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   Figure S1. Figure showing (a) Density, (b) Volume, (c)Temperature and (d) Pressure of CTB-p300 complex during the MD simulation.
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Figure S1. The (a) Density, (b) Volume, (c) Temperature, (d) Pressure, (e) Total energy, (f) Kinetic energy and (g) Potential energy of CTB-p300 complex obtained from the MD simulation.
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Figure S2. The (a) Density, (b) Volume, (c) Temperature, (d) Pressure, (e) Total energy, (f) Kinetic energy and (g) Potential energy of CTPB p300 complex obtained from the MD simulation.
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Figure S3. Superimposed view of (a) CTB-p300 complex obtained from molecular docking and MD (100 ns) simulation and (b) CTB molecule lifted from the complexes.
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Figure S4. Superimposed view of (a) CTPB-p300 complex obtained from molecular docking and

MD (100 ns) simulation and (b) CTPB molecule lifted from the complexes.
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(b)
Figure S5. The secondary structure plots of (a) CTB-p300 and CTPB-p300 complexes obtained from the MD simulation using DSSP algorithm. The x-axis represents the MD trajectory time (ns) and the residue numbers shown in the y-axis. 
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Figure S6. The Ramachandran plots obtained from RAMPAGE for (a) CTB-p300 and (b) CTPB-p300 complexes of 100 ns MD simulations.
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