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WP3 Objectives

Dissemination efforts to raise the awareness of the new e-infrastructure and to reach general
acceptance:

OpenRiskNet RISK ASSESSMENT E-INFRASTRUCTURE

Communicate the scientific and technical background, capabilities and input specifications
Produce detailed documentation of the implementation steps performed on the
best-practice examples

Provide training on implementation of databases and tools (workshops and and
hackathons), on how to use e-infrastructure (schools and data hackathons)

Provide technical support for implementations of services

Produce guidelines and templates

Collect protocols

Supporting the generation of reports for regulatory purpose

Plan for maintenance of the services, data management and the overall sustainability of
OpenRiskNet.

www.openrisknet.org




WP3 Tasks

. . Start End .
ID Title Partners involved Deliverables
month | Month
T31 Documentation of Core Infrastructure IM, EwC, JGU, CRG, UM, UoB, NTUA, ~ 18 D3.9
’ and Deployment Fraunhofer, UU, VU, INERIS ’
Uy, EwC, JGU, CRG, UM, UoB, NTUA,
T3.2 Support Infrastructure Fraunhofer, VU, IM, INERIS 7 36 D3.3
T3.3 Training on Service Integration and UM, UoB, UU, EwC, JGU, CRG, NTUA, 13 36 D3.4: D3.5
Infrastructure Usage Fraunhofer, VU, IM, INERIS
T3.4 S;:?ne;irs]ez:gc?alalsnag gnQSut:L?tdacr;i:tI:il UoB, UM, EwC, JGU, CRG, NTUA, 13 36 D3.4; D3.5
' ’ . gy ge, Y Fraunhofer, UU, VU, IM, INERIS T
and Protocolling
Di i i E itati D E R M B, NTUA
T3.5 issemination, xplmtaFlon,‘ 'ata wC, JGU, CRG, UM, UoB, NTUA, 1 36 D.3.: D.3.6
Management and Sustainability Plan Fraunhofer, UU, VU, IM, INERIS

OpenRiskNet
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WP3 Deliverables

. Lead Dissemination
ID Deliverable Due month Type
partner level
Initial version of data management plan ORDP: Open
D3.1 Version 2 updated at M24 6 EwC Research Public v/
https://doi.org/10.5281/zenodo.2558117 Data Pilot
First documentation of the core e-infrastructure .
D3.2 https://doi.org/10.5281/zenod0.1483397 12 M Report Puislie
Fully functional support Infrastructure
D3.3 Version 2 updated at M24 12 uu Demonstrator Public v
https://doi.org/10.5281/zenodo.2558122
Dissemination & Training Activities
D3.4 (Intermediate Report) 18 NTUA Report Public v
https://doi.org/10.5281/zenodo.1479649
D3.5 Dissemination & Training Activities (Final Report) 36 UoB Report Public =r
D3.6 Data t'“nanfagement, maintenance and 16 EWC Report Public @
sustainability plan

OpenRiskNet
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https://doi.org/10.5281/zenodo.2558117
https://doi.org/10.5281/zenodo.1483397
https://doi.org/10.5281/zenodo.2558122
https://doi.org/10.5281/zenodo.1479649

WP3 Milestones

. Due cee .-
ID Milestone Lead partner Means of verification
month

MS1 Detall.ed .plan TP dilssem|nat|on e 6 EwC Consortium agrees on dissemination plan v

exploitation of the project results

F f i . .
MS4 | ully functional support 12 UoB Support tools publicly accessible v

infrastructure

Guidelines and templates e .

. Specifications are reported on project
MS6 |established for data exchange 18 EwC .
website v
formats

OpenRiskNet
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WP3 Performance Metrics

Title

Status M36

Number of workshops and hackathons (Successful
delivery >= 2 (until M18) and >= 5 (until M36)
training workshops or hackathons)

9 workshops and hackathons have been organised or
supported, 2 internal events and 7 external events.

Acceptance of support facilities

The support functions for OpenRiskNet are functional
and available, consisting of a helpdesk, a wiki, and an
issue tracker. On top the service catalogue and the
Library support the user in finding and accessing the
resources.

Positive feedback from external participants at the
workshops and hackathons

External participants at the training events, hackathons
and workshops showed great interest in the solutions
provided by OpenRiskNet and reaffirmed the
development plans.

Active participation to conferences and meetings
(Successful delivery >= 5 (until M18) and >= 10
(until M36) participation in conferences)

OpenRiskNet partners participated in >30 conferences,
meetings or other events, with presentations or posters
or attending the sessions. The materials produced for
these events are documented in the Library.

OpenRiskNet

www.openrisknet.org




D3.6 Dissemination & Training Activities (Final Report)

e Draft (continuation of D3.4 at M18)
https://docs.google.com/document/d/1hoVsOajeouH8x4HTrzUg7ynCjJhafVgBvPZM2w5PQlY/edit

e To be aligned with PEDR

e  Structure:
o Dissemination & Training Activities

m Events
e Organisation of webinars
e Organisation of workshops, trainings and hackathons

e Participation at conferences and workshops
m Resources and training materials (Library)

e Tutorials

e Peer-reviewed publications
m Other dissemination and networking activities

e Public communication

e Development of project website
e Interactions with EU e-infrastructure projects and initiatives

www.openrisknet.org
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https://docs.google.com/document/d/1hoVsOajeouH8x4HTrzUg7ynCjJhqfVgBvPZM2w5PQIY/edit

Task 3.1 - Documentation of Core Infrastructure and Deployment

The architecture of OpenRiskNet is based on Kubernetes for distributed container orchestration with some
OpenShift specific add-ons:

OpenRiskNet

The Core OpenRiskNet Infrastructure Components are Single Sign On (SSO) for authentication and
authorisation

Consolidated logging and metrics are provisioned as part of the initial OpenRiskNet reference site
https://home.prod.openrisknet.org/

Let’s Encrypt certificates were chosen for HTTPS connections to OpenRiskNet services.

As an extension over plain Kubernetes, OpenRiskNet offers Continuous Integration and Continuous
Deployment (CI/CD) functionality

GitHub used as OpenRiskNet code repository

www.openrisknet.org



https://home.prod.openrisknet.org/

GitHub

e OpenRiskNet code repository: https:/github.com/OpenRiskNet/ (for both, developers and end-users)

e OpenRiskNet Wiki https:/github.com/OpenRiskNet/home/wiki (the main resource for developer

documentation in the OpenRiskNet project)

OpenRiskNet

home
OpenRiskiet wik and core resources
@uupyerotesook Y7 k12 D2 10 Updsted 18 hoursage

workshop
Material fo the the Deployment Workshop

¥o %0 O©3 No y

notebooks
A collection of Jupyter and Squonk notebooks develope

 OpenfiskNet
@uupyerotbook ¥4 k1 @2 MO Updoted yesterdsy

okd-orchestrator
Forked from Informtic:Matters/okd-orchestrator

An Orchestrator for

Openshift/OKD container runtime
®pron b MT Y3 k0 @0 o

landing_page
Temporary websit fo eference site

ML ¥2 K0 @0 MO Updsted 15daysage

jupyter-notebook-images
o cliconiced Jopyte POMRbOOK oG

¥1 %0 @0 M0 Upda

for OpenRiskNet

ul 17

openapi-examples
Example openapidefinfions by OpenRiskNet partners

Groy ¥3 K0 @1 10 Updatedon May20

tess
Repository with metadata info about events and tutorals to be harvested by
ELIXIR TeSS.

