
ICM Interactive Ligand Editor 
Getting Started Guide 
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Reading in a PDB file and Setting up 
the Ligand and Receptor 
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Read in a PDB file (File/Open) OR use the PDB search tab. 
File/Open 

PDB Search Tab 
enter string e.g. 

PDB code “1xbb” 



Setup the ligand. 

2. Click here. 

3. Choose the ligand from the 
drop down list. 

1. Click on the ligedit tab. 

4. Click OK 
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Setup the receptor. 

1. Click on the ligedit tab. 

2. Click here. 

3. Select the receptor from the 
drop down list. 

4. If the ligand is already in the pocket 
select this button. 

5. Click OK 
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The energy maps are made inside the purple box. 

Prior to pressing OK in the 
receptor setup step. You can 
adjust the size of the box by 

dragging on the corners. 
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Everything is now setup and ready to start editing. 

Ligand to be edited. 

Receptor. 

Ligand pocket surface. 

Original PDB structure 

Ligand pocket surface. 

Ligand to be edited. 

Click here to 
undisplay. 
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Ligand Editing in 2D 
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Select the 2D editing button in the edit tools panel. 
1. Open the edit tools panel. 

2. Click on the 2D editing button. 
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Edit the ligand in the 2D editor and apply changes to 3D. 

2D                       3D 
Commit changes to 3D 
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The 2D ligand editor panel can be docked into the 
GUI or dragged out. 

Toggle between edit tools, ICM 
workspace and 2D editor here. 

Change default behavior  
Advanced/Preferences 

Drag window out 
by clicking here. 
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Ligand Editing in 3D 
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Select the modification you want to make from the panel below and then click on the ligand 
in the 3D display. One or more substituents can be screened. 
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Select multiple substituents to test 

2. Single click to 
select or 

unselect one or 
more 

substituents. 

3. Click on the 
atom you wish 

to modify. 

4. A table of 
results will be 

displayed. 

1. Click here to 
see the edit 

panel 
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All modifications to the ligand can be 
undone or redone. 
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Undo and Redo 

Undo Redo 
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If you like a modification you can store 
it in a chemical spreadsheet and load it 

again later. 
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Modifications can be saved directly to a chemical 
spreadsheet and tagged if needed. 

Single click to add to spreadsheet.  
Click and Hold to tag. 

Enter tag name. 
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Evaluate how well the modifications fit 
into the pocket. The lower the score 

the better the predicted fit. 
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To evaluate the Score and Strain. 

1. Edit and 
Minimize or 

Dock the Ligand. 

2. Single click 
here. 

3. Score and 
Strain reported 

here. 
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Visualizing ligand strain. 

Strained 

No Strain 

1. Click on the 
variable label 

button 
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