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AASSUMPTIONSmMeritorious
in vitro z in vivoextrapolation of the cardiotoxic effect
inter-individualvariability matters! - population
systemdesignedfor screeningapplications
APD /pseudoQTaas theendpoints
basedon best, well know and acceptedmodels

new approachesandtechniquesproposed
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AASSUMPTIONSadministrative
freely availableat all times
OpenSourcg(GPLv3)
all data sets, models, assumptions equationsfreely available
on-line and off-line versionsavailable
manualavailable

stable version 1.0
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written in Javaz OS transparent (nost Linuxflavours, allMS, Mac OS ¥sted)

free JavaFXnstallation neededfor the on-ine version (GUI); nasuchneedfor the
off-line version

data security matters z no client-serverarchitecture, no data transfer;all
calculationsmadeon local machine

new features will be publishedon aregularbasis
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- Main page

» Register new account Welcome

- Research & Science Welcome to the website of the Computational Toxicology Group. Here we publish the results of our
» People research, offer free access to the toxicological databases and on-line toxicity prediction algorithms

developed by the Group members.

» Publications i Al y ) , ,
Website is divided into two parts - open and accessible for registered users. To log in please create an

+ Contact account choosing Register new account link on your left hand side. Once the account is created we are
» Software starting the opening procedure which can take maximum few days. After that user has FULL, FREE
» Cooperation access to the whole tox-portal.net content.
- Conferences %
- roi
LH?_ER project ) 8/23/11
- Jobs Conference presentation
We will be presenting our results during the 3rd A 5/ Predictive Toxicology Conference; 14-16 Sep

2011, Berlin, Germany.

english version polska wersja

Beta version of the ToxComp platform goes on-line —

It is our great pleasure to announce that the beta version of the Tox-Comp platform goes live. Tox-Comp
specialize in in vitro - in vivo extrapolation of the cardiotoxic effect.

To run the system please log-in and navigate to the ToxComp bookmark available in menu. Detailed
manual is accessible from the Repository. We look forward to hear all your comments and queries!

Done zotero
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Materials and methods Simcyg 1020 PBPKmodule was used to simulate
fluoxetine concentration changes in plasma and heart tissue after oral

administration.

Simulation settings were asfollows: single40mg dose, first order absorption(fa
=1 CVv=30% ka=0.97[h] , Cv=30%, full PBPKdispositiondistribution - heart
tissueto-plasmapartition coefficientwas calculatedto be 1829 North European
Caucasiary 10 studies U 10 individuals (age 1865), to assessinter-individual

variabilityin PK,
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Materials and methods ToxCompversion 10 was utilized.

Simulation settings were as follows: North EuropeanCaucasiag 10studiesU10
Individuals(age1865), to assesster-individualvariability.
lonnicchannelsnhibition datawere derivedfrom the literature.
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Age (years) 28.97 8.54

Without fluoxetine 342.50 0.84
T With fluoxetine 327.78 0.54
Difference 14.73 0.98
Change compared to native [ -4.28 0.06
Without fluoxetine 342.50 0.84
With fluoxetine 34417 0.86
Plasma .
Difference 1.67 1.17

Changecomparedto native [%  0.49 0.07
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