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Preface

This guide contains a set of tutorials that show how to quantitatively process a set of raw data
files using the Thermo Xcalibur™ mass spectrometry data system. Refer to the Quantitative
Analysis User Guide for details about data acquisition.

This guide also contains Xcalibur system configuration and other administration and
reference information.

Use these tutorials to process a set of raw data files:
1. Creating a Processing Method
2. Batch Processing Data Files
3. Working with Results Files in Quan Browser
4. Previewing, Specifying, and Printing Reports
Contents
* Related Documentation
* Special Notices

¢ Contacting Us

To provide us with comments about this document, click the link below. Thank you in
advance for your help.

SURVEY
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Preface

Related Documentation

Thermo Fisher Scientific provides these documents for the Xcalibur data system:
» Xcalibur Getting Started (Quantitative Analysis)
* Acquisition and Processing User Guide

* Quantitative Analysis User Guide

Qualitative Analysis User Guide

Creating and Searching Libraries User Guide

XReport User Guide

Help from within the software

Special Notices

Make sure you follow the precautionary statements presented in this guide. The special
notices appear in boxes.

Special notices include the following:

IMPORTANT Highlights information necessary to prevent damage to software, loss of
data, or invalid test results; or may 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.

Contacting Us

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

< 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.

viii Xcalibur Getting Started Thermo Scientific
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Preface

< 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 copy manuals from the Internet

Go to mssupport.thermo.com and click Customer Manuals in the left margin of the

window.
< To suggest changes to documentation or to Help
* Fill out a reader survey online at http://www.surveymonkey.com/s/PQMG6PG2.

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

This book provides tutorials that show how to quantitatively process a set of raw data files.

View these diagrams for an overview of the Xcalibur quantitative analysis process.

Contents

* Figure 1: View of the Xcalibur application, Home Page — Road Map
(with buttons to take you to views for performing acquiring, processing,
and data viewing fuctions)

* Figure 2: Acquiring the sample set (flow diagram)
* Figure 3: Processing acquired data (flow diagram)

* Figure 4: Automatic acquisition and processing using Xcalibur system
and your system software (flow diagram)

Thermo Scientific Xcalibur Getting Started
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1 Xcalibur Overview

2

Xcalibur Getting Started

Figure 1 shows the view when you open the Xcalibur application. Each button takes you to
a separate view where you can perform functions involved in acquiring, processing, and

viewing data.

Figure 1.  Navigating the Xcalibur Roadmap

For more information about these functions of the Xcalibur process, refer to the following
documents stored in C:\Xcalibur\system\programs:

Function

Instrument Setup
Sequence Setup
Processing Setup

Quan Browser
Qual Browser

Library Browser

Document

Acquisition and Processing User Guide

Quantitative Analysis User Guide
Qualitative Analysis User Guide
Creating and Searching Libraries User Guide

File name

XCAL_Pro_Seq.pdf

XCAL_Quan_UG
XCAL_Qual_UG
XCAL_Libraries UG

Thermo Scientific
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Figure 2 provides a flow diagram for acquiring the sample set.

1 Xcalibur Overview

For information about working with samples to get data beyond the information in this
guide, refer to the documents that came with your hardware and the Acquisition and Processing

User Guide.

Figure 2.  Acquiring quantitation data

Instrument Direct Control (MS Tune):
Develop a suitable MS and chromatographic method.

v

Instrument setup:
Create an instrument method using the value from the MSTune results.

Y

Prepare samples...

v

Sequence setup:
Create a sequence and add the instrument method to it.

v

Sequence setup:
Run the sequence and acquire a set of raw data files.

Xcalibur Getting Started
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1 Xcalibur Overview

4

Xcalibur Getting Started

Figure 3 provides a flow diagram for processing data once you have acquired it.

information in this manual, refer to the Acquisition and Processing User Guide.

Figure 3.  Processing previously acquired quantitation data

Processing setup:
Using a representative raw data file.
Create a processing method.

v

Sequence setup:
Add the processing method to your sequence.
Then, batch process the raw data files to produce result files.

Quan browser:
Open the processed sequence.
Review the integration of each chromatogram.

Review the calibration curve for each target compound.
Quan browser
or

Processing setup:

Adjust peak integration and calibration curve parameters as needed.

v

XReport report package:
Preview representative files with selected report templates.

v

Processing setup:

Add the appropriate XReport report templates to the processing method.

Y

Sequence setup:
Batch process the sequence and print the appropriate reports.

For information about using sequences and processes to process your data beyond the

Thermo Scientific
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1 Xcalibur Overview

Figure 4 provides a flow diagram of how to do acquisition and processing automatically using

the Xcalibur data system and the software that came with your hardware.

Figure 4. Acquiring and processing data automatically

MS Tune Program: Develop a suitable acquisition method.

Y

Instrument setup: Enter method parameters determined above.

Y

Prepare samples, standards, and so on.

Y

Sequence setup: Acquire a raw file from a representative standard.

Y

Processing setup: Using the acquired raw files, create a product method.

Y

Sequence setup: Create a sequence using the New Sequence Template. Add an instrument
method and a processing method.

Y

Sequence setup: Run the sequence, acquire a set of data files. The data system
automatically processes data processed according to the processing method parameters.

Y

Quan Browser: Open the processed sequence. Review integration of each chromatogram.
Review the calibration curve for each target compound.

Y

Quan browser or Processing setup: Adjust peak integration and calibration curve parameters

as necessary.

XReport: Preview representative files with report templates until you find a template that
suits your needs. Adjust the template and save as needed.

Y

Processing setup: Add the selected report template to the processing method.

Y

Sequence setup: Batch process the sequence and print or save appropriate reports.

Y

Perform subsequent quantitative analysis of the same compound by preparing the samples
and creating a new sequence using the existing instrument method and processing method.
The data system performs acquisition, processing, and reporting automatically.

Xcalibur Getting Started
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Creating a Processing Method

Thermo Scientific

Use the following procedures to create a processing method for quantifying data using the raw

data files associated with the C:\Xcalibur\examples\methods\drugx.sld sequence file.

Note This tutorial does not discuss using system suitability parameters to test the
chromatographic peaks. To add report templates to the processing method, see Chapter 5,
“Previewing, Specifying, and Printing Reports.”

Create a processing method that quantifies the target compound in the drugx data set by
performing these procedures in sequence.

Contents

Opening the Processing Setup Window

Specifying Quan View Options

Opening a Raw Data File

Specifying Identification Settings for Analysis Components
Entering Peak Integration and Detection Parameters
Selecting Calibration Settings

Specifying Calibration Levels and QC Levels

Saving the Processing Method

Xcalibur Getting Started 7



2 Creating a Processing Method
Opening the Processing Setup Window

Opening the Processing Setup Window

Create a process in the Processing Setup window.

% To open the Processing Setup window

1. Click % on the Road Map on the Xcalibur Home Page (see Figure 5) or choose

GoTo > Processing Setup.

Figure 5. Roadmap view of the Xcalibur Home Page window

Roadmap - Home Page

File  Actions  View

For Help, press F1 (T |10/10/2004 7125 PM |

2. Click . to display the Quan view if it is not already displayed.

8 Xcalibur Getting Started Thermo Scientific



2 Creating a Processing Method
Opening the Processing Setup Window

3. Click the Identification tab. The Identification page for Quan view opens (see Figure 0).

Figure 6. Identification page for Quan view

et Processing Setup - Quan - Identification - Untitled (Int Std) |:'[E”gl
File Wiew Zoom Options GoTo Help

5| £/8]¢[2 w0l 7|

Identification ] Jetecticn ] Calibration ] ] SEiEEa At ] Sl ] Components
48T
_ — Retention time -
Name: |<New> il Expected [min}: [1.00
Quan Dietector type: | b5 v] Peak Detect: 1IEIS :]v [~ Use az BT reference Wi
Filter: 1 _:] [T fdjust using:
Qual Trace: JTIE LJ ] LJ J __'_] -
| Keys: |
i
le | | >
Mo raw file open
Froarams
ﬁead'r' - l !NUM: -l j

4. If the data system automatically loads a method, choose File > New to start with a fresh

display.

Thermo Scientific Xcalibur Getting Started 9



2 Creating a Processing Method
Specifying Quan View Options

Specifying Quan View Options

The Options menu commands in the Processing Setup window vary depending on the
current view. From the Quan view in Processing Setup, specify the type of chromatography
and the type of calibration technique used. LC/MS collected the data set used in this tutorial,
and the internal standard calibration technique quantified the drugx target compound.

< To specify chromatography by LC

1. Choose Options > Chromatography By in the Processing Setup window. The
Chromatography Options dialog box opens (see Figure 7).

Figure 7. Chromatography Options dialog box

Chromatography Options

i~ Chromatography by

]S | Cancel Save Az Default Help

2. To specify chromatography by LC, select the LC option.
3. Click OK to close the dialog box.

< To specify the internal standard calibration technique

1. Choose Options > Calibration Options in the Processing Setup window. The
Calibration Options dialog box opens (see Figure 8).

Figure 8. Calibration Options dialog box

Calibration Options

Calibration by

" External standard

~ %R5D calculation method

0 se calculated amounts

" Usge esponge values

K | Cancel Save Az Default Help

2. To specify calibration by internal standard, select the Internal Standard option.

3. Click OK to close the dialog box.

10 Xcalibur Getting Started Thermo Scientific



Opening a Raw Data File

Thermo Scientific

To open a raw data file in Quan view

Figure 9).

Figure 9. Open Raw File dialog box

Open Raw File

(75 data

Look

2 Creating a Processing Method
Opening a Raw Data File

In general, select a raw file corresponding to a low-concentration calibration standard.

1. Click or choose File > Open Raw File. The Open Raw File dialog box opens (see

)X

~| & & cf @

data_dependent_01.raw
data_dependent_0Z2.raw
drugx_Dl NET
! drugx_02.raw
druge_03.raw

drugx_D4.raw

£ |

@drugx_DS.raw
I:Irugx_IZIEu.raw
@drugx_ﬂ?.raw
drugx_DS.raw
drugx_lilg.raw
drugx_ltl.raw

drugx_l 1.t
drugx_12.r
drugx_lS.r
drugx_14.r
drugx_lS.r
drugx_lEu.r

File name: jdrug:-:_EIS.raw

Header Information

Files of twpe: JFIaw Filez [*.raw)

=]

Open
Cancel

Help

il

Murber of saves 2

Comment;

5TD=10 pa/mlIS=100 pa/ml

Created: Saturday, May 04, 1936 10:31:23 P
I odified: Saturday, bay 04, 1996 10:41:15 P
Last zaved by: linda

2. Browse to the following file name and location:

C:\Xcalibur\examples\data\drugx_03.raw.

3. Select drugx_03.raw and click Open.

Processing Setup opens the drugx_03.raw file and displays the unfiltered total ion

chromatogram (see Figure 10).

Xcalibur Getting Started

Open a representative raw file from the data set to determine appropriate peak detection and
integration parameters for the processing method. In this tutorial, use the drugx_03.raw file.

1"



2 Creating a Processing Method
Opening a Raw Data File

Figure 10. Identification page, showing the total ion current (TIC) chromatogram of drugx_03.raw

¥ processing Setup - Quan - Identification - Untitled (Int Std)

S[i=lE

File Wiew Zoom Options GoTo Help
[ | = ||| S| €] |¢[2 re{er| || ?
| e
Identification I i ] ] ] ] Pealk Puiity ] =
Components
487
. . — Retention time -
il £ > .
zAame J o 1] Expected [min]; |1.00
Quan : - - e |
Detector type; | kS Peak Detect: lIEIS [ tles BT clermnce Wi
Fi_Iter:] L] I& ey l
Cual Trace: JT“: LJ I lj l _J
; | Kevs |
Reports 2
-~ < | 5
\% CAXcalibarieramplestidatatdregx_03 5HMII6 10-31:23 PM
ETD=10 pgiml 1E=100 pgiml
| hL: |
Pragrams 100 el 2 1iES e 100 -Wl
A0 p P dTr'uCg:_u?S 50
092 1.87 345 3682 482 J} 523 gas
lj||||||||||||||||||||||||||||||||||| D||||||||||
a 1 2 i LS 5 =} d20 421
Time (min) miz
Ready [raur [MOT SAvED

Note If you save a processing method when a raw file is open, the raw file name is
saved in the processing method. To have the Xcalibur data system automatically open
the associated raw file whenever you open the processing method, select the On
button for the Auto-Open Raw File option in the Settings dialog box. To open this
dialog box in the Quan view of Processing Setup, open a processing method and
choose Options > Settings.

12 Xcalibur Getting Started
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2 Creating a Processing Method
Specifying Identification Settings for Analysis Components

Specifying ldentification Settings for Analysis Components

This section describes how to identify target compounds and internal standards and contains

the following topics:

Specifying Identification Settings for the Internal Standard

For the internal standard calibration technique, each calibration standard contains one or
more target compounds and one or more internal standards.

Specifying Identification Settings for the Target Compound

In this section, use the Identification page for Quan view in Processing Setup to name the
components of the sample, display spectra, and specify retention time and peak
identification criteria.

The data set used in this tutorial contains one target compound and one internal standard.
The target compound is drugx. The internal standard is D4.

Specifying ldentification Settings for the Internal Standard

Processing Setup needs component identification information to associate the internal

standard with a chromatographic peak. To identify the internal standard, perform the

following procedures in sequence.

1.
2.

AN

Thermo Scientific

Naming the Internal Standard

Selecting the Detector Type

Selecting the Peak Detection Type
Matching Scan Filters with Components
Selecting the Trace Type

Entering the Retention Time Automatically

Xcalibur Getting Started 13



2 Creating a Processing Method
Specifying Identification Settings for Analysis Components

Naming the Internal Standard

Use the Name list on the Identification page to name the components of the sample. When
you change settings, Processing Setup changes the settings for the named component only.

< To enter the name of the internal standard in the Name list

1. Select New in the Name list and type D4, the name of the internal standard (see
Figure 11).

Figure 11. Identification page

¥ Processing Setup - Quan - Identification - Untitled (Int Std) |._||E||Z|
File Wiew Zoom Options GoTo  Help
D2 H & 0888 rew|old| 7|
|dentifization l l ik ] B ] bk ] Peak Purity ] — BLrEREHE
487
: N Retention time -
Al |< B L] Expected [min]; |1.00
[uan Detector type: |5 v | Peak Detect: |ICIS - Wi Wi
Fi_Iter:| L] E bl I—
Qual Trace: |TIC &y El =
| Keys: |
Feparts 2
| |l I B
% CohAXcaliberieramplestidatatdrags_03 51396 10:31:23 PM
STO=10 pglml,IS=100 pglml
— i hL: [ |
Programs 100 SRt 2 iE5 el 100 A
&0 482 ] 4a7 I:E:g’;iu?s 50
0oz 187 215 362 482 J} 523 sas
I:|||||||||||||||||||||||||||||||||||| EI||||||||||
o 1 2 3 4 5 g 420 421
Time (min) miz
Ready [ um [T SavED

2. Click OK to save the new name.

Note To delete a component, highlight the component name in the Component list
at the right. Choose Options > Delete component name.

14 Xcalibur Getting Started Thermo Scientific



2 Creating a Processing Method
Specifying Identification Settings for Analysis Components

Selecting the Detector Type

Use the Detector Type list on the Identification page to specify the type of detector you used
to obtain the raw file.

< To specify the Detector type

Select MS in the Detector Type list.

Selecting the Peak Detection Type

Use the Peak Detect list on the Identification page to specify the type of peak detection
algorithm to use (ICIS, Genesis, or Avalon) to analyze raw data.

These algorithms do the following:
* Apply smoothing
* Construct a chromatogram using the scan or mass filters
* Assign peak numbers
* Generate a peak list

* Determine the peak start and peak end points

All algorithms provide component peak detection and chromatographic peak detection. Select
the ICIS or Genesis algorithms for MS data. Select the Avalon algorithm for PDA, UV, and
analog data.

% To specify the Peak Detection type
Select ICIS in the Peak Detect list.

Matching Scan Filters with Components

The Xcalibur data system creates unique scan filters to acquire data according to the type of
experiment specified in the instrument method. When you load a raw file, the data system
lists the scan filters associated with the raw file in the Filter box. In this example, the
application acquired selected reaction monitoring (SRM) data on the following, using
alternating product ion scans (drugx and D4, respectively):

* a proprietary drug of molecular weight 465 u (Parent ion m/z 465; product ion m/z 420)

* adeuterated internal standard of molecular weight 469 u (parent ion /z 469;

product ion m/z 424)

To calibrate and quantify drugx, filter the total ion current chromatogram.

Thermo Scientific Xcalibur Getting Started 15



2 Creating a Processing Method
Specifying Identification Settings for Analysis Components

< To match D4 with its scan filter

1. From the Filter list for the drugx_03.raw file, select
+ ¢ SRM ms2 469.40@23.00[423.30-425.30] as the scan filter for D4.

2. Click OK to display the mass chromatogram for D4 (see Figure 12).

Figure 12. Scan filtered chromatogram and mass spectrum for D4

g Processing Setup - Quan - Identification - Untitled (Int Std)

File Wiew Zoom Options GoTo Help
Identification ] Detection l Calibration ] Levels ] Spstemn Suitability ] Peak Pu ] =
= Components
i o 1~ Retention time -
e | = Espected [min}: [1.00 window [sec]: [30.00
HQuan - - - - . . .
Detector type: |5 Feak Detect: |ICIS [l et Wi width [mir: W
| Fite: [+ ¢ SAM ms2 463 40@23.00 4233042530 x| | [~ ffst v | £
Qual Trace: |TIC & Ell |
T | FKeys: |
Feports =
% ] | Cancel Save fis Default Help &
& ! =
Programsz  ||C:iXcalibunexamplesidataidrugx 03 5/4/1996 10:31:22 PM
STD=10 pg/ml. 15=100 pgsiml
RT: 000699 Shi: 16 | |ldrg=03#z RT:003 A1 NLO 4|
480 RIL: “|F+ ¢ SRM msz 460 40i@23.00 [423.30- .
1004 21E5 | :
] TIC F: + & SRR e
2 204 ms2 + -
z ] 459402300 2 and
g 423 70-425 30] H 3
é BD—: IS drugs_03 : < BD_
4] Eﬂi ]
£ ] E
R | &
w20 P2 20
] 0.3 187 245 327 362 489 536 575 66 ! ]
I R EE et e A S L R ———
0 1 2 3 4 5 ; 424 425
Time {min) miz
Ready ‘ ‘ MM | NOT SAVED
Chromatogram Plot view Spectrum Plot view

Selecting the Trace Type

Use the Trace list on the Identification page for Quan view to specify the type of
chromatogram to use for processing.

< To specify the type of chromatogram

In the Trace list, select TIC to specify total ion current.

16 Xcalibur Getting Started Thermo Scientific



2 Creating a Processing Method
Specifying Identification Settings for Analysis Components

Entering the Retention Time Automatically

% To automatically enter the retention time of a chromatographic peak

1. To activate the Spectrum Plot view, click |4 in the upper right corner (see Figure 12).

The pin background turns green and appears to be pinned to the screen.

2. Click and drag the cursor in the Chromatogram Plot view across the chromatogram peak
as shown in Figure 13. The horizontal line across the center of the peak shows the area
selected by the mouse movement.

Figure 13. Selecting the scan corresponding to the peak maximum

B2 Processing Setup - Quan - Identification - Untitled (Int Std) I._“E|E|
File Miew Zoom Options GoTo Help
i B}
=&l S| 48[4 rdew|od] 2
| i A~
Identification l Detection ] Calibration ] Lewvels ] System Suitability ] Peak, Puirity ] ==
e Components l
" o Fietention time -
Hame: | & Espected [min): [1.00 Window [zec) [30.00
Guan - - ; ; .
Detector tupe: |MS w | Peak Detect: |ICIS - [t Heenc: Wi widkh [rin: ,F
I Fitr: [+ o SAM ms2 469 4002300 2330425300 v| | 1= J i | 5|
Dual Trace: TiC = [ = =l
| Keys: |
Reports
T% oK | Cancel Save Az Default Help B
5 | B bt
Programs  [[C:AXcaliburieramplesidatatdragz_03 51411996 10:31:23 PM
||STD=10 pglmlI5=100 pgluml
hL: | =
@400 2 HES 'W @400 %
5 TICF: Mg 5
z drugs_03 z
5 5
2 &0 2 &0
o o
# [
% 039 093 187 245 3.5 362 %
L o T = o e 7 o o 922 ) 8 e e ) L0 ) R A ) A A
o 1 2 3 4 bl [} 420 421
Time (min) miz
|Ready . MM MOT SAVED

3. Release the mouse button. Processing Setup performs the following events automatically.

* Selects the retention time of the peak maximum and highlights the selected scan in
the LC peak with a red marker in the Chromatogram Plot view.

* Enters the retention time corresponding to the selected scan in the Expected box in
the Retention Time area.

