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Chart 1S. Comparing MW-assisted synthesis of 3-30 with our previous protocols.S1 

  

 

 

 

 

 

 
 

Figure S1. Correlation between the IC50 values of MCF-7 cancer cell growth inhibition and % values of 

[3H]colchicine binding inhibition (Table 1 and Table 2). 
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Figure S2. Inhibition of HCT116 cell growth by compound 4. 

 

 

 

 

 

 

 
Figure S3. Inhibition of BX-PC3 cell growth by compound 4. 

 

 

 

 

 

 

 
                   Figure S4. RMSD Plot. 
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Figure S5. New hydrogen bond between the ketone group of compound 4 and Asp251β side chain, observed with 

80% formation frequency during MD simulation. 

 

 

 

Table S1. Docking score and interactions of compound 4. 

 

Cpd Docking scorea 

Type of Interactions 

H-bond Hydrophobicb Polar 

4 -7.65 

Ring A pOCH3 

Cys241 3.1 Å 
Ring A Leu254  4.1 Å 

Ring B Leu248 4.1 Å 

Ring B Lys252  3.7 Å 

Ring C Met259 3.8 Å 

Ring C Lys352 3.7 Å 

Ring C Ala180 4.4 Å 

Ring C Val181 4.7 Å 

Ring B OCH3 Lys254 4.2 Å 

aDocking score is in Kcal/mol; b Distance are computed between the ring centroid and closest residue atom. 

 

 

 

 

Table S2. ADME parameter for compound 4. 

Cpd MWa H donb H Accc logPd logSe tPSAf L rg V rh 
4 444.48 0 6 4.44 -5.38 71.81 0 0 

Physicochemical properties predicted by QikProp:S2,3 a Molecular Weight; b Number of H-bond acceptors; c 

Number of H-bond donors; d Octanol-water partition coefficient predictor by XLOGP3 method;S4 e Logarithm of 

compounds water solubility by ESOL method;S5 f Topological polar surface area; g L r: Lipinsky Rule deviation 

(log P <5, H-bond donors ≤5, H-bond acceptors ≤10, and a molecular weight <500);S6 h V r: Veber rule deviation 

(rotable bonds   ≤ 10, tPSA ≤ 140).S7  
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1H and 13C NMR Spectra of Pyrroles 3-24 and Indoles 25-30
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IR Spectra of Pyrroles 3-24 and Indoles 25-30
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HPLC Chromatograms of Compounds 4, 14, 15, 18, 20, 22 and 24
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