dmr Yo ko @1 Mo

OHTML Y9 k0 0 M0 UpdstedonMar1

orn-query-tester-defaults

¥2 %0 @0 [0 UpdatedonFens

ChemldConvert

Forked from Douglas

al identifie

orn-ontology

Forked from egonw/orn-cntalogy
Risk Assessment Ontology
¥1 %0 1 10 Updated onNov24,2017

**
Palaia
*x %

Wiki

Home
Adding Authentication

Annotating API to make it
queryable

Annotating your service to
make it discoverable

ClI CD environment
Deployment Guidelines
Development Guidelines
Glossary

Modelling IC50 results
Tips and tricks

Use Cases

UseCase 2 Pseudocode

Writing OpenAPI and JSON LD
descriptors

www.openrisknet.org


https://github.com/OpenRiskNet/
https://github.com/OpenRiskNet/home/wiki

Resources for
end-users

Task 3.2 - Support Infrastructure

) Resources for
Issue Tracker: GitHub developers

Wiki: GitHub (key resource for supporting developers, both internal and external to the project)

Automatic testing for the virtual environments: Jenkins

Helpdesk service: https://openrisknet.freshdesk.com/
e Frequently asked questions (FAQ),
e Getting Started guide
e Form to ask questions / filing support tickets, where specified OpenRiskNet staff are
responsible for handling and delegating issues

Glossary: GitHub (list of terms or abbreviations with their definition, relevant to the project)

OpenRiskNet RISK ASSESSMENT E-INFRASTRUCTURE www.openrisknet.org



https://openrisknet.freshdesk.com/

Task 3.2 - Support Infrastructure o

mmmmmmmmm

Helpdesk service: https:/openrisknet.freshdesk.com/ -
e Frequently asked questions (FAQ), :
e Getting Started guide

e Form to ask questions / filing support tickets, where specified OpenRiskNet staff
are responsible for handling and delegating issues

Wiki: GitHub (key resource for supporting developers, both internal and
external to the project) https:/github.com/OpenRiskNet/home/wiki

Issue Tracker: GitHub https:/github.com/OpenRiskNet/home/issues

Automatic testing for the virtual environments: Jenkins
https://github.com/OpenRiskNet/home/tree/master/openshift/deployments/jenkins

OpenRiskNet Services catalogue
https://openrisknet.org/e-infrastructure/services/

OpenRiskNet Library: https:/openrisknet.org/library/

OpenRiskNet www.openrisknet.org



https://openrisknet.freshdesk.com/
https://github.com/OpenRiskNet/home/wiki
https://github.com/OpenRiskNet/home/issues
https://github.com/OpenRiskNet/home/tree/master/openshift/deployments/jenkins
https://openrisknet.org/e-infrastructure/services/
https://openrisknet.org/library/

Support Infrastructure:

end-users

End User

interested in OpenRiskNet
——

User-driven website

wants to know more about

OpenRiskNet offerings and

~_how to find services

)

specmc service

Resources for end-users

For scientists and members of academia, industry
or regulatory agencies who would like to use the
infrastructure for their predictive toxicology and
risk assessment tasks.

MORE —

https://openrisknet.org/e-infras
tructure/end-users/

| wantstousea > OpenRiskNet service

catalogue

has question about a specific
service or wants to find a service
for their scientific question

Helpdesk

has question not answered
by the helpdesk

>

wants to find demos__|

wants to get more
information on the
infrastructure or

how to use services

Library

OpenRiskNet RISK A

\SSESSMENT E-INFRASTRUC

Helpdesk

issue tracker Wiki

__and tutorials__

github issue tracker

www.openrisknet.org


https://openrisknet.org/e-infrastructure/end-users/
https://openrisknet.org/e-infrastructure/end-users/

Resources for developers

Support Infrastructure: service providers/developers

MORE

Service

provider https://openrisknet.org/e-infras
tructure/developers/

interested in OpenRiskNet

User-driven website

I-wants to register their service—>» OpenRiskNet service

wants to know more about catalogue

OpenRiskNet offerings and

how to int \( i g . .
oWiIiograle-aiseIvice has technical questions about setting up the

infrastructure or integration of services

has technical questions about setting up the
infrastructure or integration of services
Helpdesk

wants to get more

information on the has question not answered
infrastructure and the by the helpdesk
APl/annotation
concepts has technical issuej
Y A r -
4 @
Library il Wiki github issue tracker

issue tracker

OpenRiskNet , SS NFRASTRL ~ T www.openrisknet.org


https://openrisknet.org/e-infrastructure/developers/
https://openrisknet.org/e-infrastructure/developers/

Support Infrastructure: systems administrators

System

administrator

was asked to install OpenRiskNet VRE

User-driven website

wants to know more about
OpenRiskNet offerings and
how to integrate a service

wants to know how to

deploy specific service

Helpdesk

has question not answered
by the helpdesk

Library

Resources for developers

For service developers, infrastructure providers or
data managers who would like to integrate their
databases and software tools into the
OpenRiskNet infrastructure.

MORE —

> OpenRiskNet service

wants to find relevant services

has technical questions about setting up the
infrastructure or deploying services

Helpdesk

issue tracker Wiki

has technical issuej

github issue tracker

OpenRiskNet

https://openrisknet.org/e-infras
tructure/developers/

www.openrisknet.org


https://openrisknet.org/e-infrastructure/developers/
https://openrisknet.org/e-infrastructure/developers/

Task 3.3 - Training on Service Integration and Infrastructure Usage

Develop manuals, tutorials and training material for the setup and usage of the virtual
environment of e-infrastructure instances as well as integration of additional tools based
on the documentation generated in Task 3.1.

* Organise training workshops and hackathons

+ Implementation hackathons: core developers and service integrators work on the
integration of specific services and provide feedback for e-infrastructure
optimisation

- Data hackathons: end users will bring data and case studies and work together with
the service providers and core developers to execute the case studies inside the
e-infrastructure

OpenRiskNet www.openrisknet.org




Task 3.4 - Guidelines and Training on Standard File Formats,
Ontology Usage, Quality Control and Protocolling

Adoption of standards in data management, annotation, quality and reproducibility.

+ Develop guidelines for file formats, the usage of ontologies, quality control for data and
tools including measurements of uncertainty and protocolling of experimental and in silico
procedures.

* Organise workshops to train users outside of the consortium and foster a general
acceptance and adoption of these guidelines.

+ Make the data schemata of the OpenRiskNet services openly available (including
data/metadata file templates), which can be used as starting points for the generation of
new databases but also modelling tools.