* Displays the mass spectrum of the product ions in the Spectrum Plot view (see
Figure 14).

Thermo Scientific Xcalibur Getting Started 17



2 Creating a Processing Method
Specifying Identification Settings for Analysis Components

Figure 14. Identification page with a retention time marker (vertical line)

B2 Processing Setup - Quan - Identification - Untitled (Int Std) [._“E|E|
File Yiew Zoom Options GoTo Help
D|=|E & 4] 3[¢]8 r¢fevold| ?
|dentification l Dretection l Calibration ] Lewels ] Systern Suitability l f ] =
= Components l
i o Retention time
o | &l Espected [min): [4.69 Window (sec): [20.00
Quan : - : l - y . .
Dietectar type: | M5 Peak Detect: |ICIS [l Hireience Wiew width (i ,F
I Fiter: [+ ¢ SAM ms2 463.40@23 00 142330425300 »| | = iy | E|
Qual Trsce: [TIC = [ =] =l
; | Keyz |
Fieports
% ak. | Cancel Save Az Default Help 2
] | =
Programs  [CaAXcalibarieramplesidataldragz_03 51411996 10:31:23 PM
||sTD=10 pyglml,iS=100 pglmi
hL: > =
& 100 233 bre B (| 100 4z4.30 e
5 TIEF: M8 5
E drugs_03 E
2 &0 o i 2 &0
3 059 0593 187 245 345 36z 7B [I80% 527 505 3 R 42522
| SRS e B o o s e e e e e o B o At RAne Bt s nans naae
a 1 2 3 4 5 G 424 425
Time (min) miz
|Ready . MM MOT SAVED

4. To use the actual retention time of D4 as the retention time reference for the other
component in the drugx chromatogram, select the Use as RT Reference check box.

Note To adjust the expected retention time of a component relative to the reference
component, select the Adjust Using check box. See step 12 on page 20.

Leave the Window box number at 30 seconds. This parameter controls the width of the
window that the algorithm searches to locate the component. In this case the algorithm
searches 15 seconds on either side of RT 4.89 to find D4.

5. Type 2.00 into the View Width box. View width controls how much of the
chromatogram time range the application displays when you view the components.

6. To save the component identification information for D4, click OK.

In the Chromatogram view, the data system displays the Time portion of the
chromatogram from 3.9 to 5.9 minutes based on a selection of 2.00 as the View width for
a peak with an expected retention time of 4.9 min. Processing Setup automatically shades
the integrated portion of the peak gray and displays blue integration markers at the
starting and ending points of the peak integration. The baseline is indicated by a blue line
that connects the integration markers (see Figure 15). Arrows point to the integration
markers.
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Figure 15. Area of peak integration (grayed) and the integration markers
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7. Inspect the integrated peak and verify the following:

* The retention time on the peak agrees with that in the Expected box in the
Retention Time area.

* The scan filter in the Filter box is matched to the correct component in the
Components list.

If the peak has not been identified, repeat this procedure. Click the pin (1) in the
Spectrum Plot view (the pane to the right of the Chromatogram Plot view) before performing
step 2 on page 17.

If the peak has been identified properly, you are ready to specify the peak identification
parameters for the target compound.

Tip When you are entering many components with similar peak integration parameters,
first enter all of the identification parameters for one of the components. Click
Save As Default. These parameters then become the default values for new components.
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Specifying Identification Settings for the Target Compound

20

Xcalibur Getting Started

10.

11.
12.

To specify the settings for the target compound

. Select New in the Name list. The Apply Changes dialog box opens if you have warnings

enabled. Click Yes to apply changes.

. To specify the name of the target compound, type drugx.

. Click OK to save the new name.

. Select MS in the Detector Type list if it is not already selected.
. Select ICIS in the Peak Detect list box.

. To match the target compound with its scan filter, open the Filter list to display the

available scan filters in the drugx_03.raw file.

. Select + ¢ SRM ms2 465.30@23.00[419.30-421.30] to select the scan filter for drugx.

. Click OK to apply the scan filter to the total ion current. Processing Setup automatically

displays the mass chromatogram corresponding to the target compound.

. Select TIC (total ion current) in the Trace list if it is not already selected.

To display the mass spectrum of the currently active component and automatically enter
the retention time of the LC peak, do the following:

a. To activate the Spectrum Plot view, click the currently grayed pin in its upper right
corner.

The pin background turns green (IE) and appears to be pinned to the screen.

b. Click and drag the cursor in the Chromatogram Plot view across the chromatogram

peak.

c. Release the mouse button.
Processing Setup automatically performs the following events:

* Selects the retention time of the peak maximum and highlights the selected scan in
the LC peak with a red marker in the Chromatogram Plot view.

* Enters the retention time corresponding to the selected scan in the Expected box in
the Retention Time area.

Type 2.00 into the View Width box.

To adjust the expected retention time of drugx by changes in the actual retention time

of D4, do the following:
a. Select the Adjust Using check box.

The Adjust Using list becomes active.

Thermo Scientific
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b. Select D4 in the Adjust Using list.
You selected D4 as the retention time reference component in step 4 on page 18.
13. Leave the window value at 30 seconds.
14. To accept the peak identification settings for drugx, click OK (see Figure 16).

In the Chromatogram Plot view, Processing Setup displays the 3.9 to 5.9 minute portion
of the chromatogram because you selected 2.00 as the View width for a peak with an
expected retention time of 4.9 minutes. Processing Setup automatically shades the
integrated portion of the peak gray and displays blue integration markers at the starting
and ending points of the peak integration. The baseline is indicated by a blue line that
connects the integration markers.

Figure 16. Peak identification settings for drugx
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Entering Peak Integration and Detection Parameters

Use the Detection page for Quan view in Processing Setup to enter peak integration and
detection parameters.

To enter peak integration and detection parameters, perform these procedures in order.
1. Entering Peak Integration Parameters

2. Entering Peak Detection Parameters

Entering Peak Integration Parameters

Enter peak integration parameters to specify how the data system determines the area of each
peak in the chromatogram. Processing Setup provides peak integration parameter options in
the Peak Integration area on the Detection page.

< To enter the ICIS peak integration parameters for the internal standard and the target
compound

1. Click the Detection tab (Figure 17). The Detection page for Quan view opens.

Figure 17. Detection page for Quan view
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. To select the D4 internal standard in the Components list, select D4.

. Type 5 in the Smoothing Points box in the ICIS Peak Integration area.

Based on the peak view, type the number of points used in the moving average used to
smooth data in the Smoothing Points box. The valid range is 1 (no smoothing) to 15
(maximum smoothing).

. To set the maximum number of scans that the application reviews for a local minimum to

40, type 40 in the Baseline Window box. The valid range is 1 through 500.

. To specify an area noise factor of 5, type 5 in the Area Noise Factor box. The area noise

factor is a noise level multiplier used to determine the location of a peak edge after the
location of the possible peak. The valid range is 1 to 500.

. Type 10 in the Peak Noise Factor box. The peak noise factor is a noise level multiplier

used to determine the potential peak signal threshold. The valid range is 1 to 1000.

. Clear the Constrain Peak Width check box.

Use the constrain peak width option to control how much of the peak is integrated by
specifying a peak height threshold and a tailing factor. Select the Constrain Peak Width
check box to activate this box. The valid range for Peak Width threshold is 0.0 to
100.0%. The valid range for Tailing Factor is 0.5 through 9.0.

To save the peak integration parameters, click OK.

To select the target compound, click drugx in the Components list. Repeat steps 2
through 7 for the target compound.

Entering Peak Detection Parameters

Thermo Scientific

Peak detection parameters specify how the Xcalibur data system selects a peak within the
specified retention time window for a component.

To enter the peak detection parameters for the internal standard and the target
compound

. To select the D4 internal standard, click D4 in the Components list.

. To associate D4 with the highest peak in the chromatogram, select the Highest Peak

option in the ICIS Peak Detection area (see Figure 19 on page 25).

To have the data system ignore all peaks that do not have a signal-to-noise ratio of 3 or
greater, type 3 in the Minimum Peak Height (S/N) box. The valid range is 0.0 (all peaks)
through 999.0.

Verify that the advanced peak detection parameters are set to their default values.

a. Click

. The ICIS Advanced Parameters dialog box opens.
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Use the ICIS Advanced Parameters dialog box to specify advanced component
detection criteria. These additional criteria can be used if the standard detection
criteria do not provide the desired results. Refer to the Acquisition and Processing User
Guide for information on the parameters in the ICIS Advanced Parameters dialog
box.

b. Inspect the ICIS Advanced Parameters dialog box. Make sure the settings are the
same as those in Figure 18.

Figure 18. ICIS Advanced Parameters dialog box, showing default settings

ICIS Advanced Parameters

i~ Moize Method

" Repetitive Moise

[~ RS
Peal: Parameters -
kit peak. width: 3
bultiplet rezolution; |10
Area tail extension: |5

Area scan window: |0

11

0k | Cancel J Save fz Default J Help

c. Click OK to close the dialog box.
5. To save the peak detection parameters, click OK.

6. To select the target compound, click drugx in the Components list. Repeat steps 2
through 5 for the target compound.

The Detection page should look like the one shown in Figure 19.
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Figure 19. Detection page, showing settings for drugx and D4
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Selecting Calibration Settings

In Processing Setup, use the Calibration page for Quan view to specify the calibration curve
type. When using the internal standard calibration technique, use this page to associate the
internal standard with a target compound and to specify the amount of internal standard used
to spike the calibration standards and unknowns.

< To select the calibration settings
1. Click the Calibration tab. The Calibration page for Quan view opens.

2. To enter the calibration settings for the D4 internal standard, click D4 in the
Components list.

3. To select D4 as the internal standard, select the ISTD option in the Component Type

arca.

4. To specify an internal standard amount of 100 pg/mL, type 100 In the Amount box in
the ISTD (Internal Standard) area.

5. To specify pg/mL as the units of concentration, type pg/mL in the Units box.
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6. To save the settings for D4, click OK. The Calibration page should look like Figure 20.

This procedure does not discuss setting parameters on the System Suitability or Peak
Purity pages. For information about setting these parameters, refer to the Acquisition and
Processing User Guide.

Figure 20. Calibration page, showing the settings for the D4 internal standard
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To enter the calibration settings for the drugx target compound

. Select drugx in the Components list.

. To specify drugx as a target compound, select the Target Compound option in the

Component Type area.

. Select D4 in the ISTD list as the internal standard in the Target Compound area.
. To specify a quadratic fit calibration curve, select Quadratic in the Calibration Curve list.
. To specify the units of concentration, type pg/10ul in the Units box.

. To specify a weighting of 1/X2, select 1/XA2 in the Weighting area.

To exclude the origin as a data point when fitting the calibration curve, select Ignore in
the Origin area.

. To use the area of the peak to determine response, select Area in the Response area.

To save the settings, click OK. The Calibration page should look like the one shown in
Figure 21.

Thermo Scientific



2 Creating a Processing Method
Specifying Calibration Levels and QC Levels

Figure 21. Settings for the drugx target compound
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Specifying Calibration Levels and QC Levels

In Processing Setup, use the Levels page for Quan view to specify the amount of target
compound (analyte) in each calibration level. The Xcalibur data system uses the calibration
levels information to construct the calibration curve as it processes a sequence. Also specify the
amount of target compound in the QC check standards. The application uses the QC
standards to check the stability of the LC/MS instrument during a sequence run.

This section contains the following topics.
* Specifying the Calibration Levels of the Target Compound
* Specifying the QC Levels
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Specifying the Calibration Levels of the Target Compound

< To specify the levels of the target compound

1. Select drugx in the Components list from the Quan view of the Processing Setup
window.

2. Select the Levels tab. The Levels page for Quan view opens (see Figure 22).

Note If you select D4 and then try to open the Levels page, a warning box appears.
The Levels page is not available for ISTD components.

Figure 22. Levels page for Quan view
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3. Enter the calibration level information for the target compound:
a. To specify the name of the first calibration level, type cal 1 in the first Cal Level box.
b. Press the TAB key to advance the cursor to the first Amount box.
c. To specify an injection amount of 10 pg, type 10 in the box.

d. To create a new row and to advance the cursor to the second Cal Level box, press the

TAB key twice.

e. Repeat this procedure until you fill in the nine calibration levels as shown in Table 1.
The table shows the number of picograms of drugx injected in 10 pl of the
corresponding calibration solution.
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Table 1. Calibration Level table

Cal Level Amount
cal 1 10

cal 2 25

cal 3 50

cal 4 100

cal 5 200

cal 6 400

cal 7 600

cal 8 800

cal 9 1000

Specifying the QC Levels

Thermo Scientific

To specify the QC levels

. To specify the name of the first QC level, type QC 1 in the first QC Level box.
. To advance the cursor to the first Amount box, press the TAB key.

. To specify an injection amount of 10 pg, type 10 in the box.

. Press the TAB key to advance the cursor to the first %Test box.

. To specify a 20% test value, type 20 in the box.

Note The %Test values for QCs in this example are shown in Table 2. The data
system uses the criteria in this example to determine whether QCs pass. Use
any %Test parameters appropriate for a specific application.

To create a new row and advance the cursor to the second QC Level box, press the TAB
key twice.

Repeat this procedure until you fill in the three QC levels as shown in Table 2.

Table 2. QC Level table, showing QC levels, amounts (in pg/injection), and % Test for drugx

QC Level Amount % Test
QC1 10 20
QC2 400 15
QC3 1000 15
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8. To save the calibration and QC level settings, click OK.

The Levels page should look like the one shown in Figure 23.

Figure 23. Levels page, showing the completed Calibration Level and QC Level tables
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Saving the Processing Method

Before you exit the Processing Setup window, save the processing method.

< To save the processing method
1. Choose File > Save As. The File Summary Information dialog box opens.

2. Type Processing method for drugx example in the Comment box (see Figure 24).

Figure 24. File Summary Information dialog box
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3. Click OK. The Save As dialog box opens.

4. Browse to the C:\Xcalibur\examples\methods folder or the directory where you saved the
the data system examples.

5. Type drugx_example.pmd in the File Name box.

6. To save the processing method and close the dialog box, click Save.
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Batch Processing Data Files

Thermo Scientific

After creating a processing method, add it to the sequence used to acquire the drugx data set.
After the Xcalibur data system batch processes the sequence containing the processing
method, the software creates a result file for each raw file.

Whether you are processing or reprocessing the data, the results are the same. This guide refers
to processed data whether the action is processing or reprocessing.

This tutorial describes how to add a processing method to a sequence and how to batch
process a sequence using the drugx raw data files.

Contents

* Adding a Processing Method to a Sequence

* Batch Processing the Sequence to Produce Results Files
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Adding a Processing Method to a Sequence

A sequence is a list containing sample acquisition and processing information. Sequence files
in the Xcalibur data system have an .sld file extension. Sequences in the application use two
types of methods: an instrument method and a processing method. Use the instrument
method to acquire data files and use the processing method to process the information
contained in the data files after they are acquired.

To quantify the drugx target compound in the example data files, add the
drugx_example.pmd processing method to the existing drugx.sld sequence.

Note For additional information about setting up a sequence for quantitative analysis, go
to the Quantitative Analysis User Guide.

< To add the processing method to the sequence

1. If you are working in Processing Setup, choose GoTo > Xcalibur Home Page. The
Xcalibur Home Page window opens (see Figure 25).

Figure 25. GoTo menu in Processing Setup
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To open the Sequence Setup view, click m‘
Choose File > Open.

Browse to the C:\Xcalibur\examples\methods\drugx.sld sequence file.

RANE AT

Select drugx.sld and click Open.

Sequence Setup displays the drugx.sld sequence (see Figure 26).
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Figure 26. Sequence Setup view, showing the sequence drugx.sld saved on the C:\ drive
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11 | Sid Bracket dugs 11 11 C:\xcalibureramplesidata | Cealiburesamplesimethodshdiugs | C:\calibursexamplesimethods\drugs 114 B0.00 cal 9
12 | Std Bracket duge 12 12 C:\xcaliburhesamplestidata | CAXcaliburtexampleshmethods\diugs | C:\<caliburexamplesimethods\dugs | 115 50,00 cal 8
13 |Std Bracket dugs 13 13 C:hcaliburhesamplestdata | C\Hcaliburtexamplesimethodsdiugs | C: Y caliburexamplesimethods\dugs | 116 5000 cal 8
11 |GC dugs_14 14 C:hcalburhexsamplestdata | CHealiburtexampleshmethodsdiugs | C:N*ealiburexamplesimethodshdrugs 121 50.00/QC1
15 ac dugs 15 15 C:vcaliburyexampleshdata | C\ealiburexamplasimethodstdiugs | i caliburexamplesimethods\dugs (122 50.00/3C1
16 |oC dugs 16 16 C:\xcalbureramplesidata | C\¥ealiburersamplesimethodshdiugs | C;\calibursexamplesimethods\diugs (123 50.00{QC1
17 |oc duge 17 17 C:hecaliburhesamplestdata | C\Healiburtexamplesimethodsdiugs | C: 5 caliburexamplesimethods\dugs | 124 50,00 ac 1
18 |OC dugs_18 18 C:hHealiburexampleshdata | C\<ealiburtexamplesimethodshdugs | C:hx<caliburexamplesimethodshdiugs (125 50,00 QC 1
19 |oc dugs 19 19 C:\calibursesamplestdata | C\Healiburtexamplesimethodstdiugs | A< caliburexamplesimethods\dugs 126 50.00/3C1
20 |ocC dugs 20 20 C:\xcalibureramplesidata | C\ealibureramplesimethodshdiugs | C:\ealibursexamplesimethods\drugs 133 50,00/ QC 2
21 |oc diugs_ 21 21 C:hxcaliburhesamplestdata | CAXcaliburtexamplaghmethods\diugs | C:\<caliburexamplesimethods\dugs | 134 5000 0C2
22 oc diugs_22 22 C:\Healiburexampleshdata | C'<ealiburtexamplesimethodstdugs | C:Axcaliburtexamplesimethodsdrugs (135 5000 0C2
23 Oc dugs_23 23 C:hcaliburhexsamplestidata | C\Healiburtexamplesimethodsdiugs | C:Y<caliburexamplesimethods\dugs | 136 5000/ 0C 2
24 |oc drugs 24 24 C:vcaliburyesampleshdata | C\Healiburexamplasimethods\diugs | T caliburexamplesimethods\dugs (1137 5000/ 4C 2
25 |oC dugs 25 28 C:\calbureramplesidata | C\¥ealiburersamplesimethodshdiugs | C:\calibursexamplesimethods\diugs | 138 50,00/ QC 2
26 oc diugs 26 26 C:hecaliburhesamplestdata | C\Healiburtexamplesimethodsdiugs | T4 caliburexamplesimethods\dugs | 133 5000 0C3
27 |Oc diugs_27 27 C:hHealiburexampleshdata | Cv<ealiburtexamplesimethodstdiugs | C:Axcaliburexamplesimethodshdiugs (140 5000 QC3
28 |OC dugs_28 28 C:\calbursesamplestdata | C\caliburtexampleshmethodsidiugs | C:N*ealibursexamplessmethodshdiugs 141 50.00/4C 3
29 |oc dugs 29 29 C:\xcalibureramplesidata | C i\ ealiburersamplesimethodshdiugs | C:\calibursexamplesimethods\drugs | 142 50,00/ QC 3
30 oc duge 3030 C:hxcaliburhesamplestidata | CAXcaliburtexamplaghmethodsdiugs | C:\<caliburexamplesimethods\dugs | 143 50,00 0C 3
31 |oc diugs_31 kil C:hHealiburtexampleshdata | C'v<ealiburtexamplesimethodstdiugs | C:Acaliburexamplesimethodshdrugs (144 5000 0C3
= 0.00
For Help, press F1 NUM 10{10{2004 [11:23 PM

6. To change the processing method to C:\Xcalibur\examples\methods\drugx_example.pmd

in the sequence:

a.  Double-click the top cell (cell number 1) in the Proc Meth column. The Select
Processing Method dialog box opens.

b. Browse to the C:\Xcalibur\examples\methods\drugx_example.pmd processing
method.

c. Select drugx_example.pmd and click Open to enter the

C:\Xcalibur\examples\methods\drugx_example.pmd processing method in all the
rows of the sequence.

7. To change some of the QC sample types to unknown sample types, click row 14 of the
Sample Type column and select the Unknown sample type from the list. Repeat this
procedure to select the Unknown sample type for rows 15 to 18, 20 to 24, 26 to 30.
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3 Batch Processing Data Files

Adding a Processing Method to a Sequence

The sequence should now look like the one shown in Figure 27.

Figure 27. Drugx sequence, with drugx_example.pmd selected as the processing method

- drugx_example.sld [Open] - Sequence Setup - Home Page

ile  Edit Change Actions

&y o8] D]

Wiews GoTo  Help

=L

1§

MZB

&) b mm) ?]

