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Table S1. The CDOCKER Results of 1C261
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Establinshment CDOCKER Docking Method

The CDOCKER module of Discovery Studio 2016 was used for docking.
Firstly, the crystal of IC261-tubulin complex was imported into the software, the
solvent water molecules were removed, and a group of a-tubulin, B-tubulin and
the IC261 molecule were retained. Tools-Macromolecules-Prepare Protein was
selected to prepare the tubulin structure. Secondly, selected the 1C261
molecule and pasted it into the new window named “Original-IC261” as the
original crystal conformation. Selected Prepare Ligands to prepare the structure
for the 1C261 molecule. Thirdly, clicked 1C261 and selected Tools-Receptor
Ligand Interactions-Define and Edit Binding Site-From Current Selection to
define the docking site. The prepared tubulin structure was checked as a
receptor and IC261 as a ligand to implement docking in Tools-Receptor Ligand

Interactions-Dock Ligand-CDOCKER.

The original crystal structure of the IC261 molecule conformation was copied
into 10 conformation lists generated by redocking. Then selected the
conformation and clicked Structure-RMSD-Set Reference. Selected all
conformations and clicked Structure-RMSD-Heavy Atoms to calculate the root

mean square variance (RMSD) between the docking conformations and the



original conformation. The superimposition of the original structure and the
redocking conformations are shown in Figure S1 and the RMSD is shown in

Figure S2.

Figure S1. The superimposition of the original and the redocking conformations
of IC261. The original conformation is shown in green; the optimal conformation
is shown in red; and other conformations are shown in yellow.

Heawy Atom RMSD to Original-ICzel 12

Name Reference RMSD (A}
261_2.1 refmacz 1 ariginal-Iczel 12 2.3645
261_2.1 refmacz 2 original-Ic2el 12 3.7589
261_2.1_refmacz 3 original-IC261 12 £.G6993
261_2.1 refmacz 4 original-Ic2el 12 6.1975
261_2.1 refmac2 5 original-Ic2el 12 L.7047
261_2.1_refmacz & original-Ic2el 12 5.7432
261_2.1 refmacz 7 original-Ic2el 12 6.4057
261_2.1 refmac2 8 original-Ic2e1 12 L.7875
261_2.1 refmacz 2 ariginal-Iczel 12 5.9292
261_2.1_refmacz 10 original-Ic2el 12 4.0373
Ooriginal-IC261 12 original-IC261 12 0. 0000

The following molecule(s) failed due to the number of atoms
not matching the reference Tigand

261_2.1_refmacz 1

Figure S2. The root mean square variance (RMSD) between the docking
conformation and the original conformation.



