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Legal Notice

The information in this document does not constitute legal advice. Usage of the information
remains under the sole responsibility of the user. The European Chemicals Agency does not
accept any liability with regard to the use that may be made of the information contained in this
document.
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“Source: European Chemicals Agency, http://echa.europa.eu/”, and provided written notification is
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information request form at the address below, quoting the reference and issue date given above:

http://echa.europa.eu/contact
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Changes to this document

Date Release | Changes

30/10/2019 | 4.2 Minor corrections and update of copyright date. Added warning that
Compare Dossiers is available only in the web interface.

24/10/2018 | 3.1 Added a description of the field Origin. Assessment entity in section
0 of the substance table of contents moved to section 1.10 and
renamed to Assessment approach. Edited definition of technical
terms. For a complete list of changes, see the release notes.

13/10/2017 | 2.0.0 Added description of new functionality: Fee Calculator. Described
changes to the functionalities: Export, Report generator, DNEL
calculator, and Flags. Added a description of warnings given where
dynamic fields are not filled out logically. For a complete list of
changes in IUCLID 6 v2.0.0, see the release notes.

28/04/2017 | 1.3.0 Added description of new functionality: PNEC calculator. Described
changes to the functionalities: Create Dossier, Report generator,
DNEL calculator, and Background jobs. Added more detail to
descriptions of Legal entity and Import.

31/01/2017 | 1.2.0 Added description of new functionalities: Hyperlink, DNEL calculator,
ordering and bulk actions for TOC entries, Changes of visibility of
plugins. Updated the specification of the file format for Import/Export
Users. Report generator: custom templates and generating an XML
file for use with the SPC Editor.

30/09/2016 | 1.1.0 Added description of new functionalities, Dossier comparison and
Inventory management. Updated the description of the Validation
assistant. Added Replace option for Import. Created links to
translations of this document.

21/06/2016 | 1.0.2 Added a description of how to prevent the locking of the User,
SuperUser.

Stated the default passwords given to Users when they are imported,
or created by importation of a CSV file.

Updated the description of the Validation assistant in sections
19.4.3.2. Validation assistant report toolbar and 19.4.3.4. Validation
assistant report table.

Added a description of how to backup and restore data using a
separate software tool that is supplied with [IUCLID 6 Desktop.

Added information on how to update IUCLID 6 and its plugins.
29/04/2016 | 1.0.0 First version
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1. Overview of the interface

The graphical user interface of IUCLID 6 has a main window with fixed menus for functions
displayed at the top and bottom of it. Between the upper and lower menu areas, there is an area
that can show either a home page, or various fields for the management of data. The latter is
divided into three panels: Navigation, Data and Information. The overall structure of the interface is
shown below.

Figure 1:  Structure of the interface of IUCLID 6

& |UCLID & - m| x
1) File Edit User Admin Pluging Help
g)j | | % | @ (Search by UUID)
3) v
ﬂ-) I
‘Ej > SuperUser L

Key for Figure 1:
1. The main menus;
2. The upper menu toolbar;

3. The area for system messages. The black downward pointing arrow at the right expands the
area to show all messages;

4. The main inner window which shows either the home page, or a page divided into three panels:
Navigation, Data, and Information;

5. The lower menus toolbar, which shows the available plugins, the current User, and the
background jobs.

Some of the functions of [IUCLID 6 are displayed in their own pop-up windows. In some cases, the
pop-up window contains a wizard that allows for the input of data in a structured and sequential
manner. Examples include Export, and the creation of a Dossier. The parts of the main window are
described below.

1.1. Technical terms

The following technical terms are defined in the context of IUCLID.
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Table 1: Some technical terms in IUCLID
Term Description
Entity Entities in IUCLID are software objects that are used to store data that has a

particular purpose, which depends on the type of entity. The types of entity are:

Dossier, Substance, Mixture/Product, Category, Template, Annotation, Legal
entity, Legal entity site, Reference substance, Test materials, Contact, Literature
reference.

Entities can be viewed, printed, and deleted individually. They can also be
exported and imported as individual files. With the exception of Dossier, entities
are designed to be referred to by other entities. This reduces duplication of data
sources, and improves data consistency. On saving a change to an entity, the
change is immediately seen in any other entity that refers to it. An exception to
that is a Dossier, which is a read-only snapshot of data.

Dataset A dataset is a collection of documents that relate to a particular chemical
substance, or grouping of chemical substances. It can be of the following types:

Substance, Mixture/Product, Template.

For clarity and where appropriate, the type of the dataset should be stated, for
example Substance dataset.

Document | A document is a page that contains functionality for creating, viewing or
modifying an entity, a record, or a summary. The term document is also used to
mean a standardised set of data that exists in a dataset in a particular section.
For example, in the OECD harmonised templates under the section named
Acute toxicity: oral, there can be one or more documents that all have the same
structure, but do not necessarily have the same name, or contain the same
values.

For more information about types of documents, see section 1.9.2 TOC (Table
of Content) tab in the navigation panel.

Fixed The term fixed means that a document is in a section that can contain only one
document.
Field A field is a location within an entity or document in which a specific piece of data

is stored. The type of data is the same throughout an individual field, for
example, the field could contain free text, a text value chosen from a drop-down
menu, a number, or a date. There can be many fields in one document. An
example of a field is IUPAC name.

1.2. States of icons, menu items and buttons in the interface

In the interface, icons, menu items, and buttons that contain links to functions can be shown in
three different states. Dark grey means that the link is active. A very pale grey means that the link
is not active either because the function is not relevant, or is blocked for security reasons. The
colour orange indicates that the mouse pointer is currently hovering over at item so that a
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primary/left click follows the link. In some cases, right-click gives access to a menu. An example of
the colours used it shown below.

Figure 2: Hues and shades used in the interface

-4 |UCLID &
File Edit User Admin Pluging Help

| | I&'@Q 7]
D S

-4 1UCLID 6
Filz | Edit User Admin Plugins
‘D Mew r
)
?_) @ |mpurt..|}5 Ctril
1:3,) @ Bulk export... Cirl+E
' Background jobs... CtriJ

Exit Al

Key for Figure 2:
1. The icon or menu item is disabled:;
2. The cursor is hovering over a clickable area;

3. Theicon or menu item is clickable.

1.3. Common functionalities in the interface

The following functionalities are used throughout the interface.

1.3.1. Free text template

A free text template is a piece of text designed to help the user to enter all the required information
into a field that can contain any text value. It provides a model text which must be edited to fit in
with the particular circumstances of the user in that context.
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To open a free text template, click on the icon that shows the letter A with an arrow at its lower
right, A. To copy the text from the template to the field, click on the button labelled Insert. The text
should now be edited as required.

1.3.2. Flag

Some individual fields and groups of fields can be labelled with a flag. By default, no flags are set.
In each location where flags can be set, one can be set for confidentiality, and one for regulatory
programme. These are set and acted upon independently. Flags can be used to filter data when
placing it in a Dossier, exporting or, printing. The field or fields to which a pair of flags refer is
indicated by hovering over an info icon to the left of the flags, as shown in the example below:

Figure 3: Example of how to view to which data a flag applies

Role in the supply chain A

Role flags

®

Flags set here apply to all the fields of section "Role in the supphy chain‘|
v Importer

[ on Iy representative

[~ Downstream user

In the example above, the flag refers to all of the fields in the section Role in the supply chain.

To set a flag for confidentiality, first open the dialogue box by clicking on the left-hand flag button,
as shown below.
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Figure 4: Set confidentiality in a flag

& Setflags >
This flag iz used to mark data for the purpose of potentially excluding it from a dossier,

an exported file, or a report. Select the appropriate level of confidentiality. If no flag is

set, the data are considered to be public.

A Thiz flag applies to the field Third party’

Confidentiality
=i,
Justification ;
AlX - Pick list bt
fU Select a value
o 2)
CBI . confidential buziness information
< IP intellectual property
no PA not publicly available

3)
s
\\ q

To set confidentiality, click on the downward pointing arrow to open the pick list (1), select the type
of information in the field (2), an then click OK (3).