OpenRiskNet www.openrisknet.org




Task 3.5 - Dissemination, Exploitation, Data Management and
Sustainability Plan

This task coordinated the dissemination and exploitation of the outcomes of the
OpenRiskNet e-infrastructure to all stakeholders

° Events: https:/openrisknet.org/events/
o Conferences

Hackathons

Project meetings

Symposiums

Trainings OpenRiskNet ioinformatic Data modellers,

Webinars stakeholders, 10% 9% 9%

O O O O O

o Workshops
° Resources & training:
https://openrisknet.org/library/

Regulators, | providers,

o Peer-reviewed publications Nanosafety
Posters Risk assessors, 23% community, 7% Students, 6%
Presentations d:::t,:'::s
Public communications 3% .

Reports

TUtorials General
. . Developers, 10% Researchers, 6% ublic, 5% 2%
Webinar recordings Pers, , 6% | public, 5%

° News and communication:
https://openrisknet.org/news/

o O O O O O

Distribution of resources to different target audiences

OpenRiskNet  RISK ASSESSMENT E-INFRASTRUCTURE www.openrisknet.org



https://openrisknet.org/events/
https://openrisknet.org/library/
https://openrisknet.org/news/

Dissemination activities

Peer-reviewed
publications, 5

Project
meetings, 4

Hackathons, 4

Combined 5
events, 8__~ %

—>
Events organised, co-organised and attended by Resources & training materials available in the
OpenRiskNet members OpenRiskNet library
(Total: 91 by M36)

(Total: 75 by M36)
e Organiser: 22

e Co-organiser: 22
e Participation: 31

www.openrisknet.org
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O

Webinar

Ah

Webinars

e OpenRiskNet webinars series included
live demonstrations on the
e-infrastructure deployment and the risk
assessment case studies

o Introduction to OpenRiskNet

o Deployment

o Demo services and case
studies

o Semantic annotations

e All sessions were recorded and the
materials (slides and video) were made
available in the project Library

14 sessions

~250 Attendees

Recordings s Slides available

OpenRiskNet

RISK AS VIENT E-INFRASTRUCTURE

Introduction to OpenRiskNet project

Edelweiss Connect, Switzerland

[ -
1 o
coun cc
otz Introduction to OpenRi;
Edelweiss Connect, Switzerland

oot OpenRiskNet case studies and the implementation challenge
3 e Edelweiss Connect, Switzerland

e OpenRi: webinar: introd
4 wisan sweduoe ) Edelweiss Connect, Switzerland

OpenriskNet webinar: demonstrations on services (Part 2)

case studies and demo (Part 1)

Edelweiss Connect, Switzerland

OpenRiskNet deployment

Edelweiss Connect, Switzerland

ot Data curation demonstration
7 suriien sesnsss sl Edelweiss Connect, Switzerland
S 48:54

Identification and linking of data related to AOPWiki

Edelweiss Connect, Switzerland

v OpenRi webinar: AOP Datab:
9 S eatnaoaesll Edelweiss Connect, Switzerland

0 i webinar:

Edelweiss Connect, Switzerland

opanmunec OpenRiskNet Webinar: Use Nextflow for toxit ics-based p
11 W mnetonier Ml Edelweiss Connect, Switzerland
R

ORN Webinar: Deploying Applications to an OpenRiskNet Virtual Environment

Edelweiss Connect, Switzerland

0 i webinar: on

for prediction or read across

Edelweiss Connect, Switzerland

ORN Webinar: Connecting AOPs, knowledge and data with AOPLink workflows

Edelweiss Connect, Switzerland

www.openrisknet.org
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OpenRiskNet

O

Webinar

Ah

oinars

Topic

Date & Time

Introduction sessions to the OpenRiskNet e-infrastructure

Webinars description:
e Session 1 (24 Sep 2018)
e Session 2 (27 Sep 2018)
e Session 3 (4 Oct 2018)
e Session 4 (30 Oct 2018)

Learn how to deploy the OpenRiskNet virtual research environment

Webinar description (25 Feb 2019)

Demonstration on data curation and creation of pre-reasoned datasets in the OpenRiskNet framework

Webinar description (18 Mar 2019)

Identification and linking of data related to AOPWiki (an OpenRiskNet case study)

Webinar description (26 March 2019)

The Adverse Outcome Pathway Database (AOP-DB)

Webinar description (8 April 2019)

How to describe OpenRiskNet services and their functionality by semantic annotation

Webinar description (13 May 2019)

Use of Nextflow tool for toxicogenomics-based prediction and mechanism identification in OpenRiskNet
e-infrastructure

Webinar description (27 May 2019)

Demonstration on OpenRiskNet approach on modelling for prediction or read across (ModelRX case study)

Webinar description (11 June 2019)

Combining neXtProt and WikiPathways strengths using SPARQL federated queries

Webinar description (12 June 2019)

Deploying Applications to an OpenRiskNet Virtual Environment

Webinar description (24 June 2019)

Connecting Adverse Outcome Pathways, knowledge and data with AOPLink workflows

Webinar description (15 July 2019)

www.openrisknet.org



https://openrisknet.org/events/39/
https://openrisknet.org/events/40/
https://openrisknet.org/events/41/
https://openrisknet.org/events/42/
https://openrisknet.org/events/57/
https://openrisknet.org/events/58/
https://openrisknet.org/events/59/
https://openrisknet.org/events/60/
https://openrisknet.org/events/64/
https://openrisknet.org/events/65/
https://openrisknet.org/events/67/
https://openrisknet.org/events/73/
https://openrisknet.org/events/66/
https://openrisknet.org/events/70/

Example of
1

Recording

resources generated, exploited and shared from the webinars

Demonstration on data curation and creation
of pre-reasoned datasets in the OpenRiskNet
framework

Webinar (organized by OpenRiskNet)

Activity details
Monday, 18 March 2019, 16:00 CET
Presenters: Noffisat Oki (Edelweiss Connect GmbH, Switzerland), Danyel Jennen (Department of

Toxicogenomics, Maastricht University, The Netherlands), Mare Jacobs (Fraunhofer Institute, Germany)
and Tim Dudgeon (informatics Matters Ltd, UK).

In the process of utilising the analysis tools available in the OpenRiskNet e-infrastructure, data needs to

be accessed from different sources and various formats.

In this webinar we will use examples to introduce attendees to the OpenRiskNet data handling and
curation process. This will include methods for data access, upload, and extraction for further
downstream analysis.

Some specific examples we will be exploring include;

« Aworkflow using data extraction from the EdelweissData Explorer and text mining capability for data
extraction from a public databases:

« Demonstration of extraction of data from a public database for a specific endpoint (e.g. drug induced
liver injury) and combine with other data (e.g. omics data) to get a better grouping for target
prediction.

Organisations involved
Edelweiss Connect GmbH (EWC)
Universiteit Maastricht (UM)

Fraunhofer Gesellschaft zur Forderung der Angewandten Forschung V. (Fraunhofer)

Informatics Matters Limited (M)

Resources & Training materials

Demonstration on data curation and creation of pre-reasoned datasets ~ Yebnar
in the Openiiskaet ramevork -

ot Switzeriand), Danys Jennen (pepartment of
s, e Jacons (Fraunt -

) Report
-—

OpenRiskNet

Demonstration on data curation presentation

Netherlands), Mart

universiy, The
atters 3, UK

i, Switzerland), Danyel Jennen (aastr
e, Germany). Tim Dudgeon (inform

EdelweissData serving ToxCast, 0y
%
ToxRefDB and TG-GATEs data R
Collection of toxicological data sources exposed via
OpenTox
Three of the most popular toxicologic open data sources are
already publically available: the EPA's in vitro ToxCast/Tox21
datahst. the EPA's in vivo ToxRefDB database and the NIBIOHN's
Open .

