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Compound Discoverer 3.x to 3.5 Upgrade Instructions

Thermo Scientific™ Compound Discoverer™ is a licensed application. You can use the application for up to
60 days after installation without activating the software license.

To obtain a permanent license or to upgrade from an earlier version of Compound Discoverer, please contact
your Thermo Fisher Scientific Sales person. You can also request a quote via https://thermofisher.com/
compounddiscoverer.

IMPORTANT : Prerequisites for installation:

• The licensing process requires an Internet connection to validate the software license. You can install
the application on a computer without Internet access and complete the activation process on a
computer with Internet access.

• The Compound Discoverer application is supported for US-English Only locale.

• Ensure you have administrator privileges to install or uninstall the Compound Discoverer software.

NOTE : The following versions of the Compound Discoverer application can coexist on the same computer:
1.0, 2.0, 2.1, 3.0, 3.1, 3.2, 3.3 SP3, 3.4 and 3.5.

IMPORTANT : To directly upgrade to Compound Discoverer 3.5, you must be currently using version 3.1 or
later.

If you are using an earlier version, you must first upgrade to Compound Discoverer 3.1 (or later) and then
upgrade to version 3.5.

See the following topics for details on how to install the Compound Discoverer 3.5 application:

• System requirements

• Types of installers

• Obtain the executable for installing the Compound Discoverer

• Install the Compound Discoverer application

• (Optional) Configure Compound Discoverer with Ardia

• Configure and use mzCloud

• Install the mzVault 2.3 SP1 application

• NIST MS Library (GC) for GC EI Orbitrap data

• NIST 2023 MS/MS library for LC‑MS/MS data

• Activate the software license

https://thermofisher.com/compounddiscoverer
https://thermofisher.com/compounddiscoverer
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System requirements

The Compound Discoverer application has specific minimum requirements that need to be met in order for it
to operate effectively. For details, see these topics:

• Data files

• System requirements for the data processing computer

• Recommended hardware configurations

Data files

The Compound Discoverer 3.5 application can process data files produced by high-resolution accurate-mass
(HRAM) Thermo Scientific™ instruments, such as the Orbitrap Astral™, Orbitrap IQ-X™, Orbitrap ID-X™,
Orbitrap Fusion™, Orbitrap Exploris™, Orbitrap Excedion™ Pro, Q Exactive™, and Exactive™ mass
spectrometers.

System requirements for the data processing computer

The following table describes the minimum system requirements for the data processing computer operation.

Table 1 System requirements for the data processing computer

System Requirements

Hardware • 3.4 GHz quad-core processor

• 16 GB RAM

• 500 GB hard drive

• USB port

• Display monitor resolution of 1920 × 1080 pixels

Software • The operating system must be either Windows™ 10, 64-bit or
Windows 11, 64-bit

• Microsoft .NET Framework 4.8.0

• Microsoft .NET SDK 8.0.404 or later (>= 8.0.404, < 9.x)

• Microsoft Office 2013 or later

• PDF reader

• Google Chrome version 81.0 or later

Computer settings • To run processing workflows with online mass spectral database
searches, the computer must have unblocked access to the mass
spectral databases on the internet.

• The computer must have the correct time and date settings and be
synchronized with internet time.
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Recommended hardware configurations

The following table describes the recommended hardware configurations for enhanced performance.

Table 2 Recommended hardware configurations

System Requirements

Hardware • Dual 24-core processor (for example, 2x Intel™ Xeon™ Gold 6240R
CPU)

• 96 GB RAM

• Solid-state disk (SSD) hard drive of different storage space:

– One 1 TB SSD hard drive for operating system

– Two 2 TB SSD hard drives for CD result file storage

– Three 4 TB HDD (conventional disk) hard drives for data storage

• USB port

• Two 27 in. UHD monitors, each with a resolution of 3840 × 2160
pixels

Types of installers

The Thermo Compound Discoverer 3.5 installation executable includes three installers.

Table 3 Types of installers

Type of installer Description

The Thermo Compound Discoverer 3.5 installer Installs the Compound Discoverer application.

The Thermo mzCloud™ Offline Library installer Installs 15 mzVault™ libraries that are September
2025 snapshots of the online mzCloud mass spectral
database.

The Thermo mzVault 2.3 SP1 installer Installs the mzVault application.

Obtain the executable for installing the Compound Discoverer

Perform either of the procedures in the following table to obtain the executable for installing the Compound
Discoverer application.

NOTE : To run the installer, you must have administrator rights.
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Compound Discoverer 3.5 will primarily be distributed electronically. To install, Thermo Fisher Scientific
recommends downloading the full Compound Discoverer 3.5 medium from the Thermo Fisher Download
Portal (https://thermofisher.com/download). Here you can find the installers for Compound Discoverer 3.5
and previous versions of the software.

