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¢sAlIDA

Automated Interactive Infrastructure and
Database for Computational Science

AiiDA is a flexible and scalable informatics' infrastructure to manage,
preserve, and disseminate the simulations, data, and workflows of
modern-day computational science. Able to store the full
provenance of each object, and based on a tailored database built
for efficient data mining of heterogeneous results, AiiDA gives the
user the ability to interact seamlessly with any number of remote
HPC resources and codes, thanks to its flexible plugin interface and
workflow engine for the automation of complex sequences of
simulations.
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The AiiDA project is happy to announce its application to participate in this year’s G

One post-doctoral position open at EPFL, Lausanne, Switzerland

An outstanding candidate is sought with a background in the physical sciences (physics,
chemistry, or...

Tutorial on writing reproducible workflows for computational materials science

Event

Coordinates When May 21st, 2019 (9:00) until May 24th, 2019 (13:00) Where EPFL, Lausanne,
Switzerland Registration...

hls

e available

Very low traffic, very useful information and support

Open access link:

AiiDA plugin migration workshop in March 2019 to support transitioning to the
upcoming AiiDA 1.0

AiiDA plugins migration workshop - EPFL, 25-29 March 2019...
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This group does not have a welcome message.

Add welcome message

QuantumEspresso energy trajectory (1)
By Tobias B - 1 post - 2 views May 17

Tell us about your research projects powered by AiiDA (1)
By Leopold Talirz - 1 post - 1 view May 15

By Aamir Shafique - 6 posts - 5 views May 7

aiida vasp plugin error (2)
By Aamir Shafique - 2 posts - 3 views May 2

E MissingPluginError: No plugin named 'dict’' found for 'data’ (6)

Efficient way to copy codes/computers across profiles (3)
By Daniel Marchand - 3 posts - 2 views May 2

state: PARSINGFAILED (3)
ﬂ By Aamir Shafique - 3 posts - 1 view May 1

B verdi data upf uploadfamily fails (3)

By Aamir Shafique - 3 posts - 3 views Apr 28
Spam emails (1)

By Giovanni Pizzi - 1 post - 8 views Apr 24
RestAPI and ArrayData (7)

By Andrey Sobolev - 7 posts - 10 views Apr 17
AiiDA regression testing (8)

By Daniel Marchand - 8 posts - 11 views Apr7

By Giovanni Pizzi - 1 post - 8 views Apr 5

How to write multiple profile-using tests (AiiDA v1b) (4)

B One post-doctoral position open at EPFL, Lausanne, Switzerland (1)
B By Daniel Marchand - 4 posts - 5 views Apr 2

!

AiiDA plugins migration workshop — EPFL, 25-29 March 2019... ’
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AiiDA & Materials Cloud Teams

Oscar D. Marco Valeria Sebastiaan Leonid Boris Snehal P. Nicola Elsa
Arbelaez Borelli Granata P. Huber Kahle Kozinsky Kumbhar Marzari Passaro
(EPFL) (EPFL) (EPFL) (EPFL) (EPFL) (BOSCH) (EPFL) (EPFL) (EPFL)

Giovanni Thomas Berend Leopold Daniele Joost Casper Aliaksandr
Pizzi Schulthess Smit Talirz Tomerini  VandeVondele Welzel Yakutovich
(EPFL) (ETHZ,CSCS) (EPFL) (EPFL) (EPFL) (ETHZ,CSCS) (EPFL) (EPFL)

Contributors for the 23+ plugins: Quantum ESPRESSO, Wannier90, CP2K, FLEUR, YAMBO, SIESTA, VASP, ...

Contributors to aiida_core and former AiiDA team members — Valentin Bersier, Jocelyn Boullier, Jens Broeder,
Andrea Cepellotti, Fernando Gargiulo, Dominik Gresch, Conrad Johnston, Rico Hauselmann, Eric Hontz, Christoph Koch,
Espen Flage-Larsen, Antimo Marrazzo, Andrius Merkys, Nicolas Mounet, Tiziano Muller, Riccardo Sabatini, Ole Schiitt,
Phillippe Schwaller, Andreas Stamminger, Martin Uhrin, Spyros Zoupanos

The CSCS support teams
P
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You like what we do?

