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Preface

The TraceFinder application is the newest application in the series of Thermo Scientific
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 link below.
Thank you in advance for your help.

DOCUMENTATION

SURVEY

Related Documentation

Thermo Scientific

The TraceFinder documentation includes Help that you can access from the application and
also includes the 7raceFinder User Guide and four quick reference guides as PDF files that you
can access from the TraceFinder Help menu and the Windows Start menu.

< To view the TraceFinder user guide or quick reference guides

Go to Start > All Programs > Thermo TraceFinder > Manuals and choose one of the
following documents:

—  TraceFinder User Guide

—  TraceFinder Administrator Quick Reference Guide
—  TraceFinder Acquisition Quick Reference Guide

—  TraceFinder Data Review Quick Reference Guide

—  TraceFinder Shortcut Menus Quick Reference Guide

—  TraceFinder Custom Reports Tutorial

TraceFinder User Guide vii
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< To open TraceFinder Help

From the TraceFinder window, choose Help > TraceFinder Help.

To find a particular topic, use the Help Contents, Index, or Search panes.

For more information, visit www.thermo.com. You can find application notes at

www.thermo.com/appnotes.

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.

System Requirements

Your system must meet these minimum requirements.

System

Computer

Requirements

2.33 GHz processor dual core with 2 GB RAM

CD/R-ROM drive

Video card and monitor capable of 1280 x 1024 resolution (XGA)
75 GB available on the C: drive

NTES format

Instruments
(supported or
required)

AS3000 autosampler

Software

Microsoft™ Windows™ XP Professional SP3

Microsoft Office 2007 SP2 or Excel™ 2007 SP2

Microsoft NET Framework 3.5 SP 1

Thermo Foundation™ 1.1 (available on the Xcalibur 2.1.0 CD)
Thermo Xcalibur™ 2.1 and Xcalibur 2.1.QF

Adobe Reader 9.0

NIST 2008

viii TraceFinder User Guide
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System Activation

When you first start the TraceFinder application, a dialog box displays the number of days
remaining on your 30-day free trial. If your free trial has expired, the License Activation
window opens.

% R EE‘E ﬁ‘gi
| Youdon't have a validlicense. 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:
Mame; . Street Mame: |
Comparn: City:
E-bail Zip Code;
Telephone; i Coountry:; il
Feature Info:
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:
* 30-Day Evaluation Version (free of charge)

* Full Version Single License

The evaluation version is full-featured and automatically expires 30 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

Thermo Scientific TraceFinder User Guide ix
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To request an activation key

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

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

Uzer Info:

M arne: |L|ser | Street Mame: |'I23 Main Street |
Compary: | Therma Fizher Scientific | Cityr | San.Joze |
EMal.  |user@themofishercom | ZipCode: | 95123 |
Telephane: | | Courtry: | 3 |

Feature Info:

Barcode: | |

Licenze Text:

<LicenseRequest verzsion=""1.1"><Uzernfazs <Uszerlnfo name="Mame":Uszer{ A zerlnfox
<Uszerlnfo name="Campany': Thermo Fizher Scientific< A zerlnfor < zeflnfo name="E mail"'»
uzer@thermofizher. com< U zerlnfor < U serlnfo name="Telephone': < /U serlnfox <Uzerlnfo
hame=""5treat"">123 Main Streets /eerlnfor < Uzerlnfo name="City"'>San Joge< Deerlnfo:
<Userlnfo name="Fip Code''> 351 23< /U zerlnfoz < zerlnfo name=""Country''> < U serl nfo:
</Uzerlnfoz: <Features> <Feature name=""TraceFinder_Baze'": </Featurer <Feature
name=""TraceFinder_General' > < Feature: < /Features> <HozstiDex < Client:"002663800733
00101858d003" AClient: < Servers "' 002603800733 001018534009 /Server: < Host D>
<LicenseTem>FEATURE TraceFinder_General THERMOCO 1.1 23-apr-20711 uncounted TS_0F,
HOSTID="002665300783 001018534009 SIGM=</LicenzeT erm: < LicenzeR equest:

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

The form of the barcode number is either xxxx-xxxx-xxxx Or xxxX-XXXX-XXXX-XXXKX.

. 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.. l | ThermoMSLicensing @thermofisher.com
(e ]|
Subject: |requestfanraceFinderIicense

name="Company"=Thermo Fisher Scientific</Userinfo=<Userinfo
name="Email"=user@thermofisher. com=/Userinfo><Usernfo name="Telephone"=408-123-

STATES<=/Userinfo=</Usernfos=<Features=<Feature name="TraceFinder_Base">1111-2222-
3333«</Feature=«<Feature name="TraceFinder_General"=1111-2222-
3333=</Feature></Features=<HostIDs><Client="0026L3800783
00101859d009"</Client><Server="0026b9800783

Thermo Scientific

<LicenseRequest version="1.1"=<Usernfos><Usernfo name="Name"=User</Userinfor<Userin

1234</Userinfor<Userinfo name="Street">123 Main Street</Userinfo><Userinfo name="City"=>!
Jose</Userinfor=<Userinfo name="Zip Code"=933123</Userinfo=<Userinfo name="Country"=UMN

00101859d009"</Server=</HostlDs=><LicenseTerm>FEATURE TraceFinder_General THERMOC
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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.

TraceFinder User Guide xi
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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 the general features of TraceFinder software.

Contents

* About the TraceFinder Application
* TraceFinder Feature Summary
e TraceFinder Workflow

* Reporting Features

About the TraceFinder Application

Thermo Scientific

The TraceFinder application targets general quantitation and environmental markets, creating
the workflows that laboratories use. It supports a focused workflow for specific
non-bioanalytical laboratory use, instrument control, and method development functionality
in a single software package. The TraceFinder application 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
* Processing (.pmd) and instrument (.meth) method files from the Xcalibur data system
* Compounds from files that use the datastore (.xml) format
* Batches or methods from the TraceFinder 1.0.1 application

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).

TraceFinder User Guide 1



1 Introduction
About the TraceFinder Application

2
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Supported File Types

The TraceFinder application supports the following file types:

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.

TraceFinder Directory Structure

The TraceFinder application creates folders for projects/subprojects/batches and templates in

the

...\Thermo\TraceFinder 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

|20 i Thermo) TraceFinder 1, 11Projecksi Project 115ubPraject 11 Bakcha

|[CiData
|[CiMethods

|[CIReparts
Batchi.bix
Batcha. b key

Thermo Scientific
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TraceFinder Feature Summary

Thermo Scientific

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 both the general quantitation and the
environmental and food safety applications. The application has a fully automated acquisition
mode and a manual data review 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 spectral 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

* Acquisition mode that acts as a wizard to guide you in creating batches and running
samples

* Data Review 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 LabForms
applications

* Standard and customized report formats

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

* Raw data file handling

TraceFinder User Guide 3



1 Introduction
TraceFinder Workflow

TraceFinder Workflow

The TraceFinder application is structured with a typical laboratory workflow in mind. The
user creates 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 lab. 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 in the Acquisition mode.

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 LED
and a description of the number of samples in the queue (if any).

4. Evaluate the data in the Acquisition mode.

The Acquisition 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 Acquisition mode.

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

4 TraceFinder User Guide Thermo Scientific
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Reporting Features

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 TraceFinder application can produce both standard reports and custom reports.
The following types of reports meet the requirements of various methods and worldwide
regulatory agencies, helping to track the performance of LC systems and methods. The
reports divide into three groups: Standard, Custom, and Target Screening.

For additional information about standard, custom, and target screening reports and a sample
of each standard report type, see “Reports” on page 353. Examples of standard reports (as
PDFs) are also located in the C:\Thermo\TraceFinder\1.1\ExampleReports folder.

Standard Report Types

Thermo Scientific

* Batch Report

* Batch Report Rev 1

* Blank 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

* Jon Ratio Failure Report

* LCSLCSD Report (Environmental and Food Safety only)
* Manual Integration Report

* Method Detection Limit Report (Environmental and Food Safety only)
* Method Report

* Method Validation Report (Environmental and Food Safety only)
* MSMSD Report (Environmental and Food Safety only)
* Quantitation Report

* Quantitation Report - 2

* Solvent Blank Report

* Surrogate Recovery Report

* TIC Report

e TIC Summary Report

TraceFinder User Guide 5



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 enable the Target Screening features. See
“Enabling Target Screening” on page 83.

* Target Screening Long Report
* Target Screening Summary Report



Getting Started

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

Contents

* Installing the TraceFinder Application

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

* Launching the Qual Browser

* Converting Legacy Data

* Choosing a Mode

Thermo Scientific TraceFinder User Guide 7
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Installing the TraceFinder Application

Installing the TraceFinder Application

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

% To install the TraceFinder application

1. Follow the instructions on the included CDs to install the Xcalibur 2.1 data system and
your instrument drivers.

2. Install the driver for your LC device and autosampler.
3. Insert the TraceFinder CD in the drive, and follow the on-screen instructions.

If the install windows do not automatically open, navigate to the Xinstall.exe file and
launch it.

< To start the TraceFinder application
1. Configure your instruments.
m You cannot configure your instruments while the TraceFinder application is running.
2

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

By default, user security is not enabled and the application does not require a password.
To enable user security, see “Specifying User Security” on page 66.

< To log on to the TraceFinder application (when user security is enabled)
1. Enter your assigned user name.

Before you can log on 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 on for the first time with user
security enabled, use Administrator/Password as the usernamelpassword.

2. Enter your password.

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

*! Invalid username or password |

Correct the user name or password, or contact your system administrator.
3. Click Login.
The TraceFinder dashboard opens. See “TraceFinder Dashboard” on page 25.

4. To exit the TraceFinder application without logging on, click Exit TraceFinder.

8 TraceFinder User Guide Thermo Scientific
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Figure 2.  TraceFinder logon screen

¢ Thermo TraceFinder

Welcome e

username and password ‘ ‘

6 Exit TraceFinder

SCIENTIFIC

Table 1. Logon 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 on.

TraceFinder User Guide
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Installing the QED and NIST Libraries

Installing the QED and NIST Libraries

When you are using triple quad instruments, follow these instructions to install the NIST and

QED libraries.

10 TraceFinder User Guide

. On your desktop, double-click the Xcalibur icon, B&

To install the NIST library

. Launch the XlInstall executable file.

. Click the NIST button.

The NIST 08 MS Search and AMDIS Setup wizard opens.

. Follow the instructions in the setup wizard.

. When the wizard prompts you to select a program folder, select C:\Thermo.

To install the QED library

The Thermo Xcalibur Roadmap opens.

,t Thermo Xcalibur Roadmap

=]E9

File Mctions View Tools GoTo  Help
7 Wil cofg) | B b mm| 7

Shatus l Lcquisition Queus ]

=~ Rur Manager -
W aiting For Devices
Sequence:
Sample Mame: 2z
Working On: =
Position: Instrument
Raw File: =
Inst. b ethod: Semp
—I- Accela AS

lmikizlininm

OHLINE
e
BB 7

cessing
Setup

| £

Setup

Browser

Browser

Far Help, press F1

10§21/2009 | 3:33 FM

Thermo Scientific
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Installing the QED and NIST Libraries

2. Select Tools > Library Manager.
The Thermo Library Manager dialog box opens. The NIST library is displayed in the

NIST Libraries list.
!' Thermo Library Manager
MIST libraries
NIST
3. Click Add.

The Add Library dialog box opens.

Add Library X

Source: | CThermotQED NIST Library | Browse ...

Action: (&) Copy the library to the local computer

() Link to the library from either a remate location or compter

[ ak. ] [ 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 software.
6. Click Dismiss to close the message box.

The application adds the QED library to the NIST Libraries list in the Library Manager
dialog box.

!'  Thermo Library Manager

M anage libraries ] Corvert Librarias |

MIST libraries

HIST o
QED MIST Library |

Delete

Archive. ..
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Installing the QED and NIST Libraries

7. Click Exit in the Thermo Library Manager dialog box.
8. Start the TraceFinder application.
9. Go to the Method Development mode.
10. Click Method View in the navigation pane.
11. Choose File > New > Method Template from the main menu.

The QED NIST Library is listed in the Use These Libraries list in the Method Template
Editor.

QED MIST Library
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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

2 Getting Started

Launching the NIST Library Browser

1. Choose Go > Launch Library Browser from the main menu.

The NIST MS Search window opens.

'3 NIST MS Search 2.0 - [Name search]

__| File Search Wiew Tools Options ‘Wwindow Help

=z ==
1011DIMETHOXYSTRY

10,110 ne
10.11-Dimethwstrpchnine

10257 AP

10-Hendecenoic

10-Hendecenoic acid
10-Hendecenoic acid, methyl ester
10-Henedecenoic acid
10H-Phenothiazin
10H-Phencthiazine
10H-Phenothiazine
10H-Phenothiazing, 2-methosy-
10-kD
10-Methory-11-desmethosyreserpine
[-]-10-Methoxpdeserpiding
10-Undecenoic acid
10-Undecenoic acid, methyl ester
10-Undecylenic acid
1.10-Digxa-4,7-dithiadecane
1.10-Fenarnthralin
10-o-Phenanthraline
0-Phenanthioline
0-Phenanthraline, 4.7-diphenyl-
1.1.2.2 2 Hexachlorodizilane #
1.1.2.2, 2-Hexachloroethane
1.2.2-Pentachlorosthans #
“[1,2-Ethanediylbisbenzens
1.2-Tetrachloro-2,2-diflucroethans
1.2

1

—_

-Tetrachloroethane

1
1
1
1
.
1
]
1
1
1.1.1.2-Tetrachlaropropane

A
Al
A
Al
A

‘. Names /& Structures §
Lib. Search I Other Search

Far Help, press F1

Mames

| Clear| a-z |nisldemu

=] ]

1004

i
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o 15 ‘J.IILIlJ. 1L
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334

0-M M

\
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i
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[niztdema) Brucine

270
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Formula; Cr3HzeM204
bl 394 CASH: 3R7-AT-3MISTH: 291043 [DH: 1844 DB: riztdemo
Other DB Manhe
Comment: MIST Mass Spectrometiy Data Center, 1998,
10 largest peaks:

394935 379258 385238] 120128] 107111

203 881 55 #1 Y7 801 9 VBl V9 V5|
Senonyms:
1.5tpchnidin10-one, 2.3-dimethosy-
2[--Brucine
3 Brucine alkaloid
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Plot/Tesxt A Plot

Compare J Librarian I

For detailed instructions about using the library browser, refer to the NIST MS Search

window Help.

Thermo Scientific
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Launching the Qual Browser

Launching the Qual Browser

TraceFinder User Guide

Use the Qual Browser to view chromatograms and spectra from raw data files or qualitative
processing results.

% To open the Qual Browser
1. Choose Go > Launch Qual Browser from the main menu.

The Thermo Xcalibur Qual Browser opens.

Thermo Xcalibur Qual Browser - Unknown1

File Edit Wiew Display Grid Ackions Tools ‘Window Help
#|BE8 8 Ble|lo| r|RIt[8[¢]e B gfl5l2|A] ==
2.0 =] 188

& l]lﬁ‘!'rz lf[?iﬁlusnl

Unknown1. raw

CAThermotTraceFindend AT em phUnkn own H2EL2011 10:04
- M Unknowvn
C:AThermoh T 2 100 795 gan
a2 5
= -
.-“E E ]
R I &0
+- %] - nofile - £ ]
+- | - nafile - 1
| . [
+ 3| - nofile - 0=
- . u] 2 LS =1 = 10 12
+ 3| - nofile -
| ; Time (min)
+- %] - nofile -
+ 3| - nofile -
%] -nofi 2T
+ | - naile - E1DD—| i

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

Converting Legacy Data

Use the TraceFinder Legacy Data Converter to convert methods, batches, method templates,
or batch templates from a previous version of TraceFinder to the current version.

To open the TraceFinder Legacy Data Converter, choose Go > Launch Legacy Data
Converter from the main menu.

Use the following procedures:
* To convert a method
* To convert a batch
* To convert a method template

* To convert a batch template

< To convert a method
1. In the Data Type list, select Method.
The TraceFinder Legacy Data Converter displays the interface for converting methods.

21| Trace Finder Legacy Data Converter

Daka bype:  Method ] Source version: TraceFinder 1.0.1 ] Target wersion:  TraceFinder 1.1 ] Target drive: < H < Convert \igw Log

Methods to be converted:

Corveert | Mame Source Folder Mew Mame Status

2. In the Source Version list, select a legacy version.
The legacy version defaults to TraceFinder 1.0.1.
3. In the Target Version list, select TraceFinder 1.1.
4. In the Target Drive list, select a fixed drive.
You cannot write the converted files to a mapped drive.
5. Click Add Method and browse to a method folder.
6. Select the method folder and click OK.

The application adds the method to the Methods to be Converted list:

tethodz to be converted:

Corvert | Mame Source Folder

bethod_4595 C:AThermo' T raceFindert 1. 0.1 ethod_ 4595
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Converting Legacy Data

7. Repeat step 6 for each method you want to convert.

8. (Optional) In the New Name column, type a new name for each method that you want
converted.

If you leave this column blank, the converted method keeps the old name.
9. Select the check box for each method you will convert, and click < Convert

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 the method is successfully converted, the
application writes the converted file to the C:\Thermo\TraceFinder\1.1\Methods folder.

10. To view a log of the conversion, click View Log.
The application opens a log file for the session in a Notepad text editor window:

====== Start Converting Method from TraceFinder 1.0 to TraceFinder 1.1 ==========

Converting master method from 'CThermo' TraceFinders .00 Method_4595\Method_4525.mmx='

Creating master method

Importing properties of object 'MethodData' from XML file 'ChThermo TraceFindery .01 Method_45254Mett
Saving master method

Copying instrument method

Successfully converted master method from 'CAThermoy TraceFindery 1014 Method 45084 Method_4505 mmx='
'CHThermoh TraceF inderd .1 vMethodsi Method_4595 newdMethod_ 4595 new.mms="

% To convert a batch
1. In the Data Type list, select Batch.
The TraceFinder Legacy Data Converter displays the interface for converting batches.

= Trace Finder, Legacy Data Converter.

Data bype:  Batch = Source wersion:  TraceFinder 1.0.1 = Targek wersion: TraceFinder 1.1 = Target drive: ~ =» Convert

Batches to be converted: Target default project: Subpraject: | Default [] Replicate original project/subproject

Convert | Mame Source Falder Froject Subproject MHew Mame Statuz

2. In the Source Version list, select a legacy version.
The legacy version defaults to TraceFinder 1.0.1.

3. In the Target Version list, select TraceFinder 1.1.
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10.

11.

2 Getting Started
Converting Legacy Data

. 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.

. Click Add Batch and browse to a batch folder.
. Select the batch folder and click OK.

The application adds the batch to the Batches to be Converted list:

Batches to be converted:

Convert | Mame Source Folder

SubProject] B atchls

. Repeat step 7 for each batch you want to convert.

. (Optional) In the New Name column, type a new name for each batch that you want

converted.

If you leave this column blank, the converted batch keeps the old name with “_1”

appended.
Select the check box for each batch you will convert, and click < Convert

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.

When the Status column reports that the batch is successfully converted, the application
writes the converted batch to the C:\Thermo\TraceFinder\1.1\Projects folder using either
the original project and subproject names or the new names you entered.

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

The application opens a log file for the session in a Notepad text editor window.
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Converting Legacy Data

% 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.

23| Trace Finder, Legacy Data Converter

Data bype: Method Template - Source version:  TraceFinder 1.0.1 ™ Target version:  TraceFinder 1.1 ™) Target drive: ©; ™ -’ Convert View Log

Method templates to be converted: w W

Convert | MName Source Folder MNew M arne Statug

2. In the Source Version list, select a legacy version.
The legacy version defaults to TraceFinder 1.0.1.
3. In the Target Version list, select TraceFinder 1.1.
4. In the Target Drive list, select a fixed drive.
You cannot write the converted files to a mapped drive.

5. To add a single method template, do the following:

a. Click Add a Template and browse to the
C:\Thermo\TraceFinder\1.0.1\Templates\Methods folder.

b. Select the method template (.pmix) file and click Open.
The application adds the method template to the Method Templates to be Converted list:

Method templates to be converted:

Convert | Mame Source Folder Mew Mame

Method_Templatel C:AThermohTraceFinderd1.0.15Templatestkethods | Method Templatel 1

6. To add all the method templates in the Methods folder, do the following:

a. Click Add a Folder and browse to the C:\Thermo\TraceFinder\1.0.1\Templates
folder.

b. Select the Methods folder and click OK.

Note The default folder for saved method templates is Templates\Methods. If you
have templates in other folders, you can navigate to your folder.
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Converting Legacy Data

The application adds all the method templates in the folder to the Method Templates to

be Converted list:

Methiod templates to be converted:

Coreeert | Mame Source Folder
tdethad_Templatel C:AThermohTraceFinders1.0.14T emplates\Methads
tdethod_Template2 C:AThermohTraceFinders1.0.14T emplates\Methods
tdethod_Template3 C:AThermoTraceFindert 1.0 15T emplatestMethods
tdethod_Template_DDS C:AThermoTraceFindert 1.0 15T emplatesiMethods
tethod Template DDS_off | C:AThermobTraceFindert1.0015T emplatesibMethods
tethod_Template_DDS_on | C:AThermotTraceFindert1.0015T emplates\bMethods

7. Repeat step 6 for each method template you want to convert.

Mew Mame

tMethod_Template] _1

i ethod_TemplateZ_1
Method_Template3_1
tethod_Template_DDS_1
Method Template_ DDS_off -
Methiod_Template_DDS_on_"

8. (Optional) In the New Name column, type a new name for each method template that

you want converted.

If you leave this column blank, the converted template keeps the old name with “_1”

appended.

9. Select the check box for each method template you will convert, and click < Convert

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\TraceFinder\1.1\Templates\Methods folder.

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

The application opens a log file for the session in a Notepad window:

====== Start Converting Method Template from TraceFinder 1.0.1 to TraceFinder 1.1 =====

Converting method femplate from 'C:Thermo' TraceFindery 1018 Templatesh Methodsiiethod_Templatel. pmtx’
Impaorting properties of object 'ProcMethodTemplateData' from XML file 'C:hThermot TraceFindery1.0.1%Temp

Saving the method template

Successfully converted method template from 'C:Therma' TraceFindery1.0.14TemplatesiMethods\Method_Ter

to 'C:hThermot TraceF inder .1\ Templatest Methods\ Method_Templatel _1pmt<'
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Converting Legacy Data

% 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.

=1 Trace Finder Legacy Data Converter

Data bype:  Batch Template ] Source version: TraceFinder 1.0.1 ] Target wersion:  TraceFinder 1.1 ] Target drive: < i < Convert Wiew Log

—————————
Batch templates to be converted: Add Template.”

Corveert | Mame Source Folder Mew Mame Status

2. In the Source Version list, select a legacy version.
The legacy version defaults to TraceFinder 1.0.1.
3. In the Target Version list, select TraceFinder 1.1.
4. In the Target Drive list, select a fixed drive.
You cannot write the converted files to a mapped drive.

5. Click Add Template and browse to the C:\Thermo\TraceFinder\1.0.1\Templates\Batches
folder.

6. Select the batch template folder and click OK.

The application adds the batch template to the Batch Templates to be Converted list:

Batch templates to be converted:

Convert | Mame Source Folder Mew Name

Template2011 | C:AThemnoh TraceFinder’1.0.15T emplat Ell vTemplate2011 | Template2011_1

7. Repeat step 6 for each batch template you want to convert.

8. (Optional) In the New Name column, type a new name for each batch template that you
want converted.

If you leave this column blank, the converted template keeps the old name with “_1”

appended.
9. Select the check box for each batch template you will convert, and click * Convert

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.
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When the Status column reports that the template is successfully converted,
the application writes the converted template folder to the
C:\Thermo\TraceFinder\1.1\Templates\Batches folder.

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

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

====== Start Converting Batch Template from TraceFinder 1.0.1 to TraceFinder 1.1 ==========

Converting batch template from 'CAThermoy TraceF inder’\ 1018 Templates\Batchesh Template_154Template_15.t
Importing properties of object 'BatchData' from XML file 'CAThermoy TraceFinderi 1O\ TemplatesiBatchesy”
---------- Impaorting sample 'Unknownl' [1/1] ----------

Imparting properties of object 'SampleData’ from XML file 'Oy Thermot TraceFindert1.0.1MTemplateshBatches
—————————— Completed sample import ——————--

Saving batch data for "Template_15_1"

Imparting local method for 'Template_15_1'
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Choosing a Mode

When user security is enabled, the dashboard provides the current user with options
applicable to the role assigned to that user. The following table shows the available modes for
each user role.

Table 2. User roles and permissions

User role :\)n:::::) t:Jment Acquisition Data Review Configuration
LabDirector x x x x
ITAdmin x
Supervisor x x x

Technician x x

QAQC x

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

Use the following procedures:
* To choose a mode
* To display a log of instrument errors
* To monitor the instrument status

* To watch the real-time display from the dashboard

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

Your dashboard shows only the modes that you have permission to use. See “TraceFinder
Dashboard” on page 25.

2. To change modes from within any of the TraceFinder application modes, click a mode
button in the navigation pane.
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Choosing a Mode

To display a log of instrument errors

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

Instrument Log

. Select Instrument Log.

The Instrument Log dialog box opens.

Instrument Log

D ate Time hezzage
101242010 4:44 P Lozt connection to zerver.

Clear Mezzages
— | — |

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

. 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\1.1\Logs\TraceFinder.log
—  Click OK to dismiss the Instrument Log dialog box.

To monitor the instrument status

To get immediate information about the instrument status, look at the LED in the lower
right corner of the TraceFinder window.

- . . .

g Green: Indicates that the instrument is ready.

- . . ..

5_:{ :‘ Yellow: Indicates that the instrument is in standby mode.

=

e 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.

Sample13

Acquisition Instrument Devices

= Batch Queue - 1 batch - Ready 100
= T BatchO38 - 9 samples - Active o
I steroids02_INJOOT - Camplete g0
§ steroids02_INJOOZ - Complete £ 70
U gheroidz02_IMJO0Z - Complete 2 a0
I steroids03_INJOOT - Camplete E ]
UF gheroids13_090805135212 - Acquinng o
W steroids14 - Pending A9
W steroids15 - Pending %
U gheroidz1E - Pending ED:
W steroids17 - Pending Y o os 083 100
Proceszzing Hueue - Empty - Ready e A mmmuneman

o
0.5 1.0
RT{min}

Reporting Gueue - Empty - Ready

For descriptions of all the features of the real-time display, see “Real-time Display” on
page 246.
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A dashboard for a user in the LabDirector role looks like this:

o Thermo TraceFinder.

Real Time Status

e 'Acquisition

T 0 b e g i n o ]" - Data Review

Select a work area

.. Method Development

|?"_

f:’y'"l_‘jConﬁguraﬁbn

SCIENTIFIC

Table 3. 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 logon screen. This
function is available only when user security is enabled. See
“Specifying User Security” on page 66.

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.”

Data Review

Opens the Data Review mode where you can review batches,
batch data, reports, and local methods. See Chapter 6, “Using the
Data Review Mode.”
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Table 3. TraceFinder dashboard screen parameters (Sheet 2 of 2)

Parameter Description

Method Development ~ Opens the Method Development mode where you can create a
master 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.

Contents

* User Administration
* Project Administration
* Compound Datastore

* Application Configuration

Users in the role of ITAdmin or LabDirector are responsible for the following:

Thermo Scientific

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 3.  Configuration mode navigation pane

onfiguration
'I.'I'ser_m:ql-n'linisl':ral:iun
Project Administration

Compound Datastore

D Import Compounds

D Mew Compound Datastore
£ Load Compound Datastare
ﬂ Save Compound Datastore
H Save As Compound Datastore

Recent files

Method Development

¥ Configuration

Table 4. 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 30.

This task pane is available only when you have selected Enable
User Security on the General page of the Application
Configuration view. See “Application Configuration” on

page 50.

Project Administration Opens the Project Administration view where you can create
and manage projects and subprojects. See “Project
Administration” on page 39.
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Table 4. Configuration mode navigation pane functions (Sheet 2 of 2)

Function

Compound Datastore

Description

Opens the Compound Datastore view where you can manage
the definition of compounds in the current datastore. See
“Compound Datastore” on page 44.

This task pane is available only when you have selected Enable
Compound Datastore on the General page of the Application
Configuration view. See “Application Configuration” on

page 56.

Application Configuration

Opens the Application Configuration view where you can
specify available reports, user security, compound datastore,
reporting defaults, multiplexing, detection algorithms, and
target screening. See “Application Configuration” on page 56.

TraceFinder User Guide 29



3 Using the Configuration Mode
User Administration

User Administration

In the User Administration view of the Configuration mode, users in the role of LabDirector
or ITAdmin 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 36.

Use the following procedures:
* To open the User Administration view
* To add a user
* To edit user information
* To change a user password

¢ To remove a user

% To open the User Administration view

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

ﬁ:‘;’ Configuration

The Configuration navigation pane opens.

Note The User Administration view is available only when you enable user security.
Follow the instructions “To enable user security” on page 66.

2. Click the User Administration task pane.

User Administration b

The User Administration view opens. See “User Administration view” on page 34.

< To add a user
1. Click the Add User icon, .

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

=0 Technician Photie number _

S~
Canfirm ord Fezet Pazsword

Full name Enabled

2. Type a unique name in the Username field.
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3. Select a role from the Role list.

All users must be assigned to one of these defined roles. For detailed information about
the permissions allowed for each role, see “Choosing User Roles” on page 36.

4. Type the user’s password and type it again to the confirm it.
Make sure to communicate the password to the user.

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

address.
6. To enable this user logon, select the Enabled check box.

You can disable a user logon without deleting the user’s information. Follow the
instructions “To edit user information” on page 31.

7. Do one of the following:
When all the user information is correct, click the Save Changes icon, E

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 E
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 Administration

L Uzemame | Hole Account Murnber | Phone Mumber | Email Address | Enabled
:_T:ﬂ%r::gctm 1 | Admin I T&drmnin
?:Eﬁmﬁg; 2 | Director LabDirector
HALC 3 |0AOC  |0AOC

4 | Supervizor | Supervisar
S Technician | Technician

Note Clicking anywhere in the row selects the user.

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

Thermo Scientific TraceFinder User Guide 3



3 Using the Configuration Mode
User Administration

2. Click the Edit User icon, ", .

The application enables the parameters in the User area.

|zemanme Account number  EYREEE)
Role S 408,123 4567

2= = ] ] jemithi@thermofizher. com
Confirm P
S = | Jahin 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.

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.

— O
To discard all changes and not save the edits, click the Cancel Changes icon, =58,

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, .

The parameters in the User area are enabled.

|zemanme Account number  EYREEE)
Role S 408,123 4567

2= = ] ] jemithi@thermofizher. com
Confirm P
S = | Jahin Smith Enabled
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4.

. In the Password box, select the

. In the Confirm Password box, select the

3 Using the Configuration Mode
User Administration

. Click Reset Password.

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

Frerxx and type a new password.

wrerrkx and retype the new password.

. Click the Save Changes icon, .E: .

Make sure to communicate the new password to the user.

To remove a user

. 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.

. Click the Remove User icon, é .

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

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

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

Click OK.

Note Rather than completely removing the user, you can disable a user logon without

removing all the user information from the system. Follow the instructions “To edit user

information” on page 31.
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Figure 4.

User Administration

User Administration view

Ilzername ' Raole Account Humber | Phone Humber | Email Address ' Enabled

LabDirector
Supervizor
Technician

QAQC

Admin ITédrmin

Director LabDirector

DALC Qagc

Supervizor Supervizor

Technician Techrician

Technician

Techrician

Fezet Password

Table 5. User Administration view parameters (Sheet 1 of 2)

Parameter

Security Groups

Description

All permission levels defined in the TraceFinder application. For detailed descriptions of
user permissions, see “Choosing User Roles” on page 36.

User Listing

Username

User logon names.

Role

The security group that defines user permissions.

Account number

User account numbers.

Phone number

User telephone numbers.

Email address User e-mail addresses.

Enabled Available or unavailable status for the user account.

User

Username Logon name for the current user.

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

Full name The the current user’s actual name.

Account number

Optional account number for the current user.

Phone number

Optional telephone number for the current user.
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Table 5. User Administration view parameters (Sheet 2 of 2)

Parameter Description

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 on, disallowing
takes effect after the user logs off.

Reset Password

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

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.

ol i o< I

Cancel changes Discards all new or edited information.

Thermo Scientific
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Choosing User Roles

User Permissions

LabDirector

ITAdmin

36 TraceFinder User Guide

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.

A laboratory director or an IT administrator assigns you to a role that gives you permission to
access specific modes of the TraceFinder application. When you log on, the dashboard
displays links to only the modes that you can access.

Table 6. User roles and permissions

User role gl:‘::;:) dpment Acquisition Data Review Configuration
LabDirector x x x X
ITAdmin x
Supervisor x x x

Technician x x

QAQC x

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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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, are responsible for reviewing collected
data, and distinguishing 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 cannot submit batches for acquisition from the Acquisition
mode.
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In the LabDirector or ITAdmin role, you 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.

The Configuration navigation pane opens.

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

Project Administration

The Project Administration view opens.

Project Administration

Ayailable Drives

Fised
L T: Metwork

| Default | Show Dnive Diive Type

Wiolume Label

Maone

Data Drive 8

Total Capacity
465,68 GB
102399 GB

Free Space Can Acquire
431.04 GB
914.32 GB ]

L) ® Metwark

Storage

177734 GB

020 Ge ]

Froject Adminiztration

= Projects
E 2 Projectl

“o . SubProject] [3 batches)

E} .l Project2

“ i SubProject? [7 batches]

L:..} .l Project3
© el SubProjects,

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

C:\Thermo\TraceFinder\1.1\Projects

Thermo Scientific
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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 USB drive.
Use the following procedures:

* To choose a drive

* To change the default drive

* To hide a drive from display

* To refresh the drives 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:
Praoject Administration

The selected drive (X)) 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 42.

< To change the default drive
Select the check box in the Default column.

Only fixed drives can be set as the default drive. The default drive is the first drive listed in
all drive lists and is the only drive that you can use to acquire data.

Avalable Drives

Default | Show Dirive Drrive Type Yolume Label
Fixed

Hone

F MNone
r T: Metwark, Drata Drive 8
r *, Metwork Storage
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< To hide a drive from display
Clear the check box in the Show column.

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

drive.

% To refresh the drives 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 have inserted a USB drive. You can now configure any new drives.
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Working with Projects

42
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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\1.1\Projects folder.

Use the following 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

. 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, E*,

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

§| S8 Projectz
L} .l Projectl

Al Project2
Al Project3

_—

. Click the plus sign.

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

. 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.

To save the new name, press ENTER or click anywhere in the view.

To delete projects or subprojects

. Select the project or subproject you want to delete.

[ = Projects
- _rl Gl Froject]
A Project2

A Froject3
I: =28 Projectt,

Subprojectid,
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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, | i

. 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.

To copy the folder hierarchy from another drive

. Select the top-level Projects directory in the Project Administration area.
. Right-click and choose Copy Folder Hierarchy from Drive from the shortcut menu.

. Choose a drive from the list of available drives.

Praoject Administration

i =l Pral

f Remaove all ermpty child Folders

Copy Folder hierarchy From drive  »

=l Project3
% SubProjectd, [5 batches]

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

In the LabDirector or ITAdmin role, you 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, Quan Peaks, and Confirming lons to a Datastore
* Choosing Experiment Types

For a description of all the parameters in the Compound Datastore view, see “Compound
Datastore View” on page 48.
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Opening and Saving a Datastore

You can use the default datastore or you can create your own datastore.
Use the following procedures:

* To open the Compound Datastore editor

* To open a compound datastore

* To create a new compound datastore

* To save a datastore

¢ To save a datastore to a new name

+ To open the Compound Datastore editor

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

The Configuration navigation pane opens.

2. Click the Compound Datastore task pane.

ompound Datastore A

[j Import Compounds

[J Mew Compound Datastore
ﬁ Load Compound Dakastore
Q Sawe Compound Catastore
Q Save fs Compound Datastore

| Recent files

The current datastore opens in the Compound Datastore view. For a detailed list of all
parameters and functions on the compound Datastore view, see “Compound Datastore
View” on page 48.

Compound Datastore - C:\Thermo\TraceFinderi1.1\Databases%CDS.xml

Select
experiment types

to display

1 Diazinon
G- 2 Coumaphios SR El
.. 3 Iprovvalicarb peak 1 SRM El
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2
0’0

1.

K2
0‘0
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To open a compound datastore
Click Load Compound Datastore in the Compound Datastore task pane.

The Open Compound Datastore dialog box opens.

Open Compound Datastore

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

The selected datastore opens in the Compound Datastore view. See “Compound
Datastore View” on page 48.

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
= . , . , SAM
Select e

experiment types SlM
to display

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

To save a datastore

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

The application stores the database as
...\Thermo\TraceFinder\1.1\Databases\fi/ename.xml

If the datastore contains any compounds that do not have associated quan peaks, the
Invalid Compound Datastore Not Saved dialog box opens, listing the compounds.

Invalid Compound Datastore not saved

Compound Mame Error

MHewCompound 1 Compound MewCompound 1 haz no quan peaks

MHewCompound 2 Compound MewCompound 2 haz no quan peaks
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2. To add a quan peak row to the listed compounds, click Continue.
The application returns you to the Compound Datastore view.
3. Add quan peaks to the incomplete compounds before you save the datastore.

See “To add a quan peak to a compound” on page 53.

< To save a datastore to a new name
1. Click Save As Compound Datastore in the Compound Datastore task pane.
The Save Compound Datastore dialog box opens.
2. Type a file name for the new compound datastore.
3. Click Save.
The application stores the database as
...\Thermo\TraceFinder\1.1\Databases\fz/ename.xml

Figure 5. Save Compound Datastore dialog box

Save Compound Datastore

Compound D atastare

Drefault
MewD atastore

Campound D atastare
TI__IFI_IEII_II_"IIj [rataztare NEWD&[&S[DIEJ
name

Table 7. Select 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 6. Compound Datastore View

Compound Datastore - C:\Thermo\TraceFinder\1.1\Databases\Default.xml

Select
experiment types
to display

é 100 Caffeine SR MNone
Compound Mame B Precursor Mazz 4 Praduct Mazs = Collision Energy 4 RT [min) # Window (zec) S| Polaity 8 Lens = Energy Ramp
. o Caffeine 135.00 138.00 19.00 5000 E0.00 + 0 000

Compound Mame -i:l- Frecursor Mage Product Masz -i:l. Collision Energy  +#
Caffeine” 195 110.00 30.00

Table 8. Compound Datastore view parameters (Sheet 1 of 3)

Parameter Description

Function icons

Adds a new compound row.

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

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

peak.

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

Adds a new confirming ion row to the quan peak.

Removes the selected confirming ion row.

Select experiment types  Specifies one of these experiment types that each use a different structure for the mass
to display filter. See “Choosing Experiment Types” on page 55.

* 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.

lonization (Optional) Alphanumeric identifier.

Valid values: None, ESI, APCI, EI, CI, APPI
Default: None

Chemical Formula (Optional) Alphanumeric chemical identifier.
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Table 8. Compound Datastore view parameters (Sheet 2 of 3)

Parameter Description

Quan 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.
In confirming ion rows, the precursor mass is a noneditable copy of the quan 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 quan ion. The location of the center of a target quan-ion
peak in mass-to-charge ratio (7/2) units.
Available only for SRM experiments.
Default: 0.0
Range: 10.000 to 2999.999

Mass The mass-to-charge ratio of the quan ion. The location of the center of a target quan-ion
peak in mass-to-charge ratio (7/2) 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
Energy Ramp (Optional)

Available only for SRM experiments.
Range: 0.00 to 200.00
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Table 8. Compound Datastore view parameters (Sheet 3 of 3)

Parameter Description

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 quan 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 quan ion. The location of the center of a target quan-ion
peak in mass-to-charge ratio (2/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, Quan Peaks, and Confirming lons to a Datastore

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

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

or remove quan peaks or confirming ions from a compound.

Use the following procedures:

b TO import COIllpOLllldS

* To add a compound to the datastore

¢ To remove a COI]lPOLlIld

* To add a quan peak to a compound

* To remove a quan peak

* To add a confirming ion to a quan 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 quan peaks and

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

for Monuron:

Thermo Scientific

Compound Hame 8 EspenmentType 7R Categony i lonization R Ck
tonuron SHM Clazs 1 ESI
Compound Mame 8 Precurzor Masz 8 Froduct Mazzs  += Callision Energy 4
kA orLaran 193.09 46,182 16.00 B0
Compound Mame -~ + Precurzor Maze & Product Mazs = Collizion Energy +
kM anuran 1959.09 2105 16.00
 anuran 135.09 74104 16.00
Compound Hame & Precurzor Maze & Product Mazs = Collizion Energy +
% [Ty 200.09 46,182 16.00 .00
Compound Mame ~ R Frecurzor Mazz & Froduct Mazzs = Colligion Energy 42
k anuron 200.09 2105 16.00
M onuran 200.09 112 16.00
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. Click the Add Compound button, g

To add a compound to the datastore

, or right-click the compounds list and choose
Add Compound from the shortcut menu.

The application adds a new, empty compound row to the compounds table.

. i None

. Click the first table cell, and enter 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 55.

After you add a quan peak to the compound, you cannot change the experiment type,
even if you cancel the quan 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 quan peak.
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. Click the Remove Compound button,

To remove a compound

. Select the compound row you want to delete.

M | 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 quan 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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To add a quan peak to a compound

. Click the Add Quan Peak button, 4, or right-click and choose Add Quan Peak

from the shortcut menu.

