8th meeting of the PSN IUCLID sub-group
22 November 2023

JUCLID FORMAT:
HARMONISATION &
CHANGES

Alessandro Delfino (FDP)
Edoardo Carnesecchi (IDATA)

wefsar

EUROPEAN FOOD SAFETY AUTHORITY




IUCLID RELEASE OCTOBER 2023

« IUCLID service release (version 7.10.1) went live on 30 October 2023

14 new PPP Validation Assistant rules and improvement of 4 existing rules
Open Validation Assistant report in a new tab

Export/import fixes and performance improvement

Literature reference cannot be imported with title more than 255 characters

Improvement to the Comparison report


https://iuclid6.echa.europa.eu/documents/1387205/1809509/IUCLID_6_Release_Notes.pdf/9d7a65ce-e1db-83dd-43f5-8ec04797c7b2?t=1650893442047

THREE (PARALLEL) CONSULTATIONS ON IUCLID FORMATS

@& )) OECD (OHT/IUCLID Expert Group)

* OHTSs (aka Endpoint Study Records) @Jefscn (PSN/EFSA staff)
- Endpoint Summaries - EU PPP
| 31 Oct. |
__1 | 1

30 Oct. | 30 Nov.

“ECHA (ucLID Expert Group)

EEEEEEEEEEEEEEEEEEE

* CORE (endpoint summaries, flexible
records/summaries)

« Domain (article, legal entity)


https://docs.google.com/spreadsheets/d/1kFkttA6rXtR2K6LlaauHozq9BSfv6a5EgFDM1GgtmfQ/edit#gid=0

IJUCLID FORMAT CHANGES - APRIL 2024

Provider Name IUCLID Backlog (#)
OECD REFERENCE_SUBSTANCE Adding InChl-key field (#2741)
OECD ENDPOINT_STUDY_RECORD.AcuteToxicityOral_QAF_Example (OHT 60) Adding specific fields to all OHTs to capture (Q)SARs studies according to
OECD (Q)SAR assessment framework (QAF) project
OECD FLEXIBLE_RECORD.IntermediateEffects_v6.2 (OHT 201) Harmonising attachments sections (original and sanitized) (#2730)
OECD ENDPOINT_STUDY_RECORD.AdsorptionDesorption_v8.2 (OHT 34) Removal of “Maximum occurrence (%)” (#2654)
OECD ENDPOINT_SUMMARY.AdsorptionDesorption_v8.1 Adding fields to report pesticides related info (OC%, Soil pH. Kd, Kdoc, KF, Kfoc

and 1/n) (#2149)

OECD ENDPOINT_STUDY_RECORD.MagnitudeResidInProcessedComm_v6.1_2023-07- EFSA-BfR proposal #2089#2467#2079#1786#2073#2466#2487#2067#2728
19_BfR_EFSA_rev.docx (OHT85-9)

OECD ENDPOINT_STUDY_RECORD.ResiduesinRotationalCrops_v8.4_2023-07-19-
1_BfR_EFSA_rev.docx (OHT85-5)
OECD ENDPOINT_STUDY_RECORD.OtherDistributionData_v8.1 (OHT 37) Harmonising results tables (2745)

ENDPOINT_STUDY_RECORD.Hydrolysis_v8.2 (OHT 25)
ENDPOINT_STUDY_RECORD.Phototransformation_v9.1 (OHT 26)
ENDPOINT_STUDY_RECORD.PhototransformationinAir_v9.1 (OHT 24)
ENDPOINT_STUDY_RECORD.PhotoTransformationinSoil_v9.2 (OHT 27)

OECD ENDPOINT_SUMMARY .FieldStudies_v5.2 (OHT 39) Updating cross-reference (#2765)

&



Provider

CORE
CORE

CORE

CORE

EU_PPP

EU_PPP

EU_PPP

EU_PPP

EU_PPP

EU_PPP

FLEXIBLE_RECORD.Analyticallnformation
ENDPOINT_SUMMARY.Toxicokinetics_v7.0

FLEXIBLE_RECORD.MixtureComposition_v8.3 (doc J)

FLEXIBLE_RECORD.LiteratureSearch
FLEXIBLE_RECORD.Packaging
FLEXIBLE_RECORD.AssessmentOtherAuthorities(EU PPP)
FLEXIBLE_RECORD.SubstanceComposition

DOSSIER.EU_PPP_ACTIVE_SUBSTANCE_FOR_MIXTURES_v4.2
DOSSIER.EU_PPP_BASIC_SUBSTANCE_v3.1
DOSSIER.EU_PPP_MAXIMUM_RESIDUE_LEVELS_v3.1
DOSSIER.EU_PPP_MICROORGANISMS_FOR_MIXTURES_v3.2

