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FoIding@Home

®one of the first citizen science initiatives picked up by HEP

= a number of parallel initiatives (Jan v. Eldik, Alessandra, Lukas+Mario, ...)

= CERN IT, ATLAS, GridPPP, ... devoted resources to it

= our experience is that GPU resources are best suited to run the F@H client

= more on technical details and operational results in the talk on "Experience" next

®Peter organised meeting with Folding@Home people
= |ast Monday within the open daily Science-Responds.org townhall meeting

g;“". °
Susyy Science Responds

The Larger Scientific Community
Responds to the COVID-19 Pandemic

® Greg Bowman (director of F@H) gave us a brief overview

= science team of 3 Pls with their groups
= project is expanding fast and my impression was they struggle to keep up
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FoIding@Home

@ number of technical discussion items came up

®horizontal scaling of F@H

= they run workload servers and need to scale
= apparently on public cloud resources, we discussed helping e.g. by hosting those on
WLCG or OSG resources

edefining new workloads to keep clients busy

= involves adaptive sampling analysis of data produced
= needs high memory machines (~>256 GB, dual core, GPU)

® Greg explicitly mentioned the issue how to share their data
= see ZENODO discussion, he was very interested in this (see later)

® connection points how we as a community can help...
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Rosetta@Home and other Initiatives

®Rosetta@Home is another citizen science project
= based on BOINC

®ongoing activities within HEP/WLCG community

= Thomas Hartman (DESY), Thorsten Harenberg (Wuppertal) and others packaged it to
run on GRID resources
= more in the talk about "Experience" after this

edirect contact to Rosetta@Home e.g. via Beate and MPI in
Germany to Standford

= send a list of question (next slide)
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(https://docs.google.com/document/d/
1KKXzuOuU1nV_hLETMzl Jja3n9z7cHFIUwWOAS

The Questions... woadbsalediy

- Beater Ja m eSI et d I . Information requested from those seeking collaboration w.r.t. Covid-19

What support or collaboration do you envisage?
How can we help, and with what timeline do you envisage this collaboration to happen?

(1) Large-scale compute facilities, e.g. you have an application ready to be run, and would
like to be able to run it on our facilities and retrieve the results.
(a) Requires standard CPU (e.g. x86 compatible) architectures
(b) Requires or can benefit from GPU acceleration
(c) Requires a special architecture
(d) Requires large volumes of input data (see item 2 below)
(e) Requires parallelization (OpenMPI, Dask, Spark, etc.)
(f) Requires outside network access
(g9) Order-of-magnitude estimate of the total wall clock time required
(2) Storage and organisation of data, and/or web hosting or other web services
(a) Order-of-magnitude estimate of the data volumes
(b) Type of data to be stored, and especially, are there confidentiality or other
restrictions concerning its use
(c) Required level of access to the data once stored
(d) Web based service with possibility of structured data insertion to ease analysis
(e) Making data publicly available
(f) Integration with 3rd-party data stores
(3) Expert assistance
(a) Optimisation of data formats
(b) Optimisation of software
(c) Assistance with data analysis, including statistics/ML expertise and advice on
relevant tools/environments
(d) Computing infrastructure assistance (deployment, configuration, technology
selection)
(e) Form teams to tackle specific problems / topics in a coordinated way (e.g. as
follow-up to, e.g., the versusvirus.ch hackathon) and on the medium-term
(4) Setting up communication channels
(a) Sharing information within your community
(b) Chat like infrastructure
(c) Help setting up an instance of our meeting agenda management system
(Indico)

L ——————— E——
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HPC Consortia against COVID 19

= S HPC initiative

COVID-19 HPC Consortium

The COVID-19 High Performance
Computing Consortium

https://www.ibm.com/covid19/hpc-consortium

About - ForUsers - Ecosystem - Community Engagement ~  News ~

= uses XSEDE portal to collect project SEDE

proposals

h WWW.X vid19-h n

HPC Resources available to fight COVID-19

The COVID-19 HPC Consortium encompasses computing capabilities from some of the most powerful and advanced
computers in the world. We hope to empower researchers around the world to accelerate understanding of the COVID-19 virus
and the development of treatments and vaccines to help address infections. Gonsortium members manage a range of
computing capabilities that span from small clusters to some of the very largest supercomputers in the world.