L BX

Sample Type File Name Sample ID

1 |Std Bracket drugx_01 o
2 |Std Brackst drugx_02 0z
3 |Std Brackst drugx_03 03
4 |5id Brackst drugx_04 04
5 |5td Brackst drugx_05 05
6 |Std Brackst drugx_06 0&
7 |Std Brackst drugx_07 o7
8  |Std Brackst drugx_08 0s
9 |Sid Brackst drugx_09 03
10 |5td Bracket drugx_10 10
11 |5td Bracket drugx_11 11
12 |5td Bracket drugs_12 12
13 |5td Bracket drugs_13 13
14 |Unknown drugs_14 14
15 |Unknown diugs_15 15
16 |Unknown diugs_16 16
17 |Unknown drugs_17 17
18 |Unknown drugs_18 18
19 |oc drugs_13 13
20 |Unknown drugx_20 20
21 |Unknown drugx_21 iyl
22 |Unknown dugs_22 22
23 |Unknown drugs_23 23
24 |Unknown drugs_24 24
25 Qc drugs_25 25
26 |Unknown diugs_26 26
27 |Unknown drugs_27 27
28 |Unknown drugs_28 28
29 |Unknown drugs_29 23
30 |Unknown drugx_30 30
3 ac duge 3131

Path
C:caliburtexamplesidata
C:caliburtexamplesidata
C:caliburtexamplesidata
C:caliburtexamplesidata
C:caliburtexamplesidata
C:caliburtexamplesidata
C:caliburtexamplesidata
C:caliburtexamplesidata
C:caliburtexamplesidata
C:caliburtexamplesidata
C:caliburtexamplesidata
C:caliburtexamplesidata
C:caliburtexamplesidata
C:caliburtexamplesidata
C:caliburtexamplesidata
C:caliburtexamplesidata
C:caliburtexamplesidata
C:caliburtexamplesidata
C:caliburtexamplesidata
C:caliburtexamplesidata
C:caliburtexamplesidata
C:caliburtexamplesidata
C:caliburtexamplesidata
C:caliburtexamplesidata
C:caliburtexamplesidata
C:caliburtexamplesidata
C:caliburtexamplesidata
C:caliburtexamplesidata
C:caliburtexamplesidata
C:caliburtexamplesidata
C:caliburtexamplesidata

[ |

C:hcaliburtexamplesimethodshdrugs
C:hcaliburtexamplesimethodshdrugs
C:hcaliburtexamplesimethodshdrugs
C:hcaliburtexamplesimethodshdrugs
C:hcaliburtexamplesimethodshdrugs
C:hcaliburtexamplesimethodshdrugs
C:hcaliburtexamplesimethodshdrugs
C:hcaliburtexamplesimethodshdrugs
C:hcaliburtexamplesimethodshdrugs
C:hcaliburtexamplesimethodshdrugs
C:hcaliburtexamplesimethodshdrugs
C:hcaliburtexamplesimethodshdrugs
C:hcaliburtexamplesimethodshdrugs
C:hcaliburtexamplesimethodshdrugs
C:hcaliburtexamplesimethodshdrugs
C:hcaliburtexamplesimethodshdrugs
C:hcaliburtexamplesimethodshdrugs
C:hcaliburtexamplesimethodshdrugs
C:hcaliburtexamplesimethodshdrugs
C:hcaliburtexamplesimethodshdrugs
C:hcaliburtexamplesimethodshdrugs
C:hcaliburtexamplesimethodshdrugs
C:hcaliburtexamplesimethodshdrugs
C:hcaliburtexamplesimethodshdrugs
C:hcaliburtexamplesimethodshdrugs
C:hcaliburtexamplesimethodshdrugs
C:hcaliburtexamplesimethodshdrugs
C:hcaliburtexamplesimethodshdrugs
C:hcaliburtexamplesimethodshdrugs
C:hcaliburtexamplesimethodshdrugs
C:hcaliburtexamplesimethodshdrugs

Proc Meth
C:caliburtexamplesimethodshdrugs_example
C:caliburtexamplesimethodshdrugs_example
C:caliburtexamplesimethodshdrugs_example
C:caliburtexamplesimethodshdrugs_example
C:caliburtexamplesimethodshdrugs_example
C:caliburtexamplesimethodshdrugs_example
C:caliburtexamplesimethodshdrugs_example
C:caliburtexamplesimethodshdrugs_example
C:caliburtexamplesimethodshdrugs_example
C:caliburtexamplesimethodshdrugs_example
C:caliburtexamplesimethodshdrugs_example
C:caliburtexamplesimethodshdrugs_example
C:caliburtexamplesimethodshdrugs_example
C:caliburtexamplesimethodshdrugs_example
C:caliburtexamplesimethodshdrugs_example
C:caliburtexamplesimethodshdrugs_example
C:caliburtexamplesimethodshdrugs_example
C:caliburtexamplesimethodshdrugs_example
C:caliburtexamplesimethodshdrugs_example
C:caliburtexamplesimethodshdrugs_example
C:caliburtexamplesimethodshdrugs_example
C:caliburtexamplesimethodshdrugs_example
C:caliburtexamplesimethodshdrugs_example
C:caliburtexamplesimethodshdrugs_example
C:caliburtexamplesimethodshdrugs_example
C:caliburtexamplesimethodshdrugs_example
C:caliburtexamplesimethodshdrugs_example
C:caliburtexamplesimethodshdrugs_example
C:caliburtexamplesimethodshdrugs_example
C:caliburtexamplesimethodshdrugs_example
C:caliburtexamplesimethodshdrugs_example

Position | Inj Vol | Level

102
103
104
105
103
103
110
m
112
113
114
115
116
121
122
123
124
125
126
133
134
135
136
137
138
133
140
141
142
143
144

50.00 cal 1
50.00 cal 1
50.00 cal 1
50.00 cal 2
50.00 cal 3
50.00 cal 4
50.00 cal 5
50.00 cal 6
50.00 cal 7
50.00 cal 8
50.00 cal 3
50.00 cal 3
50.00 cal 3
50.00
50.00
50.00
50.00
50.00
50.00 GC1
50.00
50.00
50.00
50.00
50.00
50.00 QC 2
50.00
50.00
50.00
50.00
50.00
50.00 0C3

I D.DDI

i Help, press F1

1/17/2005 [2:35 PM
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8. To save the sequence, choose File > Save As. Type sample Drugx_Example sequence in

the Comment box (see Figure 28).

Figure 28. File Summary Information dialog box

File Summary Information @

Header:

Created:
Last zaved by
Mumber of zaves

LComment;

Friday, January 07, 2005 3:27:37 P

[Mot changed)

o]

zample Dugy_Example sequence

Cancel

Help
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3 Batch Processing Data Files
Batch Processing the Sequence to Produce Results Files

9. Click OK. The Save As dialog box opens.

10. Type drugx_example in the File Name box and click Save. The sequence is saved as
C:\Xcalibur\examples\methods\drugx_example.sld.

Batch Processing the Sequence to Produce Results Files

After adding a processing method to the sequence, batch process data files to produce results
files that can be viewed in Quan Browser.

R

< To batch process the sequence and perform a quantitative analysis on the raw data
files

1. Click or choose Actions > Batch Reprocess. The Batch Reprocess Setup dialog box

opens.
Figure 29. Batch Reprocess Setup dialog box

Batch Reprocess Setup E]

Processing Actions

v Ouan Process Rows: |1-31

v Peak Detection & Integration

[ Beports
v
[

[ Programs

[ Create Quan Summary Spreadshest

Advanced Options

[ Replace Sample [nfo

Cancel Help

2. To set the batch process options as shown in Figure 29, select the Quan, Peak Detection
& Integration, and Quantitation check boxes.

3. Type 1-31 in the Process Rows box.
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3 Batch Processing Data Files

Batch Processing the Sequence to Produce Results Files

38 Xcalibur Getting Started

File

@Back - \J

address |55 C\dcaliburexamplesdata

4. To start batch processing, click OK.

Edit  Yiew Fawvorites Tools Help

l-ﬁ pSearch [1_ Falders v

The data system creates a results data file for each raw data file in the
C:\Xcalibur\examples\data\ folder (see Figure 30).

1417405 3:04:24pm

Figure 30. Explore directory, showing the location of the raw data files [.raw] and the result
data files [.rst]

v|Go

Mame
drugx_EIl Jraw

{27 Make a new Falder j:z;i_g;?:;
@ Pubgsh this folder to the drugx_D2.RST
L druge_03.raw
drug:_03.RST
drug_0d raw
druge_04.RST
drugex_05.raw
drugx_05.RST
drugx_06,raw
drugy_06 RST
drugex_07.raw
drugx_07.RST
druge_08.raw
Detaile drugy_08.RST
drugx_09.raw
data drugx_09.R5T
File Folder drugz_10.raw
Date Modified: Today, January drugx_lD.RST
17, 2005, 1:02 PM drugx_ll.raw
Ed drugx_11.RST
<

File and Folder Tasks

l=d Share this folder

Other Places

I3 examples

ﬂ My Docurments
& My Computer
\ﬂ My Metwork Places

Size
196 KB
115KE
195 KB
115KB
196 KB
115 KB
196 KB
115KB
195 KB
115KB
196 KB
115KB
196 KB
115KB
197 KB
115KB
198 KB
115KB
196 KB
115KE
197 KB
115KB

Type

sealibur Raw File
¥ealibur Result File
sealibur Raw File
¥ealibur Result File
sealibur Raw File
sealibur Result File
scalibur Raw File
¥ealibur Result File
¥ealibur Raw File
sealibur Result File
sealibur Raw File
¥ealibur Result File
¥ealibur Raw File
sealibur Result File
sealibur Raw File
¥calibur Result Fils
Healibur Faw File
sealibur Result File
wealibur Raw File
scalibur Result File
¥ealibur Raw File
¥ealibur Result File

Date Modified e |
BIZ0/1995 4:57 FM
LI17/2005 12:55 PM
£/20/1996 5:00 PM
L/17§2005 12:55 PM
BI20/1995 5:00 FM =
LIL17/2005 12:55 PM
£/20/1996 5:02 PM
Lf17/2005 12:55 PM
52041996 5:03 PM
LIL7/2005 12:55 PM
£/20§1996 5:03 PM
Lf17/2005 12:55 PM
52041996 5:04 PM
LIL712005 12:55 PM
Bi20/1996 5:04 FM
11712005 12:55 PM
£/20/1996 5:05 PM
LIL712005 12:55 PM
Bi20/1996 5:05 FM
Li17/2005 12:55 PM
/2041996 5:06 PM
L/17)2005 12:55 PM
|

<

Note The Xcalibur application exports the results data files to the folder where the
raw files are located. In this example, the results data files and the raw data files are in
C:\Xcalibur\examples\data\.
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Working with Results Files in Quan Browser

Thermo Scientific

After adding a processing method to the sequence and then batch processing the sequence,
review the results files and the calibration curve for the drugx target component in the

Quan Browser window. In addition, you can modify the identification, detection, integration,
and some of the calibration parameters contained in the processing method.

This tutorial describes how to review quantitation data and how to modify portions of the
processing method in Quan Browser.

Contents

* Reviewing Sequence Files in Quan Browser

* Modifying the Processing Method in Quan Browser
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4 Working with Results Files in Quan Browser
Reviewing Sequence Files in Quan Browser

Reviewing Sequence Files in Quan Browser

Review the quantitative analysis results of the processed drugx sample set from the
Quan Browser window.

Note For additional information about using Quan Browser, go to the Quantitative
Analysis User Guide.

< To review the results after you batch process a sequence
1. To open the sequence in the Quan Browser window, choose one of these options:
* Ifyou are in the Xcalibur Home Page view, click Quan Browser.

* If you are working in the Sequence Setup view, choose GoTo > Quan Browser (sce
Figure 31).

Figure 31. GoTlo menu in Sequence Setup

Y drugx_example.sld [Open] - Sequence Setup - Home Page
File Edit Change Actions View ReEIGEN Help

Instrument Setup
& E
i '.'.! -.(l?)' D |[ Fracessing Setup | o | | 3
Sample Type File N¢  cual Browser Path
1 Std Bracket eIl Quan Erowser wampleshdata
. Std Bracket drugs_0  Library Brovser wampleshdata
3 Std Bracket druge_ 037 T3 TEREElBUr exampleshdata

The Open dialog box for sequence list files (*.sld) opens.

2. Browse through the directories to find the
C:\Xcalibur\examples\methods\drugx_example.sld sequence.

3. Select drugx_example.sld and click Open. The View Sample Types dialog box opens
(see Figure 32).

Figure 32. View Sample Types dialog box

View Sample Types El

1~ Wiewing Options

(% Show Standard and OC zample types

™ Show &l sample types

[~ Don't ask again 0k | Help 1

4. Select the Show Standard and QC Sample Types option and click OK. The
drugx_example.sld sequence opens in the Quan Browser window (see Figure 33).
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q Working with Results Files in Quan Browser

Figure 33. Quan Browser window, internal standard D4 selected, showing the All tab

5 Quan Browser - drugx_example.sld (Bracket 1, Wiew All)

File Wiew Zoom

= =2 =28 =

Oplions

GoTo  Help

RAk3 3K

| 2] 2

Reviewing Sequence Files in Quan Browser

BEIE

Bracket in uze |{SEEAEN]

Calibration Fil=  |Embedded Calibration

drugs

drugx_02
drugx_03
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drugx_06
drugx_0OF
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File Hame

Sample Type
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Standard
Standard

[+ [\ Al } Standards £QCs £ Blanks £ Unknowns | 4

Sample Hame

Method Settings
method Settings
Method Settings
method Settings
method Settings
Method Settings
Method Settings

Integration Type

drugx_01 I[Hetl-n-d Settings])
ETO=10 pg|mlIZ=100 pgiml RT 4 QD 40000“0_
10p e o . I
h = 2000000
13393 455 572 §
A LA RARS RARE REES RALE RARE LS LRI RARY 0 e e e ™
4 5 0 100 200
Time (min) gl
Ready 1/14/2005 [3:53 PM
All tab Results grid view

Thermo Scientific

5. To display all of the data files, click the All tab at the bottom of the Results Grid view
(indicated in Figure 33).

6. To select the first data file, click the first row in the Results Grid view.

7. Check the entries for each component in the selected result grid row for peak detection
and integration problems. Make sure that the selected data file corresponds to the correct
level and sample type. If necessary, modify the peak identification, detection, or

integration parameters in the processing method.

Note Modify the processing method in either Processing Setup or Quan Browser.
In Quan Browser, modify the calibration curve and calibration levels settings of the
processing method in the Calibration Settings dialog box. To open the Calibration
Settings dialog box, right-click the Calibration Curve view and choose Calibration
Settings from the shortcut menu. To save the modified processing method, choose
File > Export Method in the Quan Browser window. For more information about
processing methods, see Chapter 2, “Creating a Processing Method.”
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4 Working with Results Files in Quan Browser
Reviewing Sequence Files in Quan Browser

10.

11.

Inspect the component peak in the Chromatogram Plot view. Verify that the Xcalibur
data system found the peak. The application shades found peaks gray and marks the
starting and ending points with square integration markers. Make sure that the
application integrated the peak properly and that the shaded area accurately represents the
contribution of the component to the chromatogram. If necessary, modify the peak
detection or integration parameters of the processing method.

. Click the next row in the Results Grid view to select the next data file. Perform

steps 7 and 8 for each data file.

Select drugx in the Components list to display the results for the target compound.
Perform steps 7 and 8 for the target compound for each data file.

Inspect the calibration curve in the Calibration Curve Plot view. Evaluate the calibration
curve according to the criteria used in the local laboratory. If necessary, modify the
calibration curve parameters of the processing method (see Figure 34). For more
information about modifying processing methods, see Chapter 2, “Creating a Processing
Method.”

Figure 34. Quan Browser window, with the target compound drugx selected

% Quan Browser - drugx_example.sld (Bracket 1, Yiew All)
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Standard Method Settings
Standard Method Settings
Standard Method Settings
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1/14/2005 [3:55 PM

42 Xcalibur Getting Started

Thermo Scientific



q Working with Results Files in Quan Browser
Modifying the Processing Method in Quan Browser

Modifying the Processing Method in Quan Browser

Thermo Scientific

You can modify some sections of the processing method in Quan Browser, including the
identification, detection, and integration parameters for the peaks in the components list or
several of the calibration curve parameters. You cannot modify the amounts for the calibration
levels, but you can exclude calibration points from the calibration curve.

< To modify the processing method
1. Select drugx from the component list on the right side of the Quan Browser window.

2. To modify an identification, detection, or integration parameter, such as
Constrain Peak Width, right-click the Chromatogram Plot view to open a shortcut menu
and choose User Peak Detection Settings.

The User Identification Settings dialog box opens (see Figure 35).
Figure 35. User Identification Settings dialog box

X

User Identification Settings

Identification] Detection  |C15 Integration IIEIS Advanced] Flags ]

Smoathing Points:
B azeline ‘Window:

Area Moize Factor:

1%

Peak Moize Factor:

I Comstrain Peak 'Width

Peak Ht[%). |1.0
Tailing Factor: |10.9
QK Cancel Help

a. Click the ICIS Integration tab. The ICIS Integration page opens.

b. Select the Constrain Peak Width check box.

c. Type 1 in the Peak Ht[%] box.

d. Type 0.9 in the Tailing Factor box.

e. Click Apply To All to update the integration of the results files in the sequence.
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4 Working with Results Files in Quan Browser
Modifying the Processing Method in Quan Browser

The Processing dialog box opens and processes the results files in the open sequence.
View the result of this new setting in the Chromatogram Plot view.

Note This new integration setting is temporary unless you save it to the
processing method by exporting the method.

3. To modify the calibration curve, do the following:
a. Right-click the Calibration Curve Plot view to open a shortcut menu.
b. Choose Calibration Settings. The Calibration Options dialog box opens.
c. Click the Curve tab. The Curve page opens.
d. Select Linear from the Calibration Curve Type list.
e. To display the new curve fit in the Calibration Curve Plot view, click Apply.
f.  Click OK to close the dialog box.

4. To save the modifications as a new processing method, do the following:
a. Choose File > Export Method.
The Save As dialog box opens.
b. Type drugx_example_2 in the File Name box.
c. Browse to the C:\Xcalibur\examples\methods folder in the Directories box.

d. Click OK.
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Previewing, Specifying, and Printing Reports

To print reports as you batch process a sequence, specify one or more report templates in the
processing method.

This tutorial describes how to review, specify, and print reports.

Contents

* Previewing Reports in XReport
* Specifying Report Templates in the Processing Method

* Printing Reports
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5 Previewing, Specifying, and Printing Reports
Previewing Reports in XReport

Previewing Reports in XReport

Before adding a report template to the processing method or before using the processing
method to print reports, preview the results of the selected template with representative data
in XReport. Previewing a report helps to print reports with adequate information and efficient

formatting.

< To preview a representative display of the report template

1. To start the XReport application, double-click EE on the desktop or choose
Start > Programs > Thermo Xcalibur > XReport from the computer taskbar.

XReport opens and creates a new template (see Figure 36).

Figure 36. XReport Application window showing a new blank report template

3 XReport Application - [Untitled - for, Xcalibur2.0]
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2. Choose File > Open. The XReport Templates dialog box opens.
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5 Previewing, Specifying, and Printing Reports

3. Select PeakIntegration.xrt and click Open.

Previewing Reports in XReport

XReport opens the Peaklntegration.xrt report template (see Figure 37).

Figure 37. PeakIntegration.xrt report template
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4. To select a representative data file to test the peak integration, choose Report > Data
Sources. The Data Sources dialog box opens. Enter source information.

a. Click

b. Select drugx_03.raw and click Open.

c. Click in the Result File area.

d. Select drugx_03.RST and click Open. All selections in the dialog box should look
like those in Figure 38.

e. Click OK.

in the Raw Data File area. The Select Raw File dialog box opens.
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Figure 38. Data Sources dialog box
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5. Choose Report > Resolve Report from the XReport main window.

The peak integration report opens, displaying the data from the drugx.rst file (see

Figure 39 and Figure 40).
Figure 39. Peak Integration Report, page 1
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Figure 40. Peak Integration Report, page 2
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. Close the report.

. Select CompCalReport_ICIS.xrt and click Open.

XReport opens the CompCalReport_ICIS.xrt report template.

. Choose File > Open. The XReport Templates dialog box opens.

. To select a representative sequence file to test the component calibration report:

a. Choose Report > Data Sources. The Data Sources dialog box opens (see Figure 38

on page 48).
b. Click 541 in the Sequence List File area.
The Select Sequence File dialog box opens.
c. Select the drugx_example.sld file and click Open.
d. Click OK to close the Data Sources dialog box.

Choose Report > Resolve Report.

