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Questionnaire results
Schedule: the next 4 days
Questions?

Go!
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Participants - Nationalities

Nationalities
Russia Germany
1.8% 12.7%
Japan
3.6%
Chinese
1.8%
Iran
3.6%
Venezuelan
1.8%
ltaly
29.1%
France
5.5%
UK
1.8%
Switzerland
India 7.3%
South Korea

> 20 nationalities represented
OCo0®:



Participants - Current position

Current position

Professor

1.8%

Researcher

5.5%

Researcher (company)
5.5%

MSc student

7.3%

PhD student
Software engineer 47.3%
3.6%
Postdoc

25.5%




Participants - python proficiency

Level of python proficiency

none
1.8%
advanced
9.1%
familiar with frameworks basic
32.7%

like django, sqglalchemy,

click, ... written a python script

medium
56.4%

familiar with object oriented
programming in python




Participants - AiiDA proficiency

AiiDA proficiency

Used AiiDA before
29.1%

Newbie
70.9%

Who has used AiiDA before?




The next 4 days

Introduction to aiida-core 1.0
(hands-on tutorial, using virtual machine)

Workflows in aiida-core 1.0
(hands-on tutorial, using virtual machine)

Wednesday




Participants - ab initio codes

Which ab initio codes do you use?

VASP
WIEN2K
Quantum ESPRES...
FHI-aims
fleur
BerkeleyGW
CP2K
Gaussian
Abinit
ONETEP
yambo
siesta
Giessen-KKR
None
CASTEP
BigDFT

Which ab initio codes do you use?




The next 4 days

Introduction to aiida-core 1.0
(hands-on tutorial, using virtual machine)

Workflows in aiida-core 1.0

Wednesday (hands-on tutorial, using virtual machine)

Workshop - Your projects

Thursday

Group A: Write a workflow using existing plugins
Group B: Write a plugin for your code
Group C: Wrap a workflow in a web application

(on your hardware, if you prefer)

O00®-



Participants - Working groups

What would you like to focus on in the second half of the
workshop?

Web application
10.0%

Plugin development

Workflow development
34.0%

56.0%

Decide until Open Mic session Thursday
O0Q @ 1w



Tutorial Schedule

09:00 - 09:30

09:30 - 10:00
10:00 - 10:30
10:30 - 11:00

11:00 - 11:30
11:30 - 12:00

12:00 - 12:30
12:30 - 13:00

13:00 - 14:30

14:30 - 15:00

15:00 - 15:30
15:30 - 16:00
16:00 - 16:30
16:30 - 17:00
17:00 - 17:30
17:30 - 18:00
18:00 - 18:30

18:30 - 19:00

Evening

Tue, 21 May

Registration

AiiDA intro (R)

1. Getting set up

Coffee break

2. verdi CLI

3. verdi shell

Lunch

4. Managing
calculations

Coffee break

QueryBuilder intro
5. QueryBuilder

+ Appendices

Problems during
hands-on

Wed, 22 May

Highlight talk
M. Govoni (R)

Highlight talk
S. Cottenier

Group photo &
Coffee break

6. Workflows

Lunch

6. Workflows

Coffee break

7. Band structure

Error handling
& real-life

WorkChains (R)

Standing dinner,

poster session

Thu, 23 May

AiDA Q&A
Highlight talk

F. Mohammed (R)

AiiDA lab (R)
Coffee break

Workflows intro (R) AiiDA plugins (R)

Open Mic round

+ split into groups

Lunch

Intros to topics
of group work

Group work

& setting up AiiDA

on your laptop

Coffee break

Group work

Social dinner,
7:30pm

Fri, 24 May

Highlight talk
G. Petretto (R)

Materials Cloud

Coffee break

Feedback forms

Group work

Closing remarks

o0®u




Tutorial Schedule

09:00 - 09:30

09:30 - 10:00
10:00 - 10:30
10:30 - 11:00

11:00 - 11:30
11:30 - 12:00

12:00 - 12:30
12:30 - 13:00

13:00 - 14:30

14:30 - 15:00

15:00 - 15:30
15:30 - 16:00
16:00 - 16:30
16:30 - 17:00
17:00 - 17:30
17:30 - 18:00
18:00 - 18:30

18:30 - 19:00

Evening

Tue, 21 May

Registration

AiiDA intro (R)

1. Getting set up

Coffee break

2. verdi CLI

3. verdi shell

Lunch

4. Managing
calculations

Coffee break

QueryBuilder intro
5. QueryBuilder

+ Appendices

Problems during
hands-on

1 Split

Wed, 22 May

Highlight talk
M Goavani (R)

