
Notes, links and information in: https://bit.ly/3IMpY4e

Agenda:
- Introductions, Icebreaker
- Survey of participant background (anonymous)
- Ersilia Model Hub: short introduction
- BreakOut Rooms around sustainability, contributor guidelines and 

ethics, community building
- Wrap-up

https://bit.ly/3IMpY4e
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DALY – Communicable Diseases
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Scientific Publications
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Imbalance in the research ecosystem

• Pharma industry does not focus 
on diseases affecting LMICs

• LMIC researchers lack resources 
to tackle their countries needs:

• Infrastructure (including digital)
• Training opportunities
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NCD Com Inj O

Strengthen the research capacity around neglected 
communicable diseases in low and middle income 

countries by lowering the barrier to access 
computational tools

Drugs in Development



Free & Open 
Source

Real-time code sharing
Permissive licenses

No patents
Reproducibility

Capacity building 
activities

Identify & train local 
champions

AI/ML with low 
resources
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Sustainable 
Collaborations

In-Country 
Research

Avoid “helicopter 
research”

Science led by local 
institutes

Implementation in situ



The Ersilia Model Hub: ready to use AI 
for biomedical researchers
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Output:
e.g activity against 

a pathogen

Input:
e.g natural 
products



AI/ML from the literature
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In-House AI/ML
Ersilia “bundles” a model developed by others Ersilia trains an AI/ML model based on data

Antibiotic activity E.coli
Stokes et al, 2020

ActiveHalicin

Chemoprotective antimalarials
Antonova-Koch et al, 2018

ActiveAtovaquone analog



AI/ML in collaboration
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Ersilia trains an AI/ML model based on partner’s data

Your awesome project
You and Ersilia, 202

Our answerYour question



The Ersilia Model Hub
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The Ersilia Model Hub – How to
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https://github.com/ersilia-os/ersilia

1. Ersilia installation in local computer
2. Selection of model of interest:

40 publicly available models – browsable catalog
3. Use a command line interface to download model from our repository
4. Select the model api (predict, calculate…) and input the molecule (or list of 

molecules) of interest
5. Close model

*Disclaimer: the EMH is in testing mode



The Ersilia Model Hub – How to
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Credit:  Outreachy Contributor Applicant
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• Providing research software engineers and computational biologists with 
an infrastructure for model deployment:

• Incentives for third party model contribution: metrics of interest, scientific 
credit and others – not everyone can afford to volunteer?

• Requirements for new model incorporation: for example, models that have 
not been published in a peer reviewed journal

• Incorporation of software checking tools (codecheck?)
• Ethics: development of ethical guidelines: both in accepting new models and 

for contributor recognition, including data providers
• Making research software more accessible to non-experts:

• Channels to reach out to these communities
• Creating a community with closer ties between RSE and end users
• Should we prioritize accuracy of the tools or ease of use? i.e use smaller, 

simpler models deployed in the cloud
• Strategies to deliver training together with the platform
• Technical features required for adoption: CLI X



Collaborations Workshop 2022
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10 Minutes BreakOut Rooms – Use drive document to 
write down ideas
5 Minutes Wrap Up – One person from each group to 
provide feedback
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