FLEXIBLE_RECORD.GAP.AdministrativeDataSummary
FLEXIBLE_SUMMARY .DefinitionResidueFate_v3.0
FLEXIBLE_.SUMMARY.ToxRefValues_v3.2

5\;\':}3 FLEXIBLE_SUMMARY.Impurities

FLEXIBLE_SUMMARY .DefinitionResidueBiomonitoring

IJUCLID FORMAT CHANGES - APRIL 2024

Name

IUCLID Backlog (#)

hHarmonising with current structure of ENDPOINT_STUDY_RECORDs (#2700)
Alignment with list of endpoints (postponed to 2024/2025) (#2701)

Add new check box “Authorised co-formulant”

Harmonising attachments sections (original and sanitized) (#2730)

Dynamic field to capture submission update (#2744)

Minor changes (#2726)
Additions to reflect changes to the newly created Flexible Record Biomonitoring
Picklist harmonisation to allow OpenFoodTox db migration to IUCLID (#2811)
New doc to report non-relevant impurities of a.s. as SUBSTANCE datasets (i.e., they should not

be in the MIXTURE composition since they are not part of the formulation) (#2801)

New doc to report residue definition in body fluids and tissues needed for the LoE of PPP
(#2805)



OHTS HARMONISATION TO REPORT (Q)SAR STUDIES IN IUCLID - BACKGROUND

EECHA _ efsam

= Currently, (Q)SAR results are reported in IUCLID using the same fields as veting pemtaoz od.uVL.ue

® ® o
for "EXp erim ental Studies”; Administrative data Data source Materials and methods Results and discussion o

i model behind has been validated by experimental data addressing this endpoint

: Note: For the purpose of OHTSs, an ‘endpoint’ is defined in the rather broad sense as an observable or measurable
framework as ‘information requirement’ (e.g. Boiling point, Sub-chronic toxicity: oral, Fish early-life stage toxicity)
i study.

= (Q)SAR specific fields are not available in IUCLID (e.g., applicability | metngpont/festngpoint

Type of information @~ @~

|Please select ~
. . o
. -
domain, analogues for the reliability assessment); xpermenta sty
experimental study planned
experimental study planned (based on read-across)
.o . °
- SAR fic dat b ted free-text field d/
(Q) SpPeCITIC data Can De reportea usin ree-iwex ielas and/or (@sAR B
calculation (if not (Q)SAR)
. ° og o . e o
attaching QPRF template limiting data extraction, mining and reuse. readacross based on grouping of substances (category spprosct)
read-across from supporting substance (structural analogue or surrogate)
read-across from similar mixture/product -
A ” (Q)SAR d' t_ Reliability
reporting format (QPRF) v.2.0 Attached justification
Element Explanation
1. | General i i ion about the compilation of the current QPRF is provided in this section. Reason / purpose @~ @~
1.1 Date of QPRF Report the date of compilation of the QPRF. Example: 30 January 2023 Please select e
1.2] QPRF author and contact details | Repar the contact dstails of the author of the QPRF. exposure-related information -
2. | Substance Information about the substance under analysis. Some substances might be read-across: suppoerting information
associated to more than one strucfure. The information on the structure(s) used as
input is expected in Section 5.1
2.1| CAS number Report the CAS number. (Q)SAR model reporting (QMRF)
2.2/ EC number Report the EC number. < >
2.3| Other regulatory numerical Repart other numerical identifiers, .. MET! number (Q)SAR prediction reporting (QPRF) v
identifiers
24] Chemical name Report the chemical name (e.q., IUPAC and/or CAS names)
25| Structural formula Report the structural formula (Q)SAR model and prediction reporting (QMRF/QPRF)
26/ Structural and compesition
information (Q)SAR: supporting information
o SMILES Report the SMILES of the substance, if available.
weight of evidence: supporting information
b. InChl Report the InChi code of the substance, if available. 6
c. Other structural Indicate if another structural representation was used fo generate the predicfion. justlﬂcation‘ other: b
representation Indicate whether this information is included as supporting information. Example:
“‘mol file used and included in the supporting information”.




OHTS HARMONISATION TO REPORT (Q)SAR STUDIES IN IUCLID - OBJECTIVES

@ To extend the current OHTs to report (Q)SAR results in structured format in IUCLID according to the
(Q)SAR Assessment Framework (QAF) ( ):

anuu_iuﬁ

» Mapping QPREF fields to OHTSs structure ?

