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Marie Sktodowska-Curie Actions ‘
2021-2027 :

Under
Horizon 2020
(2014-2020),

the MSCA:

Funded 1080 doctoral
programmes, of which
156 industrial doctoral
programmes and
76 joint doctorates

Involved 4 700
companies, of which
2 200 SMEs

Involved 37% of
researchers from
non-EU countries
and around 1300
organisations
from non-EU and
non-associated
countries

Under Pillar | of Horizon Europe, the MSCA are the
European Union’s reference programme for doctoral
education and postdoctoral training. They support
researchers from all over the world, at all stages of
their careers, with a focus on their training, skills and

career development.

Since 1996
budget
14 billion €
researchers

140 000
(39 000 PhDs)

Horizon Europe
(2021-2027)

budget

6.6

billion €

researchers

65 000

(25 000 PhDs)

Under Horizon Europe,
the MSCA will:

Strengthen organisations

The MSCA support excellent doctoral
and postdoctoral programmes and
collaborative projects worldwide,
promoting structuring impact on
organisations

Foster research and innovation
beyond academia
The MSCA boost ties between academia
and other non-academic organisations
with various incentives, increasing fellows’
exposure to other sectors

Build international links

The MSCA are key in attracting talent to
Europe, building international, strategic
partnerships, and promoting global
research mobility and science cooperation



The MSCA have
5 main actions

Doctoral
Networks

implement doctoral

programmes (including joint
doctorates and industrial doctorates)
by international partnerships of
organisations from different sectors.
They train highly-skilled doctoral
candidates, stimulate their creativity,
enhance their innovation capacities
and boost their employability

in the long-term.

MSCA
and Citizens

brings research and
researchers closer
to children, families
and the public at
large through the
European Researchers’
Night - the annual
research communication
and promotion event
taking place at the end of
September across EU Member
States and Horizon Europe
Associated Countries.

Postdoctoral
Fellowships

support researchers’

careers and foster excellence

in research and innovation.
Researchers holding a PhD can
carry out their research activities,
acquire new skills and develop their
careers abroad, whilst developing
competences in non-academic
sectors and working

within interdisciplinary teams.

Staff
Exchanges

encourage short-term
international and inter-
sectoral exchanges of research
and innovation staff through
sustainable, collaborative projects
in Europe and beyond. By doing so,
they enhance knowledge and skills
transfer and increase organisations
research and innovation capacities.

’

COFUND

co-finances regional,
national and
international doctoral
and postdoctoral
programmes
for researchers’
training and career
development. The
COFUND action spreads
MSCA’s best practices by
setting high standards and
excellent working conditions,
and boosts training and
international, interdisciplinary
and inter-sectoral mobility.



What is the REACH Timetable?
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ECO News and Events

31 PhDs were awarded to the former ECO fellows. See the impact of ECO ITN
publications at Google Scholar.

10 doctoral (PhD) positions in Big Data Analysis in Chemistry, Marie Skodowska-
Curie ITN BIGCHEM (http:/bigchem.eu)

BIGCHEM (BIG data in CHEMistry) is a Marie Skodowska-Curie Innovative Training Network (ITN) for Early Stage
Researchers (ESR) funded by the European Commission under the H2020 Programme. The BIGCHEM ITN will provide
a comprehensive and cross-disciplinary structured curriculum for doctoral students in large chemical data analysis using
machine-learning, computational chemistry and chemoinformatics methods. The innovative research program will be
implemented with the target users, large pharma companies and SMEs, which generate and analyse large chemical

data.

ECO publication received 2016 SLAS ReadersChoice Awards

On January 26 2016, SLAS announced that article of Schorpp, K. et al Identification of Small-Molecule Frequent Hitters
from AlphaScreen High-Throughput Screens J. Biomol. Screen. 2014, 19 715-726 received 2016 JBS Readers Choice
Award. ECO fellow Mrs. Elena Salmina contributed to the chemoinformatics analysis of this study during her short-term
fellowship in HMGU, group of Dr. Tetko.

19th successful PhD in ECO network

On December 9 2015, Dr. Alessandra Pirovano successfully defended her PhD thesis at the Radboud University. Dr.
Prirovano was ECO fellow at the same University. The topic of her thesis is "Quantifying biotransformation of xenobiotics
in mammals" under supervisor of Prof. dr. ir. A.J. Hendriks.




