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Your ecosystem for large-scale 
computations.
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0. Before You Start
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Your container should be 
deployed and running

If you are not familiar with installation 
or deployment of HPSee, refer to the

 “HPSee Deployment Guide”

https://www.biosolveit.de/HPSee/DeploymentGuide.pdf
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1. Admin Dashboard
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Go to this address on a web browser to access the admin dashboard. 
Fill in with your machine’s hostname and the port you used while 
deploying HPSee.

Login with admin credentials: 
username and password as ‘admin’.
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Open/Close 
Menu Bar

• Light/Dark mode
• Legal notice
• Logout

Check your license validity. Certain 
tasks may not require all the license.
For example: Remote Docking 
requires FlexX and Hydescorer only.

Version and build 
information.

Overview of current number 
of users, Chemical Spaces and 
chemical libraries uploaded 
on the server.

Session expires
automatically
after 8 hours.

Menu bar to 
access the pages
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Admin can 
add/remove users 
in this page.

Refresh

Current users’ information 
gets stored in the table.
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Add User

You can grant admin 
rights to the users.
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Created user is 
listed.
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Admin/users with admin rights
can upload chemical libraries.
They must be in *.sdf format with
defined 3D coordinates.

Note: Calculation results from
workflows are also stored as libraries.

Use the Conformator tool
to generate 3D coordinates.

https://www.biosolveit.de/download/?product=conformator
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To upload a chemical library, click on the “+“ 

icon, browse and upload an *.sdf file.
You may optionally add a description as well.



13BioSolveIT © 2024

Follow the message. 
Click refresh to see the
uploaded library.

This library can now be accessed in
SeeSAR‘s external Docking Mode.

Delete library
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Chemical Spaces can be screened in a future release of
SeeSAR with the novel Chemical Space Docking Mode.

The current versions do not support Chemical Space Docking.
Only enumerated, *.sdf format libraries can be virtually
screened with SeeSAR‘s Remote Docking Mode.

Chemical Spaces with *.space 
format can be uploaded in this page.



2. Connect to SeeSAR

To perform Remote Docking from SeeSAR, it
must be first connected to the HPSee server.
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Open the appropriate SeeSAR version that 
supports Remote Docking (13.1+).
Go to “System” and select “Web Service”.
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Type in your machine’s 
hostname and port that 
you used while installing 
HPSee.

Provide user details. It 
must be previously 
created using the admin 
dashboard.

Test to check if server 
and login credentials are 
valid. If valid, the green 
bar shows “successful” 
access to HPSee. 

Click Apply.
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3. Remote Docking
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Remote Docking can be 
accessed by hovering the 
cursor to the right side of 
the Docking icon.
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Chemical libraries previously 
uploaded using the Dashboard 
can be selected as docking library.

Select ‘Libraries’
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You can select which parameters 
should be calculated for the docking 
run in the settings.
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4. Advanced Usage

Relevant solely for professionals 
intrigued by the behind-the-scenes view 
and those familiar with Swagger.
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Go to this address on a web browser to access 
the Swagger interface.
Fill in with your machine’s hostname and the 
port you used while deploying HPSee.

To copy:
http://<hostname>:<port>/swagger/index.html

HPSee provides a list of the API calls via 
Swagger interface. If your needs exceed 
beyond the admin dashboard, you can 
perform API calls directly via Swagger.
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For example, to check all the currently 
running, previously run and queued 
worfkflows, execute this command.
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Enjoy your high-
performance computing 
adventures with HPSee!

Have fun and enjoy your 
interactive drug discovery 

journey with SeeSAR!

If you have any problems, 
please reach out to us:
support@biosolveit.de 
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