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W Team @

Staff & Scope
@) Fredrik Bolmsten - Section lead Development of the user journey in-
. . . collaboration with the Scientific :
& Jekabs Karklins - Software engineer ' Activity Division.
\‘, ax Novelli - Data curation scientist User Office Software:

* Proposal system
* Scheduling software

@ Martin Trajanovski - Service agreement (End November) « Statistics

' Data Curation:

.« Metadata catalogue
» Electronic logbook ,
- Scientific data management |

2 recruitments was approved in June,, bringing the
team to 5 permanent staff.




User Office

Supporting DEMAX Rolling Access with: ‘

Select a call

* Proposal submission T M

e Technical Review e T —
« Scientific Review T T T S T
Used for ISIS main call for proposals, received 664 (150 e Toae

last hour) proposals in October.

New developments:

* OIDC support

* Dynamic PDF's for proposals(STFC)

« SciChat & SciCat & NiCOS integrations
» Settings/Features page

» Antivirus scanning of files(STFC)

» Code refactoring / Mono repository
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User Office @
0IDC

OpenlID Connect (OIDC) is an open
authentication protocol that works on top of
the OAuth 2.0 framework. Targeted toward
consumers, OIDC allows individuals to use
single sign-on (SSO) to access relying party
sites using OpenID Providers (OPs)

ESS community

ESS Providers
SS consultants, ESS

ﬂag g.0 200 Al ST
Lundhsson

Will be set to B N e
Mechanical o Engint

ESS extended
collaboration

wun set to a fixed value for new users
employees (notset if expires 31/12 2099)
ST (92 54775

Proposal Group
Access levels
Training completed
User management

ESS collaboration

ESS people




User Office

Dynamic PDF’s creation attached to calls

Science and
Technology
Facilities Council

R

Technique:
Deuteration lab?

Samples
Details
Formula
Properties
Type
Container
ISIS kit
User kit
Beamtime
Availability
Other info

Sample environment
Temperature: to K
Pressure:to Pa
Magnetic:to T

Other:

Hazards
Only hazards the user has selected appear here.

) 8 & ©

Oem@®

T

Proposals

Experiments

Calls

People

Instruments

SEPs

Pages

Institutions

Templates

PDF

Proposal

Sample declaration

Sub Template

Shipment declaration

User Office / PDF Template Editor

Test

Template contents

{{#> layout}}

<div class="container-fluid">
<div class="row">
<div class="col">
<span class="title">Proposal: {{proposal.title}}</span><br />
<br />

<span class="bold">Proposal ID: </span><br />
{{proposal.proposalld}}<br />
<br />

<span class="bold">Brief summary:</span><br />
{{proposal.abstract}}<br />
<br />

<span class="bold">Proposal Team</span><br />

<br />

<span class="bold">Principal Investigator:</span><br />
{{principallnvestigator.firstname}} {{principallnvestigator.lastname}}<br />
{{principallnvestigator.organisation}}<br />
{{principallnvestigator.position}}<br />

<br />
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General information

Science

What is the primary science discipline for research with this sample? Life sciences
Which is the main sub di of life sci ? Medicine and pharr tticals

What is the primary experimental technique to be used with this sample? Small angle neutron scattering
What societal challenges will research with this sample address? Health

Student

Does the proposed research contribute to a students degree? Yes

Are any of the co-proposers students? No

Industry

academic users funded by industry? No

ded by industry? No
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research.
ation - DNA nanoparticles (i.e. lipopolyplexes), which
tions

21 DE3) Yes



User Journey
2

User User Journey in Software

[ e

* The user will provide arrival details

* Users will propose the scientific
experiments they wish to carry out

+ This will be reviewed for feasibility,
safety and excellence

* The users will be notified of the

success or otherwise for the proposal

for the scientist who are coming to
ESS

The visiting users complete
safety documentation and carry
out training

The user will book required
accommodation

The user will ship their samples
Access cards and any other required
materials will be prepared

User to provide feedback about their
experiment

User will provide a brief scientific
report of their results

User expenses reimbursed and
invoiced costs paid

User costs reported against the
experiment

KPIs reported to management

F‘ufcrmng &
M

Users register with their personal
information

By registering users ESS has a
database of contact details for
potential users

Users provide sufficient personal
information for physical access to

Instrument scientists will schedule
the accepted experiments

Scheduling will cover the
instrument, a local contact,
required sample environments and
user labs