Origin of the fellows




The final School of the ECO project (September 2013)




ECO ITN publications Cited by VIEW ALL

g Environmental ChemQOinformatic - FP7 Marie Curie Innovative Training Network All Since 2019
@ QCO Verified email at ecoitn.eu

_ REACH chemoinformatics Ecotoxicology Nanotoxicology QSAR Citations 5101 3068

h-index 35 27

i10-index 58 51

TITLE CITED BY YEAR 620
Online chemical modeling environment (OCHEM): web platform for data storage, model 583 2011 85
development and publishing of chemical information
| Sushko, S Novotarskyi, R Kérner, AK Pandey, M Rupp, W Teetz, ... 310
Journal of computer-aided molecular design 25, 533-554
155
Comparison of different approaches to define the applicability domain of QSAR models 463 2012 I
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Relative importance of microplastics as a pathway for the transfer of hydrophobic organic 440 2016
chemicals to marine life
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Faizan Sahigara - st @) CEHTRA
Business Development & Brand Manager | QSAR Modeling Expert KiRGSCaII608 LEREGH, U6t
Paris, lle-de-France, France - Contact info London

1,418 followers - 500+ connections

s’@’ Joachim Vogt, Dr. Ahmed Sayed, MBA, and 149 other mutual connections



Accelerated Early staGe drug dIScovery

Accelerated Early staGe drug dIScovery

EC HORIZON 2020 Marie Sktodowska-Curie
Innovative Training Network (ITN)

Coordination:
Michael Sattler, Helmholtz Zentrum Minchen
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The increasing volume of biomedical
data in chemistry and life sciences
requires development of new methods
and approaches for their analysis.

The BIGCHEM project will provide
innovative education in large chemical
data analysis. The innovative research
program will be implemented with the
target users, large pharma companies
and SMEs, which generate and analyze
large chemical data as well as will
promote technology transfer from
academy to industrial applications.
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Marie Sktodowska-Curie Innovative Training Network

European Industrial Doctorate


http://bigchem.eu/

BIGCHEM fellows: three years after the project end

Two fellows who joined BICGHEM later

Dr. Raquel Rodriguez-Pérez, University of Bonn/Boehringer Ingelheim - PhD
by University of Bonn - now Principal Scientist at Novartis, Basel, Switzerland

Dr. Arkadii Lin, University of Strasbourg/Boehringer Ingelheim - PhD
by University of Strasbourg -now Team Leader in Chemoinformatics
at Insilico Medicine, Abu Dhabi

Dr. Dipan Ghosh, Helmholtz Zentrum Miinchen/LDC - PhD by Technical
University of Miinchen - now Scientist at Lead Discovery Center
GmbH, Dortmund, Germany

Laurianne David, University of Bonn/AstraZeneca - now Computational
Chemist at Evotec, Toulouse, France

Dr. Josep Arus-Pous, University of Bern/AstraZeneca - PhD by University of
Berm - now Senior Machine Learning Engineer at Roche, Basel, Switzerland

Dr. Xuejin Zhang, ETH Zirich/Boehringer Ingelheim - PhD by ETH
Honggerberg -now ML/AI Scientist at VantAl, USA

Thomas Blaschke, AstraZeneca/University of Bonn (finishing PhD, working on
a start-up in the UK)

Dr. Amol Thakkar, University of Bern/AstraZeneca - PhD by University of
Berm - now Research Scientist at IBM Research, Zurich,

Michael Withnall, Helmholtz Zentrum Minchen/AstraZeneca - now Head of
Computational Chemistry at Apheris Al, Berlin

Oliver Laufkotter, AstraZeneca/University of Bonn (finishing PhD)

Benedict Mutimba,* Boehringer Ingelheim - now Technical Project Manager
& Scrum Master at Klick Health, Toronto, Canada

Eric March Vila,* University of Modena and Reggio Emilia, now - Research
Associate at Universitat Pompeu Fabra, Barcelona



https://novartis.com/
https://insilico.com/
https://www.lead-discovery.de/
https://www.lead-discovery.de/
https://www.evotec.com/
https://roche.com/
https://www.vant.ai/
https://research.ibm.com/
https://www.apheris.com/
https://www.klick.com/
https://www.upf.edu/en/

BIGCHEM publications

Doctorate
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big data chemoinformatics cheminformatics

TITLE

The rise of deep learning in drug discovery
H Chen, O Engkvist, Y Wang, M Olivecrona, T Blaschke
Drug discovery today 23 (6), 1241-1250

Molecular de-novo design through deep reinforcement learning
M Olivecrona, T Blaschke, O Engkvist, H Chen
Journal of cheminformatics 9 (1), 1-14

