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=PFL Participants - Position

B AiiDA Virtual Tutorial - July 2020

Undergrad

1.2%
Professor

2.4%
Researcher

Postdoc

8.4%
Lecturer

2.4%

PhD student

27.7%

MSc student

6.0%

Industry R&D

41.0%

7.2%
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=PFL Participants - Experience

B AiiDA Virtual Tutorial - July 2020

Python Experience

basic - written a
Python script

medium - familiar with
object oriented
programming in
Python

advanced - familiar

with frameworks like
django, sqlalchemy,
click, ...

none - never written a
Python program

AiiDA Experience

| am new to AiiDA and
have not used the
program much

| have used AiiDA
before but mostly
restricted to the
command line features

| am an advanced user
of AiiDA and have
already written
workflows with it
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=PFL Participants - Time Zone

UTC Universal Coordinated Time

2.4%
CST Central Standard Time GMT-6:

4.8%

JST Japan Standard Time GMT+9:00
4.8%

EST Eastern Standard Time GMT-5:
71%

CTT China Taiwan Time GMT+8:00

2.4%
BET Brazil Eastern Time GMT-3:00

3.6%

IST India Standard Time GMT+5:30
8.3%
PST Pacific Standard Time GMT-8:00

4.8%
GMT Greenwich Mean Time GMT

3.6%

B AiiDA Virtual Tutorial - July 2020
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ECT European Central Time GMT+1:

45.2%

EET Eastern European Time GMT+2:

8.3%
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Documentation Reference

Introduction:

V dNOyo9

How to package plugins
Topics:

‘Command line interface
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http://www.aiida.net/aiida-virtual-tutorial-july-2020/

=PFL Tutorial Format cece

= Pre-recorded talks, published on youtube
= Some are required for the hands-on sessions: be sure to
watch these before each hands-on!

°  Plugin developer talks can be watched at any time, Q&A
session on Friday.

= Hands-on sessions
s Scheduled Zoom meetings.
= First hands-on of each day starts with a Q&A session.
= Introduction to the topic of hands on.
= Work at your own pace in groups of 5-6.
= Questions answered either in the group or in one of the
Zoom "breakout” rooms.
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B AiiDA Virtual Tutorial - July 2020

L Schedule

Tuesday 07 Jul 2020

AiiDA tutorial overview (10 min)
Introduction to AiiDA (30 min)
Setting up an environment (15 min)

Q&A session

Setting up the machines

AiiDA Basics

OCo0e® 9
Presentations: watch before hands-on S
. m
sessions of that day! =
<§’E
Wednesday 08 Jul 2020 Thursday 09 Jul 2020 Friday 10 Jul 2020
AiiDA & the Materials Cloud Group
(25 min)
(Optional) Plugin developer talks
The AiiDA lab ecosystem A B
25 mi
: - - - - -0 ___ 1 .8:00 15:00 GMT
Writing workflows in AiiDA The AiiDA plugin ecosystem OSSCAR (15 mins)
(30 min) [1] (30 min) AiiDA & OPTIMADE (10 mins)
e - 8:30 15:30 GMT
Q&A session Q&A session S

Working with data and querying
your results

Advanced workflows

(plugin developers)

Installing and managing AiiDA on
your computer/laptop and
connecting to your
supercomputer/cluster

Hands on sessions:

Be sure to double check
starting times for your

Lunch Break

Lunch Break

Lunch Break

Lunch Break

group and time zone!

Running computations

Workflows: Basics

Interfacing with external codes
and writing plugins

Closing remarks and feedback

Q&A session and wrap up
discussion

- -11:30 18:30 GMT
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EPFL Practical information

Marnik Bercx

= Amazon Web Services virtual machines:
s Login instructions in email by Monday July 6th 18:00 GMT
= Quantum Mobile can also be installed on your computer,
but AWS is recommended
= Z0Om rooms:
= Links: One for group A and group B

= Password protected
= Details will also be provided in email

= Link to tutorial material:

https://aiida-tutorials.readthedocs.io/en/latest/pages/2020 Intro Week/index.html

B AiiDA Virtual Tutorial - July 2020



https://aiida-tutorials.readthedocs.io/en/2020-intro-week/pages/2020_Intro_Week/index.html

=PFL Tutorial Team ceee u

Marnik Bercx

Organising committee: Tutors:

= Chris Sewell Chris Sewell

= Marnik Bercx Marnik Bercx

=  @Giovanni Pizzi Giovanni Pizzi
Sebastiaan Huber
Leopold Talirz
Aliaksandr Yakutovich
Casper Andersen
Francisco Ramirez

Plugin developers:

Daniele Ongari
Atsushi Togo

Dou Du = Cornelia Bujenita

= Bonan Zhu
S = Miki Bonnachi
3 = Emanuele Bosoni Support:
5 = Philipp RGBmann = Marco Borelli
= = Dominik Gresh = Simon Adorf
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Developers

Carl Simon Casper W. Marnik Marco Valeria
Adorf Andersen Bercx Borelli Granata
(EPFL) (EPFL) (EPFL) (EPFL) (EPFL)

.

L ;

The Materials Cloud
And AiiDA teams

Francisco F. Leopold Aliaksandr Chris Giovanni
Ramirez Talirz Yakutovich Sewell Pizzi
(EPFL) (EPFL) (EPFL) (EPFL) (EPFL)

Contributors for the 40+ plugins: Quantum ESPRESSO, Wannier90,
CP2K, FLEUR, YAMBO, SIESTA, VASP, CASTEP, CRYSTAL, ...

Contributors to aiida-core and former AiiDA team members —
Oscar Arbelaez, Michael Atambo, Valentin Bersier, Marco Borelli, Jocelyn
Boullier, Jens Broder, lvano E. Castelli, Andrea Cepellotti, Keija Cui, Vladimir
Dikan, Marco Dorigo, Y.-W. Fang, Fernando Gargiulo, Marco Gibertini,
Davide Grassano, Dominik Gresch, Conrad Johnston, Rico Hauselmann,
Daniel Hollas, Eric Hontz, Jianxing Huang, Christoph Koch, Espen Flage-
Larsen, lan Lee, Daniel Marchand, Antimo Marrazzo, Andrius Merkys,
Simon Pintarelli, Nicolas Mounet, Tiziano Miiller, Gianluca Prandini, Philip
RuBmann, Riccardo Sabatini, Ole Schiitt, Phillippe Schwaller, Andreas
Stamminger, Atsushi Togo, Daniele Tomerini, Nicola Varini, Martin Uhrin,

Jason Yu, Austin Zadoks, Bonan Zhu, Mario Zic, Spyros Zoupanos '
T ———

Sebastiaan
P. Huber
(EPFL)

Berend
Smit
(EPFL)

R

Leonid Snehal P. Elsa
Kahle Kumbhar Passaro
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