Provided by: Edelweiss Connect
Type: Database / data source, Application, Service
cability domain: Computational modelling, Toxicology,

Appl
Bioinformatics, Predictive toxicology

opic: Chemical properties, Risk assessment
Biological area: NOAEL/LOAEL, Omics, Acute toxicity

For end-users

DETAILS —  VISIT SERVICE —

Case Studies

Links and additional materials

vorkflows

ption

Audience reached
Mixed audience (scientists, regulatory, industry, developers, etc.): 27

RISK ASSESSMENT E-INFRASTRUCTURE

8

Data curation and creation of pre-reasoned datasets and searching

ModelRX Modelling for Prediction or Read Across

A systems biology approach for grouping compounds

Metap Metabolism Prediction

Identification and Linking of Data related to AOPWik
TEX Toxicogenomics-based prediction and mechanism identification

Reverse dosimetry and PBPK prediction

]
elixir

TeSSs

6

Data curation workflows using OpenRiskNet
approach ready for demonstration

s of utilising the anal

sis tools available in the Openls
4 from different sources and various formats. Thus, the users should be able o access
ata sources and specific entries. This are then being curated using an OpenRiskNet service and
re-submited to the d

Within DataCure case study, we aimed to establish a process for data curation and annotation that

their own dats curation

To achieve these, OpengiskNet developed resources that
aring. In addition workflows that provide examples of

can make use of APls as much as possible and
data for

eliminate the ne
Toxicogenomic data anayis

e study serves also as the entry point of curation of data sources to be used by the other case

R T ——

The technical implementation invalved several steps related to the availability of data using

EdelweissData Explorer as data source, the data extraction done by the use of A7 calls and text mining

workflows, data searching using workflows that emaloy text mining capabillties, data curation and

reasoning done through the provision of workflows stored i Ju N aly re-

sbmisin s dnaseace here the crsed dtaets may be
o re-usage,

fon on 18 March 2019,

7o lear mare on haw this warks in aractics

Please see more detals on the webinar and register here.

7@’@

www.openrisknet.org




Webinars follow-up survey

Type of Organisation What type of methods and data do you regularly use?

acaderic | s
SME & Consultancy — 24%
Governmental Institution — 20%
industry | G 12

Research Organisation [l 4%

In silico 92%

In vitro 36%

Regulatory Agency [l 4%
What best describes your role? Preffered ways of accessing OpenRiskNet services
Research | 222
Risk assessment || N 32%
Tool developer [ 12%
Project management [N 12% Visual workflow manager (e.g. Squonk) _ 32%

Infrastructure provider [l 8%

Data manager [l 8% Both _ 20%
o 3

Regulatory science [} 4%

OpenRiskNet  RISK ASSESSMENT E-INFRASTRUCTURE I www.openrisknet.org



Webinars follow-up survey

General intro

Intro to e-infrastructure

Case studies

Implementation Challenge

Where the introductions and demos helpful?

10% 0% 0% 0% 0% 605 0% 0% 0% 100%

HmYes WNo M Partly

100%

60%

20%

o | am interested

DataCure ModelRX SysGroup  MetaP AOPLink TGX RevkK

H | have data sources to contribute ® No answer

Interest in case studies

m | have tools / workflows to contribute

OpenRiskNet

RISK ASSESSMENT E-INFRASTRUCTURE

Suggestions from participants:

Address more specific groups, e.g. only tool
developers or only end users;

Focused sessions, with more time focussing on case
studies and demos;

Cover different audiences (both end-users and
developers);

Follow a complete example on the e-infrastructure
use;

Build a story on how to use the integrated tools, in
order to capture the attention of end users;

The terminology may be added to explain the
meaning of words in different modules;

Allow access to the tools and support materials
before the sessions;

Explain in more detail the database access flows;

And many more...

www.openrisknet.org



Workshops (RP2)

Workshop sessions during OpenTox Euro Conference
(October 2018 Athens, Greece)

e Hands-on Workshop on Biokinetics Modelling

o

o

O O O O

Biokinetics Modelling and Simulation

Unknown parameter estimation using Bayesian
statistics

Introduction to PKSim modelling platform
Introduction to httk R package

Reverse dosimetry using control theory
Biokinetics modelling through the Jagpot
platform

Resources & Training materials

, form, inputs and outputs of PBPK models Tutorial

Pantelis Karatzas, Philip Doganis, Periklis Tsiros, Nikolas-Marios

OpenRiskNet

Building risk assessment workflows with
OpenRiskNet

Activity details

This workshop aims at providing the users with experience on using the OpenRiskNet infrastructure for
risk assessment. Users will investigate a problem from nanosafety, studying a panel of nanoparticles
(including dry powders of oxides of titanium, zinc, cerium and silicon, dry powders of silvers, suspensions
of polystyrene latex beads and dry particles of carbon black, nanotubes and fullerene, as well as diesel
exhaust particles). The OpenRiskNet infrastructure will be employed to generate models on the toxicity of
studied nanoparticles, more specifically the Jagpot platform for modelling, available at
http:/www.jagpot.org.

Organisations involved

Edelweiss Connect GmbH (EwC)
National Technical University of Athens (NTUA)

Links and additional materials

http:/www.opentox.net/events/opentox-euro-2018/s6

www.openrisknet.org



Profile of participants

Workshop .

H z

' '. X I. Creating powerful workflows combining data and OpenRISkNet
1 .

software services demonstrated on risk assessment case

: RISK ASSESSMENT E-INFRASTRUCTURE
1 studies

23 - 24 October 2019, Amsterdam, Netherlands | https://openrisknet.org/

@ TheNetherlands @ Switzerland @ Germany @ UK @ Sweden @ France @
@ spain @ USA @ Austia @ Belgum @ Canada @ lreland @ Italy

sustainability session

powerful workflows combining data and
software services demonstrated on risk
assessment case studies )
: e Lectures, demo & hands-on :
Workshop (organized by OpenRiskNet) I trainings ) |
23 — 24 Oct 2019 / Amsterdam, NL | e Associated partners session |
: e EU infrastructures & : eeeeee
| |
| |

e Posters session

- ____________________________{ Gender

Activity details

Venue: Vrije Universiteit, Auditorium, O|2 Human Life Sciences building, De Boelelaan 1108, 1081 HZ
Amsterdam, The Netherlands (Map)

Booklet (agenda, abstract, additional information): OpenRiskNet Final Workshop

https://openrisknet.ora/events/74/

® Men @ Women
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Training & Guidelines on Standard File Formats, Ontology Usage, Quality
Control and Protocolling (RP2)

1st NanoCommons Hackathon on “Ontological
Annotation of Datasets”

9 Oct 2018 / Athens, GR

Activity details

The 1st NanoCommons Hackathon on “Ontological Annotation of Datasets” was co-organised by H2020
projects NanoCommons and OpenRiskNet. The hackathon took place during the afternoon on 9 October
2018 in conjunction with the next NanoCommons Consortium Meeting (8-9 October 2018) and the
OpeniTox Euro Conference (8-11 October 2018) in Athens, Greece. The participants worked using their own
or mock datasets and search through established ontologies (e.g. eNanoMapper Ontology) for ontological
annotations. The participants also learn how to prepare electronic files (e.g. JSON) containing the raw
data and the ontological metadata.

