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Outline

ÅDTU role in the EU LIFE Concert REACH project

ÅVEGA models implemented in the Danish (Q)SAR Database



DTU contributions in the LIFE Concert REACH project

ÅGenerate and include predictions from VEGA models in the Danish Database

ÅContribute to the CONCERT Gateway

ÅTraining in the Danish (Q)SAR Database

ÅPublish non -confidential QSAR training sets to in the Danish (Q)SAR Database

ÅContribute to dissemination (webinars, scientific conferences, meetings)

ïIncl. organizing a workshop for EU authorities (Oct 2021)
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Chosen VEGA models for implementation in the 
Danish (Q)SAR Database

ÅWater solubility model (IRFMN)

ÅAir Half -Life (IRFMN/CORAL)

ÅReady Biodegradability model (IRFMN)

ÅBCF model (CAESAR)

ÅDaphnia Magna Chronic (NOEC) toxicity model (IRFMN) 

ÅDaphnia Magna Acute (EC50) Toxicity Model (IRFMN) 

ÅAlgae Acute (EC50) Toxicity model (IRFMN)

ÅSludge (EC50) Toxicity Model ( ProtoQSAR / Combase )

ÅSludge Classification Toxicity Model ( ProtoQSAR / Combase )

ÅMOA Toxicity classification (EPA T.E.S.T)

ÅDevelopmental/Reproductive Toxicity library (PG)

ÅHepatotoxicity Model (IRFMN) 

ÅIn vitro Micronucleus activity (IRFMN) 

ÅMutagenicity (Ames test) Consensus

ÅMutagenicity (Ames test) model ( SarPy /IRFMN) Model 

ÅMutagenicity (Ames test) Model (ISS)

ÅMutagenicity (Ames test) Model (KNN/Read -Across)

ÅMutagenicity (Ames test) Model (CEASAR)
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Predictions from VEGA models in the Danish Database

ÅTo choose the most relevant and best models to supplement the information 
in the Danish (Q)SAR Database we have thoroughly considered all VEGA 
modelsô documentation (QMRFs and scientific publications) according to the 
OECD validation principles and in dialogue with IRFMN about questions

ÅPredictions are implemented following the general concept / terminology of the 
database, i.e. abbreviated predictions POS/NEG for binary endpoints, AD 
IN/OUT , however we added indication of VEGA calls good (IN) / moderate 
(OUT) / low (OUT) for transparency reasons

ÅAll VEGA predictions are searchable for predictions in domain , and can 
thereby in very fast manner e.g. be crossed with REACH -registered substances 
etc. and other searches in making combined / complex searches

ÅLaunched today in the Danish (Q)SAR Database
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Recent updates of the database and models websites

ÅDeveloped and maintained by our DTU QSAR team 

ÅPre-generated predictions for >650,000 mono - constituent organic 
substances , including 13,406 REACH -registered substances

Å>200 QSAR DTU/commercial/free models used 

ïphys.chem / ADME / HH / ENV

ÅDocumentation of models in (Q)SAR Model Reporting Format, QMRF

ÅFree, easy - to - use, fast and advanced searches 

ÅIntegrated with the free OECD QSAR Toolbox

ÅDanish (Q)SAR Models for detailed predictions in (Q)SAR Prediction Reporting 
Format, QPRF

ÅBoth sites are continuously being updated with new models / substances

https://qsar.food.dtu.dk/

Statistics since release 

November 2015

>10k unique IPs made

>200k órealô searches
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ÅTransparent 
principles and 
reporting of data 
curation

ÅTransparency also 
for validation for 
external 
predictivity (e.g. 
no automatic 
exclusion of 
outliers, not using 
validation to 
choose model etc.)



ÅQuick look - up of already generated predictions at 
ótop levelô from many QSAR models

ÅProfiling of single substances : Integrating 
predictions to give a bigger picture and possibly reduce 
overall uncertainty

ÅScreening across all contained 
predictions/structures : A dvanced search 
combinations for screening purposes

ÅBuilding read - across cases : Find structural 
analogues with the similarity function and use 
predictions and training set data - and/or find Tox21, 
PubChem etc. analogs with exp. data - to contribute to 
read -across justification 

ÅI.e. all included VEGA models now part of this

Why a predictions database



(Q)SAR software/models

Commercial and free software/models with use / publication conditions from:

http://www.scimatics.com/


Validation and documentation

ÅQSAR Model Reporting Formats (QMRFs) for ~140 + 18 VEGA models in the Danish (Q)SAR 
Database, now also linked in the EU LIFE CONCERT REACH Gateway



























ÅTraining sets for 
DTU models 
launched later 
today




