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• INa 

- ongoing project 

- less in vitro data than for hERG 

- unacceptable error so far 

• ICa 

- much less in vitro data than for hERG 

- modeling is connected with a risk of 
substantial error 
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• physiological ionic serum concentration 

- ongoing project 

- model development based on the clinical data from 
healthy volunteers studies 

• genetic variability 

- pathological genetic variants 

• population definition flexibility 
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• electromechanical coupling 

- ongoing project 

- electro-mechanical window as an output 

- problem – valdation (animal data) 

MODULE 3 
HEART 

VENTRICULAR CELL 
MODEL 

MODULE 3 
HEART 

VENTRICULAR CELL 
MODEL 

MODULE 3 
HEART 

VENTRICULAR CELL 
MODEL 



• 10-fold cross-validation 

 

 

• External validation 

 

 

all ok. 1 ok. 0 ok. FP FN ROC 

0.74 0.72 0.75 0.25 0.14 0.79 

1 0 classified as 

11 2 1 

3 13 0 

FP – false positive 
FN – false negative 
ROC – receiver-operator curve 

ToxComp.net 

• PROBLEM: classification 

• ALGORITHM: BayesNet (SimpleEstimator, K2, maxParents=10) 

• SOFTWARE: WEKA 

more information can be found at the 
 

www.tox-portal.net 

proarrythmic potency in silico 
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