The Xcalibur application combines the data with the report template and opens the

component calibration report, displaying the data from the drugx_example.sld sequence

file. The component calibration report for the drugx_example.sld sequence file is six
pages long. Page 5, containing the calibration curve for drugx, is shown in Figure 41.
Page 6, which shows the calculated amounts for drugx, is shown in Figure 42.
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Figure 41. Component calibration report, showing the calibration curve for drugx, the target

compound
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Figure 42. Component calibration report, showing the calculated amounts for drugx, the
target compound
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Specifying Report Templates in the Processing Method

The Xcalibur data system contains a set of report templates that provide formats for reports of
results. To change the layout of a report or to create a completely new template, use the
XReport application to create personal custom report templates. For instructions on creating
custom reports, refer to the XReport User Guide.

Specify the report templates to use from the Reports view of Processing Setup.

After previewing the results of combining a sample data set with the report templates, do the
following;

1. Click

from the view bar in the left pane. The Reports view opens (see Figure 43).

Figure 43. Reports view of the Processing Setup window
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. In the Sample Reports table, click the first row under the Enable column. The Enable

check box is selected.

. Double-click the first row under the Save As column. The Save As list opens. To save the

report as a .doc file, select Doc.

The data system saves reports generated from the processing method in the same
directory as the source data files and names files in the format data file name_template
name.xxx, where data file name is the name of the data file and zemplate name is the name
of the template used to generate the report, and .xxx is the suffix (for example, .doc or
.pdf) indicating the file type. If more than one report is generated from the same data file
and template, XReports adds a date stamp before the suffix.

. In the Sample Reports table, double-click the first row under the Report Template Name

column.

The Browse for Sample Report Template dialog box opens.

. To choose the sample peak integration report template, select PeakIntegration.xrt and

click Open.

. In the Sample Reports table, click the second row under the Enable column to display the

Enable check box. Select the Enable check box.

. Click the second row of the table under the Save As column. The Save As list opens. To

save the report as a .doc file, select Doc.

. Double-click the second row of the table under the Report Template Name column.

The Browse for Sample Report Template dialog box opens.

. To choose the sample component calibration report template, select

CompCalReport_ICIS.xrt and click Open.
Click OK to save the settings.
The Report view should look like Figure 44.
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Figure 44. Selecting peak integration report and component calibration report templates

[ Processing Setup - Reports - drugx. pmd (Int $td)

B=)E3

File Wew Options GoTo Help

D| @) S| *]9|#]2|o|ofd] 2

Sample reports:
‘ fesamsesnnssome s Sample lpe - |

Huan Enable Std ac Unk | Other | Save As Report Template Name

1 Tes r'eg Teg Tes r'eg Hone C:\xcaliburstemplatez Peaklntearation, st
2 Tes Ves Yes Tes Ves Hone

ChcaliburiternplatestCompCalReport |CISwrt |
* Tes Tes Tes Tes Mone I

Reports o

Summary reports:
Enahle | Save As Report Template Name

Frograms
Mione

| -
1| »

Printing Reports

Sequence Setup uses the report templates that you specified in the Reports view of
Processing Setup to print reports as you batch process a sequence.

< To print reports
1. Click % on the Xcalibur Home Page. The Sequence Setup view opens.

2. To open the drugx_example.sld sequence (if it is not already open), click & on the
toolbar (or choose File > Open). The Open dialog box opens.

3. Browse through the directories to find the
C:\Xcalibur\examples\methods\drugx_example.sld sequence.

4. Select drugx_example.sld and click Open. The drug_example.sld sequence opens.

5. Choose Actions > Batch Reprocess. The Batch Reprocess Setup dialog box opens (see
Figure 45).
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Figure 45. Batch Reprocess Setup dialog box showing selections for printing reports
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6. Select the Reports check box (see Figure 45). Select the Print Sample Reports
check box.

7. Type 1-2 in the Process Rows box.

8. Click OK to start batch processing and report generation. The data system prints the
reports for the first two data files in the sequence.

For more information on performing quantitative analysis, refer to the Quantitative Analysis

User Guide.

For more information on XReport, go to the XReport User Guide.
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Configuring and Setting Up Xcalibur System
Components

To configure and set up Xcalibur system components for use, read these topics.

Contents

* Configuring Xcalibur Software
* Converting File Formats

* Confirming the Properties of Finnigan Secruity Server

Configuring Xcalibur Software

Thermo Scientific

Configure the Xcalibur application using the Xcalibur Configuration dialog box. Use the
pages in the dialog box to define the location of data, methods, and report templates on your
data system; to edit customer information; to select the fonts that you want to use; and to
select error handling options.

To configure Xcalibur software, do these procedures:
1. Opening the Xcalibur Configuration Dialog Box

Selecting Default Folders

Updating Customer Information

Configuring Fonts

Selecting a Default Peak Detection Algorithm

Selecting Default Mass Options

Nk

Selecting Default Labeling and Scaling Options
8. Selecting Error Handling Options
9. Defining the Dataset List
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Opening the Xcalibur Configuration Dialog Box

< To open the Xcalibur Configuration dialog box

1. Choose Start > Programs > Thermo Xcalibur > Xcalibur from the Windows™ desktop.
The Home Page window opens.

2. Choose Tools > Configuration from the Roadmap view of the Home Page window. The
Xcalibur Configuration dialog box opens.

Selecting Default Folders

< To select Xcalibur default folders

1. Click the Folders tab. The Folders page of the Xcalibur Configuration dialog box opens
(see Figure 406).

Figure 46. Folders page
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2. To specify the default folder for your Xcalibur Data, click Browse and select the folder.

3. To specify the default folder for your Methods, click Browse and select the folder.

4. To specify the default folder for your Report Templates, click Browse and select the
folder.

5. To save your settings, click OK.
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Updating Customer Information

The Customer Info page of the Xcalibur Configuration dialog box displays the current
licensing information for your Xcalibur MS detector. If this information is not already entered
or it is incorrect, update the current entries.

R

< To update customer information

1. Click the Customer Info tab. The Customer Info page of the Xcalibur Configuration
dialog box opens (see Figure 47).

Figure 47. Customer Info page
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2. If the information on the Customer Info page is incomplete or incorrect, type the new
information.

3. To save your settings, click OK.
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Configuring Fonts

62 Xcalibur Getting Started

Xcalibur System Components

Grid plots in the Xcalibur data system use both a fixed pitch font and a proportional font.

The application default fixed pitch font is Courier New with a minimum size of 7 points and
a maximum size of 12 points. The Xcalibur default proportional font is Arial with a minimum
size of 7 points and a maximum size of 12 points. To use other fonts, font styles, or font sizes,

change the font settings.

<

% To configure Xcalibur fonts

1. Click the Fonts tab. The Fonts page of the Xcalibur Configuration dialog box opens (see

Figure 48).

Figure 48. Fonts page
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2. [Optional] To select a fixed pitch font, select a font name in the Fixed Pitch Font list. The
selected font name is displayed at the top of the list.

a. Enter the minimum size of the selected font in the Min list.

b. Enter the maximum size of the selected font in the Max list.

c. View the font sample, minimum size (top) and maximum size (bottom), in the

Fixed Pitch Font Preview area.

3. [Optional] To select a proportional font, select a font name in the Proportional Pitch
Font list. The selected font name is displayed at the top of the list.

a. Enter the minimum size of the selected font in the Min list.
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b. Enter the maximum size of the selected font in the Max list.
c. View the font sample, minimum size (top) and maximum size (bottom), in the

Proportional Pitch Font Preview area.

Note In the Spectrum list view, if the Xcalibur application displays the elemental
composition values in light gray, close Qual Browser and choose Xcalibur
Roadmap > Tools > Configuration to display the Configuration page. Select the
Fonts tab and set all font sizes to a minimum of 10 points.

4. To save your settings, click OK.

Selecting a Default Peak Detection Algorithm

Use the Peak Detection page of the Xcalibur Configuration dialog box to view or change the
default peak detection algorithms for all data types.

< To specify peak detection parameters

1. Click the Peak Detection tab. The Peak Detection page of the Xcalibur Configuration
dialog box opens (see Figure 49).

Figure 49. Peak Detection page
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2. To select the Default Peak Detection Algorithm for MS Data, click an algorithm name
from the corresponding list.

3. To select the Default Peak Detection Algorithm for PDA/UV Data, click an algorithm
name from the corresponding list.

4. To select the Default Peak Detection Algorithm for Other Data Types, click an algorithm
name from the corresponding list.

5. To save your settings, click OK.

Selecting Default Mass Options

Use the Mass Options page of the Xcalibur Configuration dialog box to view or specify
default parameter values that affect mass calculations and library searches.

< To specify mass options

1. Click the Mass Options tab. The Mass Options page of the Xcalibur Configuration
dialog box opens (see Figure 50).

Figure 50. Mass Options page

5 Thermo Xcalibur Configuration

Labeling and Scaling ] Intelligent Shutdoven [Error Handling] ] Dataset List ]
Folderz ] Custamer Infao ] Faontz ] Peak Detection Mass Options

Default mass tolerance

b azz tolerance:

Units: %
~

Default mazs precizion
Decimals: 2

Default mazs defect

Defect [mmu); 0 at mass [amu): 1
Defect [mmu): |30 at mass [amu);  |1000

ak | Cancel | Help

64 Xcalibur Getting Started Thermo Scientific



6 Configuring and Setting Up Xcalibur System Components
Configuring Xcalibur Software

2. Specify a default value for mass tolerance:

a. Select the Use User Defined check box in the Default Mass Tolerance area. This
activates the Mass Tolerance box.

b. Type a value from 0.1 to 50000 in the Mass Tolerance box.

c. Select either mmu (millimass units) or ppm (parts per million) from the Units
options.

3. To specify a default value for mass precision, type a value from 0 to 5 in the Decimals
box.

4. To specify the Default mass defects for lower values of mass, type a value from
—2500 to 2500 in the first Defect box. Then, type a mass value from 0 to 10000 in the
first At Mass box.

For example, enter a value of 50 in the Defect box for a value of 200 in the At Mass box.

5. To specify the Default mass defects for higher values of mass, type a value from
—2500 to 2500 in the second Defect box. Then, type a mass value from 0 to 10000 in
the second At Mass box.

For example, enter a value of 1000 in the Defect box for a value of 5000 in the At Mass
box.

6. To save your settings, click OK.

Selecting Default Labeling and Scaling Options

Use the Labeling and Scaling page of the Xcalibur Configuration dialog box to view or change
default parameter values for labels and scales of the Y-axes in spectrum and chromatogram
plots.

< To specify labeling and scaling parameters

1. Click the Labeling and Scaling tab. The Labeling and Scaling Page of the Xcalibur
Configuration dialog box opens (see Figure 51).
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Figure 51. Labeling and Scaling page
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2. In the Labeling Options area, to specify the Label for MS Data, select From Detector or
Custom from the corresponding list.

If you select Custom, enter a label in the adjacent box.

3. To specify the Label for PDA/UV Data, select From Detector or Custom from the
corresponding list.

If you select Custom, enter a label in the adjacent box.

4. To specify the Label for Other Data Types (other than MS and PDA/UV), select

From Detector or Custom from the corresponding list.
If you select Custom, enter a label in the adjacent box.
5. In the Use Absolute Scale area, select the data types to display on the Y-axis.

6. In the Retention Time Precision area, type the number of decimal places to include when
reporting retention times.

7. To save your settings, click OK.
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Selecting Error Handling Options
Use the Intelligent Shutdown (Error Handling) page of the Xcalibur Configuration dialog box
to define how the data system responds when an error occurs during data acquisition.

R

< To change the error handling option

1. Click the Intelligent Shutdown tab. The Intelligent Shutdown (Error Handling) page of
the Xcalibur Configuration dialog box opens (see Figure 52).

Figure 52. Intelligent Shutdown (Error Handling page)
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2. Select the error handling option, Attempt to Stop the Devices and Pause the Sequence.

3. To save your settings, click OK.

Defining the Dataset List

As administrator, use the Dataset List page of the Xcalibur Configuration dialog box to define
or edit the list of dataset names that the user can choose from when selecting a dataset.

< To define the list of dataset names

1. Click the Dataset List tab. The Dataset List page of the Xcalibur Configuration dialog
box opens (see Figure 53).
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Figure 53. Dataset List page
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. To specify the name for the data system to use for a dataset, either select a name from the

Display Name list, or add a new name to the list by doing the following:
a. Click Add New Study Name. The Create New Dataset Name dialog box opens.

b. Type a name in the box and click OK. The new name appears in the Study List to
the left.

Note If you change the display name to something besides Dataset, the data system
renames the parameters on this page to reflect the change.

. If necessary, repeat steps a and b to add more names to the list.

. To delete a name from the list, select the name in the Study List and click Remove

Selected Study Name.

. To specify whether a blank study name is a valid selection:

¢ Select the Blank Dataset Name is a Valid Selection check box to allow a user to
select a blank name when asked to select a dataset in the Dataset Name Selector

dialog box.

* Clear this check box to require the user to select a valid dataset.

. To specify whether the selection is restricted to the entered names:

* Select the Selection Restricted to Entered Names check box to specify that only the
names listed in the Study List appear in the Dataset Name Selector dialog box.
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* Clear this check box to specify that the names listed in the Study List as well as a
those obtained from the database appear in the Dataset Name Selector dialog box.

7. To specify the maximum number of names to display in the Dataset Name Selector dialog
box, type a number in the Maximum Number of Names to Display box.

8. To save your settings, click OK.

Converting File Formats

R

< To convert files from one file format to another using the Thermo File Converter
dialog box

1. Choose Tools > File Converter from the Roadmap view of the Home Page window. The
Thermo File Converter Dialog Box opens (see Figure 54).

Figure 54. Thermo File Converter dialog box

Ei Thermo File Converter r5|
Conwersion source
Source data type: |><c:a|ibur Files *.raw w | Folder: | C:APragram FileshThermao'Foundation\D ata w | Erowse...
FileM ame Tupe Size Date

Conwerzion destination

Diestination data type: |ICIS File:s ™. dat + | Folder | CyProgram Files\ThemotFoundation'D ata vl [ Browse...

Jobs | Status|

& 2
Cloge ] [ Help
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2. To specify the source data type of the files you want to convert, select from the Source
Data Type list in the Conversion Source area.

You can only batch process files with one source data type and one destination data type
at a time. You can perform other data type conversions in separate batches.

3. To select the files to be converted, click Browse and select the folder that contains

the files.

The files appear in the Conversion Source list. The Xcalibur application displays the
File Name, Type, Size, and Date.

4. Create a list of files to convert using one of the following options:

¢ To convert all of the files in the Conversion Source list, click Select All. All of the files
appear on the Jobs page in the Conversion Destination area at the bottom.

* To convert a single file from the Conversion Source list, select the file and then click

Add Job(s).

* To delete a file that appears in the Conversion Source list, select the file and then click
Clear Selection.

5. To specify the destination data type of the files you want to convert, select from the
Destination Data Type list in the Conversion Destination area.

6. To select a destination folder, click Browse to search for a folder to hold the converted

files.
The source files remain in their original directories.

7. To start the file conversion using batch processing of the files on the Jobs page, click
Convert.

You can monitor progress by clicking the Status tab in the Conversion Destination area.

The Xcalibur application continues file conversion processing until all files are converted
and stored in the specified destination folder.

* To convert other source files with a different format, go to step 8.
* Ifyou are done converting files, go to step 9.

8. To convert a different source data type, click Clear Selection to clear all files displayed in
the Conversion Source list.

Repeat steps 2 through 7 for the other source data type.
9. To close the File Converter dialog box, click Close.
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Confirming the Properties of Finnigan Secruity Server

Thermo Scientific

The authorization and auditing functions of an application such as the Xcalibur data system
installed on the Thermo Foundation application rely on two system services: the Finnigan
Security Server and the Thermo Foundation DatabaseService. These services are installed
when you install the application software. They automatically start whenever a user restarts a
workstation.

The main function of the Finnigan Security Server, which is installed with the Xcalibur
software, is user authentication. If certain events require authentication, the Finnigan Security
Server verifies the user names and passwords entered.

Note For information related to the Thermo Foundation DatabaseService, refer to the
Thermo Foundation Administrator Guide.

< To confirm that the properties of the Finnigan Security Server is set correctly

1. To open the Services window, choose Start > Control Panel from your computer taskbar,
double-click Administrative Tools, and double-click Services.

2. Confirm properties for the Finnigan Security Server:

a. Right-click Finnigan Security Server and choose Properties from the shortcut
menu. The Finnigan Security Server Properties dialog box opens (see Figure 55).

Figure 55. General page

Finnigan Security Server Properties (Local Computer) |E|g|

General | Log On || Recoveny | Dependencies

Service name:; Finnigan Securnty Server

Display name; Finnigan S ecurity Server

Drescription:

Fath to executable:
C:hecaliburavstemtprogramshhinSS_Server.exe

Startup pe: ALtomnatic w

Service status: Started

Y'ou can specify the start parameters that apply when you start the service
from here.

I Ok, l [ Cancel

Xcalibur Getting Started n



6 Configuring and Setting Up Xcalibur System Components
Confirming the Properties of Finnigan Secruity Server

b. On the General page, in the Startup Type list, select Automatic.

c. Confirm that Service Status reads Started.

d. Click the Log On tab to display the Log On page (see Figure 56).

Figure 56. Log On page

Finnigan Security Server Properties (Local Computer) |E|[g|

General | Log On | Fecovery || Dependencies|

Log on as:

{#) Local System account
Allow service to interact with deskbop

) This accaunt: ‘ |

“'ou can enable or dizable thiz service for the hardware profiles izted below:

Hardware Prafile Service
Profile 1 Enabled

I OF. l[ Cancel ]

e.  Under Log On As, select the Local System Account option.
f.  Select the Allow Service to Interact with Desktop check box.

g. Click OK to close the dialog box.
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Xcalibur System Administration Reference

This appendix provides reference information to configure and manage the Xcalibur data
system.

Contents

* Configuring the Xcalibur Data System
* Configuring the System
* Configuring Instruments

* Instrument Setup

Configuring the Xcalibur Data System

On the pages of the Xcalibur Configuration dialog box, enter configuration information for
the Xcalibur data system.

Xcalibur Configuration Dialog Box

The Xcalibur Configuration dialog box has these pages:
e Customer Info Page
* Dataset List Page
* Folders Page
* Fonts Page
* Intelligent Shutdown (Error Handling) Page
* Labeling and Scaling Page
* Mass Options Page

* Peak Detection Page
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Customer Info Page

Use the Customer Information page of the Xcalibur Configuration dialog box to confirm and
update the following Xcalibur software license information.

Table 3. Xcalibur software license parameters

Parameter Description

User Name View or change the name assigned to the Xcalibur license agreement. To change the user
name, log on to your computer as an administrator.

Organization View or change the organization assigned to the Xcalibur license agreement. To change the
organization, log on to your computer as an administrator.

Address View the address assigned to the Xcalibur license agreement. Commas separate the sections
of the address, for example: City, State, and Country.

Voice Phone View the voice telephone number assigned to the Xcalibur license agreement.

Fax View the fax telephone number assigned to the Xcalibur license agreement.

Email View the e-mail address assigned to the Xcalibur license agreement.

Print User Info Print a report that lists the current user name, organization, address 1, address 2, voice
phone number, and fax telephone number.

Dataset List Page

Use the Dataset List page of the Xcalibur Configuration dialog box to define or edit the list of
dataset names available to the user when choosing a dataset. Only the administrator can access
this feature.

Note The names of several parameters on this page change when you select a new
Display Name (see below). The default Display Name is Dataset. When you change
the Display Name, the following four parameters are renamed: Dataset List, Add New
Dataset Name, Remove Selected Dataset Name, and Blank Dataset Name Is A Valid
Selection. For example, if you change the Display Name from Dataset to Study, the
parameter Dataset List changes to Study List.

Table 4. Dataset List page parameters (Sheet 1 of 2)

Parameter

Dataset List

Description

View or change the dataset names that have been entered. The names are stored in the
registry. To add a new dataset name to the list, click Add New Dataset Name.

Display Name

View or change the name that the data system uses for a dataset. You can type in a new
name or you can select a new name from the list. The options are Dataset, Study, and Job.

When you change the Display Name, the parameters on this page and elsewhere are
renamed to reflect the change. For example, if you change the Display Name from Dataset
to Study, the parameter Dataset List changes to Study List.
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Table 4. Dataset List page parameters (Sheet 2 of 2)

Parameter

Add New Dataset

Name

Description

Enter a new dataset name. The new dataset name is added to the Dataset List and stored in
the registry.

Remove Selected
Dataset Name

Remove the currently selected name from the Dataset List and from the registry. This action
does not remove the name from the database if the name has already been used.

Blank Dataset Name is
a Valid Selection

Set to allow a user to select a blank name when asked to select a dataset.

Clear to require the user to select a valid dataset.

Selection Restricted to
Entered Names

Select to list only the names listed in the Dataset List in the Dataset Name Selector
dialog box.

Clear to show the names listed in the Dataset List as well as a those obtained from the
database in the Dataset Name Selector dialog box.

Maximum Number of
Names to Display

View or change the maximum number of dataset names that are shown in the Dataset
Name Selector dialog box.