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

EomﬁoundName 1:|| EHEerimentTHEe V-i:ll EateHnrH V-i:ll lomization V-i:ll Chernical Formula
| ]
SEM

21 MewCompound MNane

Compound Mame + Precursar Mazs 8 Product Mass +  LCollizion Energy # RT [min]

Quan peak row

. Enter all required parameters.

For a list of required and optional parameters, see the list of “Compound Datastore view
parameters” on page 48.

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

. Repeats steps 2 through 3 to add as many as six quan peaks to the compound.

To remove a quan peak

. Select the row of the quan peak you want to delete.

Click the Remove Quan Peak button,
Peak from the shortcut menu.

1, or right-click and choose Remove Quan

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

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

Tip If you add a row of quan 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 quan peak rows.
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< To add a confirming ion to a quan peak

1. Click the Add Confirming Ion icon, ﬁ?!’ , or right-click the quan peak row and choose
Add Confirming Ion from the shortcut menu.

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

Compound Mame -FII ExperimentType - 78 Cateqory
=o MewCormpoundi I
Compound Hame & b azz + BT [min]
= M ewCompound] | 111.00 1.100
Compound Hame < 4 b azs +
M ewCompound]

Confirming ion row

2. 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 55.

3. Repeats steps 1 through 2 to add as many as 10 confirming ions to the quan peak.

< To remove a confirming ion

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

[N

2. Click the Remove Confirming Ion icon, ﬁ“: , or right-click and choose Remove
Confirming Ion from the shortcut menu.

—CI »

3. 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.

< Tofilter a list

To display a filtered list of compound names, experiment types, categories, or ionization
methods, click the funnel icon, ?, in the column header.

For each column, filterable criteria are displayed 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 lonization V-Fll Chemical Formula -Fll

1 MNewCompound2 SEM Maone
Compound Mame 42 Precursor Mass 8 Product Mass B Collizion Energy B RT [min) +  Window (sec] 4 Polanty 8 Lens 8 Energy Ramp 8
MewCompound2 +
Compound Mame Precursor Masz & Product Mazz 8 Colision 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 FIC Mare
Compound Hame & Mazs = RT [min] = Window [zec] & Folarity = Lenz =
MHewCompaund3
Compound Mame & i azs A
HewCompound3

SIM - Single lon Monitoring

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 MNewCompound! SiM Nane
Cormpaund Marme +H i azs A RT [min] A Wwindow [sec] & Pualarity A Lens +
MewCompound] +
Compound Mame & Mazs =
MewCompound]
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In the LabDirector or ITAdmin role, you 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 User Security

Enabling a Compound Datastore
Specifying Configuration Defaults
Specifying Multiplexing Parameters
Specifying Detection Parameters

Enabling Target Screening

To open the Application Configuration view

. Click Configuration from the dashboard or the navigation pane.

The Configuration navigation pane opens.

. Click Application Configuration.

The Application Configuration view opens.

Application Confiquration

- Reports

- Uger Securty

- Compound dataztore
- Drefaults

- Multiplex

- Dretection

- Target Screening

Table 9. Application Configuration pages (Sheet 1 of 2)

Page

Reports See “Specifying the Reports Configuration” on page 58.
User Security See “Specifying User Security” on page 66.

Compound Datastore See “Enabling a Compound Datastore” on page 67.
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Table 9. Application Configuration pages (Sheet 2 of 2)

Page

Defaults See “Specifying Configuration Defaults” on page 68.
Multiplex See “Specifying Multiplexing Parameters” on page 70.
Detection See “Specifying Detection Parameters” on page 71.

3. In the Application Configuration list, click the type of information you want to
configure.
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In the LabDirector or ITAdmin role, you can configure a list of reports that are available to
users when they generate reports from the Method Development, Data Review, and
Acquisition modes. From the Reports page, you can configure the standard, custom, or target
screening reports.

Example PDFs of report formats are located in the following folder:

C:\Thermo\TraceFinder\1.1\ExampleReports

Use the following 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.
=qaji O [ [ O [

Reports

IJzer Securty
Compound dataztore
D efaults

b iltiples

D etection

Target Screening

The Reports page of the Application Configuration view opens.

* For a list of General Quantitation reports, see “General Quantitation Reports” on
page 60.

* For a list of Environmental and Food Safety reports, see “Environmental and Food
Safety Reports” on page 63.

< 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, Data Review, and Acquisition modes, users can access all
reports in the Displayed Reports pane.
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2. To create a single composite report for an entire batch (rather than separate reports 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 with the ability to aggregate data at the batch level have the Batch
Level check box enabled.

. Do one of the following:

To apply the current selections, do the following:

a. Click Apply.

A message reminds you that you must restart the TraceFinder application before a
user can access the reports you selected for the Method Development, Data Review,
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

. Click Import.

. 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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The General Quantitation configuration uses the following standard, custom, and target

screening reports. For descriptions of the parameters on the Reports page, see “General
Quantitation Reports page parameters” on page 62.

General Quantitation Reports page showing standard reports

Type Batch Lewvel

Figure 7.
alled Repo
M ame Type
Batch Repaort Standard

Batch Report Few 1

Standard

Blark Repart

Standard

Calibration Report

Standard

Check Standard Repart

Standard

Chromatogram Report

Standard

Compound Calibration B eport

Standard

Compound Calibration Repart - Alternate

Standard

Confirmation Bepart

Standard

Confirmation Report 2

Standard

High Denzity Calibration A epaort

Standard

High Denzity Internal Standard Report

Standard

High Denzity Internal Standard Repart Lar

Standard

High Denzity Sample Repaort 1

Standard

High Denzity Sample Report 1 Long

Standard

High Denzity Sample Report 2

Standard

High Denzity Sample Repart 2 Lang

Standard

High Denzity Sample Repaort 3

Standard

High Denzity Sample Report 3 Long

Standard

Internal Standard Summary B eport

Standard

|on R atia Failure Repart

Standard

b anual [ntegration Repart

Standard

b ethod A epart

Standard

[uantitation Report

Standard

[uantitation Repart - 2

Standard

Solvent Blank Feport

Standard

Surrogate Recovery Report

Standard

TIC Report

Standard

TIC Summary Repart

Standard

IIndo changes Apply
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General Quantitation Reports page showing custom reports

Figure 9.

Type Batch Lewvel

AlCalibrationR epart

Cuztam

Alternate BatchRepart

Custom

Alternate CalibrationP epart

Custom

Alternate ConfirmationR eport

Custom

Alternate b atrixS pikeR epart

Cuztam

Alternate SampleR eport

Custom

Alternate SurmmaryR eport

Custom

B atchR eport

Custom

BlankRepart

Cuztam

CalibrationDenzityF epart

Custom

CalibrationR eport

Custom

CheckStandardR eport

Custom

CompaundCalibrationB epart

Cuztam

ConfirmnationP eport

Custom

ConfirmnationB eport?

Custom

HighDenzitys ampleR eport1Long

Custom

HighD enzityS ampleR epart2Long

Cuztam

HighD enzityS ampleR epart3Long

Custom

HighD'enzityS ampleR eportd

Custom

HighDenzitys ampleR eporth

Custom

[uantitationB epart

Cuztam

SteroidtnalyzizA epart

Custom

General Quantitation Reports page showing target screening reports

Type Mame @ Type Batch Level

Target Screening Long Repart

T argetScreening

Target Screening Summary Report

TargetScreening

Note Target Screening reports are available only when you enable target screening. See
“Enabling Target Screening” on page 83.
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Table 10. General Quantitation Reports page parameters

Parameter

Installed reports

Description

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

Displayed reports All reports listed in the Displayed Reports 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 reminds you that you must

restart the TraceFinder application before a user can access the
reports you selected for the Method Development, Data Review,
and Acquisition modes.
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The Environmental and Food Safety configuration uses the following standard, custom, and
target screening reports. For descriptions of the parameters on the Reports page, see

“Environmental and Food Safety Reports page parameters” on page 65.

Figure 10. Environmental and Food Safety Reports page showing standard reports

alled Repo
Mame Type

Batch Repart Standard
Batch Report Rew 1 Standard
Blank Repart Standard
Calibration Repart Standard
Check Standard Report Standard
Chromatogram Report Standard
Compound Calibration Report Standard
Compound Calibration Report - Alkernate Standard
Confirmation Report Standard
Canfirmation Repart 2 Standard
High Density Calibration R epart Standard
High Density Intermal Standard Report Standard
High Density Intemal Standard Report Long | Standard
High Density Sample Repart 1 Standard
High Density Sample Report 1 Long Standard
High Dienzity Sample Report 2 Standard
High D'enzity Sample Report 2 Long Standard
High Density Sarmple Repart 3 Standard
High Density Sample Report 3 Long Standard
Internal Standard Summary Report Standard
lon Ratio Failure Report Standard
LCSLCSD Report Standard
b arual Integration Report Standard
M ethod Detection Limit Repaort Standard
b ethod Report Standard
b ethod W alidation R eport Standard
MSMSD Repart Standard
[uantitation Report Standard
[uantitation Repart - 2 Standard
Solvent Blank Repart Standard
Surogate Recovery Report Standard
TIC Repaort Standard
TIC Summary Report Standard
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Figure 11. Environmental and Food Safety Reports page showing custom reports

alled Repo
Mame Type Mame | Type Batch Level
AltCalibrationR epart Cuztarm
Alternate BatchR epart Custam
Alternate CalibrationB epart Custam
Alternate ConfirmationR eport Cuztom
Alternate b atrin5 pikeR epart Cuztarm
Alternate SampleR eport Custam
Alternate SummaryR eport Custam
BatchReport Cuztom
BlarkRepart Cuztarm
CalibrationD enzityF epart Custam
CalibrationF eport Custam
CheckStandardR eport Cuztom
CompaundCalibrationR epart Cuztarm
ConfirmationR epart Custam
ConfirmationR eport? Custam
HighD'ensityS ampleR eport1Long | Custom
HighDensitySampleRepart2long | Custom
HighDenzitySampleReport3long | Custom
HighDensityS ampleR eportd Custam
HighD'ensityS ampleR eporth Cuztom
[uantitationB epart Cuztarm
SteroidénalyzizReport Custam

Unda changes Apply

Figure 12. Environmental and Food Safety Reports page showing target screening reports

Type Mame @ Tupe Batch Level

Target Screening Long Repart

T argetScreening

Target Screening Summary B epart

T argetScreening

Note Target Screening reports are available only when you enable target screening. See

“Enabling Target Screening” on page 83.
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Table 11. Environmental and Food Safety Reports page parameters

Parameter

Installed reports

Description

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

Displayed reports All reports listed in the Displayed Reports 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 reminds you that you must

restart the TraceFinder application before a user can access the
reports you selected for the Method Development, Data Review,
and Acquisition modes.
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In the LabDirector or ITAdmin role, you can enable user security.

When user security is enabled, all users must log on to the TraceFinder application for access

to only those modes assigned to their user role. See “Choosing User Roles” on page 36.

2
0’0

To open the User Security page

In the Application Configuration view, click User Security.

Application Configuration

- Reports

< Uger Security

- Compound datastore
- Drefaults

- Multiplex

- Dretection

- Target Screening

The User Security page of the Application Configuration view opens.

Indo changes

To enable user security

. In the User Security area, select the Enable User Security check box.

When this check box is selected, all users must log on to the TraceFinder application for
access to the modes assigned to their user role. See “Choosing User Roles™ on page 36.

When this check box is cleared, users are not required to log on 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. Only the User Administration view in
Configuration mode is hidden and cannot be edited.

Note By default, user security is not enabled.

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

. In the Application Configuration view, click Apply.

A message reminds you that you must restart the TraceFinder application before the user
security setting is enabled.

3. When you are prompted to restart the application, click Yes.
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Enabling a Compound Datastore

In the LabDirector or ITAdmin role, you can enable the compound datastore.

% To open the Compound Datastore page

1. In the Application Configuration view, click Compound Datastore.

Application Confiquration

- Reports

- Uger Securty

- Compound dataztore
- Drefaults

- Multiplex

- Dretection

- Target Screening

The Compound Datastore page of the Application Configuration view opens.
Cormpound Datastore

B Enable compound datastare

Undao changes Apply

2. In the Compound Datastore Selection area, select the Enable Compound Datastore
check box.

Note By default, the Enable Compound Datastore option is not selected.

3. In the Application Configuration view, click Apply.

4. When prompted to restart the application, click Yes.
After restarting, 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 114.

* Displays the Compound Datastore task pane on the Configuration mode navigation
pane. See “Compound Datastore” on page 44.

* Enables the Export SRM Data command in the Method Development mode. See
“Exporting SRM Data” on page 199.
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Specifying Configuration Defaults

In the Application Configuration view of the Configuration mode, as a user in the
LabDirector or ITAdmin role, you can specify the default laboratory and instrument names,
mass precision, and intensity scale to use for reporting.
Use the following procedures:

* To open the Defaults page

* To specify a default laboratory name and instrument name

* To specify default mass precision and the intensity scale

< To open the Defaults page

In the Application Configuration view, click Defaults.

Application Configuration

- Reparts

< |Jzer Security

- Compaund datastare
- Defaultz

- Multiplex

- Detection

- Target Screening

The Defaults page of the Application Configuration view opens.

Lab name

Default Laboraton

[nstrument name

Thermo Scientific Instument

Display ri ] Chromatogram Inten al

2 ¥

Undo changes
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To specify a default laboratory name and instrument name

. 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.

Note This default laboratory name is not applied to previously created methods. By
default, the laboratory name is Default Laboratory.

. 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.

. In the Application Configuration view, click Apply.

Note This default instrument name is not applied to previously created batches. By
default, the instrument name is Thermo Scientific Instrument.

. When prompted to restart the application, click Yes.

To specify default mass precision and the intensity scale

. In the Display Mass Precision box, set the mass precision decimal places value to an

integer from 0 to 5, inclusive.
The default mass precision is 2. The TraceFinder application uses this mass precision
value in the following locations:

* Reports:

—  Blank Report

—  Confirmation Report (data spectra, library spectra, quan ion display, and qual

ion display)

— All High Density reports (/2 values)

— Ion Ratio Failure Report (quan ion and qual 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 Data Review mode

* The spectrum display in the Method Forge dialog box

Select Relative or Absolute from the Chromatogram Intensity Scale list.

This sets the default display type for both quan and qual chromatograms displayed in

data review and reports.
In the Application Configuration view, click Apply.

When prompted to restart the application, click Yes.

TraceFinder User Guide 69



3 Using the Configuration Mode
Application Configuration

Specifying Multiplexing Parameters

In the LabDirector or ITAdmin role, you can enable multiplexing and specify the maximum
number of channels to use.

A user in the LabDirector, Supervisor, or Technician role can choose which channels to use for
acquisition before submitting a batch from the Acquisition mode.

% To enable multiplexing
1. In the Application Configuration view, click Multiplex.
The Multiplexing Support page opens.

Multiplexing Support

Enable Multiplexing Support

Channels

Autozampler &rm Configuration

1 arm w

2. Select the Enable Multiplexing Support check box.

3. In the Select Number of Channels list, select 2 Channels or 4 Channels.
4. When you select 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 1 and 2.

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

5. To apply the multiplexing settings, do the following:
a. In the Application Configuration view, click Apply.

A message reminds you that you must restart the TraceFinder application before the
multiplexing selections are reflected in the Acquisition mode.

b. To restart the TraceFinder application now, click Yes, or to remain on the

Multiplexing Support page, click No.
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Specifying Detection Parameters

Thermo Scientific

In the LabDirector or ITAdmin role, you can specify detection parameters for 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

e 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” on
page 72.

2. In the Detector Type list, select a detector type.

3. In the Mass Tolerance area, do the following:
a. Select the units of measure 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.

ICI5 v

TraceFinder User Guide n



3 Using the Configuration Mode
Application Configuration

Figure 13. Common peak detection areas

Peak Detection Defaultz

alerance

[TE

O MMU @ PPM

Walue: S00.0 %

Retention Time

|on Ratio Parameters

Window bype:

lon coelution [min]:

Table 12. Common peak detection parameters

Parameter

Detector Type

Description

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.

Ton coelution
(min)

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

72 TraceFinder User Guide

Thermo Scientific



3 Using the Configuration Mode
Application Configuration

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

Pealk. detection parameters

Constrain peak width

T ailing factar: 1005

o3
Peak heig -
R
303

bdin peak. height [S/H]: 205

Peak S4M cutoff:
Walley 5/M:
# backgroun 3
Feport noise az:

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

Parameter Description

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 detection  Uses the valley detection approximation method to detect
unresolved peaks. 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.

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 widthl2 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
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 13. Genesis peak detection page parameters (Sheet 3 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 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.

Range: 1.0 to 100.0
Default: 2.0

# 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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ICIS Detection Method

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

Feal: detection parameters

ICIS

I

Detection method: Mearest RT |+
Smoothing:

Area noize factar:

i IIII

[mm By |
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Area scan window:

B FmMs

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

Thermo Scientific
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Table 14. ICIS peak detection page parameters (Sheet 3 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

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.

Min peak width

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.

Figure 16. Avalon peak detection page

Pealk. detection parameters

108 Avalon w

Smo EIH'Iir'IEI:

Time Ewvent Yalue

[ritial Start Threzhold 10000, 000
Iritial End Threzhald 10000000
[ritial Area Threghold 10000000
[ritial P-F Threzhaold 1.000
[ritial Bunch Factaor 1.000
[ritial Megative Peaks (ff
[ritial Tenzion 1.000

Table 15. Avalon peak detection page parameters

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.

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

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” on
page 80.
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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”

on page 81.
Figure 17. Avalon Event List dialog box
Avalon Event List -EI
Time Event W alue
Start Threzhold
[ritial End Threzhold 10000, 000
[ritial Area Threshald 10000.000
[ritial F-F Threszhold 1.000
[ritial Bunch Factor 1.000
[ritial Megative Peaks 0if
Iritial Tension 1.000 End Threzhald
Area Threshold
P-F Threshold
Megative Peaks
Bunch Factor
Tersi
Time [Min]: Event: Walue: T:EZIED; C ki
|0.000 | |Start Threshold v| 10000000 | Shoulders On
Shoulders Off
Force Cluzter On
Add Delet Ch C | Aol Farce Cluster Off
[ ] [ =2 ] [ =i ] [ =i ] [ GRS ] Dhzable Cluster On
Dizable Cluzter OFf

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 “Lvent types” on page 81.

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

Parameter
Start Threshold

Description

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 to0 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 definitions (Sheet 2 of 2)

Parameter

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 Target Screening

In the Application Configuration view of the Configuration mode, you can enable target
screening features.

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

< To enable target screening

1. In the Application Configuration view, click Target Screening.

The Target Screening page of the Application Configuration view opens.

B Enable target screening

Undo changes Apply

2. In the Target Screening area, select the Enable Target Screening check box.

3. In the Application Configuration view, click Apply.

A message reminds you that you must restart the TraceFinder application before the target
screening feature is enabled.

4. When prompted to restart the application, click Yes.
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Using the Method Development Mode

This chapter includes method development tasks assigned to the Supervisor or LabDirector
roles.

Contents
* Working with Master Methods
* Working with Instrument Methods

* Working with Development Batches

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

% To access the Method Development mode

Click Method Development from the dashboard or the navigation pane.

The Method Development navigation pane opens. For a detailed description of all the
features on the Method Development navigation pane, see “Method Development
navigation pane” on page 80.
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Figure 19. Method Development navigation pane

Method Development n
Method Yiew
] Create method
ﬁ Zpen method
D Import published method
& Export SRM data

Recent files

Instrument Yiew

ah Mew instrument method
EF Open instrument method
D Import published method

Development Batch
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"B Mew sample lisk

] Cpen qual browser

Acquisition
Data Review

Method Development

¥ 'r Configuration

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

Function Description
Method View See “Working with Master Methods” on page 88.
Create method Opens the Create Master Method dialog box where you can

choose the process you want to use to begin your master method.

Open method Opens the Open Master Method dialog box where you can choose
a master method to open.

Thermo Scientific



4 Using the Method Development Mode

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

Function Description

Import Published

Method

Export SRM data Writes the selected reaction monitoring (SRM) table to the

following file:
...\Thermo\TraceFinder\1.1\Methods\methodname.xml

You can use the data in this file in the instrument method editor
when you open the TSQ 2.1 application. This command is
available only when you have selected the Enable Compound
Datastore option on the Compound Datastore page of the
Application Configuration view. See “Application Configuration”
on page 50.

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 200.

New instrument
method

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

If the instrument 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 207.

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 you
can begin a new sample list.

Thermo Scientific

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

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 an initial set of information 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 way your data and results are output
into reports.

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 number of confirming
ions or 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:
* 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 begin 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

Method Forge
Performs peak detection against a raw data file.

ethod Forge
I - Performs hbrary lookup if requested.

Import Xcalibur Procezzing Method
ihg ethod Imports a previously created processing method.
finding configured compounds and reference spectra.

Azzociate Raw Data File
Creates a blank master method and associates a
raw data file. allowing manual peak szelection.

Select Compounds from a compound datastore
Createsz a blank master method and dizplays the
configured compound dataztore. allowing
compound szelection.

compounds fram COS
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Creating a New Method with Method Forge

0
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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 a detailed description of all the Method Forge parameters, see “Method
Forge dialog box parameters” on page 96.

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 jions and
a reference mass spectrum for the compound.

Use the following 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 method
£ open method
] Import published method
& Export SEM data

Recent Files

The Create Master Method dialog box opens.

2. In the Create Master Method dialog box, select the Use Method Forge option and click
OK.

Method Forge
© Use Method Forge Performs peak detection against a raw data file.
3 Performs library lookup if requested.

The Method Forge dialog box opens. For a detailed description of all the features on the
Method Forge dialog box, see “Method Forge dialog box” on page 95.

Use the 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.
—Or—

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 188.

. 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.

. Do 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. Gotostep 8.

—Or

a. 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—

Do the following:

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 0.1pL; the maximum injection volume

allowed is 5000pL.
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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) Compound Hame
otal Progre LR LD 3 1.99 | Peaki@1.99 + c Full ms2 303_30&cid40___.
318 | Peak@3.18 + c Full ms2 315 30@cid40.00 [100....

AARARRRRARAR 1.39 | Peak(@1.39 + ¢ Full ms2 331 30@cid40.00 [100....
0.67 | Peak@0E7 + c Full ms2 363 30@cid40.00 [150....
s [
Cancel

Note The Method Forge process searches the NIST library and displays the identified

compound names instead of peak times.

When the acquisition completes, Method Forge performs peak detection, datastore
searching, and characteristic ion and reference spectrum identification. 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 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.

Edit compound dependent parameters

B2 1 tercury, chioroethyl- SAM Mare C2HECHg
: Compound Hame & Precurzor Mass = Froduct Mazsz +  LColigion Energy & RT [min) = Window [zec] B
9 tercury, chioroethyl- 331.30 27726 40.00 1.400 30.00
: Compound Mame & Precurzor Mass = Froduct Mazsz +  LColigion Energy &
: bercury, chloroethyl- 3.3 271.06 40.00
Mercury, chloroethyl- 331.3 295.07 40,00

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 use the Add to CDS command before you continue to the method.

10. 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 a detailed
description of all the features on the General page, see “General page” on page 111.
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From the Instrument Method list on the General page, select an instrument method.

12. From the Qualitative Peak Processing Template list, select a method template for

13.

14.

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 104.

To manually select compounds to create a new method

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

e —
] create method
5 Open method
] Import published method
@&l Export SRM data

Fecent Files

The Create Master Method dialog box opens.

. In the Create Master Method dialog box, select Use Method Forge and click OK.

Method Forge
© Use Methad Faorge Performs peak detection against a raw data file.
3 Performz library lookup if requested.

The Method Forge dialog box opens. For a detailed description of all the features on the
Method Forge dialog box, see “Importing an Xcalibur Master Method” on page 97.

In the Method Forge dialog box, do one of the following:
Select the Use the Default Template option.
_Or—

Select Select a Custom Template 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 188.
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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.
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.

level2 Peaks: 1 Peak spectrum

RT [min] = Compound Mame C 2 H 4 : _
_m B i NL: 51035136 BP: 186.09

122.00

Relative Intanaity
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LG sas4 q1am 1303 eepe P00 =
T t T pelstpeay t t t f sty t Pt
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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.

Select Pyrazing, 1.4-dioxide MAINLIB 151 740 51 410 MP: 1
compound NL: 999 8P 112.00
112.00
EJGD
g B
E [:1i
% 40
Ec" 42.00 [
20 <0.00 44.00 : 56.00 G200 2000 8500 96 .00 112.00
I\ : |Il||||I i||||I . : T : I - ; I| . : I- .
40 50 1] o i1 a0 100 110
miz

9. After you manually select your compound, click Create to create the master method.

All compounds found in the raw data file are used in your method. The TraceFinder
application displays the General page of the Master Method View. For a detailed
description of all the features on the General page, see “General page” on page 111.

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 104.

Figure 21. Method Forge dialog box

Method Forge - create master method from raw data file

drugx_01

Template Libraries
Diug Methad i © Acquire a new raw data file

Steroids Method 0

Inztiument method:

Path

Sample comment;
M arme the master method F

et Mew Method © Manual injection

Automatically create the master method
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Table 19. Method Forge dialog box parameters

Parameter

Description

Method template selection

Use the default

template

Creates a new method with the default template.

Select a custom
template

Lists all the available method templates.

For detailed instructions about creating a custom method template, see “Creating a Method
Template” on page 188.

Name the master
method

The name for the new master method.

Automatically create
the master method

When the acquisition completes, Method Forge performs peak detection, library searching,
and characteristic ion and reference spectrum identification. 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 to use to create the
master method.

Acquire a new raw data

file

Enables functions to acquire data to create a raw data file to use to create the master method.

Instrument
method

The saved method (.meth) file to use for acquiring the data.

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) Comment about the acquired sample or the data file.

Manual injection

Performs a manual acquisition.

Use autosampler

Performs an autosampled 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 Overwrites 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 you specified.

Cancel Closes the Method Forge and does not create a master method.
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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.

[ create method

£ Open methad

|J Import published method
&l Export SRM data

Recent Files

The Create Master Method dialog box opens.

2. In the Create Master Method dialog box, select Import Xcalibur Processing Method
and click OK.

Import Xcalibur Processing Method
Imports a previouszly created proceszing method,
finding configured compounds and reference spectra.

The Import an Xcalibur Method dialog box opens.
&% Import an Xcalibur, method |Z||E||z|
urmethod o impor: [ o
Raw data fle to associat=: [

n [import only): decimal plac ating a raw data file auto del

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.

4. (Optional) Click the browse button for the Raw Data File to Associate box, browse to the
raw data file, and open the file.

5. (Optional) Change the number of decimal places in the Mass Precision box.

You can set the mass precision decimal places to any integer between 0 and 5, inclusive.

Note When you associate a raw data file, the application read the mass precision from
the file and this parameter is unavailable.
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6. Click OK.

& Import an Xcalibur method

(TaM =l LR el (B C:Acaliburymethods'e<C_method. prnd
Raw data file t 2| C\xealiburhdatatLabForms Baw Fileshlevell.raw

E decimal pl

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.

Edit compound dependent parameters

X}

21 tercury, chlomethyl- SEM Mone C2HACHg
Compound Mame + Precursor Mass + Product M azs + Callizioh Energy 4 AT [min) & Window [zec] B
=" tercury, chlomethyl- 331.30 277.26 40.00 1.400 30,00
: Compound Mame 8 Precursor Mass + Product M azs + Callizioh Energy 4
; Mercury, chloroethyl- 331.3 271.06 40,00
bercury, chloroethyl- 3.3 295.07 40.00

7. (Optional) Select the compounds you want to add to the Compound Datastore and click
Add to CDS.

The selected compounds are added to the current compound datastore.

Note To add these compounds to the datastore, you must use the Add to CDS
command 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.

8. 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 a detailed description of
all the features on the General page, see “General page” on page 111.

9. From the Instrument Method list on the General page, select an instrument method.
10. 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 104.
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Associating a Raw Data File

Thermo Scientific

You can use the compounds in a previously acquired raw data file to create a new master
method.

Use the following 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.

¥ L}
(]

[} create method

& Open method

[ Import published method
&l Export SRM data

Recent files
The Create Master Method dialog box opens.

2. In the Create Master Method dialog box, select Associate a Raw Data File and click OK.

Azsociate Raw Data File
Creates a blank master method and asszociatez a
raw data file. allowing manual peak selection.

Associate a Raw data file
Faw data file to
Update target ion ratio values () (=)

Update scan fiters for all peaks €@ Mo @ Yes

Automatically set reference spectium = © Mo @ Yes ()

3. Click the browse button and locate a raw data file to associate with the method.
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4. To set a reference spectrum, do one of the following:

Click Yes.
—Or—
Click Yes, with Background Subtraction.

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 1006.

The TraceFinder application adds all compounds found in the raw data file to your
method and displays the General page of the Master Method View. For a detailed
description of all the features on the General page, see “General page” on page 111.

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.

If the compounds in the associated raw data file are not found in the Compound
Datastore, you cannot save the method. Follow the instructions “To add compounds to
the method” on page 100.

For a detailed description of how to modify a master method, see “Editing a Master
Method” on page 104.

To add compounds to the method

. Click the Compounds tab.

The Detection page is selected by default.
General [ Flags T Groups T Reports

|dentification Calibratian Calibration le

T o |

The Detection page shows an empty Compound list and displays the chromatographic
data for the compounds in the raw data file.

=
100 1.93
=
2 50
£
& 186 187 1487 189 200 201 .04
L B B B Sy S L L B B BN B B B B BN BN B L
1.80 1.85 2.00
RT{min}
RT: 1.934, 7933044.0 | C:A\Thermoh TraceFinder! 1. 1\RAMW Filesical_3.rawm

2. Select a filter from the Filter list.
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3. Click the peak in the chromatogram that represents the compound you want to add to
the method.

4. Right-click and choose Add This Peak as New Compound from the shortcut menu.

+ ¢ SIM ms [371.15-371 .E5, 380.15-380.65, 473.15-473.66, 479.15-479.E5, 438.15-438.65]

=
.E 100 1.93
E Add this peak a5 new quan peak
E 50 #dd this peak a5 new compaound
T
o 126 1.87 Reset scaling
LI L NNLE L IR BN B BN B N
1.80 1'95_ Show graphics side by side
RT{min
RT: 1,934, 7933044.0 | C:\Thermol TraceFindari 1, 11RaW Filesical_3.raw

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 quan peak, and the second and third largest ions as the confirming ions.

If the name of the first match is already in the library, the Add New Compound dialog

box opens.

Add new compound

Marne of r mpound:  EEGE Y Rl

Methylene Chlonde

ML: 95508 BP: 48,80
48 20
=100
£ 4301
E 0 39.40 82.91
"% A 50,40 63.95 8588
L i
& 3592
20 w34 | mgr o P
o ||||I|||.||||....I||...| |....ﬁ|.|.|lllnllll_..|.
LR | T T T 1 T T T T T T T 1
10 20 a0 40 50 &0 70 80 an
miz

Library results

M ethplene Chioride MAIMLIE

ML: 999 BP: 49,00

—
=
=]

=]
=]
1111

l

86,00

Relative Intenaity
& m
o o

5]
=]

#2.00

14.00 400 3100 3500

=]

10 20 30 40 50 =] T a0 an

| | Purazine, 1 4-dioxide MAIMLIE

ML: 894 BP: 112.00
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5. (Optional) In the Add New Compound dialog box, 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.

Select Pyrazine, 1.4-dioside MAINLIE RSl 740 Gl 410 MP: 1
compound NL: 989 BP: 112.00
100 1Z.00
z
T 80
% &0
W 40
'3 1
20 4?.|D|D 4400 52.DID Iﬁim 62.00 2000 gs5.00 96.|DD 113.00
Y I FY ¥ I . e . . =
AIO SID a0 ?IO EID QID 1 tljl] 1 ;I]
miz

b. In the Type of Compound to Add list, select a compound type.
c. Click OK.

6. Repeat this procedure for each compound you want to add to the method.

For a detailed description of all the features on the Detection page, see “Editing the
Compounds Page” on page 114.

For a detailed description of how to modify a master method, see “Editing a Master
Method” on page 104.

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 “Enabling a Compound Datastore” on page 67.

% To select compounds from the datastore
1. From the Method View task pane, click Create Method.
] Create method
£ Open methad
|] Import published method

&l Export SRM data

Recent Files

The Create Master Method dialog box opens.
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2. In the Create Master Method dialog box, select Select Compounds from CDS and click
OK.

Select Compounds from a compound datastore
. . .. | Createz a blank master method and dizplays the
O Select compounds from COS configured compound datastore. allowing
compound selection.

The Select Compounds to Add dialog box opens, listing all the compounds defined in the
compound datastore.

Select compounds to add

R, ST 2 M T T P2
. g g g

=

3. Select the check box for each of the compounds you want to add to the method.

= L B2 =

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

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 114.

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” on page 104.
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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 Flags 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 imported from TraceFinder version 1.0.1.

Use the following procedures:
* To open a saved master method

* To open a saved master method from the Recent Files list

< To open a saved master method

1. Click Method Development from the dashboard or the navigation pane.

The Method Development navigation pane opens.

2. In the Method View task pane, click Open Method, or choose
File > Open > Master Method from the main menu.

The Open Master Method dialog box opens.

Anabolic Steriods
Method_Standard

The Open Master Method dialog box displays all available methods. The list of

TraceFinder methods can include any method created with TraceFinder 1.0.1 or greater.
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3. Select a master method and click Open.

The General page for the selected method opens in the Method View. For a detailed
description of all the features on the General page, see “General page” on page 111.

When you open a TraceFinder 1.0.1 method, the TraceFinder application copies all
components of the selected method including its associated instrument method.

e If the TraceFinder 1.0.1 master method does not have an associated instrument
method, the Master Method View for the imported method indicates that you must
select an instrument method.

* Ifyou open a TraceFinder 1.0.1 master method that uses an instrument method
name already used in your Xcalibur\methods folder, you are prompted to overwrite
the instrument method or use the method with the same name already in your

methods folder.

% To open a saved master method from the Recent Files list

1. Click Method Development from the dashboard or the navigation pane.

h

The Method Development navigation pane opens.

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.

|
] Create methad
EF Open method
@ Export SRM data
Recent files
cal_test_1

cal_test
2. Click the method name in the Recent Files list.

The General page for the selected method opens in the Method View. For a detailed
description of all the features on the General page, see “General page” on page 111.
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Editing the General Page

The General page defines basic information about the master method. For a detailed
description of all the features on the General page, see “General page” on page 111.

Use the following procedures:

106 TraceFinder User Guide

To specify general information for a master method
To edit the instrument method parameters

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 pL) to be used for sample

injection.

Use either the up/down arrows to change the volume in increments/decrements of 1 pL
or 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 an 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 114.

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

Thermo Scientific



4 Using the Method Development Mode
Working with Master Methods

% To edit the instrument method parameters
1. From the Instrument Method list on the General page, select an instrument method.

For a detailed description of all the features on the General page, see “General page” on
page 111.

2. To edit the instrument method for this master method, click Edit.

The Thermo Xcalibur Instrument Setup dialog box opens. This example instrument
setup shows multiple configured instruments.

ntitled - Thermo Xcalibur Instrument Setup

File TRAZE Help

D|=(E| 8] x1?]

Oven |Hight SSLI Right Earrierl AL Zu:unesl Run Tablel

a0 —a 0

25
1]
[T 1T T 17 T 17 7T 17 T 7 T 17 T 17 T 7T T 7T T 7 T 7T T T T 1T T T T°7]
000 020 040 0OBOD 080 100 120 140 160 180 200 220 240 260 280 300
T50 Quantum — Famps 1~ Post Run Conditions —Owven
- Rate Temp.  Hold Time Temperature [*C]: I 1]
EI (*Cmin) [T [minutes) o I™ Enable Cryo
. Time [mir): I 1]
Initial: 40 1.00 .
I . Max Temp [FC):| 250
Preszure Left [pzil: I 05
Ramp1: | 100 [ 80 | 1.00 S
Prezzure Right [pzi): I 05 F'_rep Fun . —
T — iienuisition Time [min) ——— | Timeout fmin} [ 10.
& Oven Fun-Time: I
e .00 E quilibration
" Specific Time: I1U_UU Time [mir]: I 0.50

3. Edit the values on the instrument page for your instrument.

4. From the main menu on the Thermo Xcalibur Instrument Setup dialog box,
choose File > Save and then choose File > Exit.

The TraceFinder application returns you to the General page.
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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?

9 J Please choose how ko update the File instrument1 . meth,
-

L Send ko Xcalibur Method J [ et From Healibur Method ] [ Cancel ]

6. Choose one of the following options:

¢ 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.

* Cancel: Make no changes to the instrument method in the current master method.

< 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 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.

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 specified to subtract scans from both sides of the peak,
the application subtracts this number of scans from each side of the peak.

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: LGl CRa=E 4 W

MHumber of scans to subtract;

Stepoff value:

If you specified to subtract 3 scans before the peak 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.
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% To specify a chromatogram reference sample
1. In the Set Chromatogram Reference Sample list, select External.

2. Click Select.

The Open Chromatograph Reference Sample dialog box opens.
Open Chromatograph Reference Sample

=2l Project! cal std 5

=0 Subproject] level2
leneld

Note If you are creating a new method, you will not see any reference samples here.
You must first create and save a batch using this 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.

6. 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, it must have been processed with the current master
method.

7. 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.
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< To specify mass tolerance
1. Select the units of measure you want to use.

2. 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.
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Figure 22. General page
r"«.r'-l.as-fér 'f';'ilethul:l 'Q'-'iew - Iﬁéthud A
Calibration file last used:
Compounds Repartz.

e e Default Laboratory

I-

(U8 sz Name
Injection wolume:; 1005

lon range cale method:  RREGEE]

LT

R =t = et i A nabolic Steraids

Hualitative peak processing template:  EREEWH

Background subtraction range opticn: R
Mumber af scats to subtract:

Stepaff walue:

Set chromatogram reference zample

Set Reference zample:;

tass Tolerance: SN O MU @ PPM

Table 21. General page parameters (Sheet 1 of 3)

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 68.

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).
The TraceFinder application uses this assay type in the method template.
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Table 21. General page parameters (Sheet 2 of 3)

Parameter

Injection volume

Description
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 5000pL

Ton 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 114.

Instrument method

Instrument method used for acquiring 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.
e 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

Number of scans to
subtract

Valid values: Even numbered integers

Default: 0

Stepoff value

Offset from the selected peak to the first subtracted peak.

Set chromatogram
reference sample

Valid values: None, External
Default: None

Set Reference sample

This parameter is enabled only when Set Chromatogram Reference Sample is set to
External. Click the Select button to choose a reference sample from the project folders.
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Table 21. General page parameters (Sheet 3 of 3)

Parameter Description

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 Notes you add about the method.
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Editing the Compounds Page

114
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Use the Compounds page to set all parameters for the identification, detection, and

quantification for the target compound list.

From the Compounds page of the Master Method View, you can access the following pages:

Acquisition List
Identification
Detection
Calibration
Calibration Levels
QC Levels

Real Time Viewer

Using the Shortcut Menu Commands

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 a detailed description of all the
features on the Acquisition List page, see “Acquisition List page” on page 116.

The Acquisition List page is displayed only when you select the Enable Compound Datastore

option on the Compound Datastore page in the Application Configuration view. For a

detailed description of all the features on the Application Configuration view., see

“Application Configuration” on page 56.

Use the following procedures:

To filter the compound list
To delete a compound from the list

To add a compound to the list

To filter the compound list

. To display a filtered list of compounds, click the funnel icon, ? , 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.

. 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
Ciriteria.”
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To delete a compound from the list

. Select the compound to remove from the list.

. Click the Remove Compound icon, | e or right-click and choose Remove

Compound from the shortcut menu.

A confirmation dialog box opens, listing the compound to be removed.

. 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

K&, 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
| Commniene 75 Coroay T _nin 75 Clenclfomi 7
o |

b

. Select the check box for each of the compounds you want to add to the method.

. 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

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.

Click Apply.

The TraceFinder application adds the compounds to the Acquisition List and
Compounds pages of the Master Method View.
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Figure 23. Acquisition List page
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Table 23. Acquisition List page parameters (Sheet 1 of 3)

Parameter Description

Function Icons

Opens the Select Compounds to Add dialog box that lists all the compounds defined in the
compound datastore.

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 parameter

Compound Name Alphanumeric name assigned to the compound.
Experiment Type Experiment type: SRM, XIC, or SIM.
Category (Optional) Alphanumeric identifier.

Ionization (Optional) Alphanumeric identifier.

Valid values: ESI, APCI, EI, CI, APPI

Chemical Formula (Optional) Alphanumeric chemical identifier.

Quan 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 quan ion. The location of the center of a target quan-ion
peak in mass-to-charge ratio (72/2) units.
Available only for SRM experiments.
Range: 10.000 to 2999.999
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Table 23. Acquisition List page parameters (Sheet 2 of 3)

Parameter

Mass

Description

The mass-to-charge ratio of the quan 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.
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 quan 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
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Table 23. Acquisition List page parameters (Sheet 3 of 3)

Parameter Description

Mass The mass-to-charge ratio of the quan 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.

% To filter the displayed compounds

From the Show list, select the type of compounds you want to display in the compounds
list.

Shiow:

[uan compounds

[Juan compounds
Target compounds
Internal Standards

Surrogates
Compound type Description
Quan compounds Displays only quan compounds, such as target

compounds, internal standards, and surrogates.

Target compounds Displays only target compounds.
Internal Standards Displays only internal standard compounds.
Surrogates Displays only surrogate compounds.

