
 

Supplementary Table I 

Properties of a novel pyrazoline carboxamide from the SwissADME database   

Physicochemical properties   Pharmacokinetics  

Formula C18H20N4O GI absorption High 

Molecular weight 308.38 g/mol BBB permeant Yes 

Number of heavy atoms 23 P-gp substrate No 

Number of heavy atoms 12 CYP1A2 inhibitor No 

Fraction Csp3 0.22 CYP2C19 inhibitor Yes 

Number of rotatable bonds 4 CYP2C9 inhibitor  Yes 

Number of H-bond acceptors 2 CYP2D6 inhibitor  No 

Number of H-bond donors 1 CYP3A4 inhibitor No 

Molar refractivity 99.53 (skin  pK Log
permeation)  

-6.58 cm/s 

TPSA 61.93 Å² Druglikeness  

Lipophilicity Lipophilicity Lipinski Yes; 0 violation 

 (iLOGP) o/wP Log 2.69 Ghose Yes 

 (XLOGP3) o/wP Log 2.25 Veber Yes 

Log Po/w (WLOGP) 1.90 Egan Yes 

Log Po/w (MLOGP) 2.59 Muegge Yes 

Log Po/w (SILICOS-IT) 1.94 Bioavailability score 0.55 

Consensus Log Po/w 2.27 Medicinal chemistry  

Water solubility  PAINS  2 alerts: anil_di_alk_D, an-
il_di_alk_E 

Log S (ESOL) -3.29 Brenk  0 alert 

Solubility 1.58e-01 mg/mL; 5.11e-04 
mol/L 

Leadlikeness  Yes 

Class Soluble Synthetic accessibility  3.46 

Log S (Ali)  -3.19   

Solubility 2.01e-01 mg/mL; 6.51e-04 
mol/L 

  

Class Soluble   
Log S (SILICOS-IT) -4.57   

Solubility 8.32e-03 mg/mL; 2.70e-05 
mol/L 

  

Class  Moderately soluble   
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Introduction 

Microorganisms have a profound impact on the world, 
affecting food cycles and human health. Within their 
realm, both non-pathogenic and pathogenic strains 
exist, each with distinct effects on living organisms 
(Wan‐Mohtar et al., 2022). Non-pathogenic microorga-
nisms are essential for ecological processes, nutrient 
cycling, and symbiotic relationships that aid digestion 
and vitamin synthesis, highlighting their vital role in 
sustaining life (Daisley et al., 2021). On the other hand, 

pathogenic microorganisms can cause infectious disea-
ses by exploiting human immune system vulnerabili-
ties. To combat them, antimicrobial agents like anti-
bacterials, antivirals, and antifungals have been deve-
loped. Unfortunately, the improper use and excessive 
utilization of antimicrobial agents have led to a pressing 
issue: the emergence of antimicrobial resistance (Li and 
Webster, 2018). The rise of emerging and reemerging 
diseases presents a formidable challenge, compelling 
scientists to urgently search for new antimicrobial treat-
ment to address resistant microorganisms (Aslam et al., 

Supplementary Figure 1: Molecular dynamic simulations of the enzyme-ligand complex. 1KZN-Pyr complex (A), 
3HUN-Pyr complex (B), 7KCY-Pyr complex (C), and 5TZ1-Pyr complex (D), showing the 3D structure of the inter-
action, deformability plots, and B factor plots. Eigenvalue, and variance map. Correlation matrix, and elastic net-
work model  
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