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Supplementary Figure S1. The 2D and 3D representations of the binding interactions of the
complexes (a, b) Cluster] and TTP-6171 (control).



(a)

(b)

0.5

0.1

|
20000

| L | |
40000 60000 80000
Time (ps)

0
le+05 0

RMSD (nm)

|

20000

40000

60000

Time (ps)

80000

le+05

Supplementary Figure S2. The RMSD of the protein Ca-atoms and the ligand for the protein-
ligand complex of Cluster] and CHEMBL4549312.
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Supplementary Figure S3. The RMSD of the protein Ca-atoms and the ligand for the protein-
ligand complex of Cluster2 and TTP-6171 (control).



Supplementary Figure S4: The 3D and 2D representations of the binding interactions of the
Cluster-2 and TTP-6171 (control) complex during the 100 ns MD simulation at the (a, b) 60
ns, (c, d) 70 ns, (e, f) 80 ns, (g, h) 90 ns and (i,j) 100 ns conformations.
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Supplementary Figure S5. The RMSF of the protein Ca-atoms and the ligand for the protein-
ligand complex of Cluster2 and TTP-6171 (control).



