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Before we want to design a
project management workflow

we need a term clarification
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What dose it mean: Aggregated raw data < Textual summary?
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- | Substance |~ |Dose Groul ~ | Sample Group| = Time -

Parent 1 DG Plant 1d
Parent 1 DG Plant ad
Parent 1 DG Plant 10d
Parent 1 DG Plant 30d
Parent 1 DG Plant 180d
Unknown 001 DG Plant 1d
Unknown 001 DG Plant ad
Unknown 001 DG Plant 10d
Unknown 001 DG Plant 30d
Unknown 001 DG Plant 180d
Unknown 002 DG Plant 1d
Unknown 002 DG Plant ad
Unknown 002 DG Plant 10d
Unknown 002 DG Plant 30d
Unknown 002 DG Plant 180d
Moo DG1 Plant 1d

Moo DG1 Plant Ad
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Table ... : Average Substance concentration in

: sugar beets 24h after application of ..... Parent 1
| DG1 DG2 /
MOO1 0,50 0,60 | W: <:I
M002 0,56 0,76 —
Parent 1 4,00 50,00 —
Unknown 001 0,10 0,50
Unknown 002 0,10 0,30
Sum 1,05 10,43
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mg'kg
mg'kg
mg/kg
mag/kg
mg'kg
mg'kg
mag/kg
mg'kg
mg'kg
mag/kg
mg'kg
mg'kg
mag/kg
mg'kg
mg'kg
mag/kg
ma'ka

This is the level of detail needed in Rich-Text fields of the OHT’s
e.g. “Applicant's summary and conclusion”

Example of the level of
detail of aggregated raw
data.

This level makes no

sense for the OHTs. No
other data consumer of
this level of detail exists.

MetaPath has to support
flexible pivot reports

A B c _
1 |Time 1d T
2
3 |Mittelwert von Value Spaltenbeschriftungen  ~
4 |Zeilenbeschriftungen |~ DG1 DG2
5 |MOO1 0,50 0,60
6 [MO02 0,56 0,76
7 |Parent 1 4,00 50,00
8 |Unknown 001 0,10 0,50
9 |Unknown 002 0,10 0,30
10 |Gesamtergebnis 1.05 10,43
1"
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Interoperability between IUCLID and the improved Metapath
BfR Questions

How is the EFSA's
Phematona concept of reusing

MetabolAS

Tool O - o already existing @
AP MSS/DER
Which format? pathways ? i‘ﬁi’?ﬁi
IUCLID’ ow is the dataflow
Metabol. XML or back if something
read via provided 15 wrong?

API?
-~ -
—

Is EFSA involved Draft
into this data flow? Assessment
Report

Which format? ’E’E‘
IUCLID, ==

Metabol. XML or
read via provided

API?
Flexible grouping
and Iculation

EFSAIUCLID
Submission  instanceto APl
Dossiers Import Module

- g of Dossier — Using API
e - —.r.'--m—w o of IUCLID or

XML from XML Export

Process of reusing
information of the

curated collection?

on also be
readable
ments in
mary?

How is the dataflow back if
something is wrong?

https://seafile.bfr.berlin/f/9df1c6c9cce24 3fcb1f4/?dl=1
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Interoperability between I[UCLID and the improved Metapath
BfR Questions: The ECHA proposal
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E EFSA Production
Exchange
G s s
\_ RMs EFSA -

v
EFSA Public

MetaPath curated database

https://seafile.bfr.berlin/f/5¢c1fc8f343704a88b2ff/?dl=1
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Interoperability between I[UCLID and the improved Metapath
BfR Questions: The ECHA proposal completed by BfR

BfR: Metapath
would be an
“amputated”
application without

BfR: this datainterface is needed _
the datainput

to exchange date

from Metapath = @ mogulgst i
| @ U O data correction
to Metapath system! would be possible

* This is not our
understanding of
interoperability

Additional / / fddiﬂon_al
Exporter is i:& mporter is
needed — # noeded

.v'.a

OHT level v\!
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Interoperability between I[UCLID and the improved Metapath
BfR Questions: The needed dataflow — high level model

Aggregated raw data on
Attachment level

Parallel flow of semantic
' & identical information >
./: wcLio \ ./: wein \

Aggregated raw data OHT level

on OHT level 'Q_!/' 9&?¢
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Interoperability between IUCLID and the improved Metapath
BfR preferred solution

EFSA Publication
process after decision
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The topic for today

A possible project
management workflow
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EFSA will get the active role back with the BfR final report

* Framework Partnership Agreement \
GP/EFSA/AMU/2020/02

« Special Agreement SA1
* Interoperability solutions 4.1.3

November December

MUG Final Report
Sessions 12/2021

* The pre-project phase: The EFSA decision making process A
* Which improvement options meet the user requirements?
* Decision on the transport concept
* Further decision-making process
» Organize an intermediate phase

» Organize work packages
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The pre-project phase: The EFSA decision making process

Much more design properties and user functions!
A B

Function Group User function, independent of the transport step Current Metpath  Improved | New MetabolAS
environment Metpath Tool
2 = = environment-— -
3 | Generic approach Cover all metabolism study types at once 0 0 -
4 [Transparency Fulfill the requirements [
O
mmmmmm
mmmmmmmmmmmmmmmmmmmmmmmm
EFSA hastocheck  ~ | . TEE

compared options

Does option C If “No”, EFSA has to

represent the '
preferred solution create an alternative
option for EFSA? own concept.

