisition, processing, or
report generation. See the instructions “To submit selected samples”
on page 320.

Submits the batch for acquisition, processing, or report generation.
See the instructions “To submit all samples in the batch™ on page 325.

Closes/Opens the Analysis navigation pane.

Opens the Quick Acquisition dialog box where you can quickly
submit a single sample. See “Using Quick Acquisition” on page 295.

BEEHEB HE
A=

Batch View Sample List
The sample list displays all the quantitative data for the samples of a batch.

Status indicators for each sample indicate if the sample is currently acquiring, not acquired,
acquired, or processed.
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The sample list includes the following columns of information:

Figure 78. Batch View sample list

a1\ 0 S G Method_Alprazolam -

NG a=a=l Thermo Scientific Instrument

Status  Filename tS;prr;ple Level IS;m ple :aarr:zle Ei:sl'rtion Lniiaucrt:;n
1 .' UnknownAl Unknown 10.0
5 '.' Unknownd? Unknown 2 10.0
3 3 .' UnknownA3 Unknown 10.0
Calculation Conversion  Sample Dilution  Sample Final
Type Factor Volume Factor Weight Units
Liquid - 1.000 |1 1 1
Solid - 1.000 |1 1 1
Manual - 1.000 |1 1 1
Instrument Channel Barcode Barcode Comment
Method Expected  Actual
Instrumentl |~ | Auto
Instrumentl |- |Auto
Instrumentl |« | Auto

Cells in the sample list that are not editable, such as Barcode Actual, are shaded and empty.

Table 64. Batch View sample list columns (Sheet 1 of 2)

Column Description
Status @ Sample is not acquired.
& Sample is acquired but not processed.
@ Sample is acquired and processed.
@ Sample is currently acquiring.
Filename Name of the raw data file that contains the sample data.
Sample Type Defines how the TraceFinder application processes the sample data. Each sample is classified
as one of the following sample types:
Matrix Blank, Solvent, Cal Std, Chk Std, Unknown, Unknown/TIC, LCS, LCSD, MDL,
MS, MSD, Method Val, Tune, Tune/Breakdown, or Breakdown
Default: Unknown
Level The level defined for a calibration sample or quality control sample.
Sample ID A user-defined, alphanumeric string that identifies a sample.
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Table 64. Batch View sample list columns (Sheet 2 of 2)

Column

Sample Name

Description

A user-defined name that identifies a sample.

Vial Position

The tray vial number used for an autosampler acquisition.

Injection Volume

The injection volume (in microliters) of the injected sample.

When you are using an autosampler, you can set the default injection volume in the
Autosampler dialog box in the Instrument View. The minimum and maximum injection
volumes that you can use depend on the Autosampler you configure. The usable range
depends on the injection mode and might be smaller than the displayed range.

The Injection Volume value set in the master method overwrites the value in the instrument
method.

Range: 0.1 through 5000 pL

Calculation Type

Liquid: The application calculates the Conversion Factor as
SampleVolume + DilutionFactor

Solid: The application calculates the Conversion Factor as
(SampleVolume x DilutionFactor) + Sample Weight

Manual: Sample Volume, Dilution Factor, Sample Weight, and Final Units columns are not
available, and the Conversion Factor value is editable.

Conversion Factor

Editable only when Calculation Type is Manual. Default: 1

Sample Volume

Default: 1

Dilution Factor

Default: 1

Sample Weight

Available only when Calculation Type is Solid. Default: 1

Final Units

Specifies the calculated amount in the Data Review view, on the Active View page in the
Report View, or in reports.
Default: 1

Instrument Method

Specifies the instrument to use for the acquisition.

Channel

Specifies the channel on which the sample was run. If the sample is not acquired, the value is
Pending. The Channel column is available only when you have enabled multiplexing in the
Configuration mode. See “Multiplexing” on page 92.

Barcode Expected

Barcode Actual

Comment

A user-defined comment for the sample.
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Batch View Shortcut Menu

The Batch View includes a shortcut menu for creating a batch.

Table 65. Batch View shortcut menu commands (Sheet 1 of 2)

Command

Add Sample

Description

Adds a single empty row to the sample grid.

Insert Sample

Inserts a single empty row to the sample grid above the selected row.

Insert Copy Sample

Copies the currently selected row and inserts a copy above the row.

Reinject Selected
Samples

Creates a copy of the selected sample and appends INJ0O1 to the file name. Additional
reinjections of the same sample are numbered INJ002, INJ003, and so forth.

Remove Selected

Samples

Removes selected samples from the sample grid.

Import Samples

Opens the Sample Import Tool. See “To import samples into the list” on page 311.

Browse In Raw File

Opens a dialog box where you can select a raw data file to use for the selected sample row.

Map Raw Files to Opens a dialog box where you can select multiple raw data files to use for the selected

Samples sample rows.

Copy Down Copies the value in the selected row to all rows below it. This command is available only
when you have selected a value that can be copied down.

Fill Down Enters sequential values in the column starting with the value in the selected row and
ending with the last row in the column. This command is available only when you have
selected a value that can be filled down.

Modify Columns Opens the Modify Columns dialog box. See “Column Display” on page 350.

Copy Copies the data in the selected rows or columns to the Clipboard. Use this command to
copy sample information to another application, such as an Excel spreadsheet. You cannot
paste this data back into the Batch View sample list.

Copy With Headers Copies the data in the selected rows or columns and the associated column headers to the

Clipboard. Use this command to copy sample information to another application, such as
an Excel spreadsheet. You cannot paste this data back into the sample list.

For example

Sample type
Matric Blank
Cal 5td
Chk 5td
4>
Linknown Sample type
Unknown
Unkenown/TIC Unknown/TIC

Copy With Headers
from TraceFinder

Paste into Excel spreadsheet

Thermo Scientific
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Table 65. Batch View shortcut menu commands (Sheet 2 of 2)

Command Description

Paste Pastes a single column of copied data from another application, such as an Excel
spreadsheet, into the selected column.

Undo Last Paste Removes the last pasted item in the Batch View.

Export to CSV File Opens the Save As dialog box where you can save the current sample list to a .csv file.
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Creating a New Batch

In the Batch View, you can create a new batch.
Follow these procedures:
¢ To create a new batch
* To add samples to the list
* To insert samples into the list
* To import samples into the list
* To remove samples from the list
* To copy a sample
* To reinject a sample
* To edit sample values
e To browse in raw data files

* To customize the column display

< To create a new batch
1. Click New Batch in the Batch View task pane or choose File > New > Batch.
The Create a New Batch dialog box opens.

Select a master method for the batch:

Select a project and subproject to save the batch

=l Project?

Save to filename:
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2. Select a master method from the Method list.

Select a master method for the batch:

Method_Buspirone
Method_Steroids

3. Select a drive from the Storage Location list.

Storage location: [T ] £

T: Metwark - Cannot acquire on thiz drive.
#: Metwork, - Cannob acquire on thiz drive.

The project list displays all projects, subprojects, and batches on the selected drive.

Tip The application does not display drives that do not have a project and subproject.

You cannot use network drives to acquire data. For more information about network
drives, see “Working with Drives” on page 50.

4. Select a project and a subproject and type a name for your new batch.

Tip To enable the Save button, you must select a subproject and enter a unique batch
name. If the Save button is not enabled, either you have entered a name that is already
used or you have not selected a subproject.

5. Click Save.

A new, unnamed batch opens with one Unknown sample.