Figure 24. Identification page

General Dmpound [ Flags L Eroups L Reports
Acquigition Lizt Calibration Calibration levels [AC levels
RT Compound Compound type Active | CAS Mo | Use az RT Reference | Reference compound
1 |4.38  |1,3DickHlorobenzens | Target Compound ]
2 445 |1.4-Dichlorobenzene... | Intemal Standard

Table 24. Identification 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.

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 compounds that have been identified. To customize the compound names, click the
cell and type a new name. To display a filtered list of compounds, use the Show list.
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Table 24. Identification page parameters (Sheet 2 of 2)

Parameter

Compound type

Description
Compound types are Quan Compound, Target Compound, Internal Standard, and

Surrogate.

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 to the Batch View and
Data Review view in the Data Review 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

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.
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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
* Signal
* Detect
* Spectrum
* Ratios

On the Detection page (see “Detection page” on page 129), 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 quantification peak, mass range, or
confirming ion. The TraceFinder application automatically uses the first match it finds as the
compound name, the base peak of the mass spectrum as the quan peak, and the second and
third largest ions as the confirming ions.

Use the following procedures:
* To filter the displayed compounds
* To add compounds to the method
* To change the compound reference spectrum
* To replace a quan mass
* To add a mass to the existing quan mass ranges
* To add a quan peak
* To add a mass as a new compound
* To replace a confirming ion
* To add a mass as a new confirming ion

¢ To save the new method
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% Tofilter the displayed compounds

From the Show list, select the type of compounds you want to display in the compounds
list.

Guan compounds

Huan compounds
Target compounds
|nternal Standards

Surrogates
Compound Type Description
Quan compounds Displays all quan compounds, such as target compounds,
internal standards, and surrogates.
Target compounds Displays only target compounds.
Internal Standards Displays only internal standard compounds.
Surrogates Displays only surrogate compounds.

% 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.
Associate a Raw data file
R aw data file b
Update target ion ratio values €@ Mo @ Yes

Update scan filters for all peaks  © Mo @ Yes

& tomatically et reference spectium = © Mo @ Yes ()

2. Browse to a raw data file to associate with the method and open the file.

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 106.
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6. Click OK.

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 you want to

add to the method.
9. Right-click and choose Add This Peak as New Compound from the shortcut menu.

Ii ﬂ + ¢ Full rag [35.00-500.00] w
9.59
2100
c
E Add this peak as new quan peak
% 0 Add this peak as new compound
a 04
T L 3| Resetscaling
' Ig_lgs,l oo Ig_:;gl L Show graphics side by side
R
RT:9.594, 112 1.0 | T\ Thermol TraceFinder) 1. 1\RAW Filestlevell raw

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 quan peak, and the second and third largest ions as the confirming ions.

If the name of the first match is already in the library, the Add New Compound dialog
box opens.
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Figure 25. Add New Compound dialog box
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10. (Optional) In the Add New Compound dialog box, do the following:

a. (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 ™ Furazine, 1 4-diowide MAINLIE RSl 740 51 410 MP: 1
compound NL: 999 BP: 112.00
100 12.00
2 45
g 0.
T 40
a
= !
i ‘mﬂj 44.00 SMID 56.00 f2.00 8000 35 60 95-|°” 113.00
o] HH el : : | s ; i =
40 50 &0 7o 80 a0 100 o
miz

b. In the Type of Compound to Add list, select a compound type.
c. Click OK.

11. Repeat this procedure for each compound you want to add to the method.

124 TraceFinder User Guide Thermo Scientific



Thermo Scientific

4 Using the Method Development Mode
Working with Master Methods

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 quan
peak pane with this spectrum.

To replace a quan mass

. Click the pane for the quan 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: 48403658 BP: 185.10

=
=3

Relative Intensity

229497 6783 25502

150 200 250 e ili]

6094, 45409856

. Right-click and choose Set This Mass as Quan Mass 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 ions. See
“Ratios” on page 149.

To add a mass to the existing quan 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 Mass to Existing Quan Mass 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 quan 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 ions. See “Ratios” on page 149.
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To add a quan peak

1. In the raw dara file spectrum pane, hold the cursor over a peak.

The red box indicates the selected peak.

. Right-click and choose Add This Mass as New Quan Peak from the shortcut menu.

The application adds a new quan peak to the compound.
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You can use the shortcut menu on the spectrum pane for this new quan peak to perform
any of the tasks you could perform on the original quan peak.

To add a mass as a new compound

. 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 Mass 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 quan peak, and the second and third largest ions as the confirming ions.

If the name of the first match is already in the library, the Add New Compound dialog
box opens with the matching compound selected.
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Cancel

3. (Optional) In the Add New Compound dialog box, make any of the following changes:

Change the name for the compound in the Name of New Compound box.

a.
b. Use a compound other than the compound chosen by the TraceFinder application b
p p y pp y
scrolling to the spectrum for that compound and selecting the compound name in
the title bar of the spectrum pane.
Selected & FPyrazing, 1.4-diowide MAINLIB iSl: 740 51 410 MP: 1
Compound ML: 989 BP: 112.00
112.00
E.'IQD
g 80
g &0
I 40
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[l . |Il||||4lil:|D H ||=I_I ISS-DDI . I 8=5_.I]D ; I| T : I-;I
40 50 &0 o 80 a0 100 110
miz
c. In the Type of Compound to Add list, select a compound type.
4. Click OK.
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% Toreplace a confirming ion
1. Click the pane for the confirming ion that you want to replace.
2. In the raw data file spectrum pane, hold the cursor over a peak.
The red box indicates the selected peak.
3. Right-click and choose Set this Mass as Confirming Ion from the shortcut menu.

The TraceFinder application replaces the confirming ion with the selected mass.

< To add a mass as a new confirming ion

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 Mass as New Confirming Ion from the shortcut menu.

The TraceFinder application adds the confirming ion to the quan peak.

HuanPeak2

Quan peak Confirming peak 1 Confirming peak 2

miz 169,04 miz 148,98 miz192,04

You can use the shortcut menu on the spectrum pane for this new confirming ion to
perform any of the tasks you could perform on the original confirming ions.

% To save the new method
1. Choose File > Save.
The Save Master Method dialog box opens.
2. 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 data in the following folder:

...\Thermo\TraceFinder\1.1\Methods
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Figure 27. Detection page
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Table 25. Detection page parameters

Parameter

Compound list

Description

Lists all compounds in the master method.

Quan peak Displays a chromatogram for the quan peak and its confirming ions. The quan peak and
confirming ion panes include additional pages for retention time, signal, detection,
spectrum, and ratio parameters.

Filter Displays the filter used for the raw data file.

Reference Displays a reference chromatogram and spectra for the raw data file.

chromatogram and
spectra

Additional pages

Times Defines the retention time and window for a quan peak.
See “Times” on page 131.
Signal Defines the detector and its parameters used to display each chromatogram trace. See
“Signal” on page 132.
Detect Defines the peak detection algorithm and its options.
See “Detect” on page 135.
Spectrum Defines a reference mass spectrum for a quan peak or compound. See “Spectrum” on
page 144.
Ratios Defines the criteria for evaluating, confirming, or qualifying ions. See “Ratios” on page 149.
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Times

Use the Times page to define the retention time and window for a quan peak.

Figure 28. Times page
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Table 26. Times page parameters
Parameter Description

Expected RT (min) Expected retention time. The time after injection when the
compound elutes. The total time that the compound is retained
on the column.

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

View width (min) Viewable size 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.
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Signal

Use the Signal page to define the detector and its parameters as you display each

chromatogram trace. For a detailed description of all the features on the Signal page, see
“Signal page parameters” on page 133.

K2
0‘0

1.

To specify ranges of ions for detection and integration
In the Ranges area, click Edit.

The Edit Mass Ranges dialog box opens where you can enter rows using a center of mass
or a range.

Figure 29. Edit Mass Ranges dialog box

Edit mass ranges

Start miz: m End m/z: Add

R anges

380,40

. Enter a value in the Center Mass box and click Add.

The application adds a row with this value to the ranges grid. Center mass values are listed
in the Start 7/z column. The application uses a range of one amu centered on this value.

. 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.

. 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.

. Click Apply.

When you are editing a master method, the application applies the entries to the list of
ranges.
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Figure 30. Signal page
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Table 27. Signal page parameters (Sheet 1 of 2)

Parameter Description

Detector MS: Mass spectrometers.
Analog: Supplemental detectors (for example, FID, ECD).
AD 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.

Filter 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.

Trace Represents a specific range of the data. In conjunction with the filter, the TraceFinder application
uses the trace to identify the characteristic ions for a compound. The options are: Mass Range, TIC,
or Base Peak.
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Table 27. Signal page parameters (Sheet 2 of 2)

Parameter Description
Ranges
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 132.

Start m/z  Specifies ranges of ions for detection and integration. The application sums the multiple ions
End m/z  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.

134 TraceFinder User Guide Thermo Scientific



Thermo Scientific

4 Using the Method Development Mode
Working with Master Methods

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.

For a detailed description of all the features on the Detect page for Genesis sensitivity,

see “Detect page parameters for Genesis” on page 137.

For a detailed description of all the features on the Detect page for ICIS sensitivity,
see “Detect page parameters for ICIS” on page 140.

For a detailed description of all the features on the Detect page for Avalon sensitivity,

see “Detect page parameters for Avalon” on page 142.

To apply current peak detection settings to all peaks

. Edit the parameters for either the Quan peak or a Confirming peak.

. Right-click the Detect page and choose Apply to All Peaks in Method from the shortcut

menu.

The application updates all compounds in the method with the current settings on the
Detect page. These updates apply to both quan and confirming ions.

To apply current peak detection settings to all peaks that use the same detection
mode

. Edit the parameters for either the Quan peak or a Confirming peak.

. Right-click the Detect page and choose Apply to All Peaks with Like Sensitivity Setting

from the shortcut menu.

The application uses the current settings on the Detect page to update all compounds in
the method that use the same sensitivity mode (Genesis, ICIS, or Avalon). These updates
apply to both quan and confirming ions that use the same sensitivity mode.
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Figure 31. Detect page for Genesis
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Table 28. Detect page parameters for Genesis (Sheet 1 of 2)

Parameter

Sensitivity

Description

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.
Range: Any odd integer from 1 through 15 points
Default: 1

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 detection

Uses the valley detection approximation method to detect unresolved peaks. 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.

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
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%
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Table 28. Detect page parameters for Genesis (Sheet 2 of 2)

Parameter

Tailing factor

Description

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

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.

Range: 1.0 to 100.0
Default: 2.0

# 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.
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Figure 32. Detect page for ICIS
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Table 29. Detect page parameters for ICIS (Sheet 1 of 2)

Parameter

Sensitivity

Description

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.

Range: Any odd integer from 1 through 15 points
Default: 1

Area noise factor

The noise level multiplier used to determine the peak edge after the location of the possible

peak.

Range: 1 through 500
Default: 5

Peak noise factor

The noise level multiplier used to determine the potential peak signal threshold.

Range: 1 through 1000
Default: 10

Baseline window

The TraceFinder application looks for a local minima over this number of scans.

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
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Table 29. Detect page parameters for ICIS (Sheet 2 of 2)

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

Noise method

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.

Range: 0 to 100 scans
Default: 3

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.

Range: 1 to 500 scans
Default: 10

Area tail extension

The number of scans past the peak endpoint to use in averaging the intensity.

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.

Thermo Scientific
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Figure 33. Detect page for Avalon
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Table 30. Detect page parameters for Avalon (Sheet 1 of 2)

Parameter

Sensitivity

Description

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

prior to peak detection and integration.

Range: Any odd integer from 1 through 15 points
Default: 1

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 80.
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Spectrum
Use the Spectrum page to store a reference mass spectrum for a quan peak or compound.

For a detailed description of all the shortcut menu commands on the Spectrum page, see
“Spectrum shortcut menu functions” on page 148.

Use the following procedures:
* To update confirming jon ratios
* To change the quantitation mass used for a quan peak
* To add ions together to get an accumulated signal
* To add a quan 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 quan 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 quan 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 7/z 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 quan peak and a quan peak with an updated quan
mass.
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Figure 34. Original quan peak mass example
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Original quan peak mass

Sef this mass as quan mass

I Add this mass ko existing quan |

Don't update ion ratios

|Update ion ratios using this reference spectrum

The TraceFinder application replaces the original quan mass with the selected mass.

Quan peak

Figure 35. Updated quan peak mass example
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< To add ions together to get an accumulated signal
1. Hold the cursor over the m/z value for an ion in the Spectrum pane.

A red box around the ion’s 7/z value indicates that the ion is selected.

2. 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 quan peak signal.

% To add a quan peak to an existing compound
1. Click the peak in the Quan Peak 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.

Relative Intensity

3. Right-click and choose Set This Mass as New Quan Peak from the shortcut menu.

The TraceFinder application adds this ion as a new quan peak.
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To add one or more confirming ions to an existing compound

. Click the peak in the 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 m/z value indicates that the ion is selected.

menu.

. Right-click and choose to Add This Mass as New Confirming Ion from the shortcut

The TraceFinder application adds the selected mass as a confirming peak for this quan
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To zoom in on the chromatogram or spectrum displays

. Drag the cursor to delineate a rectangle.

The display zooms in on the specified rectangle.

menu.

. To return to the original display, right-click and choose Reset Scaling from the shortcut
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Figure 36. Spectrum page
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Table 31. Spectrum shortcut menu functions

Functions Description

Update confirming ion ~ Updates the confirming ion ratios using the selected peak.
ratios with this spectrum

Set this mass as quan Adds the quan mass of the selected ion to the quantitation mass used for the quan peak.

mass You can choose to update the ion ratios or not update the ion ratios using this reference
spectrum.

Add this mass to Adds the selected mass to your existing quan mass range. You can choose to update the ion

existing quan mass range ratios to adjust the confirming ion comparisons to the new summed quan peak signal.

Set this mass as new Adds a new quan peak to an existing compound.
quan peak
Add this mass as new Adds one or more confirming ions to an existing compound.

confirming ion

Reset scaling Returns the chromatogram or spectrum display to its original size.
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Ratios

Use the Ratios page 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 a detailed description of all the features on the Ratios page, see “Ratios page parameters”
on page 150.

< 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 MRatios
Enable

* The target ratio is expected to be 61.02% and the window is Absolute 20%, so the
acceptable window for this confirming ion is 41.02 to 81.02%.

* If, instead, 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 is 48.82 to 73.22%.
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Figure 37. 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.
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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.

Figure 38. Calibration page

Flags T Groups
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Compound Compound type alt;:dard E:spunse E;::E Origin | “Weighting  Unitz | ISTD  Amou
Propane, 1-chl... | Taret Compound | Internal Area Lingar |lgnore | Equal
2 |E00E. | Acetamiprid Target Compound | Internal Area Lingar |lgnore | Equal
3 |Fe2 T-hethyldodec... | Tarmet Compound | Internal Area Lingar |lgnore | Equal
4 | 5.5958 | Alidochlor Target Compound | Internal Area Lingar |lgnore | Equal
5 9759 | Acephate Target Compound | Internal Area Lingar |lgnore | Equal
6 (1240 Carbon dioside | Taroet Compound | Internal Area Lingar |lgnore | Equal
Table 33. 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.

Compound type Displays the compound type as an internal standard, an external standard, or a target
compound.

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 if the standard type is set
to Internal. If you set the standard type to External, this field is inactive.

Amount The amount of the internal standard for ISTD compounds.

Thermo Scientific
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Calibration Levels

On the Calibration levels page 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.

< To specify calibration levels and concentrations

1. Select the compound whose calibration levels and concentrations you want to define.

RT Compound

k B G.00... | Acetamipnd

2 7B | 1-Methwldodecylamine

2. In the Manage Calibration Levels area, type a value for the first calibration level.

The TraceFinder application adds a new, empty calibration level row beneath the edited
row.

Lewvel
F 1 call

Lewvel
1 |call
2 cal2
3 |cald

When you finish adding calibration levels, you can specify the concentrations for each
level for each compound.

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.

Acquizition Lizgt Identification Calibratiar
RT Compound call cal2 cald cald
1 E00 | Acetamiprid 1d

2 |75 | 1-Methwldodecylamine

5. Repeat Step 4 for all calibration levels associated with the first compound.

6. To specify the same concentration values for all compounds, select the value you want to
copy, right-click, and choose Copy Down from the shortcut menu.
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Figure 39. Calibration Levels page
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32089 Alidochlor 10.000 25.000 50.000 FR.000
4 |975 | Acephate 10.000 25,000 50,000 75,000
5 | 1240 | Carbon diokide 10.000 25,000 50.000 75,000
bl i e
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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 Defines values for each of the calibration level values for the selected compound.
levels
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QC Levels

Use the 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 a detailed description of all the features on the QC Levels page, see
“QC levels page parameters” on page 155.

% To specify QC levels and concentrations

1. Select the compound whose QC levels, percentage test values, and concentrations you
want to define.

RT Compound

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.

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.

Lewvel % Test

1 act 500

4. Continue adding QC levels and values for the percentage test.

Level % Test
1 oct 5,00
> |acz 5.00

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.
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6. Repeat Step 5 for all QC levels associated with the first compound.

Acquizition List | dentificatian Calibratian Calibration lewels AcC levels
RT Compound GCT G2 GC3
1 | EOOEDODEDD. . | Acetamiprid 10.000 15.000 2h.000

7.B2

Figure 40. QC Levels page

1-k ethwldodecylamine

7. To specify the same concentration values for all compounds, select the value you want to
copy, right-click, and choose Copy Down from the shortcut menu.

General Compounds Gioups | Repoits
Acquizition List |dentification Calibration Calibration |E'|-'_ - _ﬁﬁgﬁ_
RT | Compound | QC1 Qcz LC3 |
1 |BO0EO0EDD. | Acetamipnd 10.000 15.000 . 25.000
2 |7EZ 1-Methyldodecylamine 10.000 15.000 25.000
3 1853859 Allidochlor 10.000 15.000 25.000
;1 975875575 | Acephate 10.000 15.000 25.000
vvw
Lewel % Test

1 uc 5.00

2 OE2 5.00

3 Qea h.00

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.

QcC 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.
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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 246.

Figure 41. 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 quan peaks in the compounds list. Quan peaks are indicated with a check in
Only the Quan Peak column.
Show Quan Peaks only
Displayable Traces
Compound Mame
2 E-Methyl-3.5-heptadiens-2-0... | 315.30-:279.22
Displayable Traces
Quan Peak Checks indicate quan peak traces. Unchecked traces indicate confirming ions.

Compound Name

Names of all compounds in the method.

Trace Lists the simple mass or precursor mass for all traces—both quan peak and confirming
ion—for each compound.
X Moves the selected trace to the Traces to Display in Real Time Viewer pane.
. Moves the selected trace to the Displayable Traces pane.
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Table 36. Real Time Viewer page parameters (Sheet 2 of 2)

Parameter

Description

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.

Thermo Scientific

Using the Shortcut Menu Commands

Each page on the Compounds page (except the Acquisition List page) 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.

Display retention kime calumn

Delete compound From method

Copy
Copy With Headers
Paste

Unda Lask Paste

Expart ko C3Y file

Table 37. Compounds page shortcut menu (Sheet 1 of 2)
Command Description

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. 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.
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Table 37. Compounds page shortcut menu (Sheet 2 of 2)
Command Description

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, but you
can paste this copied data into other areas of the TraceFinder
application.

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.

For example:
Sample lype
M atrix Blank.
Cal Std

Chk Std Sample type
—»  Unknown/TIC

Unknown,/TIC

ko TIC

rnknowndTIC

Copy With Headers Paste into Excel spreadsheet

from TraceFinder

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.

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.
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Use the Flags page to set limits and ranges so the TraceFinder application can review the data

and results as an aid to final approval.

From the Flags page of the Master Method View, you can access these additional pages:

Limits

Calibration

Chk Std

Matrix Blank

Solvent Blank

ISTD

Surrogate

Lab Control (Environmental and Food Safety)
Method Val (Environmental and Food Safety)

Matrix Spike (Environmental and Food Safety)
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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.

Figure 42. Limits page

Eeneral Compoundz Reports
Limits Calibration Chk, Std b atrix Blank: :hit Blank [STD Surmogate |
LoD LoQ LOR ULoL
RT Compound [Detection | [Quantitation | [Reporting | [Linearity :i:rﬁirtry ot
lirmit] lirmit] lirmit] lirmit]
062 | Hydrochlorothiazide 0.000 0.000 0.000 el D=0
2 1.39 | 3.5-Dibromapyriding 0.000 0.0a0 0.000 el el
3 198 | 2E-Dichloronitrosobe. . 0.000 0.000 0.000 Del Ol
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.
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LOD (Detection limit)

Limit of detection. The lowest amount that can be detected.

Usually derived from a method detection limit (mdl) study.

LOQ (Quantitation Limit of quantitation. The lowest amount that can be confidently

limit) and accurately quantitated. This is usually the lowest calibration
amount.

LOR (Reporting limit) = 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)

amount.

Upper limit of linearity. This is usually the highest calibrator

TraceFinder User Guide

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 43. Calibration page

General T Compounds e Reports
Ul‘llﬂ'-* Calibration Chik Matrix Blank Solvent Blank ISTD Surrogate
RT Compound F2 threshold | Max BSD (%] MinRF bl & Ak CHEF []
1 0.58 | Hydrachlorathiazide (0.3300 20.00 0.000 20.00
2 1.29 | 3.5-Dibromopyridine 09300 20.00 0.000 20.00
3 |92 | 2E-Dichloronitrazobe... 0.3300 20.00 0.000 20.00

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 44. Chk Std page

General L Compaovinds Groups L Reparts
Lirnitz Calibration Chk Std Matrix Elank.
RT Compound bax RF Dff [%] ki RF
1 0652 |Hydrochlorothiazide 20.00 0.000
2 135 3.5-Dibromopyridine 20.00 0.000
3 1895 | 2B-Dichloronitrozobenzens 20.00 0.000

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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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.

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:

None
Concentration
% of LOD

% of LOQ

% of LOR

2. In the Percentage column, type a percentage value.

% To specify the maximum concentration as an absolute value

1. From the Method column list, select Concentration.

2. In the Max Conc column, type an absolute value.

< To specify no maximum concentration

From the Method column list, select None.

Figure 45. Matrix Blank page

General L Compounds Groups T Feports _
: Chik Std Matrix Blank Solvert Blank
Compaound Method Percentage tax Cone
1 (.65 Hydrochlorathiazide Concentration % | 0.000
2 | 29 | 35-Dibrormopyridine Concentration | 0.000
3 .95 2 B-Dichloronitrozobenzens Concentration  w | 0.000

Table 41. 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.
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Table 41. Matrix Blank page parameters (Sheet 2 of 2)

Parameter Description

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.

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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Solvent Blank

Use the Solvent Blank page to view or edit QC values for solvent reporting. The evaluation is
made 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 46. Solvent Blank page

i General \f Campounds -im Groups L Reparts

Chi 5td I atrix Blank Solvent Blank

Compaound M ethod IIpper Limnit

Hydrochlorothiazide MHone
3.5-Dibromopyridine Alllon BT

2 B-Dichloronitrosobenzene Quan lon AT »

Table 42. 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 quan ion only

(Quan Ion RT) or a summed response for the quan 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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ISTD

Use the ISTD page to review the response and retention time of internal standards (if

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 you have not identified

any compounds as internal standards, this page does not show any values.

Figure 47. ISTD page

General
Lirnits Calibration

RT

Compaound

Compounds

Feports

b atri= Elank Solvent Blank,

Min recoverny (2] Max recovery [%] | Min BT [-min] | kMax BT [+min]

1 445 |1.4-Dichlorobenzene-dd 50.00 150.00 0.25 0.25

2 5595 |Maphthalene-dd

50.00 150.00 0.25 0.25

Table 43. ISTD page parameters

Parameter

RT

Description

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 (%)

Max recovery (%)

The minimum and maximum percent recoveries for the internal
standards to define an 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)

Max RT (+min)

The minimum and maximum drift (in minutes) for the internal
standards to define an 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.
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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 48. Surrogate page

M atris Blank.

" Gengral L Compounds -im Groups L Reparts

Salvent Blank ISTD Sumogate -

| RT Compound Theo Conc | Min recovery [%] b an recoven [E]
1 595 | BH-PuinE-one, 1.7-dihydio- 0.000 0.0 0.00
2 59 Inosine 0.000 0.00 0.00
b 3 1246 | Carbon diovide 0.000 0.00 | .00

Table 44. Surrogate page parameters

Parameter
RT

Description

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 each compound that represent the expected theoretical
concentration of that compound in the sample.

Min recovery (%)

Max recovery (%)

A range of the allowable minimum recovery percentage and the
maximum recovery percentage that the application can determine
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.

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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TraceFinder User Guide 167



4 using the Method Development Mode
Working with Master Methods

Lab Control (Environmental and Food Safety)

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 49. Lab Control page

Groups

L Compounds

General

Lirnitz Calibratian Chk Std M eth tYal
- AT Compaound Thea Conc | Min recoveny (3] b & recoveny [%] tax RPD
b 1 SHER S Pentachloroethane 0.000 0.00 Q.00 Q.00
2 4328 | 1.3-Dichlorabenzens 0.000 0.0o Q.00 Q.00

Table 45. Lab Control page parameters
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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 each lab control compound that represent the expected

theoretical concentration of that compound in the sample.

Min recovery (%)

Max recovery (%)

A range of the allowable minimum recovery percentage and the
maximum recovery percentage that the application can determine by
comparing the observed calculated concentration 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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Method Val (Environmental and Food Safety)

Use the Method 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 4 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 50. Method Val page

T Compoundz Groupz Reports

General

vent Blank, Surrogate Lab Contral Method¥al

Compound Max BSD %]
25 Cyclohesadien-one, 4-.. | 0.000 0.00| 0.00| 0.00

Theno Conc Min recoven 7] I ax recoven (%)

Table 46. Method Val page parameters

Parameter Description

RT Retention time for the compound.

Compound The compound name.

Theo Conc Values for each compound that represent the expected theoretical
concentration of that compound in the sample.

Min recovery (%) A range of the allowable minimum recovery percentage and the

Max recovery (%) maximum recovery percentage that the application can determine

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.

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 (Environmental and Food Safety)

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.

Note 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 51. Matrix Spike page

General Compaunds ' Groups Reports _
| Solvent Blank Surrogate E
RT Compound Theo Conc Min recovery (%] tax recovery (%) tdax RPD
1 Pentachloroethane 0.000 0.oo 0.oo Q.00
2 1.3Dichlorobenzene 0.000 0.oo 0.oo 0.00

Table 47. 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 each matrix spike compound 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 percentage that can be determined b
Max recovery (%) i yP 8 o v
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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Editing the Groups Page

Thermo Scientific

Use the Groups page of the Master Method View to organize compounds into functional or
logical groups. You can use these groups for creating a subset of target compounds. For a
detailed description of all the features on the Groups page, see “Groups page parameters” on
page 172.

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 you want to view.

[uan compounds
Luan compounds
Target compounds
Internal Standardz
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.

[uan Group
=

Ernpky group
Fename 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.

[uan Group
= Target Group

=
o m&lach Rermove From group
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Figure 52. Groups page

Calibration file lazt g = IV [ uan compoLnds "

General Compoudz Flags Reports

Compoundz Groups

Acetamiprid EI@ [Auan Group
BHC*, epszilon “e 0 Acephate
Allidochlar L O Allidochlar
Acephate [—]@ Surmagate Group

BHCY, beta O Bioresmethrin
BHC:, delts = 157D Graup
Acetachlar “e D Acetamiprid
Ametryne L0 Bifenow
Anthraguinone EI@ Target Group
Ararmite-1 e D Acrinathirin
Aclanifen O Aclanifen
Acrinathrin

Add Group

Table 48. 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

Use the Reports page to specify how you want to save or print your reports. For a detailed
description of the features on the Reports page, see “Reports page parameters” on page 176.

For the Quantitation Report type, you can modify quan report, user interface, quan flag, and
surrogate correction options in the Report Options pane.

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 standard report types and output formats
1. Click the Reports tab.
The Reports page displays the following columns for all configured reports:
* The Example icon that opens an example PDF of the report type
* Report Name, Report Description, and Report Type
* Options to create a hardcopy, PDF file, or XML file for standard report types

* Options to create a hardcopy or Excel Macro-Enabled Workbook file for custom
report types

* Options to create a hardcopy or PDF file for target screening report types

* The Batch Level option that indicates which reports are batch-level reports

General Compounds. | Flags T Gioups h = _—

Example Repart Mame Report Description Report Type Frint Create PDF | Create %ML | Create xL5M Batch Level
' |} |Batoh Report ' Batch Feport | Standard . [l . [l . |:| . m .
& ] . Target S;::reening Sumrnary Target Screening Surrmary . .TargetScreening . 1 . Fl . 1] . ] . 1]
3 ; | Aemate EatchReport Falieriate EatchRepart Fehistor . ] . M . 5] . E] .

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 58.
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2. To edit the Report Description, double-click the name and type your new name.

The TraceFinder application uses this name for all reports that use this master method.
You cannot edit the Report Description from other report views.

. To specify the type of report output to create for each report type, select the check box in

the appropriate column.

. To duplicate the output type for all reports, click the cell to select it, then right-click and

choose Copy Down from the shortcut menu.

Print Create PDF | Create ML | Create $LSM
O O r

O O Capy Dawn

O O O] I~

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.
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Figure 53. Reports page

oo - m N e W R

L o O o B O i B L e o o T o o I o O o o e T T e T e e L ST I S §
[n I BT I R A T e I ¥ B v I ! AN = 5 Y ) IR U % B N6 A o R ¢ B ISV R = (I & 3 I U ' B S T S e |

Example

Report Hame
Batch Report
Batch Report Rew 1
Blank Report

Calibration Report
Check Standard Report
Chromatogram Report

Compound Calibration Report

Compound Calibration Report - Alkemate

Confirmation Report

Confirmation Report 2

High Denzity Calibration Report

High Denzity Intemal Standard B eport

High Denzity Intemal Standard Beport Long

High Denzity Sample Report 1

High Denzity Sample Report 1 Long
High Denzity Sample Report 2

High Denzity Sample Report 2 Long
High Denzity Sample Report 3

High Denzity Sample Report 3 Long
Internal Standard Summary Report
lon Ratio Failure Report

tanual Integration Report

tethod B eport

Quantitation Repart

Quantitation Repart - 2

Solvent Blank Beport

Surogate Recovery Report

TIC Report

TIC Summary Report

Target Screening Long Report
Target Screening Summary Report
Al CalibrationR eport

Alternate BatchReport

Alternate CalibrationR eport
Alternate ConfirmationR eport

Alternate b atrizS pikeR eport

Thermo Scientific

Report Description Report Type
Batch Report Standard
Batch Report Rew 1 Standard
Blank Report Standard
Calibration B eport Standard
Check Standard Report Standard
Chromatogram Report Standard
Compound Calibration Re... | Standard
Compound Calibration Re... | Standard
Confirmation Feport Standard
Confirmation Report 2 Standard
High Denzity Calibration R... | Standard
High Denzity Internal Stan... | Standard
High Denzity Internal Stan... | Standard
High Denzity Sample Rep... | Standard
High Denzity Sample Rep... | Standard
High Denzity Sample Rep... | Standard
High Denzity Sample Rep... | Standard
High Denzity Sample Rep... | Standard
High Denzity Sample Rep... | Standard
Internal Standard Surmar... | Standard
lon Ratio Failure Report Standard
Manual Integration Report | Standard
Method Report Standard
Quantitation Report Standard
Quantitation Report - 2 Standard
Solvent Blank Report Standard

Sunogate Recovery Report | Standard
TIC Report Standard
TIC Summary Report Standard
Target Screening Long R

Target Screening Summar... | TargetScreening

AlCalibrationReport Cugtom
Alternate BatchReport Cugtom
Alternate CalibrationReport | Cusztom

Alternate ConfirmationRep... | Custom

Alternate b atrixS pikeR eport | Cuztom

TargetScreening

Print

N
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Create PDF | Create <ML

0T T aOooiooooOooooooooooooiosoCooOooooo oo

T goooooooooooooooooooooooooOoOon

Working with Master Methods

Create XLSM | Batch Level

_|

ST T T T T T T T T i N A

B e A N N

M M O M M.
S
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Figure 54. Reports page, continued
37 Alternate 5ampleFepart Alternate SampleFeport Cusgtom F I I
38 Alternate SummaryReport Alternate SummaryReport | Custom F I I
39 BatchRepart BatchR epart Custam F I I
40 BlankRepart BlankR epart Custam F I I
41 CalibrationD enzity eport CalibrationD ensityReport Cuiztom FI ] ]
42 CalibrationR epart CalibrationR eport Custom F ] ]
43 CheckStandardReport CheckStandardR eport Custom F ] ]
44 CompoundCalibrationB eport CompoundCalibrationBeport | Cuztom F ] ]
45 ConfirmationB eport ConfirmationB eport Cuztam F - -
46 ConfirmationB eport: ConfirmationB eport2 Cuztam F I I
47 HighD enzityS ampleR epartLong | HighDensityS ampleRepar... | Custom F I I
43 HighD enzityS ampleR epartZlong | HighDensityS ampleRepar... | Custom F I I
49 HighD enzityS ampleR epart3long | HighDensityS ampleRepar... | Custom F I I
50 HighD enzityS ampleR epartd HighDensityS ampleR epartd | Custom F I I
51 HighD enzity5 ampleR eports HighDensityS ampleR eportS | Custom F ] ]
52 FuantitationR eport BuantitationP eport Custom F ] ]
53 StermddnalysizR eport SteroidAnalyzizR eport Cuztom F ] ]

OoOoOooOoooooooooooojo;n

S e A

Table 49. Reports page parameters

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.

Print Reports to be sent to the printer.
Create PDF Reports to be saved as PDF files.
Available only for standard 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 (.xlsm) 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 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 58.
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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.

Use the following procedures:

Thermo Scientific

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

[luan Limitz Flags

Report concentration:

Decimal plac be reported:
Show chromatogram on Quantitation FBeport

Dizplay compounds abowve et limit

. 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 “Limits” on page 160.

. To select the number of decimal places to report for calculated concentrations, set the

value in the Decimal Places to be Reported box.

. To include a chromatogram of the sample in the Quantitation Report, select the Show

Chromatogram on Quantitation Report check box.

. To display only valid compounds, select the Display Compounds Above Set Limit check

box.

TraceFinder User Guide 177



4 using the Method Development Mode
Working with Master Methods

% To specify user interface options
Lzer Interface Options

Shade row when sample i outzide of evaluation criteria 1l

Separate ion overlay dizplay

IJze alternate calibration repart format |

Dizplay 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 7 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

[(uan Flag Optionz

2z below LOD

ez below LOO

alues above LOR
o ILOL

alues above Camyower

alues between LOD and LOC

Select the values 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 the “Quan Report Settings
page parameters” on page 180.
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% To correct surrogates

Surrogate Comection Option

Corect surrogs

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

Tune Time Tracking Optionz

Enable tune time tracking

Tune file lifetime [hrs.] :

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 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 55. Quan Report Settings page
Gluan Flag Op
Flag »:
Flag v

Tune Time Tr

Erable tune tim

Tune file lifetime [k

Table 50. Quan Report Settings page parameters (Sheet 1 of 2)

Parameter Description

Quan Limits Flags

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 ~ Number of decimal places to be included in the report. Maximum value is 6.
reported

Show chromatogram  Displays a chromatogram (TIC trace) of the sample on the quantitation report.
on Quantitation

Report
Display compounds Prints only the positive compounds in a sample. If a compound is above the specified Quan
above set limit Flag Options limits, the TraceFinder application reports the compound.

User Interface Options

Shade row when Shades a compound row on any of the reports if a value fails one of the criteria used for
sample is outside of evaluation.
evaluation criteria

Separate ion overlay Separates the ion overlay pane from the confirming ion plots in data review.

display

Use alternate Uses an alternate format for the Calibration Report that is designed to print more concisely
calibration report (this report is limited to a maximum of 7 calibration standards).

format

Display Quan flagsand Displays manual flags, confirming manual flags, quan flags, and a legend on high density
legend reports.
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Table 50. Quan Report Settings page parameters (Sheet 2 of 2)

Parameter Description

Quan Flag Options Xjrl;i; Zl}a;e:frisove or below limits defined on the Limits page. These flags appear on a
Flag values below LOD  Flags values below the limit of detection (LOD).

Flag values below LOQ  Flags values below the limit of quantitation (LOQ).

Flag values above LOR  Flags values above the limit of reporting (LOR).

Flag values above
ULOL

Flags values above the upper limit of linearity (ULOL).

Flag values above
Carryover

Flags values above the carryover limit.

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 a detailed description of the features on the Target
Screening Settings page, see “Target Screening Settings page parameters” on page 185.

The TraceFinder application use 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 187.

Use the following 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

g Configuration File:

l

Sereening Method: EY I
Cornpary Marne:
Labaraton M anme:

Company Loga:

2

/! o [w):

BT “window [min]:

= B
[l 4]
3

D M52 Test

2arch Libran: LEEERE=E

ze Full M5 Scan ta Confirm

. Click the Processing Configuration File browse button and select a configuration file
(.csv).

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
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3. Type the name of the company to print on the report.
4. Type the name of the laboratory to print on the report.

5. Click the Company Logo browse button and select a graphic file (.jpg, .gif, or .bmp) to
print on the report.

6. In the m/z Window box, enter a value for the window above and below the m/z value for
the compounds.

7. In the RT Window box, enter a value for the window above and below the retention time
value for the compounds.

8. In the MS2 Search Library boxes, type the names of as many as three search libraries for
searching MS/MS spectra.

9. In the MS3 Search Library boxes, type the names of as many as three search libraries for
searching MS? spectra.

10. 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 Quartitative:

B Feport Semi-Quantitative

Calculation bazed on: @ Scan Intensity

1. 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.
2. 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.

* DPeak 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 R atio Calculstion kethod [In SRk Experiment]:

© Usze Scan at Peak dpex @ Usedwerage Scan lon Fatio Window [Z]:

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 quan ion.

For example, when the Ion Ratio Window is 20% and the quan 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 M azz Experiment;

Exact Mazs \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:

M Mo Specified Retention Time

Report All Compounds Lizted in Configuration 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.
b. Select either the First Peak or Highest Peak option.

When the search finds more than one 7/z match in the raw data file, the application
uses the specified peak for processing.
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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 56. Target Screening Settings page

Quan Feport 5 ettings Target Screening Setings

ifiguration File: j i i W y
Y W | o SoniQuntaive Rt Messenent Undfog. gl
. oif; : O Peak Area
ening Method: FIEEalE e £

Fieport Al Compounds Li ir Configuration File

Table 51. 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.

RT window (min) Specifies a value for the window above and below the retention time value for the
compounds.
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Table 51. Target Screening Settings page parameters (Sheet 2 of 2)

Parameter

MS?2 Search Library

Description

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
Confirm

Specifies that the application confirms 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.

Semi Quantitative

Report
Semi-Quantitative
Result

Measurement Unit

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.
* DPeak 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 7/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
File

configuration file whether or not matches are found for them.
Default: Reports only those compounds where matches are found in the raw data file.
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Figure 57. 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 ~ 469 miz= 250.17665-250.18415
- F: FTMS + ¢ ESI Full ms
50 [120.00-1000.00]
0 7 4.06 || 4.82 7.68
519 NL: 1.18E7
Peak 3 1005 | miz= 278.18643-278.19477
= ‘\ F: FTMS + ¢ ESI Full ms
505 i [120.00-1000.00]
o 1.53 412 || 5.36 10.15
3.57 NL: 2.12E6
Peak 4 1005 miz= 328.14938-328.15922
3 F: FTMS + c ESI Full ms
50 3.49 [120.00-1000.00]
o7 087 3.13 3.80 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]
o /14.33 11.50
3908 NL: 9.08E6
Peak 6 1005 ﬂ‘ miz= 337.20734-337.21746
- /‘ F: FTMS + ¢ ESI Full ms
504 Il [120.00-1000.00]
= 3.72 || 4.12
0 1 T T T | T T T T 1 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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In the TraceFinder application, you can create a processing method using a method template
that contains the basic settings.

Use the following procedures:

To create a method template
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 create a method template

. Click Method Development from the dashboard or the navigation pane.

The Method Development navigation pane opens.

. Click Method View in the navigation pane.

il B Ly o

. 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 195.
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% To specify peak criteria

Find the peaks™

kin BT [min]:
bax BT [min]:

eak.

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

|dentify the p

g : libraries

[#] NIST

Lirnat ibrary hits:

EA

v

match method: Reverse Search Index i

1. In the Use these Libraries box, select the libraries 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 confirming iohs

Include confirming ions

Mumber of confirming ions:

cify default ion ratio ranges

0.025 %

lon coelution [min):

2.&

o

2000 4

[nzlude compound peak spectium as reference spectrum

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 quan 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; Igrore

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/X*2 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/Y72: Specities a weighting of 1/Y72 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.

* 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.
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% To specify qualitative peak processing

P g
algorithen for qual pro i

ISTD matching [+- min]: 0025 =

lIze data dependen

1. 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 you specify. For additional information about the Genesis
algorithm, see “Genesis Detection Method” on page 73.

2. Select or clear the Exclude Matching Quan Peaks check box and specify a value for the
exclusion window.

The application excludes quan peaks in a range plus/minus the value you specify.

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.”
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< 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
1. Choose File > Save from the Method Template Editor menu.
The Save Method Template dialog box opens.
2. 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\1.1\Templates\Methods
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Figure 58. Method Template Editor dialog box
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Table 52. 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 time

Min RT specifies the beginning of the range. Max RT specifies the end of the range.

