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1. Introduction

IUCLID Data Extractor is an advanced tool that extracts data from [UCLID in accordance with sets
of user-defined rules. A set of rules is stored in an Extraction. An Extraction can be edited, re-used
as a template for a new extraction, and exported to be shared with other users.

The user interface of IUCLID Data Extractor is viewed using a web-browser. If [UCLID Data
Extractor is run on the same server as IUCLID, the default address is shown below:

http://<address of IUCLID>/iuclidde

If you do not know the address, ask your local administrator.

2. User

The authentication credentials and access to data in IUCLID Data Extractor are based on [UCLID
users. If you do not have suitable user credentials, contact your [IUCLID administrator.

There are two different types of user: Analyst and Administrator. An Analyst can extract the data to
which it has access in IUCLID. This manual describes the main points of data extraction that can
be performed by a user of type Analyst.

3. Login

Figure 1:  The login box

Please sign in

SuperUser

After logging in, a summary is shown of the data definitions that can be used to create extractions.
Click on Close to enter the Home Page.
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Figure 2: The data definitions available in IUCLID Data Extractor

0 Data Extractor

IUCLID for DE
http://localhost:21080/webstart

Definitions

SCIP EU_BPR EU ECHA, Al Industrial Chemicals

CORE m Mew Zealand Hazardous Substances and Mew Crganisms

EU_CLP EU REACH EU EFSA

EU Drinking Water Directive RN OECD m EU_PPP R4

UK Test (do not use)

CLOSE
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4. Home page

The Home page of the interface of IUCLID Data Extractor contains a list of extractions and various
functions related to them.

Figure 3: Overview of the Home page

Data Extractor 1 o 2 3 @ <> API @SuperUser v
N’ Y N S’ 4
N’
5 6 I
S’
Extractions & + New extraction
Py
All Queued
P Newer first W

5 results found

10
e’ #7 v1.11.1 test 5

FORMAT CREATED STARTED
REQUESTED BY DURATION EXPIRES FRIORITY
JSON and User S 6/26/23,12:44  6/26/23, 12:44
Normalized ser super PM PM

#06v1.11.1 test 4

FORMAT CREATED STARTED DURATION
JSON and P 6/26/23,12:30  6/26/23,1238 00 00 Of oo
Normalized User Super PN:| PN:I days hours min 7/6/23,12:39 PM
Legend for Figure 3

1. This is link to the home page;
2. The blue icon for info, €, toggles the display of the available data definitions;

3. If you cannot see the icons in the top right of the interface, try closing the info banner (2) by
clicking on the arrow underneath the icon O If they are still not available, zoom out in the
browser. The question mark is a link intended to point to a user manual. To make a link to this
manual, open the settings under the username and then upload the PDF file;

4. Log out, or access the Dashboard where there are some admin settings;

To refresh the list of extractions, click on the recycling icon to the right of the title Extractions

~
Lo

6. Import a previously exported definition of an extraction as a new extraction. This is a way of re-
using previously entered data;

7. Create an extraction from scratch;
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8. The list of extractions is split into two views. All shows the currently running extraction, and the
ones that have finished. Queued shows the currently running extraction, and the extractions
behind it in the queue waiting to start;

9. Search in the list page;

10. Access the definition of an extraction, by clicking on its name on the left in blue.

5. Create an extraction

To create an extraction from scratch, click on the button labelled + New extraction. This does not
actually extract data, but starts the process of defining a set of rules by which data will be
extracted. Enter a name, as shown below.

Figure 4: Create an extraction

New Extraction Request

Mame *

Test _Extraction_3

% Cancel

An extraction is created with an incremental number #N at the start of its name.

Figure 5: Open a newly created extraction, or go back to the Home page

New Extraction Request

The extraction #37 Test_Extraction_3 has been created successfully

OPEN CLOSE

To start defining the extraction rules straight away, click on Open. To save that task for later, and
go back to the Home page, click on Close.
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6. Define extraction

After having clicked Open, or after clicking on the name of the extraction in the Home page, the
rules for the extraction can be defined. The following fields are mandatory.

¢ Name

e Format

e Targets

e Fields

6.1. Name

A text identifier of up to 64 characters.

6.2. Format

This is the format of the output of the extraction.

6.2.1. JSON

The IUCLID data is output in JSON format. This is a single text file in which the data is arranged in
a tree-like structure.

6.2.2. Normalised

Normalised outputs data in character separated format in files that reflect the structure of the
IUCLID Table of Contents (TOC). The output can be opened in a spreadsheet such as Excel.

Multiple repeatable blocks are placed in the same file, numbered according to their order of
appearance in the document. Fields that can contain multiple blocks/sets are indicated in the TOC

by icons that have multiple sheets ( ﬁ ).

6.2.2.1. Data Settings

These settings are provided to help you to create valid character separated output, and to provide
some flexibility. The two main factors affecting validity of the output are:

1. the presence of new lines (LF) within the extracted text content;

2. the presence of column delimiters within the extracted text content.
These need to be replaced with something else.

Replace new lines: Replaces a LF character with the text that is in the box.

Column delimiter: sets the character that is placed between columns of output. The selection
<Tab> inserts a TAB character. The selection Other inserts the value that is in the box.

Replace delimiter with: acts in text values to replace the value of Column delimiter given above,
with something else. The selection <Tab> inserts a TAB character. The selection Other inserts the
value that is in the box.
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The interface has a dynamic rule that prevents Column delimiter and Replace delimiter with
from having the same value.

