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Technical Design Report (2013)

Importance of computing was emphasized already in design phase
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User journey
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DMSC objective

Minimize the time it takes to analyze and interpret
experimental data

Scientific
impact
Barrier to
entry

Maximise the scientific impact and success of ESS by
serving the needs of both non-expert and advanced users

/This is particular
important for
neutron sources
due to the cost of

producing neutrons
.
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DMSC organisation
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Integrated data pipeline
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Proposal Folder and File Structure

Proposed structure to be mounted in the same place on all relevant machines. The view of this structure should be consistent across machines regardless of location.
TODOQ: Permissions are for the embargo period. What is opened after, if subject to checks with the policy.

There will be one proposal folder per instrument per year.
The top level path for the proposal is set to:

Jess/data/<instrument>f<year>/<proposal_id>
In this folder, the following sub folders will be created:

* raw
This folder will contain the raw data files created by the file writer with the data collected during the experiment time.
Files/Folder are only writable by the file writer (ECDC staff), read-only for the proposal team + instrument team.

» reduced
This folder will contain the reduced data produced by the reduction pipeline specific for the instrument. The reduction pipeline should be running automatically, although the data instrument and

[root@sftpserver? ~]# sudo -u nexus ls -1 /sftproot/ess/data/ymir/2024/451867/
total 4

drwxr-x--- ess_proposal_451867 4096 May 15:26 aux

dr-xr-x--- ess_proposal_451867 4096 May 15:26 derived

drwx root 4096 May 15:26 1ingestor
root 4096 May 15:26 raw
dr-xr-x--- ess_proposal_451867 4096 May 15:26 reduced
drwxr-x--- ess_proposal_451867 4096 May 15:26 tmp
drwxr-x--- ess_proposal_451867 4096 May 15:26 upload
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NICOS

With User Office integration

Application Qutput Script control  1onls  Help

NICOS linstrume

Experimenl

Selup

Instrument interacdion

Batch file ceneraticn

History

Logs

Proposal information

:YMIR Experiment:Experiment at YMIR

NICOS - admin at localhost:3389

Allenlion: connezlzd as admin user.

Status: IDLE X B

Find my prepesal
Proposz| ID: 471120
Proposal tit.e: I'want beamtime 3
Local contact: | email affillation |
1
Users: | email affiliation ]
4| Matt Clarke Other
2| Fredrik Bolmsten Other
samgle Information: | 1 Add
‘name (CH3){CH2]x-SO*-Na
Delete
‘formul. (CH3) (CH?)x SO% Na
number of |1
\misqwlume 0
density |9 g/am*3
Notifications
(one omail address
perline):
Co not continue scripts after Fatal errors
Changes to the experiment proposal have not been applied!
rpply@ Disard Changes
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Data reduction & visualization software )
https://scipp.github.io N

A
= Related projects v 23050 (latest) v L1 €) X
]
({ﬁ} SCIPD o
H plopp H
Scipp-M * sional data
scippnexus
scippneutron
o comrenthe doce arrays wit| limensions
ess
A Python library enapnng a moaern and intuitive way of Z 10 !
el
GETTING STARTED working with scientific data in Jupyter notebooks ‘é
What is Scipp? r o0 O
- [
Installation . - &%
i 23
Quick start . 5&
i By
Frequently As<ed Questions = 5 102
o
USER GUIDE
Scipp is heavily inspired by Xarray. It enriches raw NumPy-like multi-
Data Structures v X . . . X
dimensional arrays of data by adding named dimensions and associated
Indexing and Selecting " . . . .
coordinates. Multiple arrays can be combined into datasets. While for
c i . . . .
omputation many applications Xarray is more suitable and matured than Scipp, there 103
Masking is a number of features missing in other situations. If your use case
Binned Cata v requires one or several of the items on the following list, using Scipp may
GroupBy be werth considering:
Coorcinate transformations
Reading and Writing Files « Physical units are stored with each data or coord array and are
o handled in arithmetic operations. PS o
Tips, tricks, and anti-patterns . ) . . A
« Histograms, i.e., bin-edge axes, which are by 1 longer than the -
VISUALIZATION data extent. @ p LJ t h O n Ju pyte r
Representations and Tables « Suppart for non-regular or scattered data and nan-destructive N\ /
Plotting Overviaw blnnlng‘
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Data analysis software ess)

y
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https://easyscience.software Nt

@ easyscience Home  Projects  Features  Contact € .
User interfaces: @, python’
@ e olela # W e u 5 8 T ° PythOn ®
. e Y
] ) = e ° Jupyter jupyter
diff - NS e

easydiffraction T

- S * GUI -~
Simulation of diffraction patterns based on 5 . - :
structural models and refinement against { - S w;n =
experimental data. e Mo fa, | e anen
Integrates such crystallographic data analysis a 1 00RO . -
libraries as CrysPy and CrysFML. E B ke —

00 © oot iy
Visit easydiffraction.org = Tt el o "

Multiple libraries (Calculators)

= e . Other requests are:
= avere == easyreflectometry « Data analysis for QENS

i \ Mo Laet Ve e B
RN - - . . .
§ - N,' \&kﬁ e . — Simulation of reflectometry profiles based on ¢ Data a n a Iys I S fo I TO F I m a g I n g
”: me:ﬁ DAL 3150 .
N a: " s - layered structures and refinement against
v S o experimental data.
; - Integrates such reflectometry data analysis
: — libraries such as refnx and reflld.
O Tt
- Visit easyreflectometry.org =
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SciCat is used as data
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Federated data portal =

You can find and access data from multiple photon and neutron sources from one place

https://data.panosc.eu

/TN panosc

European Photon and Neutron Open Data Search Portal

NEUTRONS
FOR SOCIETY

Type a query to search for open data from photon and neutron sources:
Q AN
MAXTV

PAUL SCHERRER INSTITUT

... or try one of these queries: diffraction, lung

The European Photon and Neutron sources are working together in the PaNOSC and ExPaNDS projects financed by LJ__:
the European Commission to build the European Open Science Cloud. One of the main objectives of the EOSC is to

search engine from the following facilities: CERI c

European Synchrotron Radiation Facility —— —
European Spallation Source
Institut Laue Langevin European
MY XFEL
Paul Scherrer Institut

Central European Research Infrastructure Consortium

European XFEL /
“

ALBA Synchrotron AL BA
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Current status

Organisation v Our Workplace v Feople v

e=  GScience Directorate ~ #* =

Blog / 2024 [Mach (5 B & # Edit

ROAD TO SCIENCE

The full ESS experiment pipeline has been demonstrated

Carina  obley Ulr ka2 Hammariund Ma- 05 2074

The Experiment Controls and Data Curation group [ECDC) and the
Scientific Information Management Systems group (SIMS), along with
their colleagues at the Data Manags 1t and @ Centre (DMSC),
have demonstrated the full ESS experiment pipeline.

The ESS architecture for experiment control, dats acguisition, and data
curation requiras orchestration of many software components. " Project
CODA" (Continuous Data) has recently been completed by ECDC at ESS.
Using a mixture of real data and previously recorded experiment data,
continuous data collzction has bzen run cn CDIN, NMX, 3/FROST, and the
Test Beamline. The intention is to keep Project CODA rurning in
preparzticn for commissioning activities and the user procramme,

This marks a significant milestone for the ESS experiment data pipeline -
congrztulations to ell those involved!

Please for a full report of project CODA.

Q View inline comments

ESS controls anc data path arcntecture [simpltied). The action starts
with the user at the NICOS workstation and data ends up in SciCat.
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