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 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 ions/

Number of confirming

ions

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.

This value defaults to 2 because you typically perform a 3-ion experiment with one quan
mass and two confirming ions.

Specify default ion ratio
ranges

Enables the ion ratio range features.

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

SpCCtI‘ um

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 52. 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.

* 1/X72: Specifies a weighting of 1/X/2 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/Y72: 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 52. 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 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 312. In addition to the peak information, the TIC Report and

TIC Summary report display information about the data-dependent filtered data.

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\1.1\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
B

Select a method to import
Anabolic Steriods

EP4 536 Triazines
Glucocorticod

b alachite Green Method

Melamine and Cyanuric Acid
Pesticides and Herbicides
Pesticides in W ater Uzing EQuan
Sulphonamide kMethod

——————

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\1.1\Methods

You can use any of the Open Method commands to open this method just as you would a
method you created.

198 TraceFinder User Guide Thermo Scientific



4 Using the Method Development Mode
Working with Master Methods

Exporting SRM Data

In the TraceFinder application, you can export your selected reaction monitoring (SRM) data

to an XML file.

% To export SRM data to an XML file
1. Open the master method whose SRM data 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\1.1\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.

Note This command is available only when you select the Enable Compound
Datastore option on the General page in the Application Configuration view. See
“Application Configuration” on page 56.

Figure 59. SRM TSQ Quantum™ example

- FOocument
sml xml wersion="1.0" encoding="UTF-3"
=W TaQMassLisk
=W TS0ListIkem
+ - W ParentMass
+ ProductiMass
+ CollisionEnergy
+ - W StartTime
+ SkopTirme
+ Palariky
+ Marne
=W TSOListIkem
+ - W ParentMass
+ ProductiMass
+ CollisionEnergy
+ - W StartTime
+ SkopTirme
+ Palariky
+ Marne
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Working with Instrument Methods

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,.

Use the following 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

1. Click Method Development from the dashboard or the navigation pane.

The Method Development navigation pane opens.
2. Click the Instrument View task pane.

TY Mew instrument method
£ 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.

This example instrument setup shows multiple configured instruments.

EUntitled - Thermo Xcalibur Instrument Setup
File TRACE Help

D|S(E & x[2|

Oven | Right S5L | Right Earrierl A EDnesl Run Tal:ulel
" //’:-r -
25
]
_— T rrrrT T T T T T T T T T T T T T T T T
. oo 020 040 0OBO 08B0 100 120 140 160 180 200 220 240 260 280 300
TS0 Quantum —FRampz 1 Post Run Conditions — Owen
= Rate Temp. Hold Time Temperature [*C; I 0
II ["Crnin) [FC]  [mitukes) . I—D ™ Enable Cryo
. irne: [rir]:
[ ritial: I 40 I 1.00 bz Temp[‘”E]:Iﬁ
Prezsure Left [psi]: I 05
Ramp1: | 100 [ 60 | 100 S
Preszsure Right [p=i): I 05 Frep Fur —
(FEp—— ~Acquisition Time [min]——— | Timeout fin: [ 10
% Dven Fun-Time: I
FERRTE 200 E quilibration
" Specific Time; I'lEl.UU Time [min]: I 0.30

2. Click the icon for the instrument you want to use for the method.
3. Edit the values on the instrument page.

4. From the main menu in 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 Summary Information [Z|
Header:

Created: tanday, February 15, 2070 10:40:50 Ak

Last zaved by

Murnber of zaves [Mat changed]

Comment;

Thiz iz a comment about my new instrument method |

0k, | 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:

...\XXcalibur\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 60. Example instrument setup showing a configured multiplexed instrument

File Edit Tools Help

LC Method

A5 Method

Ana Multiplexing
Wi

Zomrmenk

| [ Ak
SRSy A SHSRS S Tatal Methad Duration 0,50 min

Skep | Stark | Sec | Flow | Grad | %4 | %B | %C | %D Col Flow | Grad | %A | %E
1 0.00 ===

2. Click the icon for the instrument 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 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.

File Summary Information E'
Header:

Created: Thursday, October 28, 2010 3:35:30 P

Lazt zaved by j

Murnber of zaves [Mat changed]

Comment:

|This iz & comment about my new 4 channel s instument method

0k, | 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, select an instrument method from the list and open the file.

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 to another name.

Note To open Help for any of your configured instruments, click Help on the
instrument page.

Figure 61. Example instrument setup showing multiple configured instruments

EUntitled - Thermo Xcalibur Instrument Setup

Filz TRACE Help

D=|E| & x[2]

Oven I Right S5L | Right Earrierl A Zonesl Fun Tal:ulel

il e} u|

25
1]
rFr 1T 71Tt 7 T 17T T 7T 1T 17T T 7T T 7 T 17 T 7T T T T 7T T T T7]
000 020 040 0G0 080 100 120 140 160 180 200 220 240 260 280 300
TS0 Quanturm —Famps 1~ Post Fun Conditions — Owven
= Fate Temp. Hold Time Temperature ["C): I 1]
EI [*C:min] [FC] [mirutes] I™ Enable Cryo
. Time [min]: I 0
Initial | 40 1.00 _ Max Temp [*Cl m
Prezsure Left [pai): I 05
Ramp1: | 100 | 50 | 1.00 S
Freszsure Right [pzi: I 0.5 F'_repFEun . —
e el ~Acuisition Time (min|——— | 1imeout ir. [ 10
% Oven Fun-Time: I
e Bl Equilil:ur.jtiu:nn
" Specific Time: |1U.UU Time [min]: I 0.0
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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 |:| |E

&

ct a method to import

Anabolic Steroids

EF4 536 Trazines
Glucocarticaid

t alachite Green kMethod

b elamine and Cyanuric Acid
Pesticides and Herbicides

2. Select a method that includes the instrument method you want to import.

For instructions for importing the master methods, see “Importing Published Master
Methods” on page 198.

3. Click Import.
The Save Instrument Method dialog box opens.

Save Instrument Method

E ®izting inztrument methods

Anabaolic Steroids
EPARZE Triazines

Glucocorticoid
M alachite Green Methad

kelamine and Cyarrnic Acid
Mitrafurans

FliE Anabolic Steroidd

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

Thermo Scientific

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.

Use the following 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

. Click Method Development from the dashboard or the navigation pane.

The Method Development navigation pane opens.

. In the Method Development navigation pane, click Development Batch.

The Development Batch view opens a new, empty batch.

Sample Commant Wial |mjection Instument Channel
narme pozition | wolume b ethiod

100 * | Channel 1

Filename Sample ID

Note The Channel column is available only when your configuration supports
multiplexing.
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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\1.1\Temp
2. In the browser, do one of the following:
Locate the folder you want to use for the development batch files and click OK.
—Or—
Do the following:

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 filename 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.

33

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.
—Or—

To insert multiple sample rows, enter the number of rows and click the Insert Sample
icon.

3%
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 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.”

Use the following procedures:

210 TraceFinder User Guide

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, Sample ID, or Comment columns.
. Enter a vial position for each sample.

. Enter an injection volume for each sample.

The minimum injection volume value allowed is 0.1pL; the maximum injection volume
value allowed is 5000pL.

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.

Channel

| v

Channel 1
Channel 2

You cannot specify auto channel selection in a development batch.

Note The Channel column is available only when your configuration supports
multiplexing.
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Figure 62. Completed Development Batch

Development Batch - [C:Z\Thermo%TraceFindery1.1\Temp]*

Filename Sample Sample "-@'ial__ Injection | Instrument Chanmel
D harme pogition | wolume | Method
1 File1 1 1 10.0 | Anabdlic Stercids | % | Channel 1
2 File2 2 2 10.0 | Anaholic Steroids % | Channgl 2
3 Fil=3 3 3 10.0 | Anabolic Steroids % | Channel 1
! Filzd 4 4 10.0 | anabdlic Stercids | % | Channel 2

< 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 you want to remove.

Use the first column to ensure that the samples are selected.

Filename Sample ID | Sample name | Comment | Yialp
N file zamplel
Selected samples 2 zamples
L
4 |filed 4 zampled 4
5 | file5 5 zampleb A

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.

e 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.

Use the following procedures:
* To acquire selected samples
* To acquire the batch

< To acquire selected samples

1. Select the samples you want to acquire.

2. Right-click and choose Submit Selected Samples from the shortcut menu, or click the

Submit Selected Samples icon, n

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\1.1\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 a sample is acquired more than once, the subsequent raw data files are time-stamped
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.

Use the following 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 - Unknownl

File Edit Yiew Display Grid Actions Tools  ‘Window  Help

S|=E 8| Ble(o| | [R(t|8[$]e B eSHlA] =lEHE g T EE] 2l
2.0 v LS

=7 l]]n.l'\'.z]rlﬂlusnl

Lnknown/ . raw

CAThermotTraceFindend. 10T empiUnkn ownq 22011 10:01:48 A
- M Unkrownl L
C:AThermotTre 100 : : 939ET e
N s TIC MS
_,n.E E Unknownl
5 z
+ ﬂ - i file - E
+ ﬂ - i file - =
. o
+ ﬂ - i file -
+ - i file -
ﬂ . Time (min)
+ ﬂ - o file -
+- ] - na file -
+- ] - na file - ¥
&
=
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E
. s0.gq0 (2985
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k]
» 770 8787 43376 177,15 20608 24808 28135 341232 439,10
rrr+ | rrrrrr—r~—Tro1TTTYT+~frTrrrrrrrrr [ rrrr|rrr [ 11 11]
a0 100 150 Z00 280 200 250 400 450 500
miz
< *

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

Thermo Scientific TraceFinder User Guide 213



4 using the Method Development Mode
Working with Development Batches

% To display the last completed raw data file in the Qual Browser

In Acquisition page of the real-time viewer, right-click and choose View Last File in Qual
Browser from the shortcut menu.

[N
U I Wiew last file in Qual Browser (Fawl,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 Instrument | Devices

Acquiztion quewe:

Wiew last File in Qual Browser (Unknown?, ram)
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This chapter describes the tasks associated with the Acquisition mode.

Contents
* Working with Batches
* 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), a user in the LabDirector or Supervisor role can define a batch template
that supplies the basic structure of a batch.

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 Data
Review mode or you can go directly to viewing and printing reports.

You can also set up a calibration batch with known concentrations of the target compounds to
compare the sample against the calibration in future batches.
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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 open the Acquisition mode, click Acquisition in the navigation pane or from the

dashboard.

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 63. Task pane when you enter the Acquisition mode

Acquisition

Batch selection

The status of each view in the Acquisition mode shows you which tasks are completed and
which tasks are not.

@ —— Completed view

[

a Incomplete required view
[

. ——— Current view

=

@ —— Unvisited view

As you complete each view, the task panes display the parameters you specified for your batch.
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Figure 64. 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: 2

&/ Reports selected

Reports

- Prink; O
-PDF: 5
-AML: 0
- #LSM: 2
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Creating Batches

Workflows

218
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These are the major steps you use in Acquisition mode to create a batch:
1.
2.

Selecting a Batch

Defining the Sample List

Selecting and Reviewing Reports

Submitting the Batch

Depending on how you create your batch, you use different views in the Acquisition mode.
The following workflows show the Acquisition views required for each batch creation
approach. Depending on your approach to creating a batch, use one of these specific
workflows.

K2
0‘0

R
*»*

Creating an original batch

Batch and
Method

Samples

Reports

Finish

To create an original batch, start with the instructions “To start a new batch” on

page 220.

Acquiring a previously saved (.tbr) batch

Batch

Finish

Samples

To acquire a previously saved batch, start with the instructions “To select a
ready-to-acquire batch” on page 221.
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< Editing and processing a previously acquired batch

Batch

Sam

ples

Finish

To process a previously acquired batch, start with the instructions “To select a previously

acquired batch” on page 222.

< Creating a batch template

Template and
Method

Sam

ples

Fin

ish

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 223 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.

Use the following procedures:
* To start a new batch
* To select a template for the new batch
* To select a ready-to-acquire batch
* To select a previously acquired batch

* To create a batch template
< To start a new batch
1. Click the New Batch tab.

2. Select the project and subproject where you want to create the new batch.

3. Type a name for the new batch in the Batch Name box.

v b i M
L EDN LG B Fieade to acguire  Acguired batches:  Template

Froject:
Projectl
Subproject:
SubProjectd

Batch name:

4. 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.
I ethod

M etho ion:  |kMethodi

Method Compound Data

SRR Y Theophyline”_neg

@2— Thiobencarb®

@3— Halozulfuron_methyl_neg®  SHEK Mane
w4 Malidisic_acid" SRM None

5. To continue to the next view, click Next.

The Sample Definition view opens. See “Defining the Sample List” on page 224.

220 TraceFinder User Guide Thermo Scientific



Thermo Scientific

5 Using the Acquisition Mode
Working with Batches

To select a template for the new batch

. Click the New Batch tab.

. In the Available Templates pane, select the template and method combination you want

to use.

The system creates a Batch name with the selected template name and the date/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.

b a3
U E e Ready bo acquire | Acquired batches  Template

Froject:

Froject w

Subproject:

SubProjectl w

Batch name:

Batch_Templated600_020911_1744

Available Templates

Template name b ethod
Batch_TemplatedB00 kethodl

. (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 224.

To select a ready-to-acquire batch

. Click the Ready to Acquire tab.

All your unacquired, saved batches are displayed with the file extension .tbr (to be run).
All .tbr batches are located in the following folder:

...\Thermo\Tracefinder\1.1\Projects\projectname\subprojectname

. Select the batch you want to acquire.

Mew batch Ready to acquire Acquired batches 1 Template
B atch name Project Subproject . Lazt modified

Batcha Projecti SubPraject] 28842017 1:4712 PM
Batchl Frojectl SubProject] 2/8/2011 1:53:52 PM

B atchas00 Project] SubProject] 2020171 35124 PM
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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
samples list for this batch.

4. Do one of the following:
* To prepare the batch for acquisition, click Submit.
For detailed instructions, see “Submitting the Batch” on page 237.
—Or—
* To edit the samples list, click Previous.

For detailed instructions on editing a samples list, see “Defining the Sample List” on
page 224.

_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\1.1\Projects\projectname\subprojectname

% 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.

All previously acquired batches included in the selected subproject are displayed in the
Batch pane.

4. In the Batch pane, select the batch you want to reacquire.

—
[ew batch Feady to acquire

SubProject]

Froje
Project3
Projectd
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. To continue to the next view, click Next.

The Sample Definition view of the Acquisition mode opens. See “Defining the Sample
List” on page 224.

To create a batch template

. Click the Template tab.

Note When user security is enabled, this page is available only to users in the
LabDirector or Supervisor role.

Select the project and subproject where you want to create the new batch template.

Type a name for the new batch template in the Template Name box.

F w i
Mew batch Feady to acquire  Acquired batches BIEE T ELE

Praoject:

Subproject:

Template name:
B atch_Templated GO0
Available Templates

Template name kethod
Batch_Templated 500 b ethiodl

4. 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.

#- 1 il MNone
= 2 Thiobencarb® SRk Mane
@3— Halozulfuron_methyl_neg®  SHEM Mone
w4 Malidisic_acid” SRk Mane

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 224.
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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. See “Sample Definition view” on page 230.

As you enter sample values, you can use the Copy Down and Fill Down commands to 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.”

Use the following 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

When you have finished 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 233.

* When you are editing a previously acquired batch or a .tbr batch, the Finish Selection
view opens. See “Submitting the Batch” on page 237.

< To add samples to the list

1. Select the number of sample rows to add and click the Add button, [ add 1 &

Tip To quickly add a single row, right-click and choose Add Sample from the shortcut menu.

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 Environmental and Food Safety sample types

Matrix Blank Solvent Unknown/TIC
Cal Std Chk Std Unknown

LCS MDL MS

LCSD Method Val MSD
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Available General Quantitation sample types
Matrix Blank Unknown/TIC Unknown
Cal Std Chk Std Solvent

For a detailed description of sample types, see “Sample Types” on page 259.

. For each Cal Std or Chk Std sample, select a level from the Sample Level list.

The sample levels are defined in the master method. If there are no levels to select from
the Sample 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 0.1pL; the maximum injection volume

value allowed is 5000pL.

. (Optional) Type or edit the values for the remaining columns.

Note When you use the horizontal scroll bar at the bottom of the samples list, the
Status and Filename columns stay fixed while the other columns scroll right and left.

To insert samples into the list

. Select the sample above which you want to insert new, unknown samples.

You cannot use the Insert command to create the first sample row.

. Select the number of samples to insert and click the Insert button, R

The application inserts the unknown samples above the selected sample.
Status | Filename S ample bype Sample level Sample D
1 . cal_std & Cal 5td 10 cal std = 5 naful
Inserted ®© Urknown2 | Urknown

samplesg[
2  Urknownl | Urknown

' cal_std 10 | Cal 5td 10 cal ztd = 10 hgful

L3 | D

i

. Type a file name in the Filename column for each sample.

Each file name must be unique.
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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 259.

Available Environmental and Food Safety sample types

Matrix Blank Solvent Unknown/TIC
Cal Sed Chk Std Unknown

LCS MDL MS

LCSD Method Val MSD

Available General Quantitation sample types

Matrix Blank Unknown/TIC Unknown

Cal Std Chk Std Solvent

5. For each Cal Std or Chk Std sample, click the Sample 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 Sample 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.”

6. Type a vial position in the Vial Position column for each sample.

Tip Use the Fill Down command to make entering vial positions easier.

7. Type a volume in the Injection Volume column for each sample.

The minimum injection volume value allowed is 0.1pL; the maximum injection volume

value allowed is 5000pL.

8. (Optional) Type or edit the values for the remaining columns.

Note When you use the horizontal scroll bar at the bottom of the samples list, the
Status, Filename, Sample Type, and Sample Level columns stay fixed while the other
columns scroll right and left.
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% To import samples into the list

1. Click the Import button, .

The Sample Import Tool dialog box opens.

Sample import tool E]lg|

Irmpaort from a file [csw, =ml, _zld)

—_—

et = bty ) e M= | appended o the end of the list w
—

From this dialog box, you can 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
Samples list.

When you import samples from an Xcalibur sequence file (.sld), the TraceFinder
application makes the following column name substitutions:

Xcalibur column TraceFinder column
Level Sample Level
Position Vial Position

Inj Vol Injection Volume
Dil Factor Conv 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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5. For each Cal Std or Chk Std sample, click in the Sample 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 Sample 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.”

6. Type a vial position in the Vial Position column for each sample.

Tip Use the Fill Down command to make entering vial positions easier.

7. Type a volume in the Injection Volume column for each sample.

The minimum injection volume value allowed is 0.1pL; the maximum injection volume
value allowed is 5000pL.

8. (Optional) Type or edit the values for the remaining columns.

Note When you use the horizontal scroll bar at the bottom of the samples list, the
Status, Filename, Sample Type, and Sample Level columns stay fixed while the other
columns scroll right and left.

9. (Optional) When using multiplexing, select a channel for each imported sample.

Imported samples default to Auto.

< To remove samples from the list

1. Select the samples 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 reinject a sample from a previously acquired batch
1. In the sample list, select the sample 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 INJ0O01 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.
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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 50MJOOT | CalStd 10
@ |calstd 50MJO0Z | CalSid 10
[~} Cal 5td 10
@ calstd 100 IMJODT | CalStd 10
(+] Cal Std 10

When you submit this batch, the application acquires only the reinjection samples.

To select channels for the batch

To disable a configured channel, clear the check box for the channel in the Multiplexing
Channels area at the bottom of the page.

tultiplexing Channels

&)l Channels Channel1 N Channel 2 IR

By default, all configured channels are selected. The configured channels are determined
by the multiplexing settings in the Configuration mode. See “Specifying Multiplexing
Parameters” on page 70.

Note 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.

To assign a specific channel to a sample

. Scroll to the Channel column (the rightmost column in the sample list).

All samples default to Auto.

. Select a channel from the Channel list.

Channel

| v

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.
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If you select a channel that is not available for this batch, the sample sequence is flagged
on the Finish page of the Acquisition mode. See the previous procedure, To select
channels for the batch.

Irvealid channel zelection

= @ E&quence Status

e Mumber of samples: 11

3. If you see this error, do the following:

a. Click Previous to return to the Sample Definition page.
The incorrect sample is marked with an error flag.

b. Correct the channel selection.

Figure 65. Sample Definition view

Define a sample list for the batch

Statuz | Filename Sample type | Sample level | Wial position Injection volume | Conw Factor Channel Sample 1D Sample n
1 @® Sample Unknawn 1 200 1.000 | Charnel 1
2 . Sample2 Urknown 2 200 1.000 | Charnel 3
» 3 . Sample3 1 rknown 3 20.0 1.000 | Ayt
4 @ |Sampled Unknawn 4 200 1.000 | Auta

Sample C 5

Previous

Table 53. Sample Definition parameters (Sheet 1 of 3)

Parameter

Sample Controls

Definition

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
All Channels Uses all configured channels to acquire this batch.
Channel 1-7 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.
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Table 53. Sample Definition parameters (Sheet 2 of 3)

Parameter Definition

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 samples

Creates a copy of the selected sample and appends INJO0O1 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 227.

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 284.

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
an Excel spreadsheet. You cannot paste this data back into the Acquisition mode sample
list. For example:

Sample type

P atrix Blank

Cal 5td

Chik. 5td Sample type
————»  Unknown/TIC

Unknown/TIC

nknowndTIC

U nknoandTIC

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.
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Table 53. Sample Definition parameters (Sheet 3 of 3)

Parameter Definition
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.

232 TraceFinder User Guide Thermo Scientific



5 Using the Acquisition Mode
Working with Batches

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 235. 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.

When you have finished specifying your report options, click Next to go to the Finish view.
See “Submitting the Batch” on page 237.

The resulting output files for your reports are written to the following folder:

...\Projects\projectname\subprojectname\batchname\Reports

Use the following 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, t .

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

1. For each type of report you want to create, select the check box in the Print, Create PDF,
Create XML, or Create XLSM columns.

2. 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. You can duplicate the output type only for reports that have this
output formart available.

< To export reports to a specific folder
1. Select the Export Results check box at the bottom of the view.

M E:port Besultz

The Browse For Folder dialog box opens.

Browse For Folder

@ Desktop

B My Documents
5& My Computer
‘d My Metwork Places

[ fake Mew Folder ik ] [ Cancel

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.
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Select freview reports for the batch

5 Using the Acquisition Mode

Working with Batches

Example Report Hame Report Descnption F!ri%c;t Prirt Create POF Create ML Create =LSM  Batch Lewvel
= Batch Report Batch Report Standard F F F [F] [F]
= Blank Report Blank Report Standard O F F [F] [F]
5 Calibration Repart Calibration Repart Standard F FI [ IFI IFI
5 Chromatogram Beport Chromatogram Report Standard F F [ FI IFI
5 Compound Calibration Re... | Compound Calibration Re... | Standard F F [ IFI FI
= Compound Calibration Re... | Compound Calibration Re... | Standard F FI . IFI IFI
F Confirmation A eport Confirmation A eport Standard O F F [F] [F]
o Confirnation Repart 2 Confirrnation Repart 2 Standard F F F [F] [F]
o High Density Calibration R... | High Denzity Calibration R... | Standard F F F [F] [F]
o High Density Internal Stan... | High Density Intemal Stan... | Standard F F F [F] [F]
= High Density Internal Stan... | High Density Intermal Stan... | Standard F F F [F] [F]
= High Density Sample Rep... | High Density Sample Rep... | Standard O F F [F] [F]
5 High Cenzity Sample Rep... | High Density Sample Rep.. | Standard F FI [ IFI IFI
5 High Density Sample Rep... | High Density Sample Rep.. | Standard F F [ FI IFI
5 High Cengsity Sample Rep... | High Density Sample Rep... | Standard F F [ IFI FI
= Al alibrationR eport &l alibrationk eport Custom F [F] IFl | IFI
F Alternate B atchR eport Alternate B atchR eport Cuztom O F] [F] | [F]
o Alternate CalibrationReport | Alternate CalibrationReport | Custom F F [F] | [F]
o Alternate ConfirmationFep... | Alternate ConfirmationFep... | Custom F F [F] | [F]
o Alternate Matri=SpikeRepart | Alternate MatrixSpikeReport | Custom F F [F] | [F]
= Alternate 5 ampleFeport Alternate 5 ampleFeport Custom F F [F] | [F]

» & Alternate SummargReport | Alkemate SummayReport | Custom F F [F] ] [F

M E:port Fesults

Table 54. 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 Description

User-editable title 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 reports.
Create XML Reports to be exported in XML format.

Available only for standard reports.
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Table 54. Report Selection parameters (Sheet 2 of 2)

Parameter Description

Create XLSM Reports to be exported 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 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 58.

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 244.

Note If you are working with a batch template, the only available function is Save.

Use the following procedures:

Thermo Scientific

To specify startup or shutdown methods
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

To specify startup or shutdown methods

. (Optional) 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.

. (Optional) 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

A5 Method 1 W

System Shutdown Method
A5 Method 3 W
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% To specify a calibration batch
1. In the Calibration area, select a calibration (.calx) file from the list.

Calibration

E stend calibration

Batchya7 4. cals b

Note You must acquire at least one batch with the current method to create a .calx
calibration file.

2. Do one of the following:

To use the selected calibration file to process the current data, select the Use Calibration
option.

The method must be the same for the calibration batch and the current batch.
_Or—

To add calibration data from the current batch to the selected calibration file, select the
Extend Calibration option.
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In the System Status area, select the name of the device, right-click, and then choose a

device state from the shortcut menu.

Q Devices

& simulation

Turn Device On
Turn Device Standby

Turn Device OFF

Table 55. Instrument states

Instrument state

Turn Device On

Description

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.

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.

-

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.
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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

. Click Submit.

The Submit Options dialog box opens. For a detailed description of the parameters, see
“Submit Options dialog box” on page 241.

. (Optional) Select the Create Reports check box.

Note By default, the application acquires and processes data when you submit the
batch.

. 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 have to
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.

(Optional) Click Cancel to exit the Acquisition mode without performing any tasks.
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.
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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.

Figure 67. Submit Options dialog box

Submit Options

Uzer name: | |

Samples: | 1-1 |

Arcquire data
Process data

[] Create reports

Acquisition

Device Mame Jze Start Device
Accela as

Start when ready
Friciity

| Hide Dietails ™

| k. | | Cancel

Table 56. Submit Options dialog box parameters (Sheet 1 of 2)

Parameter Description

User Name Name of the current user.

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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Table 56. Submit Options dialog box parameters (Sheet 2 of 2)

Parameter Description

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 is used to initiate the
communication with the other instruments. This is usually
the autosampler.

Start When Ready  Tells the TraceFinder application to start 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 have to wait for the last instrument to be ready.

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.

Post-run system Specifies the system state after it acquires the last batch.
state On (default), Standby, or Off.
Programs

Pre-acquisition

Post-acquisition

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\1.1\Projects\projectname\subprojectname

For each acquired sample, the application writes an RSX file to the batch Data folder:
...\projectname\subprojectname\batchname\Data

The application saves method information to the batch Methods folder:
...\projectname\subprojectname\batchname\Methods\methodname

The application writes the reports to the batch Reports folder:

...\projectname\subprojectname\batchname\Reports
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Figure 68. Finish view

Review the batch

System Startup Method

g o Devices A3 Method 1

oo @ Accela AS System Shutdown Method

= @) BatchStatus A5 Method 2

- Praject: Default
- SubPraject: Default

"o plame: Bakch_Sample i i
_=amp Calibration

= o Sequence Skatus

: B E:xtend calibration
o Wumber of samples: &

- Number of unacquired samples: & Batch.cal: e

= o Reports Status

-------- Print: O
........ PDF: 3
........ xML: 5
......... xLSM: 4

= @ Method Status

-------- Local method: Bakch_Sample_Methodla
-------- Instrumnent method: Instrument1
--------- Mumber of compaunds: 1

e s s

Table 57. Finish view parameters (Sheet 1 of 2)

Parameter Description

System Status 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 The instrument method that runs before the batch. No autosampler injection takes place.
Method 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.
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Working with Batches
Table 57. Finish view parameters (Sheet 2 of 2)
Parameter Description
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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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.

Real Time Status

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 69. Real Time Status display

CAThermat TraceFinder\1. 1'Projects\Default\DefauitBatch_2011_9'\Data\Unknown2.raw

Acquisition |nztrurnent Devices o
=] Acquizition Queue - 1 batch (Ready)
= Wl Batch_2011_9 - 3 samples 180000000
HP Unknown - Acquining 160000000
F Unknown3 - Pending ]
B Urknownd - Pending 3\1‘10000000—_
Processing Queue - Empty [Ready) -E‘IEDUDDDDCI—
Reparting Queue - Empty (Ready) £ ]
EIDDGWDOO—
= ]
g 80000000
BOO0R000—
400000004
20000000+
0_

m 789

963

1032

T

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.

~

Acquizition Instrument Devices | Husues

= Vgl Batch_2011_9
- H¥ Unknown

Item

Bar code

Bar code status

Calib. fila

Comment

Ciil. factor 1

Filename: Unknovnl

Inj. wolume 10

Inst. method CAThermotTrace Findery1 . 1WProjectshDefa. ..
ISTD amount

Lenel

Fath CAThermotTrace Findery1 . 1WProjectshefa. ..
Froc. method Crefault

Rewigion 1}

Sample 10

Sample name

Sample type Unknown

Sample volume 0

Sample weight 0

“wial 1

< To pause or stop the batches in the queue

P_ .
Use the Start, , Stop, E, or Pause, !, buttons to control batches in the

Acquisition queue.
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Instrument Page

Use the Instrument page to monitor the currently acquiring sample.

i

Acguizition Instrument Devices [usues
Inztrument: alibur [nstrument

Fiun state: Acquiring

Batch_2011_9

Sample |0

Wial:

Filename: Uk nowr

Inzt. method:

M arne Statuz
accela AS Running

248 TraceFinder User Guide Thermo Scientific



Devices Page
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Real-time Display

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

Acguizition [nstrument IJ LEUES

Skatus

Skatus:  Scanning
Scan speed (k) 1
Firsk scam: 1
Lask scan: 345
Scan number: 216
Start time {min): 2.406167
Real time elapsed (min}:  2.406250
Repeat counk: 0

Aria Multiplexing Feedback

Acquizitiar | rztrunnemt m [ueles -

[ Hold Autosampler ] [

Direct Cankral ]

Status | Events | Pres

Autasampler 1
REALY

Channel 1
REALY
40 bar
Channel 3
READY

Detector
MOT READY

III Irline

Thermo Scientific

Skatus | Events | Pres

Time Ch Msg

11:40:35.48 1 han Status MOT READY
11:40:36.48 1 {Channell\Pumpl) Std Pump 1
11:35:38.76 Detector NOT READY
11:35:36.30 1 han Status READY
11:33:24.39 Swskern Inik

Status | Ewents | Pres

(¥ Pres 1 (*) Channel 1
(¥iPresz (*) Channel 2
(%) Channel 3

(%) Meth Avrgs (%) Channel 4
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Use the following procedures:
* To pause the autosampler
* To access the Aria multiplexing controls
* To control the channels

* To view the pressure trace

% To pause the autosampler

1. Click Hold Autosampler.

The autosampler finishes the current autosampler step and then pauses. The LC pumps
and autosampler continue.

2. To restart the autosampler, click Hold Autosampler again.

< To access the Aria multiplexing controls
Click Direct Control.
The AriaMuxVi Direct Ctl dialog box opens.

B AriaMuxVi Direct Cil

Detector  Tools  Recover Samples

Hold Autosampler AukoZampler1
- -

~ Channell
Detector
NOT READY

Time Type Sample Msq
14:11:19,34 | General System Init

For a detailed description of the features in this dialog box, refer to the 7ranscend Systems
with Xcalibur Software User Guide.
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< To control the channels

Right-click the channel name and choose a command from the shortcut menu.

Autosampler 1

READY
Channe::[% on
MoT Fl';l OFf
U R Standbry
Channel 3
Disable
Parameter 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 | Fres

(¥ Pres 1 (%) Channel 1
(¥iPresz (%) 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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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.

Acguizition Instrument Devices ]

= Batch Queus - 1 batch - Ready
= Wi} BatchO2E - 9 samples - Active

U gheroidz02_IMJO0T - Complete
U gheroidz02_IMJ003 - Complete
U gheroidz02_IMJO0Z - Complete
UF gheroids13_090805135212 - Acquirnng
W steroids14 - Pending

Proceszzing Hueue - Empty - Ready

Reporting CQueue - Empty - Ready

Queue-level Commands

Use the queue-level commands to pause or remove batches in any of the queues on the

Queues page.

Use the following 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, as many as four samples can 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 Acquizsition Queue - 1 batch [Pauzed)
Proceszing Queue - Empty [Feady]
Reparting Queue - Empty [Feady]

3. To restart a paused queue, select the queue, right-click, and choose Resume Queue from
the shortcut menu.
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< Toremove a single batch from a queue
1. Select a queue (Acquisition, Processing, or Reporting).

2. 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.

% Toremove all batches in a queue
1. Select a queue (Acquisition, Processing, or Reporting).
2. 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
1. Select a queue (Acquisition, Processing, or Reporting).

2. 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 70. Queue-level shortcut menu

Acquizition Inztrument Devices Queue

Acquizition Queue - 1 batch [Reagdl
Processing Queue - Empty [Reag  Pause Queue
Feporting Queue - Empty [Feady

Stop All Batches
Remove Pending Batches
Table 58. Queue-level shortcut menu commands (Sheet 1 of 2)
Parameter 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 58. Queue-level shortcut menu commands (Sheet 2 of 2)

Parameter 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.

Use the following procedures:

Thermo Scientific

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.

TraceFinder User Guide 255



5 Using the Acquisition Mode
Real-time Display

256

TraceFinder User Guide

To remove pending samples from a batch

. Select a batch in any of the queues (Acquisition, Processing, or Reporting).

Note The batch must have at least one pending sample.

. 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.

To remove a single pending sample from a batch

. Select a pending sample.

Right-click and choose Remove Sample from the shortcut menu.

-
Acquizition Instument Devices m

=2 Acquigition Hueue - 1 batch [Ready)
= W Batchz011 - 5 samples
[ Unknownl - Acquiiing
¥ mnave Sample

F Unknown3 - Fl:rr\:nrrg—‘

B Unknownd - Pending

B Unknown5 - Pending
Processing Queue - Empty (Feady]
Reparting Queue - Empty (Ready]

The application confirms that you want to remove the selected sample from the batch and
then removes the sample.

Figure 71. Batch-level shortcut menu

Feal time status

Acquizition Instument Devices

=] Aequisition

= Wy

Unknown2 -Pe  pomove Pending Samples
Unknovnd - Per ey

B UnknownS - Pending
Frocessing Queue - Empty [Feady)
Feporting Queue - Empty [Fieady)

B:
"
W UnknownZ - Pe Remave Pending Batch
"
"

Table 59. Batch-level shortcut parameters

Parameter 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

Thermo Scientific

As each sample acquires, the real-time chromatogram pane shows the retention time and
intensity of the TIC trace.

CAThermo\TraceFinder\1.1\Projects\Default\DefaultiBatch_2011_%\Data\Unknown2.raw
963

TC

74a3
180000000

969

160000000 10 94

140000000

120000000 1057

00000000

20000000

Absolutﬁilntensﬂy

60000000

40000000

20000000

0

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 156.

< To display multiple traces

Right-click in the chromatogram pane and choose the number of traces you want to

display.

| RTY display traces: » TIC only
TIC+1
T+ 2
TIC 4+ 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 72. Real-time display with multiple traces
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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 60. 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.
(Environmental and Food Safety only)

LCSD

Lab control sample duplicate.
(Environmental and Food Safety only)

MDL

Method detection limits sample.
(Environmental and Food Safety only)

Method Val

Method validation sample.
(Environmental and Food Safety only)

MS

Matrix spike sample.
(Environmental and Food Safety only)

MSD

Matrix spike duplicate sample.
(Environmental and Food Safety only)
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Using the Data Review Mode

This chapter includes instructions for using the features of the Data Review mode.
Contents
* Working in Batch View
* Working in Data Review View
* Working in Report View
* Working in the Local Method View

In the Data Review mode, you can review batches, batch data, reports, and local methods.

< To access the Data Review mode

Click Data Review from the dashboard or the navigation pane.

Data Review

The Data Review navigation pane opens.
Data Review o
Batch View
[} Mew batch
[ Open batch

Recent files

Batchi

Data Review

Report ¥iew

Local Method
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Working in 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.

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:
* Use the sample list to create a batch. See “Creating a New Batch” on page 264.

* Use the Automated Batch Reports pane to select the type of output formats you want to
generate for the reports. See “Editing Report Output Formats” on page 274.

* Use the Compound Active Status pane to make specific compounds active or inactive. See
“Setting Compound Active Status” on page 276.

Sample list

I SRS b ethods w R Thermo Scientific [nstrument REET Director

tch View - Batch1*

Statuz Filename E;rgple i:rglple Sample [0 Sample name _ El?&lilinn l\an.;ifucr:zn Esg::ur Channel Comment
» 1 @ Fiel Urknown 1 1.0 1.000 | Ayta |
2 | @ Fis2 Urknown 2 10 1.000 | Ayto
3 | @ |Fils2 Unknan 3 1.0 1.000 | Auto
4 | @ |Filed Urknoin 4 1.0 1.000 | Auto
s | @ |Fis5 Urknon 5 1.0 1.000 | Auto
& | @ |Fisk Unknin 5 1.0 1.000 | Auto
7 | @ Fie7 Uriknown 7 1.0 1.000 | Ayta

Automated Batch Reports

Sample Level Batch Level ; Active

Heneiilame is Print Create | Create | Create
FDF ML HLSM Aiekaminia

b S - o scophot

Chromatogram Report Standard

Acetochlor

AltCalibrationR eport Cuztom

Altermate CalibrationReport | Custom

Automated Batch Reports pane Compound Active Status pane

Tip To resize the panes, drag the separators that divide the panes.
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Creating a New Batch

In the Batch View, you can create a new batch.

Use the following 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
* To customize the column display

* To temporarily 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.

Create a New Batch

Starage Incation: W=

Select a project and subproject b re the batch

#-[Zl Project]
i+ [l Project2
i+ [l Project3
F-Cl Projectd

==
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2. Select a master method from the Method list.

Select a master method for the batch:

b ethod_Arial
t ethod1
bl ethiod 2

3. Select a drive from the Storage Location list.

Starage locatiaon:

[default] C:
[default] C:
T: Metwark - Cannat acquire on this drive.
# Metwork, - Cannot 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 40.

. Select a project and a subproject and enter 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.

. Click Save.

A new, unnamed batch opens with one Unknown sample.

Batch Yiew - Batch3

tdethod: Bl w [t t=ae Thermio Scientific

Statuz| Filename Sample type Sample level | Sample ID Samp

» 1 M Urknawnl | Unknown

To add samples to the list

. To add a single sample row, right-click the sample list and choose Add Sample from the

shortcut menu.

. To add multiple sample rows, select the number of rows and then click the Add Sample

button, I+

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 list

Select the sample above which you want to insert unknown samples, and 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 button .

The TraceFinder application inserts a new, empty sample or samples above the selected

sample.
Statuz | Filename Sample type Sample level Sample D
1 .' cal_std & Cal 5td 10 cal ztd = B nadul
Inserted 2 I . Unknown2 | Unknown
samples 3 L .' Unknownl | Unknown
4 '.' cal_std_10 | Cal 5td 10 cal gtd = 10 ngful

% To import samples into the list

1. Choose Batch > Import Samples from the main menu, or click the Import Samples

ch
button, .

The Sample Import Tool dialog box opens.

Sample import tool

Impaort fram a file ., el =ld]

—_—

gtz et e e Net=e | appended o the end af the list W

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 you want to
import.

3. From the Imported Samples Will Be list, select 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 application adds the specified samples
to the samples list.
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When you import samples from an Xcalibur sequence file (.sld), the TraceFinder
application makes the following column name substitutions:

Xcalibur column TraceFinder column
Level Sample Level
Position Vial Position

Inj Vol Injection Volume
Dil Factor Conv 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.

< To remove samples from the list
1. Select the samples you want to remove.

Make sure the first column indicates that the samples are selected.

‘ cal_std & b atriw Elark

Selected samples b atri: Blank:

cal_std 100 M atrix Elark

2. Right-click and choose Remove Selected Samples from the shortcut menu.

% To copy asample
1. Select the sample 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

. 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 INJ0O01 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

. For each sample, do one of the following:

Double-click the Filename column and type a file name.
—Or—

Right-click and choose Browse in Raw File from the shortcut menu and locate a raw data
file to use for the sample.

. For each sample, click the Sample Type column and select a sample type from the list.

Available Environmental and Food Safety sample types

Matrix Blank Solvent Unknown/TIC
Cal Sud Chk Std Unknown

LCS MDL MS

LCSD Method Val MSD

Available General Quantitation sample types

Matrix Blank Unknown/TIC Unknown

Cal Std Chk Std Solvent

For each Cal Std or Chk Std sample, click in the Sample Level cell and select a level from
the list.

The sample levels are defined in the master method. If there is nothing to select in the

Sample Level list, do the following:

a. Return to the Method Development mode.
b. Open the method.

c. Click the Calibration Levels tab.

d. Add the levels.

e. Save the method.

f.  Return to the Data Review mode, and click Update.

For detailed instructions, see Chapter 4, “Using the Method Development Mode.”
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4. Enter or edit the values for the remaining columns.

When you use the scroll bar at the bottom of the samples list, the Status, Flags, Filename,
and Sample Type columns remain fixed and only 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 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.