When defining extractions, you are free to select your own values. The default settings are shown
below, which output in TAB separated format, sometimes referred to as TSV.

Figure 6: Default setting for Data settings under Normalised output

Data settings

Replace new lines with:  \n

Column delimiter: @-ﬁTaI::l}
O Other:

Replace delimiter with: ®) Other: '\t

[[] Remove HTML tags from rich text fields

If a box contains \n or \t, those characters are inserted literally, not LF or TAB. Values of \n and \t
are suggested as defaults because they provide a true record in the output of what the source
values contain, with a low chance of confusion between them and the actual data.

The option Remove HTML tags from rich text fields does just that, leaving only the text values.

Note

The TAB character cannot be typed in to a IUCLID field, but it can be pasted in, and it can exist
due to formatting in rich text fields.

Tip

If you want to completely avoid having characters in the output that require processing at a later

step, and you know it will not affect your own data adversely, it is possible to use space characters
for Column delimiter and Replace new lines.

For example, the following text:

“This is some data

Across two lines with some tabs”
Is output as:

“This is some data Across two lines with some tabs”

6.3. Targets

A target defines the Dossier or document in UUID from which data is extracted. A target can
contain a Dossier UUID, a document UUID, or both, separated by a forward slash. Values can be
entered manually, or imported from a file. The format of the file is one target per line, with the
Dossier UUID and the document UUID separated by a comma.
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Figure 7: Targets added to an extraction

Targets *

Manual input L Fromfile

4 target(s) Clear list & Download list
144efaf3-453e-4541-9c5f-6ab78fd24a88/ad1f2e6a-8672-4abe-9c63-47c35ae51595
144efaf3-453e-4541-9c5F-6ab78fd24a88/ad1f2e6a-8672-4abe-5c63-47c35a251596
144efaf3-453e-4541-9c5t-6ab78fd24a88/ad f2e6a-8672-4abe-9c63-47c35a251597

144efaf3-453e-4541-9c5F-bab78fd24a88/ad1f2eba-8672-4abe-9c63-47c35a251598

6.4. Fields / TOC
Fields are selected from the Table of Contents (TOC), as described below under TOC.

6.5. Attachments

In [IUCLID a file can be attached either to a whole document, or within certain types of fields. This
affects how attachments are selected for extraction.

To extract files that are attached to whole documents, tick the box at the top right of the table of
contents for the selected section. This does not apply to attachments in fields. To extract files that
are attached within a particular field, tick the box for the individual field. This applies across all
documents in that section, but not to other fields. Ticking the box Select all does not select
attachments in fields. These must be ticked separately.

In the example below, all files attached to documents in the section for Basic toxicokinetics will be
extracted. However, the attached justification will not be extracted, even though Select all is ticked.
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Figure 8: Including attached files in an extraction

Endpoint Study Record

Basic toxicokinetics
Include document attachments

Select All

Administrative data

DataProtection

Attached justification

Attached justification @

O Include attachment

Reason / purpose

A file is attached to a whole document via Upload file in the menu that is opened via the paperclip
icon at the top right of the record of the document.

In the example below, the file named section 7-1 comments 1.pdf is attached to a
document in the section for Basic toxicokinetics.

The file named justification data waiver 1.txt is attached to a field which is shown in
the lower part of the figure.
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Figure 9: Attaching a file to a whole document or within a field

[@ Create dossier

@ 0 0
e | w0 B

o

View Dossiers & Validate [ Create dossier
x| (O] B i
Attachments
[3344
"3 Upload file
jpour section_7-1_comments_1.pdf & Overall ren ©
255.76 KB [ Uploaded: 13/01/2023 17:31
" Ne
justification_data_waiver_1.txt -
Re 0.0fbytes / Unloaded: 13/01/2023 1729 | Actions

This attachment is included in a specific ﬁ!ld of the displayed document

Basic togicokinetics.001

(<] dministrative data Data source Materials and met... Results and disc
Attdched justification 4+ Newitem % Importfile W
o Attached justification Reason / purpose
1 justiﬁcation_data_waiv@ data waiving: supporting information
Cross-reference 4+ Newitem ) Importfile w

6.6. Table of Contents (TOC)

First, consider which fields are to be extracted, and where they are in the structure of IUCLID. For
a field that is in an entity of type Mixture, Substance or Template, select the option Composite. For
fields within other types of entity, including Article, select Other, as described later in this section.
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6.6.1. Table of Contents (TOC) — Composite

For fields in an entity of type Mixture, Substance or Template, select the type of source under

Composite, and select the type you need.

Figure 10: Filtering TOCs by type of entity in the Composite view

ther
TOC
[J REACH O ppp
[ CORE OcLp
CJBPR [0 NZ HSNO

O AU_IND_CHEM | CJOECD

MIXTURE

SUBSTANCE

TEMPLATE

Filtering by legislation shows only the entities and TOCs that are relevant to the legislation(s).
Selecting no legislations shows all the TOCs. In the example below, BPR is selected. The possible

entities, Dossier types, and therefore corresponding TOCs for BPR are shown.
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Figure 11: Filter TOCs by legislation - example BPR

TOC

] AU_IND_CHEM
[JREACH

LICLP

] CORE LIPPP

LI NZ_HSNO LIOECD
select ~

MIXTURE
BPR Active substance application (representative product)
BPR Basic information {mixture)
BEPR Biocidal product authorisation
BPR Summary of product characteristics (SPC)
SUBSTAMNCE