Preparing your COVID-19 HPC Consortium Request

To request access to resources of the COVID-19 HPG Consortium, you must prepare a description, no longer than three pages,
of your proposed work. To ensure your request is directed to the appropriate resource(s), your description should include the
following sections. Do not include any proprietary information in proposals, since your request will be reviewed by staff from a
number of consortium sites. It is expected that teams who receive Consortium access will publish their results in the open
scientific literature. All supported projects will have the name of the principal investigator, project titie and project abstract posted
to the COVID-19 HPC Consortium web site.

The proposals will be evaluated on the following criteria:

Potential benefits for COVID-19 response
Feasibllity of the technical approach

Need for high-performance computing

High-performance computing knowledge and experience of the proposing team
« Estimated computing resource requirements

PARTNERSHIP FOR ADVANCED

FRACE COMPUTING IN EUROPE

Contact Us

l I I{} \CE . .t. t. . EU
About v  HPCAccess v  PRACEforindusty v  Training&UserSupport v  Infrastructure Support v Events v News&Media +

PRACE Support To Mitigate Impact Of COVID-19 Pandemic

Announcements

PRACE support to mitigate impact of COVID-19 pandemic

ort-to-
mi

race-ri.eu
-im -of-

https:
miti

race-su
vid-19-pan

Fast Track Call for Proposals

PRACE is welcoming project proposals requesting computing resources to contribute to the mitigation of the impact of the COVID-19 pandemic. This

Share This

applies, without being exhaustive, to the following topics:

Biomolecular research to understand the mechanisms of the virus infection

® Bioinformatics research to understand mutations, evolution, etc.

Bio-simulations to develop therapeutics and/or vaccines

Epidemiologic analysis to understand and forecast the spread of the disease

Other analyses to understand and mitigate the impact of the pandemic

Key Points

+Computing Resources utilized in research
against COVID-19

«National scientists encouraged to use
computing resources

+How and where to find computing
resources

Related Links

XSEDE User Portal
XSEDE Services
XSEDE Science Gateways

A\ Follow this RSS Fee:

@ How to Subscribe to RSS feeds

This call for proposals willfollow a fast track review process to provide swift feedback to the applicants.

This call is open until further notice. Applications are evaluated within one week and start as soon as possible if awarded.

B Contact
Please find full details of the call below and find the document for the application form here and via the button below.

For allinquiries about PRACE

= shall we as WLCG consider to join ? And/or make use of our WLCG science network ?
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ZENODO as the Portal for Open Data

ewe definite serve a need of the medical science community
= see F@H discussion, CERN contacts with EMBL

o US to bio-med simulation consortium MolSSI

= initiative for open data and information sharing: wwBioSDS_CQOVID19
= goes viral - already 5 pages of signatures from Bio-Med community

= to be published in Springer/Nature (?) oS35 COVDTY 1 600X

Datei Bearbeiten Ansicht Einfligen Format Tools Add-ons Hilfe
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Charlie Catlett, Discovery Par...
. Lee-Wei Yang, National Tsing ... Molecular simulation and modelling can contribute to combating the current COVID-19 global
httDS / /docsgoog Iecom/ dOCU ment/ d/ pandemic, e.g. helping to identify leads for therapies, diagnostics and vaccines for COVID-19,
: : suggesting potential antiviral drugs, lFanalyzing structural effects of genetic variation in the
1 1 LXdem RkLI PaVngfvagvaSth 1 XZMON SARS-CoV-2 virus, and early and late stages of molecular recognition relevant to
H protein-protein and protein-inhibitor systems. Such efforts complement experiments, and can
an |ZDK7B I/ ed It add new insight to mathematical models for pandemic risk assessment and predicting the

impact of different potential non-pharmaceutical interventions (NPI). While there is an
enormous opportunity for computational methods at the molecular level to contribute to such
findings, including linking simulation trajectory data to emerging artificial intelligence (Al)
methods, we as a community recognize the need to modify our standard practices to
maximize the effectiveness of our global response to the pandemic and avoid pitfalls that
might lead to false hopes or worse.

There is an urgent need to share our methods, models, and results openly and quickly to test
findings, ensure reproducibility, eliminate dead-ends, and accelerate discovery. This will help
connect not only across the global biomolecular simulation community, but - vitally - to
connect simulation with experimental and clinical data and investigators.

