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Table S1. Molecular docking results of -LG and PIC calculated with AutoDock Vina 
and scored with Dock6. 

Mode Binding energy (kcal/mol) RMSD (Å) Amber score (kcal/mol) 

1 -7.40 0.00 -2.40 

2 -7.30 13.46 13.62 

3 -7.20 1.36 -4.91 

4 -7.10 1.10 -7.10 

5 -7.00 1.15 -3.01 

6 -6.70 23.24 -3.19 

7 -6.70 3.60 -4.29 

8 -6.70 4.41 -4.35 

9 -6.60 2.67 -8.71 

10 -6.60 4.34 -9.81 

 
 
 
 
 
 
Table S2. Molecular docking results of -LG and EGCG calculated with AutoDock 
Vina and scored with Dock6. 

Mode Binding energy (kcal/mol) RMSD (Å) Amber score (kcal/mol) 

1 -9.70 0.00 -8.31 

2 -9.20 1.93 -2.97 

3 -9.10 1.94 -1.37 

4 -8.90 1.97 -8.74 

5 -8.90 2.28 -3.62 

6 -8.80 2.82 -7.52 

7 -8.70 2.29 -2.05 

8 -8.60 2.62 -9.08 

9 -8.30 1.99 -4.4 

10 -8.30 2.62 -9.50 

 
 
 
 
 
 
 
 
 
 
 
 



Table S3. Molecular docking results of -LG and PLM calculated with AutoDock Vina 
and scored with Dock6. 

Mode Binding energy (kcal/mol) RMSD (Å) Amber score (kcal/mol) 

1 -6.70 0.00 -23.79 

2 -6.00 7.14 -38.31 

3 -5.90 6.26 -38.61 

4 -5.80 18.69 -18.81 

5 -5.60 2.49 -46.31 

6 -5.60 1.63 -35.39 

7 -5.20 18.84 -13.32 

8 -5.20 7.93 -3.19 

 
 
 
 
 
 
Table S4. Molecular docking results of -LG+PIC and EGCG calculated with 
AutoDock Vina and scored with Dock6. 

Mode Binding energy (kcal/mol) RMSD (Å) Amber score (kcal/mol) 

1 -5.44 0.00 7.55 

2 -5.38 0.15 11.78 

3 -5.28 2.21 -12.93 

4 -5.14 2.49 -14.57 

5 -5.08 2.75 -7.13 

6 -4.84 3.10 -10.63 

7 -4.81 2.80 2.57 

8 -4.67 1.95 -11.83 

9 -4.55 3.19 -3.16 

10 1.90 2.20 -10.54 

 
  



Table S5. Molecular docking results of -LG+EGCG and PIC calculated with 
AutoDock Vina and scored with Dock6. 

Mode Binding energy (kcal/mol) RMSD (Å) Amber score (kcal/mol) 

1 -7.56 0.00 -7.51 

2 -7.44 2.53 -12.65 

3 -7.37 0.32 -7，76 

4 -7.29 3.55 -15.12 

5 -7.24 3.53 -12.11 

6 -7.20 2.73 -20.69 

7 -6.68 2.30 3.7 

8 -6.57 1.62 5.40 

9 -6.56 2.11 13.03 

10 -6.43 4.00 -7.23 

 
 
 
 
 
 
Table S6. Detailed information of the constructed models. 

Model 
Number of 

Na+ 

Number of 

waters 

Box volume 

(Å3) 

Concentration of 

Na+ (mM) 

-LG+PIC 8 4973 2.05×105 64.82 

-LG+EGCG 8 5039 2.06×105 64.51 

-LG+PLM 9 4969 2.06×105 72.57 

(-LG+PLM)+PIC 9 4982 2.08×105 71.88 

(-LG+PLM)+EGCG 9 5087 2.08×105 71.88 

(-LG+PIC)+EGCG 8 5008 2.09×105 63.58 

(-LG+EGCG)+PIC 8 5062 2.08×105 63.89 

 
  



 
Figure S1. Superimposition of the best-performed docking conformation of PLM 

(green) on the crystal configuration (yellow).  

 

 

 

 

Figure S2. Initial structures of the -LG+PIC/EGCG/PLM binary complexes 

submitted to MD simulations. For PIC and EGCG, three initial docking structures, i.e. 

replica 1 (orange), replica 2 (blue), and replica 3 (violet), were used in (a) and (b). For 

PLM, the crystal configuration was used (c). 

  



 

Figure S3. Initial structures for the simulation of the (-LG+PLM)+PIC/EGCG and 

(-LG+PIC/EGCG)+EGCG/PIC tertiary complexes. (a)-(d) For PIC and EGCG, three 

initial docking structures, i.e. replica 1 (orange), replica 2 (blue), and replica 3 (violet), 

were used. 

  



 

Figure S4 Eigenvalue profiles plotted by the first 30 eigenvectors of the compound 

bound -LG in PCA analysis.  

  



 

Figure S5. RMSD profiles of the additional replica MD simulations and the 

conformational comparison of the equilibrated structures. For clarity, only the -LG 

structure in replica 1 was shown, with the compounds in replica 1, replica 2, and replica 

3 colored in orange, blue, and violet, respectively. 

 

 

 

 

 

  



 

Figure S6 RMSF profiles of -LG with two compounds bound concomitantly. (a–d) 

RMSFs derived from trajectory analysis and the b-factor of crystal structure are colored 

in blue and black, respectively. 

  



 

Figure S7. RMSD profiles of the additional replica MD simulations and the 

conformational comparison of the equilibrated structures. For clarity, only the -LG 

structure in replica 1 was shown, with the compounds in replica 1, replica 2, and replica 

3 colored in orange, blue, and violet, respectively. 

 

 


