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PSI

L’;j Versatile Data Collection — Field & Lab & Synchrotron
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PSI

Findable Data and Metadata
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openBIS integration PSI

Q Global Searct - 111

Default Experiment: 20230924_HCI on MgO ice_m20dC
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PSI

Modify Data with time

L LR L o i D ot -
tmpDataSelection = contains(FileList.name,"'.ibw"') ... T i rne
contains(FileList.sample, 'Hexylamine ice') ... frger R e e
~contains(FileList.sample, ' (bad data)') ... T

PR

~contains(FileList.sample, '(excluded data)')...

~contains(FileList.sample, 'gas-phase')...

~contains(FileList.name, 'Survey')...

~contains(FileList.name, 'Auger')...
FileList.xRayEkinRange_eV(:,1) == 700 ...
contains(FileList.name, 'N1s')...

month(FileList. lastModifiedDatenum) == ..

year(FileList.lastModifiedDatenum) == 2022 ...
FileList.sampleTemp_dC >= -25 & FilelList.sampleTemp_dC <= -15;
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: Introducing well-defined data levels

Issues

Merge requests

88 Manage
[ Plan

<> Code
EVOLUTION of a research project

Merge requests
Versatile data input and collaborative analysis gereq

Repository
Branches

I Commits

REPOSITORY for curated
and annotated data anc
and meta-data

PUBLICATION in open access journals and

with open peer review,

DATA COLLECTION
data management systen

DATA DISCUSSION
using models ol
nput from results

DATA ANALYSIS exploring” ¥ °

ted features in the

(A DATA ANALYSIS confiming

sasinput

al data sets
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May 23, 2024

Add figure and data files

% bartels-rausch authored 1 month ago

Added LJ and NEXAFS. WIP to restructure files
bartels-rausch authored 1 month ago

Mar 05, 2024

Add the fig files

% bartels-rausch authored 3 months ago

Surface Concentration calculation now based on depth profile fitting. Also, a... (s
bartels-rausch authored 3 months ago

Level 1

Calibrated and quality
assured data”

Level 2

Approved and fully
quality controlled data
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A0QQ Data Exchange and Archiving using structured H5 files

AOOO

©

Data

* Long name

metadata Ne X uS

User Manual and Reference Documentation

® Short name 1ittps: / /www.nexusformat.org/

Y Comment e 1. NeXus: User Manua
o 1.1. NeXus Introduction

° U nit o 1.2. NeXus Design 7
o 1.3. Constructing NeXus Files and Application Definitions
o 1.4. Strategies for storing_information in NeXus data files
o 1.5. Verification and validation of files

o 1.6. Frequently Asked Questions
e 2. Examples of writing and reading NeXus data files
o 2.1. Code Examples in Various Languages

g 2 2 \licia nls

Conventions Discussion Governance Training Meetings Vocabularies

CF Metadata Conventions

The CF metadata conventions are designed to promote the processing and sharing of files created with the NetCDF API."
description of what the data in each variable represents, and the spatial and temporal properties of the data. This enables
quantities are comparable, and facilitates building applications with powerful extraction, regridding, and display capabilitit
defines strings that identify physical quantities.

Conventions: Latest release (1.11) HTML PDF « Working draft HTML PDF

Vocabularies: Standard names -+ Areatypes -+ Standardized regions

PSI

Dataset metadata

project

contact

description

experiment

actris_level

dataset_startdate

dataset_enddate

processing_filename

processing_date

contact (specifically E-mail
address)

title (only info about content),
comment (too broad in
scope), source
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TL2Y Project and Experiment

Scientist 1

Project X

L ——————
Experiment 1

" Experimental step 1 ‘

Caterina Barillari

S . 7116/2024
Scientific IT Services



Summary & Questions Version control: Data and § PSI
Metadata changes with time —

GIT integration

User Interface: openBIS to
search and access files.

User Notes: Are notes meta
data? openBIS integration to link
notes with data files.
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Thanks . PSI

* Juan Felipe Florez Ospina
 ETH Domain for funding
 Alun Ashton, Carlo Minotti,

 Natasha, Lucia, Markus, Julia, Imad, Dave, Rob

Bartels-Rausch, T., and Ammann, M. (2023). It is time to
iIntroduce the next generation of chemists to fair and open
science: Chemical education, CHIMIA 77, 694-696,
10.2533/chimia.2023.694
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