In the Dataset Name Selector dialog box, the dataset names from the Dataset List are shown
first. Then, if allowed, the most recent dataset names stored in the database are used to fill
the list until the maximum number of entries is shown.

Folders Page

Use the Folders page of the Xcalibur Configuration dialog box to specify the default location
of your Xcalibur data, methods, and report templates.

Table 5. Folders page parameters

Parameter

Default Folders

Description

Data

View or change the current default path to the folder that contains your Xcalibur data. To
change the path, click Browse and select the folder to hold your data. When you click OK,
the data system changes the default path in the Data box to the new path.

Methods

View or change the current default path to the folder that contains your Xcalibur methods.
To change the path, click Browse and select the folder to hold your data. When you
click OK, the data system changes the default path in the Methods box to the new path.

Report Templates

View or change the current default path to the folder that contains your Xcalibur report
templates. To change the path, click Browse and select the folder to hold your report
templates. When you click OK, the data system changes the default path in the

Report Templates box to the new path.
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Fonts Page

Use the Fonts page of the Xcalibur Configuration dialog box to change the appearance of
fonts in the Xcalibur application.

Note If the data system displays the elemental composition values in light gray, close Qual
Browser and choose Xcalibur Roadmap > Tools > Configuration to display the
Configuration page. Select the Fonts tab and set all font sizes to a minimum of 10 points.

Table 6. Fonts page parameters (Sheet 1 of 2)

Parameter

Fixed Pitch Font

Description

Font

View or change the fixed pitch (non-proportional) font that the Xcalibur data system
currently uses; the name appears in the topmost Font box. The default fixed pitch font is
Courier New. The Fixed Pitch Font list displays all of the fixed pitch fonts that are currently
available on your data system. Fixed pitch fonts have characters whose width is constant.
To change the font, select a font in the Font list. The data system displays the selected font
in the topmost box and displays an example in the associated Preview area. When you
click OK, the Xcalibur data system implements this font throughout all Xcalibur programs
wherever fixed pitch fonts are used.

Min

View or change the minimum fixed pitch font size that the data system currently uses; the
number appears in the topmost Min box. The default minimum fixed pitch font size is 7
points. To change this value, select another font size in the list. The application displays the
selected font size in the topmost box and displays both the current font and the selected font
size in the top row of the associated Preview area.

Max

View or change the maximum fixed pitch font size that the data system currently uses; the

number appears in the topmost Max box. The default maximum fixed pitch font size is 12
points. To change this value, select another font size in the list. The application displays the
selected font size in the topmost box and displays both the current font and the selected font
size in the bottom row of the associated Preview area.

Fixed Pitch Font Preview

Preview

View the following examples:
* Example text with fixed pitch font at minimum size.

* Example text with fixed pitch font at maximum size.
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Table 6. Fonts page parameters (Sheet 2 of 2)

Parameter

Proportional Pitch Font

Description

Font

View or change the proportional pitch font that the data system currently uses; the name
appears in the topmost Font box. The default proportional pitch font for the Xcalibur
application is Arial. The Proportional Pitch Font list displays all of the proportional pitch
fonts that are currently available on your data system. Proportional pitch fonts have
characters that vary in width. For example, the widest character is W. To change the font,
select a font in the Font list. The application displays the selected font in the topmost box
and displays an example in the associated Preview area. When you click OK, the data system
implements this font throughout all Xcalibur programs wherever proportional pitch fonts
are used.

Min

View or change the minimum proportional pitch font size that the data system currently
uses; the number appears in the topmost Min box. The default minimum proportional
pitch font size is 7 points. To change this value, select another font size in the list. The
application displays the selected font size in the topmost box and displays both the current
font and the selected font size in the top row of the associated Preview area.

Max

View or change the maximum proportional pitch font size that the data system currently
uses; the number appears in the topmost Max box. The default maximum proportional
pitch font size is 12 points. To change this value, select another font size in the list. The
application displays the selected font size in the topmost box and displays both the current
font and the selected font size in the bottom row of the associated Preview area.

Proportional Pitch Font Preview

Preview

View the following examples:
* Example text with fixed pitch font at minimum size.

xample text with fixed pitch font at maximum size.
* Example text with fixed pitch font at
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Intelligent Shutdown (Error Handling) Page

Use the Intelligent Shutdown page of the Xcalibur Configuration dialog box to specify the

response the Xcalibur data system makes when an error occurs during data acquisition.
Table 7. Intelligent Shutdown page parameters

Parameter Description

No Action When an error occurs during data acquisition, set the data system to take no action and try
to continue to the next sample.

Attempt to Stop the When an error occurs during data acquisition, set the data system to send a stop command
Devices and Pause to all devices and pause the acquisition sequence before the next injection.
the Sequence

Attempt to Turn Off ~ When an error occurs during data acquisition, set the data system to send a Turn off device
the Devices and Pause  command to all devices and pause the acquisition sequence before the next injection.
the Sequence

Labeling and Scaling Page

Use the Labeling and Scaling page of the Xcalibur Configuration dialog box to enter default
values for labels and scales used to display data in the chromatogram and spectrum views.

Table 8. Labeling and Scaling page parameters (Sheet 1 of 2)

Parameter Description

Default Spectrum and Chromatogram Scaling

Labeling Options

Select default values for labeling and scaling in the displays of spectrum and chromatogram data. The values you
specify as defaults are applied throughout the Xcalibur data system only if no other value is available in the currently
open method or raw file.

In Processing Setup and Quan Browser, for example, the data system uses the default values for labeling and scaling
when you change the value for Detector Type. In Qual Browser, however, the Xcalibur application uses the default
values when you display a new spectrum, chromatogram, or map plot, or if the layout file (.lyt) in Qual Browser is
unavailable.

Label for MS Data Specify the default source of labels for the Y-axis of MS data. Specify either custom
(user-defined) labels or labels from the detector.

If you select custom labels, use the adjacent box to specify the label; for example, specify
Intensity as a label.

Label for PDA/UV Specify the default source of labels for the Y-axis of PDA/UV data. Specify either custom
Data (user-defined) labels or labels from the detector.

If you select custom labels, use the adjacent box to specify the label. For example, specify

UAU as a label.
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Table 8. Labeling and Scaling page parameters (Sheet 2 of 2)

Parameter Description
Label for Other Data  Specify in this list the default source of labels for the Y-axis of data types other than MS and
Types PDA/UV. Specify either custom (user-defined) labels or labels from the detector.

If you select custom labels, use the adjacent box to specify the label. For example, specify
mVolts as a label.

Use Absolute Scale

Specify absolute scaling as the default for displays of spectrum and chromatogram data. The values you select are
applied throughout the data system only if no other value is available in the currently open method or raw file.

MS Data Specify that the default (global) settings use absolute scaling with MS data.
PDA/UV Data Specify that the default (global) settings use absolute scaling with PDA/UV data.
Other Data Specify the default (global) settings for data types other than MS and PDA/UV.

Retention Time Precision

Decimals Specify the number of decimal places to include when reporting retention times. The value
can be from 1 to 5.

Mass Options Page

Use the Mass Options page of the Xcalibur Configuration dialog box to select default values
for Mass Tolerance, Mass Units, and Mass Precision. If you select the check box labeled Use
User Defined, you can specify the default values for the parameters in the Default Mass
Tolerance area. The Xcalibur application uses these defaults throughout to acquire and display
your data. If you do not select the Use User Defined check box, then the application uses the
values for mass options that are stored in the open raw file in the data system.

(Use the Masses dialog box in Processing Setup, Qual Browser, and Quan Browser to change
the default settings for tolerance and precision in those applications.)

Table 9. Mass Options page parameters (Sheet 1 of 2)

Parameter Description

Default Mass Tolerance

Use User Defined Activate the user-defined default settings for mass tolerance and mass units.

Mass Tolerance Specify the user-defined default setting for mass tolerance. To activate the user-defined
settings, select the Use User Defined check box. Then, enter a value from 0.1 to 50000.

The Xcalibur application uses the default mass tolerance value only when you create a new
method. It does not modify any existing methods (for example, processing methods or
Qual Browser layout files). Qual Browser does not use the default mass tolerance value
unless you delete the default layout file. The application then creates a new default layout
file with this mass tolerance value.
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Table 9. Mass Options page parameters (Sheet 2 of 2)

Parameter Description

Units Specify the default units that are used in processing mass spectral data. To activate the
user-defined settings, select the Use User Defined check box. Then, select either the mmu
option or the ppm option.

Default Mass Precision

Decimals Specify the default number of decimals places (places after the decimal point) that the data
system uses to process mass spectral data. Specify from 0 to 5 decimal places. The number of
decimal places applies throughout the Xcalibur application.

The data system uses the default mass precision value only when you create a new method.
It does not modify any existing methods (for example, processing methods or Qual Browser
layout files). Qual Browser does not use the default mass precision value unless you delete

the default layout file. The application then creates a new default layout file with this mass

precision value.

Default Mass Defect

View or change the parameters used in library searches so that you can correct for the differences between the actual
masses and the nominal integer masses of the atoms in a molecule. Assign a larger value (in millimass units) for mass
defect to larger molecules because, in general, they are composed of more atoms than smaller molecules; larger
molecules need a larger correction factor to approximate the linear function that the data system uses to calculate
masses. The values you specify for the default mass defect are applied throughout the Xcalibur application if no other
value is available in the currently open method or raw file.

Defect (mmu) Specify default values (in millimass units) for mass defect. Specify a smaller value for lower
mass ranges in the first box, and specify a larger value for higher mass ranges in the second
box.

At Mass (amu) Specify the default masses at which the data system applies specified mass defect values to

calculations of mass. Specify a smaller mass value in the first box, and specify a larger mass
value in the second box.
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Use the Peak Detection page of the Xcalibur Configuration dialog box to select which peak
detection algorithm to use as the default for different data types. All new processing setup
methods are created using the currently selected Xcalibur default peak detection algorithm.

You can return to the Peak Detection page at any time to change the Xcalibur default peak
detection algorithm. Specify a default algorithm to use for different data types in the
Default Peak Detection Algorithm area.

Table 10. Peak Detection page parameters

Parameter

Description

Default Peak Detection Algorithm

Default Peak Detection Algorithm  Select ICIS, Genesis, or Avalon as the default peak detection algorithm for

for MS Data

MS data.

Default Peak Detection Algorithm  Select ICIS, Genesis, or Avalon as the default peak detection algorithm for

for PDA/UV Data

PDA/UV data.

Default Peak Detection Algorithm  Select ICIS, Genesis, or Avalon as the default peak detection algorithm for

for Other Data Types

data types other than MS, PDA, or UV data.

(Data types other than MS and

PDA/UV)

Configuring the System

The Xcalibur data system provides the following system configuration dialog boxes:

Thermo Scientific

Add Programs to Tool Menu Dialog Box
Add Tool Dialog Box

Comment Dialog Box

Customize Toolbar Dialog Box

Dataset Name Selector Dialog Box
Thermo File Converter Dialog Box

File Save — Audit Trail Dialog Box

File Summary Information Dialog Box
Password Dialog Box

Print Selection Dialog Box

Select Directory/Select Data Directory Dialog Box
Supervisor Permission Dialog Box

View Audit Trail Dialog Box

Spectrum Ranges Dialog Box
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Add Programs to Tool Menu Dialog Box

Xcalibur Getting Started

Use the Add Programs to Tool Menu dialog box to add and to remove application programs
from the Tool menu and to adjust the sequence of the menu.

Table 11. Add Programs to Tool Menu dialog box parameters

Parameter

Menu Contents

Description

View the names of the current list of tools (programs) that have
been added to the Tool menu. These names appear when you
choose the Tools menu. You can use the Add button, Remove
button, Move Up button, and Move Down button in the

Add Programs to Tool Menu dialog box to edit the current list of
programs.

Menu Text

View or change the name of the tool (program) selected in the
Menu Contents box. To change the name, type the new name in
the Menu Text box.

Program

Type the path and file name of the tool (program) that you want
to add to the Tools menu, or click Browse to select the path and
file name.

Arguments

Add command line arguments.

Initial Directory

View or change the path that the data system uses to find the tool
(program) selected in the Menu Contents box. To change the
path, type the new path in the Initial Directory box.

Close Save all changes and close the current page or dialog box.

Add Add a tool (program) to the Tools menu.

Remove Remove the name of the tool (program) selected in the
Menu Contents box from the list of tools.

Move Up Select a tool and move it up in the current sequence of tools

(programs) in the Menu Contents box. This is the sequence
displayed when you choose the Tools menu.

Move Down

Select a tool and move it down in the current sequence of tools
(programs) in the Menu Contents box. This is the sequence
displayed when you choose the Tools menu.

Thermo Scientific



7 Xcalibur System Administration Reference
Configuring the System

Add Tool Dialog Box

Use the Add Tool dialog box to specify the path to the program that you want to add to the

Tools menu.

Table 12. Add Tool dialog box parameters

Parameter Description

Program Type the path and file name of the tool (program) that you want
to add to the Tools menu or click Browse to select the path and
file name.

Browse Find an existing file.

Comment Dialog Box

The Comment dialog box opens when you try to perform an action or access a feature that
requires a comment before continuing,.

Table 13. Comment dialog box parameters

Parameter Description
Your Comment Enter your comment in this box. The comment appears in the
Audit Log.

Customize Toolbar Dialog Box

Use the Customize Toolbar dialog box to modify the toolbar. You can add buttons for many
menu commands, remove buttons, or change the order of the buttons.

Note This feature is only available in Sequence Setup, Qual Browser, and Quan Browser.
In Qual Browser, you cannot customize the Amplify toolbar.

Table 14. Customize Toolbar dialog box parameters

Parameter Description

Categories View the menu categories available on the toolbar. Select a menu
category to view the Commands list and buttons (if available on
the toolbar) for that category.

Commands View the commands associated with each menu category and the
associated buttons on the toolbar if available.

Buttons
Close Save all changes and close the current page or dialog box.
Reset Return the setting for the current selection to the value that was

displayed when you selected the setting. The Reset command
button only works on boxes.
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Dataset Name Selector Dialog Box
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Use the Dataset Name Selector dialog box to select a dataset from a predefined list of names.
All database entries are then grouped into this dataset. Each application displays the dataset
name in the title bar. The format for display is Dataset: Name, where Dataset is the name
defined by the administrator and Name is the selected name. Examples are Dataset: Pharmco
or Study: Pharmco.

The title of this dialog box might be different if the administrator chooses to use another
name for a dataset. For example, it might be titled Study Name Selector or Job Name Selector.

Table 15. Dataset Name Selector dialog box parameters

Parameter Description
Dataset Name List Displays the list of predefined dataset names. When the dialog box
opens, the list of predefined dataset names appears in this order:

1. The last dataset name used appears at the top of the list.

2. The dataset names from the Dataset List page of the
Configuration dialog box appears.

3. If the system settings permit, the most recent dataset names
stored in the database fill the list until it reaches the maximum
number of entries.

4. If a blank name is permitted, the time [Blank] appears in
the list.

Button

New Enter a name for a new dataset and save the name in the database
for future use. The new dataset name appears in the Dataset Name
List.
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Thermo File Converter Dialog Box

Use the Thermo File Converter dialog box to convert one data file type to another data

file type.

Note

* The Xcalibur data system does not currently support all interconversion combinations
and posts a message whenever an unsupported conversion is requested.

* Not all formats have the same data fields. The data system can only convert matching
data fields and does not typically convert instrument method information.

* You can also convert files by running XConvert.exe from two locations: the
Pre Acquisition or Post Acquisition run line of the Run Sequence dialog box located
in the Sequence Setup view of the Home Page window, or from the Program or
Macro Name run line of the Run Sequence dialog box located in the Programs view
of the Processing Setup window.

The Xcalibur data system provides file interconversions for the following file types.

Table 16. File interconversions for data file types

File type File extension
Xcalibur * raw

ICIS *.dat

GCQ *.ms
Magnum *.ms

ANDI *.cdf
AutoMass *.spa
MassLab2 *.raw
LaserMAT *x

< To convert a file

1. Select the source and destination directories, and the conversion type in the Thermo File
Converter Dialog Box.

2. Click Convert. The data system automatically performs the file conversion and creates a
new file. The Status page displays the conversion status of each job.
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Table 17. Thermo File Converter dialog box parameters (Sheet 1 of 3)

Parameter

Conversion Source

Description

Source Data Type

View the data type of the file that you want to convert into another data type. All of the files
in the Folder list in the Conversion Source area are displayed in the Conversion Source
table. You can select the following data types from the Source Data Type list for conversion
into another data type:

e Xcalibur Files (*.raw)

¢ ICIS Files (*.dat)

* GCQ Files (*.ms)

* Magnum Files (*.ms)

e ANDI Files (*.cdf)

* Automass Files (*.spa)

e Mass Lab 2 Files (*.raw)
e Lasermat Files (*.*)

The source data type is selected from the Destination Data Type list.

Folder

View or change the path to the source file that you want to convert to another data type.
The list contains all the paths that you have recently selected. Click Browse in the
Conversion Source area to select another path to source files.

Conversion Source

table

View the file name, type, size, and date of the files located in the directory specified in the
Folder list and of the type specified in the Source Data Type list.

Browse

Select the folder that contains the files that you want to convert to another data type and
click OK. The data system displays the path to the folder in the Folder list and the previous
path remains in the folder list.

If the selected folder has no file of the type specified in the Source Data Type list, no entries
appear in the Conversion Source table.

Select All

Select all of the files that appear in the Conversion Source table. The data system highlights
all of the files.

Clear Selection

Clear the currently selected files.

This button is only active when you select one or more files in the Conversion Source table.
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Table 17. Thermo File Converter dialog box parameters (Sheet 2 of 3)

Parameter

Add Job(s)

Description
Add the specified conversion job to the Jobs page of the Conversion Destination area. Each

file conversion is considered a separate job.

The following is an example of a job displayed on the Jobs page for the conversion of an

Xcalibur file of type .raw to an ANDI file of type .cdf:
C:\Xcalibur\examples\data\drugx_06.raw
C:\Xcalibur\examples\data\drugx_06.cdf

The Add Job(s) button is only active when one or more files have been selected on the Jobs
page. You can only add a job if you have selected a valid data type in the Destination Data
Type list and have selected a valid destination from the Folder list in the Conversion
Destination area.

Conversion Destination

Destination Data Type

View the data type that you want the source data files converted to. The following data
types can be selected from the Destination Data Type list:

e ICIS Files (*.dat)
e ANDI Files (*.cdf)
o Text Files (*.txt)

The software selects the data type that a source data type file can be converted from in the

Source Data Type list.

Folder View the path to the destination folder to hold your converted file. The list contains all the
paths that you have recently selected. To select another folder to store your converted files,
click Browse in the Conversion Destination area.

Browse Select the folder to hold your converted files and click OK. The data system displays the
path to the folder and the previous path remains in the Folder list.

Jobs page This page in the Conversion Destination area displays the jobs that have been selected for
conversion. The job display format is as follows:

C:\Xcalibur\examples\data\drugx_06.raw
C:\Xcalibur\examples\data\drugx_06.cdf
To remove a job prior to running the conversion, select the job and click Remove Job(s).
Remove Job(s) Removes jobs that are selected for removal from the Jobs page. You must remove a job prior

to converting it.
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Xcalibur Getting Started 87



7 Xcalibur System Administration Reference

Configuring the System

Table 17. Thermo File Converter dialog box parameters (Sheet 3 of 3)

Parameter

Status page

Description

This page in the Conversion Destination area displays the status of jobs that have been
converted. The format is as follows:

Successfully converted C:\Xcalibur\examples\data\drugx_06.raw to
C:\Xcalibur\examples\data\drugx_06.cdf

This page also displays the status of unsuccessful conversions.

Other Buttons

Convert

Starts conversion of all jobs displayed on the Jobs page in the Conversion Destination area.
The data system stores the converted files in the displayed folder. The status of all converted
files appears on the Status page. This page in the Conversion Destination area displays the
status of jobs that have been converted. The format is as follows:

Successfully converted C:\Xcalibur\examples\data\drugx_06.raw to
C:\Xcalibur\examples\data\drugx_06.cdf

This page also displays the status of unsuccessful conversions.

File Save — Audit Trail Dialog Box

88 Xcalibur Getting Started

The File Save — Audit Trail dialog box requires that you enter information about the current
file changes before you save the file.

Table 18. File Save — Audit Trail dialog box parameters

Parameter Description

User Enter a string of up to 24 alphanumeric characters that identify
the operator. To include reference text that identifies the operator,
type the text in the User box.

Comment View and enter useful information about the active file.

What Changed View Xcalibur-generated information about changes to the active
file. This information is part of the Xcalibur audit system.

When you have entered the above audit information, click Continue to save the file.

If you have not entered the audit trail information, a dialog box opens with the following
message:

***Please enter your user name and a description into the audit log.***

You must enter this information before you can save the file.
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File Summary Information Dialog Box

Use the File Summary Information dialog box to obtain information and provide reference
information about the current file.