If a justification of the confidentiality is required (4), enter it into the field Justification, which is a
free text field that has a free-text template. Suggestions as to what to enter are provided in free text
template. To open the free text template, click on the icon that shows the letter A with an arrow at
the bottom right, A. To copy the text from the template to the field, click on the button labelled
Insert. The text should now be edited as required.

To set a flag for an association with a regulatory programme, first open the dialogue box by clicking
on the right-hand flag button. Then, tick one or more of the boxes, as shown below.

https://iuclid6.echa.europa.eu
o.:lucun 6



Functionalities of IUCLID 6 Page 6 | 195

Figure 5: Set a flag for association with a regulatory programme

"'i: Mark data by regulatory programme >
This flag iz used to mark data for the purpose of potentialty excluding it from a dossier, an exported file, or
a report. Select the regulatory programme(s) to which the data is relevant. If no flags are set, the data are
conzsidered to be relevant to all regulatory programmes.

A This flag applies to all the fields of zection "Role in the supphy chain'
Regulatory programme
™ EU: BPD or EU: BPR - [Biocidal Products Directive S8/8/EC or EU: BPR - Biocidal Products Regulation S28/2012/EC]
™ Eu:. cLp- [Clagsification, Labelling and Packaging]
™ Eu:pPp- [Plant Protection Products Directive S1/414/EEC]
¥ EU: REACH - [Registration, Evaluation and Authorization of Chemicalg]
™ ca: cEPA- [Existing Substances Program under the Canadian Environmental Protection Act]
™ ca: pcpa.- [Pest Control Products Act]
[ 1p-cscL - [Chemical Substances Control Law]
™ OECD: CoCAP- [Cooperative Chemicals Azseszment Programme]
™ us: EPA HPVE - [High Preduction Wolume Challenge Program]
[ us: FIFRA - [Federal Insecticide, Fungicide, and Rodenticide Act]

™ us:Tsca- [Toxic Substances Control Act]

|- other:

@

The possible states of a flag each have their own icon as shown below.

Table 2: The icons for the states of a flag
Icon State
™ No flag is set.
i A flag is set but confidentiality is not involved. The
flag refers only to a regulatory programme.
m A flag is set that involves confidentiality.

If a flag is set, a code is shown after it to indicate its type. The codes for confidentiality are CBI
(Confidential business information), |P (Intellectual property) or No PA (Not publicly available). The
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code for association with a regulatory programme is the code shown in the interface in capital
letters before the hyphen, for example EU: REACH. In the example shown below, flags are set that
indicate the field contains confidential business information, and is associated with the REACH
legislation of the EU.

Figure 6: Flags applied to an example field

Role in the supply chain A
Role flags
i m [CBI, Declaration: We, [M..] M= Eu: REACH

[+ Wanufacturer

[T Importer
[~ Only representative

[T Downstream user

1.3.3. Rich text input

Some fields allow text to be entered in rich text format. To see what a button does, hover the
cursor over it and read the label that appears. An example of some formatted text is shown below.

Figure 7:  Rich text field

Remarks

-

UL IR Y 110 | | Tlv
Normal - | Default font - - AT| B I H|§§ El;: =§|A9 o

Some text formatted in a numbered list:

1. First entry on list
2. Second entry on list
3

1.3.3.1.  Uploading HTML text templates in to rich text fields

The button at the top left of the field, marked with a 1 in the screenshot above, is used to import
text in HTML format. For example, if a text template has been provided for the field in HTML
format, upload it using this feature.
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1.3.4. Hyperlink

The feature hyperlink provides a way of creating a web-based hyperlink to an entity or document
within IUCLID 6. After following the link, the entity or document is displayed in the data window.
This feature is available only for IUCLID 6 Server.

To generate the address for the hyperlink, right-click on entity or the document, and then select
Create hyperlink as shown below. This places the address of the hyperlink in to the clipboard of the
operating system, from where it can be pasted as required. The option to create a hyperlink can be
accessed from entries within the search results and the table of contents (TOC) in the Navigation

panel.

Figure 8:  Hyperlink

—~
DiE & X
T Fitter
Chemical name ~ Legal entity name Reference substance
é substance_ 1 [ ! h:h butanone ! butan-2-ong
Open
é substance 2 h potassium chioride / pof
=| Create Dossier...
é table_salt i reals Lossier h sodium chloride / sodiu
o3 Print...
%_, Generate report...
@ Export...
C &2 Create hyperlink L\\) )
X Delste
&b Valdate..

The hyperlink points to the UUID or UUIDs that are displayed in the Information panel at the time of
creating the hyperlink. A hyperlink can be made to a whole Dossier, or an entity or document within
a Dossier. A hyperlink to a whole Dossier points to the Dossier header.

Following the hyperlink successfully requires: access to the instance of IUCLID 6 to which the
hyperlink points, User credentials to log in, and at least read-access to the entity or document
itself. If the computer on which the hyperlink is followed is known to be capable of connecting to
the instance of IUCLID 6, no additional configuration is required. Technical aspects of hyperlink are
described in the subsection below.

Hyperlinks are a convenient way of providing co-workers with quick and easy access to entities
and documents shared within an instance of IUCLID 6. A hyperlink can be placed on a web page,
sent in an email, or included in a PDF document, just like any other hyperlink.
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1.3.4.1.  Technical aspects of hyperlink

The requirements for running the I[UCLID 6 client are stated on the IUCLID 6 website here. The
hyperlink feature uses Webservices. When the hyperlink is followed, the IUCLID 6 client is
downloaded from the server to which the hyperlink points. The specific entity or document to which
the hyperlink points is identified in the hyperlink using HTTP parameters. The address of the
hyperlink is an HTTP universal resource locator (URL) of the form:

http://<server name>:<port>/webstart/launch.jnlp?uuid=<entity or document
UUID>[ | &snapshot=<dossier UUID>]

Table 3: The HTTP parameters for hyperlink

Name Purpose
uuid The UUID of the entity or document to be displayed in the data window.
snapshot The UUID of the Dossier that contains the entity or document to be

displayed in the data window. This parameter is required only where the
hyperlink points to a Dossier, or a target within a Dossier. If the
hyperlink points directly to a Dossier, the value of this parameter is the
same as that for uuid.

Examples

A hyperlink to a Category.
http://<host>:8080/webstart/launch.jnlp?uuid=361577f5-df5e-4a39-a2e2-55204a9905ab
A hyperlink to the same Category inside a Dossier.

http://<host>:8080/webstart/launch.jnlp?uuid=361577f5-df5e-4a39-a2e2-
5520429905ab&snapshot=d0f3361e-2b24-425f-bda0-3dee0c9a8c9e

1.3.5. Dynamic fields

To help users to enter data in a logically consistent way, the values that can be entered into some
fields are dependent on the values that are already in other fields. If a field is edited such that the
rules of the dependency are broken, the affected data are shown with a yellow background. The
user must then change what has been entered until it is logically consistent.

Example

In the example shown below, the field Hazard assessment conclusion has the value no hazard
identified. Due to the lack of hazard, there is no meaningful value for the PNEC. Therefore, the
field PNEC value is greyed out and no value can be entered.

https://iuclid6.echa.europa.eu
o.:mcun 6


https://iuclid6.echa.europa.eu/system-requirements

Functionalities of IUCLID 6

Page 10| 195

Figure 9: Dynamic field dependency — example 1

% CORE / Ecotoxicological information / Ecotoxicological information - user manual / substance_1

ER S v (X @

Administrative data A

i ® ®

Hazard for aquatic organisms

Freshwater »
Hazard asseszsment conclusion

no hazard identified o | T
PMEC value

Aszzessment factor

In the example shown below, the field Hazard assessment conclusion has the value of PNEC aqua
(freshwater). A value can be entered in to the field PNEC value. The value is 23 micrograms per

litre.