~

6. Workflows

Lunch

6. Workflows

Coffee break

7. Band structure

Error handling
& real-life

WorkChains (R)

Standing dinner,

poster session

Thu, 23 May

AiiDA Q&A

up 50/50: COVIZ2 2®
(MED 2 1124)

Workflows intro (R) AiiDA plugins (R)

Open Mic round
+ split into groups

Lunch

Intros to topics
of group work

Group work

& setting up AiiDA

on your laptop

Coffee break

Group work

Social dinner,
7:30pm

Fri, 24 May

talk

reak

o ack-forms

Group work

Closing remarks
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Tutorial Schedule

09:00 - 09:30

09:30 - 10:00
10:00 - 10:30
10:30 - 11:00

11:00 - 11:30

11:30 - 12:00
12:00 - 12:30
12:30 - 13:00

13:00 - 14:30

14:30 - 15:00

15:00 - 15:30
15:30 - 16:00
16:00 - 16:30
16:30 - 17:00
17:00 - 17:30
17:30 - 18:00
18:00 - 18:30

18:30 - 19:00

Evening

Tue, 21 May Wed, 22 May Thu, 23 May Fri, 24 May
Registration Highlight talk AiiDA Q&A
M. Govoni (R)

Highlight talk
F. Mohammed (R)

AiiDA lab (R)
Coffee break

Highlight talk
G. Petretto (R)

Materials Cloud

AiiDA intro (R)

Highlight talk
1. Getting set up S. Cottenier

roup photo &
Coffee break

Workflows intro (R) AiiDA plugins (R)

Coffee break Coffee break

2. verdi CLI

Open Mic round
+ split into groups

6. Workflows Group work

3. verdi shell
Closing remarks
Lunch

Lunch Lunch

Intros to topics
of group work

4. Managing

calculations 6. Workflows

Group work
& setting up AiiDA
on your laptop
Coffee break

QueryBuilder intro

Coffee break Coffee break

7. Band structure
5. QueryBuilder

+ Appendices Group work

Error handling
& real-life
WorkChains (R)

Problems during
hands-on

Social dinner,
7:30pm

Standing dinner,
poster session

00 ®::




Tutorial Schedule

Tue, 21 May Wed, 22 May Thu, 23 May Fri, 24 May
09:00 - 09:30 Registration Highlight talk AiiDA Q&A
09:30 - 10:00 M. Govoni (R)

Highlight talk Highlight talk

AiiDA intro (R)

10:00 - 10:30 Highlight talk F. Mohammed (R)  G. Petretto (R)
10:30 - 11:00 EMEETEE T S. Cottenier AiiDA lab (R) Materials Cloud
11:00 - 11:30 Coffee break Gég#g epg?égk& Coffee break Coffee break
: ; :(3)(3 : 1 2(?)’((; 2. verdi CLI Workflows intro (R) ZHD::] i::jl:osu:z) Feedback forms
12:30 - 13:00 SRR r R 6. Workflows | Gpitinto groups | CrOUP Work

Closing remarks
13:00 - 14:30

14:30 - 15:00 Intros to topics

15:00 - 15:30
15:30 - 16:00
16:00 - 16:30
16:30 - 17:00 _
17:00 - 17:30 QeI ETT3} (o]
17:30 - 18:00 @IV =108

see map in booklet
+ EPFL Campus app

7. Band structure

18:00 - 18:30 + Appendices Error handling Group work
: . Problems durin & real-life
18:30 - 19:00 handeon © WorkChains (R)

Standing dinner, Social dinner,
poster session 7:30pm

Evening

00 ®:




Tutorial Schedule

09:00 - 09:30

09:30 - 10:00
10:00 - 10:30
10:30 - 11:00

11:00 - 11:30
11:30 - 12:00

12:00 - 12:30
12:30 - 13:00

13:00 - 14:30

14:30 - 15:00

15:00 - 15:30
15:30 - 16:00
16:00 - 16:30
16:30 - 17:00
17:00 - 17:30
17:30 - 18:00
18:00 - 18:30

18:30 - 19:00

Evening

Tue, 21 May

Registration

AiiDA intro (R)

1. Getting set up

Coffee break

2. verdi CLI

3. verdi shell

Lunch

Coffee break

QueryBuilder intro
5. QueryBuilder

+ Appendices

Problems during
hands-on

Wed, 22 May

Highlight talk
M. Govoni (R)

Highlight talk
S. Cottenier

Group photo &
Coffee break

6. Workflows

Lunch

Coffee break

7. Band structure

Error handling
& real-life

WorkChains (R)

Standing dinner,

poster session

Thu, 23 May

AiDA Q&A
Highlight talk

F. Mohammed (R)

AiiDA lab (R)
Coffee break

Workflows intro (R) AiiDA plugins (R)

