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Steps

1. Decide new version & fix dependencies
2. Add python2/python3 compatibility
3.Fix imports using the aiida-plugin-migrator

4. Migrate calculations

5. Migrate parsers

Link to slides bit.ly/aiida-plugin-migration-quide
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http://bit.ly/aiida-plugin-migration-guide

0. Install aiida-core develop branch

® g1t clone
https://github.com/aiidateam/aiida_ core

¢ cd ailida core
git checkout develop
e Reusing existing clone?
find . —-name "*.pyc" -delete
plip 1nstall pip==18.1
plp install -e
reentry scan
See docs on installing rabbitmg

verdli status # all services green?
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https://github.com/aiidateam/aiida_core
https://aiida-core.readthedocs.io/en/latest/install/quick_installation.html

1. Versioning

AiiDA uses semantic versioning - MAJOR.MINOR.PATCH

e Bug fixes => bump PATCH

e New Features => bump MINOR

e Backward-incompatible APl changes => bump MAJOR

Suggestions for your plugin

e Any unreleased changes since your last release? => Make a new release
e Bump the MAJOR version for adding aiida-core 1.0 support
and start with alphal (so that people don't accidentally upgrade)
e Don'ttryto support aiida-core 0.12 and 1.0 in the same plugin version
e How to specify aiida-core dependencies:
o ailda<1.0: aiida-core>=0.12.3,<1.0.0
o ailda>=1.0: aiida-core>=1.0.0b1,<2.0.0

O00®:



2. python2/python3

One way to do it: use a pre-commit hook

add .pre-commit-config.yaml (see here)
add pre-commit extra in setup.py (see here)
plp install -e . [pre-commit]
pre-commit install

pre-commlt run --all-files

(Only needed once)
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https://github.com/aiidateam/aiida-diff/blob/565d11f38f9fe5de55a2f9e0664fd73db6044c3d/.pre-commit-config.yaml#L4-L12
https://github.com/aiidateam/aiida-diff/blob/master/setup.json#L45-L50

5. alida-plugin-migrator

aiida-plugin-migrator
e There's a long list of backward-incompatible changes
e plugin migrator reduces tedious search & replace
e Itisn't perfect - PRs welcome!
e Getting "parsing failed" error?
Complete step 2 first.
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https://github.com/aiidateam/aiida-plugin-migrator
https://github.com/aiidateam/aiida_core/wiki/Backward-incompatible-changes-in-1.0.0
https://github.com/aiidateam/aiida-plugin-migrator

5. alida-plugin-migrator

Installation

The aiida-plugin-migrator only runs under python3 (but it does not depend on aiida-core ).

git clone https://github.com/aiidateam/aiida-plugin-migrator
cd aiida-plugin-migrator
pip install -e .

# need latest bowler fixes
pip install git+https://github.com/facebookincubator/Bowler.git@master

This adds aiida-plugin-migrator.py tothe PATH.

Usage

aiida-plugin-migrator.py /path/to/plugin/code
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https://github.com/aiidateam/aiida-plugin-migrator

4. Migrate Calculations

e see instructions on the Wiki
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https://github.com/aiidateam/aiida_core/wiki/AiiDA-1.0-plugin-migration-guide#Migrating-JobCalculation-to-CalcJob

5. Migrate Parsers

e see instructions on the Wiki
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https://github.com/aiidateam/aiida_core/wiki/AiiDA-1.0-plugin-migration-guide#migrating-the-parser

6. setting up Travis-Cl

e add travis.yml (see here)
® register on travis.ci.org
e add github repo and enable tests

aiida-zeopp . @ Settings

The next commit to your repo will trigger the build.
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https://github.com/aiidateam/aiida-diff/blob/master/.travis.yml

plugin migrations in progress

e aiida-cp2k:see PR

e aiida-codtools
o migration started in provenance_redesign branch
o see e.qg. cif _base calculation

e aiida-zeopp:
o migration started in release_v1.0.0al branch
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https://github.com/aiidateam/aiida-cp2k/pull/16/files
https://github.com/aiidateam/aiida-codtools/blob/provenance_redesign/aiida_codtools/calculations/cif_base.py
https://github.com/aiidateam/aiida-codtools/blob/provenance_redesign/aiida_codtools/calculations/cif_base.py
https://github.com/ltalirz/aiida-zeopp/tree/release_v1.0.0a1
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Contacts and info

(‘l

Docs: aiida-core.readthedocs.io
o o Git repo: github.com/aiidateam/aiida_core/

Plugin registry: aiidateam.qgithub.io/aiida-registry

g’% Website: aiida.net

ﬁ facebook.com/aiidateam a r(?andatea

Materials Cloud: materialscloud.or

- Archive: archive.materialscloud.org

- AiiDA Lab: aiidalab.materialscloud.org

- Quantum Mobile: materialscloud.org/work/gquantum-mobile

3 open positions for research software engineers/materials scientists
nccr-marvel.c

h
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Conclusions

e Workflows & Daemon help with

ooAi | DA automation

 AiiDA graph = map of the data jungle
e Your calculations are ready for Open

ience .
. Iggﬁpsﬁa ring of data e3datasg, o
MATERIALS Materas Goud
CLOUD e Free: 5 GB/record FAIRsharing.org
(50 GB for AliIDA SCIENTIFIC DATA
graphs)
e write simple apps in python
aﬁ e Run where you like:
e on your machine (your machine, your setup)
AlIDA « on Quantum Mobile (your machine, our
setup)

* on AiiDA Lab (our machine, our settpiy @ @ 1s