NOTE : The Life Sciences Mass Spectrometry Software Download and Licensing Portal (Flexnet Operations
portal or Flexera) is changing to a new Thermo Fisher Download Portal that will require each customer to
have an account. If you have an existing Thermo Fisher portal account, you do not need to create a new
one. If you navigate to the original Flexnet Operations link, you will be automatically redirected to the new
URL for the Thermo Fisher Download Portal.

Table 4 Procedure to obtain the executable for installing the Compound Discoverer application

Task Procedure

Obtain the executable from the
Compound Discoverer USB
flash drive

Procedure

1. Insert the Compound Discoverer USB flash drive into a USB port on
your computer.

2. Open File Explorer and select the USB drive to view its contents.

3. Locate the executable: XStart_Compound Discoverer.exe.

Obtain the executable from the
Thermo Fisher SW Download
Portal

Procedure

1. Open the SW Download Portal at https://thermofisher.com/download.

2. Enter your login ID and password (you will need to register on the first
use).

3. Navigate to Application – Compound Discoverer on the home page
or select Product Search.

4. If using Product Search, enter Compound Discoverer 3.5.

5. Select the row for Compound Discoverer 3.5.

6. Download and install the Thermo Compound Discoverer 3.5.exe
application.

Install the Compound Discoverer application

Follow this procedure to install the Compound Discoverer application.

IMPORTANT : To directly upgrade to Compound Discoverer 3.5, you must be currently using version 3.1 or
later.

If you are using an earlier version, you must first upgrade to Compound Discoverer 3.1 (or later) and then
upgrade to version 3.5.

Procedure

1. Obtain the executable for installing the Compound Discoverer.

https://thermofisher.com/download
https://thermofisher.com/download
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2. Double-click XStart_Compound Discoverer.exe.

The installation wizard opens.

NOTE : If the Windows Security message "Do you want to allow public and private networks to access this
app?" appears during installation, select Allow to proceed.

3. Select Compound Discoverer 3.5.

The Thermo Compound Discoverer 3.5 Setup dialog box opens with the License Agreement page
displayed by default.

Figure 1 License Agreement page

4. Select the I Agree to the License and Trial License Terms and Conditions checkbox.

5. (Optional) Select the System Requirements tab to open the corresponding page where you can check
whether your system meets the minimum requirements.
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Figure 2 System Requirements page

NOTE : By default, Compound Discoverer is installed in the directory: C:\Program
Files\Thermo\Compound Discoverer 3.5. However, with administrative rights you can modify the
default installation path.

6. (Optional) To change the installation directory, navigate to the Options tab in the Setup dialog box and
specify the desired directory path in the text box.

7. Select Install.

8. At the prompt, select Yes.

The installation starts.

9. (Optional) When the Successfully Installed screen appears, select IQ Report to view the Installation
Qualification report.

10. Select Close to close the installation wizard.

(Optional) Configure Compound Discoverer with Ardia

The Thermo Scientific™ Ardia™ Platform version 1.1 is an integrated application and data platform that
facilitates the storage, management, analysis, and sharing of chromatography and mass spectrometry data.
The Ardia Platform is deployed on one of three different Linux servers, and that server is physically installed in
the same local network as the mass spectrometer and data analysis PCs.

To learn more about the Ardia Platform, visit the Ardia home page: 
www.thermofisher.com/us/en/home/digital-solutions/ardia-platform.html

Configure and use mzCloud

Follow the procedures in the following topics to create, set up, and manage your mzCloud account:

• Create a new mzCloud account.

• Register the Compound Discoverer application to mzCloud.
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Create a new mzCloud account

You must have an mzCloud account to use the mzCloud web service feature in the Compound Discoverer
application.

Procedure

1. Go to https://beta.mzcloud.org/DataViewer/app/register.

2. Enter basic information as follows:

a. In the Email box, enter your email ID.

b. Under Captcha, select the I'm Not a Robot checkbox.

c. Select either Sign Up with your Institution Email or Continue with Google or Continue with
Facebook to sign up for mzCloud with that account.

Figure 3 mzCloud before logging in

The mzCloud website redirects you to a page with login dialog box.

3. Log in with your account credentials as follows:

a. Enter your username and select Continue.

b. Follow the instructions of the sign-in prompt to verify your account details.

The Profile Information page opens.

https://beta.mzcloud.org/DataViewer/app/register
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Figure 4 mzCloud Profile Information page

c. Enter your details and select Next.

Your mzCloud account setup is complete, and you can now use the mzCloud web service feature in
the Compound Discoverer application.

4. (Optional) Do the following to change your password:

a. Select Change Password Here.

b. Enter your current password and your new password in the respective boxes.

c. Select Change Password.

