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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 Reporss 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.

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 Requirements

Computer * 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
e NTES format

Instruments * AS3000 autosampler

(supported or

required)

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)
e Thermo Xcalibur™ 2.1.0 SP1

e Adobe™ Reader™ 9.0

e NIST™ 2008

viii TraceFinder User Guide Thermo Scientific
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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.

You don't have a valid license. To obtain a activation key, send the license code below
to Thermo Fisher Scientific.
Email: ThermoMSLicensing Thermo.com.
You will get an activation key. o
zer Info:
Mame; . Street Mame: |
Comparn: j City:
E-Mail j 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 O 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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Preface

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/PQMG6P62.

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

This chapter describes the general features of TraceFinder software.

Contents

* About the TraceFinder Application
* TraceFinder Summary of Features

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
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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 Summary of Features

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 spectra and integrate the processes of data review and reporting.

Key features include the following:

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

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

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

* 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
* Deak detection
* Quantification to include calibration
* Error analysis and flag setting
* Reporting
* Data persistence

* Raw data file handling

TraceFinder User Guide 3
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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
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Custom Report Types

AltCalibrationReport

Alternate BatchReport

Alternate CalibrationReport
Alternate ConfirmationReport
Alternate MatrixSpikeReport
Alternate SampleReport
Alternate SummaryReport
BatchReport

BlankReport
CalibrationDensityReport
CalibrationReport
CheckStandardReport
CompoundCalibrationReport
ConfirmationReport
ConfirmationReport2
HighDensitySampleReport1Long
HighDensitySampleReport2Long
HighDensitySampleReport3Long
HighDensitySampleReport4
HighDensitySampleReport5
QuantitationReport
SteroidAnalysisReport

Target Screening Report Types

6 TraceFinder User Guide

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

Thermo Scientific



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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Installing the TraceFinder Application

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
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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. ..

Thermo Scientific TraceFinder User Guide 1"
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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

P X L P
o 15 ‘J.IILIlJ. 1L

220 256 200298 318 336 362

334

0-M M

\
g

i

373

B0 90 120 150 180 210 240

[niztdema) Brucine

270

00 30 W0 A0

Marme: Brucine
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
4 Brucin
R Bmcina

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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2 Getting Started
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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2 Getting Started
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 text editor 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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Converting Legacy Data

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.

. . . ..

i :‘ 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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Choosing a Mode

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.
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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 turn on 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.
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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.

—Or—
To discard all changes and not save the edits, click the Cancel Changes icon, B8,

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 ******,

Frrrxx and type a new password.

orerrkx 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

TraceFinder User Guide 35



3 Using the Configuration Mode

User Administration

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, review collected data, and distinguish
between the need to rerun samples or pass reports up to the supervisor. On a daily basis, you
are responsible for gathering the list of samples to run and creating the sequence of events.

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

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

* Reviewing data from the mass spectrometer

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

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

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

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

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

Note In the QAQC role, you cannot submit batches for acquisition from the Acquisition
mode.
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Project Administration

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

TraceFinder User Guide

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, | )

. 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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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\filename.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\fi/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

Quan peak parameters

Description

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 (72/2) 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 (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

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

Thermo Scientific
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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 (72/z) units.
Available only for XIC and SIM experiments.
Default: 0.0
Range: 10.000 to 2999.999

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

* To import compounds

* To add a compound to the datastore

e To remove a COIHPOUIld

* 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, WE@]

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

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

A compound datastore can include multiple experiment types for a single compound;
however, each compound name and experiment type combination must be unique.

SRM - Selected Reaction Monitoring

The SRM experiment type supports triple quadrupole LC/MS. The mass filter includes
precursor mass and narrow mass ranges to identify product masses. Imported compounds
with no experiment type are treated as SRM data.

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

precursor mass.
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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 Ha