The user and all those involved will

Users have access to requested labs
and prepare before instrument time
The user will collect data at the
awarded instrument with the samples
declared on the proposal

The user has access to automatic
and manual data processing of

site and digital access to systems. be notified of the final schedule their data
* User profile will link to radiation
dosimetry records
User Journey in Data
SciCat SciChat
£ T : b .| |
LS. 41 B0

A

User Office McStas

Scipp + analysis

DOI Landing Page

User Registration
Proposal Submission
Technical/Science Review

Safety Review

Experiment Scheduling

User ESS Site Training
User Visit Planning
Sample Shipping to ESS
Sample Registration at ESS
User Site Access
Electronic Logbook
User Welcome
On-Site User Training
Metadata Catalogue

Sample Tracking

Sample Information

Data Collection

Data Analysis

User Cost Reimbursement
User Satisfaction Survey

Publications

User Office Software
User Office Software
User Office Software

User Office Software

User Office Scheduling

Learning Management System
User Office Software
UOS/EAM
UOS/EAM
UOS/IAM/LMS

SciChat
User Office Software
Learning Management System
SciCat

Enterprise Asset Management

SciCat

NiCOS

Scipp/Jupyter/VISA

User Office Software

User Office Software

Data to be stored in IAM after IAM is procured.

How much information should be included in the proposal?
Experiment and sample for safety/data management plan?

This includ Hnicalane I P

This requires the experiment plan and sample information as
input and will have control measures as output.

This includes oollecting user ‘bad dates’ and scheduling the
instrument, I local on call

Software currently being installed. The completion of training
should be required before a visit can be planned.

User notifies ESS which scientists are coming and when. Also
what arrangements they require ESS to make.
Samples shipped to ESS will start a tracking record at this stage.

Samples brought to ESS will need to be registered for tracking.
This is not strictly in the EAM planning.

Complex since requires communication between software
Users will be able to record additional metadata as well as
messages from the control system and analysis pipelines

The User Office Software should provide sufficient information
to facilitate contact at gatehouse and reception (if needed).

fty that will provide required
on-site

g for users to come

Collect relevant metadata from experiment and provide users
with search capabilities and analysis tools.

EAM will record which samples are exposed to neutrons and
which are activated by the experiment.

The data collection software should know which samples the
user can select, this samples should be stored in SciCat and
referenced in datasets

The data collection tool that
SciCAT

IAAANS

with the user office and

Where ESS is covering user cost reimbursement.

For reporting and improvement — must be completed within 3
months or user cannot submit another proposal.

Arecord of the science published as a result of each proposal.



User Journey @5@

*  The user will provide arrival details for@
the scientists who are coming to ESS User to provide feedback @
* The visiting users will complete I » User will provide a brief scientific

. Users will propose the scientific @ safety documentation and carry report of their results

experiments they wish to carry out out training « User expenses reimbursed and
*  This will be reviewed for feasibility, @ *  The user will book required |- invoiced costs paid -
safety and excellence accommodation «  User costs reported against the |
«  The users will be notified of the *  The user will ship their samples . experiment
success or otherwise for the @ * Access cards and any other requiredl « KPIs reported to management @
proposal materials will be prepared
XD X XD S N M
nalysing Harvestmg
Users register with their Instrument scientists will schedule User have access to requested labs
personal information the accepted experiments ' and prepare before instrument time
* By registering users ESS has a »  Scheduling will cover the * The user will collect data at the
database of contact details for 9 instrument, a local contact, @ awarded instrument with the samples I-
potential users required sample environments declared on the proposal
«  Users provide sufficient personal * The user and all those involved will » The user has access to automatic and
data for physical access to site - be notified of the final schedule f manual data processing of their I-
and digital access to systems data

«  User profile will link to radiation |-
dosimetry records




Data Curation

SciCat is now deployed at more than 6 facilities and with
additional interest from the research community.

New developments:

« OIDC Support
» PySciCat: SciCat API for python.

Each endpoint is exposed as python function
 Scitecean: user friendly high level SciCat python library
* Integration in PaNOSC API including scoring and

techniques expansion.

« Developing, testing and migration to new SciCat backend.

