Xcalibur 4.6 Release Notes

These release notes briefly list changes in the Xcalibur™ 4.6 software, fixes to previously reported issues, and known
issues still existing in the Xcalibur 4.6 software release.
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For information on installing the Xcalibur 4.6 application, refer to the DVD insert. For information on using the
Xcalibur 4.6 software, refer to the manuals available as PDF files or the application Help.

Features This release is a minor version release that incorporates a number of new and enhanced features and resolves bugs
listed in Resolved issues.

New features in this release include the following:

* AcquireX Ab for biopharma customers
¢ Fully customizable workflow
* Ability to submit different types of AcquireX Ab workflows in the same sequence
* Integration of Mass Analyzer algorithm for component detection
* Ability to reuse exclusion/inclusion lists in subsequent groups
¢ Use of MSn methods for exclusion/inclusion generation

* AcquireX custom workflows for small molecule customers
¢ Ability to submit different types of AcquireX Ab workflows in the same sequence
¢ Ability to reuse combined exclusion/inclusion lists in subsequent groups

* Fixes for deferred bugs and enhancements

System The following are the minimum required and recommended data system computer hardware and software
requirements configurations for operation of the Xcalibur 4.6 application.
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Important
information

System Requirements
Hardware ¢ (Recommended) 3.1 GHz Quad core processor with 16 GB RAM

* Video card and monitor capable of 1920 x 1080 resolution
¢ 1 TB hard drive
¢ DVD drive

Software * Microsoft™ Windows™ 10 Enterprise 2016 LTSB or 2019 LTSC or Windows 10 x 64 IoT

Enterprise LTSC 2019 OS
¢ NET Framework 4.8
¢ Thermo Foundation™ 3.1 SP9 or later
¢ Microsoft Office 20132
* Operating system: US English
¢ Adobe™ Reader™ 20.9

? Required if using XReport™ or Quan Browser

General

Xcalibur 4.6 does not require a license key but is still subject to the End User License Agreement (EULA). You can
install Xcalibur 4.6 on systems running Windows 10 (see System requirements for details).

Installation

You must have administrator rights to install Xcalibur software on your computer.

Xcalibur 4.6 installs Thermo Foundation version 3.1 SP9 (build 3.1.335), Xcalibur 4.6 (build 4.6.67.16),
FreeStyle™ 1.8 SP2 (build 1.8.63), and Almanac agent 1.8 (build 1.8.304.4). Any older versions of the above

applications are removed prior to installation.

See below for detailed installation instructions.

To perform a new installation of Xcalibur 4.6
To upgrade an existing installation of Xcalibur 4.4 or Xcalibur 4.5

To upgrade an installation of Xcalibur 4.3 and earlier*

To perform a new installation of Xcalibur 4.6

1. Click ThermoLauncher.exe.
2. Click Adobe Reader 20.9 to install the Adobe Reader application.
3. Click Xcalibur 4.6.

Xcalibur 4.6 installs on the data system computer and includes Foundation 3.1 SP9, FreeStyle 1.8 SP2 software,
and Almanac agent 1.8. During installation, the installer may have to install NET 4.8, which requires a
computer restart. After the computer restarts, Xcalibur installation should continue; if not, double-click on the
installer again.

(For users of mzVault™ with FreeStyle only) Click mzVault 2.3 SP1 to install the Thermo mzVault 2.3 SP1
application.

(For users of NIST with FreeStyle or Qual Browser only) Click NIST to install the NIST™ MS Search Program
2.3 application.

For the data acquisition system, verify and install compatible instrument drivers such as the MS driver, SII for
Xcalibur, and/or LC devices software. It is recommended to contact your field service engineer for the correct
version.

(Optional) Install TraceFinder if required. Refer to the TraceFinder installation instructions.

To upgrade an existing installation of Xcalibur 4.4 or Xcalibur 4.5

1. Using the Foundation Instrument Configuration window, remove all configured instruments.

Click ThermoLauncher.exe.

3. Click Adobe Reader 20.9 to install the Adobe Reader application.




Resolved
issues

Click Xcalibur 4.6 and proceed as follows:

a. Follow the installer instructions and uninstall older versions of FreeStyle, Almanac, Xcalibur, and
Foundation. Continue installing Foundation 3.1 SP9, Almanac 1.8, Xcalibur 4.6, and FreeStyle 1.8 SP2.

b. When prompted, restart the data system computer.

(For users of mzVault™ with FreeStyle only) Click mzVault 2.3 SP1 to install the Thermo mzVault 2.3 SP1
application.

(For users of NIST with FreeStyle or Qual Browser only) Click NIST to install the NIST™ MS Search Program
2.3 application.

To upgrade an installation of Xcalibur 4.3 and earlier*

1. Using the Foundation Instrument Configuration window, remove all configured instruments.

For a data acquisition system, uninstall the following items from the Control Panel:
e MS driver
e SII for Xcalibur / LC device driver
¢ TraceFinder (if installed)
¢ Xcalibur
¢ Foundation
When prompted, restart the data system computer.
Install Xcalibur 4.6 by following the procedure To perform a new installation of Xcalibur 4.6.

Install any compatible updated MS drivers, SII for Xcalibur / LC device driver, and TraceFinder (optional).

* It is recommended that a Thermo Fisher Scientific field service engineer performs this upgrade.

Note Microsoft ended Windows 7 support on January 14, 2020. Because Microsoft is no longer issuing security
updates and fixes, Thermo Fisher Scientific no longer formally supports Xcalibur under Windows 7.