Batch View - Batch_steroids2

T L Syl N Method_Steroids -

Update

wae s Sample T Sample Sample Wai_. Injection
type 1] name position  volume
Unknownl |Unknﬂwn | | | | | Zﬂﬂ|

% To add samples to the list

1. To add a single sample row, right-click the sample list and choose Add Sample from the

shortcut menu.

2. To add multiple sample rows, select the number of rows and then click the Add Sample

The application adds the specified number of new, empty samples to the end of the
sample list.

310 TraceFinder User Guide Thermo Scientific



6 Using the Analysis Mode
Working in the Batch View

% To insert samples into the list

Select the sample above which you will insert new, Unknown samples, and then do one of
the following:

* To insert a single sample row, right-click and choose Insert Sample from the shortcut
menu.

* To insert multiple sample rows, select the number of rows and then click the Insert
Sample icon .

The application inserts the Unknown samples above the selected sample.

Status  Filename Sampletype Level SamplelD
1 & |calstds Cal 5td 5 cal std = 5 ng/ul
Inserted > |_ .' Unknown2 | Unknown
samples
3 L'.' Unknownl |Unknown
4 & |calstd10 | Cal Std 10 cal std = 10 ng/ul

% To import samples into the list

1. Choose Batch > Import Samples from the main menu, or click the Import Samples

. {7
icon,

The Sample Import Tool dialog box opens.

Import from a file (csv, xml, sld)

.

el b e = eS8 appended to the end of the list -
pr——

From this dialog box, you can import samples from a .csv, .xml, or .sld file.
2. Click Browse and select a .csv, .xml, or .sld file that contains the samples to import.

3. From the Imported Samples Will Be list, select Appended to the End of the List or
Inserted at the Selected Row.
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4. Click Import.

The Sample Import Tool dialog box closes, and the application adds the specified samples
to the sample list.

When you import samples from an Xcalibur sequence file (.sld), the TraceFinder
application makes the following column name substitutions:

Xcalibur column TraceFinder column
Position Vial Position

Inj Vol Injection Volume
Dil Factor Conversion Factor

When you import samples from an Xcalibur sequence file (.sld), the TraceFinder
application makes the following sample type substitutions:

Xcalibur sample type TraceFinder sample type
Blank Matrix Blank

QC Chk Std

Std Bracket Cal Std

5. (Optional) When using multiplexing, select a channel for each imported sample.

Imported samples default to Auto.

Note The Channel column is available only when you have enabled multiplexing in
the Configuration mode. See “Multiplexing” on page 92.

< To remove samples from the list

1. Select the samples that you want to remove.

Tip Use the CTRL or SHIFT keys to select multiple samples.

2. Right-click and choose Remove Selected Samples from the shortcut menu.

% To copy a sample
1. Select the sample that you want to copy.
2. Right-click and choose Insert Copy Sample from the shortcut menu.

The TraceFinder application inserts the copy above the selected sample.
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< To reinject a sample
1. In the sample list, select the sample that you want to reinject.
2. Right-click and choose Reinject This Sample from the shortcut menu.

The TraceFinder application creates a copy of the selected sample and appends INJ0O1 to
the file name. Additional reinjections of the same sample are numbered INJ002, INJ003,
and so forth. The TraceFinder application copies all parameter values from the original
sample.

% To edit sample values

1. For each sample, do one of the following:
Type a new file name over the current filename.
—or—
Double-click the Filename column and locate a raw data file to use for the sample.
—or—

Right-click and choose Browse in Raw File from the shortcut menu, and then locate a
raw data file to use for the sample.

By default, the application sets the Sample Type to Unknown.

2. For each sample, click the Sample Type column and select a sample type from the list.

Available sample types

Matrix Blank Solvent Unknown/TIC
Cal Std Chk Std Unknown

LCS MDL MS

LCSD Method Val MSD

Tune Tune/Breakdown Breakdown

3. For each Cal Std or Chk Std sample, select a level from the Level list.

The sample levels are defined in the master method. If there is nothing to select in the
Level list, do the following:

a. Return to the Method Development mode.
b. Open the method.

c. Click the Compounds tab.

d. Click the Calibration Levels tab.
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e. Add the levels.
. Save the method.
g. Return to the Analysis mode, and then click Update.

Wl 00 Sl Y Method_Steroids -

The application updates the local method with the new sample levels.

For detailed instructions, see Chapter 4, “Using the Method Development Mode.”

. Type a vial position in the Vial Position column for each sample.

. Type a volume in the Injection Volume column for each sample.

The minimum injection volume value allowed is 0.1 pL; the maximum injection volume
value allowed is 5000 pL.

. (Optional) Type or edit the values for the remaining columns.

Note When you use the horizontal scroll bar at the bottom of the sample list, the
Status, Filename, Sample Type, and Level columns stay fixed while the other columns
scroll right and left.

For instructions to automatically copy or fill values in these columns, see Appendix B,
“Using Copy Down and Fill Down.”

To browse in raw data files

. Do one of the following:

Double-click the Filename column.
Right-click and choose Browse in Raw File from the shortcut menu.

The What Raw File Would You Like to Use dialog box opens.

Select a raw data file to use for the sample, or use the CTRL key to select multiple files,
and then click Open.

The application overwrites the selected, unacquired sample in the batch with the first
“browsed in” file and inserts any additional browsed in files above the selected sample.

For all browsed in raw data files, the application sets the Status to Acquired, S and sets
the Sample Type to Unknown.

Note You cannot overwrite an acquired sample. When you select a sample that is
acquired, the application inserts all browsed in files above the selected sample.
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% To customize the column display

1. Right-click the Batch View sample list and choose Modify Columns from the shortcut

menu.

The Modify Columns dialog box opens.

.

Available Columns Displayed Columns

Column Name Column Width
R nstrumert Method 200
2 Channel 100
3 Sample 1D 100
4 Sample name 100
g Vial position 100
[ Injection volume 100
7 Conversion Factor | 100
L] Barcode Expected | 100
[+ Barcode Actual 100

10 Sample Volume 51

19 Dilution Factor 59
12 Sample Weight 55
13 Calculation Type | 100
14 Final Units 71
15 Comment 100

Table 66. Modify Columns dialog box function buttons
Function Description

Moves all columns to the Displayed Columns pane.

Moves the selected column to the Displayed Columns pane.

Moves the selected column to the Available Columns pane. You cannot
move the Status, Filename, Sample Type, or Level columns.

< Moves all columns except Status, Filename, Sample Type, or Level to
the Available Columns pane.

Up Moves the selected column name in the Displayed Columns pane one
row up in the column order. You cannot move the Status, Filename,
Sample Type, or Level columns.

B ) B G

Down Moves the selected column name in the Displayed Columns pane one
row down in the column order. You cannot move the Status, Filename,
Sample Type, or Level columns.
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2. Use the arrow buttons to move all the columns that you want displayed to the Displayed
Columns pane.

All the columns you select are displayed after the Status, Filename, Sample Type, or Level
columns.

3. To arrange the order of the columns, do the following:
a. In the Displayed Columns pane, select a column name.

b. Use Up or Down to move the selected column up or down in the list.

The first column in the list represents the leftmost column in the Batch View sample
list, and the last column in the list represents the rightmost column in the Batch View
sample list.

Note You cannot move the Status, Filename, Sample Type, or Level columns.