Figure 10: Dynamic field dependency — example 2

¥ CORE ! Ecotoxicological information ! Ecotoxicological information - user manual / substance_1

ER S« (X @

Administrative data

i ® ®

Hazard for aquatic organisms

Freshwater A
Hazard assessment conclusion

PMEC agua (freshwater) |
PHEC value

23 pgL S .4
Azzessment factor

In the example shown below, the field Hazard assessment conclusion has been changed from
PNEC aqua (freshwater) to insufficient hazard data available..., but the value of the PNEC is still in

place, which is not logically consistent.
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Figure 11: Dynamic field dependency — example of warning

¥ CORE ! Ecotoxicological information / Ecotoxicological information - user manual f substance 1
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1.4. Main menus

The menus provide access to various functions and parts of the interface. In some cases, the
access to the same function is also provided from elsewhere in the interface, such as right-click on
selected documents. If an icon is shown in a very pale grey, almost white, either the function is not
relevant in the current context, or the current User does not have permission to access it.

1.4.1. File

The file menu provides access to a variety of functions, most of which can also be accessed from
elsewhere. The administration functions can be accessed from only here.

1.4.1.1.  New

This function is used to create a new software object of one of the types specific to IUCLID. These
include Legal entity, Site, Substance, Template, Mixture/Product, Category, Reference substance,
Contact, Literature reference, Annotation, and Test Materials. The same function can be accessed

per entity by right-clicking on its icon on the home page, and also by clicking on the icon ‘D in the
header of the search results.

1.4.1.2. Save

This function saves the changes to the database that were made since the last save action. When
data is saved successfully, a message is displayed with a green information icon.
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1.4.1.3. Import

This feature is used to import data into IUCLID 6 that has been exported from either IUCLID 5.6 or
IUCLID 6. It is a convenient way of moving data from one system to another. It may also be
launched from the home page. The feature is described in detail in section 16 Import.

1.4.1.4. Bulk export

In the first field, Number of bulk exported documents allowed; an upper limit may be placed on the
number of documents that can be exported at once. For example, this can be used to avoid
running out of storage space mid-way through an export process.

The second field, Max number of bulk exported documents per directory, may be used to set an
upper limit to the number of files output to any one folder. When the limit is reached, IUCLID 6
creates a new folder automatically and then continues exporting to the new folder. This feature was
introduced because some computer file systems become very slow when thousands of files are
placed in the same folder, irrespective of the size of the files.

1.4.1.5. Background jobs

Background jobs are described in section 1.7.4 Background jobs. They can also be accessed from
the circular icon in the lower right corner of the interface.

1.4.1.6. Log in

This opens a pop-up window from which a User can log in, as shown below. It is accessible only
when no User is logged in and user management is enabled. For more information, see section 75
User management.
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Figure 12: The log in window

3 =

IUCLID 6

Please enter username and password to log in

Username: | |

Pazswaord: | |

1.4.1.7. Log out

Logging out leaves the application running with the main window open. A User can then log in as
described in the previous section. This is relevant only whilst a User is logged in and user
management is enabled. For more information, see section 15 User management.

1.4.1.8. Exit

This shuts down the interface. For the desktop type of installation, the application itself is also shut
down. For the server type of installation, the instance of the local client is shut down, but the
application running on the server is unaffected.

1.4.2. Edit

This menu contains the standard editing functions: cut, copy and paste. The standard shortcuts are
available, for example CTRL+V for paste.

1.4.3. User

For an installation of IUCLID 6 Desktop made using default values, where User management is
disabled, this menu contains only the item My account. From there, the User can manage values
for the default User named SuperUser. For example, the working Legal entity can be changed from
here. For a more detailed description of the fields, see the section on User management.
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For an installation of IUCLID 6 where User management has been enabled, this menu contains
shortcuts to the creation and management of Users and Roles. In addition, if Instance Based
Security (IBS) has been enabled there is also access to Groups. There are also links to specialist
user management tools, as described in sections 15.1.2.6 Export users, 15.1.2.7 Download empty
users csv, and 15.1.2.8 Import users.

For more information about Users, Roles, Groups, and IBS see section 15 User management.

1.4.4. Admin /System administration

This allows various settings to be adjusted that affect the behaviour of the whole system. The
option is accessible only whilst the home page is displayed.

1.4.4.1. General

The query limit is the maximum number of documents returned by a single search in the navigation
pane. An upper limit can be applied to prevent the system from running out of resources, for
example memory, if a search returns too many results.

1.4.4.2.  Security policy

These settings relate to the authentication of Users, as described in section 15.1.2.2 Password
management, and in section 15.1.2.4.1 General. These functions are relevant only if user
management is in use. The fields have self-explanatory labels.

The field Instance Based Security is an indicator of whether this feature is activated. The value of
the field cannot be change via the interface. Instructions on how to turn this feature on and off are
given in the document, IUCLID 6 Server installation manual that is available from the IUCLID 6
website. The field is not shown in [IUCLID 6 Desktop.

1.4.4.3. Export

This section contains fields designed to avoid situations in which IUCLID 6 and its processes run
out of sufficient IT resources. The field Max number of bulk exported documents per directory
exists because some file systems become unusably slow if the number of files in a directory goes
above a certain limit. This effect does not depend on file size.

1.4.4.4.  Import

This field is designed to avoid situations in which I[UCLID 6 and its processes run out of sufficient
IT resources.

1.4.5. Plugins

This menu provides access to optional plugins that provide extra functionality to IUCLID 6. The
plugins can also be accessed from icons on the home page, and where relevant, by right-clicking
on an entity, such as a Substance or a Dossier.
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1.4.6. Help

This menu gives access to the help system of IUCLID 6 and information about the system itself.

1.4.6.1. Help

Help, opens the help system of IUCLID 6 at the most recently viewed page. The first time the help
is viewed after start-up of the application, a default page is shown.

1.4.6.2. About

About opens a window that contains technical and legal information about IUCLID 6, and the
specific instance of the software. For example, the version number for the release of the
application is shown at the bottom left of the first window.

1.5. Menu toolbar - upper

For user convenience, this menu contains links to frequently used functions that are also available
via the main menu. An example is shown below in which the duplication of the link to paste is
highlighted.

Figure 13: Upper menu toolbar

4 IUCLID 6

File | Edit | User Admin Plugins Help

izl @

flél PasteL}ctrl—v

1.5.1. Search by UUID

To search for any document by its Universal Unique Identifier (UUID), paste the UUID into the field
shown in the example below, and then either click the magnifying glass icon, or press the key,
Enter.
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Figure 14: Search by UUID, showing an example value

— | X

IUC5-2dd443b4-a92a-4 Tb-9345-b7a805f4c38d] |%)

The search results are shown in the navigation pane. This is often the quickest way to get to a
document, if the UUID is easily accessible.

Bear in mind that there can be more than one search result per UUID. For example, a Substance
dataset may give a result for itself, and each of the copies of it that exist in Dossiers.

1.6. Message area

This part of the interface is used to display messages from the system, for example to state that a
new document has been created successfully. If an error is displayed that you cannot explain, and
you think should be reported to the providers of the software, see section 23 Getting additional
help.

There can be more than one message displayed here at a time. To see more of the messages,
expand the height of the message area by clicking on the downward pointing black arrow at the far
right of the message area. Similarly, to collapse the area, click the upward pointing arrow.

1.7. Menu toolbar - lower

In the lower right-hand corner of the interface, the following functions are available, as shown in the
figure below.

Figure 15: The lower menu toolbar

R

Superlser

1.7.1. Inventory management

If the inventory manager is running, the icon is activated. Clicking on the icon whilst it is active,
brings the window of the inventory management wizard to the front of the desktop of the operating
system. More information is provided about inventory management in section 718 Inventory
management.
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1.7.2. Plugins

An icon is shown for each of the plugins currently available in the system. If an instance of a plugin
is running, its icon is shown in dark grey, and provides an active link to the instance.

1.7.3. Current User

The second field (see 2 above)) shows the name of the currently active User. The access to data
and functionalities are determined by the rights of the active User. SuperUser has complete access
to data and administrative functions.

