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Figure S1. Structure model validation using molprobity1.
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Figure S2. Structure model validation using ProSa Server2. 
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Figure S3. Binding poses obtained by molecular docking among DD1-, DD2-HDAC6  and the following ligands: A) 9-peptide- DD1,B) 9-peptide-DD2; C)CAY10603-DD1, D) CAY10603-DD2; E)HPOB-DD1, F) HPBO-DD2; G) Nexturastat-DD1, H) Nexturastat-DD2. Ligands are shown as blue ball and sticks, Residues as pink sticks, Zinc as green sphere.
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Figure S4. Binding poses obtained by molecular docking among DD1-, DD2-HDAC6  and following ligands, : A) Rocilinostat-DD1,B) Rocilinostat-DD2; C) Tubacin-DD1, D) Tubacin-DD2; E) Tubastatin-DD1, F) Tubastatin-DD2. Ligands are shown as blue ball and sticks, Residues as pink sticks, Zinc as green sphere.
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