Table 19. File Summary Information dialog box parameters

Parameter Description

Header The header information includes the date and time that the file
was created, the date and time that the file was last modified
(if applicable), the user name of the person who last saved the file,
and the number of times that the file has been saved.

Comment View or change a description of the active file and any comments
that have been entered. You can edit the text directly in the box.

Password Dialog Box

The Password dialog box opens when you try to perform an action or access a feature for
which the administrator has required that you enter your user name and password.

Table 20. Password dialog box parameters

Parameter Description

Name Enter your user name in this box.

Enter Password Enter your password in this box.

Your Comment Enter your comment in this box. The comment will appear in the
Audit Log.

The Your Comment field appears only if the administrator has
required that you enter a comment to perform this action.

Print Selection Dialog Box
Table 21. Print Selection dialog box parameters

Parameter Description

Select the Printing Output

Vial Position List Print a sequentially numbered vial position list from the active
sequence. The vial position list summarizes the sequence settings
for each vial. A vial position list is useful when you are setting up
the autosampler tray vial sequence.

All Columns Print selected rows in a sequence.
Displayed Columns Print the currently displayed columns of the active sequence.
Only

To change the sequence columns displayed, choose Change >
Column Arrangement.
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Select Directory/Select Data Directory Dialog Box

Use the Select Directory dialog box or the Select Data Directory dialog box to select a
directory on the Xcalibur computer hard drive. If you are connected to another computer over
a network, you can also select a directory on another computer that you have access to. The
Xcalibur data system displays the current path below the text: Directory selected. An example
of a directory for an Xcalibur method is c:\Xcalibur\methods.

The title text that appears in the title bar of this dialog box varies depending on what you are
doing when you activate the dialog box.

Table 22. Select Directory dialog box parameters

Parameter Description

Directory Selected View named groups of files called subdirectories and folders.
Select the directory that contains the file you want to open.

Drives View the letter designations of all of the hard drives that your
computer currently has access to. You can gain access to additional
drives by connecting to a network.

Disk Space/No Chart ~ View the amount of disk space available on the default path disk

drive.

Network Connect your computer to any drive on a network that you have
access to.

Supervisor Permission Dialog Box

The Supervisor Permission dialog box opens when you try to perform an action or access a
feature that first requires the supervisor to enter his or her user name and password.

Table 23. Supervisor Permission dialog box parameters

Parameter Description

Name Enter your user name in this box as supervisor.

Enter Password Enter your password in this box as supervisor.

Your Comment Enter a comment in this box. The comment appears in the
Audit Log.

The Your Comment field appears only if the administrator has
required that you enter a comment to perform this action.
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Table 24. View Audit Trail dialog box parameters

Parameter

Date/Time

Description

View the month/day/year and time that the active file was
changed. This information is used for the Xcalibur audit system.

User ID

View the user identification number of the current user. This
information is part of the Xcalibur audit system.

Logon ID

View the Logon identification of the current user. This
information is part of the Xcalibur audit system.

What Changed

View Xcalibur-generated information about changes to the active
file. This information is part of the Xcalibur audit system.

User Comment

View comments made by the user describing the modification to
the active file. This information is part of the Xcalibur audit
system.

Spectrum Ranges Dialog Box

Use the Spectrum Ranges dialog box to view and edit the mass range, time, and other

properties of a spectrum plot:

* In Qual Browser, for all plots in the active spectrum view.

* On the Home Page, for the active spectrum plot in Real Time Plot mode.

You can also apply automatic processing options such as smoothing and background
subtraction. The dialog box consists of two pages:

* Ranges Page, Spectrum Ranges dialog box

* Automatic Processing Page, Spectrum Ranges dialog box

Thermo Scientific
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Configuring Instruments

Use these dialog boxes to configure your instruments.
* Instrument Configuration Dialog Box

* Out of Date Instrument Drivers Detected Dialog Box

Instrument Configuration Dialog Box

Use the Instrument Configuration dialog box to review all available devices and configure the
devices that you want to install using the following controls.

Table 25. Instrument Configuration dialog box parameters (Sheet 1 of 2)

Parameter Description

Device Types

View or change the category of device types currently displayed in the Available Devices area. The default option
is All. The other options allow you to select a subset of all of the devices as follows:

All: Displays all configurable Xcalibur devices.

AS: Displays all configurable Xcalibur autosampler devices.
Detector: Displays all configurable detector devices.

GC: Displays all configurable Xcalibur gas chromatograph devices.
LC: Displays all configurable Xcalibur liquid chromatograph devices.
MS: Displays all configurable Xcalibur mass spectrometer devices.

Other: Displays all other Xcalibur configurable devices.

Available Devices

This area displays buttons for all available devices of the type selected in the Device Types list. For example if All is
displayed in the Device Types list, this area displays all Xcalibur configurable devices.

Available Device View available instruments. Each button displayed in the Available Devices area represents
an instrument that can be configured as an Xcalibur device. The buttons that are displayed
depend upon the selection in the Device Types list. To select an Xcalibur device for
configuration, click the button corresponding to the device to be configured and click Add.

Add Add the device you have selected in the Available Devices area to the Configured Devices
area.

A device must be present in the Configured Devices area to begin the process of configuring
the device.
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Table 25. Instrument Configuration dialog box parameters (Sheet 2 of 2)

Parameter

Configured Devices

Description

View all of the devices that have been added from the devices listed in the Available Devices group box.

A device must be present in the Configured Devices area to begin the process of configuring the device.

Remove

Remove the device you have selected from the Configured Devices area.

Each button displayed in the Configured Devices area represents an instrument that has
been selected for configuration as an Xcalibur device but might or might not have been
configured. To configure a device listed in the Configured Devices area, click the button of
the device to be configured, and then click Configure to open the appropriate configuration

dialog box.

Configure

Open the appropriate configuration dialog box for the device you have selected in the
Configured Devices area. For example, to configure an LCQ MS detector, click LCQ in
the Configured Devices area, and then click Configure. The LCQ Configuration dialog
box opens.

Other Controls

Done

Close the Instrument Configuration dialog box after you have configured Xcalibur devices.

Out of Date Instrument Drivers Detected Dialog Box

Thermo Scientific

This dialog box opens only when you select Start > Programs > Thermo Foundation 1.0 >
Instrument Configuration. The Instrument Configuration view opens. If your Xcalibur
software is out of date, Xcalibur displays the following message:

The device drivers for the following instruments are not compatible with the installed
version of Xcalibur. You must install the current drivers before you can use these
instruments.

If this message appears, install the latest software for the instruments listed. This software is
located on an Xcalibur CD-ROM. Run the appropriate setup file to load the new software.
Run Setup.exe from the appropriate instrument directory on the CD-ROM.

Note The Xcalibur data system and inlets are shipped on a separate CD-ROM from the
Xcalibur software used for the MS detectors and mass spectrometers. When a new version
of Xcalibur is released, usually you must update the software for both the Data system and
inlets software as well as the MS detectors and mass spectrometers for all configured
instruments.
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Table 26. Out of Date Instrument Drivers Detected dialog box parameters

Parameter Description

Instrument View currently installed instruments with out-of-date software.
Installed in this context indicates that the Setup.exe files for the
listed instruments have been previously run from the appropriate
directory of an Xcalibur CD-ROM.

In Use View the status of the instrument displayed in the Instrument list:
In Use (Yes) or Not In Use (blank). In Use devices appear in the
Configured Devices area of the Instrument Configuration view.

Version View the current version of the instrument that is displayed in the
same row of the Instrument list. Make sure the version to be
installed is more recent than the current version.

Instrument Setup

After selecting which instruments you want the Xcalibur data system to control using the
Instrument Configuration program, use Instrument Setup to specify your instrument settings.

* File Menu for the Instrument Setup Window
* Instrument menu for the Instrument Setup Window
* Help Menu for the Instrument Setup Window

* Instrument Setup Window Toolbar

The Instrument Setup window displays the setup parameters required for each instrument
that you select on the View bar. These might include your autosampler, chromatograph,
MS detector or mass spectrometer, divert valve, syringe pump, contact closure timing
sequence, and/or all other Xcalibur-supported instruments that you have configured.

You can create new methods, modify existing methods, and save method files. You can import
previously collected data files to help you set up time segments and scan events based upon
the data acquired.

You can also enter a method summary that appears in the Open dialog box and on all method
printouts. All changes are audited by logon ID and user self-identification so that you can
describe why you changed a method.

Note Before you use the Instrument Setup window, use the Instrument Configuration
program to select the instruments for your experiment.
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The Instrument Setup window displays the icons of all of the Xcalibur instruments you have
selected using the Instrument Configuration dialog box. (See the View bar on the left side of
the window.) If you have configured more instruments than can be displayed on your screen,
a vertical scroll bar appears in the View bar so that you can access all the instruments.

To enter the setup parameters for a particular instrument, click the icon for that instrument.
The Xcalibur data system displays one or more pages of parameters to be set for the one you
selected.

View Bar

The View bar is a vertical bar on the left of the Instrument Setup window. It contains an icon
for each of the instruments that you have selected using the Instrument Configuration
program.

Menus
Instrument Setup contains the following menus:

* File Menu for the Instrument Setup Window

Instrument
* Instrument menu for the Instrument Setup Window

The Instrument menu changes when you use the View bar to select an instrument. Each
instrument-specific menu contains instrument-specific menu commands.

* Help Menu for the Instrument Setup Window

Toolbar

Instrument Setup toolbar
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File Menu for the Instrument Setup Window

Table 27. File menu commands

Command Description
New Create a new file having the appropriate extension.
Open Find and open a file that already exists.
~u
=
Save Open the File Save — Audit Trail dialog box if the file has been saved before so that you can

=

enter audit information about the active file.

Save As

Edit user and description information, as well as view header information about the
active file.

When you click OK, the data system opens the File Save — Audit Trail Dialog Box, so you
can enter audit information about the active file. When you click Continue, the data system
saves the file.

Summary Information

Edit user and description information, as well as view header information about the
active file.

Change Dataset Name ~ Select a dataset from a predefined list of names.
The text of this menu item might be different if the administrator chose to use another
name for a dataset. For example, this menu item might be Change Job Name.

Audit Trail View all auditable events and changes made to data files in the current application.

Print Print your method.

Print Preview View your page setup so that you can see what it looks like before printing it.

Print Setup Select the following printing options: printer, form, orientation, and one- or two-sided
printing.

Most Recently Used View the paths and names of the last four files used. These are located above the Exit

Files command. Both open and closed files are displayed. Click a displayed file to load it. If the
selected file was closed, it is opened.

Exit Close the active window. If you exit before clicking OK from an active dialog box, the data

system asks if you want to save your changes.

Instrument menu for the Instrument Setup Window
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The Xcalibur data system groups commands that deal with instrument-specific controls in the
[Instrument] menu. You can activate [Instrument] commands from either the mouse or

keyboard.
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Help Menu for the Instrument Setup Window

Table 28. Help menu commands

Command

[Instrument] Help

Description

Open the Configuration and Setup Help for the selected instrument.

Instrument Setup Help

Open Xcalibur Help and display Help for the Instrument Setup window.

Help On Current Item

View Help for the Instrument Setup page that is currently displayed.

[Instrument] Contents
and Index

View the Contents, Index, and Find Help pages for the selected instrument.

Xcalibur Help Open Xcalibur Help.
Glossary Open the glossary.
How To Use Help Open Help that describes how to use the Help viewer.

About Instrument Setup

View the installed version number of the Instrument Setup program and the Thermo

Fisher Scientific copyright notice.

Instrument Setup Window Toolbar

Table 29. Toolbar for the Instrument Setup window

Button

Description

D New Create a new instrument method.
[b” Open Find and open an existing file.
Save Enter audit information about the active file if your method has been saved before and

click Continue to save the file.
If your method has not been saved before, clicking Save opens the Save As dialog box.
Select the name and location for your instrument method. When you click Save, the File
Summary Information Dialog Box opens. Enter header information for your instrument
method. When you click OK, the File Save — Audit Trail Dialog Box opens. Enter audit
information about the active file and click Continue to save the file.

% Print Print the parameters in your instrument method.

ome Page iew the Home Page window — Roadmap view.
ﬂ H Pag View the H Page wind Roadmap vi
gl Help View Help for the Instrument Setup page that is currently displayed.
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Using Xcalibur Files and Samples

Thermo Scientific

These tutorials analyze a sample set example provided with the Xcalibur data system and
located in the C:\Xcalibur\examples\data directory. The target compound is a proprietary
pharmaceutical product. The data was collected in the applications laboratory at Thermo
Fisher Scientific, San Jose, using LC and MS/MS techniques in the electrospray ionization
(ESI) mode.

The pharmaceutical product is called drugx. An isotopically labeled internal standard (ISTD)
was used to quantify the pharmaceutical. The internal standard called D4 is a deuterated
analogue of drugx that has four deuterium atoms exchanged for hydrogen atoms in the
compound.

The calibration standards were prepared by spiking human plasma with drugx to give nine
calibration levels with concentrations of 10, 25, 50, 100, 200, 400, 600, 800, and
1000 pg/mL. Triplicate samples were run at the high (1000 pg/mL) and low (10 pg/mL) ends

of the curve with single samples run in between.

The QC samples were prepared similarly by spiking human plasma with drugx to give three
QC levels with concentrations of 10, 400, and 1000 pg/mL. Six replicates per QC level

WEre run.

The calibration and QC standards were spiked with 100 pg/mL of the D4 internal standard.
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Figure 57 displays the scan filter chromatograms and mass spectra for a drugx.raw data file.

Figure 57. Chromatograms and mass spectra for drugx and D4
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Home Page Reference

Use the Home Page window to control or access all Xcalibur application functions and
features from three main views. Visibility and control of Xcalibur features are based on the
current configuration of instrument components.

Contents
* Views
* Menus
* Toolbars

* Xcalibur Dialog Boxes
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B Home Page Reference
Views

Views

¢ Information View
* Roadmap View

¢ Real Time Plot View

The Information View has two tabbed pages and is located on the left side of the window. It
can be displayed alongside any of the three main views.

‘;‘?‘j Roadmap View

t2
HH! Sequence Setup

,If‘,:lb, Real Time Plot

You can access the following pre-acquisition programs from the Home page:

Instrument Setup

r;ﬂ Working with Processes and Sequences

You can also access the following post-acquisition programs from the Home page:

- ual Browser
¢
F_T!-i‘ Quan Browser

|

Library Browser
et
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Information View

The Information view consists of the following two pages:
* Status Page for the Information View

* Acquisition Queue Page for the Information View

B Home Page Reference

Views

Note The Information view is normally displayed on the left side of the Home Page
window. If this view is not displayed, the view has been turned off.

Status Page for the Information View

Status l fequisition Queue |

—I- Run Manager

Check Devices
Sequence:
Sample Mame:
Whorking Or:
Pogition:

Fiaw File:

Inzt. Method:

—|- Surveyar M5S0

0t

The Status page of the Information view provides the following overall summary of the

Xcalibur data system status:

* Run Manager

Check Devices
Sequence
Sample Name
Working On
Position

Raw File

Instrument Method

¢ Instruments

Thermo Scientific
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Views

The readback status of each Xcalibur-configured instrument appears on the Status page.

When you click an instrument, the Xcalibur data system displays current readings for the
instrument on tabbed pages below the Run Manager pane. Set these parameters in the
software that controls your instrument.

Right-click any of the instruments to display a shortcut menu where you can switch your
instrument to On, Off, or Standby mode.

Acquisition Queue Page for the Information View
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The Acquisition Queue page of the Information view displays all of the sequences that are
required for the current Xcalibur acquisition queue. The processing sequence proceeds from
the top sequence to the bottom sequence and from the top sequence row to the bottom
sequence row for each sequence. The Xcalibur application places a large “X” to the left of each
completed sequence row as samples are processed.

Sequences are stored in the All Sequences folder, and sequence rows are stored in the Sequence
folder specified by their paths, for example: C:\methods\Test.sld.

The sequences and sequence rows are organized in a tree view control that displays the
directories as an indented outline. Click the + button to expand the directory or click

the — button to collapse the directory. Each row of the tree view control contains a check box
to indicate when it is selected or not selected.

< Toremove a selected list or sequence row from the acquisition queue

1. Click the sequence or sequence row to select it. The Xcalibur application places a small

« »

X in the check box to the left of the sequence or sequence row.

2. To delete the selected sequence or sequence row, press the DELETE key.

The following example shows processed samples, as indicated by the large “X” to the left of
each numbered sequence row:

Statyz  Acguizition Hueue |

- CJE] Al Sequences =]
E-CIET E:MvThmethodshTestAS4T et
Sequence Row #1
Sequence Row #2
Sequence Row #3
Sequence Row #4
Sequence Row #5
Sequence Row #E
Sequence Row #7
Sequence Row #8
Sequence Row #3

IIRBIIRBE

Note This view is normally displayed on the left side of the Home Page window. If this
view is not displayed, the view has been turned off.
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Roadmap View

B Home Page Reference
Views

Use the Roadmap view of the Home Page window to branch out to other parts of the Xcalibur
data system and to select other views.

From the Roadmap view, click any of the workspace buttons to open the window for that
application. Then, click the Help command in the menu bar to display Help for any of the
windows: Information View, Sequence Setup, Processing Setup, Qual Browser Reference,
Quan Browser Reference, and Library Reference.

You can also display menus by right-clicking the icons. The menus contain commands such as
Go To and Open Last Used Instrument Method.

Menu Bar
File Menu View Menu GoTo Menu
Actions Menu Tools Menu Help Menu
Toolbars
View Toolbar Sequence Editor Toolbar Roadmap Toolbar
Plot Toolbar

Real Time Plot View

Thermo Scientific

While your instrument is acquiring sample data, you can watch the real-time updates of
status, spectra, and chromatograms in the Home Page Real Time Plot view. The
chromatograms can be displayed as UV analog traces, total ion current [TIC] chromatograms,
mass range chromatograms, or base peak chromatograms.

The Real Time Plot view is the area located in the workspace where the Xcalibur data system
displays real-time spectra and chromatograms. You can change the display of raw files using
commands from the menu or toolbar. Control the way information appears in the Real Time
Plot view using the Plot toolbar.

Menu Bar

The Real Time Plot view menu bar contains the following menus:

File Menu View Menu Help Menu
Actions Menu GoTo Menu

Toolbars
View Toolbar Sequence Editor Toolbar Roadmap Toolbar

Plot Toolbar
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Menus

Menus

The Xcalibur Home page has the following menus. Click an item for a detailed description of
options that are available on that menu. The menus and menu commands change depending
on whether you display the Roadmap view, Sequence Setup view, or Real Time Plot view.

* File Menu

* Change Menu
¢ View Menu

* GoTo Menu
* Edit Menu

* Actions Menu
* Tools Menu

* Help Menu

File Menu

The commands in the Home Page window File menu change depending on which of the
following views are displayed:

* Roadmap and Real Time Plot

* Sequence Setup

Roadmap and Real Time Plot
Table 30. File menu — Roadmap and Real Time Plot command
Command Description

Exit Close the window.

The Home Page window must be open to operate the Xcalibur
data system and to communicate with Xcalibur components.
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Sequence Setup

B Home Page Reference
Menus

Table 31. File menu — Sequence Setup commands

Command Description

New Create a new file with the appropriate extension.

Open Find and open an existing file.

=

Save Enter audit information about the active file and save the file in a specific location (drive
and directory). After you have entered audit information, click the OK button. The Save As

g dialog box opens.

Save As Name a new file, enter file summary information, and save the file in a specific location

(drive and directory).

Summary Information

View, change, or delete file summary information about the active file.

Import Sequence

Locate (drive and directory) and open a stored sequence.

Export Sequence

Specify a new location (drive and directory) for the active sequence.

Change Dataset Name ~ Select a dataset from a predefined list of names.
The text of this menu item might be different if the administrator chose to use another
name for a dataset. For example, this menu item might be Change Job Name.

View Audit Trail View all auditable events and changes made to data files in the current application.

Print Print a sequentially numbered vial position list from the active sequence, selected rows in a

&

sequence, or currently displayed columns of the active sequence.
q y ¥4 q

Print Preview

View what you want to print so that you can see what it looks like before you print it.

Page Setup Select the following printing options: paper, orientation, margins, and printer.

Recently Used Files View the paths and names of the four most recently used files. These are located above the
Exit command. The Xcalibur data system displays both open and closed files. Click a
displayed file to load it. If the selected file was closed, the data system opens it.

Exit Close the active window. If you exit before clicking OK from an active dialog box, the data

system prompts you to save your changes.

Thermo Scientific

Note Instrument Setup and Processing Setup are separate windows that have their own
menus.
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Change Menu

108

Xcalibur Getting Started

The Change menu is available only in the Sequence Setup view of the Home Page window.

Table 32. Change menu commands

Command Description

User Labels Change the heading captions of five information boxes on the
. Sequence Setup view. The default caption headings are Study,

Client, Laboratory, Company, and Phone.

Tray Name Select the Autosampler Tray Type for the current sequence.

Column Arrangement ~ View or hide specific sequence columns.

