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1) Treat data by scripts
Python, Julia, R ...

Download the data

initial guess

In [5]: | img = imread("phonon.png")

fig, ax = subplots()
errorbar ([result.paramvalues|['pl pos

]

ax.imshow(img, extent=[-0.1, 1.12, -36, 130], aspect='"auto')
xlabel ("1 (r.l.u.)")

ylabel ("E (cmS$~{-1}S)")

savefig("dispersion.eps", bbox inches="tight')

show ()

T

T T
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I (r.l.u.)

QL

fwhm=0.1) + Gauss('p2', pos='-pl pos', ampl=100, fwhm=0.1)

1, [energy], xerr=result.paramerrors['pl pos'], fmt='ro', ms = 14)
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In the year 2525

if man is still alive
If woman can survive,
they may find...your data

LJ t hOn T PyPl is a repository of software for Python

Package °* requirements.txt will tell, which packages to use

Index * Same exist for Julia (Project.toml) or R (install.R)

5P

= rec1Lfrernen‘t5fx¢
| requests==2.24.0

beautifulsoupd==

1fit==1.4.2
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H me2d09 / silicon ' Public

Publish the script
GitHub -> figshare

Github is perfect for tracking changes
figshare can clone actuall state of repository
figshare will make scripts citable (doi)
There should be:
O Xyz.ipynb
(download data, treat data, generate figures)

O requirements.txt
(do be used in 2525)

o Bonus: add paper.tex [

<> Code © Issues

1% Pullrequests @ Actions [ Projects 00 wiki @ Security |+ Insights &3 Settings

¥ main ~ ¥ 12 branches © 1tag Go to file Add file ~

‘ jjochum87 small changes v 9420¢89 on Oct 29, 2020 ) 104 commits
B github/workflows Update main.yml 12 months ago
B rawdata add CC-BY to rawdata folder 12 months ago
O .gitignore Add MyBinder button 12 months ago
[ LICENSE Initial commit 12 months ago
[ READMEmd add rawdata CC-BY licence do README 12 months ago
O bibliography.bib Remove unused comments, fix break links in bibliography 12 months ago
[ dispersion.eps Fix of the missing axes labels on fig 2 12 months ago
[ energy-scan.eps Fix of the missing axes labels on fig 2 12 months ago
O maintex small changes 12 months ago
O phonon.png add figures 12 months ago
[ requirements.txt New version of ufit 12 months ago
O siliconipynb Fix typos in notebook 12 months ago
i= READMEmd Vi

An Exercise in Open Data: Triple Axis Data on Si single

crystal

BRI 10.6084/m9.figshare.13130270 | Made with Python || Made with LaTex
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® Jupyter Notebook 94.8%

An Exercise in Open Data: Triple Axis Data on Si single crystal

Download (296.79 kB) Share Embed  + Collect

Software posted on 26.10.2020, 02:08 by Lukas Beddrich, Alexander Book, Xaver Simon
Brems, Petr Cermak, Michat Dembski-Villalta, Luis Flacke, Henrik Gabold, Marianna
Gerina, Johanna K. Jochum, Andrej Kancko, Sofia Kohutekova, Tereza KoSutova, Petr
Kral, Anastasiia Murmiliuk, Luka$ Nowak, Anastasiia Pylypets, Daniel StaSko, Ran Tang,
Michal Vancik, Lukas Vogl

This repository is created as an example of good open data practice and FA.I.R.
principles. It is a copy of the Github repository. The manuscript is published on arXiv. The
full docker image containing this repository with all dependencies is published on
Figshare as well: doi:10.6084/m9.figshare.13133240.
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... magic will happen

https://mybinder.org/v2/gh/me2d09/silicon/main?filepath=silicon.ipynb
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Thank you

Data: doi:10.5291/ILL-DATA.TEST-2385
Scripts: doi:10.6084/m9.figshare.13130270.v1
Petr Cermak Github repo: https://github.com/me2d09/silicon

W @petrscience Paper: https://arxiv.org/abs/2010.12086

cermak@mag.mff.cuni.cz
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