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1tĤ  (Equation 1) 

 
where: jtĤ denotes the hydrophobicity for j-th grid point ( )jjj z,y,x , the ( )z,y,x  - the origin of coordinate system 

( )0,0,0  and σx, σy, σz - the ellipsoid size ( ⅓ of the maximum length along each axis, respectively). The coefficient 

sumtĤ  (sum of hydrophobicity values attributed to all grid points) makes the jtĤ  standardized (the sum of jtĤ  over 

all grid pints equal to 1.0).  
 