» Implementing additional fields in OHT format
EXTENDED OHT

80. | Additional Header 2
PRINCIPLES FOR THE = intormation
about
ASSESSMENT OF (Q)SAR Annex Il - (Q)SAR prediction Lrpllcabity
domain and
. reliability of
PREDICTIONS AND RESULTS reporting format (QPRF) v.2.0 QiR
predictions
Element Explanation
" - . — - —— - 81. Fit within Picklist values: Indicate if the substance fits within the
th || eI OGO T R ek AR S s ==—| applicability “lin applicability domain applicability domain of the model defined by the
domain - 0Outside applicability domain model developers.
1.1) Date of QPRF Report the date of compilafion of the QPRF. Example: 30 January 2023 - udndefined applicability domain
. - aApplicability not assessed
1 .CO rrect I nput 1.2{ QPRF author and contact details | Report the confact details of the author of the QPRF. - other
2' Su bstance thl n 2, [ formNalion aboul e subalance under aNBlyEE, e SabSIANCes Mg D 82. | Applicabiity Free text Describe how the fit within the applicability
. oo . associated to more than one structure. The information on the structure(s) used as domain domain was determined.
Applicability Domain input s expctednSecon 51 methodology
21| CAS number Report the CAS number. Indicate if there is any additional known
3 R I. bl d. t. ( ) 29| EC number Report the EC number. limitation of the applied model, not included in
v e la e pre lc lon S 2.3/ Other regulatory numerical Report other numerical identifiers, e.g. METI number
-« || identifiers - 83 Reproducibili Picklist values: Indicate if the prediction can be reproduced by
4 Outcome flt for 24/ Chemical name Report the chemical name (e.g.. IUPAC andfor CAS names) . . T N
. -yYes others. This is usually the case for publicly
2.5 Structural formula Report the structural formula F
purpose 25| Structural and compositon -nhNo available free and commercial models.
information - other:
o SMILES Report the SMILES of the substance, if available.
84, Fit within the Picklist values: Indicate if the substance fits within the
b InChl Report the InChi code of the substance, if available. space defined -v¥es physicochemical, structural and response
by the training - nNo spaces defined by the training set of the model
¢ Other ﬂmct_ural lnnfl‘rare if another F!@cmmi rgprlesgnta!ion was used rp g'elnera!e me prediction. set of the model - nNot assessed
representation Indicate whether this information is included as supparting information. Example )
“mol file used and included in the supporting information” M
85. | Mechanistic and Free text Indicate mechanistic and metabolic
metabolic considerations relevant for the predictions, if
considerations applicable.



https://one.oecd.org/document/ENV/CBC/MONO(2023)32/en/pdf
https://one.oecd.org/document/ENV/CBC/MONO(2023)32/ANN2/en/pdf

OHTS HARMONISATION TO REPORT (Q)SAR STUDIES IN IUCLID - RESULTS

Structuring QSAR data to improve their reporting in IUCLID (i.e., 24 new fields
including picklist)

Reflecting the newly published QPRF v.2.0 template in OHTs/IUCLID format

Facilitating Authorities such as ECHA and EFSA in the assessment of QSAR
data (e.g., under REACH; pesticides impurities, metabolites)

Possibility to reuse (structured) QSAR data for New Approach Methodologies
(NAMs) developments.



HARMONISATION OF THE ENVIRONMENTAL FATE TEMPLATES

Currently the OECD Harmonised Template "Biodegradation in soil” (OHT 30) makes use of the following
result sections, comprised of repeatable blocks of fields:

- "Material (mass) balance”

EFSA has proposed to align the usage of these result sections across the following environmental fate OHTs:

- Q
Te g" Qa '-R‘

+ "Disappearance time (DT) of parent compound”

Hydrolysis Phototransformation in Phototransformation in Biodegradation in water
(OHT 25) soil water and sediment
(OHT 27) (OHT 26) (OHT 29)

*"%total extractable” and “% Non extractable” not included in OHT 25 V

**Phototransformation in air (OHT 24) and Other distribution data (OHT 37) not changed as no OECD test guideline available



IUCLID - IMPURITIES

. F L EX I B L E_R EC O R D . M iX't u reCO m pOS i't i O n 1.4. Detailed gquantitative and gualitative information on the composition of the plant protection product

1.4.1. Composition of the plant protection product

Fun CtiOn 9 N eW p i C kl i S.t .to re p O r.t lRe I eva nt For plant protection products the following information shall be reported:

o , —  the content of the technical active substances (based on the specified minimum purity) and the declared content of pure active
I m p u rltl es substances and, where relevant, the corresponding content of the variant (such as salts and esters) of the active substances,

—  the content of safeners, synergists and co-formulants,

—  the maximum content of relevant impurifies. where appropriate.