1.7.4. Background jobs

Background jobs are tasks that IUCLID 6 performs in the background to allow a user to continue
using the interface whilst the task is being done. Some tasks, for example exporting a large
amount of data, can take too long to expect a user to wait whilst they complete.

The state of background jobs is indicated by a circular icon in the lower right-hand corner of the
interface. If the icon is orange and rotating, at least one job is under way. If the icon is orange and
flashing, all jobs have finished, and there is a least one record of a job in the console. To open the
Background jobs console, either select the menu item File / Background jobs, or click on the icon in
the lower toolbar.

The background job console contains a record for each background job, with the most recently
started job shown at the top. If a job is still in progress, there is an option to cancel it %. The record
shows the type of job, a progress bar, and for finished jobs, a statement of whether the job
succeeded or failed.

The meanings of the icons are given in the following table:

Table 4: The icons in the background jobs console

Icon Meaning

Cancel a running job.

The job was completed successfully.

A problem was encountered during the job. See the report for details.

Clear, or close, the record of a completed job. It cannot be re-opened.

Open the imported document in the data panel.

View the sub-jobs of a job. Not all types of jobs have sub-jobs.

View a report for a job or a sub-job.

mmyv | ® ||~ X

Download data that was exported in the job. The data should already have been
saved externally once, but this allows the save to be repeated, and to a different
destination if required. An exception to that is the download of User data, which can
be done only from the background job.
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The button Cancel all cancels all the jobs that are still running.

The button Clear finished closes the records for the jobs that have completed. The records cannot
be re-opened.

The button, Hide closes the background job console without affecting its contents or the jobs.

Example

An example is shown below in which there are three job records comprising, a bulk export of eight
entities and two separate imports of a single entity. Two of the jobs were successful, as indicated
by the green icon, i , but for one of the imports, the red icon, ﬂ, indicates that data was not
imported. A Dossier could not be imported because it already exists in the database, and the
feature if newer than existing was enabled in the import.

The record for the bulk export at the top of the list has 8 sub-jobs, whose records can be accessed

individually by clicking on the icon for open document, ﬁ] that is circled in red in the figure below.
For bulk export, the icon for open, 2 is disabled because it is not relevant, but for the other entries
it is active because the result of the job is a single entity in the database that can be viewed.
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Figure 16: Example of records in the background job console

"'l: Background Job Console >

2017104111 19:07:23 : Bulk export

f Succeeded: & - Failed: 0 - Cancelled: 0 - Running: 0 - Pending: 0 - Downloaded: 8

2017104111 17:56:23 : Import:
J437985b-4c17-4b6c-8979-6d252138e 20c_IUC5-2dd443b4-a92a-417b-9348-b

)
v
I

f 201710411 17:56:27 - Import process succeeded

F 4

2017104111 17:52:03 : Import:
49c46b95-afd2-45cT-ba2a-683cheTc89b_945eebed-e29T-4592fD1d7-478817 514584 3.162

> L5
ﬂ 201710411 17:52:03 - The dossier iz already present in th
|
o
v
“i:, Background Job Consele of 2017/04/11 1%:07:23 : Bulk export ot

201710411 19:07:23 : Export:
S48eebed-e29f-4592-b1d7-4f88173f484 /948 eebed-e 20f-4592-b1dT7T-4F881 7574843

100% ® > = B

f 201710411 19:07:50 - Export process succeeded

2017104111 19:07:23 : Export:
445e67ed-dd18-40af-b31 e-eedadadfsis1/4456e67 ed-dd18-40af-b31e-eedadaInsrol

i 201710411 19:07:46 - Export process succeeded

-

°

1.7.4.1. Background jobs for export

Exporting from the background job console is allowed only per sub-job. This can be seen in the
example shown above where the export icon for the main job is disabled, but it is enabled for the
sub-jobs. The data should already have been saved externally once while the background job ran,
but this allows the save to be repeated, and to a different destination if required.
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1.7.4.2. Reports for background jobs

To obtain information about what happened in the job, click of the report icon E‘* This opens a
pop-up window that contains a detailed list of events that occurred during the job.

The pop-up window for an export process opens at a tab labelled Summary, but it also has a tab
labelled Details. The tab Summary contains a list of steps of what happened, and a link from which
all the data from the job can be downloaded at once, by clicking on the button, as shown in the
example below. The data should already have been saved externally once, but this allows the save
to be repeated, and for the destination to be selected.

Figure 17: The summary of a background job

<

Export process completed successfully.

summary | Details
Export process succeeded
[1] Started export of: Wexpo\data\proce 1fca-550a0dB354 fhbe.ibz

[2] & documents have exported succes
[3] Export process succeeded

The tab Details contains a list of the individual entities that were included in the export. The
download button here functions in the same way as that under Summary.
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Figure 18: The details of a background job

Page 21| 195

<

cu mmary Details

Export process completed successfully.

Status  Document name LI La=st modification date
@ Eﬁ Annotation_Mame_Fer_IUCS UC5-508e342d-215f-41b3-3bb4- ... |2014-03-12 16:30:49 EET
@ D Annotation_MName_Feor_IUCS IUC5-dafb18aa-3717-4aal-bd7b-... |2014-03-12 16:30:53 EET
@ @ ethylene oxide ECB5-92f37ald-e64d-45%e-864c... | 2007-05-10 12:00:00 EEST
@ B5 Manual User cré2boca-fo2s-36ab-a%ec-9996... |2011-10-07 16:22:04 EEST
@ é substance_1 UC5-4020866-d0ee—4eD3-bfca-... |2014-03-12 16:30:20 EET
@ H@ LEQ for Manual UC5-4che1b73-Oeld-4192-afald-... | 2011-10-07 16:22:04 EEST

S

Successful export of REFERENCE_SUBST. le-254c-54382100ae34/0%
Download exported file
1.7.4.3.  Clearing background jobs

Do not clear a record of a job until you are sure that you no longer need the information it contains.
Once cleared, or removed, the information is no longer available via the interface.

1.8. Home page

The home page is shown by default either when starting a desktop version of [IUCLID 6, or when
logging in to a server version. The home page can be viewed either by clicking on the house icon

that is situated in the menu toolbar as shown below, or from the main menu Go / Home.

Figure 19: The icon for the home page

-4 IUCLID &

File Edit User Admin

Plugins Help

’% |

| Home |
'IE Mavigation panel

izl @

An example of the home page is shown below in a reduced size.
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Figure 20: The home page shown at 50% of full size with the cursor hovering over Dossier
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Main tasks Administration
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Inventories Plugins

LI L] L]
e . . f’
(| .+ - =
[ I ] L] L] - —
Lagai eniy Legal ety mbe Anfereace wdaiasce Tasi maberain -
: .

= B &

Contacty Chrmcsl pwestors. Lilsrnturs refersece I:”E Eﬁ.
-
i e Fee caunaater

Supariner L

To display it at any time, click on the house icon in the menu toolbar. The home page contains
panels that provide access to functions related to either a specific type of entity, or function of
IUCLID 6. The term entity, as described in Table 1, is used to mean a particular type of data object
that is specific to IUCLID, for example: Substance and Legal entity. Each panel contains an icon
for either an entity or a function. Placing the cursor anywhere over a panel activates it, causing its
icon to change colour. Whilst activated, primary click opens its window. For entities, right-click
shows the option New as shown in the example below for Substance dataset.

Figure 21: Right-click on a panel on the home page to see its menu

d & & &

Substance Substance Substance Substance

{b % Mew é SEW

s D 2) 3) 4
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Key for Figure 16:
1. The cursor is not over the panel;
2. The cursor is over the panel, activating it and causing the icon to change colour;

3. Secondary click (right-click) shows a menu of functions. In this example, for Substance, there is
only the function to create a new Substance.

4. Select the function by hovering the cursor over it, and then primary click to carry it out

The panels are grouped together in four areas, to indicate that each group has something in
common. The panel for Dossier has been placed centrally and made bigger than the others, to
reflect its central role in regulatory tasks. The entities and functions behind the panels are
explained in their own separate sections of this manual. The reasoning behind the groupings of the
panels is given below.