4. To change the width of a column, do the following:
a. In the Displayed Columns pane, select the column width.

7 Vial position

65
e [

1] Calculation Type 100
b. Type a new value for the width.
5. When you have completed your changes, click OK.

The columns in the sample list immediately reflect your changes. The application uses
these settings for all sample lists in the Batch View.
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Editing a Batch

In the Batch View, you can open a saved batch and edit the sample list. You can add samples,
edit samples, or remove samples. If the batch has already been acquired, you can select specific
samples for reinjection. If the batch has unacquired samples when you complete your edits,
you can save it as a to-be-run (.tbr) batch.

Follow these procedures:
* To open a saved batch
* To open a recent batch
* To edit samples in a batch
* To reinject a sample from a previously acquired batch
* To submit all samples in the batch

* To submit selected samples

% To open a saved batch
1. From the Batch View task pane, click Open Batch.
The Open Batch dialog box opens.

Select a project, subproject and batch to open
-l Default

G-l Projectl
=3l Project?

2. Select a drive from the Storage Location list.

P
[default) C:

T: Metwark, - Cannat acquire on this drive.
#: Metwork, - Cannob acquire on thiz drive.

Storage location:

The project list displays all projects, subprojects, and batches on the selected drive.
3. Select a project, subproject, and batch.
4. Click Open.

The selected batch opens in the Batch View.
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< To open a recent batch
Click a batch name in the Recent Files list.

The selected batch opens in the Batch View.

Tip To view the drive, project, and subproject for a recent batch, hold your cursor
over the batch name.

1 Mew batch
&5 Open batch
Recenk files

= 1

Bafchs
Dirwe: C:
Project: Projectl
Subprojeck: SubProject1
Batch: Batchl

% To edit samples in a batch
Use the commands described in “Working in the Batch View” on page 297.

You can edit samples, add new samples, reinject acquired samples, or delete samples.

% Toreinject a sample from a previously acquired batch
1. In the sample list, select the sample that you want to reinject.
2. Right-click and choose Reinject This Sample from the shortcut menu.

The TraceFinder application creates a copy of the selected sample and appends INJ0O1 to
the file name. Additional reinjections of the same sample are numbered INJ002, INJ003,
and so forth.

The TraceFinder application copies all parameter values from the original sample.

A green status icon indicates previously acquired samples (acquired and processed), and
the sample name is grayed out. A blue status icon indicates samples created for reinjection
(not acquired).

@ cal_std 50 NJODT Cal Std 10
@ calstd B0INJOOZ | CalStd 10
o Cal Std 10
@ | calstd 100NJO0T | CalStd 10
& Cal Std 10

When you submit all samples in this batch, the application acquires all samples (including
previously acquired samples).
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3. To save this batch with the new samples for reinjection, choose File > Save > Batch from
the main menu.

The batch is saved as a .tbr batch. You can open this batch from the Ready to Acquire
page in the Acquisition mode and submit the batch. The application acquires all
submitted samples—both the reinjection samples and the previously acquired samples.
The application appends a timestamp to the acquired raw data files to differentiate each
acquisition.
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Editing Report Output Formats

In the Automated Batch Reports pane, you can view the reports that are selected for this batch
and modify which output formats are generated for each report.

% To edit the sample-level output formats

1. Click the Sample Level tab.

The application displays reports and the output formats as they were specified in the
method.

Automated Batch Reports

Sample Level Batch Level

Report Mame

T Print Create Create Create
YpE s PDF XML  XLSM

Sample Report Standard [l [ I
Standard [ [ [ al
3 || Chromatogram Report Standard [ [ ) |

Sample Report Long

For detailed instructions for specifying which reports and output formats are generated,
see “Specifying the Reports Configuration” on page 68.

2. Select or clear any of the check boxes for your reports.

3. To duplicate an output format for all reports for this sample, right-click the cell and
choose Copy Down from the shortcut menu.

All check boxes in the column below the selected cell duplicate the selected or cleared
state in the selected cell. You can duplicate the output type only for reports that have this
output format available.

4. To duplicate the output format for all samples in the batch, right-click the cell and choose
Apply Selection to All Samples from the shortcut menu.

Tip In the Batch View, you can change the output formats but you cannot change
which reports are available.
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% To edit the batch-level output formats

1. Click the Batch Level tab.

The application displays the reports and the output formats as they were specified in the
method.

Automated Batch Reporis

Sample Level Batch Level

Report Mame

T Print Create  Create Create
YPE el PDF XML  XLSM

Standard r
Standard [T

Batch Summary Report

2 | Calibration Curve Report

For detailed instructions for specifying which reports and output formats are generated
and which reports are batch-level, see “Specifying the Reports Configuration” on page 68.

2. Select or clear any of the check boxes for your reports.

3. To duplicate the output format for all reports, right-click the cell and choose Copy Down
from the shortcut menu.

All check boxes in the column below the selected cell duplicate the selected or cleared
state in the selected cell. You can duplicate the output type only for reports that have this
output format available.

Tip In the Batch View, you can change the output formats but you cannot change
which reports are available.
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Setting Compound Active Status

In the Compound Active Status pane, you can choose specific compounds to be active or
inactive.

% To set a compound as active or inactive
1. In the sample list, select a sample.

All compounds in the selected sample are listed in the Compound Active Status pane.
The default active/inactive status is determined by the identification settings in the local
method. For information about setting the identification parameters, see “Identification”
on page 133.

* To display compounds alphabetically, right-click and choose Sort by Compound
Name from the shortcut menu.

* To display compounds from shorter to longer retention time, right-click and choose
Sort by Retention Time from the shortcut menu.

RT Compound Active
1 3.67 1,3-Dioxolane, 2-heptyl- ]
2 314 Propanenitrile
3 315 Pyrazinamide
P4 4.70 Pyrazinamide *2*

2. Select or clear the Active check box for the compound.

When you specify a compound as inactive in this pane, it becomes inactive in the
Compounds pane in the Data Review view. Inactive compounds are grayed out:

Compounds
Propanenitrile
Pyrazinamide

Pyrazinamide *2*

For instructions for changing the active/inactive status in the Data Review view, see
“Inactive and Excluded Compounds” on page 354.
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Compound Active/Inactive Status

You can specify which compounds are active or inactive in the Local Method View, the Batch
View, or the Data Review view.

Figure 79. Active and inactive compounds in the Local Method View

Local Method View - Batchl_Method_Alprazolam

Master method: Method Alprazolam

Calibration

Compound type
Propanenitrile Target Compound

Pyrazinamide Target Compound
1.3-Dicxolane, 2heptyl- | Target Compound

For details about setting the status on the Identification page, see “Identification” on

page 133.

Figure 80. Active and inactive compounds in the Batch View

Batch View - Batchl

LT (RIS Method Alprazolam -

Automated Baich Reports Compound Active Status

Sample Level Batch Level Compound
ioxolane, 2-heptyl-

Report Name _
Propanenitrile

Blank Report 3 Pyrazinamide
Breakdown Report ; Pyrazinamide *2*

For details about setting the status in the Batch View, see “Setting Compound Active Status”
on page 322.
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Figure 81. Active and inactive compounds in the Data Review view

Data Review - Batchl

Method: Method_Alprazolam Instrument: Thermo Scientific Instrurnent

Status Flags Filename Sampletype Active Compounds
Propanenitrile
Unknowndl | Unknown : :
Pyrazinamide
Pyrazinamide *2*

r 1.3-Dioxolane, 2-heptyl-

Inactive

For details about setting the status in the Data Review view, see “Inactive and Excluded
Compounds” on page 354.
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In the Batch View, you can submit an entire batch or only selected samples in the batch.

