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Figure S1. Time evolutions of the density (left) and pressure (right) in (a) 5FU@MOF-5/GO, (b) DOX@MOF-5/GO and (c) DOX@CS@MOF-5/GO simulation systems, respectively.
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Figure S2. Comparison of the radial distribution function (RDF) of DOX (I) and 5FU (II) drug molecules around the components of the designed MOF-5/GO nanocomposite vs. distance at the simulation systems.




Figure S3. Time evolutions of MSD of drug molecules at 5FU@MOF-5/GO and DOX@MOF-5/GO simulation systems.
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Figure S4. The total intermolecular interaction energy (Einter) energy (left) and the number of atomic contacts (right) between chitosan polymer molecules and the components of MOF-5/GO nanocomposite during 60 ns time of simulation.





Figure S5. Time evolution of MSD for DOX molecule at DOX@CS@MOF-5/GO simulation system.
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