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PBPK modelling is offered through the integration of 2 modelling 
environments: 

● PKSIM (over API): extensive, industry strength, open-source 

software, fixed model type

● httk (over API and Jaqpot 5 UI): R package from US EPA, more 

capabilities and greater modelling freedom

● JaqpotforR: deploy PBPK model directly from R 

PBPK modelling in REVK
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http://www.systems-biology.com/products/pk-sim.html 

http://www.systems-biology.com/products/pk-sim.html


www.openrisknet.org

https://api-jaqpot.prod.openrisknet.org/jaqpot/swagger/#/biokinetics 

PKSIM modelling in Jaqpot API

https://api-jaqpot.prod.openrisknet.org/jaqpot/swagger/#/biokinetics
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● Four toxicokinetic models have been created in this 
package, ranging from single-compartmental models to 
full PBTK models.

● Structure-derived physicochemical properties and 
species-specific physiological data.

● The package can currently use human in vitro data to 
make predictions for 553 chemicals in humans, rats, 
mice, dogs, and rabbits, including 94 pharmaceuticals 
and 415 ToxCast chemicals.

● The package contains tools for Monte Carlo sampling 
and reverse dosimetry along with functions for the 
analysis of concentration vs. time simulations.

● httk support oral or iv dosing. 

https://cran.r-project.org/web/packages/httk/index.ht
ml 

The httk R package

https://cran.r-project.org/web/packages/httk/index.html
https://cran.r-project.org/web/packages/httk/index.html
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httk modelling workflow in Jaqpot API (example)

Input dataset:

{"chem.name":["bisphenol 
A"],"species":["Human"],"days":[1
0],"dose":[0.1]}

Output dataset

"Substance","Agutlumen","Atubules","Cplasma","Cart","Ckidney","Crest","Cliver","Cgut","Ametab
olized","Cven","time","Clung","AUC"

"1","2355.4749","0","0","0","0","0","0","0","0","0","0","0","0"

"2","1365.8025","0.1105","13.1333","9.2261","59.1467","2.8637","277.1605","258.6781","0","9.5
873","0.0104","9.3056","0.0598"

"3","791.9496","0.5618","20.3668","14.7784","106.6832","11.1376","356.6631","205.9325","0","1
4.8678","0.0208","14.501","0.2427"

"4","459.2054","1.1426","21.3648","15.6043","115.3854","19.338","318.4675","156.002","0","15.
5963","0.0312","15.2265","0.4629"

https://drive.google.com/drive/u/0/folders/1mA2xudmZXeHcav60NpDeJubzvwFHkKwI
http://chem.name/
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JaqpotforR
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PBPK modelling through Jaqpot GUI
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PBPK modelling through Jaqpot GUI


