
















 

Figure 6: Regression plot of mean predicted PK parameters per compound over the 25 held-out 
test sets in the repeated nested cross-validation for the five human PK parameters (a) VDss, (b) 
CL, (c) fu, (d) MRT and (e) t½. 
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Figure 7: Performance of PKSmart model developed in this study and AstraZeneca model. Ex-
perimental values are plotted against the predictions for human PK parameter of (a) VDss using 
AstraZeneca model , (b) VDss using PKSmart model, (c) fu using AstraZeneca model , and (d) fu 
using PKSmart model. 
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Figure 8: Correlation of PKSmart predictions versus AstraZeneca for animal PK parameters 
of rat (a) VDss, (b) CL and (c)fu, and dog (d) VDss, (e) CL and (f)fu for 315 compounds in 
the external test set.
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