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Supporting Information 

In order to optimize our promising antiproliferative lead compound 2 and explore the binding 

modes of the synthesized compounds with Bcr-Abl tyrosine kinase, a molecular docking simulation 

study was conducted. The co-crystal structure of imatinib with Bcr-Abl tyrosine kinase was selected as 

the docking model (PDB ID code: 1IEP [1]). 

The docking study was started by optimization of the used computational protocol to obtain 

the most accurate results. For this purpose, we redocked the co-crystallized imatinib into 1IEP [1] ATP 

binding site. RMSD (root mean square deviation) cutoff of 2 Å  is often used as an indicator of the 

accurate bound structure prediction [2]. Therefore, the docked results were compared with the crystal 

structure of the bound ligand–protein complex. RMSD of the best docked imatinib conformation was 

0.3 Å  that looks almost superimposed on the native crystallized pose. This result proved the high 

accuracy and ability of the employed protocol to reproduce the experimental pose (Fig. S1). Moreover, 

the obtained binding energy score was quite low being -11.64 kcal/mol. 

 

 

 

 

 

 

 

Fig. S1. Superimposed docked (green sticks) and co-crystalized (red sticks) poses of imatinib showing 

reproducibility of experimental result achieved by the applied MOE docking protocol. The key amino 

acid residues are shown in brown color and ribbons are in cyan color. The settled hydrogen bonds are 

shown as black dotted lines. RMSD is 0.3 Å  and docking score is -11.64 kcal/mol. 
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Supporting Information 

IR Spectrum of Compound 1 
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1H NMR Spectrum of Compound 1 
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13C NMR Spectrum of Compound 1 
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Mass Spectrum of Compound 1 
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IR Spectrum of Compound 2 
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1H NMR Spectrum of Compound 2 
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13C NMR Spectrum of Compound 2 
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Mass Spectrum of Compound 2 
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IR Spectrum of Compound 3 
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1H NMR Spectrum of Compound 3 
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13C NMR Spectrum of Compound 3 
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Mass Spectrum of Compound 3 
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IR Spectrum of Compound 4 
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1H NMR Spectrum of Compound 4 
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13C NMR Spectrum of Compound 4 
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Mass Spectrum of Compound 4 
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IR Spectrum of Compound 5 
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1H NMR Spectrum of Compound 5 
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13C NMR Spectrum of Compound 5 
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Mass Spectrum of Compound 5 
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IR Spectrum of Compound 6 
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1H NMR Spectrum of Compound 6 
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13C NMR Spectrum of Compound 6 
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Mass Spectrum of Compound 6 
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IR Spectrum of Compound 7 
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1H NMR Spectrum of Compound 7 
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13C NMR Spectrum of Compound 7 
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Mass Spectrum of Compound 7 
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IR Spectrum of Compound 8 
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1H NMR Spectrum of Compound 8 
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13C NMR Spectrum of Compound 8 
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Mass Spectrum of Compound 8 
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IR Spectrum of Compound 9 
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1H NMR Spectrum of Compound 9 
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13C NMR Spectrum of Compound 9 
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Mass Spectrum of Compound 9 
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IR Spectrum of Compound 10 
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1H NMR Spectrum of Compound 10 
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13C NMR Spectrum of Compound 10 
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Mass Spectrum of Compound 10 

 

 