Modify Columns

Avallable Columnz

Dizplayed Columnz

Coaluran M ame

Caluran %fidth Coaluran M ame Coalurnn Sfidth
¥ L

—_—

Inztrument kethod 200 2 Sample level 100
Corv Factor 100 3 Sample wpe 100
Injechion volume 100 4 Filename 100
Cormnrent 100 [ £ ]

Sample D a0

Sample name 100 [ p ]

Wial pogition 100

[ QK ][ Cancel

Parameter

¥

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, Sample Level, Sample Type, or Filename columns.

<

Moves all columns except Status, Sample Level, Sample Type, and
Filename 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, Sample Level,
Sample Type, or Filename columns.

Do

f ) B G

Moves the selected column name in the Displayed Columns pane one
row down in the column order. You cannot move the Status, Sample
Level, Sample Type, or Filename columns.
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2. Use the arrow buttons to move all the columns you want to display to the Displayed

Columns pane.

All the columns you select are displayed after the Status, Sample Level, Sample Type, and
Filename columns.

. To arrange the order of the columns, do the following:

a. In the Displayed Columns pane, select a column name.

b. Use the Up and Down buttons 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; the last column in the list represents the rightmost column in the Batch View
sample list.

Note You cannot move the Status, Sample Level, Sample Type, or Filename
columns.

. To change the width of a column, do the following:

a. In the Displayed Columns pane, select the column width.

Sample 1D 100

& Imjection wolume 100

Yial pozition 100

b. Type a new value for the width.

. 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.

You can use the drag-and-drop method to temporarily reorder the columns in your
sample list, but you cannot save this order. When you restart the TraceFinder application,
the Batch View displays your columns in the order specified in the Modify Columns
dialog box.

To temporarily customize the column display

. To resize a column, drag the header separator on the right side of the column.

. To move a column, drag the column header.

The Status, Sample Level, Sample Type, and Filename columns can be swapped with each
other, but they must always be the first four columns in the sample list.

You cannot save these changes. When you restart the TraceFinder application, the Batch
View displays your columns in the order specified in the Modify Columns dialog box.
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In Batch View, you can open a saved batch and edit the samples 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.

Use the following 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

. From the Batch View task pane, click Open Batch.

The Open Batch dialog box opens.
Open Batch

[default] C:

ubproject and batch to open

2 Projectl

= 5l Project?
[+l Project3
F-l Projectd

. Select a drive from the Storage Location list.

Starage lncation: W= E RS

[default] C:
T: Metwark - Cannot acquire on this drive.
¥ Metwork, - Cannot acguire on this diive.

The project list displays all projects, subprojects, and batches on the selected drive.
Select a project, subproject, and batch.
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
£ Open batch

Recent files

BQS

Dirwe: C:

Project: Projectl
Subprojeck: SubProject1
Batch: Batchl

% To edit samples in a batch
Use the commands described in “Working in Batch View” on page 262.

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 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 INJ0O01 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 50MJODT | CalSid 10
@ calstd 50MJO0Z | CalStd 10
[+ Cal Std 10
@ |calstd_100_INJODT | Cal Sid 10
(') Cal 5td 10

When you submit all samples in this batch, all samples (including previously acquired
samples) are acquired.
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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. All submitted samples—both the
reinjection samples and the previously acquired samples—are acquired. 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

Feport Mame Type Frirk Elrje[? IE—E E;;j tLE E;Egtﬁ
1 | Calibration Repart Standard ] ] ¥l
» 2 | Chromatogram R epart Standard ] F ]
3 | AlCalibrationR epart Custom F] ] F
4 Alkernate CalibrationR eport | Custom Ol ] ]

For detailed instructions for specifying which reports and output formats are generated,
see “Specifying the Reports Configuration” on page 58.

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. This action applies only to report types for which this output
format is 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.

This action applies only to report types for which this output format is 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 B atch Reports

Sample Level Batch Leve

Feport Mame Type Print Er[?Fate E{EEE >ErLESafE-1E

1 | Batch Repart Standard ] ] L] ¥l
3 2 | Blank Repart Standard L i F ]
Alternate BatchRepaort

Cushom

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 58.

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. This action applies only to reports for which this output format
is 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 samples 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 settings in the local method. See
“Identification” on page 119.

Compound Active Status

Compound Active

1 Benzenamine, 2,4-dibromo-

k 2 Acetarmide, N-[2-hydroxpphenyl]-
3 2 B-Dichloronitrosobenzene ]

4 G-k ethwl-3,5-heptadiene-2-one ]

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:

Compoundz

Acetamide, N-[2-hydroxpphenyl)-
Benzenamine, 2.4-dibromo-

For instructions for changing the active/inactive status in the Data Review view, see
“Inactive and Excluded Compounds” on page 290.
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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.

Local Method Yiew - Batch_steroids1l_Method_ _steroids®

Reports
Acquizition List Identificaton Calibration
RT Compaound Compound type Active | CAS Mo
1 063 Benzenamine, 2 4-dibr... | Target Compound E15576
4 2 1.40 Acetamide, M-[2-hydros... | Target Compound B14802

For details about the setting the status on the Identification page, see “Identification” on
page 119.

BN Method_steroids v Instrument:

Compound
1 Benzenamine, 2.4-dibromo- |
b 2 Acetamide, N-[2-hpdrasyphenyl]-
3 2 B-Dichloronitrozobenzens
4. B-td ethwl-3, 5-heptadiene-2-one

For details about setting the status in the Batch View, see “Setting Compound Active Status”
on page 276.

Data Review - Batch_steroids1*

kethod: kMethod_steroids [ngtrument;

Statuz | Flags | Filename Sample wpe | Active

Compoundz

2.5-Dichloronitrozobenzens
E-tethyl-3 5-heptadiene-2-one

Unknownl | Unknown

2 UnknownZ | Unknoven i

Acetamide, MN-[2-bpdrosephenyl)-
3 . Unknown3 | Unknowr O Benzenamine, 2 4-dibromo-
4 e Unknownd | Unknown [

For details about setting the status in the Data Review view, see “Inactive and Excluded
Compounds” on page 290.
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Submitting a Batch
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In 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 280.

Use the following 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 282.

K2
0‘0

1.

N

To submit all samples in the batch

Click the Submit Batch button, .

The Submit Options dialog box opens. See “Submit Options dialog box” on page 280.

. Select the tasks 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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To submit selected samples

. Select the samples you want to submit.

. Click the Submit Selected Samples button, “

The Submit Options dialog box opens. See “Submit Options dialog box” on page 280.

. Select the tasks 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 73. Submit Options dialog box

Submit Options

I zer name: | |

Samples: | 1-1 |

Arcquire data
Process data

[] Create reparts

Acquisition

Device Mame lze Start Device

Pricrity

Accela as

Start when ready

Pricrit

| Hide Details ~ | |

k. | | Cancel

Table 61. Submit Options dialog box parameters (Sheet 1 of 2)

Parameter Description

User Name Name of the current user.

Samples Reports the batch number and number of samples.
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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Table 61. Submit Options dialog box parameters (Sheet 2 of 2)

Parameter

Acquisition pane

Description

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 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 will initiate 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.

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.

Post-run system TBD
state
Programs TBD
Pre-acquisition 'TBD
Post-acquisition TBD
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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Update [ Thermo Scientific nstrument

. Sample Sample Wial Injection Conw
Statuz Filename Sample type Eai) Sample ID ot position | wolume Eiop Camment
1 @ |oloi5 | Casd 10 ‘calstd=5ngAl | E | 1.0| 1.000 |
2 @® ' UnknawndTIC | |unknu:uwn sample 1 | |“ | 1 '-"| 1-UUU|
Table 62. Batch View shortcut menu commands (Sheet 1 of 2)
Command Description
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 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 266.

Browse in raw file

Opens a dialog box where you can select a raw data file to use for the sample row.

Map raw files to samples

Opens a dialog box where you can select raw data files to use for the 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 286.

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.
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Table 62. Batch View shortcut menu commands (Sheet 2 of 2)

Command

Copy With Headers

Description

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 Batch View sample list. For
example:

Sample type

P atrix Blank

Cal 5td

Chik. 5td Sample type
—»  Unknown/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 Batch View.

Export to CSV file

Opens the Save As dialog box where you can save the current sample list to a .csv file.

Thermo Scientific
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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
values in a batch.

< To open the Data Review view
1. Do one of the following (to open Data Review mode):
From the dashboard, click Data Review.
_Or—
Click Data Review in the navigation pane of the current mode.

2. In the Data Review navigation pane, click Data Review (to open the Data Review view).

The Data Review view for the currently selected batch opens.

The Data Review view uses a samples 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.

This section includes the following topics:
 Samples List
* Quan Mode
* Qual Mode
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Use the samples list to select a particular sample. For detailed descriptions of the columns in a
samples list, see “Samples list” on page 291.

Status indicators for each sample indicate if the sample is unacquired, acquired, currently

acquiring, or processed.

Method: kMethodl Inztrument:  Thermo Scientific
Statuz | Flagz | Filename Sample type Sample level | Sample D Sample name
d 10 CalStd 10 -al std = 10 ng/ul
2 L, cal_std_20 CalStd 20 cal ztd = 20 ng/ul
3 L lewell Unknior level 1 =5 ngiul

The samples list includes the following features:
e Column Display
* Status Indicators
* Sample Flags
* Compound Flags

* Inactive and Excluded Compounds

The samples 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 samples 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 samples 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 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.

* In Qual Mode, the samples list works with the peaks pane 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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The samples list can contain many columns of information. You can scroll to see all the
columns of information, and you can customize which columns you want to display and their

display order.

Use the following procedures:
* To scroll the samples list
¢ Status Indicators

* To customize the column display

< To scroll the samples list
Use the scroll bar at the bottom of the samples list to view all the information.

When you use the horizontal scroll bar at the bottom of the samples list, the Status and
Filename columns stay fixed while the other columns scroll right and left.

< To temporarily customize the column display
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.

The Status, Sample Level, Sample Type, and Filename columns can be swapped with each
other, but they must always be the first four columns in the sample list.

You cannot save these changes. When you restart the TraceFinder application, the Data
Review view displays your columns in the order specified in the Modify Columns dialog
box.
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% 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.

Modify Columns

Aevailable Columns

Dizplayed Colurmns

Column Mame

Column ‘width Column Mame Column ‘width
¥ L

—_—

Ingtrument kethod 200 2 Sample level 100
Cory Factor a0 3 Sample type 100
Injection volume 100 4 Filename 100
Comment 100 [ 44 ]

Sample D a0

Sample name a0 [ p ]

Wial pogition 100

[ OF. ][ Cancel

Parameter

¥

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, Sample Level, Sample Type, or Filename columns.

<

Moves all columns except Status, Sample Level, Sample Type, and
Filename 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, Sample Level,
Sample Type, or Filename columns.

Crann

B ) B Gl

Moves the selected column name in the Displayed Columns pane one
row down in the column order. You cannot move the Status, Sample
Level, Sample Type, or Filename columns.

2. Use the arrow buttons to move all the columns you want to display to the Displayed

Columns pane.

All the columns you select are displayed after the Status, Sample Level, Sample Type, and
Filename columns.
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3. To arrange the order of the columns, do the following:
a. In the Displayed Columns pane, select a column name.

b. Use the Up and Down buttons 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; the last column in the list represents the rightmost column in the Batch View
sample list.

Note You cannot move the Status, Sample Level, Sample Type, or Filename
columns.

4. To change the width of a column, do the following:

a. In the Displayed Columns pane, select the column width.

Sample D 100

i wolume 100

"ial position 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 Data Review view.

You can use the drag-and-drop method to temporarily reorder the columns in your
sample list, but you cannot save this order. When you restart the TraceFinder application,
the Data Review view displays your columns in the order specified in the Modify
Columns dialog box.

Status Indicators

Status indicators show the current status of each sample during the acquisition and

processing:
* Orange for samples that are currently acquiring
* Blue for samples that have not been acquired
* Yellow for samples that have been acquired and not processed
* Green for samples that have been acquired and processed

Method: b ethodl Instrument: Thanm entific: [nstrument
Status Flags | Filename Sample type Sample level | Sample 1D Wial position | Injection valume
1 =] v |calstd 10 |CalStd 10 calstd=10ngful | 2 1.000
2 & v calstd 20 |CalStd 20 calstd=20ngful | 3 1.000
3 & T levell UnknownTIC level 1 =8ngiul |1 1.000

Status indicators
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The Flags column in the samples 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.

tethod:  Methodl Instument;  Thermo Scientific Instument
Statuz | Flagz | Filename Sample type  Sample level | Sample 1D Wial pozition | Injection volume
1 o t cal_std_10 | CalSid 10 calstd=10ngful |2 1.000
2 o t cal_std_20 | CalSid 20 calstd =20 ngful |3 1.000
3 o t lenvell UnknovnTIC lewell=8Bng/l |1 1.000
Sample 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 Sample tppe | Sample level | Sample D Vial position

10 ngdful | 2

cal_std_10 Flag Details

[i 5-acethyldeoxynivalenol®
Fzguared 0 < R2Threshold 0.99

15-acethyldeosynivalenol+kNH4*
Rzgquared 0 < R2Threshold 0.99

17beta-estradiol_neg®
Fzquared 0 < R2Threshold 0.99

1-Maphthylacetic_acid_neg®
Fzguared 0 < R2Threshold 0.99

Compounds

N 1.2-Benzenedicarboxylic acid, 4-methyl-
‘E-Prup_l,ln-'l -armine, M-nethyl-
"8 310-8nthracenedione

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 Flags Page” on page 159.

* 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.
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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.
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 Review - Batch_steroids1*

tethod: Method_steroids Inztrument:
Compounds

Statuz | Flags | Filename Sample type Active | Excluded

Unknownl | UnknownTIC |

Unknown

2 6-Dichloronitrozobenzene
B-Methyl-3,5-heptadiene-2-one
Acetamide, MN-[2-hydrosyphengl)-
Benzenamine, 2.4-dibromo-

Unknown2

Unknown3 | Unknown

.' Unknownd | Unknown

LD

OO0 ®
®|E|O

Use the following 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 samples 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 samples 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 - Batch_steroids1*

tethod: Metha |:|_ zh

Imstrument:

Active

Filenarne:

Un

Statuzs | Flags Sample type Compounds

2 B-Dichloronitrozobenzens
E-tethyl-3.5-heptadiene-2-one
Aretarnide, N-[2-kpdrosyphengl)-
Benzenamine, 2 4-dibromo- _’

arl Unkn

Unknown2 | Unknown

Unknownd | Unknown

B T I N )

a|0oa

Unknownd | Unknown

Inactive
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% To exclude a calibration point
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In the samples list, select the Excluded check box for the sample.

Use the horizontal scroll bar at the bottom of the table to scroll to the Excluded column.

When a value is no longer used for calibration, it is displayed as an empty box in the
graphical view of the calibration curve.

Propazine D-14

Average Areas1025895; % RSD 94,07

g, 1 Excluded
2500000 calibration
2000000 point
& 1500000
< 3 u
10000003 =
5000004 [ |
U - T T LI | T T T T T |I' T T T T | T T T T |
0.0 0.5 1.0 1.5 2.0

Figure 75. Samples list

kethod: Batc id bethiod
. Sample | Sample Sample "Wial [njection
Statuz Flags | Filename Sample type level ) name Comment position| volume
1 =] 1| steraidz02... | Unknown Samplelz 1 200
2 @ 1 | steroidz03 | Unknown Sampled3 p 20.0
3 .' gteroidz04 | Unknown Sample0d 3 200
4 '.' steroidz05 | Unknown Sample05 4 200
|nteqratian . w Actual Expected Fezp |5
mode Height Area BT BT Calc Amt | Theo Amt ratio |5 At Resp
t ethiod 2402 | 2958671 116 118 M2, 4372 0600 B7E7I2
b ethod 152082 | 1590374 317 318 M8, 2361 0600 673523
b ethiod 71110 FBB23A 315 318 WA, 05952 0600 772347
b ethiod 583384 | BORET an 318 WA, 9472 0600 39426
Active | Excluded X Diff ZRsD Z0  Channel
] M2, M2, WA, Chanrel 1
[ P M A M/, | Chanrel 3
] N MNA& N | Chanrel 1
[ N M N | Chanrel 3

Thermo Scientific

Cells in the samples 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).
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Table 63. Samples list columns (Sheet 1 of 2)

Parameter Description
Status * Orange for samples that are currently acquiring
* Blue for samples that have not been acquired
* Yellow for samples that have been acquired and not processed
* Green for samples that have been acquired and processed
Flags Displayed only 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:
Environmental and Food Safety: Matrix Blank, Cal Std, Chk Std, LCS, LCSD, MDL,
Method Val, MS, MSD, Unknown, Unknown/TIC, Solvent
General Quantitation: Matrix Blank, Cal Std, Chk Std, Unknown, Unknown/TIC, Solvent
Sample Level The level defined for a calibration sample or quality control sample.
Sample ID A user-defined alphanumeric string that identifies a sample.
Sample Name A user-defined name that identifies a sample.
Comment A user-defined comment for the sample.

Vial Position

The tray vial number used for the autosampler acquisition.

Injection Volume

The injection volume in microliters of sample to be injected.

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 range displayed.

The Injection Volume value set in the master method overwrites the value in the instrument
method.

Range: 0.1 through 5000pL

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.
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Table 63. Samples list columns (Sheet 2 of 2)

Parameter Description

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.

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.

Active 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. This column is displayed only when you enable multiplexing.

Thermo Scientific
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Quan Mode

Use the Quan Mode and the associated Compounds pane to view quantitative information to
complement the textual information for the selected sample. The Quan Mode displays
quantitative peak and confirming ion information for selected compounds that are found in

the processed samples.

Samples list

Compounds pane

tethod: fib_cal
Statuz Flagz  Filename . Sample type Sample level . Sample 1D CDTEDEm?IS = o]
. . . '8 1.2 4 5-Tetrachlorobenzens
1 0‘ ! calstd B Calibratar ch cal #td = 5 ngdul "B 1 2 4-Trichlorobenzene
2 | @ | v calstd 100 Calibrator 100 cal std = 100 ng/... : 1.2-Dichlorobenzene A
- 1.3-Dichlorobenzene =
[ ) lewveld Specimen/Qual lewvel 4 = B0 ngful "
@ 42 & Q G R "M 1 4-Dichlorobenzene
. S "M Hexachlorobutadiens f
{ | Il | > "B Hevarhlomenclnnsntadisns il
v |

1, 3-Dichlorobenzens RT: 4,38 | [

RT: 4.28

A 29238470 1
AH: 21283268 .25
M 25ATE 20pye

Relativa Intensity
NoE D o= D
S 5 5 & B

=

4.5
RT{min}

Apex BT: 433 4

Quantification Peak pane

RT: 4.38 | leveld

RT: 438

A 18174602.22
AH: 13208232 39

=
2100

2

= &

§ 50

a

T 40
20
0

Apex BT:

SN0 Dy

4.5
RT{min}

4.38

RT: 4.38 | leveld

RT: 4.28
A B053650 78
AH: E433744.30
SH:4633 4o

4.5
RT{min}

Apex AT: 4.38

Qualification pane

In addition to the Samples list, the Quan Mode view uses the following panes:

e Compounds
* Quantification Peak

* Qualification
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The Compounds pane works with the samples list pane to display textual and graphical values
for a unique file and compound combination.

Use the following procedures:
* To sort the compounds list
* To display peaks for a specific compound
* To display specific problems with a compound

* To display the internal standard for a compound

< To sort the compounds list

In the Compounds pane, right-click and choose one of the following sort styles from the
shortcut menu:

Command Description

Sort by flag and Sorts the compounds first by flag and then within each flag
alphabetical group, sorts the compounds alphabetically.

Sort by flag and Sorts the compounds first by flag and then within each flag
retention time group, sorts the compounds by retention time.

Sort by alphabetical Sorts the compounds alphabetically (1-7 followed by 4-z).
Sort by retention time Sorts the compounds from shorter retention time to longer

retention time.
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% To display peaks for a specific compound
1. In the samples list, select the sample.
The Compounds pane lists all compounds specified in the method.
2. In the Compounds pane, select the compound in the sample.

The Quantification Peak pane displays the peaks for the selected compound and its
internal standard.

Sample Compound
Statuz | Flags = Filename Sample type Sample level Cempaounds
‘n methyltestosterone
1 o steroids0f3 ko deowpcorticostenare:

r 2 B Unknawn hydrocartisone

progesterone

3 G steroids05 ko
< | 3 ES Il | »

| Frww

QED Spectra

progesterone RT: 3.20 | ste ., methyliestosterane RT: 1. ...

100 _
] 100 jas01 22308

Relative Intensity
Relative Intansity

3 2
RT{min) RT{min}

m/z; 109.00,279.10,2

Apex BT: 320

Compound peak Internal standard

< To display specific problems with a compound

Hold the cursor over the flag to display the problems with the compound.
Compounds

: : Calibration Amaunt DifF 100% = max calibration amount diff 20% |

LR LS B R L | )
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% To display the internal standard for a compound

1. Right-click the Quan Peak pane and choose Show Internal Standard from the shortcut
menu.

Quan Peak: 1

I Show Internal Standard

2.5-Cyclohexadien- o= ¥

RT:9.59
A SEOTESAT A2

Note By default, the ISTD pane is not displayed.

The Quantification Peak pane displays an ISTD pane with the internal standard for the
selected sample and compound.

Quan Peak: 1

hydrocortisone RT: 0,88 | steroids01 methyltestosterons RT: 1.99 | steroids0

RT: 0.62 RT: 1.99
Afc 1290937 99 Afc (54395 33
AH: 500511 .36 AH: 95311.08

SH: INF SM: 17957

0.5 . . 20
RT{rmin} RT{rmin}

'67.10,209.10 mdz: 267.10,285.20

Filker: + ¢ Full mz2 363,30 cid 150 Moize:529.89

2. To hide the ISTD pane, right-click the Quan Peak or ISTD pane and choose Hide
Internal Standard from the shortcut menu.
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Quantification Peak

298

TraceFinder User Guide

The Quantification Peak pane displays the compound selected in the samples list and

Compound pane. You can store two peak value sets (method and manual integration settings)
with each compound in each file. These settings can result in a different set of stored values.
The method values were originally calculated based on the processing method parameters.

The manual values are a result of what has been edited.

When the sample contains an internal standard, the chromatogram shows both the analyte
and the internal standard in side-by-side panes.

Use the following procedures:

To zoom in on a peak

To manually integrate a quantification or qualification ion
To manually add a peak

To remove a manually created peak

To switch between method and manual integration modes
To change the displayed information for detected peaks

To modify the peak detection settings

For a description of commands on the shortcut menu, see “Quantification Peak Shortcut

Menu” on page 302.

K2
0‘0

1.

2.

To zoom in on a peak
In the chromatogram plot, drag your cursor to delineate a rectangle around the peak.
The delineated area expands to fill the view.

To restore the default view, right-click the chromatogram plot and choose Reset Scaling
from the shortcut menu.
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< To manually integrate a quantification or qualification ion
1. Place your cursor over one of the two peak delimiter tags in the Quantification Peak pane.

When the tag can be selected, the cursor changes to a crosshair-style cursor. You can zoom
in on the baseline to make it easier to select the tag.

2. Drag the tag to another location to place the peak delimiter tag and automatically update
the peak values (area, height, and so forth) into the result set.

Both the Quantification Peak pane and the Integration mode column in the
Quantification Data pane reflect the change between method and manual modes. The
generated reports for these data identify the manual modifications.

Note Because a Blank Report displays only the quan mass, when you manually
integrate a confirming ion, the manual integration flag in the report is displayed on
the quan mass.

< To manually add a peak

1. Right-click anywhere in the Quantification Peak pane, and choose Add Peak from the

shortcut menu.
If a peak is already detected, the Add Peak command is not enabled.
2. Click to indicate the left and right base points for the peak.

The application places the peak delimiter tags at these locations and automatically
updates the peak values (area, height, and so forth) in the result set.

progesterone RT: 3.19 | ste ..

RT: 3.20
b 711697 52

= hiH: 6949111
Z LM IMF
400
=
@
-1
3 50
&

0

3 ——— Manually added

RT{min) base points

< To remove a manually created peak
Right-click the chromatogram plot, and choose Remove Peak from the shortcut menu.

The application removes the manually added peak.
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To switch between method and manual integration modes

Right-click the chromatogram view and choose Method Integration Settings or Manual
Integration Settings from the shortcut menu.

Initially, the method and manual integration settings that are stored for a compound and
file are identical and, when you select one mode, it does not affect the saved result set.
However, when manual data are available, the chromatogram plots and the result set
update as you switch between method and manual modes.

As you switch between modes, each pane reflects the changes. The generated reports for
these data identify the manual modifications.

Note Because a Blank Report displays only the quan mass, when you manually
integrate a confirming ion, the manual integration flag in the report is displayed on
the quan mass.

To change the displayed information for detected peaks

. Right-click the quantification chromatogram plot and hold the cursor over Peak Labels.

. Choose to display labels for the peak retention time, peak height, peak area, or signal to

noise.

The label types in the list are selected for displayed labels and cleared for labels that are
not displayed.

. To remove a label, select the label type again and clear it.

Label settings are globally applied to quantification peaks, confirming peaks, and internal
standard peaks.

Tip The labels do not always update on all peak displays. To update all labels, select a

different compound, and then reselect the compound whose labels you changed.

To modify the peak detection settings

. Right-click the chromatogram view and choose Peak Detection Settings from the

shortcut menu.

The Peak Detection Settings dialog box opens. Use the Peak Detection Settings dialog
box to adjust detection settings that were specified in the method.
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Figure 76. Peak Detection Settings dialog box
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2. Edit any of the detection settings.

For detailed descriptions of all detection settings, see “Detection” on page 121,

3. To save your changes to this compound in all samples in this batch, click Apply to All.

Thermo Scientific
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Quantification Peak Shortcut Menu

The Quantification Peak shortcut menu includes the following commands:

Table 64. Quantification Peak shortcut menu commands

Command

Method Integration Settings

Description

Displays method integration settings.

Manual Integration Settings

Displays manual integration settings.

Add Peak
—or—

Remove Peak
—or—

Cancel Add Peak

Adds a peak, removes a peak, or cancels an add peak

operation in progress.

Confirming lon List

Select the confirming ions to be viewed.

Peak Labels Displays or hides the peak labels (Label Area, Label
Retention Time, Label Height, or Label Signal to Noise).
Show Peak Info Displays peak information for the selected compound.
For example:
methyltestosterone
Quanionrmfz: 267, 10,285,.20
Inkeqgration mode: Method
Left RT: 1.87 Area: 654395
Apex RT: 1.99  Height: 953511
Right RT: 2.28 Moise: 530,01
Diata files  steroids0z
Filtgr: + € Full ms2 303, 3@cid
Deteckor: M5
Trace: Mass range ‘
Reset Scaling Resets the original scaling after a zoom operation.

Peak Detection Settings

Opens the Peak Detection Settings dialog box for the
selected compound.
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Qualification

The Qualification pane displays the compound selected in the Quantification Data pane and
Compounds pane.

The Qualification pane has five pages:
* Calibration Curve
* Spectra
* QED Spectra
* Confirming lons

* Jon Overlay

Calibration Curve

The Calibration Curve page displays a graphical view of the calibration curve for the selected
compound and key statistical values for evaluating the quality of the calibration.

Propazine D-14
Average Area:1026885; % RSD 94,07

- |
2500000—
2000000
E‘IEU-DDDU—:

< = |

10000003 u

500000 |

U - TrTrTrrTTT | LN LA L DL | '|I' T T T T | T T T T |
0.0 0.5 1.0 1.5 2.0

Use the following procedures:
* To manually exclude a calibration point

¢ To zoom in on an area

For a description of commands on the shortcut menu, see “Calibration Curve Shortcut
Menu” on page 305.
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< To manually exclude a calibration point
In the samples list, select the Excluded check box for the sample.
Use the horizontal scroll bar at the bottom of the table to scroll to the Excluded column.

When a value is no longer used for calibration, it is displayed as an empty box in the
graphical view of the calibration curve.

Propazine D-14
Average Area 1025895, % R0 94,07
g, 1 Excluded
EGG{:IDDU—: calibration
2000000 point
315&0000—_
< = |
10000003 .
500000 |
l"-" - T T T T | T T T T |I' T T T T | T T T T |
0.0 0.5 1.0 1.5 2.0

< Tozoominon an area
1. In the Calibration Curve plot, drag your cursor to delineate a rectangle around an area.
The delineated area expands to fill the view.

2. To restore the method default view, right-click the calibration curve plot and choose
Reset Scaling from the shortcut menu.

Changes to the calibration settings immediately apply to the entire results set, but you
save them only when you save the batch.
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Calibration Curve Shortcut Menu
The Calibration Curve shortcut menu includes the following commands:

Table 65. Calibration Curve shortcut menu commands

Command Description
Standard Type Sets the standard type to External or Internal.

Calibration Curve Type  Sets the calibration curve type to one of the following:

* Linear: Allows all settings with this exception: When Origin
is set to Include, all Weighting values are grayed out and
Weighting is set to Equal.

* Quadratic: Allows all settings with this exception: When
Origin is set to Include, all Weighting values are grayed out
and Weighting is set to Equal.

* Average RF: Allows no Weighting or Origin selections. All
Weighting and Origin values are grayed out. Weighting is set
to Equal, and Origin is set to Ignore.

Response Via Sets the response to Area or to Height.

Weighting Sets the weighting to equal, 1/X, 1/X"2, 1/Y, or 1/Y"2.
Origin Sets the origin to Ignore, Force, or Include.

Units Sets the units.

Done with Settings

Reset Scaling Resets the original scale in the calibration curve pane.

Spectra

The Spectra page displays a comparison of the spectra found in the data and the method
reference.

1 Dﬂ-jl
W]

% Tozoom inon an area
1. Drag your cursor to delineate a rectangle around an area.
The delineated area expands to fill the view.

2. To restore the method default view, right-click the spectra plot and choose Reset Scaling
from the shortcut menu.
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QED Spectra

The QED spectra displays the averaged QED spectra from the raw data file and the datastore
match. If the sample contains no QED data, the page is blank.
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< Tozoominon an area
1. Drag your cursor to delineate a rectangle around an area.
The delineated area expands to fill the view.

2. To restore the method default view, right-click the spectra plot and choose Reset Scaling
from the shortcut menu.
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Confirming lons

The Confirming lons page displays a graphical view of all qualifying/confirming ions for the
selected sample and compound and displays calculated ion ratios and ion ratio acceptance
windows. A red border indicates that an ion ratio is outside of its window. Depending on the
method option settings, another ion view is available on the Ion Overlay page. See “lon
Overlay” on page 311.
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A red border indicates that an ion ratio is outside of its window.
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Use the following procedures:

* To manually add a peak

* To remove a manually created peak

* To zoom in on a peak

* To change the displayed information for detected peaks

¢ To display the peak information window

For a description of commands on the shortcut menu, see “Confirming lons Shortcut Menu”
on page 310.
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< To manually add a peak
1. Right-click the chromatogram plot and select Add Peak from the shortcut menu.
If a peak is already detected, the Add Peak command is not enabled.
2. Click to indicate the left and right base points for the peak.

The application places the peak delimiter tags at these locations and automatically
updates the peak values (area, height, and so forth) in the result set.

progesterone RT: 3.19 | ste ..

RT: 2.20
b 711697 52
= hdH: 6949111
g SH: IMF
T400
E
@
5
3 50
i
0 ———— Manually added
3 base points
RT{min})

% To remove a manually created peak

Right-click the chromatogram plot, and choose Remove Peak from the shortcut menu.

The application removes the manually added peak.

% Tozoom in on a peak
1. In the chromatogram plot, drag your cursor to delineate a rectangle around the peak.
The delineated area expands to fill the view.

2. To restore the method default view, right-click the chromatogram plot and choose Reset
Scaling from the shortcut menu.

% To change the displayed information for detected peaks
1. Right-click the chromatogram plot and hold the cursor over Peak Labels.

2. Choose to display labels for the peak retention time, peak height, peak area, or signal to
noise.

The label types in the list are selected for displayed labels and cleared for labels that are
not displayed.

3. To remove a label, select the label type again and clear it.

Label settings are globally applied to quantification peaks, confirming peaks, and internal
standard peaks.

Tip The labels do not always update on all peak displays. To update all labels, select a

different compound, then reselect the compound whose labels you changed.
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< To display the peak information window
1. Right-click the quantification and confirming ion chromatogram plots.
2. Choose Show Peak Info from the shortcut menu.

Information in this window includes the data stream processed for this ion, consisting of
a particular detector, filter (if applicable), and trace. For example, an MS detector might
show a filter of “+ ¢ Full ms [35.00-500.00]” and a Mass Range trace.

This window also shows the peak area and height, along with the retention times of the
peak integration and the peak apex.
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Confirming lons Shortcut Menu

The Confirming lons shortcut menu includes the following commands:

Table 66. Confirming lons shortcut menu commands

Command

Method Integration Settings

Description

Displays method integration settings.

Manual Integration Settings

Displays manual integration settings.

Add Peak - Remove Peak -
Cancel Add Peak

Adds a peak, removes a manually added peak, or cancels an
add peak operation in progress.

Range Calc Method: Manual

Selects the method used to calculate the ion ratio range
windows: Manual, Average, Weighted average, or Level.

Range Calc Level Range based on the calibration level.

Target Ratio: Specifies the theoretical ratio of the confirming ion's
response to the quantification ion's response.

Window Type: Specifies the Absolute or Relative calculation approach for
determining the acceptable ion ratio range.

Window: % Specifies the acceptable ion ratio range as a percentage.

Peak Labels Displays or hides the peak labels (Label area, Label retention
time, Label height, or Label signal to noise).

Show Peak Info Displays peak information for the selected compound. For

example:

methyltestosterone

Quanion mfz:  267.10,285,20

Integration mode: Method

Left RT: 1.87 Area: BE4395
Apex BT 1.99  Height: 05311
Right RT: 2,28 Moise: 30,01

Data file:  skeraoids0z
Filker:  + ¢ Full ms2 303, 3@cid

Detector: M5

Trace: Massrange ‘

Reset Scaling

Resets the original scaling after a zoom operation.

Peak Detection Settings

Opens the Peak Detection Settings dialog box for the
selected compound. See “Peak Detection Settings dialog
box” on page 301.
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lon Overlay

The Ion Overlay page represents an overlay of the entire ion set—quantification and
qualifying/confirming—for the selected sample and compound. Use this page to graphically
review the peak apex alignment and co-eluting peak profiles.

RT: 1.38 | steroids04d
1.0 1.5

Relative Intensity
o = o {=r] =
c 2 2 2

=]

RT{min}

< Tozoom in on a peak
1. Drag your cursor to delineate a rectangle around the peak.
The delineated area expands to fill the view.

2. To restore the method default view, right-click the chromatogram plot and choose Reset
Scaling from the shortcut menu.
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Qual Mode

Use the Qual Mode and the associated peaks pane to view qualitative information that
complements the textual information for the selected Unknown/TIC sample. The Qual
Mode view displays detected peaks for the selected sample. From the Qual Mode view, you
can manually add peaks. The Qual Mode view is available only for Unknown/TIC sample

types.

Samples list

Filenamea Sample ID

Statuz Flags Sample type

cal_std 6 | UnknownTIC

Peaks pane

3 . cal_std 10 | UnknownTIC | cal std = 10 ngful
|| |
Frww |
Cuan Filter: * ¢ Full ms [25.00-500.00]
Qua 400 7.05 8.5a
od a 1252
g B 1399
= 60
£
F 40
[}
& g, 507 B3 856 g1 a7 117 10 | ssamen
o ey I P e a}l i i 1566 1688 1745 1834
| ! I T I T I T I T I ! 1 ! 1 ! 1 ! I T I
9 10 1 13 14 15 18 17 18 19
RT{min}
RT:7.95 20.00
N AR 133201739 95 100 ; ~
E AH: 106050614.96 nE| | : 0 y
: SN: B68.45
100 T a0 | 4o O |2 433 |14 |37 Thiophenq
f i
: o 0 |3 488|535 |25 |Naphthals
B0 16408
100
—-|?9-39 16510 33100 415.30
0 1] 7 oy T
78 78 80 81 200 400
RT{min) | miz | & T lE >
Chromatogram | | |

Qual peak pane Spectra pane

navigation pane

Ranking pane

Tip To resize the panes, drag the separators that divide the panes.

In addition to the Samples list, the Qual Mode view displays data in the following panes:

e Peaks Pane

* Chromatogram Navigation Pane

Qual Peak Pane
* Spectra Pane (Reference and Selected)

* Ranking Pane
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Peaks Pane

The peaks pane works with the samples list to display graphical values for a unique sample
and peak combination. For detailed descriptions parameters on the peaks pane, see “Peaks
pane” on page 315.

< To display peaks for a specific compound

1. From the samples list, select a sample.

Note If you choose a sample other than an Unknown/TIC sample, the TraceFinder
application returns you to Quan Mode.

The peaks pane lists the retention times for peaks identified in the selected sample, the
values for the best match methods for each peak, and the compound match.

The number of peaks that are listed is specified in the method. You can change the
number of identified peaks in the Method Template Editor. See “Creating a Method
Template” on page 188.

2. From the peaks pane, select a peak in the sample.

Peak BT [min] 5l R 5l kP Library entry

5.0 244 247 33 o-T oluidine

546 292 994 93 2-Cyclohewen-1-one, 3.5.5-trimethyl-
4 8.00 937 Al Acenaphthene

g.84 259 549 1] M aphthalene, 1-methyl-

1094 942 943 53 Fluoranthene

The TraceFinder application displays the selected peak in the qual peak pane.

RT: &.00
hdf 166586431 .45
hAH: 153422273 70
a0 SH: INF

-
[
T

oG
T

Relative Intansity
=~
T

B.00

RT{min}

When you select a data-dependent sample, the peak can be from either a full scan or a
QED spectrum of an SRM-filtered chromatogram.
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The TraceFinder application displays the Spectra pane with two sections:
* The Qual Data pane shows spectra data for the peak in the raw data file.

* The Qual Library pane shows actual spectra for the identified library compound.

Cueal Library

153.00

[
=

— 1 Reference spectra
from the library

Relative Intansity
o
=]

151.00

g7.00  126.00

=]

S0 100 150
miz

Qual Data
153.04

[=]
=

—— 1 Actual spectra for the
compound

o
=

Relative Intansity

1566.07 18099 32707 40216 47219

=]

100 200 300 400

The TraceFinder application locates the selected peak in the navigation chromatogram.

.01 9.63
405 4E6 gon G048 .99 74 00 BAT g9q 988
136 4z 3.454
3 4 5 [ 7 -] 4 10
RT{min}

% To remove a peak
1. Select a peak in the peaks pane.
2. Right-click and choose Remove Selected Peak from the shortcut menu.

The TraceFinder application removes the selected peak from the peaks list.

Note There is no undo for this action, but you can manually add a peak to redefine a
removed peak. See “Chromatogram Navigation Pane” on page 316.
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Figure 77. Peaks pane
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+ ¢ Full ms [35.00-500.00]

Peak AT [min] A5l kP Libramny entry
a.00 937 aa Acenaphthene
2 a.84 549 I} Maphthalene, 1-methyl-
Table 67. Peaks pane parameters
Command Description
Filter Filter used to identify the peaks. Specified in the raw data
file or the master method.
When your raw data file is data-dependent, the filter
indicates this with a “d”:
Mu‘:l Full ms2 179.15@cid35.00 [35.00-370.00] I
Data-dependent filter
Peak RT (min) Peak retention time. The time after injection when the
compound elutes. The total time that the compound is
retained on the column.
SI Search index method used to search the NIST library.
RSI Reverse search index method used to search the NIST
library.
MP Match probability.
Library entry Library compound that matches the identified peak.

Remove selected peak

Shortcut menu command that removes the selected peak
from the peaks list.
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Chromatogram Navigation Pane

The chromatogram navigation pane displays all peaks in the selected sample. The peak
selected in the peaks pane displays a red marker.

For a description of commands on the shortcut menu, see “Chromatogram navigation pane
shortcut menu commands” on page 317.

< Tozoom in on a peak

1. In the chromatogram navigation pane, drag the cursor to delineate a rectangle around the

peak.
The delineated area expands to fill the view.

2. To restore the default view, right-click the chromatogram navigation pane and choose
Reset Scaling from the shortcut menu.

< To manually add a peak

1. Zoom in to make it easier to identify the peak you want to add to the results set.

2093

186 305

28 30

2. Right-click the chromatogram navigation pane, and choose Add Peak from the shortcut
menu.

3. Click to indicate the left and right base points for the peak.

The TraceFinder application marks the peak in the chromatogram navigation pane.

kv

2.86 3.05

24 30

The TraceFinder application places the peak delimiter tags at the base point locations and
automatically updates the peak values in the peaks pane and qual peak pane.
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Figure 78. (Qual peak pane with a manually added peak

RT: 2.93
Tl 3616347 82
hiH: 29804603 78
SH: INF
100
ey
c &0
£
2
£ (5]
&
A
20
o Manually added
28 24 30 base points
RT{rmin})
Peak BT [min] 51 A5l kP Library entr
Phenal, 2-fluoro-
318 34 845 95 Ethanamine, H-sthyl-H-nitroso-
5.01 200 903 ] Phenal, 3-methyl-

Figure 79. Chromatogram navigation pane

Filter: + ¢ Full ms [35.00-500_00)

1252
=100 7495 9,60
T 598
g &0 4.00 o 13283
E 60 4.45 6oz O raf 8.4z | 859 M
@ a0 0% soo [ I 047 ELEC N PPy
© 204176 235 292 35 l | i
N i
z 3 a 5 & 7 8 8 10 1 12 13 1
RT{min}
Table 68. Chromatogram navigation pane shortcut menu commands
Command Description
Add peak Manually adds a peak.
Reset scaling Resets the original scaling after a zoom operation.
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Qual Peak Pane
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The qual peak pane displays the selected peak.