Open Mic round
+ split into groups

Lunch

Intros to topics

Coffee break

Group work

Social dinner,
7:30pm

Fri, 24 May

Highlight talk
G. Petretto (R)

Materials Cloud

Coffee break

Feedback forms

Group work

Closing remarks

in COVIZ2, broadcastto MED 2 1512
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Tutorial Schedule

09:00 - 09:30

09:30 - 10:00
10:00 - 10:30
10:30 - 11:00

11:00 - 11:30

11:30 - 12:00
12:00 - 12:30
12:30 - 13:00

13:00 - 14:30

14:30 - 15:00

15:00 - 15:30
15:30 - 16:00
16:00 - 16:30
16:30 - 17:00
17:00 - 17:30
17:30 - 18:00
18:00 - 18:30

18:30 - 19:00

Evening

Tue, 21 May

Registration

AiiDA intro (R)

1. Getting set up

Coffee break

2. verdi CLI

3. verdi shell

Lunch

4. Managing
calculations

Coffee break

QueryBuilder intro
5. QueryBuilder

+ Appendices

Problems during
hands-on

Wed, 22 May

Highlight talk
M. Govoni (R)

Work

Highlight talk
S. Cottenier

roup photo &
Cc\f‘aa hraals

6.

Lunch

6. Workflows

Coffee break

7. Band structure

Error handling
& real-life

WorkChains (R)

Standing dinner,

poster session

Thu, 23 May
AiiDA Q&A

AiiDA lab (R)
Coffee break

Lunch

Intros to topics
of group work

Group work

& setting up AiiDA

on your laptop

Coffee break

Group work

Social dinner,
7:30pm

Fri, 24 May

Highlight talk Highlight talk
F. Mohammed (R) § G. Petretto (R)

Materials Cloud

Coffee break

downstairs, MED 0 1418 g=

Closing remarks
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Tutorial Schedule

09:00 - 09:30

09:30 - 10:00
10:00 - 10:30
10:30 - 11:00

11:00 - 11:30

11:30 - 12:00
12:00 - 12:30
12:30 - 13:00

13:00 - 14:30

14:30 - 15:00

15:00 - 15:30
15:30 - 16:00
16:00 - 16:30
16:30 - 17:00
17:00 - 17:3(
17:30 - 18:0(
18:00 - 18:3(
18:30 - 19:0(

L

Evening

Tue, 21 May

Registration

AiiDA intro (R)

1. Getting set up

Coffee break

2. verdi CLI

3. verdi shell

Lunch

4. Managing
calculations

Coffee break

Wed, 22 May

Highlight talk
M. Govoni (R)

Highlight talk
S. Cottenier

Group photo &
Coffee break

6. Workflows

Lunch

6. Workflows

Coffee break

Thu, 23 May

AiDA Q&A
Highlight talk

F. Mohammed (R)

AiiDA lab (R)
Coffee break

Workflows intro (R) AiiDA plugins (R)

Open Mic round

+ split into groups

Lunch

Intros to topics
of group work

Group work
& setting up AiiDA
on your laptop

Coffee break

downstairs in the hall

Social dinner,
7:30pm

Fri, 24 May

Highlight talk
G. Petretto (R)

Materials Cloud

Coffee break

Feedback forms

Group work

Closing remarks

put posters tomorrow or this evening

Standing dinner,
poster session

—————

C0®v




, 22 May Thu, 23 May Fri, 24 May
@ Ecole lght talk AiiDA Q&A
Rplytechnique voni (R) o i
Jédérale de ‘ Highlight talk Highlight talk
glausanne light talk F. Mohammed (R)  G. Petretto (R)
Pus S0 Cotbin g ottenier AiiDA lab (R) Materials Cloud
EPFL Innovislon Park !

3 A~ ) photo &
g 9 o B Coffee break Coffee break
& ~
IS Larling Hotel Lausanne =~ S intro (R) AIIDA plugins (R) RRCE Ll @ {elinl
¢ v Open Mic round
g e g + split into groups Selp e

e Closing remarks

'/

. unch Lunch
& %
960 3'9 o des OO milles
| o 5; 2 Intros to topics
g & of group work
o - ‘
7 4 Group work
Qv R _cotting yn AiiDA
e® i LeDébarcadere
15 minutes walk
Free food & drinks!