Egﬁ % To select the columns of a displayed sequence

1. Select the columns from the Available Columns list.

2. Click Add.

% To remove the columns of a displayed sequence

1. Select the columns from the Displayed Columns list.

2. Click Remove.

Transfer Row Info Match samples by Sample ID or Position.

U=[

Note Instrument Setup and Processing Setup are separate windows that have their own
menus.
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The View menu commands in the Home Page window change depending on the following
displayed views:

¢ Real Time Plot

* Roadmap and Sequence Setup

Table 33. View menu — Real Time Plot commands (Sheet 1 of 3)

Command

Controls

Description

Lock Display

Unlock the data from the instrument. With the data unlocked, you can use Home Page
window buttons on the toolbar or menu commands to review previously acquired data.
During the time that you are in the unlocked mode, the Xcalibur data system continues to
gather and save all data. In the unlocked mode, the lock icon in the toolbar appears pushed
out and the Lock Display command has no check mark.

To relock the data to the instrument, choose Options > Lock Display.

When the data system begins to analyze a sample, the chromatogram and spectrum displays
in the Home Page window are real time and the data is locked to the instrument. In the
locked mode, the lock icon in the toolbar appears to be pressed in and the Lock Display
command has a check mark.

You can click ﬂ in the Home Page window toolbar to lock the data to and unlock the data
from the instrument.

To unlock the data from the instrument, you can also click the chromatogram or spectrum
views.

Reset Display

Reset the display parameters to the settings defined in the Instrument Setup Method
selected for the sample in the sequence after you have changed Home Page window display
parameters using Home Page commands.

The Instrument Setup Method selected for the sample in the sequence contains
chromatogram and spectrum display parameters for the Home Page window. When the data
system begins to analyze a sample, it resets the Home Page window according to the
Instrument Setup Method selected. While the sample is running, you can change display
parameters using Home Page window menu commands.

Ranges

Set up the mass range, time, average scan, filter, and background subtraction for the
spectrum that the Xcalibur data system displays in the Home Page window.
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Table 33. View menu — Real Time Plot commands (Sheet 2 of 3)

Command Description

Zoom

ZoomInY To show more detail, zoom in on the Y-axis by a factor of two (2) from the current baseline.

ﬁ For example, you can change the Y-axis range from 0-100 to 0-50.

Zoom Out Y To show more data, zoom out on the Y-axis by a factor of two (2). For example, you can

@ change the Y-axis range from 0-25 to 0-50.

Normalize Normalize the intensity scale of the data display to a fixed range on the Y-axis, from 0-25%

@ to 0-100%.

Zoom In X To show more detail, zoom in on the X-axis by a factor of two (2). For example, you can
change the X-axis range from 0-20 to 5-15.

>€

Zoom Out X To show more data, zoom out on the X-axis by a factor of two (2) from the center. For

&> example, you can change the X-axis range from 7.5-12.5 to 5-15.

Display All View all data on the X-axis or all text in a report. For example, you can change the X-axis
range from 7.5-12.5 to 0-20.

— 8

Pan

Next Scan View the next mass scan with its scan number.

ulg®

Previous Scan

e

View the previous mass scan with its scan number.

Display Options Select the style, color, label [chromatogram and spectrum only], axis, normalization, and
smooth [chromatogram only] options for your chromatogram, spectrum, or map.
Roadmap View View or hide the Xcalibur Roadmap view. This view displays a schematic representation of
ir all Xcalibur software windows and their relationships. This view can be displayed on the
Eo right side of the Home Page window. When you select the command, the view appears if it

was previously hidden or hides if it was previously displayed.

Sequence Setup View

iy

Create, edit, save, or open a sample sequence.
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Table 33. View menu — Real Time Plot commands (Sheet 3 of 3)

Command Description
Real Time Plot View View both the Real Time Plot view and the Plot toolbar. Use the Real Time Plot view to
e, view chromatogram and spectrum data for the current sample. Use the Plot toolbar to
el
* Start, pause, or resume analyses
¢ Zoom in or out on the X- or Y-axis
¢ Normalize, show the next scan
* Show the previous scan
Info View Monitor the Run Manager status, Xcalibur component statuses, and the acquisition queue.

View Toolbar Select the Roadmap view, Sequence view, Real Time Plot view, or Information View with a
single click from the View toolbar at any time.
Roadmap Toolbar Open the Instrument Setup window, open the Processing Setup window, start or stop an

analysis, Or pause or resume a sample sequence.

Sequence Editor
Toolbar

Perform file maintenance and manage the sample sequence using the Sequence Editor
toolbar with the Sequence Setup view.

Plot Toolbar

Use the Plot toolbar to

e Start, pause, or resume analyses

e Zoom in or out on the X- or Y-axis
¢ Normalize, show the next scan

* Show the previous scan

Show Large Toolbar

View all of the Home Page window toolbars as 32-bit (height) large toolbars or 24-bit
(height) small toolbars. Click the command to switch between large and small toolbars.

Customize Toolbars

Add command icons to and delete command icons from the Home Page toolbars.

Thermo Scientific
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Roadmap and Sequence Setup

Table 34. View menu — Roadmap and Sequence Setup commands

Command

Roadmap View

s

Description

View or hide the Xcalibur Roadmap view. This view displays a schematic representation of
all Xcalibur windows and their relationships. This view can be displayed on the right side of
the Home Page window. When you select the command, the view appears if it was
previously hidden or hides if it was previously displayed.

Sequence Setup View

i

Create, edit, save, or open a sample sequence.

Real Time Plot View View both the Real Time Plot view and the Plot toolbar. Use the Real Time Plot view to

B view chromatogram and spectrum data for the current sample.

[

Info View Monitor the Run Manager status, Xcalibur component statuses, and the acquisition queue.

View Toolbar Select the Roadmap view, Sequence view, Real Time Plot view, or Information View with a
single click from the View toolbar at any time.
Roadmap Toolbar Open the Instrument Setup window, open the Processing Setup window, start or stop an

analysis, Or pause or resume a sample sequence.

Sequence Editor

Perform file maintenance and manage the sample sequence.

Toolbar
Plot Toolbar Use the Plot toolbar to
e Start, pause, or resume analyses
e Zoom in or out on the X- or Y-axis
e Normalize, show the next scan
* Show the previous scan
Show Large Toolbar View all of the Home Page window toolbars as 32-bit (height) large toolbars or 24-bit

(height) small toolbars. Click the command to switch between large and small toolbars.

Customize Toolbars

Add command icons to and delete command icons from the Home Page toolbars.
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Note [nscrument Setup and Processing Setup are separate windows that have their own
menus.
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B Home Page Reference
Menus

Table 35. GoTo menu commands

Command Description

Open the Instrument Setup window.

Open the Processing Setup window.

Open the Qual Browser Reference window.

Open the Quan Browser Reference window.

Open the Library Reference window.

& & E B

Note Instrument Setup and Processing Setup are separate windows that have their own
menus.

The Edit menu is available only in the Sequence Setup view of the Home Page window.

Table 36. Edit menu commands (Sheet 1 of 3)

Command

Undo

K

Description

Cancel your previous action.

For example, if you have just deleted an entry or annotation, click to replace the
deleted entry or annotation.

Click to delete an entry or annotation you just finished.

cancels only one previous action.

Clear

Remove the text in selected sequence boxes or entire sequence rows. Select boxes by clicking
or clicking and dragging. Select a sample row by clicking the row number (far left column).
Select multiple adjacent rows by clicking and dragging up or down the sample number
column. The Xcalibur data system highlights the selected rows. Then, choose Edit > Clear.
The data system clears the text from the selected boxes. It clears the current Sample Type to
Sample Type: Unknown.

Copy

Copy selected rows or columns from the sequence to the clipboard.
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Table 36. Edit menu commands (Sheet 2 of 3)

Command Description
Paste Paste copied sequence rows or columns from the clipboard to the screen.
Insert Row

Insert one new row at a time anywhere in the current sequence.
< Toinsert a row

1. Select the row directly below the line to be inserted by clicking its row number (far left
column). The Xcalibur application highlights the selected row.

2. Choose Edit > Insert Row. The following message appears:

Insert above line X?

3. Click Yes or press the INSERT key on the keyboard to insert a row. Click No to cancel
the Insert Row command.

Delete Row Delete one or more adjacent rows from the current sequence.

R

< To delete a row

1. Select a row to be deleted by clicking a row number (far left column) or select multiple
adjacent rows to be deleted by clicking and dragging up or down the sample number
column. The Xcalibur application highlights the selected rows.

2. Choose the Delete Row command. The following message appears:

Delete Rows X to X?

3. Click Yes to delete the rows or press the DELETE key on the keyboard. Click No to
cancel the Delete Row command.

Go To Row

Move the cursor in the current sequence to a specified row number. This action is extremely
useful when you are reviewing or modifying a long sequence.

R

% To go to a row in the current sequence

1. Type the number of the line in the Go To Line Number box.
2. Click OK.
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Table 36. Edit menu commands (Sheet 3 of 3)

Command

Fill Down

Description

Copy information from a sample row to a series of rows and avoid repetitive cut-and-paste
operations.

% To copy information from one row to a series of rows

Select the sequence information that you want to copy to the sample rows below
the selected sample row. The Xcalibur data system automatically fills the rows below the
selected row with the selected entries. It only fills rows directly below the selected row.

Browse File Name

4

Select a path and file name that exist on your computer or network. The Xcalibur data
system enters the selected path and file name in the active File Name box. This command is
only active when the cursor is in a Sequence Setup File Name box.

Actions Menu

Note [nscrument Setup and Processing Setup are separate windows that have their own
menus.

The Actions menu commands in the Home Page window change depending on which of the
following views are displayed:

* Roadmap and Real Time Plot

* Sequence Setup

Roadmap and Real Time Plot

Table 37. Actions menu — Roadmap and Real Time Plot commands (Sheet 1 of 3)

Command

Check Disk Space

Description

Determine how much available disk space you have on your disk drive or drives. Click this
icon in the toolbar if this icon has been added to the toolbar.

Start Analysis

>

Start the next run in the Sequence queue.

This command is only available under these conditions:

* when an autosampler is configured

* when an MS Detector contact closure interface is configured

* when the Start When Ready check box is clear in the Start Options area of the Run This
Sample dialog box or the Run Sequence dialog box

Make sure the data system is in the Ready state.
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Table 37. Actions menu — Roadmap and Real Time Plot commands (Sheet 2 of 3)

Command

Stop Analysis

Description

Stop the current analysis. When the current sample has stopped, the data system creates a
raw file for the terminated sample that contains all raw data acquired prior to the time of the
Stop Analysis command. The application then enters the Paused state, as indicated by the
flashing red message to the right of the Sequence box in the Current area in the Status view
of the Home Page window.

To start the next sample in the Sequence queue after a Stop Analysis command, use the
Start Analysis command or click the (depressed) Pause/Resume Analysis button in the
toolbar.

Pause Analysis

¢ Pause

Pause sample list processing when the button appears in the up (not depressed)
position.

The Xcalibur data system changes the appearance of the button from the up (not
depressed) to the down (depressed) state. If a sample list has been downloaded or if
sample data acquisition has started, the data system completes the current sample and
creates a raw file for the sample. The data system then enters the Paused state, as
indicated by the flashing red Paused to the right of the Sequence box in the Current
area in the Status view of the Home Page window.

e Resume

Resume sequence processing. The application starts the next sample in the Sequence
queue.

Devices On

Put the system in the On state when the current sequence is completed. In this state, all
power and flows are maintained at operational levels. Set the Xcalibur data system in the On
state to run another sequence without waiting.

This option has the same effect as choosing the On option in the After Sequence Set System
area in the Run Sequence dialog box in the Sequence Setup view.

Devices Standby

Put the system in the Standby state when the current sequence is completed. Set the
Xcalibur data system in the Standby state to run another sequence with only a short delay of
time. Depending on the instrument, this state turns gas and 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 to the On state.

This option has the same effect as choosing the Standby option in the After Sequence Set
System area in the Run Sequence dialog box.
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Table 37. Actions menu — Roadmap and Real Time Plot commands (Sheet 3 of 3)

Command

Devices Off

Description

Put the system in the Off state when the current sequence is completed. The Off state
indicates that all power to the instrument that can be controlled by the data system is turned
off. This action includes power to all heaters and most subassemblies, but in some cases it
might not include all subassemblies.

This option has the same effect as choosing the Off option in the After Sequence Set System
area in the Run Sequence dialog box.

CAUTION The Off state does not guarantee that all voltages are turned off, nor does it
indicate that all heated components are at room temperature. To perform maintenance on
an instrument, refer to the hardware maintenance manual.

Automatic Devices On

Set the Xcalibur data system to automatically turn on all devices controlled by the
application before starting a data acquisition.

If this command has a check mark to its left, the data system automatically turns on all
devices that are in the Off or Standby state.

If this command does not have a check mark to its left, the data system posts the following
message if you have one or more devices in a Standby or Off state:

One or more devices to be used by this sequence are not ‘On’. The sequence will not
start until all the requested devices are ready. Do you want all the devices to be switched
‘On’? Press ‘Yes to switch devices On, or ‘No’ to continue with devices in the ‘Off’ or in
‘Standby’ state. If you select ‘No’ you will need to select the Devices On command from
the Actions menu before the sequence will proceed.

Reinstate Warnings

Restore the display of messages that you have turned off by selecting the Don’t Ask Again
check box.

Periodically, the Xcalibur application displays a message or dialog box that includes the
following:

I"| Don’t ask again.

If you select this option when you see it, the data system does not display this message
again until you turn warnings back on using the Reinstate Warnings command.

To turn off warnings, select this check box:

IF| Don’t ask again
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Sequence Setup

Table 38. Actions menu — Sequence Setup commands (Sheet 1 of 3)

Command

Check Disk Space

Description

Determine how much available disk space you have on a disk drive.

Run This Sample

ilie

Collect data for one or more consecutive samples selected from the active sequence.

Run Sequence

|§*

Collect data for one or more consecutive samples selected from the active sequence.

Batch Reprocess

B>

Reprocess data for samples selected from the active sequence.

Open [Method] File

Edit either an instrument method or a processing method selected from the Sequence Setup
view.

* Ifyou select an instrument method in the Inst Meth column of the sequence and then
select this command, the data system opens the Instrument Setup view and displays the
selected file so that you can edit parameters.

* Ifyou select a processing method in the Proc Meth column of the sequence and then
select this command, the data system opens the Processing Setup window and displays
the selected file so that you can edit parameters.

This command is only active if you select an instrument method or a processing method.

Start Analysis

>

Start the next run in the Sequence queue.

This command is only available under these conditions:

* when an autosampler is configured

* when an MS Detector contact closure interface is configured

* when the Start When Ready check box is clear in the Start Options area of the Run This
Sample dialog box or the Run Sequence dialog box

Make sure the Xcalibur application is in the Ready state.
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Table 38. Actions menu — Sequence Setup commands (Sheet 2 of 3)

Command

Stop Analysis

Description

Stop the current analysis. When the current sample has stopped, the Xcalibur data system
creates a raw file for the terminated sample that contains all raw data acquired prior to the
time of the Stop Analysis command. The application then enters the Paused state, as
indicated by the flashing red message to the right of the Sequence box in the Current area in
the Status view of the Home Page window.

To start the next sample in the Sequence queue after a Stop Analysis command, use the Start
Analysis command or click the (depressed) Pause/Resume Analysis button in the toolbar.

Pause Analysis

¢ Pause

Pause sample list processing when the button appears in the up (not depressed)
position.

The Xcalibur data system changes the appearance of the button from the up (not
depressed) to the down (depressed) state. If a sample list has been downloaded or if
sample data acquisition has started, the data system completes the current sample and
creates a raw file for the sample. The data system then enters the Paused state, as
indicated by the flashing red Paused to the right of the Sequence box in the Current
area in the Status view of the Home Page window.

¢ Resume

Resume sequence processing. The application starts the next sample in the Sequence
queue.

Devices On

Put the system in the On state when the current sequence is completed. In this state, all
power and flows are maintained at operational levels. Set the data system in the On state to
run another sequence without waiting.

This option has the same effect as choosing the On option in the After Sequence Set System
area in the Run Sequence dialog box in the Sequence Setup view.

Devices Standby

Set the system to the Standby state when the current sequence is completed. Set the data
system in the Standby state to run another sequence with only a short delay of time.
Depending on the instrument, this state turns gas and 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 to the On state.

This option has the same effect as choosing the Standby option in the After Sequence Set
System area in the Run Sequence dialog box.
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Table 38. Actions menu — Sequence Setup commands (Sheet 3 of 3)

Command Description

Devices Off Put the system in the Off state when the current sequence is completed. The Off state
indicates that all power to the instrument that can be controlled by the data system is turned
off. This action includes power to all heaters and most subassemblies, but in some cases it
might not include all subassemblies.

This option has the same effect as choosing the Off option in the After Sequence Set System
area in the Run Sequence dialog box.

CAUTION The Off state does not guarantee that all voltages are turned off, nor does it
indicate that all heated components are at room temperature. To perform maintenance on
an instrument, refer to the hardware maintenance manual.

Automatic Devices On  Set the Xcalibur data system to automatically turn on all devices controlled by the data
system before starting a data acquisition.

If this command has a check mark to its left, the application automatically turns on all
devices that are in the Off or Standby state.

If this command does not have a check mark to its left, the Xcalibur data system posts the
following message if you have one or more devices in a Standby or Off state:

One or more devices to be used by this sequence are not ‘On’. The sequence will not
start until all the requested devices are ready. Do you want all the devices to be switched
‘On’? Press ‘Yes to switch devices On, or ‘No’ to continue with devices in the ‘Off’ or in
‘Standby’ state. If you select ‘No’ you will need to select the Devices On command from
the Actions menu before the sequence will proceed.

Reinstate Warnings Restore the display of messages that you have turned off by selecting the Don’t Ask Again
check box.

Periodically, the Xcalibur application displays a message or dialog box that includes the
following:

I"| Don’t ask again.

If you select this option when you see it, the data system does not display this message
again until you turn warnings back on using the Reinstate Warnings command.

To turn off warnings, select this check box:

IF| Don’t ask again

Note [nstrument Setup and Processing Setup are separate windows that have their own
menus.
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The Tools menu is available only in the Roadmap view of the Home Page window.

Table 39. Tools menu commands

Command Description

Configuration Configure Xcalibur default folders, enter customer information, and change Xcalibur fixed
pitch and proportional pitch fonts.

Queue Manager Monitor processing status.

File Converter

9

Convert files from one file type to another file type.

LCQuan Review quantitative analysis results in the LCQuan™ window.

Library Manager Manage NIST libraries used with NIST searching software and convert libraries between
the ICIS/GCQ/ITS 40, MassLab, NIST, and ANDI-MS formats.

Add Tools Add to or remove programs from the Home Page window menu bar. The Xcalibur

application displays the added programs as menu commands when you choose the Tools
menu from the Home Page window. For example, you can add menu commands to open
Metabolite ID and Windows™ Explorer™ to Tools menu.

Help Menu

Note [nscrument Setup and Processing Setup are separate windows that have their own
menus.

Table 40. Help menu commands

Command Description

Home Page Help Open Xcalibur Help and display help for the Home Page window.
View Help Open Xcalibur Help and display help for the current view.
Xcalibur Help Open Xcalibur Help.

Glossary Open the glossary.

How To Use Online Help ~ Open Help that describes how to use the Help viewer.

About Home Page

Open the About Home Page dialog box. The About Home Page dialog box displays the
installed version number of the Home Page program and the product copyright notice.

Thermo Scientific

Note [nstrument Setup and Processing Setup are separate windows that have their own
menus.
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Toolbars

The Xcalibur Home page has the following toolbars. Click an item for a detailed description
of options available on that menu.

e View Toolbar
* Roadmap Toolbar
* Sequence Editor Toolbar

¢ Plot Toolbar

View Toolbar

Table 41. View toolbar buttons

Button Description
E:i‘.:' Roadmap View View a schematic representation of all Xcalibur windows and their relationships. This
oono

view can be displayed on the right side of the Home Page window. The view appears if
it was previously hidden or hides if it was previously displayed.

Huw Sequence View Create, edit, save, or open a sample sequence.
#&  Real Time Plot View chromatogram and spectrum data for the current sample. Use the Plot tool to
Lol View start, pause, or resume analyses, zoom in or out on the X- or Y-axis, normalize, show

the next scan, or show the previous scan.

El..  Information View Monitor Run Manager status, Xcalibur component statuses, and the acquisition queue.
=1 The Information View has two tabbed pages and is located on the left side of the

window. It can be displayed alongside any of the three main views.

Roadmap Toolbar

Table 42. Roadmap toolbar buttons (Sheet 1 of 2)

Button Description

miime  Instrument Setup  Set up instruments for the Xcalibur application.

i,  DProcessing Setup  Create or modify an Xcalibur process.
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Table 42. Roadmap toolbar buttons (Sheet 2 of 2)

Button

4

Start Analysis

Description

Start the next run in the Sequence queue.