* Revision of data models in new backend (nest,s).
* Ingestion of legacy data, developing ingestion domain
knowledge

PAUL SCHERRER INSTITUT /\le\/

. (
SULEIL  ALS S«

SYNCHROTRON ADVANCED LIGHT SOURCE

\\"'I,

7'z The Rosalind
Zn Franklin Institute

Partner facilities

SciCat annual Meeting

SciCat meeting in Hamburg



PySciCat

ALS, DRAM, SWAP

import pyscicat.client as pyScClient
import pyscicat.model as pyScModel

Define the ingestion function

def ingest(local_config,logger):

# loads simulation information from matching json file
logger.info('Loading dataset information from file : {}'.format(local config.dataset_file name))
with open(local config.dataset_file name, "r") as fh:

dataset_information = json.load(fh)

# instantiate a pySciCat client
logger.info('Instantiating SciCat client')
logger.info('SciCat instance : {}'.format(local config.scicat_fields['scicat']['host']))
logger.info('Login as user : {}'.format(local config.scicat_fields['scicat']['username']))
scClient = pyScClient.ScicatClient(

base_url=local config.scicat_fields( 'scicat'][ 'baseUrl'],

username=local config.scicat_fields('scicat']["username"],

password=local config.scicat_fields( 'scicat']["password"],

)

# create an owneable object to be used with all the other models

# all the fields are retrieved directly from the simulation information
logger.info('Instantiate ownable model')

ownable = pyScModel.Ownable(**dataset_information["ownable"])

# create dataset object from the pyscicat model

# includes ownable from previous step

logger.info('Instantiating dataset model')

dataset = py del.RawDataset (**dataset_i ion["dataset"], **ownable.dict())

# create dataset entry in scicat

# it returns the full dataset information, including the dataset pid assigned automatically by scicat
logger.info('Creating dataset on SciCat')

created_dataset = scClient.upload new_dataset(dataset)

logger.info('Dataset created with pid {}'.format(created dataset['pid']))

# create origdatablock object from pyscicat model
logger.info('Instantiating original datablock')
origDataBlock = pyScModel.OrigDatablock(
size=dataset_information["orig_datablock"]["size"],
datasetId=created_ dataset["pid"],
dataFileList=[
pyScModel.DataFile(**file)
for file in dataset_information["orig_datablock"]["dataFileList"])
1.
**ownable.dict()

)

# create origDatablock associated with dataset in SciCat

# it returns the full object including SciCat id assigned when created

logger.info( 'Creating original datablock in SciCat')

created_orig_datablock = scClient.upload dataset_origdatablock(origDataBlock)

logger.info('Original datablock created with internal id {}'.format(created orig_datablock['_id']))

@ e X @ Calendar i@es X M Imbox(5; x = i x| B sdcatess x [+
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Datasets / 20.500.12269/0628bcS54-b9db-4232-913b-50475F40cctl

=oemie Quasies [ P scschments O uecre Qo
B Generalinformation
Name CAMEA CAMEA31_pancake_moderator_specl Hsze & moderator_size_y 3 PGESKSE
Descripton CAMEA CAMER31_pancake_moderator_specl Hsze & moderator_size_y 3 PGESKSE

Pi0 20.500.12269/0e285¢54-b3db-4a32-9135-504754Dect

Tvpe aw
Creation Time 2022-03-07 16144
Heywords Add Keyword +

Ouner Massimilano Novel
princpal Investigator  Mads Berteizen
Contact Email mads bertelsen@ess.eu
Ouner Group s

Recess Groups amse

W Fielnformation
Source Folder /mat/groupdata/guide_optimization/McStas_Bot/CAMEA/CAMEA31_pancake_moderator_special

Size 6518

Creation Location oMsC
Techniques Simlation

/i

Sample Width 0015 m

Scitacean approach
«Dataset creation (local instance)
-Assign metadata
-Assign data files
«Dataset sync (upload to production SciCat)
.Dataset retrieval by pid or query
-Retrieve files
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PaNOSC WP3 highlights

