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Table S1. Selected, predicted ADMET properties of compounds investigated in this work. 

compound MWa dipoleb volc SASAd dHBe aHBf logPg logSh metabi Pj Ro3k Ro5l 

             

1 407.5 12.7 1271.7 711.1 2 5.25 4.40 -6.37 3 435 1 0 

2 407.5 13.2 1267.6 707.8 2 5.25 4.46 -6.31 3 534 1 0 

3 407.5 12.0 1271.7 711.1 2 5.25 4.40 -6.37 3 435 1 0 

4 423.5 8.7 1290.6 720.2 3 6 3.69 -5.99 4 163 1 0 

5 423.5 10.5 1292.7 721.9 3 6 3.69 -6.01 4 158 1 0 

DiMIQ (6) 246.3 8.4 815.1 474.1 0 2 3.89 -4.15 2 6597 0 0 

aMW – molecular weight (Da); bdipole – dipole moment (D); cvol – total molecular volume (Å3); dSASA 

– solvent accessible surface (Å2); edHB – estimated number of hydrogen bonds that would be donated 

by the solute to water molecules in an aqueous solution; faHB – estimated number of hydrogen bonds 

that would be accepted by the solute from water molecules in an aqueous solution; glogP – 

octanol/water partition coefficient; glogS – predicted aqueous solubility (mol/dm3); imetab – number of 

likely metabolic reactions; jP – apparent Caco-2 permeability (nm/sec); kRo3 – number of violations of 

Jorgensen’s rule of three; lRo5 – number of violations of Lipinski’s rule of five. 

Table S2. Selected, predicted ADMET properties of compounds investigated in this work. 

compound FOSAa FISAb PISAc globd HERGe BBf MDCKg Kph HSAi Jmj LD50k 

            

1 146.1 143.1 421.9 0.80 -6.81 -1.24 201.4 -2.19 0.78 0.001 680 

2 141.8 133.7 432.3 0.80 -6.82 -1.13 251.4 -1.98 0.77 0.002 680 

3 146.1 143.2 421.9 0.80 -6.81 -1.24 201.0 -2.19 0.78 0.001 680 

4 141.8 188.1 390.4 0.80 -6.70 -1.78 69.7 -3.03 0.58 0.000 680 

5 146.1 189.6 386.2 0.79 -6.69 -1.80 67.2 -3.08 0.58 0.000 10000 

DiMIQ (6) 132.7 18.6 322.8 0.89 -4.85 0.41 3801.3 -0.73 0.45 3.252 330 

aFOSA – hydrophobic component of the SASA; bFISA – hydrophilic component of the SASA; cPISA – π 

(carbon and attached hydrogen) component of the SASA; dglob – globularity descriptor; eHERG – 

predicted IC50 value for blockage of HERG K+ channels; fBB – predicted brain/blood partition coefficient; 

gMDCK – predicted apparent MDCK cell permeability (nm/sec); gKp – predicted skin permeability; 

iHSA – prediction of binding to human serum albumin; jJm – Predicted maximum transdermal transport 

rate (µg cm–2 hr–1); kLD50 – predicted value of median lethal dose (mg/kg). 



 
Figure S11. Chart of probabilities for activities related to potential toxocity for compound 1. 

 
Figure S12. Chart of probabilities for activities related to potential toxocity for compound 2. 



 
Figure S13. Chart of probabilities for activities related to potential toxocity for compound 3. 

 
Figure S14. Chart of probabilities for activities related to potential toxocity for compound 4. 



 
Figure S15. Chart of probabilities for activities related to potential toxocity for compound 5. 

 
Figure S16. Chart of probabilities for activities related to potential toxocity for DiMIQ. 

 



 
Figure S17. Predicted sites of CYP450 metabolism for compounds 1-5 and DiMIQ. 
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Figure S18. Stability of  9-[((4-hydroxy)cinnamoyl)amino]-5,11-dimethyl-5H-indolo[2,3-b]quinoline (1) 

dihydrochloride in DMSO solution at ambient temperature : a) at starting point “0”  b) after 120 h  
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Figure S19. Stability of  9-[((2-hydroxy)cinnamoyl)amino]-5,11-dimethyl-5H-indolo[2,3-b]quinoline (2) 

dihydrochloride in DMSO solution at ambient temperature : a) at starting point “0”  b) after 120 h  