5. (Optional) If you do not remember your password, do the following to reset your password:

a. Select Reset Password.

b. Enter the email address associated with your mzCloud account.

Instructions to reset your password are sent to the entered email address.

c. Follow the instructions in the email and reset your password.

Figure 5 mzCloud after logging in
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Register the Compound Discoverer application to mzCloud

Compound Discoverer establishes a secure connection to the mzCloud web service. This is achieved via an
initial login to register the Compound Discoverer application to the mzCloud cloud service.

The Compound Discoverer application needs to be registered only once with the mzCloud cloud service.
Without registering, you cannot use the mzCloud cloud service in workflows.

Prerequisites

ü You must have internet access.

ü You must have an mzCloud account and have those credentials available. See Create a new mzCloud
account.

Procedure

1. From the application menu bar, select Help > Configuration.

The Configuration page opens.

2. In the left pane, select mzCloud Settings.

The Registration to mzCloud pane opens to the right.

Figure 6 Registration to mzCloud pane before registration

3. Select Register.

A new web browser window opens.

4. Enter your mzCloud account credentials.

Register to mzCloud Service dialog box opens.

5. Select OK and then restart the application.

The Compound Discoverer application successfully registers with the mzCloud cloud service after you
restart the application. View the server status and other details in the Registration to mzCloud pane.
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Figure 7 Registration to mzCloud pane displaying service status

Install the mzVault 2.3 SP1 application

The Compound Discover installer includes an installer for the mzVault application. You can install the mzVault
2.3 SP1 application to create mass spectral libraries from your own data that you acquired with a high-
resolution accurate-mass (HRAM) Thermo Scientific mass spectrometer.

Procedure

1. Open the Compound Discoverer installer as follows:

a. Locate the XStart_Compound Discoverer executable.

NOTE : You can find the executable on the USB drive provided in the Compound Discoverer application
media or in the .zip file that you downloaded from the product download website.

b. Double-click XStart_Compound Discoverer.exe.

2. Select mzVault 2.3 SP1.

The Thermo mzVault Installshield Wizard opens.
If your computer meets the minimum requirements, the Next button becomes available.

NOTE : If you have an earlier version of the application, follow the instructions to remove it, and then restart
the mzVault 2.3 SP1 installer.

NOTE : If the Windows Security message "Do you want to allow public and private networks to access this
app?" appears during installation, select Allow to proceed.

3. Select Next to continue.

4. When the installation is complete, select Finish.
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NIST MS Library (GC) for GC EI Orbitrap data

In order to perform a library search in the GC EI workflow, the NIST MS Library (GC) must be installed on the
processing computer.

The latest version is the NIST 2023 MS (GC) Library, however earlier versions (such as 2020 or 2017) are also
compatible with Compound Discoverer.

IMPORTANT : The NIST MS Library (GC) is not included with the Compound Discover installer. The NIST 2023
MS (GC) Library can be ordered through your local Thermo Scientific account manager.

However, Thermo Scientific installs a demo version of the NIST 2023 MS (GC) Library, as well as GC
Orbitrap-associated libraries, on all Orbitrap Exploris GC instrument PCs during the installation process.
You can copy these associated libraries onto any processing computer with the NIST MS (GC) Library
installed for use with GC EI analyses.

When adding the NIST MS (GC) Library, ensure that the directory location is C:\NIST23\MSSEARCH.

For more information on the NIST MS (GC) Library, go to https://chemdata.nist.gov/.

NIST 2023 MS/MS library for LC‑MS/MS data

Customers who purchased an LC/MS system from Thermo Fisher Scientific on or after June 2, 2023 are
eligible for a free copy of the NIST 2023 MS/MS library. You can obtain a compatible version (which has been
converted to the mzVault format) for use in the Compound Discoverer application by sending an email
message to ThermoMSLicensing@thermofisher.com. Include the sales order number or the purchase order
number for the instrument in the email.

Customers who purchased the NIST 2023 library elsewhere can obtain the converted version for use in the
Compound Discoverer application by sending proof of purchase of the library to
ThermoMSLicensing@thermofisher.com.

https://chemdata.nist.gov/
mailto:ThermoMSLicensing@thermofisher.com
mailto:ThermoMSLicensing@thermofisher.com
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Activate the software license

You can activate your Compound Discoverer 3.5 software license using the license initialization code (LIC),
which generates a license activation code (LAC).

Procedure

1. If you have not received the LIC, locate or request the code.

2. Enter user information and license initialization code.

3. Follow one of these topics:

• Activate the license on an online computer.

• Activate the license on an offline computer.

Locate or request the license initialization code

If you cannot find the email mentioned in Enter user information and license initialization code, you can still
locate the license initialization code (LIC) or request the code from Licensing.