When you submit a batch for acquisition and processing, you can choose to create reports for

the submitted samples. See “Submit Options dialog box” on page 327.

Follow these procedures:

To submit all samples in the batch

To submit selected samples

For a description of commands on the shortcut menu, see “Batch View shortcut menu

commands” on page 307.

K2
0‘0

1.

N W N

To submit all samples in the batch

Click the Submit Batch icon, .

The Submit Options dialog box opens. See “Submit Options dialog box” on page 327.

. Select the tasks that you want to perform: acquire data, process data, or create reports.
. (Optional) Click Show Details to display additional Acquisition parameters.
. Select the Use check box for the device that you want to use for this acquisition.

. (Optional) Select the Start Device check box to indicate the device that will initiate the

communication with the other instruments.

This is usually the autosampler.

. (Optional) Select the Start When Ready check box to have all instruments start together

when they are all ready.

When this is cleared, individual instruments can start at different times and then must
wait for the last instrument to be ready.

(Optional with multiplexing enabled) Select the Priority Sequence check box.

The application acquires the priority batch on the next available channel or the assigned
channel.

. (Optional without multiplexing enabled) Select the Priority Sequence check box and

then select one of the following priority options to place the batch in the queue:

* Next Available Batch places the batch immediately after the currently acquiring
batch.

* Next Available Sample places the batch immediately after the currently acquiring
sample.

To start the selected processes, click OK.
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10.

To submit selected samples

. Select the samples to submit.

. Click the Submit Selected Samples icon, “

The Submit Options dialog box opens. See “Submit Options dialog box.”

. Select the tasks that you want to perform: acquire data, process data, or create reports.
. Select the Use check box for the device that you want to use for this acquisition.
. (Optional) Click Show Details to display additional Acquisition parameters.

. (Optional) Select the Start Device check box to indicate the device that will initiate

communication with the other instruments.

This is usually the autosampler.

. (Optional) Select the Start When Ready check box to have all instruments start together

when they are all ready.

When this is cleared, individual instruments can start at different times and then must
wait for the last instrument to be ready.

. (Optional with multiplexing enabled) Select the Priority Sequence check box.

The application acquires the priority batch on the next available channel or the assigned
channel.

(Optional without multiplexing enabled) Select the Priority Sequence check box and
then select one of the following priority options to place the batch in the queue:

* Next Available Batch places the batch immediately after the currently acquiring
batch.

* Next Available Sample places the batch immediately after the currently acquiring
sample.

To start the selected processes, click OK.
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Figure 82. Submit Options dialog box

1-3

Acquire data
Process data

Create reports

Pricrty Sequence
*
-

Acquisition

Device Mame
Accela A5

Start when ready

Postrun system state: _

Table 67. Submit Options dialog box parameters (Sheet 1 of 2)

Parameter Description

User Name Name of the current user.

Samples Range of samples to be submitted for acquisition, processing, or
reporting.

Acquire Data (Default) Submits the current batch to acquisition.

Process Data (Default) Processes the data for the current batch.
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Table 67. Submit Options dialog box parameters (Sheet 2 of 2)

Parameter

Create Reports

Description

Creates reports for the current batch.

Priority Sequence

With multiplexing enabled, places the batch immediately after the
currently acquiring batch.

Without multiplexing enabled, specifies one of the following
priority options to place the batch in the queue:
* Next Available Batch places the batch immediately after the
currently acquiring batch.
* Next Available Sample places the batch immediately after the
currently acquiring sample.

Acquisition pane

Device Name

Lists all configured instruments.

If the instrument that you want to use is not configured, close the
TraceFinder application, configure the instrument, and then
reopen the TraceFinder application. You cannot configure an
instrument while the TraceFinder application is running.

Use

Specifies the instruments used for this acquisition.

Start Device

Specifies the instrument that initiates the communication with the
other instruments. This is usually the autosampler.

Start When Ready

Starts the specified device when all the instruments are ready to
acquire data. When this is cleared, individual instruments can start
at different times and then must wait for the last instrument to be
ready.

Post-run System State

Specifies the system state after it acquires the last batch.
On (default), Standby, or Off.

Function buttons

Hide/Show Details

Collapses or expands the acquisition details of the Submit Options
dialog box.

OK

Begins the selected processes.

Cancel

Closes the Submit Options dialog box without submitting any
tasks.
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Saving a Batch to a New Location

You can move the current batch to a different project and subproject, or you can make a copy
of the current batch and save the copy to a different project and subproject.

Follow these procedures:
* To save a batch to another project or subproject

* To move a batch to another project or subproject

< To save a batch to another project or subproject
1. Choose File > Save > Save Batch As from the main menu in the Analysis mode.

The Batch Save dialog box opens.

Storage location: [0 10 b

Select a project and subproject to save the batch

(-l Projectl
=5l Froject?

=¥ Y SubProjecth

[ Batch_Alprazolam1

[ Batch_Alprazelam2
Batch_Alprazolam3
B @fr SubProjectB

S| =i =kl = Batch_Mlprazolam
| Cancel

. Select a storage location.
. Select a project.

. Select a subproject.

[ e NS S S

. Type a name for the new batch.

If you are saving the batch to a different subproject, you must give it a unique name. You
cannot overwrite an existing batch in the new subproject.

6. Click Save.

When you save the batch to a different subproject, the reports reflect the original
project/subproject and the application does not save the calibration history.
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To move a batch to another project or subproject

The Batch Save dialog box opens.

Select a project and subproject to save the batch

1
=5l Project?
=81 SubProjectd
Hﬂ'ﬂ Batch_Alprazolam

Hﬂ'ﬂ Batch_Alprazolam?
Hﬂ'ﬂ Batch_Alprazolam3
=l SubProjectB

S| =i =kl =2 Batch_Alprazolam

. Select a storage location.
. Select a project.
. Select a subproject.

. Type a name for the new batch.

. Choose File > Save > Move Batch from the main menu in the Analysis mode.

You must give the batch a unique name in the new subproject. You cannot overwrite an

existing batch.

. Click Save.

When you move the batch, the reports reflect the original project/subproject and the

application does not save the calibration history.
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Creating a Batch Using the Batch Wizard

Thermo Scientific

Using the Batch Wizard, you can define a sequence composed of various sample types to be
assembled into a batch of samples. Before you can create a batch with the Batch Wizard, you
must have a master method and a batch template. See “Creating a New Master Method” on
page 101 and “Working in the Batch Template Editor” on page 415.

Note This batch wizard is available only when you select the Batch Template Wizard
(EnviroLab/ToxLab/QuanLab forms) style in the Configuration mode. See “Application

Configuration” on page 67.

Follow these procedures in the Batch Wizard to create and submit a batch:
* Selecting a Batch Template
* Specifying a Batch
* Submitting the Batch
* (Optional) Selecting Calibration Files and Compounds

The Batch Wizard workflow uses the following pages:

Batch Template Selection

Y

Batch Specification

v

Finish >

Calibration and Compound
Selection

% To open the Batch Wizard

Choose File > New > Batch Using Wizard from the main menu in the Analysis mode,
or click the Batch Wizard icon, n

Note Creating a batch using the Batch Wizard requires that you have previously
created at least one batch template. See “Working in the Batch Template Editor” on
page 415.