ce ‘
=
2
Le[ ibarcadere -
bl
ng dinner, Social dinner,
_ r session 7:30pm

———————




Tutorial Team

Organising Committee
« LeopoldTalirz
Sebastiaan Huber

Andrea Ferretti

Espen Flage-Larsen
Alberto Garcia

Support
« Admin: Cornelia Buenjita
« Video: Marco Borelli

Tutors

Giovanni Pizzi
Sebastiaan Huber
Leopold Talirz
Aliaksandr Yakutovich
Casper Andersen
Oscar Arbelaez
Daniele Tomerini

o Materials: Snehal Kumbhar, Elsa Passaro

Ooo.m



Tutorial Team

Organising Committee
9 9 Tutors

+ LeopoldTalirz « Giovanni Pizzi

Sebastiaan Huber

o Sebastiaan Huber
Andrea Ferretti

« LeopoldTalirz

contact person for aksandr Yakutovich

accommodation reimbursements sper Andersen
cornelia.bujenita@epfl.ch

car Arbelaez
Suppun

« AdminjCornelia Bujenita

o Video: Marco Borelli

o Daniele Tomerini

o Materials: Snehal Kumbhar, Elsa Passaro
OO O. 20


mailto:cornelia.bujenita@epfl.ch

Sponsors
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Questions?
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Go!

1. Check your email for SSH key
to log into your virtual machine

2. Split 50/50: COVIZ2

3. Head to aiida.net

O00®=


http://aiida.net

Go!

o0 o =

o A . D
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.

Journal ref: G. Pizzi, A. Cepellotti, R. Sabatini, N. Marzari, and B. Kozinsky, AiiDA: automated

interactive infrastructure and database for computational science, Comp. Mat. Sci. 111, 218-230
(2016)

Open access link: arXiv:1504.0116

aiida.net



http://aiida.net

A AiiDA Tutorials

aiida-core 1.0.0b3 (2019, EPFL,
Switzerland)

aiida-core 0.12.2 (2019, University of
Amsterdam, Netherlands)

aiida-core 1.0.0a1 (2018, Cineca, Italy)

aiida-core 0.11.4 (2018, EPFL,
Switzerland)

aiida-core 0.9.0 (2017, EPFL,
Switzerland)

aiida-core 0.7.1 (2017, ICTP, Italy)

aiida-core 0.6.0 (2016, EPFL,
Switzerland)

Docs » AiiDA Tutorials ¢) Edit on GitHub

Ai11DA Tutorials

The official place to find materials from AiiDA tutorial events,
interactive demos and videos.

Tutorial materials

e aiida-core 1.0.0b3 (2019, EPFL, Switzerland)

TS #am, Netherlands)
e aiida-core 1.0.0a1 (2018, Cineca, Italy)

e aiida-core 0.11.4 (2018, EPFL, Switzerland)
e aiida-core 0.9.0 (2017, EPFL, Switzerland)
e aiida-core 0.7.1 (2017, ICTP, Italy)

e aiida-core 0.6.0 (2016, EPFL, Switzerland)

aiida-tutorials.readthedocs.io

OO0 @ s




A AiiDA Tutorials

aiida-core 1.0.0b3 (2019, EPFL,
Switzerland)

aiida-core 0.12.2 (2019, University of
Amsterdam, Netherlands)

aiida-core 1.0.0a1 (2018, Cineca, Italy)

aiida-core 0.11.4 (2018, EPFL,
Switzerland)

aiida-core 0.9.0 (2017, EPFL,
Switzerland)

aiida-core 0.7.1 (2017, ICTP, Italy)

aiida-core 0.6.0 (2016, EPFL,
Switzerland)

Docs » AiiDA Tutorials ¢) Edit on GitHub

.. i : 1
AiiDA Tutorial Geta FiltHub account!

report issues, fix typos, ...
The official place to ind m: e |ove pU” req uests :_)

interactive demos and vide

D —

Tutorial materials

e aiida-core 1.0.0b3 (2019, EPFL, Switzerland)

e aiida-core 0.12.2 (2019, University of Amsterdam, Netherlands)
e aiida-core 1.0.0a1 (2018, Cineca, Italy)

e aiida-core 0.11.4 (2018, EPFL, Switzerland)

e aiida-core 0.9.0 (2017, EPFL, Switzerland)

e aiida-core 0.7.1 (2017, ICTP, Italy)

e aiida-core 0.6.0 (2016, EPFL, Switzerland)

aiida-tutorials.readthedocs.io
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Final remarks

AiiDA Workflo...
leopold.talirz o Lectures marked with (R) are recorded

Oscar is taking pictures

« Letus know if you don't want to be
filmed/photographed

s . .« We'll be using the
accommodation
#hands-on channel in slack
bit.ly/aiida-workflows2019-slack

=a Jump to...

Threads

general

# hands-on

random

O0Q0®


http://bit.ly/aiida-workflows2019-slack