Automating drug discovery
G Schneider
Nature reviews drug discovery 17 (2), 97-113

QSAR without borders
EN Muratov, J Bajorath, RP Sheridan, IV Tetko, D Filimonov, V Poroikoy, ...
Chemical Society Reviews 49 (11), 3525-3564

Application of Generative Autoencoder in De Novo Molecular Design
T Blaschke, M Olivecrona, O Engkvist, J Bajorath, H Chen
Molecular informatics 37 (1-2), 1700123

Molecular representations in Al-driven drug discovery: a review and practical guide
L David, A Thakkar, R Mercado, O Engkvist
Journal of Cheminformatics 12 (1), 1-22

Interpretation of machine learning models using shapley values: application to compound

potency and multi-target activity predictions
R Rodriguez-Pérez, J Bajorath
Journal of computer-aided molecular design 34, 1013-1026

A de novo molecular generation method using latent vector based generative adversarial
network
O Prykhodko SV Johansson PC Kotsias, J Arus-Pous, EJ Bjerrum, .
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16 PhDs

17 beneficiaries
13 partners

5 companies

17 countries
3.93 M€
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Helmholtz Association — Facts and Figures

Germany s largest research organization

. 19 research centers
. Budget: 5 Billion €, more than 42.000 staff

6 Research Fields

EARTH AND HEALTH AERONAUTICS,
ENVIRONMENT SPACE AND
TRANSPORT

6 centers represent the Research Field Health.

MATTER

KEY
TECHNOLOGIES
(FUTURE:
INFORMATION)

GEOMAR Helmholtz

Center for Ocean
Research Kiel

German \Electmny Helmholtz-Center Geesthacht
Synchrotron DESY Center for Materials and

Coastal Research

Max Delbriick Center for
Molecular Medicine in the

Alfred Wegener Institute

Helmholtz-Center for Polar Helmholtz Association

and Marine Research (AWI)

Helmholtz-Center for
Infection Research Helmholtz-Center Berlin for
*Materials and Energy

F -Center Pot:
GFZ German Research
Center for Geosciences
Helmholtz-Center Dresden-
Research Center Jiilich Rossendorf (HZDR)

® Helmholtz Center
Center (DLR) for Environmental

’ Research - UFZ

German Center for
Neurodegenerative
Diseases (DZNE)

GSI Helmholtz-Center
for Heavy lon Research
Helmholtz Center for

Information Security -

CISPA German Cancer Research
Center (DKFZ)

Karlsruhe Institute of =
Max Planck Institute
ectmology,(KIT) for Plasma Physics

Helmholtz-Center Munich -
German Research Center
for Environmental Health
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Discovering personalized solutions for environmentally

triggered diseases such as diabetes, obesity, allergies,
and lung diseases
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We are Helmholtz

Munich.
D Q =
Mission & Vision Management Numbers Helmholtz Member Locations How we work Organization Tenders
2.475 85 1.604 @ 650
Employees Nations Publications in PhD students
2021

27 48

Spin-Offs ERC Grants
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Cutting-Edge Scientific Infrastructure

Biological Target Target Dev:la:\li)s:%-ent / Hit/Lead | Hit/Lead Lead | pre-clinical (non)Clinical
Mechanism ID / Validation Validation ID Validation / Optimization/ Candidate Development

Basic Research & Pathomechanisms
Disease Biology
In vivo Models In vivo Models / Drug Challenge

Genomics, Proteomics, Metabolomics,
CRISPR/Cas., RNA-Interference

Core Facilities

Target Discovery Platform Monoclonal antibodies &
(lentiviral shRNA library) Technology

Platforms
Protein Expression and Purification
Stem cell models (iPS cells, ES cells)/SCADEV
Assay Development and Screening Platform High-Throughput
(in vitro & cell-_based assays, hlgh_-cor;tst:::;ss)creemng, Screening (HTS)
Elucidating protein structures Structure-based drug design
(NMR-spectroscopy, X-ray crystallography) (NMR-spectroscopy, X-ray crystallography) Structural Biology
Fragment-based screening
Systems Biolo Chemoinformatics )
Computational
Virtual Screening Molecular Modelling
Probes & Tool compounds Medicinal Chemistry Chemistry

HELMHOLTZ MUNICI4



Target: Trypanosomatids caused by Kinetoplastida

Human Diseases [ est. T Cruz »
African sleeping Trypanosoma 7216 Confirmed cases (2012) Equatorial Africa. , Tse-tse = ] ey
sickness brucei 20 000 estimated total zone“ ’,

