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Bioconcentration Factors Prediction for Chlorobenzene and
Bromobenzene Compounds

Rao Fan, Huang Xi, Liao Limin

( College of Chemistry and Chemical Engineering, Neijiang Normal University, Neijiang 641100, China)

Abstract: The organic molecule non — hydrogen atoms were grouped into four categories, the different non — hydrogen atoms
and the relationship between them were used as structural descriptors to parameterize the molecular structure of some chlorobenzene and
bromobenzene compounds. The partial least squares regression ( PLS) method was used to consiruct a model of relationship between the
structures and bioconcentration factors (1gB;) of the compounds. The correlation coefficient (R?) was 0.943, "leave one out" cross
validation correlation coefficient ( (?) was 0. 871, respectively. The results showed that the structural descriptors could characterize the
molecular structures of the compounds well, the stability of the model was good, and the predictive power was strong.

Keywords : chlorobenzene ; bromobenzene ; bioconcentration factors (1gBp) 5 structure and property relationship (QSPR)