Organisations involved

Edelweiss Connect GmbH (EwC)
Universiteit Maastricht (UM)

The University Of Birmingham (UoB)

National Technical University of Athens (NTUA)

Links and additional materials

https:/www.nanocommons.eu/1st-nanocommons-hackathon-ontological-annotations-of-datasets/

OpenRiskNet

OpenRiskNet/NanoCommons ontology
meeting

Hackathon, Workshop (;

13 4 Dec 2018 / Bru:

Activity details

The goal of this meeting is to get a picture of the ongoing ontology activities in the toxicology area,
harmonize these efforts and the developed ontologies therein, and extend the existing toxicology
ontology to support OpenRiskNet and NanoCommons tasks. Part of this will be the ontological annotation
of OpenRiskNet Application Programming Interfaces (APIs) as used on their cloud. Other goals include
extension of the ontology with missing terms (if any), potentially write up guidance documents, and
annotation of data sets (possible via OpenRiskNet data APIs). The detailed information and agenda are
available below.

Topics:
1. What ontologies are out there and can we combine them to a toxicology application ontology.
2. Data and software schema: How much ontology do we need to annotate complex services.

3. Ontology Hacking.

The complete agenda is attached below.

Registration

Organisations involved

Edelweiss Connect GmbH (EwC)
Johannes Gutenberg-Universitét Mainz (JGU)
Universiteit Maastricht (UM)

The University Of Birmingham (UoB)

National Technical University of Athens (NTUA)
Fraunhofer Gesellschaft zur Forderung der Angewandten Forschung eV. (Fraunhofer)
Uppsala Universitet (UU)

Informatics Matters Limited (IM)

RISK ASSESSMENT E-INFRASTRUCTURE Lo

How to describe OpenRiskNet services and
their functionality by semantic annotation

Webinar (organized by OpenRiskNet)

13 May 2019 °

Webinar

Ak

Activity details
Monday, 13 May 2019, 16:00 CEST

Presenter: Thomas Exner (Edelweiss Connect GmbH, Switzerland)

Providing the data and software services within OpenRiskNet virtual environment and make the
functionality available via application programming interfaces (APIs) already allows for the development
of advanced workflows providing solutions to complex risk assessment tasks (demonstrated in the case
studies webinars). However, identification and selection of the most appropriate service, understanding
their functionality and format the input and output still need manual investigation and
programming/scripting skills. To be able to automate these tasks, OpenRiskNet is exploring semantic
annotation on different levels.

After a short introduction to ontologies applicable to service annotation, we will first demonstrate high-
level annotation, which gives the information for the OpenRiskNet registry service to index the service
and to make it findable for users and gives basic categorisation like dataset, algorithm and model. Then
we will show low level annotation, which will be used for dataset and input/output harmonisation so that
the user but more important other services can understand the information provided/required and how
to access it. Finally, first approaches to define the middle layer providing metadata describing the service
in more detail like available toxicity domains, available endpoint as well as gene/pathway/AOP
associations will be shown.

Rogistration: https://register.gotowebinar.com/register/836537431881200140

Organisations involved

Edelweiss Connect GmbH (EwC)

www.openrisknet.org



Active participation in other major events (selection)

54th COngress of the European Societies of OpenRiskNet Tart Ini: Modedllinhg Servicis in Chemical/Nano-safety, Eoster
- Environmental Science and Pharmacokinetics
TOXIcology (EU ROTOX), 2 -5 Sep 2018 / Bru Ssel,s, Stefan Kramer, Philip Doganis, Denis Gebele, Atif Raza, Pantelis Karatzas, Haralambos Sarimveis,
B E Jonathan Alvarsson, Ola Spjuth, Staffan Arvidsson, Thomas Exner, Lucian Farcal, Barry Hardy
doi: 10.7490/f1000research.1117419.1 1
20th International Congress on In Vitro Toxicology
(ESTIV), 15 — 18 Oct 2018 / Ber“n, DE OpenRiskNet Part I: lPredictive Toxicology based on Adverse Outcome Ll
Pathways and Biological F’athyvay Analysis -
SOT 58th Annual Meeting and TOXEXPO, 1,] _ 14 Mar gjgg:o\rag;fJEE;Z;W Nofisat Oki, Danyel Jennen, Jumamurat Bayjanov, Chris Evelo, Tim
2019 / Baltimore, us ~ doi: 10.7490/f1000research 11174181 |
EOSC-hub Week, 10 — 12 Apr 2019 / Prague, CZ . . . . B
OpenRiskNet Part IV: WEKA Machine Learning Services for the Prediction
ISMB/ECCB 2019 - International Conference on O] Tiles o 2 smical and Nanonafin s eansp o
Intelligent Systems for Molecular Biology & G
. . oi 10.7490/f1000research11174201 |
European Conference on Computational Biology, 21
Poster

— 25 Jul 2019 / Basel, CH

Building EOSC through the H2020 projects current
status and future directions, 9 — 10 Sep 2019 /
Brussels, BE

OpenRiskNet Part I: Development of an open e-infrastructure predictive

toxicology and risk assessment

Thomas Exner, Lucian Farcal, Daniel Bachler, Nofisat Oki, Denis Gebele, Atif Raza, Stefan Kramer, Evan
Floden, Cedric Notredam, Jordi Rambla, Danyel Jennen, Jumamurat Bayjanov, Egon Willighagen, Marvin
Martens, Chris Evelo, Iseult Lynch, George Gkoutos, Philip Doganis, Pantelis Karatzas, Haralambos
Sarimveis, Marc Jacobs, Ola Spjuth, Tim Dudgeon, Alan Christie, Frederic Bois, Daan Geerke, Paul
Jennings, Barry Hardy

— doi: 10.7490/f1000research.1117259.1 !

Complete list: htips://openrisknet.org/events/

OpenRiskNet RISK AS www.openrisknet.org
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Publications

Peer-reviewed publications

Population pharmacokinetic reanalysis of a Diazepam PBPK model: a comparison of Stan

and GNU MCSim

Periklis Tsiros, Frederic Y. Bois, Aristides Dokoumetzidis, Georgia Tsiliki and Haralambos Sarimveis

+ Article L

Introducing WikiPathways as a data-source to support Adverse Outcome Pathways for
regulatory risk assessment of chemicals and nanomaterials

Marvin Martens, Tim Verbruggen, Penny Nymark, Roland Grafstrém, Lyle D. Burgoon, Hristo Aladjov, Fernando Torres Andén,
Chris T. Evelo, Egon L. Willighagen

+ Article 1

Predicting off-target binding profiles with confidence using Conformal Prediction
Samuel Lampa, Jonathan Alvarsson, Staffan Arvidsson Mc Shane, Arvid Berg, Ernst Ahlberg, and Ola Spjuth

doi: 10.3389/fphar.2018.01256 i

A confidence predictor for logD using conformal regression and a support-vector

machine
Lapins M, Arvidsson S, Lampa S, Berg A, Schaal W, Alvarsson J, Spjuth O

— doi: 10.1186/s13321-018-0271-1 i

Semantic prioritization of novel causative genomic variants
Imane Boudellioua, Rozaimi B. Mahamad Razali, Maxat Kulmanov, Yasmeen Hashish, Vladimir B. Bajic, Eva Goncalves-Serra,
Nadia Schoenmakers, Georgios V. Gkoutos, Paul N. Schofield, Robert Hoehndorf

- doi: 10.1371/journal.pcbi.1005500 !