The Batch Template Selection page of the Batch Wizard opens. For descriptions of the
parameters on the Batch Template Selection page, see “Batch Template Selection page” on
page 333.
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From the Batch Template Selection page, you can create a list of samples to acquire or process.
For descriptions of the parameters on the Batch Template Selection page, see “Batch Template
Selection page.”

K2
0‘0

1.
2.

To create a sample list
From the Project list, select a project.
From the Subproject list, select a subproject.

The Available Templates area lists all the templates in the specified subproject.

. Select a starting vial position.

The default is vial position 1, but you can choose to start your acquisition at any vial
position.

. (Optional) To simplify the sample list, select the Quick Mode check box.

Quick Mode limits the columns of information on the Batch Specification page to the
following:

* Sample Type
* Sample ID
* Injection Volume

e Conversion Factor

. From the Available Templates list, select a template that defines your layout preference.

The Template Layout area displays sample information in the selected batch template and
a list of methods that use the same assay type as your template.

Available Templates Awailable Methods

alprazolam

Batch_template_alprazolam Method _Alprazolam

Method_Alprazolam2
Method_Buspirone
Method_tricyclic

Sample Sample Repeat
type ] name TOWs Commert

Matrix Blank 5
Unknown B

. Select an available method.

By default, the application selects the method used to create the batch template, but you
can choose any method in the Available Methods list.

To go to the next wizard page, click Next.

From the Batch Specification page of the wizard, you can customize the batch.
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Figure 83. Batch Template Selection page

Batch Template Selection
=l 8 Project?
Subproject: BTN el

Starting vial position: 1&' Total batch rows: Assay name Quick mode

Available Methods

Batch Template Alprazaolam Method Alprazolam

Method_Alprazolam_analog
Method_Alprazolam_istd
A e Method_Alprazolam 1
Template Layout Method_Buspirone
Sample Sample Method_Buspirone1
hpe ID Sample name Method_ISTD
. Method_Steroids
Unknown Method _Steroids_istd
Matrix Blank Method_tricyclic
Method_w_reference
Solvent

| R R

Table 68. Batch Template Selection parameters (Sheet 1 of 2)

Parameter Description
Starting Vial Position The vial position where you want to begin acquiring samples.
Default: 1
Total Batch Rows The number of sample rows in the batch template.
Assay Type The assay type specified in the master method used to create the batch template.
Quick Mode Limits the columns of information on the Batch Specification page to the following:
e Sample Type
e Sample ID

* Injection Volume
¢ Conversion Factor

Available Templates All batch templates are saved in the following folder:

...\Thermo\TraceFinder\2. I\EFS\Templates\Batches

Template Layout Displays sample information in the selected batch template.

Available Methods Lists all master methods created with the same assay type as the selected batch template.

Help Opens the “Creating a Batch Using the Batch Wizard” topic (this topic) in the application
Help tool.
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Table 68. Batch Template Selection parameters (Sheet 2 of 2)

Parameter Description

Next Returns you to the Batch Specification page where you can enter a sample ID, a sample
name, or a comment. You can also add or remove samples from the sample list or edit the
column values for the samples. See “Specifying a Batch” on page 335.

Cancel Immediately exits the Batch Wizard and does not save the batch. There is no confirming
message.
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From the Batch Specification page, you must enter either a sample ID, sample name, or
comment. You can also add or remove samples from the sample list or edit the column values
for the samples. The batch template might contain many samples that you do not want to use
for your batch. If you do not enter a sample ID, sample name, or comment for these samples,
the application discards them when you save the batch. For descriptions of the parameters on
the Batch Specification page, see “Batch Specification page” on page 338.

< To enter a required sample 1D, sample name, or comment

1. In the Sample ID column, type an identifier.

The identifier can be any text string.

2. In the Sample Name column, type a name.

The name can be any text string.

3. In the Comment column, type a comment.

The comment can be any text string.

Note The application requires a value in at least one of these fields to acquire a sample.
When the batch begins acquisition, it discards any sample that does not have a value in at
least one of these fields.

< To simplify the sample list
Select the Quick Mode check box.
In Quick Mode, the Batch Specification page displays only the following columns:
* Sample Type
* Sample ID
* Injection Volume

¢ Conversion Factor

In Quick Mode, you cannot add or remove samples from the sample list. You can only
edit these four column values for the samples specified in the template.
When you are not using Quick Mode, follow these procedures:

* To add samples to the batch

* To remove samples from the batch

* To insert samples into the batch

* To copy a sample

* To move a sample up or down in the sample list

¢ To browse in a raw data file

TraceFinder User Guide 335



6 Using the Analysis Mode
Creating a Batch Using the Batch Wizard

336

TraceFinder User Guide

To add samples to the batch

. Right-click and choose Add Sample from the shortcut menu, or click the add sample

icon, .

The application adds a new, Unknown sample to the end of the sample list.

. In the Filename column for each sample, type a file name.

Note Or, you can right-click and choose Browse in Raw File from the shortcut
menu. Follow the instructions “To browse in a raw data file.”

. Select a sample type from the Sample Type list for each sample.

Available sample types

Matrix Blank Solvent Unknown/TIC
Cal Std Chk Std Unknown

LCS MDL MS

LCSD Method Val MSD

Tune Tune/Breakdown Breakdown

. For detailed descriptions of sample types, see “Sample Types” on page 292.

. For each Cal Std or Chk Std sample, select a level from the Level list.

The sample levels are defined in the master method. If there are no levels to select from
the Level list, do the following:

Cancel the Batch Wizard.

Return to the Method Development mode.

IS

Open the method.

& o

Click the Compounds tab.
Click the Calibration Levels tab.
Add the levels.

Save the method.

g ™o

Return to the Analysis mode, open the Batch Wizard, and begin your batch again.

For detailed instructions about defining sample levels, see Chapter 4, “Using the Method
Development Mode.”

. In the Vial Position column for the new sample, type a vial position.

. In the Injection Volume column for the new sample, type a volume.

The minimum injection volume value allowed is 0.1 pL; the maximum injection volume
value allowed is 5000 pL.

8. (Optional) Type or edit the values for the remaining columns.

Note The Add Sample function is not available in Quick Mode.
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To remove samples from the batch

. Select the samples to remove.

. Right-click and choose Remove Selected Samples from the shortcut menu, or click the

remove samples icon, .

The application removes the selected samples from the sample list.

Note The Remove Selected Samples function is not available in Quick Mode.

To insert samples into the batch

. Select the sample above where you want to insert a new sample.

. Right-click and choose Insert Sample from the shortcut menu.

The application inserts a new, Unknown sample above the selected sample.

Note The Insert Sample function is not available in Quick Mode.

To copy a sample

. Select the sample that you want to copy.

. Right-click and choose Insert Copy Sample from the shortcut menu.

The application inserts the copy above the selected sample.

Note The Insert Copy Sample function is not available in Quick Mode.

To move a sample up or down in the sample list

. Select the sample that you want to move.

. Right-click and choose Move Sample Up or Move Sample Down from the shortcut

menu.

The application moves the selected sample up or down one row in the sample list.

Note The Move Sample functions are not available in Quick Mode.

To browse in a raw data file

. Double-click the Filename column, or right-click and choose Browse in Raw File from

the shortcut menu.