Table 1 and Table 2 describe the defects that were resolved in the Xcalibur 4.6 release. The tables exclude Help issues
and any cosmetic fixes. In some cases, the abstract has been amended or extended from the original to better describe

th

e reported issue. Both an engineering fix and follow-up testing (verified by our product evaluation department)

have resolved these issues.

Table 1. Resolved issues
Item ID Abstract Severity
288332 Message change for Instrument Compatibility check at submission. Low
285029 Xecalibur installation UI message updated. Low
287365 Able to run AcquireX without performing dependent scan on most intense ions. Medium
241719/  Message displayed at preacquisition state of injection if MSn template has reached Low

241716 130K.

Table 2. Resolved issues in Foundation 3.1 SP9
Item ID Abstract Severity
85332 Missing Foundation log entries after installing without Xcalibur_system acct. Medium
85337 Applications signed with weak algorithms. Medium
85335 “Unhandled exception” error observed during beta testing TSQ-F-10244. Medium




Known issues

Suggested recovery actions

For some issues, restarting the application is the appropriate recovery action.

In some cases (particularly issues that arise during data acquisition), restarting applications such as the Home
Page might not ensure complete recovery. Typically, restarting the PC resolves issues, or opening and then closing
the Foundation Instrument Configuration, but some devices with error conditions might require power cycling.

In some instances QuanBrowser might disappear from Xcalibur under Microsoft Windows 10. This is a result of
a missing or incompatible universal C runtime library from Microsoft. To resolve this issue, install Windows 10

SDK b26624 with all of the default options enabled.

When configuring instruments under Xcalibur 4.6 for the first time after a clean installation, the user might
encounter the message “Acquisition service is not running”. This can be resolved by rebooting the data system.

Xcalibur requires Microsoft Office 2013 to export reports to Microsoft Excel format. Office applications from
other vendors and Office 365 are not supported.

Due to changes in Microsoft Windows, the Xcalibur installation cannot associate RAW files with FreeStyle. This
must be changed manually by the user.

If power is lost during AcquireX acquisition, the system will revert to running the sequence without data
processing related automation. Reboot the system and restart the acquisition.

If Xcalibur is installed on a data system PC that shares the same name as another on the domain, an error
message might pop up during installation. Click OK to close the error message, and then the installation will
continue and complete. Ideally, the computer name should be unique in the domain.

If clicking on a tab in processing setup application results in a MBCS error, open the Windows 10 Control Panel
regional settings, and from the Change System Locale dialog box, clear the Beta: Use Unicode UTF-8 for
worldwide language support check box, and then restart the data system.

Note Refer to Windows 10 documentation for details on how to access the Windows regional settings, if

needed.

Feature requests and other removed items

Issues are excluded when there is insufficient information logged to successfully reproduce the reported problem.

Feature requests are not listed as software issues regardless of the reported significance or severity of the request.
Product managers evaluate logged feature requests for future releases.

Only discrepancies in the documented software are reported as known issues.

Terminology

Table 3 describes the terms and meanings of the severity levels used in this document. Table 4 describes the terms

and meanings of the risk levels used in this document.

Table 3. Severity level terminology

Severity Interpretation

Critical A problem that renders the system unusable because either an entire function is unusable and

no workaround exists, or use of the current system compromises data integrity or results in data
loss. Catastrophic problems also include significant and non-obvious quantitative errors, and all
human and instrument safety issues.

High A serious issue that does not affect data integrity (meaning data loss, corruption of data, or the

wrong answer), but affects the customer’s ability to use the product as designed. It can be a
failure, design issue, or documentation error or omission. A workaround might or might not

exist.
Medium A minor error or poor behavior of a product feature. There is probably a workaround.
Low An issue that has a limited effect on customer usage of the product; for defects with visibility so

low that a customer might never see it; or for ease of use issues or other items not causing any
performance degradation.




Table 4. Risk level terminology

Risk Interpretation

High Occurrence is likely to happen and can compromise operation.

Medium Occurrence is uncommon, but could compromise operation if it occurs.

Low Issue is minor; however, the software could operate differently from a user’s expectations.
A workaround might be available.

No Risk This issue causes no problem but is commonly an inconsistency or cosmetic issue.

Known defects

Table 5 contains known software defects identified by ID number, a brief abstract, and severity level. The Item ID is
the internal number assigned to each issue. Product management assesses risk, which can differ significantly from the
reported severity.

Table 5. Known defects

Item ID Abstract Risk
245044  When the devices are in standby mode and the user submits a sequence for Low
acquisition, the message that one or more devices are not turned on is missing.
251447  Print option is not available from the sequence view. Low
150890  Incorrect method is referenced in AcquireX error message during submission ~ Low
failure.
292252  “Skipped” shows in Ul for upcoming ID injections if previous ID injections Low
were skipped due to no modifications to the lists. The is a Ul error and does
not affect data collection.
271984  AX-CompoundName from template method is lost in ID method. Low
236670  Some of the components are not identified during AX run. Medium




Trademarks

AcquireX, Almanac, Exploris, Foundation, FreeStyle, EASY-nL.C, Orbitrap, XReport, and mzVault are trademarks;
and Xcalibur is a registered trademark of Thermo Fisher Scientific Inc. in the United States.

Microsoft, Windows, and Excel are registered trademarks of Microsoft Corporation in the United States and other

countries. Adobe, Acrobat, and Reader are registered trademarks of Adobe Systems Inc. in the United States and
other countries.

NIST is a registered trademark of the National Institute of Standards and Technology in the United States.

All other trademarks are the property of Thermo Fisher Scientific Inc. and its subsidiaries.
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