Main tasks contains links to entities in which a user enters data such as toxicological data,
physicochemical data and information on uses that are specific to their own needs and
circumstances. This data may be subject to change, for example during an evaluation process
under a particular regulation.

Tools and administration contains links to functions that are less to do with manipulating data,
and more to do with who has access to what, and how data may be moved in and out of IUCLID 6.

Inventories contains links to entities that are used to store information that typically does not
change over time, and may be of relevance to different persons whose use of IUCLID 6 might differ
significantly. For example, a Reference substance might be a small common molecule that is
referred to under widely differing circumstances. The information in Reference substances is not
usually subject to change, although they can be edited.

Plugins contains links to functionalities that have been deliberately kept out of the functions built in
to IUCLID because not all users need them, and the separateness makes rapid development
possible without having to upgrade all of IUCLID. See the IUCLID 6 web site for more information
about plugins.

The functions accessed via the groupings Main tasks and Inventories; as well as User
management, are shown on a page divided into three panels: Navigation, Data and Information, as
shown the figure below. The relative sizes of the panels within the main window can be changed
by clicking and dragging on their boundaries.
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Figure 22: The panels: Navigation (1), Data (2), and Information (3)
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The panels Navigation, Data, and Information, are described in the following sections.

1.9. Navigation panel

The navigation panel is used to select a specific document and/or part of it either to perform some
function on it, or to read data therein. Where relevant, multiple selections are possible. By default,
when opening the navigation panel by clicking in the home page, IUCLID 6 tries to list all the
documents of the chosen type of entity. By default, IUCLID 6 returns the first 500 it finds. Changing
that limit is described in section 1.4.4.1 General. The selection of documents shown in the table
can be adjusted using the search function described below. To access a specific part of a
document, use the Table of content TOC function as described below.

1.9.1. Searching in the navigation panel

The navigation panel contains a general search functionality that can be used to find any type of
entity. For some types of entity, in addition to searching, the navigation panel can contain addition
panes. In this case, searching has its own dedicated tab. This is true for Dossier, Template,
Mixture/Product and Substance. For example, the latter three have tabs for TOC (Table of
Content) and Annotations. Additional tabs are shown only once a relevant entity has been selected
from the search results. An example of a search is shown below.
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Figure 23: Search for a substance by modification date

‘lE Mavigation Panel

Search
Result type Substance -
Query type | Find substances by creation/modification date -
Creation date frnm| | tn| |
Last modification date from | 2016-04-04 B8] to|2016-04-05 |
Clear
‘T Fitter
Chemical name Legal entity name Reference substance Last modification date
ethylene oxide /
é substance_1 leo_for_manual gxirane / 73-21-87 2016-04-05T18:03:43.10...
200-245-9
3-phenylpropionaldehy
é substance 2 oli_le I 3-phenylpropanal / [2016-04-05T19:02:36 57 ...
104-53-0 4 203-211-8
azacyclonol/
substance_ 3 chem_le_01 @ diphenyl{piperidin-4-y|2016-04-05T15:02:55.02. ..
I 115-46-38 J 204-092-

substance_J! azacyclonol | diphenyl|piperidin-4-yl)methanol /| 115-46-5

M Tue, 5 Apr 2016 19:02:56 +0300

Dizplaying 3 resultis).

To perform a search, enter the required search criteria into the fields at the top of the panel, and
then click on the button Search. The results are shown in a table under the criteria. Data in all the
search criteria can be removed in one go by clicking on the button Clear. The asterisk character
can be used as a wild card for one or more characters. For example, the criterion meth* returns all

entries that begin with meth.

Hovering over the name of entry produces a tool tip which displays the name and a relevant
identifier. In the example shown above, the identifier is the name of a Reference substance. The
entries in the list of search results can be selected, and then various functions carried out on them
either by right-clicking on them, or via the icons just below the button Clear. For example, clicking

on the icon for a new document, [ , creates a new document of whatever type is shown in the
search results. Multiple selections are possible using the standard methods, although not all
functions can be carried out on a multiple selection. To open a document so that the data and
information panels show values specific to it, select the document in the list, and then either
double-click on the selected entry, or right-click to open the menu, and then select Open.
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The part of the panel that in which search criteria are displayed can be collapsed and expanded by
clicking on the black arrow at the right of the criteria.

The number of search results that can be displayed at once has been capped at 500 to avoid
overloading the search function. If there are more than 500 results a warning message is given. It
is safer to refine the search criteria, than to assume the 500 results are taken from the database in
any particular order.

1.9.1.1. Result Type

Result type is used to change the type of entity that is found and displayed in the table of results.
This is equivalent to going to the home page, and then clicking on the icon for the type of entity for
which you want to search.

1.9.1.2.  Query type

Query type offers various different kinds of search that depend on the type of entity that will be
found. The fields presented depend on the type of entity and the type of search. For example,
searching for Dossiers can be done by impurity; in which case, fields are presented in which
chemical identifiers can be entered for the impurity.

To search for Substances by CAS number, use the field Reference substance CAS number.

1.9.1.3. Ownership

Ownership is shown as a criterion only if instance based security (IBS) is on, as described in
section 15.2.2.5 IBS management.

1.9.1.4. Group

Group is shown as a criterion only if instance based security (IBS) is on, as described in section
15.2.2.5 IBS management.

1.9.1.5.  Filter the search results

Filter is a field into which a text search term can be entered that is applied immediately to the
entries in the table. It is identified by a filter funnel icon as shown in the example below.

https://iuclid6.echa.europa.eu
o.:mcun 6



Functionalities of IUCLID 6 Page 27 | 195

Figure 24: Filter search results

! manua )
Chemical name L egal entity name Reference substa... |Last modification ...
ethylene
oxide /
é zubstance 1 Ien_fn @ oxirane | 2016-04-05T12:0...
T5-21-81
200-245-9

A search result is shown if it contains the search term anywhere in the fields in the list. In the
example above, filtering is done for the word "manual”. Spaces are interpreted literally. It is not
sensitive to case.

The search term can be cleared by clicking on the icon with a cross that is located at the right of
the field.

1.9.2. TOC (Table of Content) tab in the navigation panel

The tab labelled TOC (Table of Content) is shown for entities of type Substance, Mixture/Product
and Template, but only when such an entity is open in the data panel. The TOC has three main
functions as follows:

1. Provides access to specific documents in an entity;
2. Shows the structure of the documents in an entity in a particular regulatory context;

3. Indicates whether a document is mandatory for a particular type of data submission made for
regulatory purposes. This is done using a red asterisk on the icon of a document.

The way in which the TOC is displayed can be set to suit a particular regulatory context, and/or
type of data submission made for regulatory purposes, which includes a view for each type of
Dossier. The name of the current view is stated in the field just below the tabs. The default option
is REACH Complete table of contents, as shown in the figure below.
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Figure 25: The default view for the TOC: REACH Complete table of contents

*|= Navigation Panel

Search| TOC tions

REACH Complete table of contents

-]

E 0 Related information

Ek 1 General information

E 2 Classification & Labeling and PBT az=essment

E 3 Manufacture, uge and exposure

E 4 Physical and chemical properties

E 5 Envirenmental fate and pathways

E & Ecotoxicological information

E 7 Toxicological information

o B & Anatytical methods

E % Residues in food and feedingstuffs
E 10 Effectiveness against target organisms
- ----- E 11 Guidance on safe use

----- E 12 Literature sedarch

E 13 Azsessment reports

E 14 Information reguirements

REACH Complete table of contents, shows all the documents that have any relevance to the
REACH regulation, in the structure used for Dossiers submitted under REACH. This view refers to
no specific type of Dossier so the only document that is marked as mandatory is General
information / Identification.

