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Abstract

In recent years, there have been growing concebmaitaquality evaluation of
predictions of developed quantitative structurevagtrelationship (QSAR) models.
Well-defined applicability domain (AD) is very crat in the validation of QSAR
models as stated in the third principle of Orgatmizrafor Economic Co-operation and
Development (OECD). In this study, a new perspectvm defining AD of model
based on population analysis (PA) strategy, indgdmodel population analysis
(MPA) and approach population analysis (APA), wasppsed. MPA employed
classical AD approaches to define AD with a vasbam of sub-datasets derived
from training set. On the basis of MPA, the claals&AD approaches could distinguish
part of the samples that cannot be distinguishedubytraining samples. APA was

then used to get a union of all results generayetihd used AD approaches to give a
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