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Abstract 

In the present study, the distribution coefficient (logD) of a series of s-triazine derivatives with 

acyclic and cyclic substituents was modelled by using MarvinSketch software. The calculation 

of logD was done by Viswanadhan and Ghose (VG), Klopman's (KLOP) and PHYSPROP© 

(PHYS) methods. During the calculations, the tautomerization and resonance were taken into 

account. The pH-logD dependences were obtained for each molecule. The logD data 

determined at various pH values were further correlated with retention parameter (logk) of 

studied compounds. The logk values were determined by using revered-phase ultra-high 

performance liquid chromatography (RP-UHPLC) with C18 stationary phase and mobile phase 

as a mixture of methanol and water. The volume fraction of methanol in the mobile phase varied 

from 50 to 85 (v/v). Based on the retention time and dead time, logk parameters were 

determined and further correlated with logD values. The outstanding linear correlations were 

obtained. Considering the fact that logD parameter is in most cases a better descriptor of the 

lipophilicity of a compound than partition coefficient (logP), it can better describe the retention 

behavior in reversed-phase liquid chromatography that strongly depends on the compound’s 

lipophilicity. 
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