TEMPLATE

TOCs for different types of dossiers that have the same structure are grouped together per
legislation. To see which dossier types are in the group, hover the mouse pointer over the name of
the group. For example, REACH has two groups, the first of which is shown in the figure below.
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Figure 12: The dossier types that share the same TOC structure in REACH group 1

TOC
J MZ_HSMNO JPPP
REACH DﬂkU_IND_CH EM
JcoO JCLP
[JBPR (JOECD
selact ~
SUBSTAMNCE

REACH Downstream user report

REACH Inquiry

REACH Complete

l REACH Downstream user netification of authorised uses

REACH group 1

REAC

REAC

Ches;

REAC

REACH Registration 1 - 10 tonnes, physicochemical requirements

REACH Registration 1 - 10 tonnes, standard requirements

REACH Registration 10 - 100 tonnes

REACH Registration 100 - 1000 tonnes

REACH Registration above 1000 tonnes

REACH Registration on-site isolated intermediates above 1 tonne

REACH Registration transported isclated intermediates 1 - 1000 tonnes
REACH Registration transported isclated intermediates above 1000 tonnes

REACH Motification of substance in article

Once a TOC has been selected, it is indicated below the legislation selectors, and the TOC opens
in the window on the right of the screen. To select a field, tick its box. All the fields in a document
can be selected at once by ticking Select all, as shown below.
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Figure 13: Selecting fields in a TOC

TOC

O AU_IND_CHEM

gacLp LIREACH
[J CORE Oppp
LI NZ_HSNO O OECD

# Dossier Header

1 Applicant

‘ 1.3 Biocidal product manufacturer o v

e
1.3.1 Location of manufacturing plant(s)

Flexible Record

Suppliers

1 Select All

[ DataProtection

Manufacturer / Importer / Formulator
[ Mame % docReF

M Remarks

Only representation information

I Assignment from non EU manufacturer

O Incude attachment

Other importers

M MName % docReF

Selected fields are immediately added to the list in the record of the extraction. They can be
removed from the list by either unticking in the selection view, or by clicking on the cross icon in the

list.

Figure 14: Fields added to an extraction

Fields *

4 field(s) Clear list
LEGAL_ENTITY.Generalinfo.LegalEntityName
SITE.Confidentialitylnfo DataProtection

LITERATURE.Generalinfo.Source

& Download list

TEST_MATERIAL_INFORMATION.Composition. OtherCharacteristics. DetailsOnTestMaterial

The path to a field in IUCLID, Field identifier, and the Field type can be viewed by hovering the

pointer over the field, as shown below.
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Figure 15: View the Field identifier and the Field type

7 Toxicological information

7.1 Toxicokinetics, metabolism
and distribution

7.2 Acute Toxicity

7.2.1 Acute toxicity: oral

7.2.2 Acute toxicity: inhalation

7.2.3 Acute togizse type: Docref

7.2.4 Acute toxicity: other
routes

7.3 Irritation / corrosion

?

Field identifier: ENDPOINT_STUDY_RECORD.AcuteToxicityOral. AdministrativeData.CrossReference.RelatedInformation

I JUSLITLaurJT oy gand NGIUIII\J | ]

O Justification for type of information

Attached justification

O Attached justification %

[J Reason / purpose

Cross-reference

D[}Related information

0 Remarks

Data source

The option Other is used to select fields in entities of type Article, and entities that are referred to
by the entities accessed under Composite, for example Reference substance, as shown below in
section 6.6.2 Table of Contents (TOC) — Other.
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6.6.1.1. Document references

IUCLID allows for document references in which multiple documents can refer to a single entity.
This re-uses data, which increases efficiency of working and consistency of data. Whilst selecting
fields, the structure of these links can be followed. The links are indicated by the symbol, % docReF.
An example is given below.

Figure 16: Document references

4.27 Additional physico-chemical information Test material ) 2 |
P
4.28 Additional physico-chemical properties of > [0 Test material information % docReF
nanomaterials .
O Additional te: aterial informatjon @ % docRef
5 Environmental fate and pathways >
6 Ecotoxicological information 45 > I
Endpoint Study Record
7 Toxicological information 432~ T
o ) o Acute toxicity: oral — Test material information
7.1 Toxicokinetics, metabolism and distribution
7.2 Acute Toxicity 1 v
- Select All
7.2.1 Acute toxicity: oral O sele
7.2.2 Acute toxicity: inhalation O Name
Composition
Endpoint Study Record h Composition
. . : O Type \.::?’/
Acute toxicity: oral — Test material information — Reference substance
\ [0 Reference substance % docReF

[ Select All

O DataProtection

O Reference substance name

Legend for Figure 16

1.

The document type selected in the Table of contents is for REACH in section 7.2.1 Acute

toxicity: oral,

The document type contains a field titled Test material information that can contain a reference

to a separate entity of type Test material,

That entity contains a field titled Reference substance, which can contain a reference to a

separate entity of type Reference substance.
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6.6.1.2. REACH Dossier Header

In the REACH regulation, the fields in the Dossier header depend on the type of Dossier.
Therefore, for REACH, there is a special option Dossier Header, which presents only the fields that
are relevant to the current Dossier type. In the example shown below there are fields that are
relevant only to joint submissions.

