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Quantitative structure-pharmacokinetic relationships for hemodialysis clearance

AOYAMA, Takahiko
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In this study, a mathematical model for predicting dialysis clearance (CLHD)
from molecular structures was developed by quantitative structure-pharmacokinetic correlation
analysis. 47 compounds and 457 CLHD values were included. 133 molecular descriptors representing
molecular structures and physicochemical properties were calculated from the two-dimensional
structural data of 47 compounds. A CLHD prediction model was constructed by machine learning with
CLHD as the objective variable and blood flow, dialysate flow, dialysate membrane, and molecular
descriptors as explanatory variables. The CLHD prediction model developed in this study predicts
CLHD with high accuracy and is expected to be applied to clinical practice.
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