A dialog box opens where you can select a raw data file to use for the sample. You can also
browse in multiple raw data files to create multiple samples.

. Locate the raw data file to use for the sample and click Open.

Note The Browse in Raw File function is not available in Quick Mode.
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Figure 84. Batch Specification page

Batch Template:

[tehWird T =

Master Method: Method_Alprazolam mnm
Batch File: C:\Themo“TraceFinder'2.1%ProjectsProject 2% Subproject A\Method _Alprazolam_11212011_a

“Method_Alprazolam_11212011_a btx

Cuick mode
Filename Sample type Level Sample ID Sample name  Vial posttion  Injection volume  Conversion Factor
solvent Solvent - v | solvent | 13 10 10
blank Matix Blank |+ | |+ [blank Add sample 10
UnknownAl |Unknown || [ +]unknownt Insert sample 10
UnknownA2  [Unknown || [+ |unknown2 Insert copy sample 10
, - - Remove selected samples

Move sample up

Move sample down

Browse in raw file...

Renurnber vial positions

"o B tot> I Corcel |

Table 69. Batch Specification parameters (Sheet 1 of 2)

Parameter Description
Batch Template Displays the path names of the batch template, master method, batch file, and calibration
Master Method file used to create this batch.
Batch File
Calibration File
e Adds a new, Unknown sample to the end of the sample list.
This function is not available in Quick Mode.
" Removes the selected sample.
B This function is not available in Quick Mode.
Quick Mode Limits the columns of information in the Batch Specification page to the following:

e Sample Type

e Sample ID

* Injection Volume
* Conversion Factor

In Quick Mode, the shortcut menu and add/remove sample icons are unavailable.
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Table 69. Batch Specification parameters (Sheet 2 of 2)

Parameter Description

Help Opens the “Creating a Batch Using the Batch Wizard” topic (this topic) in the application
Help tool.

Back Returns you to the Batch Template Selection page where you can choose a different batch
template, master method, or starting vial position.

Next Takes you to the Finish page where you can submit the batch for acquisition or processing.
See “Submitting the Batch.”

Cancel Immediately exits the Batch Wizard and does not save the batch. There is no confirming
message.

Shortcut Menu

Add Sample Adds a single empty row to the sample list.

Insert Sample

Inserts a new, Unknown sample above the selected row.

Insert Copy Sample Copies the currently selected row and inserts a copy above the row.
Remove Selected Removes selected samples from the sample list.

Samples

Move Sample Up Moves the selected sample up one row in the sample list.

Move Sample Down

Moves the selected sample down one row in the sample list.

Browse In Raw File

Opens a dialog box where you can select a raw data file to use for the sample row. You can
also browse in multiple raw data files to create multiple samples.

Fill Down

Enters sequential values in the column, starting with the value in the selected row and
ending with the last row in the column. For detailed instructions about using the Fill
Down command, see Appendix B, “Using Copy Down and Fill Down.”
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From the Finish page, you can change the name of the batch, access the Calibration and
Compound Selection page to edit the calibration file or edit the list of compounds to identify,
or save the batch and open it in Batch View. For descriptions of the parameters on the Finish

page, see “Finish page.”

Follow these procedures:

* To change the name of the batch

¢ To save the batch

¢ To edit the calibration file

* To identify specific compounds or groups of compounds

To change the name of the batch
Edit the name in the Batch Name box.

You cannot overwrite an existing batch name. If you enter a name for a batch that already
exists, when you click Finish, the Batch Save dialog box asks you to enter another name.

To save the batch
Click Finish.

The application saves the batch and displays it in the Batch View. From the Batch View,
you can submit the batch for acquisition, processing, or report generation. See
“Submitting a Batch” on page 325.

To edit the calibration file

. Select the Modify Calibrations or Active Compounds by Group check box.

The application replaces the Finish button with a Next button.

. Click Next.

The Calibration and Compound Selection page opens. See “Selecting Calibration Files
and Compounds” on page 342.

To identify specific compounds or groups of compounds

. Select the Modify Calibrations or Active Compounds by Group check box.

The application replaces the Finish button with a Next button.
Click Next.

The Calibration and Compound Selection page opens. See “Selecting Calibration Files
and Compounds” on page 342.
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Figure 85. Finish page

L bl

Batch Wizard @

Almost finished creating your batch...

[] Modify Calibrations or Active Compounds by Group

Please make sure the Batch name yvou want is typed into the box below.

Batch name: Method_Alprazolam_11222011_b

<Back Garo

Table 70. Finish parameters (Sheet 1 of 2)

Parameter Description

Modify Calibrations or ~ Enables the Next button that lets you access the Calibration and Compound Selection
Active Compounds by~ page.

Group If you have already used the Calibration and Compound Selection page, this option is not
available.
Batch Name Name of the default batch in this form:

MasterMethodName MMDDYYYY

Help Opens the Creating a Batch Using the Batch Wizard topic (this topic) in the application
Help tool.
Back Returns you to the Batch Specification page where you can enter a sample ID, sample

name, or comment. You can also add or remove samples from the sample list or edit the
column values for the samples. See “Specifying a Batch” on page 335.
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Table 70. Finish parameters (Sheet 2 of 2)

Parameter Description

Finish Saves the batch and displays it in Batch View. From Batch View, you can submit the batch
for acquisition, processing, or report generation. See “Submitting a Batch” on page 325.

Next Opens the Calibration and Compound Selection page where you can edit the calibration
file or edit the list of compounds that you want to identify.

Available only when Modify Calibrations or Active Compounds by Group is checked.

Cancel Immediately exits the Batch Wizard and does not save the batch. There is no confirming
message.

Selecting Calibration Files and Compounds

From the Calibration and Compound Selection page, you can edit the calibration file or edit
the list of compounds that you want to identify. For descriptions of the parameters on the
Calibration and Compound Selection page, see “Calibration and Compound Selection Page.”

Follow these procedures:
¢ To add calibration data to the calibration file

* To identify specific compounds or groups of compounds

< To add calibration data to the calibration file

1. To add calibration data from another batch to the current calibration file, click Extend
Calibrations.

The Select a Calibration File to Use dialog box opens. The dialog box lists only
calibration batches that use the same master method as the current batch.

Batches with calibration files
Calibration batch Date

Batch_Alprazolamb 1042472011 1:16:33 PM
Batch_Alprazolam3 1072472011 12:33:02 FM

2. Select a calibration file to append to the current calibration file and click OK.

The application appends the selected calibration file to the current file.

0| el =l=e | Method_Alprazolam_1312012_h
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3. To save calibration data from both files into a single file for this batch, click Create New.
4. When you are finished with the Calibration and Compound Selection page, click Next.

The Finish page opens. See “Submitting the Batch” on page 340.

< To identify specific compounds or groups of compounds

1. In the Compound Groups area, select the groups that include the compounds to identify
in the samples.

2. In the Included Compounds area, select the Active check box for each compound that
you want to identify in the samples.

3. When you are finished with the Calibration and Compound Selection page, click Next.
The Finish page opens. See “Submitting the Batch” on page 340.

Figure 86. Calibration and Compound Selection Page

T e )

Calibration and Compound Selection

| 7= Method_Alprazolam_11222011_a
Buend Cbrons

Compound Groups Included Compounds

Al :
Quan Group Compound Active

ISTD Group 3 Propanenitrile
Pyrazinamide

1,3 Dioxolane, 2-+heptyl-
Pyrazinamide “2*

ENENE

ok N voo> JN crce |

Table 71. Calibration and Compound Selection parameters (Sheet 1 of 2)

Parameter Description
Calibration File Name of the current batch in this form:
MasterMethodName MMDDYYYY
Create New Saves calibration data from all calibration files to the current calibration file.