We, as a community, commit to the following principles:

| ti /ENODO
e We commit to making results from our work on the SARS-CoV-2 virus available as

) N e e d to b e p re pa re d preprints as quickly as possible, using preprint servers such as arXiv, bioRxiv, and

ChemRxiv, and open access data repositories such as Zenodo.
° ° .. . o . "
= sharing large files effectively, ... it el
necessarv to repeat analvsis upon deposition t
L] L] L]
= 50 GB limit already lifted —

ilding / processing scripts (e.g.
yze the simulations, and data
arXiv sites followina the FAIR data
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ZENODO as the Portal for Open Data

®almost entire page 1
of ZENODO is COVID-19

related

Marlks

Communities

Recent uploads

 Sumry 3, 2620 (7.0.8))| Scfwars | Open Ascess | view

python-pillow/Pillow 7.0.0
Andrew Murray
https://pillow.readthedocs.iofen/stable/releasenctes/7.0.0 htmi

Uploaded on March 30, 2020
25 more version(s) exist for this record

BIPACOVID19: Impact metrics and indicators for coronavirus related publications

@ Thanasis Vergoulis; @ llias Kanellos; @ Serafeim Chatzopoulos; @ Danae Pla Karidi; @
Theodore Dalamagas

This dataset contains impact metrics and indicators for a set of publications that are related to

the COVID-19 infectious disease and the coronavirus that causes it. It is based on (a) the CORD-

19 dataset released by the team of Semantic Scholarl and (b) the curated data provided by the
LitCovid...

20

[
o
o
@
=%
b
a
o
3
W
w
o
=3
N
=
[N
(=

1 more version(s) exist for this record

Coronavirus disease (COVID-19) case data - South Africa

@ Marivate, Vukosi; de Waal, Alta; Combrink, Herkulaas; Lebogo, Ofentswe; Moodiey, Shivan;
Mtsweni, Nompumelelo; Rikhotso, Vuthlari Welsh, Jay, Mkhondwane, Sbusiso

COVID 19 Data for South Africa created, maintained and hosted by DSFSI research group at the
University of Pretoria Disclaimer: We have worked to keep the data as accurate as possible. We
collate the COVID 19 reparting data from NICD and South Africa DoH. We only update that data
once thereis...

Uploaded on March 29, 2020

4 more version(s) exist for this record

Marh 28, 2020 (13) | Daset | OpenAccess

COVID-19 vaccine candidates: Prediction and validation of 174 novel SARS-CoV-2

epitopes

© Marek Prachar, @ Sune Justesen; @ Darvel Bisgaard Steen-Jensen; Stephan Thorgrimsen;
Erik Jurgons; @ Ole Winther; @ Frederik Otzen Bagger

Datasets used in "COVID-19 vaccine candidates: Prediction and validation of 174 novel SARS-
CoV-2 epitopes” SARS-CoV-2 peptides predicted to be binders to 11 HLA allotypes. Selected
peptides have been measured in a stability assay revealing potential SARS-CoV-2 vaccine
targets. File contaning...

Uploaded on March 28, 2020

2 more version(s) exist for this record

COVID-19 Open Research Dataset (CORD-19)

Sebastian Kohimeier; Kyle Lo; Lucy Lu Wang; JJ Yang

A full description of this dataset along with updated information can be found here. In response
to the COVID-19 pandemic, the Allen Institute for Al has partnered with leading research groups

to prepare and distribute the COVID-19 Open Research Dataset (CORD-19), & free resource of
scholarly...

Uploaded on March 28, 2020

2 more version(s) exist for this record

DINLILE - O Sign up

Zenodo now supports usage M
statistics!

Read more about it, in our
newest blog post.

Using GitHub?

Just Log in with your GitHub
account and click here to start
presening your repositories

Zenodo in a nutshell

* Research. Shared. — all research
outputs from across all fields of
research are welcome! Sciences
and Humanities, really!

* Citeable. Discoverable. — uploads
gets a Digital Object Identifier (DOI)
to make them easily and uniquely
citeable.

« Communities — create and curate
your own community for a
workshop, project, department,
journal, into which you can accept
or reject uploads. Your own
complete digital repository!

* Funding — identify grants,
integrated in reporting lines for
research funded by the European
Commission via OpenAIRE

* Flexible licensing — because not
everything is under Creative
Commons.

o Safe — your research output is
stored safely for the future in the
same cloud infrastructure as
CERN's own LHC research data.

Read more about Zenodo and its
features.

Tweets by @ZENODO_ORG

wue ZENODO
@ZENODO_ORG

Zenodo Is conl normal
operation mmu;ep#COVIDIQ
outbreak. All Zencdo staff are
working remotely due to ntevennve
measures taken by CERN.

Mar 16, 2020

ZENODO

¥¥® @ZENODO_ORG
The scheduled maintainance has
finished successfully and we are live
again. Thank you for your patience!

Mar 11, 2020
was ZENODO

@ZENODO_ORG
Dryvad & Zenodo: Our Path Ahead