Figure 17: Selecting fields from a Dossier header under the REACH regulation

Daossier

TOC
Dossier Header
REACH CppP OInclude document attachments
[JCORE acLp
O BPR 0 NZ_HSNO O Select Al

O AU_IND_CHEM [ OECD

Type of submission

REACH Registration member of a joint
submission - general case (SUBSTANCE]

Information provided by the lead on behalf of the member(s)

O Chemical safety report
[0 Guidance on safe use

O Review by an assessor

{ # Dossier Header

1 General information >

Tonnage band(s) of the member registrant

O Tonnage band

2 Classification & Labelli d PBT o . . .
assiication & Labefling an ’ O On-site isolated intermediates tonnage band (REACH Article 17)

assessment

3 Manufacture, use and exposure N O Transported isolated intermediates tonnage band (REACH Article 18)
, ) , Specific submissions

4 Physical and chemical properties >
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6.6.2. Table of Contents (TOC) — Other

For fields that are not directly in an entity of type Mixture, Substance or Template, select the type

of source under Other, and select the type you need.

Figure 18: Selecting fields from entities other than Mixture, Substance or Template

Composite m
P Reference Substance

Reference Substance
Article

Legal Entity

Reference Substance @ Select all

Site
Contact
Literature

Inventory
Test Material Information

General information

Reference substan

Inventory number

6.6.3. Save field selection

To record the field selection in the definition of the extraction, click on Save, which is at the top
right of the extraction record. This must be done if the selection is to be retained after navigating

away from the definition of the extraction.

Figure 19: Save the definition of an extraction

@ <> AP @SuperUser w

6.7. Start an extraction

To start an extraction, within the record of the extraction, click on Create, which is at the top right of

the extraction record, as shown below.
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Figure 20: Start an extraction

@ <> APl @SuperUser ~

E—
O Reset | + Create |
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6.8. The states of an extraction and queuing

Extractions are queued. Only one extraction is performed at any one time. This prevents the
system from becoming overloaded if several large extractions are started in a short period. The
load on the system and the time required per extraction can be managed by dividing up the
extraction work across multiple extractions. This can be done either per dossier UUIDs, or per field
definitions.

If an extraction is to be run from start to finish in isolation, queuing is not relevant.

If another extraction is started before the previous one has completed, it is placed in a queue
behind the earlier one. The queue can contain up to 25 extractions. The home page has two listing
views. All shows every extraction, irrespective of its status. Queued shows the currently running
extraction, and the extractions behind it in the queue waiting to start. An example of a queue is
shown below.

Figure 21: Viewing the queued extractions

Extractions &

1

. .

2 status @ In Progress ... 100% LEICN @ Unavailable £ Extraction settings ~
\ J

STARTED

6/26/23,12:37
PM

DURATION EXPIRES PRIORITY

3 J status @ In Queue LEICl @ Unavailable £ Extraction settings ~

e

STARTED DURATION EXPIRES FRIORITY

- - - 2

Legend for Figure 21
1. These buttons toggle between the views All and Queued,

2. The first entry in Queued is the entry currently being processed. It has priority one. This is also
visible under All,
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3. The next entry and the subsequent ones have a state of /In Queue and a priority that was set by
the order in which they were run. They are also visible under All.

When an extraction is run, its record closes automatically and the Home page is shown with the
listing set to the view for Queued. The states of the extraction are illustrated below. To refresh the

status and data information, click on the recycling icon S

Figure 22: The states of an extraction

status @ In Queue LBl @ Unavailable £ Extraction settings v

S5TARTED DURATIEOM EXPIRES PRICRITY

- - - 1

A )

status @ In Progress ... 100% @ Unavailable £ Extraction settings ~

STARTED DURATIDM EXPIRES PRICRITY

6/26/23, 3:34 PM - - 1

¥ )

DURATION
TED STARTED EXPIRES

3:33PM  6/26/23,3:3apm 00 00 01 7/6/23, 3:35 PM

days hours min

At first, the status is /In Queue and the extracted data is Unavailable as shown above. This occurs
even if there are no other extractions ahead of the extraction in the queue. Once the actual
extraction begins, the status changes to In progress and a percentage of completeness is shown.
When an extraction is completed, it is removed from the view Queued.
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6.8.1. Managing the queue

Page 21| 36

The feeding of the queued extractions into the state of In progress, can be paused by clicking on
the Pause button at the top right of the Queued view.

Figure 23: Pause the processing of a queue

STARTED

status @ In Progress ... 100% Eicl @ Unavailable

DURATION EXPIRES
6/26/23, 12:37
PM
LEIRE @ Unavailable
STARTED DURATION EXPIRES

L Extraction settings

FRIQRITY

1

& Extraction settings ™

PRICRITY

2

Extractions that have a status of In Queue are changed to a status of Paused. An extraction

currently in progress is not affected. The orange Pause button changes to a green Resume button.
When the extraction currently in progress is completed, it is removed from the Queued view. At this
point no data are being extracted. An example is shown below.
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Figure 24: A paused queue with no data being extracted

status [ | REENEES] m @ Unavailable

DURATION EXPIRES

status [ | REENEE] m @ Unavailable

DURATION EXPIRES

Resume

¥ Extraction settings v

FRIQRITY

1

% Extraction settings v

FRICRITY

2

To resume the processing of a queue, click Resume.