Scoring & techniques & portal

CERIC o StrongLoop API Explorer e /N panosc : documents found
h REST |«
i
provider | Ao
panosc-federated-search-api Facility
d' search search Dataset : Information about an experimental run, including optional File, Sample, Instrument and o Differential scanning calorimetry (DSC) data for breast cancer cells
el provider ZE‘ST - —_— Technique. om differential scanni y (DSC) data for bre r cells
Federated search AP server cnontie | L Opsntone | Brpand Opent Technique
owhide  List Oparations | Expand Operations e
=8 (atesets Find all instances of the model matched by fier from the data source. IR /
Response Class (Status 200)
search Query
s ﬁs? - poce <—{ gearch | Model Schema Chemical Formula 105251 ILLDATAS10147
API B
service [ SANS structures of self-assembliesfor cancer therapy.
Self-assembled particles with a hydrophol and a hydrophilic shell are prom
search search user chemotherapeutic treatments present often a high toxicity due to its pecificity, affecting both
ess -
provider :E's‘r ober 11th 2021 by ILL
Aggregator
Incident P
search 7101515
i | [ N —
provider mx2073
Y APl Parameters.
Paameter Vi Description Parameter Type Data Type London Cancer B mprising the Institut er Research; the Crick Institute and the Un
fitter Fiter defining folcs, whers,  auery s
TPt e YT &0 Released on December 6th 2
search must be a JSON-encoded string
search REST |« (¢sometring':"vaue')
provider | Ay
Toy outt

2020: Initial drawing 2021: Search-API deployed at 2022: Federated search-API
of architecture partner facilities integrated with PaNOSC portal

1




PaNOSC Summer School @

Proposals & Data curation

As part of the PaNOSC summer school
the SWAP team held a presentation
regarding proposal writing and data
management with the focus on data
curation to enable open and FAIR data.

The idea of a future ESS-DMSC summer
school has been discussed and a
proposal is being drafted.
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YMIR

esting it all

< *  User Office / Edit Proposal

Dashboard

New Proposal
(3 Experiment Times

@ rop @ towproposal

New proposal

Proposal D
Tite

Aostract

pricipal Investigator

Co-Proposers

Samples & Info

When do you want to come?

‘samples.

@ sumvioss.1t0

[F)
®

e 336875 471120 proposl aiiz .
=
O o it creted i room This i ]
ko e 3 o,
@ s = . i
SRS = =
© s ated and configured e =
i s ] et i =
@ s
° ~ Show18 more ¥ (aez)es0eNs
oo
B
e ‘
Notifications ot fess))
»| fone emallaccress e
> =

| want beamtime 3

Proposal ID: 471120

[ 1-X RX-R A Y]

& HonrkJonansson
g% mattclake (i)

@ oy vereynoiss

v Showizmore

« Rooms. +

@ v
@ 2o
@ o

@ roviow

O 420

linstrument:YMIR

Experiment:Experiment at YMIR

Proposal information

Findmy proposal

Status: IDLE X (@

[ ——

Aopty® |

Proposals / 471120 /

A\ Details B Datasets [l Logbook

B  Generalinformation

Title I want beamtime 3
Abstract
Identifier 471120

@Help

@rbout W

Fredrik Bolmsten

Main proposer Fredrik Bolmsten

Principal investigator Fredrik Bolmsten



Resources loaded plan o
P6 tracking & JIRA

2022 2023
3,125 5,05
ql q2 q3 q4 ql q2 q3 q4 ql
SWAP 3 5 5 5 5 5 5 5
Management 1 1 1 1 1 1 1 1
0,2 0,2 0,2 0,2 0,2 0,2
0,2 0,2
0,1 0,1 0,1 0,1 0,1 0,1
0,5 0,5 0,5 0,5 0,5 0,5
0,5 0,5 0,5 0,5 0,5

EpIC Report Switch report v

Soft.maint User Office including scheduler v

015 0'5 . . -
0,2 0,2 108
420h ,796
0,5 0,5
3[2' 3'7' ) 360h 84
Insights: )
* More time spent on maintenance : - .
* Need to move task around due to lack of support )
* |AM tasks underestimated .

Apr May Jun Jul Aug Sep Oct




SWOT

Team is performing at a high level and
have handled staff disruptions well

Hiring is proving to be more difficult than
previous

ey

Large scope with small team means that single
points of failure will continue being a issue

More collaborations regarding User Office
development seems possible as high interest
has been shown

More systems added to the SciCat
collaboration project.




Questions?



