README

Introductory Notes

To properly display the class-specific density maps (”.dx” files), we advise the reader to
use PyMOL. The instructions in this README were developed with Open-Source PyMOL
Version 2.3.0. Please note that the GUI and function/command names might differ for
different versions of PyMOL. The next Figure shows the start screen of a properly working

version of PyMOL.
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Loading the Files

The files provided are the complete class-specific density maps as discussed in this work. For
orientation, a template structure is provided as a ”.mol2” file (template.mol2, PDB: 1F88).
If the reader wishes to align their own receptor structures to these maps, they can do this by
loading their structure and align it to the provided template structure. Via ”File — Open...”
the reader can load the ”.dx” files and the ”.mol2” file directly into PyMOL.
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After loading the files, they should appear as objects on the right of the PyMOL GUI
window. Furthermore, the template receptor structure should be visible. If this is not the
case, please activate the structure by clicking on the object name on the right of the window.
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Showing the Density Maps

Next, show the density map of choice (e.g. the class A density map) by typing into the
command line:

volume class_a_volume, class_a

This will create a new volume object called “volume_class_a” which then appears as an object
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to the right of the window. If it does not show up, please investigate whether the command
was typed in correctly. As before, please also check whether the object is activated or not.
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PYMOL> [volume class_a_volume, ciass_a

Finally, adjust the densities by opening the volume colour panel. You will find this next
to the volume object “class_a_volume” as a rainbow-coloured box with a “C” inside. Click
on it and chose “panel”.
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PyMOL> [volume dass_a_volume, cass_a ]

Then, adjust the x-axis cut-off, y-axis alpha value and colours according to your pref-
erences. The points can be dragged around by using the left mouse button. Furthermore,
points can be added or removed also by using the left mouse button or by clicking the mouse
wheel, respectively. We advise the user to use an x-axis cut-off of approximately 80% of the
maximum value (here: 35-44). This will ensure that the hotspots will be clearly visible.
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