Page 22| 36

The order in which extractions enter the status In progress, is from the top to the bottom of the list
in accordance with the value of the Priority as stated at the right of the record. The order can be
changed by dragging and dropping an extraction in the list. Do not do this with an extraction that
has the status In progress. In the example shown below, extraction #35 is being dragged down one

place in the list of priorities from 2 to 3, behind extraction #36.
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Figure 25: Change the order of priority in a queue

#35 v1.11.1 test for user manual #36 v1.11.1 test for user manual

% CREATED
REQUESTED BY CREATED FORMAT REQUESTED BY 6/28/23. 12:16
JSO User Super 5/28/53 12:15 JSON User Super o

#36 v1.11.1 test

FORMAT REQUESTED 8Y - #35 v1.11.1 test for user manual
JSON User Super 6/28/335 12:16 ..__1__*%
CREATED
FORMAT REQUESTED BY
JSON Usersuper  ©/28/23.12115
PM
£ Extraction setfings > e # Bvactin et -
e PRIORITY
2 s 3

6.9. Completed extraction

When extraction is completed, the status is "Finished" and data "Available" as shown below.
Completed extractions are shown only in the view All.

status | W® Finished l“ data | Available & Extraction settings ~

#41 test7
STARTED DURATION EXPIRES
FORMAT REQUESTED BY CREATED 12/17/19, 10:49 00 00 01 12/27/19, 10:49
Normalized User Super 12/16/19, 6:41 PM AM days hours min AM

6.10. Failed extraction

The status of a completed extraction can also be Failed. If that happens, to find out why, open the
record of the extraction. Look for a message in yellow. A possible cause is that a dossier UUID
was not present in [IUCLID, as was the case in the example below where the message Not Found
is given to the right of the Dossier UUID.
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Figure 26: Find the reason why an extraction failed

€Extractions

Extraction #6: v1.11.1test 1 2 Actions v

First in queue

stitus |4k Failed I data

FORMAT

JSON and

@ Unavailable & Extraction settings

DURATION

REQUESTED BY CREATED STARTED EXFIRES

Normaloed User Super 6/26/23,329pm 00 00 O
Extraction details
Targets (1) & Download list
b32103daf f7c1-42c8-b866-6845c0af904 Not Found

6.11. View result of extraction

The extracted data is downloaded from a link under the word Available that is shown in the list
entry on the Home Page, and in the record of the extraction.

Figure 27: Download the extracted data from the entry of the extraction on the Home page

status | Finishec data @ Available © Extraction settings >

#65 example_normalised_multiple_dossiers _7.1.1

DURATION
FORMAT REQUESTED BY CREATED STARTED EXPIRES

Normalized SuperUser  1/5/22,2:56 PM  1/5/22,3:01pmM 00 00 01 1/15/22, 3:01 PM

days hours min

Figure 28: Download the extracted data from the record of the extraction

€Extractions

Extraction #65: example_normalised_multiple_dossiers _7.1.1 &

status [ Finished ' data | & Available

£ Extraction settings v

6.11.1. Normalised output

What follows is a description of Normalised output by way of example. The source in [UCLID is two
dossiers, each of which contain one endpoint study record at path:

ENDPOINT STUDY RECORD.WaterSolubility.ResultsAndDiscussion.WaterSolubility
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The data is shown in the IUCLID interface as:

Figure 29: Example data in [IUCLID

Results and discussion
Water solubility
# HKeyresult Watersol.. Conc.ba.. Loading.. Incubatio.. Temp.
1 ca. 240 g/L None None MNone 100 °C
2 ca. 340 g/L None None None 20 °C
3 ca. 228 g/L test mat. None MNone 0°C

Results and discussion

Water solubility

# Keyresult Water solu... Temp. pH Remarks 0... Action

other: Thisisa
remark that

1 339.7 g/L 20 °C MNone contains a tab
character in the
parentheses ().

Note how a delimiter has been deliberately entered into a text field, by pasting from a text editor.
This serves as an illustration of how the Data settings work. The fields to be extracted are selected,
and when saved, their paths are shown as below:

0<IUCLID 6



IUCLID Data Extractor: User Guide Page 26 | 36

Figure 30: Example of selecting fields to extract

Results and discussion

Water solubility

a

Key result

a

Water solubility
Conc. based on

Loading of aqueous phase

O 0O O

Incubation duration

(<

Temp.

O

pH

Remarks on result

<]

Fields *

4 field(s) Clear list
ENDPOINT_STUDY_RECORD WaterSolubility ResultsAndDiscussion. WaterSolubility. Solubility
ENDPOINT_STUDY_RECORD WaterSolubility ResultsAndDiscussion. WaterSolubility. Temp
ENDPOINT_STUDY_RECORD WaterSolubility.ResultsAndDiscussion. WaterSolubility. RemarksCnResults

ENDPOINT_STUDY_RECORD WaterSolubility ResultsAndDiscussion. WaterSolubility. KeyResult

The icon in the TOC with multiple sheets ( ) next to Water solubility indicates a repeatable
block, where more than one set of values can be recorded. This is the case for one of the endpoint
study records, which has three. The number sequence is output in the second column of the
output.

The dossier UUIDs are shown below. Note that they are visible later in the example, in the first
column of the output.
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Figure 31: Example dossier UUIDs

Targets (2)

10229345-4271-4cb1-b591-d7cf9%dae3a4

f55d38ec-c15c-4d1b-bef1-fhec3866d688

The default Data settings are used.

The output is a zip file that contains the files with extension csv. Note that these are not comma
separated values. The delimiter is TAB.

