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ICM 3D LIGAND EDITOR: SETUP 
ICM-Chemist-Pro



How to setup the ligand in the ICM 3D 
Ligand Editor.

2. Click on the 
άƭƛƎŀƴŘέ ǘŀō3. Click here

1. Read in a ligand molecule or PDB file. 

4. Enter the name of the 
ligand using ICM 
selection language or 
use the drop down 
button to find it.

5. This 
symbol 
means that 
this 
molecule 
has been 
setup as a 
ligand



How to setup the receptor in the ICM 
3D Ligand Editor.

1. Click here

2. Select the name of 
the receptor from the 
drop down list.

3a. Identify Pocket Box: 
This option will run the 
icmPocketFinder macro. 
A table of pockets will be 
displayed ςclick on the 
binding pocket in the 
output table to select it.  

3b. Make Box Around 
Existing Ligand: If you 
already have a ligand 
inside the binding pocket 
then this is a good option 
to choose.

3c. Make Box Around Atom 
Selection. Use the selection 
tools to select the residues 
around the ligand binding 
pocket.