To change the type of view in the TOC, click on the solid black arrowhead icon at the right of the
name of the view, and then select one of the options, as shown in the example below.
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Figure 26: Change the view in the TOC

"IE‘ Mavigation Panel

Search | TOC | Annotations

REACH Complete table of contents

T Text fitter

substance_1 [ ethylene oxide

E“ 1 Gener;

-l 2 Classifi
E 3 Manufa|
E 4 Physicg
E 5 Environ
E & Ecotoxi
E T Toxicol

E 9 Residug
---E 10 Effect
----- B 11 Guida
----- B 12 Literat
---E 13 Asses
E 14 Inform

E 0 Related information

Select a value

E R S | X
Substance name*®
substance 1
[

Y

Complete table of contents
Endpoints information

OECD SIDS

OECD harmonized templates

BFR Active substance information
BPR Basic information (substance)
BPR Substance of concern

CLP atternative name request

CLP notification

CLP Regulation - CLH dossier
REACH Annex X\ - Restriction
REACH Annex XV - SVHC

REACH Application for authorisation
REACH Complete table of contents
REACH Downstream user report
REACH Inguiry

REACH Motification of substance in articlg
REACH PPORD

REACH Registration 1 - 10 tonnes, physid

bchemical reguirements

REACH Registration 1 - 10 tonnes, standid reguirements

REACH Registration 10 - 100 tonnes
REACH Registration 100 - 1000 tonnes
REACH Registration above 1000 tonnes

REACH Registration member of a joint submission - general case
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Figure 27: The TOC view: REACH Registration 10 - 100 tonnes

"IE‘ Mavigation Panel

Search | TOC

REACH Registration 10 - 100 tonnes
T =
E 0 Related information

E“ 1 General information

W 2 Classification & Labelling and PBT azzessment
Ek 3 Manufacture, use and exposure
ﬁk 4 Physical and chemical properties
E“ 5 Enwircnmental fate and pathways
W & Ecotoxicological information
Ek T Toxicological information

----- i & Analytical methods

----- W 11 Guidance on =afe use

- ----- g 12 Literature search

ﬁk 13 Assessment reports

E 14 Information reguirements

The view selected in the example above is REACH Registration 10 - 100 tonnes. Note how that
compared to REACH Complete table of contents, sections 9 and 10 are no longer shown, and
more sections are marked as mandatory.

Whilst entering data intended for submission in a particular type of Dossier, it is recommended to
keep the TOC view set to that Dossier type.

The TOC view Complete table of contents is different from the others. It is shown in the figure
below with each of the top layer sections opened to reveal the structure underneath.
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Figure 28: Structure of the TOC view: Complete table of contents

Search | TOC | Annotations

Complete table of contents
T Text fitter

=-[&jl CORE
-- E 0 Related information
E* 1 General information

-- E 2 Classification & Labeling and PBT aszessment

----- E 13 Assessment reports

- [@ oEcD

-- E A Physico-chemical properties
E B Degradation and accumulation

-- E C Effectz on biotic systems

G-l J Use and Exposure information
-l EU_BPR

----- E Technical characteristics of the biocidal product

----- E Summary and evaluation

-l Eu_cLe
E Alternative name request
=@l EU_REACH

b E Annex Il criteria

| E Opt-out information for REACH registration

In the TOC view Complete table of contents, sections have been separated out from each other
and displayed in sections determined by their origin. Sections not specific to a legislation are
displayed in a section referred to as CORE, and those from the OECD harmonised templates are
in a section named OECD. In addition, IUCLID 6 is supplied with the following EU_BPR, EU_CLP
and EU_REACH.

This means that under a legislation specific TOC view such as REACH Registration above 1000
tonnes, documents could have originated from either CORE, OECD, or EU_REACH. In addition,
some documents can be shown together in the same section under TOC view for REACH, where
under the TOC view Complete table of contents, those same documents are shown in separate
sections.

For example, for a submission type of REACH Registration 10 — 100 tonnes, if a Site is added to
section 3.3 Sites, it appears under complete table of contents in CORE / section 3.3 Sites.
Similarly, for a submission type of REACH Registration 10 — 100 tonnes, if an endpoint study
summary is added to section 6.71.1 Short-term toxicity to fish, it appears under OECD in the
harmonised template C Effects on biotic systems, section 41 Short-term toxicity to fish.
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1.9.2.1.  Endpoint study record

An endpoint study record provides a template with predefined fields in which data is entered to
describe a study carried out within the subject area defined by the title of the section, for example
Long-term toxicity to fish. All entries under the OECD harmonised templates are endpoint study

records.
Figure 29: Creating an endpoint study record under OECD

*|= Navigation Panel
Search | TOC | Annotations

Complete table of contents

Y Text fiter

|’ CORE

- [l oEcD

E} A Physico-chemical properties

----- E 1 Appearance ! physical state / colour

1.9.2.2. Endpoint summary

An endpoint summary provides a means of grouping endpoint study records and of providing
further information about the grouping. An endpoint summary contains links to endpoint study
records in the field Link to relevant study records(s). To create a link, click on the button labelled

Add.
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Figure 30: Creating an endpoint summary in CORE

'IE Mavigation Panel

Search | TOC | Annotations
Complete table of contents

T Text fiter

=-[&il CORE

--E 0 Related information
Ek 1 General information

-- E 2 Classification & Labeling and PBT assessment
-- E 3 Manufacture, use and exposure

E} = 4 Phy=ical and chemical properties

EEI---E 4.1 Appearance / physical state / colour

----- i 42 Metting point / freezing point

..... B + 3 Boiling point @, New endpoint summary

----- B 44 Density
----- E 4.5 Particle size distribution (Granulometry)

If an endpoint study record is created under OECD, and an endpoint summary is created under
CORE for the same section, when that section is viewed for a particular legislation, both are
shown. For the previous two examples above of Melting point, under REACH the view could look
something that in the figure below.

Figure 31: An endpoint summary and an endpoint study record shown together under a specific legislation

*|= Navigation panel
Search | TOC | Annotations

REACH Registration 10 - 100 tonnes
T Text fitter

-l 0 Related information
Ek 1 General information
ﬁk 2 Classification & Labelling and PBT assessment
E“ 3 Manufacture, use and exposure
Elﬁf 4 Physical and chemical properties
> 9 Phy=ical and chemical properties. 001
Ek 4.1 Appearance / physical state / colour
E} ﬁT 4.2 Melting point / freezing point
----- Melting point / freezing point - CORE

. = Melting point / freezing point - QECD
Ek 4.3 Boiling poin
[ 44 Density

https://iuclid6.echa.europa.eu
-ilucun 6



Functionalities of IUCLID 6 Page 34| 195

1.9.2.3. Record

If a record contains data that cannot be described as an endpoint study, it is referred to just as a
record.

Figure 32: Creating a record under EU_REACH

Search | TOC | Annotations

Complete table of contents
T Text fiter

E" CORE

e
oo
m m m
- = = m
aegs
m™
2

E Annex [l criteria

~ [l Application for authorisation of uses

E Downstream user report @, New record
E Chemical Safety Report (Part A)

E Inguiry

E Opt-out information for REACH registration

1.9.2.4. Summary

A summary as opposed to an endpoint summary refers to only records, not endpoint study records.
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Figure 33: Creating a summary under EU_BPR

'IE Mavigation Panel

Search| TOC | Annotations

Complete table of contents
T Text fitter

|’ CORE
OECD
L‘—Jﬁ] EU_BPR
E Technical characteristics of the biocidal product

E Physical and chemical compatikility with other products
E Intended uses and exposure

E Likehy tonnage to be placed on the market

- |l Directions for use @, | New summary
E Toxicological profile for humans an[?animals

E Measures to protect humang, animals and the envirenment

E Packaging (12.7 in Annex Il of BPR})

E Summary and evaluation
-l EU_CLP
- gl EU_REACH

1.9.2.5. Fixed record

A fixed record is created in a section where there can be only one record.

1.9.2.6.  Filter the TOC

Filter is a field into which a search term can be entered that is applied immediately to the TOC. Any
node in the TOC that contains the search term anywhere in its name is shown. This includes all
records and summaries. The TOC hierarchy is expanded as far as is required to show the
matching node or nodes. Spaces are interpreted literally. It is not sensitive to case.