Figure 32: Example Normalised output files

Mame

| DOSSIER.R_100-1000.csv

E DOSSIER.R_ABOVE_1000.csv

E EMDPOINT_STUDY_RECORD.WaterSelubility.csv

j EMNDPOIMT_STUDY_RECORD.WaterSclubility. ResultsAndDiscussion. WaterSolubility. csv
E EMNDPOINT_STUDY_RECORD. WaterSolubility.section.value.csv

| SUBSTAMNCE.csv

| SUBSTANCE section.value.csv

The data values that are shown in IUCLID in the screenshots above are in the file named:

ENDPOINT STUDY RECORD.WaterSolubility.ResultsAndDiscussion.WaterSolubility.csv

Below the file is shown in Notepad++.
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Figure 33: Example Normalised output shown in Notepad++

[ ENDPOINT_STUDY_RECORD. WaterSolubility. Results AndDiscussion. WaterSolubility.csv E3 ar

1 parent id ENDPOINT STUDY RECORD.WaterSolubility.ResultsAndDiscussion.WaterScolubility.block index —IUCLID ~
path Label path ENDPOINT STUDY RECCRD.WaterSolubility.ResultsAndDiscussion.WaterSolubility.uuid.value
IUCLID-path:Label -path

ENDPOINT STUDY RECORD.WaterSclubility.ResultsAndDiscussion.WaterSolubility.KeyResult.value IUCLID -path
Label -path

ENDPOINT STUDY RECCRD.WaterSolubility.ResultsAndDiscussion.WaterSolubility.Solubility.lowerValue
ENDPOINT STUDY RECCORD.WaterSolubility.ResultsAndDiscussion.WaterSolubility.Solubility.unit.code

ENDPCINT STUDY RECCRD.WaterSolubility.ResultsAindDiscussion.WaterSolubility.Solubility.unit.text IUCLID
path:Label -path ~ENDPOINT STUDY RECORD.WaterSolubility.ResultsAndDiscussion.WaterSolubility.Temp.value
ENDPOINT STUDY RECCORD.WaterSolubility.ResultsAndDiscussion.WaterSolubility.Temp.unit.code

ENDPCINT STUDY RECCRD.WaterSolubility.ResultsindDiscussion.WaterSolubility.Temp.unit.text IUCLID:-path
Label -path

ENDPOINT STUDY RECCRD.WaterSolubility.ResultsAndDiscussion.WaterSolubility.RemarksOnResults.code
ENDPCINT STUDY RECCRD.WaterSolubility.ResultsindDiscussion.WaterSolubility.RemarksCOnResults.text
ENDPOINT STUDY RECORD.WaterSolubility.ResultsAndDiscussion.WaterSolubility.RemarksOnResults.otherText
ENDPOINT STUDY RECCRD.WaterSolubility.ResultsAndDiscussion.WaterSolubility.Solubility. lowerQualifierilig
373c82£0-c769-4550-b911-408c0f733ccc/10229345-4271-4ckb1-b591-d7cf9%daes3a4 1

ENDPCINT_STUDY RECCRD.WaterSolubility.ResultsAndDiscussion.WaterSolubility —Water solubility.Results-and
discuszion.Water-solubility Q9ecd43327-9955-461d-bB80d-897428227a55

ENDPCINT_ STUDY RECCRD.WaterSolubility.ResultshndDiscussion.WaterSolubility.KevResult Water
solubility.Results-and-discussion.Water-solubilitcy.Key-result :TRUE

ENDPCINT_ STUDY RECCRD.WaterSolubility.ResultshndDiscussion.WaterSolubility.Solubility Water
solubility.Results-and-discussion.Water-solubility.Water -solubility 339.7 13935 a/L

ENDPCINT_ STUDY RECCRD.WaterSolubility.ResultsAndDiscussion.WaterSolubility.Temp Water solubility.Results
and-discussion.Water- -solubility.Temp.Temp —>20.0 2433 °C

ENDPCINT_ STUDY RECCRD.WaterSolubility.ResultshndDiscussion.WaterSolubility.RemarksCOnResults Water
solubility.Results-and-discussion.Water-solubility.Remarks-on-result —+1342 other: —+This-is-a-remark
that contains. a-tab character. in the parentheses- (/t).
950f73a9-550c-4701-al84-ac086f86a648/£55d38ec—cl15c-4d1lb-befl-fbec3866d688 1

ENDPCINT STUDY RECCRD.WaterSolubility.ResultsAndDiscussion.WaterSolubilitcy Water solubility.Results-and

[¥]

w

We can see that the file consists of lines terminated with the linefeed character (LF). The first line
contains headers. The orange arrow is the TAB character, which is the column delimiter. As
expected, an instance of the delimiter has been replaced by /t, which is underlined in red.

To open in Excel, from a workbook, follow the sequence shown in the screenshot below:

Data > Get Data > From File > From Text(CSV)

Figure 34: Open a text file in Excel

File Home Insert Draw Page Layout Formulass, ~Data Review View Develo

2 . .
[ & ’rbq [ Queries & Connections
B = it}
& B B .

el Refresh Stocks Geography
Data ~
= All~ 3

D From File > [E From Workbook Data Types

3

|:|§\ . Datal I:h . Text/CSY From Text/CSV
rom base ext/
ﬁ - \i/' E rom = b Import data from a text,
comma-separated value or
[?= From Azure 3 [ From XML ;;:;;matted text (space delimited)
[N [y

Check that the delimiter is TAB, and then click on Load.
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Figure 35: Parse TAB delimited text in Excel

o X
ENDPOINT_STUDY_RECORD.WaterSolubility.ResultsAndDiscussion.WaterSolubility.csv
File Origin Delimiter Data Type Detection
| 1252: Western European (Windows) k | | Tab } - | | Based on first 200 rows - | [%
N,
parent_id — DPOINT_STUDY_RECORD.WaterSolubility.ResultsAnd IUCLID path

373cB2f0-c765-4550-b911-408c0733ccc/10229345-42..
950f73a9-550c-4701-a184-ac0B6fB6a648/f55d38eccl...
950f73a9-550c-4701-a184-ac0B6fB6a648,/f55d38eccl...
950f73a9-550¢-4701-a184-3c0B6fB6ab48/f55d38ec-cl...

