
 

 

Table S6: FPocketWeb analysis of 1T9Y, 1EK9, 4RHB, and 5D0O proteins binding pocket properties. 96 

* AcrB protein; ** TolC protein; ***LPS assembly protein (LptD); ***outer membrane protein assembly factor (BamD); a 97 
Solvent accessible surface area. 98 
 99 
 100 
 101 

Category 1T9Y*  
value 

1EK9**  
value 

4RHB***  
value 

5D0O****  
value 

Score 0.200 0.346 0.225 0.288 

Druggability Score 0.470 0.001 0.003 0.069 

Number of Alpha Spheres 107 50 412 61 

Total SASAa 251.513 120.323 1120.049 86.072 

Polar SASA 112.636 76.848 670.811 37.767 

Apolar SASA 138.877 43.475 449.238 48.305 

Volume 977.381 522.707 4182.982 348.706 

Mean local hydrophobic density 27.231 7.000 16.086 11.882 

Mean alpha sphere radius 4.076 3.992 3.972 3.636 

Mean alpha sphere solvent access 0.5557 0.557 0.493 0.364 

Apolar alpha sphere proportion 0.486 0.160 0.226 0.279 

Hydrophobicity score 28.833 3.429 2.218 21.818 

Volume score 3.708 3.214 4.034 4.364 

Polarity score 10 11 64 13 

Charge score -2 -1 10 0 

Proportion of polar atoms 37.879 50.000 51.867 43.590 

Alpha sphere density 8.753 4.437 17.815 5.159 

Cent. of mass - Alpha Sphere max distance 23.520 10.381 45.040 12.192 

Flexibility 0.000 0.000 0.000 0.000 


