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ASE Workshop 2019

a Summary by Florian Knoop



Intro

ASE: 
The Atomic Simulation Environment (Intro-Slides by Ask)

Workshop Organizers: 
Paul Erhart, Tuomas Rossi, Ask H. Larsen, Jens J. Mortensen, 
  Kristian S. Thygesen

Location:
Chalmers University, Gothenburg, Sweden

Scope: Bring the community together (for the first time)
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http://dcwww.camd.dtu.dk/~askhl/files/ase-slides-2018-05-14.pdf
https://ase-workshop.materialsmodeling.org


Speakers

● Jens Jørgen Mortensen (DTU): History of ASE
● Adam J. Jackson (STFC UK): Use all the codes!
● Michael Walter (Uni Freiburg): Non-resonant Raman spectra
● Florian Knoop (FHI): FHI-vibes
● Erik Fransson (Chalmers): hiphive and icet
● Jin Hyun Chang (DTU): Cluster expansion with CLEASE
● Jakob Schiøtz (DTU): KIM framework for force fields
● Marko M. Melander (Uni Jyväskylä): Grand Canonical Chemistry
● Mikael Kuisma (Uni Jyväskylä): Light-matter interaction with GPAW
● Peter M. Larsen (DTU): Classification of Bravais lattices w/o tolerance
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https://ase-workshop.materialsmodeling.org/program


Speakers

● Maxime Van den Bossche (Paris): Global structure optimization w/ DFTB
● Eric D. Hermes (Sandia Labs): Saddle point search with sella
● Ask Hjorth Larsen (Simune Atomistics): ASE
● Bjørn Lindi (Norwegian Inst. of Science): Code development
● Kirsten T. Winter (SLAC): ASE database applications
● Morten Gjerding (DTU): Atomic Simulation Recipes (ASR)
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+ Tutorials

https://ase-workshop.materialsmodeling.org/program


Jens Jørgen Mortensen: History of ASE
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https://ase-workshop.materialsmodeling.org/assets/talks/jens-jorgen-mortensen.html
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Interest in plotting nice band structures? 
Checkout sumo and contact Adam!

Adam J. Jackson

https://github.com/SMTG-UCL/sumo
https://github.com/ajjackson
https://ase-workshop.materialsmodeling.org/assets/talks/adam-j-jackson.pdf


Erik Fransson: hiphive
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https://ase-workshop.materialsmodeling.org/assets/talks/erik-fransson.pdf
https://hiphive.materialsmodeling.org/


Erik Fransson: hiphive
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https://ase-workshop.materialsmodeling.org/assets/talks/erik-fransson.pdf
https://hiphive.materialsmodeling.org/


Erik Fransson: icet
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https://ase-workshop.materialsmodeling.org/assets/talks/erik-fransson.pdf
https://icet.materialsmodeling.org/


Jakob Schiøtz: KIM force fields
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https://ase-workshop.materialsmodeling.org/assets/talks/jakob-schiotz.pdf
https://openkim.org/


Jakob Schiøtz: KIM force fields
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https://ase-workshop.materialsmodeling.org/assets/talks/jakob-schiotz.pdf
https://openkim.org/


Peter M. Larsen: Symmetry w/ distance functions
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https://ase-workshop.materialsmodeling.org/assets/talks/peter-mahler-larsen.pdf


Peter M. Larsen: Symmetry w/ distance functions

13 https://github.com/pmla/auguste

https://ase-workshop.materialsmodeling.org/assets/talks/peter-mahler-larsen.pdf
https://github.com/pmla/auguste


Peter M. Larsen: Symmetry w/ distance functions
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https://ase-workshop.materialsmodeling.org/assets/talks/peter-mahler-larsen.pdf
https://github.com/pmla/auguste


Eric D. Hermes: Saddle points w/ Sella
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https://ase-workshop.materialsmodeling.org/assets/talks/eric-d-hermes.pdf
https://github.com/zadorlab/sella


Bjørn Lindi: Write CLEAN code
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https://ase-workshop.materialsmodeling.org/assets/talks/bjorn-lindi.pdf


Other useful things

“Finnish Stop” for debugging:

type asdf (or anything else) to make your code “stop” where you want

like breakpoint() in python (3.7+) only faster

Python, scipy, etc. have a lot of useful stuff built in

e.g. logging module

The conference was paper free

organization via up-to-date webpage
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https://www.python.org/dev/peps/pep-0553/
https://docs.python.org/3/library/
https://docs.python.org/3/library/logging.html


Other useful things
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You can have beer on tap in the Mensa!



Summary

ASE has a nice and active community centered around DTU Copenhagen

Core developers know what they are doing

ASE is purely FOSS with all the pros and cons

Making decisions is not a speciality of ASE’s core team

There is a world beyond single-use scripts: Let’s write (better) packages!

We (FHI people) should embrace ASE and fully adopt the aims Calculator

Thank you!
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https://ase-workshop.materialsmodeling.org


ASE Workshop 2019

Florian Knoop
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