ENDPOINT_STUDY_RECORD.WaterSolubility Res
ENDPOINT_STUDY_RECORD.WaterSolubility Res
ENDPOINT_STUDY_RECORD.WaterSolubility Res
ENDPOINT_STUDY_RECORD.Watersalubility.Res

L ]

>

- Transform Data Cancel

The first column (A) contains the document and dossier UUIDs. The data shown above has been
highlighted in the view below. Note the dossier UUIDs. There are three rows for one of the
endpoint study records because it contains three rows in the data table for Water solubility.

Figure 36: Example Normalised data viewed in Excel

CR
eilkd
3coc/10229345-4271-4cb1-b591-d7cf99dae3ad Water solubility 339.7 # g/L °C
a648/f55d38ec-c15c-4d1b-befl-fhec38aed68s  Water solubility 540 # g/L 100 °C
648/f55d38ec-c15c-4d1b-befl-fbec3866d688  Water solubility 340 # g/L 20 °C
a648/f55d38ec-c15c-4d1b-befl-fhec38aed6ss  Water solubility 228 # g/L 0 °C

EN DPD: EMDPOINT STUDY RECORD.WaterSolubility.ResultsAnd [}is{:ussii}n.'u
other: This is a remark that contains a tab character in the parentheses (/t).
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6.11.2. JSON output

What follows is an example of JSON output, using the same extraction definition as the example
for Normalised. It is beyond the scope of this manual to give a full description of JSON. However,
the code for the data in the repeatable block for the second of the endpoint study records in the
example is shown below.

[{"block index":"1",

"uuid":{"path": {"key" :"ENDPOINT STUDY RECORD.WaterSolubility.ResultsAndDiscus
sion.WaterSolubility",

"label":"Water solubility.Results and discussion.Water solubility"},
"value":"9ec43327-9955-461d-b80d-897428e27a55"},

"KeyResult": {"path": {"key" : "ENDPOINT STUDY RECORD.WaterSolubility.ResultsAndD
iscussion.WaterSolubility.KeyResult",

"label":"Water solubility.Results and discussion.Water solubility.Key
result"},

"value": true},

"Solubility":{"path":{"key":"ENDPOINT STUDY RECORD.WaterSolubility.ResultsAnd
Discussion.WaterSolubility.Solubility",

"label":"Water solubility.Results and discussion.Water solubility.Water
solubility"},

"lowerValue" :339.7,

"unit":{"code":"1935","text":"g/L"}},

"Temp":{"path": {"key" :"ENDPOINT STUDY RECORD.WaterSolubility.ResultsAndDiscus
sion.WaterSolubility.Temp",

"label":"Water solubility.Results and discussion.Water
solubility.Temp.Temp"},

"value":20.0,"unit": {"code":"2493","text":"°C"}},

"RemarksOnResults":{"path": {"key":"ENDPOINT STUDY RECORD.WaterSolubility.Resu
ltsAndDiscussion.WaterSolubility.RemarksOnResults",

"label":"Water solubility.Results and discussion.Water solubility.Remarks on
result"},

"code":"1342" ,"text" :"other:",

"otherText":"This is a remark that contains a tab character in the
parentheses (\t)."}}]

Note how the TAB character in the Remark is replaced by \t. The following replacements are
made:
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Table 1:

Character replacements in text values in output in JSON format

Character name

Representation

Replacement in JSON

Tab TAB \t
New line LF \n
Double quotes : \
Backslash \ \\

6.11.3. Download extracted attachments

Page 31| 36

Where IUCLID attachments have been extracted, they are available for download under their own

button with a link labelled Available.

Figure 37: Download extracted attachments

€ Extractions

Extraction #56: Test_attachments_json

data | & Available

+ Finished

status

attachmen(s P& Available '# Extraction settings

The attachments are downloaded as a single zip archive, unless that would exceed the size limit of
the archive that is set under Extraction settings, as shown in the example below.

Figure 38: Limit the size of the zip archive in which attachments are downloaded

€Extractions

~

Extraction #56: Test_attachments_json &

data  th Available

+ Finished

status attachments

FORMAT

JSON

REQUESTED BY CREATEI

User Super 12/17/19, 1:

Extraction details

2 Available

£ Extraction settings v

|IUCLID Attachments

Size limit per zip (MB) *
&

% Cancel Reset

10
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In the example, the attachments do not all fit in to a 10 MB archive, so they are made available in
batches in zip archives, as shown below.

Figure 39: Download attachments in batches

#56 Test_attachments_json

[&] 56_Attachments_1 (11 MB)

[ 56_Attachments_matrix e
EA
EA

[&] 56_Attachments_2 {19 MB)

€ Download all 3}

The file named <N> Attachments matrix.csv contains a list of the attachments, and states
from where within IUCLID they were extracted. The icon on the right, downloads the batch, or the
matrix file. The option Download all, downloads the attachments and the matrix file in a single
archive, thereby overriding the limit defined in the settings.

6.11.3.1. Attachments that have the same file name

This section describes the behaviour of an extraction in which there are attachments that have the
same filename. The attachments can be in one or more dossiers.