- Commission Regulation (EU) No 283/2013 - Any BT e e o

' dataset (single)

information including any known data on i o thecmemondns | R

substance dataset. If no studies are

impurities shall be provided.

g Code/Name of Text (255 char) Indicate the code or name of the

impurity used to identify the impurity
- Proposed new FLEXIBLE_SUMMARY.Impurities - ims s e =
to report information (dataset), if any, on
impurities (relevant, significant, not significant or * | e,
theoretical) 1. e E—

12, ! Impurities Block of fields :
i (repeatable) .
1 End i



IUCLID - JOINT SUBMISSION

Active substance approval

European reference number*
d0224dfc-eff9-4e5a-b580-ea0354271568

Purpose of the application*

° Currently the ‘JOInt SumeSSIOn' teChnICa”y renewal of an active substance for use in plant protection products
implies that all members are considered as R
a p p I | cants C0224dfc-e6f0-4e5a-b560-6a935427568
Joint application
« The above is not suitable for companies who - _—_. ..
provide data by means of Letter of Access I— v
* Proposal is to add a new role ‘Contributor’ to @IS fielg IS mandato.

handle such cases

!

‘Lead Applicant’ field replaced by ‘Role in the
Joint Submission’

» Lead applicant

 Member applicant

e Contributor 11 w



ANALYTICAL METHODS

- EFSA's proposed changes to
ENDPOINT_STUDY_RECORD.AnalyticalMethods
only limited to update the list of Endpoints

 Several comments received during OECD
consultation going beyond the proposed
changes

« EFSA suggests creating new backlog items, if
not yet done, so that any proposal can be
carefully analysed for next round of format
changes

3.

Endpaoint

List sup. (picklist
with remarks)

Display: Basic

|Picklist values|:

- analysis of the microorganism as manufactured
(QC)

- analyfical methods

- analyfical profile of batches

- methods for post-approval control and
monitoring purpozes

- metheds for providing information on possible
variability of seed stock/active micro-crganism
- methods for providing information on purity of
seed stockfactive micro-organism

- metheds for relevant impurities andfor
mefabolites of concem

- metheds for risk assessment

- methods for significant impurities

2\



BASIC SUBSTANCE APPLICATIONS

) EU PPP Basic substance application

3 test 1234

1 Identity and applicant 1

2 Preparation of the substance for ]
use*

3 Summary of intended uses

4 Application template, studies,
bibliography and confidentiality
requests

@ Application template, studies, bibliography
and confidentiality requests.001

5 Change log

6 Additional transparency regulation
information

Inherited templates

Administrative data ® ®

Reports and administrative information

Reports and administrative information 4+ New item % Import file w
# Type of report Attached document
TEST1 Attachment study report.pdf
#2 TEST" Attachment study report_2.pdf

Other references (including SDS)

References
£ study report | KWG 4168 - Salmonella/microsome test 19718 | Herbold BA | 1990

8 study report | In vitro chromosomal aberration assay with p-tert | no data | 1997 | 97-0366-DGM

Additional information

Additional information

Simplified Table of Content

Studies and any supporting
documentation is attached in
section 4 - no structured data

No Validation Assistant rules

No documents generated
through Report generator



BASIC SUBSTANCE APPLICATIONS

J



IUCLID IMPROVEMENT ACTIVITIES

(1 Active participation to the OECD improvement activities

* #1 User interface improvements

« Searching functionalities (e.g., improving IUCLID User Interface? Other solutions
e.g., cloud analysis tools and pipelines)

* #2 IUCLID Reporting
* #3 Using the same dataset for multiple recipients
Standardisation of data and harmonisation of VA rules

lifecycle management to address data stability during long evaluation processes and
prevent data loss during migrations.

* #4 Data availability / Dissemination
* EU PPP, OpenFoodTox, Genotox data
+ #5 Use of ontologies / extension of the format
« EFSA’s FOODEX2 catalogue (PPP commodities, EPPO codes)

Substance Identifiers (list of reference substances from OpenFoodTox)




STAY CONNECTED

efsa.europa.eu/en/news/newsletters
efsa.europa.eu/en/rss
Careers.efsa.europa.eu — job alerts

@efsa_eu @methods_efsa
@plants_efsa @animals_efsa

@one_healthenv_eu

Science on the Menu —Spotify, Apple Podcast and YouTube

Linkedin.com/company/efsa

efsa.europa.eu/en/contact/askefsa

efsa

EUROPEAN FOOD SAFETY AUTHORITY
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