You can review the sample list queue at any time using the Acquisition Queue page of
the Home Page Information view.

This button on the toolbar is only available when an autosampler is configured, a
LC/MS Detector contact closure interface is configured, and the Start When Ready
check box is clear in the Start Options area of the Run Sequence dialog box. Make sure
the Xcalibur data system is in the Ready state.

Stop Analysis

Stop the current sample run immediately. The Xcalibur application creates a raw file for
the terminated sample that contains all raw data prior to the time of the Stop Analysis
command. The data system then enters the Paused state, as indicated by the flashing red
Paused message to the right of the Sequence box in the Current area in the Status view
of the Home Page window.

To start the next sample in the sample list queue after a Stop Analysis command, use the
Start Analysis command or click the (depressed) Pause/Resume Analysis button in
the toolbar.

You can review the sample list queue at any time using the Acquisition Queue page of
the Information view.

Pause/Resume
Sequence Queue

¢ Pause

Pause sample list processing when the button appears in the up (not depressed)
position.

The Xcalibur data system changes the appearance of the button from the up (not
depressed) to the down (depressed) state. If a sample list has been downloaded or if
sample data acquisition has started, the data system completes the current sample
and creates a raw file for the sample. The application then enters the Paused state,
as indicated by the flashing red Paused to the right of the Sequence box in the
Current area in the Status view of the Home Page window.

¢ Resume

Resume sample list processing with the next sample in the sample list queue. The
button changes in appearance from the down (depressed) to the up (not depressed)
state to indicate that the data system is resuming sample list processing.

You can review the sample list queue at any time using the Acquisition Queue page of
the Home Page Information view.

7

4]

Xcalibur Help

View the contents window for Xcalibur Help.
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Sequence Editor Toolbar

Table 43. Sequence Editor toolbar buttons (Sheet 1 of 3)

Button Description

D New Sequence Create a new sequence.

[;’* Open Find and open a file that already exists.

g Save Save the current sequence. If you have not previously saved the current sequence, the

Save As dialog box opens. Specify a location and name for the current sequence.

% Print Select print range and print quality.

Copy Copy selected rows or columns from the sequence to the clipboard.

‘='§ Paste Paste copied sequence rows or columns from the clipboard to the screen.

Undo Cancel your previous action.

5

For example, if you have just deleted an entry or annotation, click to replace the
deleted entry or annotation.

Click to delete an entry or annotation you just finished.

cancels only one previous action.

L Fill Down

Copy sequence information from one selected sample row to one or more other sample
rows without the need for repetitive cut-and-paste operations.

< To fill information in rows

1. Select the sequence information that you want to copy to the sample rows below
the selected sample row.

2. Click the Fill Down button in the Sequence Setup Editor toolbar. The Fill Down
dialog box opens. The Xcalibur application automatically fills the rows below
the selected row with the selected entries. It only fills the rows directly below the
selected row.

l@ Browse File Name

Select a path and file name that already exist on your computer or network. The
Xcalibur data system enters the selected path and file name in the active File Name box.
This button is only active when the cursor is in a Sequence Setup File Name box.

User Labels

Change the heading captions of five information boxes on the Sequence Setup view.
The default caption headings are Study, Client, Laboratory, Company, and Phone.
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Table 43. Sequence Editor toolbar buttons (Sheet 2 of 3)

Button

[ Column
Arrangement

Description

View or hide specific sequence columns.

< To add a displayed column

1. Click the column name in the Available Columns list and click Add. The Xcalibur
application moves the column name to the Displayed Columns list.

2. Click OK. The data system adds the column to the sequence.

% To delete a displayed column

1. Click the column name in the Displayed Columns list and click Remove. The data
system moves the column name to the Available Columns list.

2. Click OK. The data system removes the column from the sequence.

U=U Transfer Row Info

Match samples by either sample ID or by position.

Disk Space

Determine how much available disk space you have on your disk drive or drives.

Run Sample

Collect data for one or more consecutive samples selected from the active sequence.

Eh Run Sequence

Collect data for one or more consecutive samples selected from the active sequence.

Reprocess data for samples selected from the active sequence.

@ Batch Reprocess
’ Start Analysis

Start the next run in the Sequence queue.

You can review the sample list queue at any time using the Acquisition Queue page of
the Home Page Information view.

This button on the toolbar is only available when an autosampler is configured, a
LC/MS Detector contact closure interface is configured, and the Start When Ready
check box is clear in the Start Options area of the Run Sequence dialog box. Make sure
the data system is in the Ready state.

] Stop Analysis

Stop the current analysis. When the current sample has stopped, the Xcalibur
application creates a raw file for the terminated sample that contains all raw data
acquired prior to the time of the Stop Analysis command. The application then enters
the Paused state, as indicated by the flashing red message to the right of the Sequence
box in the Current area in the Status view of the Home Page window.

To start the next sample in the Sequence queue after a Stop Analysis command, use the
Start Analysis command or click the (depressed) Pause/Resume Analysis button in
the toolbar.
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Toolbars

Table 43. Sequence Editor toolbar buttons (Sheet 3 of 3)

Button Description

. . Pause/Resume ¢ Pause

S
equence Queuc Pause sample list processing when the button appears in the up (not depressed)

position.

The Xcalibur data system changes the appearance of the button from the up (not
depressed) to the down (depressed) state. If a sample list has been downloaded or if
sample data acquisition has started, the data system completes the current sample
and creates a raw file for the sample. It then enters the Paused state, as indicated by
the flashing red Paused to the right of the Sequence box in the Current area in the
Status view of the Home Page window.

e Resume

Resume sample list processing with the next sample in the sample list queue. The
button changes in appearance from the down (depressed) to the up (not depressed)
state to indicate that the data system is resuming sample list processing.

You can review the sample list queue at any time using the Acquisition Queue page of
the Home Page Information view.

&) Help Opens Xcalibur Help and display the contents window for the Sequence Setup view.
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B Home Page Reference
Toolbars

Table 44. Plot toolbar buttons (Sheet 1 of 2)

Button
’ Start Analysis

Description

Start the next run in the Sequence queue.

You can review the sample list queue at any time using the Acquisition Queue page of
the Home Page Information view.

This button on the toolbar is only available when an autosampler is configured, a
LC/MS Detector contact closure interface is configured, and the Start When Ready
check box is clear in the Start Options area of the Run Sequence dialog box. Make sure
the data system is in the Ready state.

. Stop Analysis

Stop the current analysis. When the current sample has stopped, the data system creates
a raw file for the terminated sample that contains all raw data acquired prior to the time
of the Stop Analysis command. The data system then enters the Paused state, as
indicated by the flashing red message to the right of the Sequence box in the Current
area in the Status view of the Home Page window.

To start the next sample in the Sequence queue after a Stop Analysis command, use the
Start Analysis command or click the (depressed) Pause/Resume Analysis button in the
toolbar.

. . Pause/Resume
Analysis

¢ Pause

Pause sample list processing when the button appears in the up (not depressed)
position.

The Xcalibur data system changes the appearance of the button from the up (not
depressed) to the down (depressed) state. If a sample list has been downloaded or if
sample data acquisition has started, the data system completes the current sample
and creates a raw file for the sample. The system then enters the Paused state, as
indicated by the flashing red Paused to the right of the Sequence box in the
Current area in the Status view of the Home Page window.

e Resume

Resume sample list processing with the next sample in the sample list queue. The
button changes in appearance from the down (depressed) to the up (not depressed)
state to indicate that the data system is resuming sample list processing.

You can review the sample list queue at any time using the Acquisition Queue page of
the Home Page Information view.

il ZoomInY

To show more detail, zoom in on the Y-axis by a factor of two (2) from the current
baseline. For example, you can change the Y-axis range from 0-100 to 0-50.

il Zoom Out 'Y

To show more data, zoom out on the Y-axis by a factor of two (2). For example, you can
change the Y-axis range from 0-25 to 0-50.
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Toolbars

Table 44. Plot toolbar buttons (Sheet 2 of 2)

Button Description

il Normalize Normalize the intensity scale of the data display to a fixed range on the Y-axis, from
0-25% to 0-100%.

> Zoom In X To show more detail, zoom in on the X-axis by a factor of two (2). For example, you can
change the X-axis range can from 0-20 to 5-15.

<> Zoom Out X To show more data, zoom out on the X-axis by a factor of two (2) from the center. For
example, you can change the X-axis range from 7.5-12.5 to 5-15.

ﬁl Display All View all data on the X-axis or all text in a report. For example, you can change the

X-axis range from 7.5-12.5 to 0-20.

e

Show Previous
Scan

View the previous mass scan with its scan number.

ulg®

Show Next Scan

View the next mass scan with its scan number.

Lock Display

Unlock the data from the instrument so that you can use Xcalibur buttons on the
toolbar or menu commands to review the data. During the time that you are in the
unlocked mode, the data system continues to gather and save all data. In the unlocked
mode, the lock icon in the toolbar appears pushed out.

When the data system begins to analyze a sample, the chromatogram and spectrum
displays in the Home Page window are real time and the data is locked to the
instrument. In the locked mode, the lock icon in the toolbar appears to be pressed in.

To relock the data to the instrument, click ﬂ in the Plot toolbar.

Help

Opens Xcalibur Help and displays the contents window for the Roadmap view of the
Home Page. This window displays procedures, and information topics.
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Xcalibur Dialog Boxes

Xcalibur Dialog Boxes

J Chromatogmm Ranges Dialog Box

* Spectrum Ranges Dialog Box

Chromatogram Ranges Dialog Box

Use the Chromatogram Ranges dialog box to view and edit the mass range, time range, and
other properties of a chromatogram plot:

n Qual Browser, for a ots in the active chromatogram view
o I 1B for all plots in the active ch tog,

* On the Home Page, for the active chromatogram plot in Real Time Plot mode

You can also apply automatic processing options such as smoothing and background
subtraction.

For more information about the Chromatogram Ranges dialog box, refer to the Qualitative
Analysis User Guide.

Spectrum Ranges Dialog Box

Use the Spectrum Ranges dialog box to view and edit the mass range, time, and other
properties of a spectrum plot:

* In Qual Browser, for all plots in the active spectrum view

* On the Home Page, for the active spectrum plot in Real Time Plot mode

You can also apply automatic processing options such as smoothing and background
subtraction.

For more information about the Spectrum Ranges dialog box, refer to the Qualitative Analysis

User Guide.
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Xcalibur Reference Tools

Read this chapter for information about specific tools that work with the Xcalibur data
system.

Contents

* Command Line Arguments
* ExcelExp.exe
e Command Line Format

e XConvert.exe

Command Line Arguments

Use command line arguments to open a file, create a new file, or print a file automatically
from a script or command line. You can do these functions from command lines in the
following locations:

* From the Microsoft Windows Run application (choose Start > Run from the Windows
taskbar).

* From the Sequence Setup view of the Home Page window, choose Actions > Run This
Sample or Actions > Run Sequence. When the Run Sequence dialog box opens, use the
Pre Acquisition or Post Acquisition command line boxes.

* From the Programs view of the Processing Setup window, by using the Program or
Macro Name column.

* From the Microsoft Windows Command Prompt (choose Start > Programs >
Accessories > Command Prompt from the Windows taskbar).
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C Xcalibur Reference Tools
Command Line Arguments

The following is standard syntax for these command lines:

To open an application:

path application

To create a new file in an application:

path application path new filename

To print a file from an application:

path application /p path filename

Where:
path is the absolute pathname.
new filename is the name that you would like to apply to your new file.
filename is the name of an existing file.
application is the application name. The possible applications are:
* HomePage — Home Page window and Sequence Setup view
* InstSetup — Instrument Setup window
* ProcSetup — Processing Setup window
* QuanBrowser — Quan Browser window
* QualBrowser — Qual Browser window
For example, use this syntax to print the file drugx_01.raw:

C:\Xcalibur\system\programs\QualBrowser /p C:\Xcalibur\examples\data\drugx_01.raw

You can omit the application path (pazh) if you are running the command line from within
the data system. For example, to print the file drugx_01.raw, use:

QualBrowser /p C:\Xcalibur\examples\data\drugx_01.raw

If you are running the command line from the Processing Setup window, the program warns
you when you type an invalid program name or path.
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Command Line Arguments

The following table lists the possible command lines. If you have installed the Xcalibur
software to the default location, the pazh before the application is
C:\Xcalibur\system\programs\.

Table 45. Command lines by file type (Sheet 1 of 2)

File Type

Jraw

Example parameters and results

pathQuanBrowser pathfile.raw

Opens the file in the Quan Browser window.

pathQuanBrowser /p pathfile.raw

Opens the file in the Quan Browser window, prints the spectrum and chromatogram, and then closes the
Quan Browser window.

pathQualBrowser pathfile.raw

Opens the file in the Qual Browser window.

path\QualBrowser /p pathfile.raw

Opens the file in the Qual Browser window, prints the spectrum and chromatogram, and then closes the
Qual Browser window.

.sld

pathHomePage pathfile.sld

Opens the file in the Home Page window — Sequence Setup view.

pathHomePage /p pathfile.sld

Opens the file in the Sequence Setup view, and displays the Print Selection dialog box. After you click
OK, the sequence is printed.

.pmd

pathProcSetup pathfile.pmd

Opens the file in the Processing Setup window.

path\ProcSetup /p pathfile.pmd

Opens the file in the Processing Setup window, and displays the Print dialog box. After you click Print,
the processing method is printed.

.meth

pathInstSetup pathfile.meth

Opens the file in the Instrument Setup window.
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ExcelExp.exe

Table 45. Command lines by file type (Sheet 2 of 2)
File Type  Example parameters and results

ISt pathQuanBrowser pathfile.rst

Opens the file in the Quan Browser window.

pathQualBrowser pathfile.rst

Opens the file in the Qual Browser window.

pathQualBrowser /p pathfile.rst

Opens the file in the Qual Browser window, prints the spectrum and chromatogram, and then closes the

Qual Browser window.

ExcelExp.exe

You can create and export summary reports and results file exports that can be opened directly
in Microsoft Excel using the ExcelExp program [ExcelExp.exe].

Note ExcelExp.exe has no user interface and can only be accessed through its command

line.

Command Line Format

The command line for this program has three fields: Export Type, Data Source Path Name,
and Export File Type. The Xcalibur data system names the output file name based on the data
source file name and places it in the same directory as the data source file.

ExcelExp.exe /Eexport type | data source path [Texport file type
/E - Set export type
/F - Path name of file to summarize/export
/T - Set export file format
Export Types (/E):
SUMMARY (for example,  ESUMMARY)

RESULT (for example, /ERESULT)
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ExcelExp.exe

Path Names (/F)

For SUMMARY, this must be the path name of a sequence file (.sld).

For RESULT, this must be the path name of a results file (.rst).

Export File Formats (/T)
XLS (for example, /TXLS)

Note For RESULT exports, the export file will have a .crf extension. You can open this
file directly in Microsoft Excel.

TXT (for example, /TTXT)
CSV (for example, /TCSV)

Use the XLS format whenever possible.

Command Prompt Examples

Choose Start > Run to open the Run dialog box, or choose Start > Programs > Accessories >
Command Prompt to open the Command Prompt dialog box.

* To create a summary report for the steroids sample data set:

c:\xcalibur\system\programs\ExcelExp.exe /ESUMMARY
/Fe:\xcalibur\examples\methods\steroid.sld /TXLS

* To create a result file dump of the steroids15 results file from the Xcalibur
xcalibur\examples\data folder:

c:\xcalibur\system\programs\ExcelExp.exe /ERESULT
/Fc:\xcalibur\examples\data\steroids15.rst /TXLS
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Processing Setup Example

% To create a processing setup

1. From the Road Map view of the Home Page window, choose GoTo > Processing Setup.
The Processing Setup window opens.

2. Click the Programs button in the View bar. The Programs view opens. Select the Enable
check box to activate a row.

3. Double-click the Program or Macro Name box and browse to ExcelExp.exe (see path in
the next step).

4. Type program parameters in the Parameters box.

Note If you use ExcelExp.exe as a Programs entry in a processing method, use the
place holder %F. At the time the program is run, the %F is replaced with the current
results file name. In addition, avoid running /ESUMMARY from ExcelExp.exe. It is
better to create summary reports by batch processing from the Sequence Setup
window by choosing Actions > Batch Reprocess. Select the Print Summary Reports
check box to print a summary report for all of the samples in the current sequence.

Program or Macro Name box:

c:\xcalibur\system\programs\Excel Exp.exe

Parameters box:

/ERESULT /F%F /TXLS

XConvert.exe

This Xcalibur utility program converts source files of one data format to destination files
having a different data format.

Table 46. Data format conversion (Sheet 1 of 2)

Source files Extension
Xcalibur (*.raw)
ICIS (*.dat)
GCQ (*.ms)
Magnum (*.ms)
ANDI (*.cdf)
Mass Lab 2 (*.raw)
Lasermat *")
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C Xcalibur Reference Tools
XConvert.exe

Table 46. Data format conversion (Sheet 2 of 2)

Destination files Extension
Xcalibur (*.raw)
ICIS (*.dat)
ANDI (*.cdf)
Text files (*.txt)

Note The Xcalibur data system does not currently support all interconversion
combinations and posts a message whenever an unsupported conversion is requested.

From the Road Map view of the Home Page window, choose Tools > File Converter. The
Thermo File Converter Dialog Box opens. This is the same dialog box that opens if you
double-click XConvert.exe located in the Xcalibur > System > Programs directory.

You can also run XConvert.exe from the following command lines:

From the Sequence Setup view of the Home Page window, choose Actions > Run This
Sample or Actions > Run Sequence. When the Run Sequence dialog box opens, use the
Pre Acquisition or Post Acquisition command line boxes.

From the Programs view of the Processing Setup window, use the Program or Macro Name
command line box.
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Automatic File Conversion

You can automatically convert and store files as they are created in the data system using the
Xcalibur Convert.exe application and by selecting Run Program in the Action list.

The command line format is:

Path\XConvert /SSource Type ID Destination Type Source Pathl File |O Destination
Directory.

where /SSource Type, /D Destination Type, and Source Pathl File are mandatory. If you are using
this command line in the Programs column of the Processing Setup window, you can omit the
path to XConvert.

These are the currently supported source and destination types:
Source Type: Xcalibur (.raw) file [L], ICIS (.dat) file [I], ANDI (.cdf) file [A]

Destination Type: Xcalibur (.raw) file [L], ICIS (.dat) file [I], ANDI (.cdf) file [A], Text (.txt)
file [T]

Examples:

* To convert a file (myfile.raw), located in the last specified source directory, from Xcalibur
(.raw) file format to ICIS (.dat) file format, use the following command line:

C:\Xcalibur\system\programs\XConvert %R /SL /DI,

where %R is the current raw file in the path.

* To convert a file (myfile.raw) located in C:\Xcalibur\data from Xcalibur (.raw) file format
to ANDI (.cdf) file format, use the following command line:

C:\Xcalibur\system\programs\XConvert /DA /SL %R,
where %R is the current raw file in the path.

* To convert a file (myfile.raw) located in C:\Xcalibur\data from ICIS (.dat) file format to
Xcalibur (.raw) file format with the resulting .raw file being stored in C:\temp, use the
following command line:

C:\Xcalibur\system\programs\XConvert /SI /DL C:\Xcalibur\data\myfile.dat
10 C:\temp
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Home Page 120

Add Programs to Tool menu dialog box 82

Advanced Parameters dialog box
displaying 23
figure 24
note 24

Batch Reprocess Setup dialog box
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creating 40
modifying in Quan Browser 41
calibration levels
modifying in Quan Browser 41
specifying 27
table 29
Calibration Options dialog box
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figure 10
Calibration page
displaying 25
figure 27
chromatograms
selecting trace type 16

Chromatography Options dialog box
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figure 10
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component calibration

Calibration page 25
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identification settings 13
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Detection page
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figure 25
detection, peak, entering parameters for 23
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Edit menu, Home Page 107-108, 112-113, 115, 121
ExcelExp.exe 134
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File Summary Information dialog box
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figure 31
using 36
Finnigan Security Server
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General page 71
Log On page 72

Home Page window 102
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figure 24
note 24
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Instrument menu — Instrument Setup 96

integration, peak
Detection page 22
entering parameters for 22

L

Levels page
displaying 28
figure 28, 30

0

Out Of Date Instrument Drivers Detected dialog box 93

P

Password dialog box 89
peak detection
Detection page 22
entering parameters 22
peak integration
Detection page 22
entering parameters 22
peaks
detection parameters, entering 23
integration parameters, entering 22

setting default identification parameters 19

unresolved 23
percent test 29
procedures

matching scan filters with components 15

processing methods
adding to sequence 34
modifying in Quan Browser 41
saving 31

Processing Setup window
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figure 9
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QC levels
modifying in Quan Browser 41
specifying 27
table 29
Quan Browser window
figure 41-42
modifying processing methods 41
reviewing results 40
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