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Jaqpot: a suite of tools for QSAR, PBPK, image 
analysis, read-across methods

toxflow.jaqpot.orghttps://nanoimage.jaqpot.org

https://app.jaqpot.org/

http://toxflow.jaqpot.org/


NanoCommons KnowledgeBase & Jaqpot

Original Databases



Docker is used to run 
software packages called 

"containers". Containers are 
isolated from each other 

and bundle their own 
application, tools, libraries a

nd configuration files; 

An open-source system for 
automating deployment, scaling, 
and management of containerized 
applications

OpenShift is a multifaceted, 
open source container 

application platform from 
Red Hat Inc. for the 

development, deployment 
and management of 

applications.

Connect

An open source software product 
to allow OpenID Connect single 
sign-on with Identity Management 
and Access Management aimed at 
modern applications and services. 

Under the stewardship of:



Jaqpot 4



My resources



Model training - Choice of algorithm



Ontological annotation of algorithms

http://jaqpot.org:8080/jaqpot/services/algorithm/scaling
http://jaqpot.org:8080/jaqpot/services/algorithm/scaling
http://jaqpot.org:8080/jaqpot/services/algorithm/weka-mlr
http://jaqpot.org:8080/jaqpot/services/algorithm/weka-mlr
http://jaqpot.org:8080/jaqpot/services/algorithm/python-id3-mci
http://jaqpot.org:8080/jaqpot/services/algorithm/python-id3-mci
http://old.opentox.org/data/documents/development/RDF%20files/AlgorithmTypes


Model training - Algorithm parameters



Model webpage

URI of model: http://www.jaqpot.org/m_detail?name=72GEEmGhhavY00n7O209 
 

http://www.jaqpot.org/m_detail?name=72GEEmGhhavY00n7O209


Validation report

http://www.jaqpot.org/report?name=cnJlt1LZ3fnvlcI 

http://www.jaqpot.org/report?name=cnJlt1LZ3fnvlcI


Predictions



QPRF report
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Read Across

•

•



Jaqpot 5



Jaqpot 5



Jaqpot 5 - Login



Jaqpot 5 - Home



Jaqpot 5 - Shared space - Models



Jaqpot 5 - Model page

QMRF report

https://app.jaqpot.org/model/uxRBCMsV9lkSQT1Kw7km


Jaqpot 5 - Model page - Sharing

https://app.jaqpot.org/model/uxRBCMsV9lkSQT1Kw7km


Jaqpot 5 - Model page - Data tab



Jaqpot 5 - Model page - Predict tab



Jaqpot 5 - Predict tab - Entering values



Jaqpot 5 - Predict tab – Your data via template

A template for users 
to enter their data, 
upload to Jaqpot 
and get predictions.



Jaqpot 5 - Model page - Predict tab



Jaqpot 5 - Predictions



Jaqpot 5 - Predictions as CSV



Jaqpot 5 - Social network of models



Jaqpot 5 - User profile



Jaqpot 5 - User profile - Contact Info



Jaqpot 5 - Organizations

https://app.jaqpot.org/organization/NanoCommons 

https://app.jaqpot.org/organization/NanoCommons


Jaqpot 5 - NanoCommons Organization page

https://app.jaqpot.org/organization/NanoCommons 

https://app.jaqpot.org/organization/NanoCommons


Jaqpot 5 - Sharing of resources



Jaqpot 5 - Sharing notification



Jaqpot 5 - Dataset page



Jaqpot 5 - New dataset -Dataset details



Training a model in Python

Now you have a model on your computer. 

Great.



From model to web service in 1 line

jaqpot.deploy_pipeline() parameters are:

● pipeline : sklearn pipeline model is a trained sklearn model
● X : pandas dataframe (X variables).
● y : pandas dataframe (y variables).
● title
● description
● algorithm



Get predictions from a model



Jaqpot in EOSC Catalogue (through OpenRiskNet)

https://catalogue.eosc-portal.eu/service/openrisknet.jaqpot_ 

https://catalogue.eosc-portal.eu/service/openrisknet.jaqpot_


toxFlow
A tool for read-across 
model development 
coupled with 
enrichment analysis

• Perform 
enrichment 
analysis of omics 
data

• Train a 
read-across 
model

• Include 
multi-perspective 
characterization

toxflow.jaqpot.org

http://toxflow.jaqpot.org/


Conclusion

● Jaqpot is an open source web infrastructure with flexibility:
○ generalization across disciplines 
○ integration to 3rd-party tools (modelling on the Cloud)
○ easy integration to diverse architectures/ontologies/knowledge 

domains.
● Jaqpot offers a seamless way to:

○ take models out of the desktop or paper and automatically make 
them available as web services via their URI

○ functionality is provided both through an API and GUIs. 
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Thank you

Any Questions?



Jaqpot hands-on session - Meet the team

Philip 
Doganis

Irini 
Liampa

Pantelis 
Karatzas



Jupyter: Setting up + brief intro

• Jupyter: Setting up + brief intro to what you need to get 
started in python 

• After anaconda setup
• Εnvironments
• Libraries 
• import Jaqpot over pip



Jupyter: Setting up + brief intro

Jaqpotpy can be installed as a 
pypi package.

https://jaqpotpy.readthedocs.io 

https://pypi.org/project/jaqpotpy/ 

https://jaqpotpy.readthedocs.io
https://pypi.org/project/jaqpotpy/


 Importing and exploring the dataset

• Libraries and command for import
• Exploring the features
• Dataframes etc.



Basic preprocessing

• Basic preprocessing
• Checking the dataset
• Performing scaling



Creating a local model and its evaluation

• Creating a local model and its evaluation
• Create a model
• Evaluate performance
• Graphs and metrics



Uploading your model to Jaqpot

You now have your web service! 
• Exploring your model on Jaqpot 

– adding information
– QMRF report

• To assist the users in adding  editable versions of QMRF reports, we have 
created a QMRF markdown template, which can be downloaded from the 
following address: 
https://github.com/ntua-unit-of-control-and-informatics/QSAR-Models/blob/ma
ster/QMRF%20template.md. The user only needs to provide the necessary 
information under each section and the QMRF report is generated in an 
easy-to-read format.  

• Discussions

https://github.com/ntua-unit-of-control-and-informatics/QSAR-Models/blob/master/QMRF%20template.md
https://github.com/ntua-unit-of-control-and-informatics/QSAR-Models/blob/master/QMRF%20template.md


Using the model to get predictions on the web 
and in Python

• Using model on UI
• Using model over API in Python



Explore the platform, create more models and 
give us your ideas

• Feedback questionnaire
• Jaqpot discussions 

https://docs.google.com/forms/d/1zMHzAvxCnu7uMI8M_4VksSF0ysTnMVgiYSNsNUBSZTw/edit?usp=drive_web
https://docs.google.com/presentation/d/1cD_ubrK4YygJy41UGhNvrQerFLAto_ryri0as0ypZaw/edit#slide=id.g87f093bea7_0_614

