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Fig.1S. Schematic representation of the HOMO and LUMO orbitals of 1–8 as calculated at DFT/B3LYP/6-311++G(d,p) level.
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Fig. 2S. The crystal structure of TK enzyme. 
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Fig 3S. A view of the interaction of 1–8 and with amino acids of binding site in TK.