70 million in endangered area ases ]
Chagas disease Trypanosoma 41000 New cases (2010) USA, Canada e -
Cruzi 10 000 Deaths Latin America, Spain, &L - UNITED STATES o
TR | 0.3->1 Million |
Leischmaniasis Leishmania 1.5-2 million cases yearly, 88 (sub)tropical countries,
Donovani 52 000 deaths mainly India but also e
350 million in endangered area Southern America N MEXICO ?‘“‘“ B e
and Texas T b i 5_?‘\#»?“ =

Animal Diseases

“

Nagana T. Congolese Cattle, sheep, pigs, horses, 37 African countries
T. Vivax camels, monkeys
Dourine T. Equiperdum Horses, donkeys, mules Africa, Asiatic Russia, Middle East
(Covering sickness) -untreatable- Europe (2011 Outbreak in Italy)
Surra T. Evansi Horses, donkeys, mules, South America, Africa, Middle East,
T. Suis cattle, camels, Philippines
Sheep Ked T. Melophagium Sheep (benign) Northern UK, Croatia (86%), Turkey (8%)
T. Irwini Koalas Australia

Source: WHO Fact sheet N°259 FAO- PAAT
Hotez. PJ. Et al PLoS Negl Trop Dis. 7(10): e2300.



Hypothesized Target

PPl interface

Neufeld, C. ... Sattler, M. (2009) EMBO J. 28: 745-754

cytosol cytosol -

Cargo enzymes accumulation
Q ATP depletion
>< phosphorylation runaway

most metabolic activity stalled
P glycolysis failure

n'e
M 4

glycolysis
- > fatty acid oxidation
pyrimidine synthesi

sterole synthesis

|

glycosome glycosome

Peroxins Pex14/Pex5 are responsible
for transport of glycosomal enzymes
from cytoplasm to glycosomes for
glucose metabolism



Hit identification

P
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Commercial 3D HyC

compounds pharmacophore .
library screen docklng o

22*106 10 000
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95 9.0 85 8.0 7.5 7.0 6.5 6.0

Dawidowski, M., ... Popowicz, G. M. Science 2017, 355, 1416-1420.



Traditional Process of Drug Discovery

Pre-clinics Clinics
> >

2-3 Years 0.5-1 Years 1-3 Years 1-2 Years

5-6 Years 1-2 Years
Torse 0500y | g sy || st Ontmsnion | Lendrai
500.000 (or billions < 5000 < 500 <5 e -
virtual) Cpds Cpds Cpds Cpds rug
PHARMACOLOGY ADME/DMPK Safety and Efficacy

* Profiling and screening in the virtual space helps to identify the most promising candidates

Slide courtesy of Dr. C. Hofer, Merck
7/



Data storage and model development: http://ochem.eu

. Online chemical database

with modeling environment

v24.

£ login create accour

Home ~ Database~ Models ~

A+ a

Welcome to OCHEM! Your possible actions

Explore OCHEM data

Search chemical and biclogical data: experimentally
measured, published and exposed to public access by
our users. You can also upload your data.

Create QSAR models

Build QSAR models for predictions of chemical
properties. The models can be based on the
experimental data published in our database.

Run predictions

Apply one of the available models to predict property
you are interested in for your set of compounds.

Screen compounds with ToxAlerts
Screen your compound libraries against structural alerts
for such endpoints as mutagenicity, skin sensitization,
aqueous toxicity, etc.

Optimise your molecules

Optimise different properties for your molecules (e.g.,
reduce their toxicity or improve their ADME properties)
using the state-of-the art MolOptimiser utility based on
matched molecular pairs

Tutorials
Check our video tutorials to know more about the

OCHEM features.

Our acknowledgements

Check out the properties available on OCHEM

OCHEM contains 1280459 experimental records for about 499

properties collected from 12428 sources
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Latest active users

Charleshen: Mr. SHEN Charles
seconds ago

(1§

enamine: Dr. lvan Ivanov
seconds ago

[ [

Reshmi: Mrs. D Reshmi
about 11 hours ago

€«

Guangchao Chen: Mr. Guangchao Chen
about 14 hours ago

(14

tacristy: Mr. Tim Cristy
about 15 hours ago

]

bfrindt: Mr. Benjamin Frindt
about 16 hours ago

€«

Latest published models

g' Melting Point model published by itetko
2 months ago

Melting Point model published by romney
2 months ago

-_| IC50 HIV model published by nizamibilal1064
‘ 5 months ago

—_l LEL model published by novserj
; more than a year ago

logERRBA (qualitative) model published by
aveima
more than a year ago
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Open OCHEM -- Al models for drug discovery and environmental
chemistry