OpenRiskNet RISK ASSESSMENT E-INFRASTRUCTURE

OpenAIRE figshare

Selected conferences proceedings and posters

B GCa iNUTRIM

kK

Toxicology Letters Maastricht University

Volume 295, Supplement 1, 10 October 2018, Page 5104

Faculty of Health, Medicine and Life Sciences

ELSEVIER

Expanding Adverse Outcome Pathway knowledge by
creating AOP-Wiki RDF with semantic annotations
to facilitate risk assessment of chemicals

w52
OpenRiskNet, an open e-infrastructure to support
data sharing, knowledge integration and in silico
analysis and modelling in risk assessment

vin Martens*, Ryan Miller*, Chris T Evelo**, Egon Willighagen* @

nnﬂ

. Evelo 2, E. Willighagen 2 D.G.. Jennen 3, M. Jabocs , P.

C. Notredame %, 0. Spjuth %, . Jennin

T.E. Exner ! &, J. Dok
cha"\SS H.Sari
, F. Bois 12,8,

s Kramer”,

Dudgeon 1,

B GCa iNUTRIM

.3

< Maastricht University

nlnlnlormall(s

Toxicology Letters Faculty of Health, Medicine and Life Sciences

Volume 295, Supplement 1, 10 October 2018, Pages S100-5101

Introducing WikiPathways to support Adverse Outcome Pathways|
for regulatory risk assessment

ELSEVIER

ros16
Meta-analysis for genotoxicity prediction using
data from multiple human in vitro cell models

, Tim Verbruggen*, Penny Nymark®<, Roland Grafstrém®<, Lyle D Burgoon?, Hristo Aladjov,

Chris T Evelo*#, Egon Willighagen*

Marvin Martens
Fernando Torres And

JR. Bayjanov 2, J.C. Keinjans, D.GJ. Jennen

OpenRiskNet EdelweissConnect

. Y——

OpenRiskNet, an open e-infrastructure to support data sharing, knowledge integration
and in silico analysis and modelllng in predictive toxicology and risk assessment

in Martens®, Chris Evelo*, Iseult Lynch?, Philip Doganis*

ucian Farcal'",De
Haral

https://openrisknet.org/library/

www.openrisknet.org
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Tutorials

Selected tutorials

RevK Pharmacokinetics OpenRiskNet Case study using Jagpot web modelling platform
Philip

harmacokinetics workflow with Ja

]
e n PBPK mode Ann:lmnn( e or POPK model predction
== Use the model o Phil
rerincat B o et ) oouia
o Wb drug concentration-tme profiles

OpenRiskNet

< OpenRiskNet ‘ Model RX OpenRiskNet - Case study usin...

Watch later

Model RX OpenRiskNet - Case study using Jagpot web modelling platform

»

Share

orkflow: Access TG-GATEs data for seleted compounds, select differentially expressed

genes and identifier relevant pathways
Thomas Exne

Abstract:
Exam

e workflow based on OpenRiskNet tools - Pathway identification workflow related to
DataCure and AOPlink cas

studies. This notebook downloads TG-Gates data of 4 compoun

selects genes overexpressed in all sample. The Affymetrix probe sets
Ensembl gene identifiers

are then translated

ed with the genes are

ng the BridgeDB service and pathw

ys assox

identified using the WikiPat!

Related services:
igeD &

Tutorials OpenRiskNet public website

Abstract:

This document is to OpenRiskNet and associated part

s. Version 1 contains the
following topics: How do | access the admin interface of the OpenRiskNet website?, How

add

and describe a n publication, training material or other resources?, How | add and d. ibe my
services? and How do | add and describe a new ent?
Webinar °
recordings :
Webinar

www.openrisknet.org



Reports

Final definition of case studies (Defiverable 1.3) | e— 55

Initial API version provided to providers of services (Deliverable 2.2) e e 43

Report of the Service Integration with OpenRiskNet - Initial

Initial version of data management plan (Deliverable3.1) [ —— {7
First report on the management process (Deliverable 5.1) | el 46
D i online (Deli 2. e — 1)
First documentation of the core e-infrastructure (Deliverable 3.2) [ G —— 35
Report on Re-Identification Risks and Private by Design Risk Management... [ — 35
Dissemination & Training Activities - Intermediate Report (Deliverable 3.4) | ———— 35
Report on deployment of virtual infrastructures with service discovery and... [ e— 31
Fully functional support infrastructure (Deliverable 3.3) | —————— 28

Report on req analysis and

for WP2-4 (Deliverable. . I — 25

Associated partner program is established (Deliverable 12) | ———— 28
Final API available for internal and external service providers (Deliverable2.4) [ — 26

Report of the Service Integration with OpenRiskNet (Intermediate Report).

Computeand data federation (Deliverable2.5) 1

m Downloads

m Views

Final definition of case studies (Deliverable 1.3) i
g, Paul; Exnr,Thomas; Faral Lucian; O, Noffisats Sarimveis, Harry:Dogars, Pl Jennen, Oanyel; Geerke, D3an;

Wllghagen, egor; 50, Federcs Rautantarg, Micha; Dudgaon, Tim:Hardy, Eary

7Nov 2018

dof: 10.5281/zen0d01479127 o

Abstract:
OpenRiskNet case studies are sed to test and evaluate solutions provided by the project to the
predictive toxicology and risk assessment community, especially regarding the usability of the
developed Application Programming Interfaces (APIs) and the interoperability layer. These case
studies will demonstrate the capabilities to satisfy the requirements of the different stakeholder
groups, including researchers, risk assessors and regulators and present real-world applications such
as systems biology approaches for grouping compounds, read-across applications using chemical
and biological similarity, and Identifying areas of concern based on In vitro and in silico approaches
for compounds lacking any previous knowledge from animal experiments (ab initio case).