Use the following procedures:

To zoom in on a peak

To manually add a peak

To remove a peak

To switch between method and manual integration modes

To change the displayed information for detected peaks

For a description of commands on the shortcut menu, see “Qual peak pane shortcut menu
commands” on page 320.

R
0’0

1.

To zoom in on a peak
In the chromatogram plot, drag the cursor to delineate a rectangle around the peak.

The delineated area expands to fill the view.

. To restore the default view, right-click the chromatogram plot and choose Reset Scaling

from the shortcut menu.

To manually add a peak

. Right-click anywhere in the qual peak pane, and choose Add Peak from the shortcut

menu.
If a peak is already detected, the Add Peak command is not enabled.
Click to indicate the left and right base points for the peak.

The TraceFinder application places the peak delimiter tags at these locations and
automatically updates the peak values (area, height, and so forth) in the result set.

progesterone RT: 3.19 | ste ..

RT: 3.20
h%: 711697 52
= hiH: 6942111
g SM: INF
34
E
2
T 50
&
0
3 ——— Manually added
RT{rmin) base points

m/z: 109.00,279.10,2
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To remove a peak

Right-click the chromatogram plot, and choose Remove Peak from the shortcut menu.
The TraceFinder application removes the peak displayed in the qual peak pane. All data

for this peak are removed from the Qual Mode panes.

To switch between method and manual integration modes

Right-click the chromatogram view and choose Method Integration or Manual
Integration from the shortcut menu.

Initially, the method and manual integration settings that are stored for a compound and
file are identical and, when you select one mode, it does not affect the saved result set.
However, when manual data are available, the chromatogram plots and the result set
update as you switch between method and manual modes.

As you switch between modes, each pane reflects the changes. The generated reports for
these data identify the manual modifications.

To change the displayed information for detected peaks

. Right-click the chromatogram plot and hold the cursor over Peak Labels.

. Choose to display labels for the peak retention time, peak height, peak area, or signal to

noise.

The label types in the list are selected for displayed labels and cleared for labels that are
not displayed.

. To remove a label, select the label type again and clear it.

Label settings are globally applied to qual peaks, confirming peaks, and internal standard
peaks.

Tip The labels do not always update on all peak displays. To update all labels, select a
different compound, and then reselect the compound whose labels you changed.
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Figure 80. Qual peak pane

RT: 2.00
hdf: 166536421 .45
hAH: 153402273 79
a0 SH: INF

-
=
T

Relative Intensity
= oz
=2~
(I

B.00
RT{min}

The qual peak pane shortcut menu includes the following commands:

Table 69. Qual peak pane shortcut menu commands

Command Description

Reset scaling Resets the original scaling after a zoom operation.
Method integration Displays method integration settings.

Manual integration Displays manual integration settings.

Peak labels Displays or hides the peak labels (Label Area, Label

Retention Time, Label Height, or Label Signal to Noise).

Remove peak Removes the peak displayed in the Qual pane.

320 TraceFinder User Guide Thermo Scientific



Spectra Pane (Reference and Selected)

Thermo Scientific

6 Using the Data Review Mode
Working in Data Review View

The Spectra pane displays the reference spectra and the spectra for the selected sample. The
top pane displays the reference spectra for the identified compound from the library; the
bottom pane displays the spectra for the selected peak.

Figure 81. Spectra pane

100 200

300 400

Queal Library
152,00
=z — Reference
m
@ spectrum from
f the library
2
m
[:1]
[
£3.00
1400 39.00 |y
20 40 ] ] 100 120 140 160
miz
Cueal Data
153 04
100
=
TS}
g Actual spectrum
F 60 152 03 for the selected
m 40 peak
& TAAT 15103
20 =
o 15607 20701 28000 32707 407 A6 44510

< Tozoom in on a peak

1. In the spectra plot, drag the cursor to delineate a rectangle around the peak.

The delineated area expands to fill the view.

2. To restore the default view, right-click the chromatogram plot and choose Reset Scaling
from the shortcut menu.
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Ranking Pane

The ranking pane displays the three best library matches for the selected peak. Use this pane
to select a different library entry for the peak.

When you select a library entry other than the original entry, the TIC Report and TIC
Summary Report indicate this with a “P” flag:

Peak: Retention Time  Area Height Inj Estimate Insample Est Flag
Maphthalene, 2-chlore-  7.95 138291740 106050615 0.oo0 0.oo0 P

P flag J

For a detailed description of ranking pane parameters, see “Ranking pane” on page 323.

< To change the library entry for a selected peak
In the ranking pane, select the check box for the library entry you want to use to identify
the selected peak.

* In the Spectra pane, the reference spectra change to show the spectra for the selected
library entry.

* In the peaks pane, the SI, RSI, MP, and Library Entry values update to reflect the
selected library entry.

R ank Sl A5l kP Librany entry
1 937 937 a0 Acenaphthene —— Selected library entry
[ |2 865 888 11 Biphenyl in the ranking pane
] |3 batal ] b g MHaphthalene, 2-ethenyl-
CQueal Library
153.00
100
= ]
g 807 Reference
E 60 152 00 spectrum
5] T for Acenaphthene
2 40 76.00 P
r 151.00
20 fi3.00 —
{iapp 000 5100 700 e 126.00
o = : I..I.jl . II' . I.| L | | :""n_-"i" —fe— [P — !
20 40 Bl ] 100 120 140 160
miz
Peak RT [min] 51 RSl kAP Library entry
.M 44 847 33 a-T aluidine
546 292 994 93 2-Cyclohewen-1-one, 3.5.5-timethyl-
I L

10.94 942 943 A3 Fluoranthene

Peaks pane for
Acenaphthene
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Rank
1
] |2
] |3

Table 70. Ranking pane parameters

Command

<Check box column>

Sl

937
BEL
856

RSl
937
=it
856

kP Library entry

an Acenaphthene

11 Bipherwl

a M aphthalene, 2-ethenyl-

Description

Indicates selected library entries for the selected peak.

Rank Indicates the order of best matches between the selected
peak and library entries.

SI Search index method used to search the NIST library.

RSI Reverse search index method used to search the NIST
library.

MP Match probability.

Library entry Library compound that matches the identified peak.
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Working in Report View

Use the Report View to display or generate reports for the currently selected batch in the Data
Review mode. You must process each sample in the batch before you can view or generate a
sample-level report for that sample.

This section includes the following topics:
* Viewing Reports
* Generating Reports
* Working with Reports
* Working with Active View

Figure 83. Report View in Data Review mode

Report Yiew - Batchl

ReportYiew

e T T M & -

* View Only: Displays a PDF or Excel spreadsheet preview of the selected report type for
the batch, sample, or compound. See “Viewing Reports” on page 325.

Preview reports for all Standard report types are always available. You must generate
Custom and Target Screening report types before they are available in this list.

The Report View page displays one of the following report outputs:
* Standard reports as PDF files
* Custom reports in XLSM format

* Target Screening reports as PDF files

* Generate Only: Creates all specified report output formats for the selected sample- or
batch-level report. See “Generating Reports” on page 329.

% To open the Report View
1. Click Data Review in the navigation pane from any mode.
2. In the Data Review navigation pane, click Report View.
Report Yiew %

The Report View for the currently selected batch opens.
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Viewing Reports

Use the View Only features to view all configured standard reports and any custom or target
screening reports that you have generated. After you generate a report, the application displays
the report in the View Only report list.

Use the following procedures:
* To select a report
* To select a sample
* To select a compound

* To select a sample and a compound

< To select a report
1. Select the View Only option.
2. Click the Select a Report box.

The report list opens, displaying all configured report types.

Report Mame Type Requirez
Alternate B atchRepart Custarm Batch
Alternate ConfirmationB epart Cushom Sample
Batch Report Standard Batch
Blank Report Standard Sample

Filter Re
B Only show automated batch reports

Standard reportz Custarn reparks Target 2hing reparts

These reports reflect the Displayed Reports selections in the Configuration mode. To
change the configured reports that are available in this view, see “Specifying the Reports
Configuration” on page 58.

To sort the reports, click the column headers. The application maintains this sort order
each time you open the Report View for this batch.

To help organize your reports, you can filter the list.

3. To limit the types of reports you want to display in the report list, select any combination
of report filter options in the Filter Reports area.

Thermo Scientific TraceFinder User Guide 325



6 Using the Data Review Mode
Working in Report View

326

TraceFinder User Guide

Table 71. Filter Reports options

Option Behavior

Only show automated batch Displays only reports that have an output format

reports specified in the Automated Batch Reports area in the
Batch View. See “Editing Report Output Formats”
on page 274.

Standard reports Displays Standard report types.

Custom reports Displays all generated Custom report types. Custom

reports are not available for viewing until you have
generated the report.

Target Screening reports Displays all generated Target Screening reports.

Target Screening reports are not available for viewing
until you have generated the report.

Note When you make changes to the method in the Local Method view, to the peaks
in the Data Review view, or to the samples in the Batch View, you must regenerate the

custom or target screening reports to see the effects of those changes.

4. Double-click the name of the report.

The report list closes.

When the selected report is a batch-level report, the application displays the report on
the Report View page.

When the selected report includes separate reports for each sample, you must select a
sample file.

a8 TIC Summary Feport Sample file: _

Follow the procedure “To select a sample” on page 327.

When the selected report includes separate reports for each compound, you must
select a compound.

Compound Calibration B eport Cormpaumd:

Follow the procedure “To select a compound” on page 327.

When the selected report includes separate reports for each sample and each
compound in the sample, you must select both a sample and a compound.

Select a repart; Sample file: Compaound:

Follow the procedure “To select a sample and a compound” on page 328.
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To select a sample

1. Click the Sample File box.

The sample list displays all samples in the batch.

Sample Hame Sample 1D Sample Type

level 2 =10 ngdul | Unknown

Filker

2. To show only samples that would be included in the selected report, select the Only

Show Samples Relevant... check box.

For example, if you selected the Check Standard Report, the sample list displays only
Chk Std samples.

Note Click the column headers to sort the samples. The application maintains this
sort order each time you open the Report View for this batch.

Double-click the name of the sample.

The sample list closes. The Report View page displays the sample-level report.

To select a compound

. Click the Compound box.

The compound list displays the names and retention times of all compounds in the
sample.

RT Compound Mame

Al Compounds
B.006.00E.00E. .. | Acetamiprd

G.00.6.00 Amitraz
E.00 Afrazine DB
6.00.5.00 B eflubutarmid

G.00,6.00,6.00 Benalaxyl

6.00 Berzophenone-3

2. Double-click a single compound or All Compounds.

The compound list closes. The Report View page displays the compound-level report.
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% Toselect a sample and a compound

1. Click the Sample File box.

The sample list displays all samples in the batch.

Sample Hame Sample 1D Sample Type

level 2 =10 ngdul | Unknown

2. To show only samples that would be included in the selected report, select the Only
Show Samples Relevant... check box.

For example, if you selected the Check Standard Report, the sample list displays only
Chk Std samples.

Note Click the column headers to sort the samples. The application saves this sort
order in the Report View for this batch.

3. Double-click the name of the sample.
The sample list closes.

4. Click the Compound box.

The compound list displays the names and retention times of all compounds in the
sample.

RT Compaund Mame
Al Compounds

B.006.006.00E. .. | Acetamiprd

£.00.E.00 Amitraz

.00 Atrazine DB

£.00,6.00 Beflubutamid

f.00,6.00,6.00 Benalaxl

E.00 Benzophenone-3

5. Double-click a single compound or All Compounds.
The compound list closes.

The Report View page displays the compound-level report for the selected sample and
compound.
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Use the Generate Only features to create sample-level reports. You cannot use the View Only
features to view custom or target screening reports until you generate the report. When you

make changes to the method in the Local Method view or to the peaks in the Data Review
view, you must regenerate the custom or target screening reports to see the effects of those

changes.
Use the following procedures:
* To select a report
* To select a sample
% Toselect areport
1. Select the Generate Only option.
2. Click the Select a Report box.

The report list opens.

Repart Mame Type Fequiresz
Blank, Report Standard Sample
BlankReport Cuztom Sample
Check Standard Repart Standard Sample
CheckStandardR epart Custam Sample
Chromatogram R epart Standard Sample

Filter Reports
B Only show autornated batch reports

Standard reportz Custarm reports T arget Screening reporks

All configured sample-level report types are displayed in the list. You cannot generate

batch-level or compound-level reports from this view. To change the configured reports

that are available in this view, see “Specifying the Reports Configuration” on page 58.

If you have many reports, you can filter the list.
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3. To limit the types of reports you want to display in the report list, select any combination
of report filter check boxes in the Filter Reports area.
Filter Reports
W Only ¢ automated batch reports

Standard reports Cu

Option Behavior
Only show automated batch Displays only sample-level reports that have an
reports output format specified in the Automated Batch

Reports area in the Batch View. See “Editing Report
Output Formats” on page 274.

If you have only batch-level reports specified in the
Batch View, selecting this option excludes all reports
in the Report Name list.

Standard reports Displays sample-level Standard report types.
Custom reports Displays sample-level Custom report types.
Target Screening reports Displays sample-level Target Screening report types.

Note Click the column headers to sort the samples. The application saves this sort
order in the Report View for this batch.

4. Double-click the name of the report.

The report list closes. You must select a sample file for the selected report.

Sl S TIC Surmmary Feport Sample file: _

% To select a sample
1. Click the Sample File box.

The sample list displays all samples in the batch.

Sample
Type

Select Sample Name Sample D

I nknovan unknown zample 1 | Unknown

[] |cal std 5 cal std =5 ngdul | Cal5td

[] |chk_std &0 chik ztd = B0 ngsul | ChkStd

[1 | matrix_blank matriz blank, Blank,

[1 | samplel unknown zample 1 | UnknownT I
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2. To show only samples that would be included in the selected report, select the Only
Show Samples Relevant... check box.

For example, if you selected the Check Standard Report, the sample list displays only
Chk Std samples.

Note Click the column headers to sort the samples. The application saves this sort
order in the Report View for this batch.

3. Select the check box for each sample you want to include in the report.
4. Click Generate.

The Report Selection Confirmation dialog box opens.

Report Selection Confirmation

‘You have zelected the follawing report for generation: ConfirmationB eport

Sample Mame Sample D Sample Type

level 1 =8 ngful | Unknown

Cancel Continue
L~ -

5. In the What Action Would You Like to Perform area, select the types of reports you want
to create.

Note The application automatically selects required output formats. These options
are not editable.

6. Click Continue.

The application submits the selected samples to the report queue.

i il
Acquizition Inztrument Devices

E F'ru:u:essmg E!ueue Empt_l,l [Head_l,l]
= [B Reporting Queue - 1 batch [Ready)
= Wl Batchdf00- 1 sample
o cal_std 5 - Reporting

When you have already generated this report in the Batch View or Acquisition Mode, the
new report is time-stamped to differentiate it from the original report.

7. To view the report you generated, follow the instructions in “Viewing Reports” on
page 325.

Note When you make changes to the method in the Local Method view, to the peaks in
the Data Review view, or to the samples in the Batch View, you must regenerate the
custom or target screening reports to see the effects of those changes.
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Working with Reports

Orly @ Generate Only

Use the buttons on the Report View page to view, print, or export a report.
* A PDF report view is available for all Standard and Target Screening report types.

* An Excel Macro-Enabled Workbook report view is available for any Custom report types
that you have generated with the Generate XLSM option selected.

Use the following procedures:
* To print a standard or target screening report
* To export a standard report
* To search for text

* To enlarge the report text

< To print a standard or target screening report
1. Select the report you want to print from the Select a Report list.
2. (Optional) Select a sample from the Sample File list.
The application displays the report on the Report View page.
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I Calibration Report |

Lab name: Thermo Fisher Laboratory Page 1 of 7
Instrument: ThermoFisher Instrument Mathod: EC25B_8level_322010_a_EPAMethodB2T0B_Blevel

Usen AMERVYessie butler EPAMethod8270B_Blevel

Batch; EC256_Blevel 322010 _a Call Fle: ECZ5B_8level_322010_a.calx

Compound 1 2 3 4 ] & 7 Type RRF %RSD R*2 Flag
MN-Nitrosodimethylamine 0643 0.659 0638 0687 0.658 0844 07ia A 0.675 6.05
Pyridine_RCRA 1238 1.306 1.374 1438 1.457 1827 1674 A 1448 272

2-Picoline 1.448 1.579 1713 1.802 1613 1.827 1.882 A 1742 109
MN-Nitrosomethylethylamine_APP3 0765 0737 0746 0682 0.637 0714 077e A 0.733 691
Methyl_methanesulfonate 0.369 0.357 0.385 0.382 0.457 0.582 0453 A 0433 1708 A
2-fluorophenal{sur) 1435 144 1.54% 1.304 1.379 1434 1548 A 1436 570
MN-Nitrosodisthylamine_APFS 0656 0842 0.788 0885 0.629 0.745 0822 A 0.7 i0.89
Ethyl_methanesulfonate 1.009 1.041 1.084 1.080 0.943 1.089 1.270 A 1097 10.02
phenol-d5{sur) 1.977 1.942 1980 1.845 1.836 2009 1838 A 1957 293
PhenaH{CCC) 2032 2173 2.084 2182 183 2447 2378 A 2161 773

Aniline 2 596 2822 2862 2841 2.597 2703 2924 A 2747 4.a2
Bis|2-chioroethyl)ather 1.480 134 1458 1482 1.348 1432 1688 A 1479 799
Pentachioroethane 0.563 0.553 0.4e8 0.498 0.487 0.508 0548 A 0.520 .73

TraceFinder User Guide

Thermo Scientific



Thermo Scientific

7.
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Working in Report View

. Click the Print Report button, = I

The Print dialog box for your default printer opens.

. Follow the typical procedure to print from your printer.

Landscape reports automatically rotate to fit the paper.

To export a standard report

. Select the report you want to print from the Select a Report list.

. (Optional) Select a sample from the Sample File list.

The application displays the report on the Report View page.

. Click the Export Report button, &

The Export Report dialog box opens.

. Locate the folder where you want to write the report file.
. Type a file name for the exported report file.

. Select a file type from the Save as Type list:

Save as type: FOF [* pdf] e

Character Separated Walues [C54V] [*.oav)
Micrazaft Excel (37-2003] 7 xlz)

icrozoft Excel [(37-2003] Data-Only [%.=lz]
blicrozoft Excel wWorkbook Data-Only [* xlex)
ticrozoft Wiard [97-2003] [*.doc]

icrozoft Wiard [37-2003] - Editable [*.rtf]
Rich Text Format [RTF) [*.1tf]

FML [* =)

Click Save.

The TraceFinder application saves the file as the specified file type and writes the report
file to the specified folder.
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< To search for text
1. Select a report from the Select a Report list.
2. (Optional) Select a sample from the Sample File list.
The application displays the report on the Report View page.
3. Click the Find Text button, iy .
The Find Text dialog box opens.
4. Enter your text and click Find Next.

When the TraceFinder application locates the text, it encloses the text in a red box.

Sample ID
LPRO01
LPHO02

% To enlarge the report text
1. Select a report from the Select a Report list.
2. (Optional) Select a sample from the Sample File list.
The application displays the report on the Report View page.

. + -
3. Click the Zoom button, “% T , and select a zoom scale.

.

Page wWidth
Whiole Page
F005%%
300%:
200%:
150%:
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75

0%
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Customize. ..
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6 Using the Data Review Mode
Working in Report View

Working with Active View

Thermo Scientific

Use the Active View page to view quantitative data for each sample in a report. Data in the

Active View are labeled with flag information. These flags are based on a comparison of the
batch data to criteria defined in the master method.

R
0’0

To display the Active View page
Click the Active View tab.

The Active View page displays quantitative data and QAQC error flags for each sample.
See “Active View page” on page 3306.

To display a report

. Select a report type from the Select a Report list.

Only the report types created for the current batch are displayed in the list.

. (Optional) When the report type includes separate reports for each sample, select a

sample file.

Selech & report: LY=L w S ample fils: R ML w

To filter which compounds to display

Click the Showing button to display either all compounds or only compounds that are
flagged for failing a QAQC test.

S howing: &l Compounds S hawitg: Flagged Compaunds Only
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Figure 84. Active View page

O View Only

=g High Density S ample Report 1 w

@ Generate Only

Report Wiew Active View

Total

el =R = steroidz01_110504155226 “

Showing: All Compounds

- Statuz | Compound Mame Caompound Type QAGC Flags [uan Flags M anual Flags [uan Peak miz Tatal Rezponze
3 hydrocortisone Target Compound 267.10,303.10 18305938
%" | deowycorticosterone | Target Compound 109.10,277 30,235.30 | 1040134
methyltestosterone Intemal Standard Out of range 2E7.10,285.20 E34335
w | progesterone Target Compond 109.00.279.10,297 30 | 2395354
Quan Peak: 1 Calibration curve Spectra QED Spectra | Confirming lar. & *

RT: 062
A 1290937 99
AH: 50051136
SH: INF

7.10,209.10

Apex AT: 0.68
Area; 1890938

Table 72. Active View parameters (Sheet 1 of 4)
Parameter Description

View Only

100

80
60
40

204

The Active View pane is available only when View Only is selected.

Select a report

Displays the report types created for the current batch.

Sample file Used when the report type includes separate reports for each sample.
Total Rows The number of compound rows currently displayed in the pane.
Showing Displays all compounds or only the flagged compounds.
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Table 72. Active View parameters (Sheet 2 of 4)

Parameter

Column headings

Description

Many column headings are specific to individual reports. See “Active View Report Contents”
on page 340.

Status

Indicates the status of the reported compound.
* A yellow check mark indicates one of the following conditions:
—  The compound was manually integrated.
— Any of the confirming peaks was manually integrated.
—  The compound has quan flags.
* A red check mark indicates that the QAQC checks failed.
* A green check mark indicates that none of these conditions exist.

When the compound is an internal standard, warnings are displayed only on the internal
standard report. The Status column is blank for Manual Integration reports.

Compound Name

Alphanumeric name assigned to the compound.

Compound Type

Target Compound, Internal Standard, or Surrogate.

QAQC Flags

Indicates that the QAQC check for the sample failed.

The QAQC column is not used for Manual Integration reports.

Quan Flags

¢ Limit of Detection (LOD)

* Limit of Quantitation (LOQ)

* Limit of Reporting (LOR)

* Values between the limit of detection and the limit of quantitation, known as the ] flag
* Upper Limit of Linearity (ULOL)

Quan flags do not apply to these sample types: Cal Std, Chk Std, Matrix Blank, or Solvent.

The Quan Flag column is not used for Manual Integration reports.

Manual Flags

Indicates manually integrated peaks.
* M indicates a manually integrated quan peak.
* m indicates a manually integrated confirming peak.

Depending on the selected report, the Active View page contains any or all of the following parameters:

Quan Peak m/z

Mass-to-charge ratio for the selected quantitation peak.

Total Response

The sum of all Quan Peak Response values for the compound.

Quan Peak Response

Response of the quan peak.

Quan peak RT

Retention time for the quan peak.

Theoretical amount

Theoretical amount of the compound. Reports N/A when not applicable.

Concentration

Confirming 7 Mass

Mass of the confirming peak.

Thermo Scientific
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Table 72. Active View parameters (Sheet 3 of 4)

Parameter

Confirming 7
Response

Description

Response of the confirming peak.

Confirming » Manual
Flag

Indicates a manually integrated confirming peak.

Confirming 7 Ion
Ratio Flag

Indicates that the ion ratio is out of range.

Confirming 7 lon
Ratio

Actual ratio of the confirming ion response to the quan jon response.

Confirming 7 Range

Acceptable range for the confirming ion.

Retention Time

The time after injection when the compound elutes. The total time that the compound is
retained on the column.

Quan mass The mass-to-charge ratio used to determine the peak area and peak height of the compound.
Response Sum of all Quan Peak Response values for the compound.

Injection Calculated amount as the sample was injected, with no conversion applied.

concentration

Injection Units

Injection units specified on the Calibration page in Method Development mode. See
“Calibration” on page 151.

Sample Concentration

The injected concentration multiplied by the conversion factor.

Sample Units Sample units specified on the Calibration page in Method Development mode. See
“Calibration” on page 151.

Qlon Mass range for the quan peak.

RT Retention time. The time after injection when the compound elutes. The total time that the

compound is retained on the column.

Manual Integration reports

mlz Mass-to-charge ratio for the quan peak.

Method RT Apex retention time for the method-integrated peak.
Method Peak Height ~ Height of the method-integrated peak.

Method Peak Area Area of the method-integrated peak.

Manual RT Apex retention time for the manually integrated peak.
Manual Peak Height ~ Height of the manually integrated peak.

Manual Peak Area Area of the manually integrated peak.
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Table 72. Active View parameters (Sheet 4 of 4)

Parameter

Internal Standard reports

Description

Std Response

Average of the internal standard’s response as found in the calibration file.

Minimum Response

Minimum response time as specified on the ISTD page in Method Development mode. See
“ISTD” on page 1606.

Maximum Response

Maximum response time as specified on the ISTD page in Method Development mode. See
“ISTD” on page 166.

Sample Response

Area found in the sample.

Std RT

Average retention time as found in the calibration file.

Min RT Minimum retention time as specified on the ISTD page in Method Development mode. See
“ISTD” on page 1606.

Max RT Maximum retention time as specified on the ISTD page in Method Development mode. See
“ISTD” on page 1606.

Sample RT Retention time found in the sample.

Graphical data

Quan Peak 1

Calibration curve

Displays a graphical view of the calibration curve for the selected compound and key
statistical values for evaluating the quality of the calibration.

Spectra

Displays a comparison of the spectra found in the data and the method reference.

QED Spectra

Displays the averaged QED spectra from the raw data file and the datastore match. If the
sample contains no QED data, the page is blank.

Confirming lons

Displays a graphical view of all qualifying/confirming ions for the selected sample and
compound, and displays calculated ion ratios and ion ratio acceptance windows.

Thermo Scientific
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Active View Report Contents

Each standard report that uses the Active View displays values that are common to all reports:

¢ Common Active View report columns

In addition to the common values, the following reports display additional active view
features:

* Blank Report Active View columns
* Calibration Report Active View columns

* High Density Sample Report 1 and High Density Sample Report 1 Long Active View
columns

* High Density Sample Report 2 and High Density Sample Report 2 Long Active View

columns

* High Density Sample Report 3 and High Density Sample Report 3 Long Active View

columns
* Internal Standard Summary Report Active View columns
* Jon Ratio Failure Report Active View columns
* LCSLCSD Report Active View columns (Environmental and Food Safety only)
* Manual Integration Report Active View columns

* Method Detection Limit Report Active View columns (Environmental and Food Safety
only)

* Method Validation Report Active View columns (Environmental and Food Safety only)
* MSMSD Report Active View columns (Environmental and Food Safety only)
* Quantitation Report Active View columns

* Solvent Blank Report Active View columns
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Table 73. Common Active View report columns
Column Description

Status Indicates the status of the reported compound.

* A yellow caution sign indicates one of the following
conditions:

—  The compound was manually integrated.

— Any of the confirming peaks was manually integrated.
—  The compound has quan flags.

—  The compound has a QAQC failure.

* A green check mark indicates that none of these conditions
exists.

When the compound is an internal standard, warning flags are
displayed only on the internal standard report.

Compound name Alphanumeric name assigned to the compound.
Compound type Target Compound, Internal Standard, or Surrogate.
QAQC flags Indicates that the QAQC check for the sample failed.
This column is not included on the Method Validation and
MDL reports.
Quan flags ¢ Limit of Detection (LOD)

* Limit of Quantitation (LOQ)
* Limit of Reporting (LOR)
e Values between the limit of detection and the limit of

quantitation, known as the ] flag
* Upper Limit of Linearity (ULOL)

Quan flags do not apply to these sample types: Cal Std, Chk Std,
Matrix Blank, or Solvent.

This column is not included on the Calibration report.
This column is not included on the Calibration Curve report.

This column is not included on the Method Validation, Method
Detection Limit, LCS, or LCSD reports.

Manual flags Indicates manually integrated peaks.
* M indicates a manually integrated quan peak.
* m indicates a manually integrated confirming peak.
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Table 74. Blank Report Active View columns

Column

Retention Time

Description

Retention time for the quan mass. The time after injection when
the compound elutes. The total time that the compound is
retained on the column.

Quan Mass

Mass range for the quan peak.

Response

Sum of all Quan Peak Response values for the compound.

Inj Conc

Calculated amount as the sample was injected, with no
conversion applied.

Inj Units

Injection units specified on the Calibration page in Method
Development mode. See “Calibration” on page 151.

Sample Conc

Calculated amount multiplied by the conversion factor.

Sample Units

Sample units specified on the Calibration page in Method
Development mode. See “Calibration” on page 151.

Table 75. Calibration Report Active View columns (Sheet 1 of 2)

Column

Curve Type

Description

The type of curve used when calibrating the compound
(linear, quadratic, or average response factor).

Average RF

The average response factor. Applicable if curve type is
Average RE.

Average Response

The average response for the internal standard across all
calibration points. Applies only to Internal Standard sample

types.

A0

The value with no X. Applies only to linear and quadratic
curves.

Al

The X value. Applies only to linear and quadratic curves.

The X2 value. Applies only to quadratic curves.

RA2

The minimum correlation coefficient (%) for an acceptable
calibration (when in linear or quadratic mode).
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Table 75. Calibration Report Active View columns (Sheet 2 of 2)

Column Description

RSD Relative standard deviation. Applies only to internal
standards and targets calibrated with an average RF curve.

Level The column specifies the level name; the field value

specifies the data point used in calibration. This field can be
Response Factor for external calibration, Response Ratio for
internal linear or quadratic, or Relative Response Factor for
Internal Average RFE. There is one column for each level in
the curve. If the batch uses an extended calibration, there
might be more columns than calibration standards in the
current batch.

Table 76. High Density Sample Report 1 and High Density Sample Report 1 Long Active View

columns

Column Description

mlz Mass-to-charge ratio for the quan peak.

Total Response The sum of all Quan Peak Response values for the compound.

Quan Peak Response Response of the quan peak.

Quan Peak RT Retention time for the quan peak.

T Amount Theoretical amount of the compound. Reports N/A when not
applicable.

Conc Calculated (injected) amount.

Table 77. High Density Sample Report 2 and High Density Sample Report 2 Long Active View

columns (Sheet 1 of 2)

Column Description

mlz Mass-to-charge ratio for the quan peak.

Total Response Sum of all Quan Peak Response values for the compound.

Quan Peak Response Response of the quan peak.

Quan Peak RT Retention time for the quan peak.

T Amount Theoretical amount of the compound. Reports N/A when
not applicable.

Conc Calculated (injected) amount.

Confirming 1 Mass

Mass of the confirming peak.

Confirming 1 Response

Response of the confirming peak.

Confirming 1 Manual Flag

Indicates a manually integrated confirming peak.
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Table 77. High Density Sample Report 2 and High Density Sample Report 2 Long Active View

columns (Sheet 2 of 2)

Column

Confirming 1 Ion Ratio Flag

Description

Indicates that the ion ratio is out of range.

Confirming 1 Ion Ratio

Actual ratio of the confirming ion response to the quan ion
response.

Confirming 1 Range

Acceptable range for the confirming ion.

Table 78. High Density Sample Report 3 and High Density Sample Report 3 Long Active View

columns

Column

mlz

Description

Mass-to-charge ratio for the quan peak.

Total Response

Sum of all Quan Peak Response values for the compound.

Quan Peak Response Response of the quan peak.

Quan Peak RT Retention time for the quan peak.

T Amount Theoretical amount of the compound. Reports N/A when
not applicable.

Conc Calculated (injected) amount.

Confirming 1 Mass

Mass of the confirming peak.

Confirming 1 Response

Response of the confirming peak.

Confirming 1 Manual Flag

Indicates a manually integrated confirming peak.

Confirming 1 Ion Ratio Flag

Indicates that the ion ratio is out of range.

Confirming 1 Ion Ratio

Actual ratio of the confirming ion response to the quan ion
response.

Confirming 1 Range

Acceptable range for the confirming ion.

Confirming 2 Mass

Mass of the confirming peak.

Confirming 2 Response

Response of the confirming peak.

Confirming 2 Manual Flag

Indicates a manually integrated confirming peak.

Confirming 2 Ion Ratio Flag

Indicates that the ion ratio is out of range.

Confirming 2 Ion Ratio

Actual ratio of the confirming ion response to the quan ion
response.

Confirming 2 Range

Acceptable range for the confirming ion.
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Table 79. Internal Standard Summary Report Active View columns

Column

Std Response

Description

Average of the internal standard’s response as found in the
calibration file.

Minimum Response

Minimum response time as specified on the ISTD page in
Method Development mode. See “ISTD” on page 166.

Maximum Response

Maximum response time as specified on the ISTD page in
Method Development mode. See “ISTD” on page 166.

Sample Response

Area found in the sample.

Std RT

Average retention time as found in the calibration file.

Min RT Minimum retention time as specified on the ISTD page in
Method Development mode. See “ISTD” on page 166.
Max RT Maximum retention time as specified on the ISTD page in
Method Development mode. See “ISTD” on page 166.
Sample RT Retention time found in the sample.

Table 80. lon Ratio Failure Report Active View columns

Column Description
Quan lon The ion for quan peak.
Qual Ton The ion for the confirming peak.

Quan Ion Response

Response of the quan ion.

Qual Ion Response Response of the qual ion.

Ratio The ratio of the confirming ion response to the quan ion
response.

Range The acceptable range.

Table 81. LCSLCSD Report Active View columns (Environmental and Food Safety only) (Sheet 1 of

2)
Column

Spike Amount

Description

Lab control theoretical concentration.

LCS Concentration

Lab control spike concentration.

LCS % Received

Lab control concentration percentage.

Lower Limit %

Recovery lower limit as specified in the master method. See
the Limits section in “Editing the Flags Page” on page 159.

Upper Limit %

Recovery upper limit as specified in the master method. See
the Limits section in “Editing the Flags Page” on page 159.
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Table 81. LCSLCSD Report Active View columns (Environmental and Food Safety only) (Sheet 2 of

2)
Column

LCSD Concentration

Description

Lab control spike duplicate concentration.

LCSD % Received

Lab control spike duplicate concentration percentage.

RPD

Lab control relative percentage difference.

Max RPD

Lab control spike maximum relative percentage difference
(set in method).

Number of Rec Failures

Number of recovery failures for lab control spike
concentration and lab control spike concentration
duplicate.

Number of RPD Failures

Number of relative percentage difference failures for lab
control spike concentration and lab control spike
concentration duplicate.

Note For LCSLCSD batch reports, the application displays the active view peak graphics
only when you click a field pertaining to a sample, such as the LCS or LCSD

concentration fields.

Table 82. Manual Integration Report Active View columns

Column Description

mlz Mass-to-charge ratio for the quan peak.

Method RT Apex retention time for the method-integrated peak.
Method Peak Height Height for the method-integrated peak.

Method Peak Area Area for the method-integrated peak.

Manual RT Apex retention time for the manually integrated peak.
Manual Peak Height Height of the manually integrated peak.

Manual Peak Area Area of the manually integrated peak.
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Table 83. Method Detection Limit Report Active View columns (Environmental and Food Safety

only)

Column Description

Avg Conc The average of the concentration for the compound across
all samples.

Std Dev The standard deviation of the concentration.

t-stat The t-statistic value defined as the ratio of a coefficient to its
standard error.

% RSD %RSD of concentrations

MDL Method detection limits. The calculated limit of detection.

Note For Method Detection Limit batch reports, the active view peak graphics are shown
only when you click a field pertaining to a sample. These numbered fields are to the right

of the MDL column.

Table 84. Method Validation Report Active View columns (Environmental and Food Safety only)

Column Description

Avg Conc The average of the concentration for the compound across
all samples.

Theo Conc Values for each compound that represent the expected
theoretical concentration of that compound in the sample
as defined in the master method. See the Meth Val section
in “Editing the Flags Page” on page 159.

% Diff The percentage difference calculated as
([MethodValidationMeanValue minus the Theo Conc]
divided by the Theo Conc) multiplied by 100.

Min Conc Calculated by (Min recovery percent * Theo Conc) divided
by 100.

Max Conc Calculated by (Max recovery percent * Theo Conc) divided
by 100.

% RSD %RSD of concentrations

Max % RSD The maximum relative standard deviation (RSD) of the set

of observed concentrations for a component across the set
of method validation samples (when in average RF mode) as
defined in the master method. See the Meth Val section in
“Editing the Flags Page” on page 159.

Calculated Amount <Sample
Name>

This field is reproduced for every Method Val sample.
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Table 85. MSMSD Report Active View columns (Environmental and Food Safety only)

Column

Unknown Concentration

Description

Concentration of the unknown sample.

Spike Amount

Matrix spike theoretical concentration.

MS Concentration

Matrix spike concentration.

MS % Received

Matrix spike concentration percentage.

Lower Limit %

Recovery lower limit as specified in the master method. See
the Limits section in “Editing the Flags Page” on page 159.

Upper Limit %

Recovery upper limit as specified in the master method. See
the Limits section in “Editing the Flags Page” on page 159.

MSD Concentration

Matrix spike duplicate concentration.

MSD % Received Matrix spike duplicate concentration percentage.
RPD Matrix spike relative percentage difference.
Max RPD Maximum relative percentage difference as specified in the

master method. See the Lab Control section in “Editing the
Flags Page” on page 159.

Number of Rec Failures

Number of matrix spike and matrix spike duplicate failures.

Number of RPD Failures

Number of relative percentage difference failures.

Note For MSMSD batch reports, the active view peak graphics are shown only when you
click a field pertaining to a sample, such as Unknown, MS, or MSD concentration fields.

Table 86. Quantitation Report Active View columns (Sheet 1 of 2)

Column Description

RT Retention time for the peak. The time after injection when
the compound elutes. The total time that the compound is
retained on the column.

Qlon Mass range for the quan peak.

Response Sum of all quan peak response values for the compound.
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Table 86. Quantitation Report Active View columns (Sheet 2 of 2)

Column

Injected Concentration

(DE2999)

Description

Calculated amount as the sample was injected, with no
conversion applied.

As each additional sample is processed, calibration data
change; therefore, except for the final sample in a batch, a
report in active view or report view shows different values
from a physical (PDE XML, or printed) report created at
the end of processing. To avoid this discrepancy, do one of
the following:

* For the standard Quantitation Report or Quantitation
Report - 2, observe the active or report view for only
the last sample in the batch.

* For the custom Quantitation Report, make the report a
batch-level report.

Injected units

Injection units specified on the Calibration page in Method
Development mode. See “Calibration” on page 151.

Sample Conc

Calculated injection amount multiplied by the conversion
factor. See the Injected Concentration description.

Sample units

Sample units specified on the Calibration page in Method
Development mode. See “Calibration” on page 151.

Table 87. Solvent Blank Report Active View columns

Column

RT

Description

Retention time for the quan peak. The time after injection when

the compound elutes. The total time that the compound is
retained on the column.

Qlon

Mass range for the quan peak.

Response

Sum of all Quan Peak Response values for the compound.

Method

Method of evaluation defined in the method.

Upper Limit

Defined in the method.

Thermo Scientific

TraceFinder User Guide

349



6 Using the Data Review Mode
Working in the Local Method View

Working in the Local Method View

A local method is a copy of a master method associated with a batch. You can edit only the

350
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local copy of the method, or you can edit the master method and overwrite the local copy
with the edited master method.

In the Local Method view, you can edit the local method parameters. A local method is a copy

of a master method associated with a batch. Local methods are named
BatchName_MasterMethodName.

K2
0‘0

To open the Local Method View

1. Do one of the following:

From the dashboard, click Data Review.

—Or—

Click Data Review in the navigation pane.

In the Data Review navigation pane, click Local Method.

&

The Local Method view for the currently selected batch opens.

You can edit many of the method parameters in a local method. Editing the local method
does not affect parameters in the master method.

For detailed descriptions of method parameters, see “Working with Master Methods” on
page 88.

Enter any local changes to the method.
When you have finished editing the local method, choose File > Save.

To process the batch or create new reports with the edited local method, return to the
Batch View and submit the batch.

To overwrite the local method with the master method in the Batch View

In the Batch View, click Update.

The application overwrites the local method with the master method of the same name.

You can use this feature to overwrite an edited local method with the original master
method or to overwrite the local method with an updated master method.
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Figure 85. Local Method View
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Clualitative peak procezsing template: ENEED

Backaground zubtraction range optiok
Murmber of zcans to subtract:

Stepol value:

Set chromatogram reference zample

Set Reference sample:
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Reports

This appendix contains information about standard and custom reports.

Contents
* Specifying Reports
* Report Flags

* Sample Standard Reports

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 and are designed to help track the performance of the system
and method. The TraceFinder application can produce both standard reports and custom
reports.

Specifying Reports

As a user in the ITAdmin or LabDirector role, you can configure a list of reports that are
available for Method Development or Acquisition modes.

For detailed information about configuring reports in the Configuration mode, see
“Specifying the Reports Configuration” on page 58.

For detailed information about specifying reports when you create a method in the Method
Development mode, see “Editing the Reports Page” on page 173.

For detailed information about viewing batch reports in the Acquisition mode, see “Selecting
and Reviewing Reports” on page 233.
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Standard Reports
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For each standard report you generate, you can create a hardcopy print, a PDF (.pdf), or an
XML (.xml) output format. 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.