The search term can be cleared by clicking on the icon with a cross that is located at the right of
the field.

The example below shows filtering for section titles:
search term biot shows OECD / C Effect on biotic systems / 56 Biotransformation and kinetics

search term bioti shows OECD / C Effect on biotic systems

1.9.2.7. TOC functions menu

To the right of the filter window there is an icon in the form of a white-filled downward pointing
arrow. Clicking on the icon opens a menu, as shown below.
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Figure 34: Opening the TOC functions menu

'IE Mavigation Panel

Search| TOC | Annotations

REACH Complete table of contents S
T Text fitter
-l 0 Related information
E“ 1 General information £ Refresh
E 2 Classification & Labelling and PBT aszeszsment
W  Expand all
E 3 Manufacture, use and exposure
Collap=ze all
E 4 Physical and chemical properties ~ P
E 5 Environmental fate and pathways % Update references
i+l & Ecotoxicological information
E 7 Toxicological information show records onty
----- E & Analytical methods Show summaries only
59 Residues in food and feedingstufis
E 'EJ Show all
E 10 Effectiveness against target organisms I}
-l 11 Guidance on safe use = Copy contents to clipboard
- ----- E 12 Literature search
E 13 Azzeszment reports
E 14 Information reguirements

1.9.2.71. Refresh

Refresh causes the TOC to be redrawn in accordance with the most recent data in the database.

1.9.2.7.2. Expand all

Expand all shows the complete tree structure of the TOC.

1.9.2.7.3. Collapse all

Collapse all shows only the first level of branches in the tree structure of the TOC.

1.9.2.7.4. Update references

Update references copies any changes in records and summaries to the document in which they
appear as a reference. Such references are made using the function paste reference in the
clipboard manager, as described in section 1.11.2 Clipboard manager. If a record or a summary is
a reference, its icon in the TOC has an arrow overlaid onto it.
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1.9.2.7.5.  Show only records

Show only records filters the TOC so that only records and endpoint study records are shown.

1.9.2.7.6. Show only summaries

Show only summaries filters the TOC so that only summaries and endpoint summaries are shown.

1.9.2.7.7. Show all

Show all shows removes any filter applied by record or summary.

1.9.2.7.8.  Copy contents to clipboard

Copy contents to clipboard copies all the data in the TOC to the clipboard irrespective of what is
currently displayed.

1.9.2.8. The use of bold font in the TOC

The document currently displayed in the data panel has its name highlighted in bold in the TOC.
Bold is used at each change in hierarchical level up the TOC tree, even when the TOC is
collapsed. Thus the path to the document may be seen more easily by following the bold text. An
example is shown below.

Figure 35: The use of bold font in the TOC

*|= Navigation panel

Search | TOC | Annotations

REACH Complete table of contents
T Text fiter

E [ Related information
Elﬁf 1 General information
& [ 1.1 Kentification

------ é ldentification
=B 1.2 composition

------ @ Composition (official)
E}-E 1.3 ldentifiers
= ﬁ] 1.4 Analytical Information

------ .- Anahytical information from lab B 2015

- [l 1.5 Joint submission

In the figure above, the document displayed in the data panel has the path shown below:
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General information \ 1.4 Analytical information \ Analytical information from lab B 2016

The highlighting in bold of the selected document can be used to help locate a document when
switching between the different views in the TOC, as shown in the example below.

Figure 36: Using bold highlighting to navigate across different views in the TOC

¥ Mavigation panel

Search| TOC | Annotations

REACH Registration 1 - 10 tonnes, standard repiiiaass =
*|= Navigation panel

T Text 1
Search TOC | Annotations [P
E 0 Related information I- Mavigation panel

2
- [ 1 General nformaton < = Complete table of contents search| TOC | Annotations
: Y Tex fitter

W 2 Classification & Labelling and PBET as Complete table of contents
ﬁk 3 Manufacture, use and exposure W CORE Y Text fiter

Hk 4 Physical and chemical properties E“ CORE
- [@ll oEcD

W & Environmental fate and pathways 2

W & Ecotoxicological information E A Physico-chemical properties
Elﬁf T Toxicological information -- E B Degradation and accumulation
= 74 Toxicokinetics, metabolfsm -- [ cEffects on biotic systems
- [l 7.1.1 Basic toxicokinetigs ? =Bl D Health Effects
- (@) ESR_one_A #::-i.. -l 58 Basic toxicokinetics
- @) ESR_two_A - (@) ESR_one_A
- ) ESR_three_A - () ESR_two_A
- ) ESR_four_A - () ESR_three_A
- () ESR_one_B \ - @) ESR_four_A
- @) ESR_two_B :IJ \ - () ESR_one_B
----- B 7.1.2 Dermal absorption \"‘-.p. ESR_two_B
=g 72 Acute Toxicy F [0 g 59 Dermal absorption

In the example above, a document named ESR_two_B under the section Basic toxicokinetics is
being viewed in the data panel. On the left, under a TOC view for REACH, the document can be
seen to be in section 7.1.1. On going from the states numbered 1 to 2, the view has been switched
to Complete table of contents, which has caused the TOC to collapse. The User can navigate back
to the document in the TOC by opening the nodes highlighted in bold, which in this view leads to
the section OECD \ D Health Effects \ 58 Basic toxicokinetics.

1.9.2.9.  Ordering documents within a section of the TOC

The order in which documents are shown within a section of the TOC can be set manually by
selecting and then dragging them, as shown in the example below.
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Figure 37: Ordering documents within a section of the TOC

l_‘—jﬁ'j 7 Toxicological information A
'3" 7.1 Toxicokinetics, Ejﬁ}‘ 7 Toxicological information _ i
=B 7.1.1 Basic toxico -8 7.1 Toxicokinetics, metabolif| = [l 7 Toxicological informatio
- @) ESR_one_A & [ 7.1.4 Basic toxicokinetic l_‘—}ﬁ] 7.1 Toxicokinetics, me
- @ ESR_two_A - @ ESR_one_A c1- [l 7.1.1 Basic toxicoki
- () ESR_three_A - @ ESR_two_A ?_) - @) ESR_one_A
-~ ) ESRA_four_A - @ ESR_three_A %E - @) ESR_two_A
- @) ESR_one_B - @ ESR_four_A 3 ) @ ESR_two
1@ - @ ESR_one_B - @ ESR_three_A
----- B 712 Dermal absorp - @ ESR_two_B -~ ) ESR_four_A
=g 72 Acute Toxicity || 1 . J 7.1.2 Dermal absorption -~ (@) ESR_one_B
L B T2 Acute Toxicty | 7 @ 7.1.2 Dermal absorpti
&’ 7.2 Acute Toxicity I

Select a document (1). Move the grey bar to where you want the document to go (2), and then
release the mouse button (3). This feature also works for a multiple selection of documents that
have been preselected, as described in the next section.

1.9.2.10. Selecting documents and sections in the TOC for bulk actions

Multiple selections of documents and whole sections can be made in the TOC. The standard
selection methods work, both within sections, and across boundaries between sections. If a section
header is selected, this counts as a selection of all the documents below it in that section.

Once a selection is made, a function can be carried out on all the selected documents at once,
using the right-click menu from anywhere within the selection. The functions available are Copy all
to clipboard and Delete, as shown in the example below.
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Figure 38: Multiple selection of documents within a section of the TOC

E"’ 5 Environmental fate and pathways

E"’ & Ecotoxicological information

Elﬁf 7 Toxicological inform IE||§| Copy allto clipboard
g Toxicological informz X Delete all

= 5 7.1 Toxicokinetics, metabolism and distribution
----- g- Toxicokinetics, metabolism and distribution no.1
=Bl 7.1.1 Basic toxicokinetics

- ) ESA_one_A

- i) ESR_two_A

- ) ESR_two_B

- () ESR_three_A

- () ESR_four_a

- ) ESR_one_B

----- E 7.1.2 Dermal absorption

-’ 7-2 Acute Toxicity

Et- ﬁf 7.3 Irritation / corrosion

& 7.3.1 Skin iritation / corrosion
E‘ 7.3.2 Eye irritation
--E‘ 7.4 Sensitization
-- [ 7.5 Repeated dose toxicity
—

The above example, the function Copy all to clipboard is applied to all the documents in section 6,
the individually selected documents in section 7.1.1, and all the documents in section 7.3.1.

