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Table.1:  Molecular docking details of target compounds with both (1CX2 and 1EQG): 
 

Docking of target compounds and 1CX2  Docking of target compounds and 1EQG 

Code 
Number of 

bonds 

Type of bond Docking 

scores 

(Kcal/mol) 

Amino acid 

interactions 

 Number of 

bonds 

Type of bond Docking 

scores 

(Kcal/mol) 

Amino acid 

interactions 

4a 1 1 HB a -6.2604 Ala527 
 

1 1 HB a -5.9148 Arg120 

 

4b 1  1 arene-H b -7.0540 Ser353 
 

2 2 HB a -4.2701 Tyr355, Val116 

 

7c 1 2 HB a -6.9140 Val523, Arg120 
 

- - -6.4143 - 

13b 1 1 HB a -8.4080 Arg120 
 

2 1 HB a, 1arene-H b -2.0562 Arg120, Tyr355 

 



 

* a (HB) is symbol for hydrogen bond, b (arene-H); arene group attached with hydrogen bond. 

 

 

 

 

 

 

 

 

 

14c 3 3 HB a -8.5355 Arg513, 

Gly354, Ser353 

 
1 1HB a -6.3893 Arg120 

SC-558 5 4 HB a, 1 arene-

H b 

-9.3983 Ty355, Arg120, 

Arg513, His90, 

ser353 

 - - -1.3609 - 

Ibuprofen      3 HB a  Arg120, Tyr355 

 



 

Table.2: predict bioavailability using online website (MOLINSPIRATION): www.molinspiration.com  

Code Log p M.WT nON (HBA) nOHNH 

(HBD) 

LIPINSK’S 

VIOLATION 

TPSA %ABS VOLUMES NROTB 

4a 4.57 444.92 6 2 0 68.44 85.39 384.66 4 

4b 3.85 455.47 9 2 0 114.26 69.58 394.46 5 

7c 5.80 486.57 8 1 1 98.47 75.03 448.82 7 

13b 0.51 383.43 8 4 0 119.12 41.09 325.43 6 

14c 2.75 487.54 9 3 0 122.19 66.84 416.94 8 

Celecoxib 3.61 381.38 5 2 0 77.99 82.09 298.65 4 

Ibuprofen 3.46 206.28 2 1 0 37.30 96.13 211.19 4 

indomethacin 3.99 357.79 5 1 0 68.54 85.35 303.24 4 

7c Lipinski violation was Log p which must be <5 or equal and in this compound it >5 log p= 5.80 
 

 

Reference for equation: 

 

https://www.ncbi.nlm.nih.gov/pubmed/12425461 

 

The values of TPSA are used to calculate the percentage of oral 

absorption (%ABS) using the following equation:  

%ABS= 109 - 0.345 TPSA 

 

http://www.molinspiration.com/
https://www.ncbi.nlm.nih.gov/pubmed/12425461


 

Table.3: Results of prediction of drug cell permeability, intestinal, BBB and PPB using Pre-ADMET calculator. 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

code Caco2 MDCK HIA BBB PPB 

4a 34.04 0.42 93.96 4.07 90.25 

4b 19.75 0.08 92.79 0.31 90.57 

7c 21.15 0.06 96.97 0.05 90.37 

13b 12.58 1.79 91.51 0.08 88.69 

14c 11.24 0.07 93.56 0.03 100.00 

Celecoxib 0.499 45.05 96.69 0.03 91.07 

Ibuprofen 21.21 136.48 98.38 1.27 88.25 

indomethacin 20.14 3.81* 98.44 0.03 78.06 

All compounds showed the same results as 3 reference drugs (Celecoxib, Ibuprofen and indomethacin) as non-inhibitor activity for 

(CYP2D6 enzyme),so they will be expected to not included in any Drug-Drug interaction for both inhibitors and/or inducers of that enzyme. 