The TraceFinder application can generate the following types of standard reports:

* Batch Report

* Batch Report Rev 1

* Blank 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

* Jon Ratio Failure Report

* LCSLCSD Report (Environmental and Food Safety only)
* Manual Integration Report

* Method Detection Limit Report (Environmental and Food Safety only)
* Method Report

* Method Validation Report (Environmental and Food Safety only)
* MSMSD Report (Environmental and Food Safety only)
* Quantitation Report

* Quantitation Report - 2

* Solvent Blank Report

* Surrogate Recovery Report

* TIC Report

e TIC Summary Report

To view an example of each type of standard report, see “Sample Standard Reports™ on
page 357.

Thermo Scientific



Custom Reports

A Reports
Specifying Reports

For each custom report you generate, you can create a hardcopy printout or an Excel
Macro-Enabled Workbook (.xIsm) output file. The default report description is the report

name.

A user in the ITAdmin or LabDirector role can configure custom reports to generate a single
report for an entire batch or to create separate reports for each sample. Rather than creating
separate reports for each sample, this method uses data from only the last sample to create a
single report for the entire batch.

The TraceFinder application includes the following custom reports:

* 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 Reports

Thermo Scientific

* Target Screening Long Report
* Target Screening Summary Report

TraceFinder User Guide 355



A Reports
Report Flags

Report Flags

When generating or viewing a report, you might see one of the following quantification or
calibration flags listed on the page.

Table 88. Quantification flags

Flag Definition

b Compound was observed at a concentration in a Matrix Blank sample above the
specified limit.

s Compound was observed at a response in a solvent blank sample above the specified
limit.
] Compound was observed at a concentration above the limit of detection, but below

the limit of quantitation.

Ior* Confirming/qualifying ion ratio for a compound was observed outside the target
ratio range or the coelution between quantification and confirming/qualifying ion
was larger than acceptable limit.

C Compound was observed at a concentration above the specified carryover limit.

2 Compound was observed at a concentration above the specified linearity limit.

D Compound was observed at a concentration below the specified limit of detection.

Q Compound was observed at a concentration below the specified limit of

quantitation.

POS Compound was observed at a concentration above the specified cutoff.

Table 89. Calibration flags

Flag Definition

D Calibration for this compound exceeded the specified maximum percent relative
standard deviation (%RSD).

F Response factor for this compound was below the specified minimum response
factor (Min RF).

R Calibration for this compound was below the specified minimum correlation

coefficient (2).

A Back calculation of the calibration points for this compound exceeded the
specified maximum percent difference (Max %D).

X Calibration point for this compound was excluded from the overall calibration
by manual selection.

X(ISNF) Calibration point for this compound was excluded from the overall calibration
because its associated internal standard was not found.

A flags failure is identified by an asterisk (*), a shaded row, or the word Fail.

Values on a report that are the result of a manual integration will use an uppercase M to
signify a manually integrated quantification ion and a lowercase m to signify a manually
integrated qualifying/confirming ion. On alternative reports, manual integration are signified
by a black box around the value.
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Sample Standard Reports

Sample Standard Reports

This section shows samples of the following standard report types:

Thermo Scientific

Batch Report

Batch Report Rev 1

Blank 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 (Environmental and Food Safety only)
Manual Integration Report

Method Detection Limit Report (Environmental and Food Safety only)
Method Report

Method Validation Report (Environmental and Food Safety only)
MSMSD Report (Environmental and Food Safety only)
Quantitation Report

Quantitation Report - 2

Solvent Blank Report

Surrogate Recovery Report

TIC Report

TIC Summary Report

Tip To easily view reports in landscape format, choose View > Rotate View > Clockwise
from the Adobe Acrobat viewer menu.
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Sample Standard Reports

Batch Report
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Sample Standard Reports

Batch Report Rev 1
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Sample Standard Reports

Blank Report
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Calibration Report

Lab name: Thermo Fisher Laboratory

Instrument:  Thermo Scientific Instrument

User: AMER\jamie.humphries
Batch: Drug_A

Calibration summary

Compound
Int_Std
Drug_A

Manually
intearated

Calibration Report

Method:

Cali File:

A0
y-Intercept

Curve type Mean RF
I 655596

L 3.024e-2

Drug_A_Drug_A
Drug_A
Drug_A.calx

A1 A2
Slope

5.471e-2

Average %RSD:

A Reports
Sample Standard Reports

Page 1 of 3

RA2
RA2

%RSD Flag
7.51

1.0000

3.15

Curve Type: A=Average RF; L=Linear; Q=Quadratic;i=internai standard; Note: Amounts dispiayed for internai standards represent tne iSTD Response.

Calibration flags: D=RSD; F=Response factor; R=R*2; A=Amount;X=Excluded; X(ISNF)=Excluded because ISTD wasn't found.

Manually integrated

Thermo Scientific
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Reports

Sample Standard Reports

Lab name: Thermo Fisher Laboratory
Instrument:  Thermo Scientific Instrument

User: AMER\jamie.humphries
Batch: Drug_A
Calibration data points
c " Curve
ompoun type
Int_Std |
Drug_A L

level 1
678044
0.336

level 2
689630
0.875

Calibration Report

Method:

Cali File:

level 3
599115
9.659

Drug_A_Drug_A
Drug_A
Drug_A.calx

Page 2 of 3

Curve Type: A=Average RF; L=Linear; Q=Quadratic;i=internai standard; Note: Amounis dispiayed for internai standards represent tne iSTD Response.

Calibration flags: D=RSD; F=Response factor; R=R*2; A=Amount;X=Excluded; X(ISNF)=Excluded because ISTD wasn't found.

Manually integrated
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A Reports
Sample Standard Reports

Calibration Report
Lab name: Thermo Fisher Laboratory

Page 3 of 3
Instrument:  Thermo Scientific Instrument Method: Drug_A_Drug_A
User: AMER\jamie.humphries Drug_A
Batch: Drug_A Cali File: Drug_A.calx
Vial Pos Sample ID Filename Level Sample Name File Date Comment
2 cal 1 =6 ng/mL cal_1 level 1 4/17/2008 5:05:47 PM
3 cal2=15ng/mL cal_2 level 2 4/17/2008 5:06:13 PM
4 cal 3=176 ng/mL cal_3 level 3 4/17/2008 5:06:39 PM

ral standard: Note

Curve Type: A=Average RF; L=Linear; Q=Quadratic;!=In standard; Note s
Calibration flags: D=RSD; F=Response factor; R=R*2; A=Amount;X=Excluded; X(ISNF)=E.

Manually integrated |:|

displayed for

\
spiaye!

'y
xcluded because ISTD wasn't found.
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Calibration Density Report

Calibration Density Report

Lab name: Thermo Fisher Laboratory Page 1 of 1
Instrument:  Thermo Scientific Instrument Method:  Preview2 EPAS536-Triazines
User: AMER \jamie.humphries EPAS536-Triazines
Batch: Preview2 Cali File:  Preview2.calx
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s 14
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Check Standard Report

Check Standard Report

A Reports
Sample Standard Reports

Lab name:  Thermo Fisher Laboratory Page 1 of 1
Instrument: Thermo Scientific Instrument Method:  Preview2 EPAS536-Triazines
User: AMER\jamie.humphries EPAS36-Triazines
Batch: Preview?2 Cali File:  Preview2.calx
Pos Sample ID Filename Level Sample Name File Date Comment
Trayl:8 SampleID008 500ppt-001 QC D008 6/26/2007 9:16:35 PM New Dilutions 6/26/2007 Hy}|
Compound Curve Type Daily RF Mean RF MinRF RF %D MaxRF %D QCamt Calcamt Amt%D Max Amt %D Flag
DIA L 0.322 10.000 0.500 0.523 4.55 20.00 Pass
DEA L 0.194 10.000 0.500 0.546 9.29 20.00 Pass
Cyanazine L 0.277 10.000 0.500 0.573 14.50 20.00 Pass
Simazine L 0.289 10.000 0.500 0.587 17.49 20.00 Pass
Atrazine L 0.275 10.000 0.500 0.55 9.96 20.00 Pass
Propazine L 18.060 10.000 0.500 1.022 104.39 * 20.00 Fail
Internal standard summary:
Compound Std Response Min Max Sample Response
DIA D-5 300627 150314(50.00%) 450941(150.00%) 303819
DEA D-7 1695061 847531(50.00%) 2542592(150.00%) 1668978
Cyanazine D-5 2251321 1125660(50.00%) 3376981(150.00%) 2124617
Simazine D-10 508708 254354(50.00%) 763062(150.00%) 474250
Atrazine D-5 2352635 1176317(50.00%) 3528952(150.00%) 2220242
Propazine D-14 1026131 513066(50.00%) 1539197(150.00%) 288218 *
Std RT Min Max Sample RT
DIA D-5 14.22 13.97(-0.25) 14.47(+0.25) 14.23
DEA D-7 15.90 15.65(-0.25) 16.15(+0.25) 15.89
Cyanazine D-5 17.15 16.90(-0.25) 17.40(+0.25) 17.15
Simazine D-10 17.29 17.04(-0.25) 17.54(+0.25) 17.30
Atrazine D-5 18.27 18.02(-0.25) 18.52(+0.25) 18.29
Propazine D-14 19.07 18.82(-0.25) 19.32(+0.25) 19.08

Manually integrated I:l * = Fail;Curve Type: A=Average RF; L=Linear; Q=Quadratic;R=Recovery limits exceeded

Thermo Scientific
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A Reports
Sample Standard Reports

Chromatogram Report

Chromatogram Report

Lab name: Thermo Fisher Laboratory Page 1 of 1
Instrument:  Thermo Scientific Instrument Method:  Drug_A_Drug_A
User: AMER\jamie.humphries Drug_A
Batch: Drug_A Cali File: Drug_A.calx
Vial Pos Sample ID Filename Level Sample Name File Date Comment
2 cal 1 =6 ng/mL cal_1 level 1 4/17/2008 5:05:47 PM
1004
a0
a4
. A
& 70
5 -
£ 60
£ 50
3 40]
€ ]
304
20—
10__ 1.86 187 155 1.563 189 1.95 189 200 20 202 203 203 2.04
0 T T T T T T T T T T T T T T T T T T T
1.86 1.88 1,80 192 1,94 1,96 1,98 2,00 202 2.04
RT(min)

366 TraceFinder User Guide Thermo Scientific



A Reports

Sample Standard Reports

Compound Calibration Report
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A Reports

Sample Standard Reports
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A Reports

Sample Standard Reports

Compound Calibration Report - Alternate
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Confirmation Report

Confirmation Report

A Reports
Sample Standard Reports

Lab name:  Thermo Fisher Laboratory Page 1 of 1
Instrument:  Thermo Scientific Instrument Method: Drug_A_Drug_A
User: AMER\jamie.humphries Drug_A
Batch: Drug_A Cali File:  Drug_A.calx
Vial Pos Sample ID Filename Level Sample Name File Date Comment
2 cal 1 =6 ng/mL cal_1 level 1 4/17/2008 5:05:47 PM
Drug_A Quan lon: 371.20
Injected Sample
100+ 18
Conc: 5.581 ng/mL 5.581 ng/mL a0
5 7o
I 2 @
Retention time: 1.95 5 =]
= 0]
Area: 227568 0]
20—-
Height: 226730 w] w1 1% am 2m
O T
1. 185
RT{min)
Calibration curve Qual lon 1: 473.20
¥ = 5.4T16.2X + 3.0240 2; RA2! 10000 Origin: lgnors: W: Equal; Area Ratio: 27.53% Range:22.33 - 33.49%
12
10—: an— 194
“7 ;0—:
e oA £ d0q
e "7 5 0]
£ 6 £ g
= o] L
4] 2 s0d
= = a0
2] a0
44 20+
o} % v Py g 0] 18 1m 201 am
) [— O e
1.80 185 |
RT{min}
MS-Data Qual lon 2: 488.20
"“‘-"”‘““-;:9; Ratio: 14.09% Range:11.43 - 17.14%
1004
a0+
a0 100+ 194
=" a0
§ o] = an]
e 5 7o
£ 4] 3
= 504
304 LT & 0]
" e & a0
104 a0 ‘ 20
0=y T T T T T T T T |\ T 10 18 1@ 19 g 204
o sk st sk i d o Y & ks o ik i o]
P M Pl
RT{min)
MS-Reference Overlay
MS - METHOD RT:1.85 | cal_1
w70
a0+
B0~
704
‘_?_ 50 g
£ 2
304 1340 5
20+
=10
104
ml"” o0 ‘
A | . . . i . . . . i . T
S sk st sk i d s Y & ks o ik i - o -

Flag legend: LOD<J<LOQ; I=lon ratio failure; C=Carryover; ?=Linearity limit; D=Detection limit; Q=Quan limit; POS=Cutoff; n=Negative; b=Solvent blank;

H=Hydrolysis
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A Reports
Sample Standard Reports

Confirmation Report 2

Confirmation Report 2

Lab name: Thermo Fisher Laboratory Page 1 of 1
Instrument:  Thermo Scientific Instrument Method: Drug_A_Drug_A
User: AMER\jamie.humphries Drug_A
Batch: Drug_A Califile:  Drug_A.calx
Vial Pos Sample ID Filename Level Sample Name File Date Comment
2 cal 1 =6 ng/mL cal_1 level 1 4/17/2008 5:05:47 PM
Compound Name: Druag A Quan lon: 371.20
Iniected Conc: 5.581 na/mL
185
Sample Conc: 5.581 na/mL e
Retention time: 1.95 HC
Area (Quan): 227568 e
Heiaht (Quan): 226730 “
Qual ratio 1: Pass e
10—_ 18 192 158 200 2m@
Qual ratio 2: Pass AR e s Ve s
RTimin)
Qual lon 1: 473.20
Ratio: 27.53% Range:22.33 - 33.49%
1004 194
a0
%‘ 80—-
5 70
; a0
2 50
= a0
]0—:
20—_
01 18 m 1o 200 2m
B II.IQZII i II.IQEI o I?.Iml T
RTimin)
Qual lon 2: 438.20
MS-Data Ratio: 14.09% Range:11.43 - 17.14%
cal 1-Drug A 195
1004 40
90+ 100 194
7 a0
L T a0
giwf § 70|
£ 5] ] a0
£ % 50+
& 40 ® b
40—
304 LX) ]0—-
204 o s 20—:
b s 0118 1@ 19 g 204
Lt
! 0 380 Y wa a0 i Y Y & " iy W Y 1% 15 2bo
miz RTimin)
MS-Reference Overlay
MS - METHOD RT:1.85 | cal_1
1005 anua
™ 100
a0 !0—-
80—:
= 70+
Z 60]
HE
i and
a0 i & 3]
20+ 20—-
10 an 10
ml‘" na | 1
B T T e M e s e e A M i S b ik 2o
miz RTimin)
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A Reports
Sample Standard Reports

High Density Calibration Report

High Density Calibration Report

Lab name: Thermo Fisher Laboratory Page 1 of 10
Instrument: ThermoFisher Instrument Method: EC25B_8level_322010_a_EPAMethod8270B_8level

User: AMER\jessie.butler EPAMethod8270B_8level

Batch: EC25B_8level_322010_a Cali File: EC25B_8level_322010_a.calx

Average AP | TAZ13. RS0 1450
= L] 16 " L
" [ n
a y i " . L]
] ‘ =
x ] " = w
P 1w [
1"
5 g2
i i
H H
§ g
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o
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oed - : ey e T prr—— S ———————— e e
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W L} (s
[T i »
(] : = L]
il 4 " .
(T8
= ] LS
[P 0] 4]
il L8
ured
[T 2
(1= o]
108 T T T T T
1 1 ] I E
Average B 1 09640, RS0 14,0340
(] 2 1
. 124 L L
. 1 [
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foad
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A Reports
Sample Standard Reports

High Density Internal Standard Report

High Density Internal Standard Report
Lab name: Thermo Fisher Laboratory Page 1 of 1
Instrument:  Thermo Scientific Instrument Method:  Drug_A_Drug_A
User: AMER\jamie.humphries Drug_A
Batch: Drug_A Cali File: Drug_A.calx
Vial Pos Sample ID Filename Level Sample Name Comment
2 cal 1 =6 ng/mL cal_1 level 1 4/17/2008 5:05:47 PM
Drug_A Qual m/z: 473.20 Qual m/z: 488.20 Int_Std
Quanm/z: 371.20 's= Area: 62641 124 Area:,32066 i Quan.m/z: 380.205°
Total Area: 22756 Totald
Pé:aj{:!\rea: 22756 Pe?l{?ﬁ
RI: 1 R 1
Amgdtmt: Amotrt:

TAmEI

Flag legend: LOD<J<LOR; I=lon ratio failure; C=Carryover; ?=Linearity limit; D=Detection limit; Q=Quan limit; POS=Cutoff; n=Negative; b=Solvent blank;

H=Hydrolysis
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High Density Internal Standard Report Long

High Density Internal Standard Report Long

A Reports
Sample Standard Reports

Lab name: Thermo Fisher Laboratory Page 1 of 1
Instrument: Thermo Scientific Instrument Method: Drug_A_Drug_A
User: AMER\jamie.humphries Drug A
Batch: Drug_A Cali File:  Drug_A.calx
Vial Pos Sample ID Filename Level Sample Name File Date Comment
2 cal 1 =6 ng/mL cal_1 level 1 4/17/2008 5:05:47 PM
100 158 100 18 100 o 100 153
s0 s0 %0 s0
£ 80 £ 80 £ 80 £ 80
3w 3 Pl F
£ s £ s - £
= 40 = a0 = a0 = a0,
i - o i
10- 158 1% 19 200 203 10 1o 201 2m 10418 1m0 159 ogy 204 10- s 1m0 11 1o om0 am
: T ° T S ’ T ° ik ™
Drug_A Qual m/z: 473.20 Qual m/z: 488.20 Int_Std
Area: 62641 Area: 32066 Quan m/z: 380.20

Quan m/z: 371.20
Total Area: 227568
Peak Area: 227568
RT: 1.95min (1.95)
Amount: 5.581 ng/mL
TAmount: 6.000 ng/mL

Ratio: 27.53 %
Range: 22.33 % - 33.49 %

Ratio: 14.09 %
Range: 11.43 % - 17.14 %

Total Area: 678044
Peak Area: 678044
RT: 1.93min (1.94)
Amount: 15.000 ng/mL

Flag legend: LOD<J<LOQ; I=lon ratio failure; C=Carryover; ?=Linearity limit; D=Detection limit; Q=Quan limit; POS=Cutoff; n=Negative; b=Solvent blank;

H=Hydrolysis
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A Reports
Sample Standard Reports

High Density Sample Report 1

MIYi UESHDIly OdilpIie Mepuit |

Lab name: Thermo Fisher Laboratory Page 1 of 1
Instrument:  Thermo Scientific Instrument Method: Drug_A_Drug_A
User: AMER\jamie.humphries Drug_A
Batch: Drug_A Cali File: Drug_A.calx
Vial Pos Sample ID Filename Level Sample Name File Date Comment
2 cal 1 =6 ng/mL cal_1 level 1 4/17/2008 5:05:47 PM
Int_Std Drug_A
Quan.m/z: 380.203 Quan-q/z: 371.20 &=
Total: Total:Area: 227568
Pe%k;:é Pe§k;§§rea: 227568
RT: 1.9 RT: 1;95min (1.95)
o TAmG
Amoﬂon Amou;n

Flag legend: LOD<J<LOQ; I=lon ratio failure; C=Carryover; ?=Linearity limit; D=Detection limit; Q=Quan limit; POS=Cutoff; n=Negative; b=Solvent blank;
H=Hydrolysis
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High Density Sample Report 1 Long

High Density Sample Report 1 Lon:
g Y P P

A Reports
Sample Standard Reports

Lab name: Thermo Fisher Laboratory Page 1 of 1
Instrument:  Thermo Scientific Instrument Method:  Drug_A _Drug_A
User: AMER\jamie.humphries Drug_A
Batch: Drug_A Cali File:  Drug_A.calx
Vial Pos Sample ID Filename Level Sample Name File Date Comment
2 cal 1 =6 ng/mL cal_1 level 1 4/17/2008 5:05:47 PM

100 %3 100 158

50
i

- o

20 20

e 187 190 197 159 200 2m e 1= 1= 0 2m 2m

o ™ o T T T
T ane e

Int_Std Drug_A

Quan m/z: 380.20

Total Area: 678044
Peak Area: 678044
RT: 1.93min (1.94)

Amount: 15.000 ng/mL

Quan m/z: 371.20
Total Area: 227568
Peak Area: 227568
RT: 1.95min (1.95)
TAmount: 6.000 ng/mL
Amount: 5.581 ng/mL

Flag legend: LOD<J<LOQ; I=lon ratio failure; C=Carryover; ?=Linearity limit; D=Detection limit; Q=Quan limit; POS=Cutoff; n=Negative; b=Solvent blank;

H=Hvdrolvsis
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A Reports
Sample Standard Reports

High Density Sample Report 2

378

Lab name: Thermo Fisher Laboratory

High Density Sample Report 2

Page 1 of 1
Instrument:  Thermo Scientific Instrument Method:  Drug_A_Drug_A
User: AMER\jamie.humphries Drug_A
Batch: Drug_A Cali File:  Drug_A.calx
Vial Pos Sample ID Filename Level Sample Name File Date Comment
2 cal 1 =6 ng/mL cal_1 level 1 4/17/2008 5:05:47 PM
Int_Std Drug_A
Quan.m/z: 380.20 Quan,m/z: 371.20 s
Total’ Tot3[
Peak’l Peak]
R'If% 1:? R%’:jﬂrj

o
Ametint:
2

TAmd

Qual m/z: 473.20
Area; 62641 o

185
RT(min)

Flag legend: LOD<J<LOQ; I=lon ratio failure; C=Carryover; ?=Linearity limit; D=Detection limit; Q=Quan limit; POS3=Cutoff; n=Negative; b=Solvent

blank; H=Hydrolysis
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High Den

A Reports
Sample Standard Reports

sity Sample Report 2 Long

High Density Sample Report 2 Long

Lab name: Thermo Fisher Laboratory Page 1 of 1

Instrument:  Thermo Scientific Instrument Method:  Drug_A Drug_A

User: AMER\jamie.humphries Drug_A

Batch: Drug_A Cali File:  Drug_A.calx

Vial Pos Sample ID Filename Level Sample Name File Date Comment

2 cal 1 =6 ng/mL cal_1 level 1 4/17/2008 5:05:47 PM
Int_Std Drug_A

1 Quan m/z: 380.20 1= Quan m/z: 371.20
Total Area: 678044 Total Area: 227568
Peak Area: 678044 Peak Area: 227568
RT: 1.93min (1.94) RT: 1.95min (1.95)
Amount: 15.000 ng/mL Amount: 5.581 ng/mL
T o m e [ TAmount: 6.000 ng/mL
155 2ho 1k 155 2h
o o Qual m/z: 473.20
Qual m/z: 479.20 o
Area: 62641
1= Area: 134976 134 .
) Ratio: 27.53 %
Ratio: 19.91 % Range: 22.33 % - 33.49 %
Range: 15.69 % - 23.54 % g6: £2.99 70 = 3349 %
o 1em zm PO 12 im 1@z 2m
- TR - AR

Flag legend:

LOD<J<LOQ; I=lon ratio failure; C=Carryover; ?=Linearity limit; D=Detection limit; Q=Quan limit; POS=Cutoff; n=Negative; b=Solvent

blank; H=Hydrolysis

Thermo Scientific
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A Reports

Sample Standard Reports

High Density Sample Report 3

High Density Sample Report 3

Lab name: Thermo Fisher Laboratory Page 1 of 1
Instrument: Thermo Scientific Instrument Method: Drug_A_Drug_A
User: AMER\jamie.humphries Drug_A
Batch: Drug_A Cali File: Drug_A.calx
Vial Pos Sample ID Filename Level Sample Name File Date Comment
2 cal 1 =6 ng/mL cal_1 level 1 4/17/2008 5:05:47 PM
Int_Std Qual m/z: 479.20 B

Area: 134976 1= 00

T AR ™ T 25

Drug_A

Qual m/z: 473.20

- 62641
: 27.53 %

190

Qual m/z: 488.20
Area: 32066 i

Rafjo: 14.09 %
Rdfige: 11.43 %
g 50

Flag legend: LOD<J<LOQ; I=lon ratio failure; C=Carryover; ?=Linearity limit; D=Detection limit; Q=Quan limit; POS=Cutoff; n=Negative;

b=Solvent blank; H=Hydrolysis
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A Reports
Sample Standard Reports

High Density Sample Report 3 Long

High Density Sample Report 3 Long
Lab name: Thermo Fisher Laboratory Page 1 of 1

Instrument: Thermo Scientific Instrument Method: Drug_A_Drug_A

Drug_A

User: AMER\jamie.humphries
Batch: Drug_A Cali File: Drug_A.calx
Vial Pos Sample ID Filename Level Sample Name File Date Comment
2 cal 1 =6 ng/mL cal_1 level 1 4/17/2008 5:05:47 PM
7183 cul_i
100 1= 1= 100.
50 %0
= 0 a0
f o i
. . I
20 p 20,
10 1018 1m @ 1m 2m 204 10
s 15 19 1% zm am . : : . . . .
T 15 2o 112 5 3™ T 5 3™
RT{miny Rt Rt
Int_Std Qual m/z: 479.20
Quan m/z: 380.20 Area: 134976
Total Area: 678044 Ratio: 19.91 %
Peak Area: 678044 Range: 15.69 % - 23.54 %
RT: 1.93min (1.94)
Amount: 15.000 ng/mL
T 158 ewt
15 100- 1 100- 18 100.

Ralutva Inanslly
g
Relativa Intansly
g @

o T T T o T T T
i1 15 2ha Tk ks b i1 5 b 150 ik
RT{mn) Rtmin) RTtmin) Rt
Drug_A Qual m/z: 473.20 Qual m/z: 488.20
Quan m/z: 371.20 Area: 62641 Area: 32066
Total Area: 227568 Ratio: 27.53 % Ratio: 14.09 %
Peak Area: 227568 Range: 22.33 % - 33.49 % Range: 11.43 % - 17.14 %

RT: 1.95min (1.95)
Amount: 5.581 ng/mL
TAmount: 6.000 ng/mL

Flag legend: LOD<J<LOQ; I=lon ratio failure; C=Carryover; ?=Linearity limit; D=Detection limit; Q=Quan limit; POS=Cutoff; n=Negative;
b=Solvent blank; H=Hydrolysis
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A Reports
Sample Standard Reports

Internal Standard Summary Report

Internal Standard Summary Report
Lab name: Thermo Fisher Laboratory

Page 1 of 1

Instrument: Thermo Scientific Instrument Method: Drug_A_Drug_A

User: AMER\jamie.humphries Drug_A

Batch: Drug_A Cali File: Drug_A.calx

Vial Pos Sample ID Filename Level Sample Name File Date Comment

2 cal 1 =6 ng/mL cal_1 level 1 4/17/2008 5:05:47 PM

Compound Std Response Min Max Sample Response
Int_Std 655596 327798(50.00%) 983394(150.00%) 678044

Std RT Min Max Sample RT
Int_Std 1.93 1.68(-0.25) 2.18(+0.25) 1.93
* = Fail Manually integrated |:|
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A Reports

Sample Standard Reports

lon Ratio Failure Report
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A Reports
Sample Standard Reports

LCSLCSD Report (Environmental and Food Safety only)

IMPORTANT When the Sample ID is the same for an unknown sample and an LCS or LCSD sample, the unknown
sample is included in the LCSLCSD report. The report information for the unknown sample displays as zeros.

384

Lab name:  Thermo Fisher Laboratory

LCSLCSD Report

Page 1 of 1

Instrument: Thermo Scientific Instrument Method: Preview2 EPAS536-Triazines
User: AMER\jamie.humphries EPAS536-Triazines
Batch: Preview2 Cali File: Preview2.calx
Pos Sample ID Filename Level Sample Name File Date Comment
Trayl:16 SampleID002 S5ppb-002 N/A D008 6/27/2007 1:25:44 AM  New Dilutions 6/26/2007 1
Tray1:9 SampleID002 500ppt-002 QC D002 6/26/2007 9:47:43 PM  New Dilutions 6/26/2007 1
Trayl:3 SampleID002 Cal002 c2 D002 6/26/2007 6:09:47 PM  New Dilutions 6/26/2007 ]
Trayl:15 SampleID008 Sppb-001 N/A D008 6/27/2007 12:54:35 AM  New Dilutions 6/26/2007 ]
Trayl1:8 SampleID008 500ppt-001 QC D008 6/26/2007 9:16:35 PM  New Dilutions 6/26/2007 1
SampleID002
i Lower Upper LCSD Max Rec RPD
Compound Spike Amt Limit % Limit% Conc Yo Rec RPD  RPD Fails Fails
DIA 0.500 50.00 150.00 4.712 0.00 50.00 50.00 0 0
DEA 0.500 50.00 150.00 5.065 0.00 50.00 50.00 0 0
Cyanazine 0.500 50.00 150.00 5.127 0.00 50.00 50.00 0 0
Simazine 0.500 50.00 150.00 4.862 0.00 50.00 50.00 0 0
Atrazine 0.500 50.00 150.00 5.184 0.00 50.00 50.00 0 0
Propazine 0.500 50.00 150.00 3.829 0.00 50.00 50.00 0 0
SampleID008
Lower Upper LCSD Max Rec RPD
Compound Spike Amt LCS Conc % Rec Limit % Limit% Conc % Rec RPD  RpPD Fails Fails
DIA 0.500 4.754 0.00 50.00 150.00 4.712 0.00 0.00 50.00 0 0
DEA 0.500 4.960 0.00 50.00 150.00 5.065 0.00 0.00 50.00 0 0
Cyanazine 0.500 5.218 0.00 50.00 150.00 5.127 0.00 0.00 50.00 0 0
Simazine 0.500 4.839 0.00 50.00 150.00 4.862 0.00 0.00 50.00 0 0
Atrazine 0.500 5.178 0.00 50.00 150.00 5.184 0.00 0.00 50.00 0 0
Propazine 0.500 3.829 0.00 50.00 150.00 3.829 0.00 0.00 50.00 0 0

Manually integrated I:l

TraceFinder User Guide
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Manual Integration Report

Manual Integration Report

A Reports
Sample Standard Reports

Lab name:  Thermo Fisher Laboratory Page 1 of 2
Instrument: Thermo Scientific Instrument Method: Preview2 EPA536-Triazines
User: AMER \jamie.humphries EPA536-Triazines
Batch: Preview?2 Cali File: Preview2.calx
Pos Sample ID Filename Level Sample Name File Date Comment
Trayl:4 SampleID003 Cal003 c3 D003 6/26/2007 6:40:58 PM  New Dilutions 6/26/2007 |
Atrazine D-5
m/z: 179.00
Method integration
100+ 1826
] Apex RT: 18.26
30—_
£ Height: 608261
e Area: 2377500
& an
0]
20—-
10
1 1800 181 1850 _
18' a j 182 18' 4 j 18' é_
RT(min)
Manual integration
100+ 1B Apex RT: 18.26
a0 .
z a0 Helght: 361974
5 70
% o] Area: 860754
2 5o
= a0
0]
20—-
10
1 1800 18.11 1850
18' a j 18' 2 i 18' 4 j 18' é_
RT(min)

Thermo Scientific
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A Reports
Sample Standard Reports

Method Detection Limit Report (Environmental and Food Safety only)

386

Lab name:  Thermo Fisher Laboratory
Instrument: Thermo Scientific Instrument
User: AMER \jamie.humphries
Batch: Preview2
Method Detection Limit Summary
Compound

DIA D-5

DIA

DEA D-7
DEA
Cyanazine D-5
Cyanazine
Simazine D-10
Simazine
Atrazine D-5
Atrazine
Propazine

Propazine D-14

Manually integrated I:l

TraceFinder User Guide

Method Detection Limit Report

Method: Preview2 EPA536-Triazines

EPAS536-Triazines

Cali File: Preview2.calx

Avg Conc Std Dev t-stat
290218 0
0.095 0.000 0.000
1704578 0
0.065 0.000 0.000
2204710 0
0.062 0.000 0.000
513521 0
0.168 0.000 0.000
2292164 0
0.023 0.000 0.000
-1069.216 0.000 0.000
826 0

% RSD
0.00

0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00

MDL

0.000

0.000

0.000

0.000

0.000
0.000

Page 1 of 3
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A Reports
Sample Standard Reports

Method Detection Limit Report

Lab name:  Thermo Fisher Laboratory Page 2 of 3
Instrument: Thermo Scientific Instrument Method: Preview2 EPA536-Triazines

User: AMER jamie. humphries EPAS536-Triazines

Batch: Preview2 Cali File: Preview2.calx

Method Validation Report Data

Compound 1
DIA D-5 290218
DIA 0.095
DEA D-7 1704578
DEA 0.065
Cyanazine D-5 2204710
Cyanazine 0.062
Simazine D-10 513521
Simazine 0.168
Atrazine D-5 2292164
Atrazine 0.023
Propazine -1069.216
Propazine D-14 826

Manually integrated |:|
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388

A Reports
Sample Standard Reports

Lab name:  Thermo Fisher Laboratory

Instrument: Thermo Scientific Instrument

Method Detection Limit Report

Method: Preview2 EPA536-Triazines

Page 3 of 3

User: AMER \jamie.humphries EPA536-Triazines

Batch: Preview2 Cali File: Preview2.calx

Pos Sample ID Filename Level Sample Name File Date Comment

Trayl:1 SampleID007 Cal007 N/A D007 6/26/2007 8:45:28 PM  New Dilutions 6/26/2007 }

Manually integrated I:l

TraceFinder User Guide
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Method Report

Method name:

Master method name:
Casrrent calibration file:

Assay type:
Inj wal:

Instrurnent method;

Compound Identfication:

Compound
Int_Std
Crrug_A

Method name:

Master method name:
Current calibration file:

Assay typa:
Inj wal:

Instrurnent method:

Compound Calibration:

Compourd
Dirug_A

Method name:

Master method name:
Casrrent calisration file:

Assay type:
Imj wol:

Instrurment melhod;

QACE Limits

Compournd
Drug_A

Method name:

Master method name:
Cusrrent calibration file:

Assay type:
Imj wol:

Instrurnent melhod;

Groups

Thermo Scientific

Drug_A_Drug_&
Drug_A

Drug_f calx
Dirug_A

1.000
20

Drug_A_Drug_ A
Drug_A

Drug_A calx
Drug_A

1.000
20w

Method Report
lon range cale method: Average
Lluan mase RT  Window
330.20 194 10.00
am.zn 1.85 10.00
Method Report
lon range cale method: Average

Responsa Calibration  Curve type:

Area

Drug_A_Drug_ A
Drug_A

Drug_A calx
Dirug_A

1.000
20

Drug_A_Drug_A
Drug_A

Drug_A calx
Dirug_A

1.000
20

Waighting
Intermal Limear Equal
Method Repor
lon range cale method: Average
LOD L Cutoff
1500 1.500 15.000
Method Repor
lon range cale method: Average

Origgin
Ignore

Fage numbar:

View width LUse as refarenca
040 Tes

0.40 Mo

Page numbar:

Unils  15TD Marne

ng/mL  Int_Sid

Page numbar:

uLoL
1003.000

Page numbar:

A Reports

Sample Standard Reports

Page 1 of 11

Refarence compound

Page 2 of 11

I5TD Units
mgmlL

Page 3 of 11

Page 4 of 11
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A Reports
Sample Standard Reports

Method Report
Method name: Drug_A_Dirug_A Page numbar: Page 5of 11
Master methed name: Drug_&
Current calibration file: Drug_A calx
Assay type: Drug_A lon range cale method: Average
Imj wol: 1.000
Instrurnent method; 20
Report options:
Cuan report options ToxLab Forms sattings
Report concentration: BAhwrays Chuan Nags
Decimal places to be reported: 3 Flag values below LOD: True
Show chromatogram on Gluantitation True Flag values below LOG: True
report Flag values above Cutoff: True
Display valid compounds only False Flag values above ULOL: True
Fl lues above Car s T
Qusl aptions F|:EI ::.E b-m-::en Lg?;d LoG: T::
Sort Gual results by: Search Index g )
Enalble limitin kes: Falss
Limiit Peaks t:_m Calculated amount apion
) Caloulate concentration as: Truncated
User interface oplions Tune time: tracking aplions
Enakle tune time tracking: Fal
Shade row when sample is cutside of False Tna il u|l:f:qj me-h c. ™ N?;E
evaluation criteria: une Tl me (hrs):
Separate ion overlay display True
Use alternative calioration report format: False
Display quan fiags and legend True
Method Repor
Method name: Drug_A_Drug_ & Fage numbar: Page 6 of 11
Master method nams: Drug_A
Carrent calibration file: Drug_A cal
Assay type: Dirug_A lon range cale mathod: Average
Imj wol: 1.000
Instrurnent method: 20x
QAQE Calibration
Compound Max RSD (%) Min RF R*2 thrashold Max amt diff (%)
Crrug_& 20.00 0.00 0.930 20,000
Method Report
Method name: Drug_A_Drug_ A Page numbar: Page 7 of 11
Mastar method name: Drug_A
Caurrent calibration file: Drug_# cak
AEsay type: Drug_& lon range cale method: Average
Inj wol: 1.000
Instrurmnent method; 20x
QA0C OC Check:
Compound Max RF diff {%) Min RF
Cirug_A 20.00 0.000
390 TraceFinder User Guide Thermo Scientific



Method name:
Masier method name:

Current calibration flle:

Assay type:
Inj wol:
Instrurnent method;

QAGLE Negative:

Compound
Drug_A

Method name:
Masiar method name:

Current calibration file:

Assay type:
Inj wol:
Instrurnent method ;

QAT 15T

Compoaund
Int_Std

Method name:

Master method name:
Current calibration flle:
Assay type:

Imj wol:

Instrurment method;

QAQC Sohlvent Blank:

Compound
Int_Std
Cirug_A

Method name:

Masiar maethod name:
Current calibration flle:
Assay type:

Inj wal:

Instrurnent method;

QAQE Hydrolysis:

Compounddame
Drug_A

Thermo Scientific

Method Report
Drug_A_Drug_ A
Drug_A
Drug_A calx
Drug_A lon range cale method: Average
1.000
20
Criterion
% of LOD
Method Report
Drug_A_Drug_ A
Drug_A
Drug_# calx
Drug_a lon range cale method: Average
1.000
20
Min recovery (%) Max recovery (%)
5D.00 150.00
Method Report
Drug_A_Drug A
Drug_A
Drug_# calx
Drug_A lon range cale method: Average
1.000
20
Methad
None
Quan lon RT
Method Report
Drug_A_Drug_»A
Drug_A
Drug_#A calx
Drug_A lomn range cale method: Average
1.000
20
EvalwationMathed Lowarlimif
Range 15.000

A Reports

Sample Standard Reports
Fage numbar: Page 8 of 11
Maxx value
1.500
Page numbar: Page 9 of 11
Min RT {-min} Max RT {#min)
025 025
FPage numbar: Page 10 of 11
Uppar Limit %
4]
Page numbar: Page 11 of 11

UpperLimit
23.000

TraceFinder User Guide N



A Reports
Sample Standard Reports

Method Validation Report (Environmental and Food Safety only)

392

Lab name:  Thermo Fisher Laboratory
Instrument: Thermo Scientific Instrument
User: AMER\jamie.humphries
Batch: Preview2
Method Validation Summary
Compound

DIA D-5

DIA

DEA D-7
DEA
Cyanazine D-5
Cyanazine
Simazine D-10
Simazine
Atrazine D-5
Atrazine
Propazine

Propazine D-14

Manually integrated |:|

TraceFinder User Guide

Method Validation Report

Method: Preview2_ EPA536-Triazines
EPA536-Triazines
Cali File: Preview2.calx

Avg Conc Theo Conc % Diff  Min Conc Max Conc
295652
0.358 0.500 -28.34 0.250 0.750
1778658
0.602 0.500 20.45 0.250 0.750
2224244
0.565 0.500 12.90 0.250 0.750
505462
0.607 0.500 21.49 0.250 0.750
2334865
0.512 0.500 2.46 0.250 0.750
0.757 0.500 51.41 0.250 0.750
272050

Page 1 of 3

% RSD Max % RSD

0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00

IS
20.00

IS
20.00

IS
20.00

IS
20.00

IS
20.00
20.00 <<<

IS

<<< = Failure

Thermo Scientific



A Reports
Sample Standard Reports

Method Validation Report

Lab name:  Thermo Fisher Laboratory Page 2 of 3
Instrument: Thermo Scientific Instrument Method: Preview2 EPA536-Triazines

User: AMER\jamie.humphries EPAS536-Triazines

Batch: Preview2 Cali File: Preview2.calx

Method Validation Report Data

Compound 1
DIA D-5 295652
DIA 0.358
DEA D-7 1778658
DEA 0.602
Cyanazine D-5 2224244
Cyanazine 0.565
Simazine D-10 505462
Simazine 0.607
Atrazine D-5 2334865
Atrazine 0.512
Propazine 0.757
Propazine D-14 272050

Manually integrated |:| <<< = Failure
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A Reports
Sample Standard Reports

Method Validation Report
Lab name:  Thermo Fisher Laboratory

Page 3 of 3
Instrument: Thermo Scientific Instrument Method: Preview2 EPA536-Triazines

User: AMER\jamie.humphries EPAS536-Triazines

Batch: Preview2 Cali File: Preview2.calx

Pos Sample ID Filename Level Sample Name File Date Comment

Trayl:10 SampleID003 500ppt-003 N/A D003 6/26/2007 10:18:49 PM  New Dilutions 6/26/2007 1

Manually integrated |:|

<<< = Failure
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MSMSD Report (Environmental and Food Safety only)