The Open OCHEM is open source version of the On-line Chemical database and Modelling Environment Platform (http://ochem.eu)

It is a user-contributed repository of referenced experimental data, computational tools and models of ADMET properties of
chemical compounds. The OCHEM algorithms can reliably identify compounds predicted with experimental accuracy: there is no
need to test them in a lab. The OCHEM can be used for timely and low-cost identification of scaffolds with lower risks of failure
due to the unfavorable physico-chemical and/or biological properties. The free open source of OCHEM is a reference system for
academic users thus accumulating data and knowledge produced in academia. The developed OCHEM workflow allows an
unbiased comparison of different existing and new machine learning algorithms which can be easily integrated in OCHEM by its
users.

OCHEM software can be used to develop QSPR and QSAR models for various biological and physico-chemical projects. It can
work with millions of molecules and can be configured to use hundreds of CPUs or GPUs. Open OCHEM allows you to install the
fully functional version of the software and analyse your data privately. The closed source version is also available from BIGCHEM
GmBH and provides several additional optimized software packages which were contributed by the company or its partners.

The open OCHEM currently supports tens methods and descriptors packages, which were developed and contributed by different
providers and are distributed under the open source or respective license agreements (most of them are free of charge for
academic, educational, recreational or evaluation purposes - check each respective license agreement).

See installation instructions how to install and run open the OCHEM.
We wish you a happy computing!

We sincerely thank Yuriy Sushko, Sergey Novotarskyi, Pavel Karpov, Mark Embrechts, Ivan Khokhlov, Robert Kérner, Anil Kumar
Pandey, Elena Salmina, Stefan Brandmaier, Larisa Charochkina, Vasyl Kovalishyn, Ahmed Abdelaziz, Matthias Rupp, Dipan Ghosh,
Zhonghua Xia, Alli Keys as well as many other current and former members of Tetko's group and eADMET and BIGCHEM GmbH
companies for their contributions to the development, testing, use and the feedback.

We also thank developers of CDK, MOPAC2016, KGCNN, OpenBabel, Xemistry, BALLOON, WEKA as well as Vsevolod Tanchuk,
Sergey Sosnin, Maxim Fedorov, Peter Ertl, Bruno Bienfait, Ruud van Deursen, Gilles Marcou, Igor Baskin, Artem Cherkasov, Pavel
Polishchuk, Eugene Radchenko, Vladimir Palyulin, Vijay Masand, Vishweh Venkatraman, Andrea Mauri, Weida Tong, Huixiao Hong,
Todd Martin, Peter Jarowski, Vladimir Poroikov, Dmitriy Filimonov, Atif Raza and many others who contributed modules that are
used in the OCHEM.
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* Aqueous solubility affects bioavailability/ bioactivity
* Prediction in early-stage drug development

Define and
understand the

problem

v Slas

Come Transform Research

Data collection

kaggle

Public & private leaderboard

Data
_Science

eu c.0penscreen

Database with 100k compounds

Model building
and deployment

Data cleaning
and preparation

Challenge
. Online chemical database

with modeling environment

Exploratory
data analysis

A. Hunklinger et al, SLAS Discovery, 2024.



National Center

for Advancing Tox21 Data Challenge 2014 % ron

Translational Sciences

M NIH

» Home About Registration Data/Resources Submissions Discussion Leaderboard Contact Us Survey

1

A .
9]

I._—Tj Open call ends: November 14, 2014

The 2014 Tox21 data challenge is designed to will receive the opportunity to
help scientists understand the potential of the submit a paper for publication
chemicals and compounds being tested in a special thematic issue of

through the Toxicology in the 21st Century Frontiers in Environmental Science
initiative to disrupt biological pathways in and recognition on the NCATS

ways that may result in toxic effects. website and via social media.

The goal of the challenge is to "crowdsource”




(] www.epa.gov/ncct/challenges.html
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Computational Toxicology Research (4 Contact Us

You are here: EPA Home » Research & Development » CompTox » Chemical Data Challenges & Release
Key Links

CompTox Home Research Projects Research Publications Staff Profiles

Basic Information Chemical Databases Scientific Reviews CompTox Partners
Organization ToxCast Stakeholder Events Communities of Practice Jobs and Opportunities
EPA Exposure Research EPA Chemical Safety Research ToxCast Data Challenges

ToxCast Chemical Data Challenges and Release

EPA’s high-throughput screening data on 1,800 chemicals is accessible Key Links

through the interactive Chemical Safety for Sustainability Dashboards (iCSS

dashboard). The iCSS dashboard provides user-friendly and customizable

access to toxicity data from ToxCast and Tox21 high-throughput chemical ® Chemical Safety for Sustainability Dashboards
screening technologies.