Publisher: Oponisket
Target audience: Risk Ressarchrs, Regulat

-ShareAlli 40 Interational (CC BY-5 40)
ed: ENC, JGU, UM, NTUA, VU, I, INERIS

OpenRiskNet Library:
https://openrisknet.org/library/

OpenRiskNet

RISK ASSESSMENT E-INFRASTRUCTURE

P (PROJKCT)

OpenAIRE |EXPLORE SEARCH

OpenRiskNet

OpenRiskNet: Open e-Infrastructure to Support Data Sharing, Knowledge
Integration and in silico Analysis and Modelling in Risk Assessment
(731075)

(OPEN ACCESS MANDATE FOR PUBLICATIONS AND RESEARCH DATA)

Funding: H2020 | RIA
Start Date: 2016-12-01
End Date: 2019-11-30

Organization: Johannes Gutenberg University of Mainz University of Birmingham
Fraunhofer UM UM UvA UvA NTUA MUl IM EwC Uppsala University
Detailed project information (CORDIS) =

Publications (31)

Research Data (1)

Software (0)

Other Research Products (2)

Statistics

+ |+ [+ |+ [+ [+

Metrics

www.openrisknet.org
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Public communication, News articles and blog

OpenRiskNet Case Studies report into NanoSafety Cluster Newsletter

doi: 10.5281/zenodo.2652898

OpenRiskNet factsheet

OpenRiskNet e-infrastructure available to end-users
Lucian Farcal

— Newsletter

OpenRiskNet roll-up banner
2 Sef

OpenRiskNet flyer

Public
communication

Public
communication

Public
communication

Public
communication

Public
communication

OpenRiskNet Library: https://openrisknet.org/library/

OpenRiskNet

News and Announcements

ber 3016
Final Agenda of the Workshop

The Final Agenda and the Abstracts Booklet of the OpenRiskNet is available on the web site.

Read more —

Materials and tutorials for the Deployment Workshop available to
participants

The hands-on workshop will shows how to deploy pp toan O Virtual
Environment. It provides background information and simple examples of deploying applications. Some
basic understanding of using containers (e.g. Docker) is assumed.

Read more —

OpenRiskNet webinars concluded

With ten webinar sessions organised in 2019 and four sessions in 2018,
outreached ~300 participants from different sectors and related areas like risk assessment, e-
delling, AOPs or

All materials produced during these sessions (video recordings, slides, additional resources) are available
online.

Read more —
a .

Reserve the dates for the Final OpenRiskNet Workshop: 23-24 October
2019

We are pleased to announce the final OpenRIiskNet workshop that will be organised in Amsterdam, The
Netherlands on 23-24 October 2019.

Read more —

posts

OpenRiskNet e-infrastructure available to
end-users
[ 1-1-1-]

i toicolony nd rck e

prase,

The platorm includas narmorisad and parly semanicaly annotated seta and modeling seric:
St s sk vl 25 avis 7k e o st which e 5 B
evauats and optimize the

Major updates to the OpenRiskNet website
The reference snviranment is available at https:jhome proc.openrisknet.org LL L

rmonisaton and Icaropsrablly con .

Current implementations and toolg

s proids resourcas t enstia e

‘e webits rovids informaton on
m
General assembly and consortium meeting  fover 20 tnctuding major
2018 Hormation rovic. 1he new features o the websits (c2. caraloguc of
e o serts, et ) rlessed recenty i to suapor even more sl proje cdrs I
mooo ena accessing tre Intormaton on e & rees asaressea to uses

»

OpenRiskNet e-infrastructure listed to EOSC and elnfraCentral
catalogues
openriske e-infrast
(€050 and Euroy

Is Ustedt a5 a service undar the cataloges of Furopean Open Sclence Cloud
y (intracentral

frastructure Servces

e entries can be consulted here: EOSE and sinfraCantral
T o

Update 2018-Fel>-26; News posted by elnfraCentral htp:/einirace

. will be also listed

s, part of Openiskiiet c-infras

raleu/news/openyisknet joined-cos

New deliverables reports are publicly available
[ 1-1-1-]

»

OpenRiskNet website News section:
https://openrisknet.org/news/

RISK ASSESSMENT E-INFRASTRUCTURE L%

omplementary approaches to provide users with risk assessment dat

TaxExpo part o the SOT Seth Annu Eattimors (10-14 M

Come and visit s to discuss how to Use the OpenRiskNet platform and the deployed data and software
on the publc reference snvironment or on your own computer infrastructure and get o erpert
The Terms of Use and the Privacy Policy were updated

The Terms of Use and the Privacy Policy of OpeniskNet e-Infrastructure and website were updated
based on the feedback received from the Data Protection Officer.

The new effective date is 7 May 2019,

www.openrisknet.org
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Posts focused on case studies and demos

OpenRiskNet case studies enter final, test
phase

anuary 2

OpenRiskNet's work on case studies is entering the final phase with the focus on demonstrating
infrastructure capabilities and on testing different risk assessment scenarios. The case studies provide

examples and prototypes for solutions provided to the predictive toxicology and risk assessment

Data curation workflows using OpenRiskNet
approach ready for demonstration

oront data sources and specic encis. i are thon benk curated uin an Openakteservics and

et ot cars e

voreion

sty s s 0 sebien 2

erstors, eurstad v amn o aswe

o sievs tese, se of i a5 e
o mans s shaig o Apwine
Cocoganomi cata snalysis il be developed.

Study sarves siso 2 th enty point of curston o st sources o be s by the

How to identify and link of data related to
AOPWiki to support the Adverse Outcome
Pathway approach

opon

The Advarse Outcome Pathway (AOP) concept has baen introduced to support risk assessment [1]. An
AOP comprises a number of biological svents: a molscular initiating event (IE) is followed by one or
more key events (KEs), leading to the adverse outcome (A0). The AOPWiki [2] s a collaborative platform
to exchange AOP-related knowledge.

The use of AOPs for regulatory purposes requires detailed validation and linking to existing knowledge
[3: 4]. Part of the development of AOPs s the search for data that supports the occurrence and biological

community and demonstrate usage of the developed APIs and the interoperability features to build plausibility of KEs and their relationships (KERs). This data can be found in literature and increasingly in

R T P ——— databases.

integrated workflows.

AOPlink case study developed within OpenRiskNet framework, focuses on establishing links between
AOPs and data that supports a particular AOP. This will allow finding AOPs related to experimental data,
and finding data related to a particular AOP.

+ DataCure - Data curation and creation of pre-reasoned datasets and searching
* ModelRX - Modelling for Prediction or Read Across

SysGroup - A systems biology approach for grouping compounds

MetaP- Metabolism Prediction

AOPLink - Identification and Linking of Data related to AOPWiki

AOPLink case study

«+ TGX - Toxicogenomics-based prediction and mechanism identification R |
The federation of computing and data
resources between the OpenRiskNet e-
infrastructure and public computational and

data resources has now been demonstrated
[ 1-1-]-]

RevK - Reverse dosimetry and PBPK prediction

The OpenRiskiet Consortium develops the OpenRiskiet -infrastrusture for the harmonisation and

functionality whist guaranteeing the technical and semantic nteroperabilty

A important task in the project,relsted o to the TG case stucs, involved the federation of computs
nd cata resources betwesn the OpenRiskNet a-infrastructurs snd externsl resources, Th referance
environmsnt has bean designsd o be capsble of handling the marity o raquiremants for users wishss
0 deploy and run services. However specific situations demand solutions whers either the computatin,
the data or both raside outside the OpenRliskilet e-infrastructure.

x - 2 OpenRiskNet
These cases also demonstrate how OpenRiskNet offers customised approaches for the different -

stakeholder groups (e.g., researchers, risk assessors and regulators) and provides fit-for-purpose services
and solutions to real-world applications (e.g., systems biology approaches for grouping compounds; read-
across applications using chemical and biological similarity).

