
Drug Target Insights 2025 | DOI: 10.33393/dti.2025.3495 | Sardar et al 

 

Supplementary material 

 

Supplementary Table 1. The pharmacokinetic properties of the selected compounds and 
Acarbose drug.  
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9 
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r 
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4 
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Stigmasterol 94.97 % 0.771 1.213 Yes Yes No No No Yes 

Quercetin 77.207 % -1.098 -0.229 Yes No Yes No No No 

Luteoline 81.13 % -0.907 0.096 Yes No Yes Yes No No 

Acarbose 4.172 % -1.717 -0.481 Yes No No No No No 
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Supplementary Figure 1. The Binding free energy calculations of the 8AV1_Stigmasteol cmplex 
following the MD simulation using MM-PBSA. The total binding free energy was negative and 
indicated favorable binding energy.  
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Supplementary Figure 2. The Binding free energy calculations of the 8AV1_Stigmasteol 
complex following the MD simulation using MM-GBSA. The total binding free energy was 
negative and indicated favorable binding energy. 
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Supplementary Figure 3. The Binding free energy calculations following of the 4PH9_Luteolin 
complex the MD simulation using MM-PBSA. The total binding free energy was negative and 
indicated favorable binding energy. 
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Supplementary Figure 4.  The Binding free energy calculations of the 4PH9_Luteolin complex 
following the MD simulation using MM-GBSA. The total binding free energy was negative and 
indicated favorable binding energy. 
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Supplementary Figure 5.  The Binding free energy calculations of the 3FXI_Quercetin complex 
following the MD simulation using MM-PBSA. The total binding free energy was negative and 
indicated favorable binding energy. 
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Supplementary Figure 6.  The Binding free energy calculations of the 3FXI_Quercetin complex 
following the MD simulation using MM-GBSA. The total binding free energy was negative and 
indicated favorable binding energy. 
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Supplementary Figure 7. The per-residue decomposition studies were performed to assess the 
contribution of the individual amino acid in the ligand-protein complex using both MM-PBSA and 
GBSA parameter. VAL45 and ILE37 showed highest contributing energy in the 
8AV1_Stigmasterol complex using MM-PBSA and MM-GBSA parameter, respectively.  
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Supplementary Figure 8.  The per-residue decomposition studies were performed to assess the 
contribution of the individual amino acid in the ligand-protein complex using both MM-PBSA and 
GBSA parameter. CYS36 and PRO154 showed highest contributing energy in the 4PH9_Luteolin 
complex using MM-PBSA and MM-GBSA parameter, respectively. 
 

 

 

 

 

 

 



Drug Target Insights 2025 | DOI: 10.33393/dti.2025.3495 | Sardar et al 

 

 

Supplementary Figure 9.  The per-residue decomposition studies were performed to assess the 
contribution of the individual amino acid in the ligand-protein complex using both MM-PBSA and 
GBSA parameter. GLU128 showed highest contributing energy in the 3FXI_Quercetin complex 
using MM-PBSA and MM-GBSA parameter, respectively. 
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Statistic Data 
1. Aldose crude 

 

2. Ethylacetata  
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3. Aqueous  
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4. Hexane  
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5. Quercetein  
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6. Amylase crude 
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Amylase_Aquous 
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Amylase_ethyleacetate  
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Amylase_hexane 
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Amylase_Acarbose 
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Glucosidase_crude 
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Glucosidase_ethylacetate  
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Gluco_Aquous 
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Gluco_hexane  
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Gluco_acarbose 
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