* Lowest Effect Level Challenge Results (PDF, 497KB, 18pp)

® Complete ToxCast Phase Il Data & Files

Using the TopCoder and InnoCentive crowd-sourcing platform, EPA invited ¢  TopCoder Challenge
the science and technology community to work with the data and provide
solutions for how the new toxicity data can be used to predict potential
health effects. The ToxCast data challenges focused on using this data and 2
other publicly available data to predict the lowest effect level from traditional
toxicity studies using laboratory animals. Challenge winners received awards

for solving this challenge.

* InnoCentive Challenge

Stakeholder Workshops

Aggregated Computational
Toxie,ologay Online
jlicastade ol pa

Novotarskyi, S. et al. Chem. Res. Toxicol. 2016, 29, 768-75.
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MENU

33rd International Conference on Artificial Neural Networks

Welcome to ICANN 2024

The 33rd International Conference on Artificial
Neural Networks.

A conference of the Euronean Neural Network

Ser

Submission deadline March 15 (April 15*)


https://icann2024.org/

Workshop on

Al in Drug Discovery at the
33rd International Conference on Artificial Neural Networks

The Workshop on Al in Drug Discovery, to be held within the esteemed 33rd International Conference on Artificial
Neural Networks (ICANN 2024), invites cutting-edge contributions in the rapidly evolving field of Al-driven drug
discovery. We are seeking submissions encompassing various facets such as generative models, explainable Al, model
distillation, uncertainty quantification, reaction informatics and synthetic route prediction, quantum machine learning
for reactivity, methodologies for mining very large compound data sets, federated learning, analysis of HTS data and
identification of frequent hitters and other topics related to the use of ML in chemistry. This workshop aims to bring
together machine learning experts, computational chemists and chemoinformaticians working on the development and
application of ML in chemistry, environmental health and (eco)toxicology.

WORKSHOP TOPICS

We look forward to receiving contributions from all researchers active in the field, whether they are developing novel
methodologies or expanding the scope of established methodologies. A non-exhaustive list of topics includes:

e Big Data and Advanced Machine Learning in Chemistry e eXplainable Al (XAl) in Chemistry
e Use of Deep Learning to Predict Molecular Properties e Chemoinformatics
e Modeling and Predication of Chemical Reaction Data e Generative Models

SUBMISSION INSTRUCTIONS

Contributions (full/short papers or extended abstracts) should be submitted through the regular ICANN submission
system at https://icann2024.org. Select track “Al in Drug Discovery Workshop”. Accepted papers will appear in the
proceedings of the ICANN 2024. The authors of accepted articles/abstracts will be invited to submit new or updated
papers to a special issue of a journal before end of September 2024 with a discount (negotiations ongoing).

IMPORTANT DATES
o Deadline for full, short papers and extended abstracts via submission system: 15" of March
e Deadline for extended abstract submission by e-mail to aidd@icann2024.org: 15% of April
e Notification of acceptance: 15" of May
e Conference dates: 17 — 20 September 2024

PROGRAM COMMITTEE

Ola Engkvist, Matteo Aldeghi, Hugo Ceulemans, Samuel Kaski, Frank Noé, Yves Moreau, Gilinter Klambauer, Sepp
Hochreiter, Jurgen Schmidhuber, Michael Wand, Paul Czodrowski, Mike Preuss, Alexandre Tkatchenko, Johannes
Kirchmaier, Gianni de Fabritiis, Artem Cherkasov, Fabian Theis, Marc Bianciotto, Chihae Yang, Jan Halborg Jensen,
Alexandre Varnek, Alessandra Roncaglioni, Francesca Grisoni, Rodolphe Vuilleumier, Philippe Schwaller, Hyun Kil Shin

ORGANIZERS

Dr. Igor Tetko Dr. Djork-Arné Clevert

Group Leader Chemoinformatics and Chemical Biology VP Machine Learning Research
Institute of Structural Biology, Helmholtz Zentrum Munich Pfizer

Neuherberg, Germany Berlin, Germany

Contact: aidd@icann2024.org Contact: Djork-Arne.Clevert@pfizer.com
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