Yes
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The pre-project phase: The EFSA decision making process

v

If “No”, EFSA, ECHA and
OECD have to plan all
needed additional action
nIUCLID.

because of

Does option “OECD Attachment Type”
represent the preferred solution /

option for EFSA, ECHA and OECD?

Yes
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The pre-project phase: The EFSA decision making process

'

EFSA has to organize the
further decision-making process

l

Check the completeness PN 2
B / N If "No
of the needed political b :
2 2 / Restart some actions
preconditions to start a project |_x
Milestone:

All the necessary political preconditions have been met and
EFSA is able to define a general timeframe.
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The pre-project phase: The EFSA decision making process

Yes

Y Y

EF3A has to decide

regarding the general timeframe Work pechee 2

Y

Reduce the list of bugs of
"Metapath” and the
"DER/MSS-Composer Family”

Stop further
investments into Metapath

mmmmmm
nnnnnnnnnnnnnnnnnnnnnnnnnn
uuuuuuuuuuuu

Y Y

Migration and

go ko pik & Eh Optional work package

Improved
Authorities MetabolAS collection and
MetabolAS Tool
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Proposed tasks of WP1

WP1 1. Start to define high level concepts

2. Collect missing information and
update concepts

3. Define high level technical concepts
4. Define Picklists

Map needed picklists with existing data
- ontologies from EFSA / picklists from IUCLID

YAVA m

WP4

¥
WPS

\J
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Proposed tasks of WP2

1. Define the “Target Database Structure”
and create “Pilot Database”

WP?2 2. Define use cases and the content of
the user interface modules

3. Ifitis an "Open Source Project”

« Set up repository and project management

« Prepare CLA (Contributor License Agreement),
 Prepare CoC (Code of Conduct),

Organise Community-Structure and governance

WP4

[
Wes
-

WPS

\J
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Proposed tasks of WP3 + WP4

1. Prepare the migration
2. Programming of basic modules (read)

3. Programming of advanced modules
(write)

Milestone:
All needed basic and advanced modules are

ready to go into production with local
“MetabolAS collections”

The "DER/MSS-Composer Family” and
WPS “Metapath™ are no longer required.

J
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Proposed tasks of WP5

1. Modules to support a reference
collection

2. Management of user result sets

3. API for external access

Milestone:
The curated international “Authorities

MetabolAS collection” could be opened for
external tools by API.
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EFSA Science Cloud as a part of “EFSA Technology Roadmap 2027°

‘k*‘
A
ih-

efsam

European Food Safety Authority

Target Science Cloud

The future Science Cloud must transition computation & analytics specifically for the purpose
of makaing the existing platforms more secure, more scalable, and more interoperable.

] N & Future
Data Governance: Data | e = I ) a.
+ Catalogue Ca?égt j)am\l Sl ] l Clima l Tox I l Other ] e
management Govmance API Management 1) Data Science
+ Metadata Catalog Mgmnt @ * 7 ECDC Interaction API
management el o dinile © sithub
= MaSter Data e II ster o Crchestration & Scheduling lﬂ
Management s Orchestration o
EFSA Website,
Explare i Event Brokering J E d
K e || e g btironet o | s M i it i Dissemination
Event-couning bietiveen appiic i I T Portal, R4EU,
J, lT stakehoiders ~ EFSA API Portal
Security: e SADIE
* Identity Frivag i o » New Data Collection and data analytics pipelines || 2"
management Logging & Manltoring g
+ Role based ¢ o . Wes o
access control — . o s seamg "8 —> TR
+ Data encryption ware 4 e L oy b
Key Vil e et eikpe S Collaboration
Azure Databrick Co-development
; 2 Co-creation tools
DevOps
sy p- ¥ G 3 Colbect & Re-use J/I \_‘l
veD | Tet s R s v Data Lake [ ]
Raw Curated Canonical Data Maodel Views I“‘i

The EFSA “Science Cloud” with “curated” collections, identity management ... could be a

potential target platform for an “international Authorities MetabolAS collection”
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Thank you for your attention
Stephan Worseck
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