A Reports
Sample Standard Reports

MSMSD Report
Lab name: Therme Fisher Laboratory Page 1 of1
Instrument:  Therme Scientific Instrument Method:  Previewl EPAJ36-Trazines
User: AMER"jamie humphries EPA536-Triazines
Batch: Preview?2 Cali File:  Preview2.calx
Po: Sample ID Filename Level Sample Name File Date Comment
Trayl:1 SamplelD021 DACTTestl01 N/A D021 6/27/2007 11:42:07 AM New dilution of DACT
SampleID021
Unknown Spike  MS Lower Upper Rec
Compound Conc Amt Conc "0Rec Limit%  Limit % Fails
DIA 0.000 0.500 0.000 0.00 30.00 150.00 ]
DEA 0.000 0.500 0.000 0.00 50.00 150.00 ]
Cyanazine 0.000 0.500 0.000 0.00 50.00 150.00 ]
Simazine 0.000 0.500 0.000 0.00 30.00 150.00 ]
Atrazine 0.000 0.500 0.000 0.00 50.00 150.00 ]
Propazine 0.000 0.500 0.000 0.00 50.00 150.00 ]

Manually integrated

Thermo Scientific

I
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A Reports

Sample Standard Reports

Quantitation Report
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A Reports

Sample Standard Reports

Quantitation Report - 2
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A Reports

Sample Standard Reports
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A Reports
Sample Standard Reports

Solvent Blank Report

Solvent Blank Report
Lab name: Thermo Fisher Laboratory

Page 1 of 1

Instrument: Thermo Scientific Instrument Method: Drug_A_Drug_A
User: AMER\jamie.humphries Drug_A
Batch: Drug_A Cali File: Drug_A.calx
Vial Pos Sample ID Filename Level Sample Name File Date Comment
13 solvent solvent N/A 4/17/2008 5:10:45 PM
Internal Standards RT Qlon Response Method Upper Limit

Int_Std 1.92 380.20 746596 None
Target Compounds RT Qlon Response Method Upper Limit

Drug_A 1.93 371.20 1071 Quan lon RT 0 Fail

Manually integrated I:|
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A Reports
Sample Standard Reports

Surrogate Recovery Report

Surrogate Recovery Report

Lab name:  Thermo Fisher Laboratory Page 1 of 1
Instrument: Thermo Scientific Instrument Method: Preview2 EPA536-Triazines
User: AMER \jamie. humphries EPAS536-Triazines
Batch: Preview2 Cali File: Preview2.calx
Pos Sample ID Filename Level Sample Name File Date Comment
Trayl:7 SampleID006 Cal006 c6 D006 6/26/2007 8:14:20 PM  New Dilutions 6/26/2007
Compound Conc added Conc recovered % Recovered Limits
DIA D-5 0.500 0.000 0.00 50.00 - 150.00
DIA 0.500 0.000 100.00 50.00 - 150.00
DEA 0.500 5.111 100.00 50.00 - 150.00 R
Cyanazine 0.500 5.123 100.00 50.00 - 150.00 R

Manually integrated :l R=Recovery limits exceeded
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TIC Report

A Reports
Sample Standard Reports

TIC Report Page 1 of 5
Lab name: Thermo Fisher Laboratory
Instrument: ThermoFisher Instrument Method: March48270B_8level_342010_a_EPAMethod8270B_8l¢
User: AMER\jessie.butler EPAMethod8270B_8level
Batch: March48270B_8level_342010_a Cali File: EC25B_8level_322010_a_March48270B_8level_34201(
Vial Pos Sample ID Filename Level Sample Name File Date Comment
4 5% diesel 342010_a004 N/A 3/4/2010 12:33:49 PM
Peak: Retention time Area Height Inj. estimate In-sample est. Flag
Cyclohexene, 1-(1-propynyl)- 5.04 243538856 71816093 104.902 104.902
Compound CAS number Library Entry Match prob. Search index Rev. search index Formula Weight
Cyclohexene, 1-(1-propynyl)- 1655056 mainlib 82371 0 623 845 C9H12 120
Preak found at 5.04
S w0s.15
a0
a0
o]
= ] @
g an—|
£ so]
. 120018
o] st.17
20
] 7143 =msis
" 12118
Ll L L e e oo mm s o e s e g snsy mmo i s smes saas i
ol 1l ., | == s e Sy
ES 10a 150 20a =50 K =ta EE aba asa sta
Cyedabexeme, 1-(1-propyng )
Tan o500 =
1 sim |
a0
a0
_ e
E oo
£ so]
F and 7T
a0
20
] ==m
10| | ss00 | 12100
Al |
s 1da 18a zba zka sba ska ala afa

Manually integrated

Thermo Scientific

I:l Flag legend: P = Library entry selected manually
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A Reports
Sample Standard Reports

TIC Summary Report

TIC Summary Report

Lab name: Thermo Fisher Laboratory Page 1 of 1
Instrument: ThermoFisher Instrument Method: March48270B_8level_342010_a_EPAMethod8270B_8level
User: AMER|\jessie.butler EPAMethod8270B_8level
Batch: March48270B_8level_342010_a Cali File: EC25B_8level_322010_a_March48270B_8level_342010_a.calx
Vial Pos Sample ID Filename Level Sample Name File Date Comment
4 5% diesel 342010_a004 N/A 3/4/2010 12:33:49 PM
Internal standards

Injected Sample
Internal standard ISTD# RT Response Conc  Units Conc  Units
1,4-DICHLOROBENZENE-D4_(IS) 1 5.59 92863341 40.000 ng/uL 40.000 ng/uL
NAPHTHALENE-D8_(IS) 2 7.04 305413673 40.000 ng/uL 40.000 ng/uL
Qualitatively-identified compounds

Injected Sample

Compound Uses ISTD# RT Response Conc  Units Conc  Units Flag
Cyclohexene, 1-(1-propynyl)- 1 5.04 243538856 104.902 ng/uL 104.902 ng/uL
Decane 1 5.38 307929153 132.638 ng/uL 132.638 ng/uL
Undecane 1 6.27 231391187 99.670 ng/uL 99.670 ng/uL
2,6-Dimethyldecane 2 8.39 309626174 40.552 ng/uL 40.552 ng/uL
Eicosane 2 11.08 391448222 51.268 ng/uL 51.268 ng/uL
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Using Copy Down and Fill Down

This appendix describes the Copy Down and Fill Down commands that you can use to make
entering column values easier.

* Use the Fill Down command for the Filename, Sample Name, Sample ID, and Vial

Position columns.

* Use the Copy Down command for the Sample Type, Vial Position, Injection Volume,
Conv Factor, Sample Level, and Comment columns.

Use the following procedures:
* To automatically copy column values
* To automatically enter sequential column values

* To use Copy Down or Fill Down for a range of samples

< To automatically copy column values
1. Select the cell whose value you want to copy to all cells below it.

Observe that this cell is selected.

Vial pozition
Wial pozition
Not selected

2. Right-click and choose Copy Down from the shortcut menu.

The value is copied to all rows below the selected row.

< To automatically enter sequential column values
1. Enter a value for the first row of the fill down sequence.

This does not have to be the first sample row. You can begin the fill down procedure from
any row in the sequence.

2. Select the cell whose value is the first in the fill down sequence.
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B Using Copy Down and Fill Down

Observe that this cell is selected.

Yial position
Wial position
Not selected

3. Right-click and choose Fill Down from the shortcut menu.

The application enters sequential column values starting with the value in the selected
row and ending with the last row in the column.

You can repeatedly use the Fill Down command to create multiple sequences.
ial pozition
&40
AzhZ
s
Ard
&40
AzhZ
AAT
Azdd

When you use the Fill Down command for the Vial Position column with an autosampler
configured, the TraceFinder application knows the number of vial positions configured in
your autosampler and numbers the positions accordingly.

Wial position

&A1

AAZ

e

P

A:AR

A:AR

&:B1

A2

&a:B3

&84

&5

&:BE

404 TraceFinder User Guide Thermo Scientific



B using Copy Down and Fill Down

% To use Copy Down or Fill Down for a range of samples
1. To select a range of sample values, do one of the following:

Drag your cursor to select a contiguous group of sample values.

_Or—
Hold down the SHIFT key to select a contiguous group of sample values.
2. Right-click and choose the appropriate command from the shortcut menu.

The column values are copied or entered sequentially starting with the value in the first
selected row and ending with the last selected row.

Filenarne Sample D Sample n Filename
Samplel Samplel
Sample101 SampleZ
Sample102 Sample3
Sample103 Sampled

S ample104 HoBlE=Tz Sample104
Sample105 T3 e e Sample1 05
S ample1 06 Insert copy sample Samplel06
S ample107 Remove selected samples Samplel07
Samplel108 Submit selected samples Sample108
S ample1 09 Submit biakch S ample109
Sample110 Fill down —_ Sample110

—
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Using Filter Criteria

Thermo Scientific

The filter criteria tool is available from the compound datastore in the Configuration mode
and the acquisition list in the Method Development mode.

K2
0‘0

1.

To filter the compound list

To display only a filtered list of compounds, click the funnel button, ? , in the column
header.

For each column, a list of filterable criteria is displayed. In all columns, your filter choices
are All, Blanks, and NonBlanks. Other filter criteria are specific to the individual
columns.

. To create a custom filter based on compound values in a specific column, choose Custom

from the column list.

The Enter Filter Criteria dialog box opens. See “Enter Filter Criteria” on page 408.

. From the Operator list box, select an operator.

From the Operand list box, select an operand.
When all conditions are defined, click OK.
The complete filter string is displayed at the bottom of the dialog box, for example,

chemical formula = Blanks
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C Using Filter Criteria
Enter Filter Criteria

Enter Filter Criteria

408

TraceFinder User Guide

The Enter Filter Criteria dialog box is specifically named for the column on which you are
filtering. In this example, the selected column is the Compound Name column.

Figure 86. Enter Filter Criteria dialog box

Enter filter, criteria for Compound Name

O perator Operand
|E ~ | (IDENuI) -

Add a condition ‘

Cancel

Table 90. Enter Filter Criteria dialog box parameters

Parameter Description

And Requires meeting all filter criteria.

conditions

Or Requires meeting any of the specified filter criteria.
conditions

Add a Adds a new, empty condition to the filter criteria.
condition

Delete Deletes the selected condition. Click the box at the left of the row to select
condition the condition.

Operator The mathematical function applied to the operand.
Operand The arguments to which the operator is applied.
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Index

Symbols

.csv, defined 2

.meth, defined 2

.pmd, defined 2

.raw, defined 2

xml, defined 2

# background scans parameter 75, 138
% Test parameter 155

A

Account number parameter 34

Acquire a new raw data file parameter 96
Acquisition command 25

Acquisition List page, Master Method View 114
Active parameter 120

Active View page 335

Add a condition parameter 408

Add a mass as new confirming ion command 148
Add command 80

Add compound command 52

Add Confirming Ion command 54

Add Group command 172

Add Quan Peak command 53

Add this mass to existing quan mass ranges command 148
Add to CDS command 98

Add user parameter 35

Amount parameter 151

And conditions parameter 408

Apply command 80

Area noise factor parameter 77, 140

Area scan window parameter 78, 141

Area tail extension parameter 78, 141

Area Threshold, event type 81

Assay type parameter 111

Associate a Raw Data File dialog box 99
Associate a Raw Data File parameter 99
automated background subtraction options 108
Automatically create the master method parameter 96

Thermo Scientific

Autosampler Arm Configuration parameter 70

Avalon detection algorithm 71
Avalon Event List dialog box 80

background subtraction options

Background subtraction range option parameter 112

108

Baseline window parameter 77, 140

Batch Level parameter 59, 176
Batch view 262

Batch/Template Selection view 220

batches
Acquisition mode 216
calibration 238
Data Review mode 262
development batch 207

Best match method parameter 1

96

Blank page, Master Method View 163

Bunch Factor, event type 81

c

call-caln parameter 153
Calibration Curve page 303

Calibration Levels page, Master Method View 152

Calibration method parameter 196

Calibration page, Flags page, Master Method View 161
Calibration page, Master Method View 151
calibration standard (Cal Std) sample type

definition 259
Cancel changes parameter 35
Cancel command 80
Carryover limit parameter 160
CAS No parameter 120
Category parameter
Acquisition List 116
Compound datastore 48
caution flags 289
Change command 80
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Index: C

check standard (Chk Std) sample, definition 259 Update confirming ion ratios with this spectrum 148
Chemical Formula parameter Compound Datastore Name parameter, Save Compound

Acquisition List 116 Datastore 47

Compound datastore 48 Compound Datastore view 48
Chk Std page, Master Method View 162 Compound Datastore, administration 44
Collision Energy parameter compound datastore, enabling 67

confirming ion Compound Name parameter

Compound datastore 50 Acquisition List 116
quan peak Compound datastore 48
Compound datastore 49 Compound parameter

Collision Energy parameter, precursor Calibration 151

Acquisition List 117-118 Calibration levels 153
comma separated values, defined 2 Calibration page 161
commands Chk Std page 162

Acquisition 25 Identification 119

Add 80 ISTD page 166

Add a mass as new confirming ion 148 Lab Control page 168

Add compound 52 Limits page 160

Add Confirming Ion 54 Matrix Blank page 163

Add Group 172 Matrix Spike page 170

Add Quan Peak 53 Method Val page 169

Add this mass to existing quan mass ranges 148 QC levels page 155

Add to CDS 98 Solvent Blank page 165

Apply 80 Surrogate page 167

Cancel 80 Compound type parameter

Change 80 Calibration 151

Configuration 26 Identification 120

Continue to Method 98 compound types

Copy down 403 internal standards 119

Data Review 25 quan 119

Delete 80 surrogates 119

Enable Target Screening 83 target 119

Enable User Security 66
Exit TraceFinder 9

Fill down 403

Help, dashboard 25

Hide Internal Standard 297
Import Compounds 51

Compounds page, Master Method View 114
compounds, importing to compound datastore 51
Configuration command 26

Configuration navigation pane 28

Confirming Ions page 307

Import Published Method 198 Confirming n Ion Ratio Flag parameter 338
Load Compound Datastore 46 Confirming n Jon Ratio parameter 338
Log Off 25 Confirming n Manual Flag parameter 338
Methods 26 Confirming n Mass parameter 337
Modify Columns Confirming n Range parameter 338
Batch View 269 Confirming n Response parameter 338
Data Review View 287 Constrain peak width
New Compound Datastore 46 Genesis 74

Real Time Status 25
Reset scaling 148
Save As Compound Datastore 47 application configuration parameters 74
Save Compound Datastore 46 method development 137

Set this mass as a new quan peak 148 ICIS

Constrain peak width parameter
Genesis

Set this mass as quan mass 148

application configuration 77
Show Internal Standard 297

method development 140
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Continue to Method command 98

Copy down command 403
Correct surrogates parameter 181

Create Master Method dialog box 89

Create method parameter 86
Create PDF parameter
standard reports 176
Create XLSM parameter 176
Create XML parameter
standard reports 176
Curve type parameter
Calibration 151
Method Template Editor 196
custom reports, list of 6
CV Test (%) parameter 166

dashboard parameters 25
Data Review command 25
Data Review view 284

Decimal places to be reported parameter 180

Delete command 80
Delete condition parameter 408
Detection method parameter
Avalon
application configuration 79
method development 142
Genesis
application configuration 73
method development 137
ICIS
application configuration 76
method development 140

Detection page, Master Method View 121
Detector parameter, Detection 133

Development Batch view 207
dialog boxes
Add Library 11
Associate a Raw Data File 99
Avalon Event List 80
Create Master Method 89

Index: D

Disable Cluster Off, event type 82
Disable Cluster On, event type 82
Display compounds above set limit parameter 180
Display Quan flags and legend parameter 180
Displayed Reports parameter

Environmental and Food Safety 65

General Quantitation 62

E

Edit Compound Dependent Parameters dialog box 98
Edit user parameter 35
Email address parameter 34
Enable Multiplexing Support parameter 70
Enable peak threshold parameter 196
Enable Target Screening command 83
Enable tune time tracking parameter 181
Enable User Security command 66
Enable valley detection parameter
application configuration 74
method development 137
Enabled parameter 34
End Threshold, event type 81
Energy Ramp parameter
application configuration 49
method development 117
Event parameter 80
Event types 81
Example parameter 176
Exclude matching quan peaks parameter 198
Exit TraceFinder command 9
Expected RT parameter, Detection 131
Expected width parameter
application configuration 74
method development 137
Experiment Type parameter
Acquisition List 116
Compound datastore 48
experiment types 55
Export SRM data parameter 87
Extracted Ion Chromatogram 55

Edit Compound Dependent Parameters 98
Import an Xcalibur Method 97 F
Invalid Compound Datastore not saved 46
Open Chromatograph Reference Sample 109
Open Compound Datastore 46

Save Compound Datastore 47

Select Compounds to Add 103

Thermo Library Manager 11

Thermo Xcalibur Instrument Setup 107
Thermo Xcalibur Roadmap 10

feature summary 3

file types, supported 2

Fill down command 403

Filter parameter, Detection 133

Finish view 237

Flag values above Carryover parameter 181
Flag values above LOR parameter 181
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Index: G

Flag values above ULOL parameter 181
Flag values below LOD parameter 181
Flag values below LOQ parameter 181
Flag values between LOD and LOQ parameter 181
Flags page
Master Method View 159
Force Cluster Off, event type 82
Force Cluster On, event type 82
Full name parameter 34

G

General page
Background subtraction range option 112
editing 106
Injection volume parameter 112
Instrument method parameter 112
Ion range calc method parameter 112
Number of scans to subtract parameter 112
Qualitative peak processing template parameter 112
Set chromatogram reference sample parameter 112
Set Reference sample parameter 112
Stepoff value parameter 112
General page, Master Method View 106
Genesis detection algorithm 71
Groups page, Master Method View 171

H

Help command, dashboard 25
Hide Internal Standard command 297

ICIS detection algorithm 71
Identification page, Master Method View 119
Import an Xcalibur Method dialog box 97
Import Compounds command 51
Import parameter
Environmental and Food Safety 65
General Quantitation 62
Import Published Method command 198
Import Xcalibur Processing Method parameter 97
Include compound peak spectrum as reference spectrum
parameter 196
Include confirming ions parameter 196
Injection amount parameter 96
Injection concentration parameter 338
Injection Units parameter 338
Injection volume parameter 112
Installed Reports parameter
Environmental and Food Safety 65
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General Quantitation 62
installing
NIST and QED libraries 10
TraceFinder 8
Instrument method parameter
General page 112
Method Forge 96
Instrument view 200
instruments, supported viii
Invalid Compound Datastore not saved dialog box 46
Ion Overlay page 311
Ton range calc method parameter 112
Ionization parameter
Acquisition List 116
Compound datastore 48
ISTD page, Master Method View 166
ISTD parameter 151
IT Administrator role 36

L

Lab Control page, Master Method View 168
lab control sample (LCS) type, defined 259
lab control sample duplicate (LCSD) type, defined 259
Lab name parameter 111
Lens parameter

application configuration 49

method development 117
Level parameter 155
licenses, types of ix
Limit library hits parameter 196
Limit the retention time range parameter 196
Limits page, Master Method View 160
Load Compound Datastore command 46
Local Method view 350
LOD (Detection limit) parameter 160
Log Off command 25
logging on to TraceFinder 8
Login parameter 9
logon screen 9
LOQ (Quantitation limit) parameter 160
LOR (Reporting limit) parameter 160

Manual Flags parameter 337
Manual injection parameter 96
Mass parameter
confirming ion
Acquisition List 118
Compound datastore 50
quan peak 49, 117
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Master Method View

Acquisition List page 114

Blank page 163

Calibration Levels page 152

Calibration page 151

Chk Std page 162

Compounds page 114

Detection page 121

Flags page 159

Flags page, Calibration page 161

General page 106

Groups page 171

Identification page 119

ISTD page 166

Lab Control page 168

Limits page 160

Matrix Spike page 170

Method Val page 169

QC Levels page 154

Ratios page 149

Real Time Viewer page 156

Reports page 173

Solvent Blank page 165

Spectrum page 144

Surrogate page 167
matrix blank sample type, defined 259
matrix spike (MS) sample type, defined 259
matrix spike duplicate (MSD) sample type, defined 259
Matrix Spike page, Master Method View 170
Max Amt Diff (%) parameter 161
Max Conc parameter 164
Max recovery (%) parameter

ISTD page 166

Lab Control page 168

Matrix Spike page 170

Method Val page 169

Surrogate page 167
Max RF Diff (%) parameter 162
Max RPD parameter

Lab Control page 168

Matrix Spike page 170
Max RSD (%) parameter

Calibration page 161

Method Val page 169

Surrogate page 167
Max RT (+min) parameter, ISTD page 166
method detection limits (MDL) sample type, defined 259
Method parameter

Matrix Blank page 164

Solvent Blank page 165
Method Template Editor 195
Method Val page, Master Method View 169
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Index: N

method validation sample type, defined 259
Method view 89
methods
importing Xcalibur 97
instrument 200
local 350
master 88
Method Template Editor 195
startup and shutdown 237
Methods command 26
Min peak height (S/N) parameter
Genesis 75, 138
ICIS 78, 141
Min peak width parameter 78, 141
Min recovery (%) parameter
ISTD page 166
Lab Control page 168
Matrix Spike page 170
Method Val page 169
Surrogate page 167
Min RF parameter 162
Min RT (-min) parameter 166
modes
choosing 22
defined 25

Modify Columns command

Batch View 269

Data Review View 287
Multiplet resolution parameter 78, 141
multiplexing, enabling 70

Name the master method parameter 96
Negative Peaks, event type 81

New Compound Datastore command 46
New instrument method parameter 87
New sample list parameter 87

NIST library, installing 10

Noise method parameter 78, 141

Number of Scans to Subtract parameter 108
Number of scans to subtract parameter 112

0

Only select top peaks parameter 196

Open Chromatograph Reference Sample dialog box 109
Open Compound Datastore dialog box 46

Open instrument method parameter 87

Open method parameter 86

Open Qual Browser parameter 87

Operand parameter 408
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Index: P

Operator parameter 408
Or conditions parameter 408
Origin parameter

Calibration 151

Method Template Editor 197
Overwrite parameter 96

Overwrite parameter, Save Compound Datastore dialog box
47

P

parameters
# background scans 75, 138
% Test 155
Account number 34
Acquire a new raw data file 96
Active 120
Add a condition 408
Add user 35
Amount 151
And conditions 408
Area noise factor 77, 140
Area scan window 78, 141
Area tail extension 78, 141
Assay type 111
Associate a Raw Data File 99
Automatically create the master method 96
Autosampler Arm Configuration 70
Background subtraction range option 112
Baseline window 77, 140
Batch Level 59, 176
Best match method 196
call-caln 153
Calibration method 196
Cancel changes 35
Carryover limit 160
CAS No 120
Category
Acquisition List 116
Compound datastore 48
Chemical Formula
Acquisition List 116
Compound datastore 48
Collision Energy
confirming ion
Compound datastore 50
quan peak
Compound datastore 49
Collision Energy, precursor
Acquisition List 117-118
Compound
Calibration 151
Calibration levels 153
Calibration page 161
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Chk Std page 162
Identification 119
ISTD page 166
Lab Control page 168
Limits page 160
Matrix Blank page 163
Matrix Spike page 170
Method Val page 169
QC levels page 155
Solvent Blank page 165
Surrogate page 167
Compound Name
Acquisition List 116
Compound datastore 48
Compound type
Calibration 151
Identification 120
Confirming n Ton Ratio 338
Confirming n Ion Ratio Flag 338
Confirming n Manual Flag 338
Confirming n Mass 337
Confirming n Range 338
Confirming n Response 338
Constrain peak width
Genesis 137
ICIS 77, 140
Correct surrogates 181
Create method 86
Create PDF
standard reports 176
Create XLSM 176
Create XML
standard reports 176
Curve type
Calibration 151
Method Template Editor 196
CV Test (%) 166
dashboard 25
Decimal places to be reported 180
Delete condition 408
Detection method
Avalon 79, 142
Genesis 73, 137
ICIS 76, 140
Detector, Detection 133
Display compounds above set limit 180
Display Quan flags and legend 180
Displayed Reports
Environmental and Food Safety 65
General Quantitation 62
Edit user 35
Email address 34
Enable Multiplexing Support 70
Enable peak threshold 196
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Enable tune time tracking 181
Enable valley detection
application configuration 74
method development 137
Enabled 34
Energy Ramp
application configuration 49
method development 117
Event 80
Example 176
Exclude matching quan peaks 198
Expected RT, Detection 131
Expected width
application configuration 74
method development 137
Experiment Type
Acquisition List 116
Compound datastore 48
Export SRM data 87
Filter, Detection 133
Flag values above Carryover 181
Flag values above LOR 181
Flag values above ULOL 181
Flag values below LOD 181
Flag values below LOQ 181
Flag values between LOD and LOQ 181
Full name 34
Import
Environmental and Food Safety 65
General Quantitation 62
Import Xcalibur Processing Method 97
Include compound peak spectrum as reference
spectrum 196
Include confirming ions 196
Injection amount 96
Injection concentration 338
Injection Units 338
Injection volume 112
Installed Reports
Environmental and Food Safety 65
General Quantitation 62
Instrument method
General page 112
Method Forge 96
Ion range calc method 112
Ionization
Acquisition List 116
Compound datastore 48

ISTD 151
Lab name 111
Lens

application configuration 49
method development 117
Level 155
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Limit library hits 196
Limit the retention time range 196
LOD (Detection limit) 160
Login 9
LOQ (Quantitation limit) 160
LOR (Reporting limit) 160
Manual Flags 337
Manual injection 96
Mass
confirming ion
Acquisition List 118
Compound datastore 50
quan peak 49, 117
Max Amt Diff (%) 161
Max Conc 164
Max recovery (%)
ISTD page 166
Lab Control page 168
Matrix Spike page 170
Method Val page 169
Surrogate page 167
Max RF Diff (%) 162
Max RPD
Lab Control page 168
Matrix Spike page 170
Max RSD (%)
Calibration page 161
Method Val page 169
Surrogate page 167
Max RT (+min), ISTD page 166
Method
Matrix Blank page 164
Solvent Blank page 165
Min peak height (S/N)
Genesis 75, 138
ICIS 78, 141
Min peak width 78, 141
Min recovery (%)
ISTD page 166
Lab Control page 168
Matrix Spike page 170
Method Val page 169
Surrogate page 167
Min RF 162
Min RT (-min) 166
Multiplet resolution 78, 141
Name the master method 96
New instrument method 87
New sample list 87
Noise method 78, 141
Number of Scans to Subtract 108
Number of scans to subtract 112
Only select top peaks 196
Open instrument method 87
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Open method 86
Open Qual Browser 87
Operand 408
Operator 408
Or conditions 408
Origin
Calibration 151
Method Template Editor 197
Overwrite 96
Password
logon screen 9
user administration 34
Path 96
Peak height (%)
Genesis 74, 137
ICIS 77, 140
Peak noise factor 77, 140
Peak S/N cutoff 75, 138
Percentage 164
Phone number 34
Polarity
Acquisition List 117
Compound datastore 49
Precursor Mass
Acquisition List 116-117
Compound datastore 49-50
Print
standard reports 176
Product Mass
Acquisition List 116-117
Compound datastore 49-50
QAQC Flags 337
QC1-QCn 155
Qlon 338
Qualitative peak processing template 112
Quan Flags 337
Quan mass 338
Quan peak m/z 337
Quan peak response 337
Quan peak RT 337
RA2 threshold 161
Ranges
Detection 134
Raw filename 96
Recent Files (master methods) 87
Reference compound 120
Remove user 35
Report concentration 180
Report Name
standard reports 176
Report noise as 75, 138
Report Title
standard reports 176
Response 338
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Response via
Calibration 151
Method Template Editor 197
Retention Time 338
RMS 78, 141
Role 34
RT
Acquisition List 117
Calibration 151
Calibration levels 153
Calibration page 161
Chk Std page 162
Compound datastore 49
Identification 119
ISTD page 166
Lab Control page 168
Limits page 160
Matrix Blank page 163
Matrix Spike page 170
Method Val page 169
QC levels page 155
Solvent Blank page 165
Surrogate page 167
S/N threshold 74, 137
Sample comment 96
Sample Concentration 338
Sample file 336
Sample Units 338
Save changes 35
Select a custom template 96
Select a report 336
Select batch location 87
Select Compounds from CDS 103
Sensitivity
Avalon 79
Genesis 73, 137
ICIS 76, 140, 142
sensitivity 196
Separate ion overlay display 180
Set Chromatogram Reference Sample 109
Set chromatogram reference sample 112
Set Reference sample 112
Shade row when sample is outside of evaluation criteria
180
Show chromatogram on Quantitation Report 180
Showing 336
Smoothing
Avalon 79
Genesis 73, 137
ICIS 76, 140, 143
Specify default ion ratio ranges 196
Standard type 151
Status 337
Stepoff value 112
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Tailing factor
Genesis 74, 138
ICIS 77, 140
Theo Conc
Lab Control page 168
Matrix Spike page 170
Method Val page 169
Surrogate page 167
Theoretical amount 337
Time 80
Total response 337
Total rows 336
Trace, Detection 133
Tune file lifetime 181
ULOL (Linearity limit) 160
Units 151
Upper Limit 165

Use alternate calibration report format 180

Use an existing raw data file 96
Use as RT Reference 120

Use autosampler 96

Use data dependent scans 198

Use Genesis algorithm for qual processing 197

Use Method Forge 90, 93
Use the default template 96
Use these libraries 196
Username 9, 34
Valley rise (%) 75, 138
Valley S/N 75, 138
Value 80
Vial position 96
View width, Detection 72, 131
Weighting
Calibration 151
Method Template Editor 197
Window
Acquisition List 117
Compound datastore 49
Detection 72, 131
password
administrator 8
Password parameter
logon screen 9
user administration 34
Path parameter 96
Peak height (%) parameter
Genesis 74, 137
ICIS 77, 140
Peak noise factor parameter 77, 140
Peak S/N cutoff parameter 75, 138
Percentage parameter 164
Phone number parameter 34
Polarity parameter
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Acquisition List 117
Compound datastore 49
P-P Threshold, event type 81

Precursor Mass parameter
Acquisition List 116-117
Compound datastore 49-50

Print parameter
standard reports 176

procedures
acquisition mode
access real-time display 246

add samples to the samples list 224
assign a specific channel to a sample 229

create a batch template 223
export reports to a folder 234

import samples into the sample list 227
insert samples into the samples list 225

pause all batches in a queue 253
preview a standard report 233
re-inject a sample from 228

remove a batch from a queue 255
remove a pending batch from a queue 255

Index: P

remove a pending sample from a queued batch 256

remove a single batch from a queue 254
remove all batches in a queue 254
remove all pending batches in a queue 254

remove pending samples from a queued batch 256

remove samples from the samples list 228

save a to-be-run batch 240

select a previously acquired batch 222
select a ready-to-acquire batch 221
select a template for a new batch 221

specify a calibration batch 238
specify device states 239

specify startup or shutdown methods 237

start a new batch 220

start an acquisition 240

view output files 243
configuration mode

access the Configuration mode 27

add a compound to the datastore 52
add a confirming ion to a quan peak 54
add a quan peak to a compound 53

add a user 30
change the default drive 40
choose a drive 40

copy the folder hierarchy from another drive 43
create a new compound datastore 46

create projects or subprojects 42
delete projects or subprojects 42
edit user information 31

enable multiplexing 70

enable user security 66
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hide a drive from display 41

import compounds 51

import new report types 59

open a compound datastore 46

open the Application Configuration view 56

open the Compound Datastore editor 45

open the Defaults page 68

open the Project Administration view 39

open the User Administration view 30

open the User Security page 66

refresh the drives display 41

remove a compound 52

remove a confirming ion 54

remove a user 33

remove all empty folders 43

save a datastore 46

save a datastore to a new name 47

specify common detection parameters 71

specify default laboratory and instrument names 69
specify default mass precision and intensity scale 69

data review mode

18

access the Data Review mode 261
add samples to the samples list 265
change the displayed information for a detected peak
308
change the displayed information for detected peaks
300, 319
change the library entry for a selected peak 322
copy a sample in the samples list 267
create a new batch 264
customize the column display 269, 287
display peaks for a specific compound 296, 313
display specific problems with a compound 296
display the internal standard for a compound 297
display the peak information window 309
edit sample values 268
edit samples in a batch 272
edit the batch-level output formats 275
edit the sample-level output formats 274
enlarge the report text 334
exclude a calibration point 291
export a report 333
insert samples in the samples list 266
make a compound active or inactive 290
manually add a peak
chromatogram pane 316
confirming ions 308
qual peak pane 318
quantification peak 299
manually exclude a calibration point 304
manually integrate a quan or qual ion 299
modify the peak detection settings 300
open a recent batch 272
open a saved batch 271
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open the Data Review mode 284
open the Local Method View 350
open the Report View 324

print a report 332

re-inject a sample 268

re-inject a sample from a previously acquired batch

272
remove a manually created peak
confirming ions 308
quantification peak 299
remove a peak from the peaks pane 314
remove a peak from the qual peak pane 319
remove samples from the samples list 267
scroll the samples list 286
search for text 334
select a compound 327
select a report
generating reports 329
viewing reports 325
select a sample
generating reports 330
viewing reports 327
sort the compounds list 295
submit all samples in the batch 278
submit selected samples 279
switch between method and manual integration
qual mode 319
quan mode 300
temporarily customize the column display
Batch view 270
Data Review view 286
zoom in on a peak
chromatogram navigation 316
confirming ions 308
ion overlay 311
qual peak 318
quantification peak 298
spectra pane 321
zoom in on an area
calibration curve 304
QED spectra 306
spectra 305

getting started

choose a node 22

display a log of instrument errors 23
install the NIST library 10

install the QED library 10

install the TraceFinder application 8
log on to the TraceFinder application 8
monitor the instrument status 23

start the TraceFinder application 8

watch the real-time display from the dashboard 24
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method development mode 152

access the Method Development mode 85

acquire selected samples 212

acquire the batch 212

add a compound to the list 115

add a mass as a new compound 126

add a mass as a new confirming ion 128

add a mass to the existing quan mass ranges 125

add a quan peak 126

add a quan peak to an existing compound 146

add compounds to the method 100, 122

add confirming ions to an existing compound 147

add ions to get an accumulated signal 146

add sample to the development batch 208

apply current peak detection settings
to all peaks in method 135
to all peaks that use the same detection mode 135

associate a raw data file with the method 99

automatically select compounds to create a new
method 90

calculate and report semi-quantitative results 183

calibrate the compounds 191

change the compound reference spectrum 125

change the quantitation mass used for a quan peak
144

copy a sample 209

correct surrogates 179

create a group 171

create a method template 188

create a new instrument method 201

create a new multiplexing instrument method 203

delete a compound from the list 115

edit the instrument method parameters 107

enter a note for the method 194

enter column values 210

export SRM data to an XML file 199

filter the displayed compounds 119, 122

identify the peaks 190

import a master method 198

import an instrument method 206

import an Xcalibur method 97

insert samples into the development batch 209

manually select compounds to create a new method
93

open a saved master method 104

open a saved master method from the Recent Files
list 105

open an instrument method 205

open the Development Batch view 207

open the Instrument View 200

open the Qual Browser 213

remove all samples from the samples list 211

remove selected samples from the samples list 211

replace a confirming ion 128

Thermo Scientific
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replace a quan mass 125
resize or reorganize the columns 211
save the method template 194
save the new method 128
select compounds from the datastore 102
set automated background subtraction options 108
specify a chromatogram reference sample 109
specify a location for development batch data 208
specify general information for a master method 106
specify ion ratio criteria 149
specify mass tolerance 110
specify no maximum concentration 163
specify peak criteria 189
specify QC levels and concentrations 154
specify qualitative peak processing 193
specify quantitation flag options 178
specify quantitation limits 177
specify ranges of ions for detection and integration
132
specify standard report types and output formats 173
specify the default parameters 182
specify the exact mass window 184
specify the Exactive parameters 184
specify the ion ratio calculation method 184
specify the maximum concentration as a percentage
163
specify the maximum concentration as an absolute
value 163
specify user interface options 178
track the use of the tune file 179
update confirming ion ratios 144
zoom in the chromatogram or spectrum displays 147
Product Mass parameter
Acquisition List 116-117
Compound datastore 49-50
Project Administration view 39
projects and subprojects, creating 39

Q

QAQC Flags parameter 337

QAQC role 38

QC Levels page, Master Method View 154
QC1-QCn parameter 155

QED library, installing 10

QED Spectra page 306

Qlon parameter 338

Qual Mode 284

Qualitative peak processing template parameter 112
Quan Flags parameter 337

Quan mass parameter 338

Quan Mode 284

Quan peak m/z parameter 337
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Quan peak response parameter 337
Quan peak RT parameter 337
quan report settings, specifying 177

RA2 threshold parameter 161
Ranges parameter

Detection 134
Ratios page, Master Method View 149
Raw filename parameter 96
Real Time Status command 25
Real Time Viewer page, Master Method View 156
real-time display 246
Recent Files parameter (master methods) 87
Reference compound parameter 120
reference spectra 321
Remove user parameter 35
Report concentration parameter 180
report formats, specifying 173
Report Name parameter

standard reports 176
Report noise as parameter 75, 138
Report selection view 233
Report Title parameter

standard reports 176
Report View 324
reports

Acquisition mode 233

configuring 58

Data Review mode 324

flags defined 356

listed 5

sample PDFs 357

viewing landscape in PDF 357
Reports page

editing 173
Reports page, Master Method View 173
Reset scaling command 148
Response parameter 338
Response via parameter

Calibration 151

Method Template Editor 197
Retention Time parameter 338
RMS parameter 78, 141
Role parameter 34
RT parameter

Acquisition List 117

Calibration 151

Calibration levels 153

Calibration page 161
Chk Std page 162
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Compound datastore 49
Identification 119
ISTD page 166

Lab Control page 168
Limits page 160
Matrix Blank page 163
Matrix Spike page 170
Method Val page 169
QC levels page 155
Solvent Blank page 165
Surrogate page 167

S

S/N threshold parameter 74, 137
Sample comment parameter 96
Sample Concentration parameter 338
Sample definition view 224
Sample file parameter 336
sample types. defined 259
Sample Units parameter 338
Save As Compound Datastore command 47
Save changes parameter 35
Save Compound Datastore command 46
Save Compound Datastore dialog box 47
Select a custom template parameter 96
Select a report parameter 336
Select batch location parameter 87
Select Compounds from CDS parameter 103
Select Compounds to Add dialog box 103
Selected Reaction Monitoring 55
Sensitivity parameter
Avalon 79
Genesis 73, 137
ICIS 76, 140, 142
sensitivity parameter 196
Separate ion overlay display parameter 180
Set Chromatogram Reference Sample parameter 109
Set chromatogram reference sample parameter 112
Set Reference sample parameter 112
Set this mass as a new quan peak command 148
Set this mass as quan mass command 148
Shade row when sample is outside of evaluation criteria
parameter 180
Shoulders On, event type 82

Show chromatogram on Quantitation Report parameter 180

Show Internal Standard command 297
Showing parameter 336

SIM experiment type 55

Single Ion Monitoring 55

Thermo Scientific



Smoothing parameter
Avalon 79
Genesis 73, 137
ICIS 76, 140, 143
Solvent Blank page, Master Method View 165
Specify default ion ratio ranges parameter 196
Spectra page 305
Spectrum page, Master Method View 144
SRM data, exporting 199
SRM experiment type 55
standard reports
listed 5
Standard type parameter 151
Start Threshold, event type 81-82
starting TraceFinder 8
Status parameter 337
Stepoff value parameter 112
Supervisor role 37
supported file types, defined 2
supported software and hardware viii
Surrogate page, Master Method View 167

system requirements viii

T

Tailing factor parameter
Genesis 74, 138
ICIS 77, 140
Tangent Skim, event type 82
Technician role 37
templates
batch 223
method 188
Tension, event type 82
Theo Conc parameter
Lab Control page 168
Matrix Spike page 170
Method Val page 169
Surrogate page 167
Theoretical amount parameter 337
Thermo Xcalibur Instrument Setup dialog box 107
Time parameter 80
Total response parameter 337
Total rows parameter 336
Trace parameter, Detection 133
Tune file lifetime parameter 181

U

ULOL (Linearity limit) parameter 160
Units parameter 151

Unknown sample type, defined 259

Thermo Scientific
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Unknown/TIC sample type, defined 259

Update confirming ion ratios with this spectrum command

148
Upper Limit parameter 165
Use alternate calibration report format parameter 180
Use an existing raw data file parameter 96
Use as RT Reference parameter 120
Use autosampler parameter 96
Use data dependent scans parameter 198

Use Genesis algorithm for qual processing parameter 197

Use Method Forge parameter 90, 93
Use the default template parameter 96
Use these libraries parameter 196

user accounts, creating 30

User Administration view 30

user roles and permissions 36

user roles, defined 36

user security, enabling 66

Username parameter 9, 34

vV

Valley rise (%) parameter 75, 138
Valley S/N parameter 75, 138
Value parameter 80
Vial position parameter 96
View width parameter, Detection 72, 131
views
Batch 262
Batch/Template Selection 220
Compound Datastore 48
Data Review 284
Development Batch 207
Finish 237
Instrument 200
Local Method 350
Method 89
Project Administration 39
Report selection 233
Report View 324
Sample definition 224
User Administration 30

W

Weighting parameter
Calibration 151
Method Template Editor 197
Window parameter
Acquisition List 117
Compound datastore 49
Detection 72, 131
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workflow
acquisition mode 218
general 4

X

XIC experiment type 55
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