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Introduction

Docking with ArgusLab

In this tutorial you will learn how to carry out docking simulation using the ArgusLab

(Joy et al., 2006) docking program. This docking software is freely available at

www.arguslab.com. We used the atomic coordinates of cyclin-dependente kinase 2 in

comples with 3-amino-6-(4-{[2-(dimethylamino)ethyl]sulfamoyl}phenyl)- n-pyridin-3-

ylpyrazine-2-carboxamide (PDB access code: 4ACM.) (Berg et al., 2012).
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http://www.arguslab.com/


Loading PDB file

To open a PDB file click: File>Open..., as show below.
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Then browse the folder where you have the PDB file.

Loading PDB file
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You will have the structure in the graphical screen. On the left, you have the Tree

View tool. Click on theñ+òto expand the tree.

Loading PDB file
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Expand the Tree View of 4ACM and open up the Residues/Misc. folder to show the

ligands.

Selecting ligand
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You should have something like this. The active ligand in ñ1302 7YGò,which will be

used in the docking simulations.

Selecting ligand
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Left click on ñ1302 7YGòin the Tree View to select the active ligand. It should appear

in yellow.

Selecting ligand
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Now click on Edit>Hide Unselected, as shown below. You will have only the active

ligand on the screen.

Selecting ligand
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To center the ligand click here.

Selecting ligand
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To add hydrogens to the ligand hold down the shift key and click here.

Adding hydrogens
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Here we have the ligand with hydrogens added to the structure.

Adding hydrogens
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Here we have the ligand with hydrogens added to the structure. Right click on ñ1302

7YGòon the Tree View and selectñMakea Ligand Group from ThisResiduesòoption.

Making groups
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Expand Groups folder in the Tree View.

Making groups
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Now we have access to the ligand in the Groups folder.

Making groups
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Left-click on ñ17YGòin the Groups folder to select the atoms of the ligand on the

screen. Copy (Ctrl+C) and paste (Ctrl+V) the selected ligand.

Making groups
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Expand the Misc. folder and you will see the copy of the ligand namedñ2184 7YGò.

Making groups
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Right click on ñ2184 7YGòon the Tree View and select ñMakea Ligand Group from

ThisResiduesòoption, as shown below.

Making groups
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Now we have two ligands in the Groups folder named ñ1 7YGòand ñ2 7YGò. Now we

have to rename these ligands toñligand-xrayòandñligandò,respectively.

Making groups
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Right-click on ñ1 7YGòin the Groups foder and select ñModifygroup...òoption, as

shown below.

Renaming groups
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