Note that when a file is uploaded into IUCLID as an attachment, IUCLID calculates its MD5
checksum, which is a unique code that depends on the content of the file. IUCLID uses this to
know whether files are identical. Only one copy of a file is stored per instance of the IUCLID
database. Wherever the file is attached, there is a link to the single copy. Changing the name of a
file does not change its content, so the checksum is not changed.

In an extraction, the attachments are output to a single folder in a zip archive. The filesystem does
not allow duplicate filenames in a folder. Therefore, where the extraction would result in more than
one attachment with the same filename, renaming is applied as follows.

If both the filenames and the checksums are the same, a single file is output that is renamed by
appending to the name, the number of files affected. If the checksums are not the same, each file
is renamed, by having a sequence number appended to the name. In both cases the number is
preceded by the underscore character. The result is one or more files named in the form
<filename> <N>where N> 1.

OqIUCLID 6



IUCLID Data Extractor: User Guide

Example
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The files in the table below are included in an extraction. It does not matter where they are
attached, and in which dossiers. Three have the same name, and three have different names. The

final three have the same name as each other, but different content from all the others.

Figure 40: Files attached that have the same name and/or content

Content

Filename

diff_filename_same_content_a.rtf

diff_filename_same_content_b.rtf

diff_filename_same_content_c.rtf

same_filename_same_content.rtf

same_filename_same_content.rtf

same_filename_same_content.rtf

same_filename_diff _content.pdf

same_filename_diff_content.pdf

O 0|®m|>» | > | > | >|>|>

same_filename_diff_content.pdf

The extracted files are shown below.

Figure 41: Extracted files

Mame

j 12_attachments_matri.csy

,E, diff_filename_same_content_a.rtf

,i, diff_filename_same_content_b.rtf

E diff_filename_same_content_c.rif

@‘ same_filename_diff_content_1.pdf
E same_filename_diff_content_2.pdf
E same_filename_diff_content_3.pdf

A -
|Z=| same_filename_same_content_3.rtf

Type

SV File

Rich Text Document

Rich Text Document

Rich Text Document
Chrome HTML Document
Chrome HTML Document
Chrome HTML Document
Rich Text Document

Size

4KE

352 KB
352 KB
352 KB
1,066 KB
10,805 KB
256 KB
352 KB

Note how there are seven files derived from nine attachments. This is because three files had
identical content, and were replaced by one file named:

same filename same content 3.rtf.

The files with the same name but different content have been renamed in a sequence of 1, 2, 3:

same filename diff content 1.pdf

same filename diff content 2.pdf

same filename diff content 3.pdf
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The attachments with differing filenames are extracted to their own files irrespective of the
checksum. There is no renaming:

diff filename same content a.rtf

diff filename same content b.rtf

diff filename same content c.rtf

The extraction results in some files with duplicate content, but no content is lost, and the location of
the attachments can be seen in the matrix file. The filenames and the checksums in the matrix file

are shown below.

Figure 42: Filenames and checksums in the matrix file

Name
diff_filename_same_content_a.rtf
diff_filename_same_content_b.rif
diff filename same_content c.rtf
same_filename_same_content.rtf
same_filename_same_content.rtf
same_filename_same_content.rtf
same_filename_diff content.pdf
same_filename_diff_content.pdf

same_filename_diff_content.pdf

Mame (Unigue)
diff_filename_same_content_a.rtf
diff_filename_same_content_b.ritf
diff filename_ same_content_c.rtf
same_filename_same content_3.rif
same_filename_same_content_3.rtf
same_filename_same_content_3.rif
same_filename_diff content 1.pdf
same_filename_diff_content_2.pdf
same_filename_diff_content_3.pdf

Checksum
37731f9fe54cfd0652ddffe3bf9es52d
37731f9fe54cfd0652ddffe3bf9es52d
37731fofes4cfdoes2ddffe3bfess2d
37731fofes54cfdoes2ddffelbfaess2d
37731f9fe54cfd0652ddffe3bf9es52d
37731f9fe54cfd0652ddffe3bf9es52d
a73f45d38dbadf24b63efcBd755011d9
ac60bb477aa98eaadbf200f652aafd9b
c2a8c5f3a7db924a456e22ed00eedtdn
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7. Re-use an extraction

An extraction can be used as a template for a new extraction. The definition of the extraction is
copied into a new extraction using the option Load. The new extraction can then be renamed,

edited as required, and run.

7.1.

Select extraction to re-use

The option Load is available from a menu that is shown in the list item for the record on the Home
page, and in the record of the extraction. The menu is a three-dot icon, as shown in the example

below:

Figure 43: Load an extraction for use as a template

#46 test_11

FORMAT REQUESTED BY

Normalized User Super

status [&® Finished data | Available & Extraction settings ~

& Load
@ Export
1 @ Delete results

CREATED

12/17/19, 11:08
AM

STARTED

12/17/19, 11:09
AM

DURATION

00 00 01

days hours min
X Delete extraction

1

€Extractions \
Extraction #52: Copy of test_11

Name *

Copy of test_11

Format *

Normalised v

After Load has been selected, a new extraction is created and opened with all the same
parameters, except the name has "Copy of" prepended to it, and the extraction number takes the

most recent value.
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8. Export and import a definition of an extraction

The definition of an extraction can be exported and imported. This allows extractions to be re-used,
archived, and shared between users. The format of the export is JSON. Extracted data is not part
of the export/import file.

Figure 44: Export and import of an extraction

C Actions v

@ Load
@ Export

@ Delete results

Y

X Delete extraction

I/l f1T, 1£.60

PM

@ <> AP @SuperUser v

S
e
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