I i

OpenRiskNet website News section:
https://openrisknet.org/news/

Users are invited to become familiar with the OpenRiskNet concept before using its services. Please see
Webinars recording and consult the case studies description that point out the services available and
specific training materials. Over next few months, live demonstrations will be organised through public
webinars to allow users to interact with OpenRiskNet service-providers.

www.openrisknet.org

OpenRiskNet RISK ASSESSMENT E-INFRASTRUCTURE
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OpenRiskNet

eIlnfraCentral: disseminate OpenRiskNet platform (or
individual services) to a larger audience and be able to
compare and connect with very similar services

OpenAIRE: common philosophy on open source, open
access and open data.

ELIXIR: Toxicology and risk assessment were recently
accepted as an ELIXIR community due to an application
almost completely driven by OpenRiskNet partners.
ELIXIR's Training Portal:
https://tess.elixir-europe.org/content providers/openrisknet
EU NanoSafety Cluster / NanoCommons: nanosafety
community is envisioned as one of the main beneficiaries of
the OpenRiskNet services

Interactions with other EU e-infrastructure initiatives

() OpenRiskNet

Service @‘elnfro Central

Catalogues

EUROPEAN OPEN
My - SCIENCE CLOUD

Publications &
Reports

>

dOpenAIRE

Training ) ¥
———> Elgﬁr

TeSS

Shared /‘R

resources
NanoSafety o, * L
Cluster “-( N NenoCommons

Nano-Knowledge Community

www.openrisknet.org
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Interactions with elnfraCentral and EOSC

‘elnfra Central HOME ABOUT SERVICE CATALOGUE PORTAL NEWS

EINFRACENTRAL CATALOGUE

OpenRiskNet joined EOSC Catalogue

PORTAL ARCHITECTURE

@26th Feb 201% Posted by

eInfraCentral warmly welcomes OpenRiskNet to the EOSC Catalogue (built and supported by elnfraCentral). Their

 Catalogue next to the more than 150 e-

Dr Thomas Exner, Chief Scientific Officer of Douglas Connect GmbH and Coordinator of
OpenRiskNet, highlighted the benefits of listing their services in the EOSC Catalogue:
“OpenRiskNet provides specialised services for predicted toxicology and risk assessment
On one hand, we want to make them known and easily accessible, which is fostered by a
listing in the EOSC Catalogue. On the other hand, these services do not exist in vacuum
and will reach their full potential by linking them to other EOSC services.”

OpenRiskNet joins following a consultation process with the elnfraCentral team:

“The initial registration process of OpenRiskNet as a service provider required the

completion of certain steps for authorisation and ion of our application. Further,
the addition of new services to the catalogue seems straightforward. The existing
template, including a set of instructions and recommendations, was very usefl in this
process and facilitates the description of a service. In addition, the communication with
the eInfraCentral / EOSC team was effective and we appreciated the recommendations

received, on both the registration process and also on the services description.”, said Dr

Lucian Farcal, Scientific Project Manager at Douglas Connect.

EUROPEAN OPEN
By - SCIENCE CLOUD About Governance Services & Resources Policy EOSCin practice Media ~For Providers Jqunt

—>
Generate, store and share predictive statistical and machine learning models

Home

OpenRiskNet e-infrastructure

DpenRiskNet e-infrastructure

i i fon, analysis and modall

OPENRISKNET

Lazar

sm) 91 @ .
ity predictions

Catagorzation:

the ares of (e.g.for

Ingredients,
hanomateriate) ),

improved data snd w

harmonized and Interoperable application programming Interfaces. The reference environment is meant to
demonstrate the Features of the infrastructure and for

il e e AT Squonk Computational Notebook

Computation research made simple and reproducible

OpenRiskNet

Participation at EOSC events (posters and
introduction to OpenRiskNet):

° EOSC-hub Week, 10 — 12 Apr 2019 / Prague, CZ

° Building EOSC through the H2020 projects
current status and future directions, 9 - 10
Sep 2019 / Brussels, BE

T www.openrisknet.org



Social Media

OpenRiskNet

@openrisknet
Open e-Infrastructure to Support Data
Sharing, Knowledge Integration and in
silco Analysis and Modeling i Predictive
Torcalogy and Risk Assessment (H2020)
& openrisknet.org
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Last days of registration to the Final OpenRiskNet workshop
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how to create and use workflows combining data and software services " ..see more
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Data Management Plan (DMP)

Deliverable 3.6 Final data management, maintenance and sustainability plan
https://docs.google.com/document/d/1Ag3e3gAFDix-WIAfKEZT_tODC8M]9ILKIPgXOVGmKns/edit#
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Data Management Plan

General and specific information (e.g. for diXa, BridgeDb,
WikiPathways, AOP-Wiki and ToxCast) are provided on the
following areas:

° Data summary
° Purpose of the data collection
Relation to the objectives of the project
Types and formats of data
Reuse of data
Origin of the data
Expected size of the data
° Utility of data and models
° FAIR data
° Making data findable, including provisions for
metadata
° Making data openly accessible
° Making data interoperable
° Increase data re-use (through clarifying licenses)
Allocation of resources
Data security
Ethical aspects (incl. Deliverable 6.7, final DPO report)

OpenRiskNet RISK ASSESSMENT E-INFRASTRUCTURE

OpenRiskNet (Horizon

i —
2020 DMP) |

g space used (max 10 pages)
- -

Initial DMP

1. Data summary (1 question, 1 answered) + |
2. FAIR data (4 questions, 4 answered) +
e |
e
= + |
+

5. Ethical aspects (1 question, 1 answered)
6. Other {1 question, 0 answered)

www.openrisknet.org




Plan for the Exploitation and Dissemination of
Results (PEDR)

PEDR version 3
https://docs.google.com/document/d/18TrkUcPtDzPdY5TpCrMiKkOXcHOtF yNJuuOr OICLE/edit#

OpenRiskNet www.openrisknet.org
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Plan for the Exploitation and Dissemination of Results
(PEDR)

OpenRiskNet dissemination plan

° Dissemination and communication activities

e Dissemination performance metrics Draft PEDR in the project PEDR in the Annex |
proposal Grant Agreement

e Reporting, tracking and sharing of
dissemination activities
e Funding allocated for Dissemination and
Communication activities
Periodic review of the

OpenRiskNet exploitation plan Final report PEDR during the project
implementation

e Virtual Organisation
e Sustainability plan

OpenRiskNet  RISK ASSESSMENT E-INFRASTRUCTURE www.openrisknet.org




Sustainability

e Positioning OpenRiskNet as a major e Establishing OpenRiskNet as a place
European provider of e-services for to offer and purchase data, predictive
the toxicology community toxicology and risk assessment

o  Continuation in NanoCommons services
o Infrastructure in EU research projects o  Service Model

o  Software Solution Consortium
o Membership Model
o  Marketplace platform

e Establishing toxicology and risk
assessment as a major pan-European
community with specific

infrastructure needs ) ; ) )
o Listing on EOSC Is it too early for this despite the good

Becoming a use case in EOSC-life feedback we got from commercial service

©)
o  Collaborating with ENVRI providers?
o  Trying to become part of a consortium

of the remaining infrastructure calls

(as a use case)

www.openrisknet.org
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