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One of the most important and fundamental property of chemical compounds is 

octanol/water partition coefficient (Kow), which is usually used in logarithmic form (logP). This 

parameter characterizes the compounds hydrophobicity and very often controls the biological 

effects as well as aggregation ability. 

Values of logP were evaluated for series of oxime-functionalized surfactants with 

different nature of charged center in the head group (pyridinium /ammonium /imidazolium) and 

similar hydrophobic alkyl chain (n-dodecyl) with the two open access tools 

(http://www.vcclab.org/lab/alogps/ and http://www.molinspiration.com/services/logp.html) 

using SMILES (Simplified Molecular Input Line Entry System) notation. 

 

Table 1. Octanol/water partition coefficient (logP) for series of oxyme-functionalized 

surfactants 

Parameter 

Compounds 

 
 

 
logP 

(www.vcclab.org) 
1.27 1.27 1.41 

logP 

(www.molinspiration.com) 
1.38 1.39 1.55 

 

Obtained results (see Table 1) are demonstrated that nature of charged center in the head 

group of oxime-functionalized surfactants has not significant influence on hydrophobic 

properties of the surfactant molecule. 

The expected bioactivity profile for these molecules evaluated with open access tools 

http://www.molinspiration.com/services/logp.html included ion channel modulator and 

enzyme inhibitor activities. 
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