Procedure

1. Look for the email in your junk email folder.

2. If you cannot find the email, send an email message to Licensing at
ThermoMSLicensing@thermofisher.com, and include the following information in the body of the
message:

• Software name: Compound Discoverer

• Sales order number or purchase order number

• End user name

• End user email

Enter user information and license initialization code

Prerequisites

ü You must know the license initialization code (LIC) to activate your Compound Discoverer 3.5 license.
Within one week of ordering the software, Thermo MS Licensing sends you an email that contains the
LIC. The email subject line is as follows: Your Order Is Ready.

ü If you have not already received your activation code, locate or request the license intialization code.

Procedure

1. From the application menu bar, select Help > License Manager.

The License Manager page opens in the application window.

2. On the License Manager page, select Activate.

The License Activation dialog box opens.

mailto:ThermoMSLicensing@thermofisher.com
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Figure 8 License Activation dialog box

3. In the License Activation dialog box, enter the following:

• Your country

• Your full name

• Your contact email address

• Your company name

• Your contact phone number

• The license initialization code (LIC)

4. (Optional) Select the checkbox to consent to receive email messages from Thermo Fisher Scientific at
the provided email address.

5. Depending on whether your processing computer is connected to the Internet, continue with one of
these topics:

• Activate the license on an offline computer

• Activate the license on an online computer

Activate the license on an online computer

Continue with this procedure to activate your Compound Discoverer 3.5 license on a computer with Internet
connection.

Prerequisites

ü You have entered the user information and license initialization code (LIC) in the License Activation dialog
box. See Enter user information and license initialization code.
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Procedure

1. In the License Activation dialog box, select Online Activation to process the LIC.

A dialog box appears with the message “New features/nodes will be available after application restart.”

2. At the prompt, select OK and restart the application.

Figure 9 License activation confirmation/restart application dialog box

This completes the online license activation process. You can view the license information in the License
Manager.

Activate the license on an offline computer

Continue with this procedure to activate your Compound Discoverer 3.5 license on a computer without
Internet connection. This procedure does not require the processing computer to have an Internet
connection, but you do need an online device to initiate the license activation.

Prerequisites

ü You have entered the user information and license initialization code (LIC) in the License Activation dialog
box. See Enter user information and license initialization code.

Procedure

1. Select Offline Activation.

The Offline Activation dialog box opens, displaying a URL and a QR code and several code fields.

In the dialog box, the license initialization code (LIC) and license request code (LRC) fields are
automatically populated. The license activation code (LAC) field is empty.
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Figure 10 Offline License Activation dialog box

2. On a device with Internet connection, do either of the following:

• Scan the QR code and open the associated URL.

• Enter the URL in the Internet browser.

The Compound Discoverer 3.5 Offline Activation web page opens.

Figure 11 License Activation web page

3. On the web page, enter the following information:

• The license request code (LRC) (automatically populated)

• Your country

• Your full name

• Your contact email address

• Your company name

• Your contact phone number

4. (Optional) Select the checkbox to consent to receive email messages from Thermo Fisher Scientific at
the provided email address.
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5. Select Activate License.

The license activation code (LAC) is generated.

Figure 12 License Activation confirmation page

6. On the offline processing computer, enter the generated LAC code in the Office Activation dialog box.

7. Select Activate License.

A dialog box appears with the message “New features/nodes will be available after application restart.”

Figure 13 License activation confirmation/restart application dialog box

8. At the prompt, select OK and restart the application.

This completes the offline license activation process. You can view the license information in the License
Manager.

Legal notices

© 2025 Thermo Fisher Scientific Inc. All rights reserved.

All trademarks are the property of Thermo Fisher Scientific and its subsidiaries unless otherwise specified.

Active Directory, Azure, Edge, Excel, Microsoft, and Windows are trademarks of Microsoft Corporation.

Flexera is a trademark of Flexera Software, Inc.

Intel, Core, and Xeon are trademarks of the Intel Corporation.

NIST is a trademark of the National Institute of Standards and Technology.

ChemSpider is a trademark of ChemZoo, Inc.

Disclaimer

Thermo Fisher Scientific Inc. provides this document to its customers with a product purchase to use in the
product operation. This document is copyright protected and any reproduction of the whole or any part of
this document is strictly prohibited, except with the written authorization of Thermo Fisher Scientific Inc.
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The contents of this document are subject to change without notice. All technical information in this
document is for reference purposes only. System configurations and specifications in this document
supersede all previous information received by the purchaser.

This document is not part of any sales contract between Thermo Fisher Scientific Inc. and a purchaser. This
document shall in no way govern or modify any Terms and Conditions of Sale, which Terms and Conditions
of Sale shall govern all conflicting information between the two documents.

For Research Use Only. Not for use in diagnostic procedures.
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