Available only after you use Extend Calibrations to append calibration data from another
calibration file.

Extend Calibrations Adds calibration data from the current batch to the selected calibration file.
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Table 71. Calibration and Compound Selection parameters (Sheet 2 of 2)

Parameter Description

Compound Groups Displays all available groups defined in the Groups page of the Master Method View. See
“Editing the Groups Page” on page 126.

Included Compounds  Displays all available compounds that you can identify in the samples. Compounds
marked as Active are identified in the batch samples.

Help Opens the “Creating a Batch Using the Batch Wizard” topic (this topic) in the application
Help tool.

Back Returns you to the Batch Specification page where you can enter a sample ID, sample
name, or comment. You can also add or remove samples from the sample list or edit the
column values for the samples. See “Specifying a Batch” on page 335.

Next Opens the Finish page where you can change the name of the batch or save the batch to
the Batch View. See “Submitting the Batch” on page 340.

Cancel Immediately exits the Batch Wizard and does not save the batch. There is no confirming

message.
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Working in Data Review View

Thermo Scientific

In the Data Review view, you can view the data generated by the master method. Use the Data
Review view to verify the data for a sample-specific compound before you generate reports.
You can use the functions in the Data Review view to investigate and edit the quantification
or qualification values in a batch.

< To open the Data Review view
1. Do one of the following:
From the dashboard, click Analysis.
—or—
Click Analysis in the navigation pane of the current mode.

2. In the Analysis navigation pane, click Data Review.

o

The Data Review view for the currently selected batch opens.

The Data Review view uses a sample list and one of two modes: Quan Mode or Qual Mode.
The Qual Mode is available only for Unknown/TIC sample types. When you view the data
for an Unknown/TIC sample type, you can switch between Qual Mode and Quan Mode.

Note In the Qual Mode, the application displays peak information for compounds with
mass spectral data only. The Qual Mode is not available for batches that have analog data
only (no mass spectra compounds).

This section includes the following topics:
* Data Review Sample List
* Quan Mode
* Qual Mode
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Data Review Sample List

Use the sample list to select a particular sample. To see the columns in a sample list and view
their descriptions, see “Data Review sample list.”

Status indicators for each sample indicate if the sample is currently acquiring, not acquired,
acquired, or processed.

The sample list includes the following features:
* Column Display
* Status Indicators
* Caution Flags
* Compound Flags

* Inactive and Excluded Compounds

The sample list is the same in both Quan Mode and Qual Mode and displays all the
quantitative data for the samples of a batch.

* In Quan Mode, the sample list works with the Compounds pane to select a unique
sample and compound combination, which then has its textual and graphical values
displayed in the Quan Mode pane. The list of compounds that are available for a specific
method is displayed in the Compounds pane.

From the sample list, you can make a compound active or inactive.

* Switching a compound to inactive status does not remove its data and calculated
values from the result set. Instead, the TraceFinder application masks the appearance
of that compound for that particular sample and grays the compound in the
compounds list.

* For a calibration standard, the application stops using the data file’s calibration point
for the calibration and removes it from the graphical view of the calibration curve
displayed in the Qualification pane. It is no longer part of the result set.

* In Qual Mode, the sample list works with the peak list to select a unique sample and peak
combination, which then has its textual and graphical values displayed in the Qual Mode
pane.
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Figure 87. Data Review sample list

Method: Method_Alprazolam

Instrument: Thermo Scientific Instrument

Status  Flags

Expected Actual
RT RT

Iniection

Sample
volume

name

Sample2 | C5thkl-01:8

Sample

Sample
type I

Filename Lewvel Vial position

Unknown A2 10.000

UnknownA2

2 . UnknownA3 |Unknown A3 Sample3 | C5tkd-01:9 10.000 | 3.14 317
3| @ Unknownid | Unknown Ad Sampled | C5tk1-01:10 10,000 | 3.14 317
Ir:t;?éatlon Height  *Area Calc Amt Theo Amt Sample Amt Respratio ISAmt IS Resp
Metheod 4828214
| Method 4828214 | 23486986 MSA MN/A
| Method 4828214 | 23486986 MSA M/A
Active  Excluded % Diff %R  %BCV  Channel Final Units Comment
| NA N
| NA [N/A - N/A
| NA - [N/A | N/A

Cells in the sample list that should not have a value, such as the theoretical concentration for
an unknown, are shaded and empty. Cells that should have a value, but none exists, report
N/A (not available). Results for compounds that are not detected display N/F (not found).

Table 72. Data Review sample list columns (Sheet 1 of 3)

Column Description
Status @ Sample is not acquired.
& Sample is acquired but not processed.
@ Sample is acquired and processed.
©  Sample is currently acquiring.
Flags Caution flag displayed when a compound within the sample has an error.
Filename Name of the raw data file that contains the sample data.
Sample Type Defines how the TraceFinder application processes the sample data. Each sample is classified
as one of the following sample types:
Matrix Blank, Solvent, Cal Std, Chk Std, Unknown, Unknown/TIC, LCS, LCSD, MDL,
MS, MSD, Method Val, Tune, Tune/Breakdown, or Breakdown
Level The level defined for a calibration sample or quality control sample.
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Table 72. Data Review sample list columns (Sheet 2 of 3)

Column Description

Sample ID A user-defined, alphanumeric string that identifies a sample.
Sample Name A user-defined name that identifies a sample.

Vial Position The tray vial number used for an autosampler acquisition.
Injection Volume The injection volume (in microliters) of the injected sample.

When you are using an autosampler, you can set the default injection volume in the
Autosampler dialog box in the Instrument View. The minimum and maximum injection
volumes that you can use depend on the Autosampler you configure. The usable range
depends on the injection mode and might be smaller than the displayed range.

The Injection Volume value set in the master method overwrites the value in the instrument
method.

Range: 0.1 through 5000 pL

Integration Mode Indicates whether the peaks have been manually integrated or integrated from the original
method.

Height The distance from the peak maximum to the peak base, measured perpendicular to the
ordinate. When the Resp Ratio is specified as Height, this column displays an asterisk
(*Height).

Area The area obtained by integrating peak intensities from the start to the end of the peak.
When the Resp Ratio is specified as Area, this column displays an asterisk (*Area).

Actual RT Actual retention time for the compound. Retention time is the time after injection when a
compound elutes and the total time that the compound is retained on the chromatograph
column.

Expected RT Expected retention time for the compound.

Calc Amt The amount present in the sample, as determined using the calibration curve and the

response ratio.

Theo Amt Theoretical amount of the compound expected in the sample.

Sample Amt The injected volume multiplied by the conversion factor. For example, if you have
1000 ng/mL of a substance that is too concentrated for the mass spectrometer, you can
dilute it by 1000. Then your injection volume is 1, your conversion factor is 1000, and your
sample amount is 1000.

Resp Ratio The ratio of the Response value to the IS Response value. If the Response is specified as Area
in the processing method, the units of both Response and IS Response are counts-sec. If the
Response is specified as Height in the processing method, the units of both Response and IS
Response are counts.

IS Amt Amount of internal standard.

