
term explanation unit 
range for 95 % of 

drugs 
 value  

     
Primary Metabolites and Funcional Groups    

#amine 
number of non-conjugated amine 
groups 

  1.00 

#amidine 
number of amidine and guanidine 
groups 

  0.00 

#acid number of carboxylic acid groups   0.00 

#amide 
number of non-conjugated amide 
groups 

  0.00 

#rctvFG number of reactive funcional groups   0.00 
#metabol number of likely metabolic reactions  1 to 8 0.00 

#rotor 
number of non-trivial, non-hindered 
rotable bonds 

 0 to 15 2.00 

     
Principal Descriptors    
MW molecular weight g/mol 130 to 725 333.39 
volume total solvent accessible volume Å3 500 to 2000 1098.22 

donorHB 
estimated number of hydrogen bond 
donors 

 0 to 6 0.00 

accptHB 
estimated number of hydrogen bond 
acceptors 

 2 to 20 6.00 
dipole computed dipole moment D 1.0 to 12.5 9.81 

SASA 
total solvent accessible surface area 
(SASA) 

Å2 300 to 1000 629.85 

FOSA 
hydrophobic component of the SASA 
(saturated carbon and attached 
hydrogen) 

Å2 0 to 750 
352.29 

FISA 
hydrophilic component of the SASA (N, 
O and H on heteroatoms) 

Å2 7 to 330 
132.93 

PISA 
1/4 component of the SASA (carbon and 
attached hydrogens) Å2 0 to 400 

144.63 



WPSA 
weakly polar component of the SASA 
(halogens, P, S) 

Å2 0 to 150 
0.00 

glob globularity (sphere = 1)  0.75 to 0.95 0.82 
IP(eV) PM3 calculated ionization potential eV 7.9 - 10.5 9.39 
EA(eV) PM3 calculated electron affinity eV -0.7 - 1.7 1.32 
     
Predictions for Properties    

QPpolrz predicted polarizability Å3 13 to 70 37.89 

QPlogPC16 
predicted log of hexadecane/gas 
partition coefficient 

 4 to 18 
10.32 

QPlogPoct 
predicted log of octanol/gas partition 
coefficient 

 8 to 43 16.77 

QPlogPw 
predicted log of water/gas partition 
coefficient 

 5 to 48 8.78 

QPlogPo/w 
predicted log of octanol/water partition 
coefficient 

 -2 to 6 2.48 

QPlogS predicted log of aqueous solubility S 
S in 

mol/L 
-6 to 0.5 -3.46 

QPlogBB 
predicted log ogf brain/blood partition 
coefficient 

 -3 to 1 -0.32 

QPlogHERG 
predicted IC50 value for blockage of 
HERG K+ channels 

 concern below -5 
-6.47 

QPlogKp predicted skin permeability cm/h  -5.33 

QPPCaco 
predicted apparent Caco-2 cell 
permeability 

nm/s 
<25 poor, >500 

great 59.89 

QPPMDCK 
predicted apparent MDCK cell 
permeability 

nm/s 
<25 poor, >500 

great 63.11 

QPlogKhsa 
prediction of binding to human serum 
albumin 

 -1.5 to 1.2 0.23 

CNS 
predicted central nervous system 
activity  

 
-2 (inactive) to +2 

(active) 
0.00 

 