Oscar D, Marco Always looking for talented people } Nicola Elsa
Arbelaez Borelli interested in shaping the future of i Marzari Passaro

(EPFL) (EPFL) computational materials science! (EPFL) (EPFL)

Monitor the AiiDA and Psi-k
mailing lists for openings!
g

Giovanni Thomas Berend Leopold Daniele Joost Casper Aliaksandr

Pizzi Schulthess Smit Talirz Tomerini  VandeVondele Welzel Yakutovich

(EPFL) (ETHZ,CSCS) (EPFL) (EPFL) (EPFL) (ETHZ,CSCS) (EPFL) (EPFL)

Contributors for the 23+ plugins: Quantum ESPRESSO, Wannier90, CP2K, FLEUR, YAMBO, SIESTA, VASP, ...

Contributors to aiida_core and former AiiDA team members — Valentin Bersier, Jocelyn Boullier, Jens Broeder,
Andrea Cepellotti, Fernando Gargiulo, Dominik Gresch, Conrad Johnston, Rico Hauselmann, Eric Hontz, Christoph Koch,
Espen Flage-Larsen, Antimo Marrazzo, Andrius Merkys, Nicolas Mounet, Tiziano Muller, Riccardo Sabatini, Ole Schiitt,
Phillippe Schwaller, Andreas Stamminger, Martin Uhrin, Spyros Zoupanos

The CSCS support teams
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Contributing

Add 'verdi node gotorepository' command #7111

greschd opened this issue on 15 Feb 2018 - 3 comments

greschd commented on 15 Feb 2018 « edited ~ Collaborator  + (%)

For inspecting results from the command-line, it would be nice to have an easL/CK your reactiony ¢

especially for SinglefileData or FolderData . What do you think about addir o
& [ AN A ,‘-
gotorepository command, which takes you to the node's repository folder. e v © &

Q_y @ L
Or does this collide with the plans to add an object store backend for the repo 3
simply printing something like "This feature is not supported with the object-store repository." in that
case.

Step | Tell us which features matter the most!
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Contributing

aiidateam / aiida_core ©OWatchv 18 % sStar 142  YFork 78
Code  (®lssues 256 Pull requests 12 Projects 9 Wiki Security Insights Settings
Filters ~ is:issue is:open © Labels 56 =* Milestones 5
) (@ 2560pen v 1,333 Closed Author ~ Labels ~ Projects ~ Milestones ~ Assignee ¥ Sort~
1 (® decide when to point default documentation back to “latest’ (31

#2918 opened 8 hours ago by Italirz

® create an aiida plugin/core development mailing list? GLELICE T
#2917 opened 13 hours ago by ltalirz

Step 2 When you find a bug, please report it.

Include context: aiida version, python version, ...
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Contributing

aiidateam / aiida_core ®© Watch~ 18 WsStar 142  YFork 78
Code Issues 256 11 Pull requests 12 Projects 9 Wiki Security Insights Settings
Filters v is:pr is:open © Labels 56 =» Milestones 5 ‘ New pull request \
i1 12 Open v 1,313 Closed Author ~ Labels ~ Projects ~ Milestones ~ Reviews ~ Assignee ~ Sort ~
-1 [1 Make the "--profile’ option of "verdi setup” eager v [J2

#2906 opened 17 hours ago by sphuber « Review required

1Y Remove warning about matplotlib fonts in BandsData.show_mpl() v [J1
#2902 opened a day ago by borellim « Review required

Step 3 If you think you can fix it, please open a pull request!
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What stops people from contributing

You might think
* On giving Feedback

* On reporting issues

* On making pull requests
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What stops people from contributing

You might think

* On giving Feedback ,
Takes | minute, come on.

* On reporting issues |
You don't. Please report!

We can (& will) prioritize.

* On making pull requests Wrong! Simple fixes (docs!)

can have a huge impact.

Open source projects live and die with their community.
Don't be shy!
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