IS Resp Response of the internal standard.
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Table 72. Data Review sample list columns (Sheet 3 of 3)

Column

Active

Description

Displays or hides a compound for a particular sample. When a calibration standard is
marked inactive, the application no longer uses the data file’s calibration point for the
calibration and removes it from the graphical view of the calibration curve displayed in the
Qualification pane. It is no longer part of the result set.

Excluded

Turns a compound on or off in the calibration curve of the Qualification pane.

%Diff

The calculated amount minus the expected amount, divided by the expected amount, and
then multiplied by 100.

%RSD

Standard deviation of the multiple samples of one level, multiplied by 100, and divided by
the average of the multiple samples of that level. This calculation is based on the calculated
amounts.

%CV

Coefficient of Variance. Standard deviation of the multiple samples of one level, multiplied
by 100, and divided by the average of the multiple samples of that level. This calculation is
based on the areas of the peaks.

Channel

Specifies the channel on which the sample was run. If the sample is not acquired, the value is
Pending. The Channel column is available only when you have enabled multiplexing in the
Configuration mode. See “Multiplexing” on page 92.

Comment

A user-defined comment for the sample.
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Column Display

The sample list can contain many columns of information. You can scroll to see all the
columns of information, and you can customize which columns to display and their display
order.

Follow these procedures:
* To scroll the sample list

* To customize the column display

% To scroll the sample list
Use the horizontal scroll bar at the bottom of the sample list to view all the information.

When you use the scroll bar at the bottom of the sample list, the Status, Flags, Filename,
and Sample Type columns stay fixed while the other columns scroll right and left.

% To customize the column display

1. Right-click the Data Review sample list and choose Modify Columns from the shortcut
menu.

The Modify Columns dialog box opens. See “Modify Columns dialog box.”

2. Use the arrow buttons to move all the columns that you want displayed to the Displayed
Columns pane.

All the columns you select are displayed after the Status, Flags, Filename, and Sample
Type columns.

3. To arrange the order of the columns, do the following:
a. In the Displayed Columns pane, select a column name.
b. Use Up or Down to move the selected column up or down in the list.

The first column in the list represents the leftmost column in the Data Review
sample list, and the last column in the list represents the rightmost column in the
Data Review sample list.

Note You cannot move the Status, Flags, Filename, or Sample Type column.

4. To change the width of a column, do the following:

a. In the Displayed Columns pane, select the column width.

5 Sample |D 100
S rane [0
7 "u"al position 100

b. Type a new value for the width.
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5. When you have completed your changes, click OK.

The columns in the sample list immediately reflect your changes. The application uses
these settings for all sample lists in the Data Review view.

Figure 88. Modify Columns dialog box

Modify Columns | B | S
Awvailable Columns Digplayed Columns
Column Mame  Column Width Column Mame Column Width |~
] 1 [ = ] | 3 1 Sta 1l
2 IS Amt 20 - 3 Flags 4]
=

3 |5 Resp a0 3 Filename
4 Active 100 4 Sample type
5 |Bxcluded 100 [« | 5 | Level 100
[ % Diff 100 & Sample ID 100
7 % RS0 100 [ Up ] 7 Sample name 100 |
8 |%CV 100 s |Comment 100 1
(1] Channel 100 0 Vial position 100
10 Final Units 100 10 Injection volume 110
11 Calc Amt 125 11 Expected RT 100
12 Theo Amt a0 12 Actual RT 100
13 Sample Amt 100 13 Integration mode 100

14 Height 100

15 Area 100 -

OK || Cancel

Table 73. Modify Column dialog box function buttons

¥

Description

Moves all columns to the Displayed Columns pane.

Moves the selected column to the Displayed Columns pane.

Moves the selected column to the Available Columns pane. You cannot move the Status, Flags,
Filename, and Sample Type columns.

<

Moves all columns except Status, Flags, Filename, and Sample Type to the Available Columns pane.

]

Moves the selected column name in the Displayed Columns pane one row up in the column order.
You cannot move the Status, Flags, Filename, and Sample Type columns.

-
=
-
=] . " - 2'
(=)
-

D

Moves the selected column name in the Displayed Columns pane one row down in the column order.
You cannot move the Status, Flags, Filename, and Sample Type columns.
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Status Indicators

Status indicators show the current status of each sample during the acquisition and
processing:

@ Sample is not acquired.
& Sample is acquired but not processed.
@ Sample is acquired and processed.

@ Sample is currently acquiring.

Status Flags Filename Sampletype  SamplelD Samplenamel

1 . ¥ Unknownd2 | Unknown A2 Sample2 I
2 [ ! |Unknownd3 |Unknown A3 Sample3

Status indicators

Caution Flags

The Flags column in the sample list displays a caution flag if the sample is not in compliance
with the method criteria.

Sample caution flags remain static when you switch between compounds for chromatogram
review until a change is completed, for example, when a compound is manually integrated
and no longer falls outside the accepted criteria.

Status Flags Filename Sampletype Samplell  Sample name
1 [ ! |Unknownd2 |Unknown A2 Sample2
2 [ ! |Unknownf3 |Unknown A3 Sample3

S e

Sample caution flags

To display a summary of problems found in the sample, click the caution flag. The summary
does not list compounds that are not found in Unknown sample types.

Status Flags Filename Sampletype  Lewvel SamplelD

ey ——

@ | UnknownAl Flag Details =

. -| Propanenitrile &
3.167:Peak area 23486586.169 is out of bounds (ISTD

Minimum Recovery 0.000 and ISTD Max Recovery

0.000)
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Compound Flags

Compounds
™ Propanenitrile
2 Pyrazinamide

- Pyrazinamide *2*

Flags are displayed in these situations:

* When a compound has violated (or is activated by) any of the values set in the method
(See “Editing the QAQC Page” on page 183.)

* For compounds that are not found
* For compounds that are not found in Cal Std or Chk Std sample types

* For compounds that are outside the specified ion ratio range

These criteria do not apply to Matrix Blank sample types when the compound is an internal
standard.

The compounds list is sorted first by flag indicators and then by compound names.
Compound flags indicate the following:

* Red flags for compounds that have ion ratio failures or method validation failures

* Orange flags for compounds that are below the LOQ), below the LOD, or between the
LOD and LOQ values specified in the method

* Green flags for compounds that are over the LOR amount specified in the method

* No flag for compounds that have no errors or where no report options are selected
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Inactive and Excluded Compounds

Use the Active and Excluded columns to control which compounds are used for calculating
the calibration curve and for reporting.

Data Revféw ~ Batcﬁl

Method: Method_Alprazolam Instrument: Thermo Scientific Instrument

Status Flags Filename Sampletype Active Excluded Compounds
Propanenitrile
1 Unknownd? |Unknown pa .
Pyrazinamide
2| @ Unknown Pyrazinamide *2*
3| @ Unknown 1,3-Dioxolane, 2-heptyl

Follow these procedures:
* To make a sample active or inactive

* To exclude a calibration point

< To make a sample active or inactive
1. Select the sample in the sample list.

All compounds in the selected sample are displayed in the Compounds pane. Inactive
compounds are grayed out.

2. In the Compounds pane, select the compound whose active/inactive status you want to
change.

3. In the sample list, select or clear the Active check box.

Use the horizontal scroll bar at the bottom of the table to scroll to the Active column.

Data Review - Batc.hl

Method: Method_Alprazolam Instrument: Thermo Scientific Instrument

Status Flags Filename Samp