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Outline
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Slides / demos: 
1. aiida-diff: let's look at the code! 

2. aiida-siesta: Intro & plugin structure 

3. aiida-plugin-cutter 

4. get your new plugin registered 

5. pre-commit hooks & IDEs 

6. setting up CI tests

Tutors 

• Leopold Talirz 

• Oscar Arbelaez 

• Daniele Tomerini 

• Alberto Garcia

Afterwards 
• Assistance for AiiDA setup on your hardware 

• Get started with writing AiiDA plugins!



slack channel
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Links will be posted there

Going to look through code!

#group-b-plugins



aiida-diff

!4github.com/aiidateam/aiida-diff

https://github.com/aiidateam/aiida-diff


aiida-siesta

!5



aiida-plugin-cutter

!6github.com/aiidateam/aiida-plugin-cutter

https://github.com/aiidateam/aiida-plugin-cutter


DEMO - register a new plugin

!7aiidateam.github.io/aiida-registry/

https://aiidateam.github.io/aiida-registry/


pre-commit hooks
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• run a program every time you make a git commit 

• aiida-diff comes with 

• formatter (yapf ):  automatic code styling 

• linter (prospector/pylint):  
static code analysis & code  

• python-modernize: ensure "automatically" that code 
is python 2 & 3 compatible 

• Enable using 
pip install -e .[pre-commit]  
pre-commit install



IDEs
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• vim and emacs are highly efficient & flexible text editors  

• BUT today's IDEs offer tons of convenience features: 

• TAB-auto-complete names of functions/classes/... 

• jump to definition of function X/ class Y with one click 

• flag unused imports 

• flag programming errors via static code analysis 

• set breakpoints with one click & run debugger, 
inspect values of variables, ... 

• ...



IDEs - two examples
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pycharm 

• python only 

• free community edition / 
pro edition free for students 

• can be resource hungry 
& takes some time to open 

• niceties 

• "search everywhere" 

• vim emulation mode

Visual Studio Code 

• multi-progamming-language 
(but lots of python features) 

• free and open source 

• less resource hungry 
& fast to open 

• niceties 

• show git commit on hover 

• click on test to run

There's more: SublimeText, Atom, ...



Continuous integration tests on Travis
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How to enable #1: Activate on Travis-CI
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Just click here 
to enable integration 
between your GitHub 

repo and Travis-CI



github.com/aiidateam/aiida_core/wiki
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Transition to aiida-core 1.0

• Many API changes from aiida 0.12 to 1.0 

• AiiDA API should remain stable from aiida-core 1.0.0b2

aiida-tutorials.readthedocs.io



Plugin design guidelines
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1. Start simple.  
Use existing classes like Dict, SinglefileData, …  
Write only what is necessary to pass information from/to AiiDA.


2. Don’t break data provenance.  
Store at least what is needed for full reproducibility.


3. Parse what you want to query for. 
Make a list of which information to:


1. parse into the database for querying (Dict, ...)

2. store in files for safe-keeping (e.g. SinglefileData, ...)

3. leave on the remote computer (RemoteData, ...)


4. Expose the full functionality of your code.  
Don’t artificially limit the power of a code you are wrapping. 
If the code can do it, there should be some way to do it with your plugin.

https://aiida.readthedocs.io/projects/aiida-core/en/latest/apidoc/aiida.orm.nodes.data.html#aiida.orm.nodes.data.dict.Dict
https://aiida.readthedocs.io/projects/aiida-core/en/latest/apidoc/aiida.orm.nodes.data.html#aiida.orm.nodes.data.singlefile.SinglefileData
https://aiida.readthedocs.io/projects/aiida-core/en/latest/apidoc/aiida.orm.nodes.data.html#aiida.orm.nodes.data.dict.Dict
https://aiida.readthedocs.io/projects/aiida-core/en/latest/apidoc/aiida.orm.nodes.data.html#aiida.orm.nodes.data.singlefile.SinglefileData
https://aiida.readthedocs.io/projects/aiida-core/en/latest/apidoc/aiida.orm.nodes.data.html#aiida.orm.nodes.data.RemoteData