1.9.3. Annotations tab in the navigation window

The Annotations tab shows a list of all the Annotations that are associated with the selected
document. Clicking on an entry in the list opens the Annotation in the data panel. This can also be
done by clicking on the pane Annotations in the home page, searching for the annotation, and then
double-clicking on its entry in the search results.

The annotations tab is shown for the entities of type Substance, Mixture/Product, Template and
Dossier.

1.10. Data panel

The data panel is used to either read or edit the data in specific fields within a document. The
document must first be selected in the navigation panel and then opened. The edit mode that
existed in IUCLID 5 does not exist in IUCLID 6.

In most cases, the fields present in IUCLID 5 have been migrated to IUCLID 6 unchanged, in which
case, the guidance for how to use them has not changed.
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1.11. Information panel

The values and functions in the information panel are specific to the currently open document.
These include a statement of the technical identifiers of the document, information about data
associated with the document, and a history of modifications made to the document. In a change
from IUCLID 5, the information panel also contains the clipboard functionality.

1.11.1. Information

Information contains a statement of the type of the entity or the document and its Universal Unique
Identifier (UUID). If the entity or document is in a Dossier, the UUID of the Dossier is also given.

1.11.1.1. Origin

This indicates the version of IUCLID that was used to create the entity or document. Examples of
the possible values are given below.

Table 5: Values of the field Origin

Origin Version of IUCLID
IUC5 IUCLID 5
IuCe IUCLID 6

IUC6-CLOUD-SME IUCLID Cloud for SMEs

1.11.1.2. Original document

Original document is shown if the open document is either a record or summary that is a reference.
The reference can be either updated or removed by clicking on the relevant button. If it is removed,
the referring record or summary becomes a static copy of the record or summary to which it
referred. It contains the data obtained during the most recent update. An example is shown below.

Figure 39: Original document for a reference

~ Qriginal document

Update referenced document Detach referenced document

Reference | 9 CORE /! Long-term toxicity to fish / Long-term toxicity to fish.001 / substance / formic acid | >

Reference UUID |4ddh?4ﬁﬂ~—ah?b—4b34—ﬂlﬁ?5—aee&d4cfe?99 |

Reference dataset | é substance1 / formic acid | >

Remarks |pgsted from clip board az a reference

Version | Thy, 10 Dec 2015 12:21:38 <0200
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1.11.2. Clipboard manager

The clipboard can contain entries for records, endpoint study records, summaries and endpoint
summaries that have been copied by right-clicking on their entries in a table of contents (TOC). An
example is shown below.

Figure 40: The clipboard manager

L]
g Information panel

§ information || Cipboard manager | Ry Attachments (5 Modification history [2) Annotations G References
11 2) 3441 5, 6) 7
w% 't e D

Elements of the clipboard

r . QECD/ Skin irritation / corrosion / Skin irritation / corrosion 001 / table_salt / sedium chloride / sodium chloride / 76,

r . OECD / Acute toxicity: oral / Acute toxicity: oral. 001 / table_salt / sodium chloride / sodium chloride / 7547-14-5

v . QECD / Basic toxicokinetics / Basic toxicokinetics.001 / table_salt / sodium chloride / sodium chioride / 7647-14-5

Dezelect all

Key for Figure 31

1. Paste selected

Paste all

Paste selected as a reference
Paste all as a reference
Delete selected

Delete all

N o g M 0D

Refresh synchronises the clipboard with the most recent data in the database. For example, in
a multi-user environment, if some other user deletes a document that is on the clipboard,
clicking Refresh causes the document to be removed from the clipboard.

Once on the clipboard, an entry can be pasted into a document either as one-off event, or as a
reference. In the TOC for a Substance, Mixture/Product or Template an entry pasted as a
reference appears with an arrow on its icon. References can be updated either all in one go within
the referring document, or individually per record or summary that is a reference. An individual
update per record or summary is done from the information tab in the information panel, as
described in section 1.11.1 Information.

On export and dossier creation a dynamic reference is replaced by a static copy of the document.
This is done for export because it is not known whether the destination document of the link will
always be present in the IUCLID database to which the dataset is exported. If it is missing, the link
is broken. For a dossier, the dynamism of the link is removed because the content of a dossier
cannot change.
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1.11.3. Attachments

This is where the relationship between the currently open document and its attachments is
managed. Attachments are individual computer files created from outside IUCLID. Attachments
can be added, opened, deleted, and remarks can be recorded.

1.11.4. Modification history

Modification history shows a read-only list of events associated with the currently open document.
The fields are date, author, legal entity, remarks. The author is the name of the User.

1.11.5. Annotations

This is where the relationship between the currently open document and its Annotations is
managed. Annotations can be associated with entities of type Substance, Mixture/Product,
Template and Dossier. The button New is used to create a new Annotation that is automatically
associated with the currently open document. The button Link is used to associate an existing
Annotation. To do that, click on Link to open a search window. Search for the Annotation, select it,
and then click the button Assign. Multiple selections are possible using the standard methods.

1.11.6. References

This tab shows the links to the current document that were made either via the chain-link icon, or
by pasting as a link from the clipboard. A filter can be applied for the type of referencing
entity/document. A referencing entity/document can opened by selecting the reference, and then
clicking on Go to link target.

If the current entity is an Annotation, there is no tab Annotations. In that case, the tab for
References contains no filter for document type, and there is an additional feature Unlink, which
allows an association to be removed.

2. Substance

A Substance is an entity in IUCLID that is used to store information about something that, in a
regulatory context, is considered a single chemical substance.

The fields in a Substance are designed to allow the recording of a broad range of different types of
information relevant to the regulation of chemical substances. The fields are organised in a table of
content (TOC). The general functionality of a TOC in IUCLID 6 is described in section 1.9.2 TOC
(Table of Content) tab in the navigation .

The identity of the Substance is defined in section 1 General information. In section 1.1
Identification, there are two mandatory fields Substance name and Legal entity. To make a link to a
Legal entity, click on the link icon ¢ in the field Legal entity, select a Legal entity, and then click
Assign. In section 1.1 Identification, the identity of the most important constituent of the Substance
can be identified by linking to a Reference substance. To make a link to a Reference substance,
click on the link icon ¢& in the field Reference substance, search for and then select a Reference
substance, and then click Assign. The search window also allows a new a Reference substance to
be created.
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More detail can be provided about the Substance identity in section 7.2 Composition, where one or
more compositions can be defined. A composition may contain the identities of constituents,
additives and impurities, and their relative proportions. To define the identity of a Substance
properly for a specific legislation, and to know how to enter sufficient data into the Substance
entity, see the guidance for that legislation, such as the manuals provided on the ECHA website at
the following link.

http://echa.europa.eu/manuals

2.1. Related information for a Substance

In Section 0 Related information for a Substance there are subsections that show how the
particular Substance relates to other specific entities of type Template, Category, and
Mixture/Product. The location in the TOC is shown below.

Figure 41: The complete TOC for a Substance showing the sections in Related information

"IE‘ Mavigation panel

Search| TOC | Annotations

REACH Complete
Y Text fitter

0 Related information

j.\ 0.1 Templates

----- ol 0.2 Categories

0.3 Modures

=l

:IE’k 1 General information

EEI---E 2 Classification & Labeling and PET assessment

Templates indicates which Templates are attached to the Substance, as described in section 4
Template. Categories indicates in which Categories the Substance has been placed, as described
in section 5 Category. Mixtures indicates in which Mixture/Products the Substance plays a role, as
described in section 3 Mixture/Product.

2.2. The Assessment entity

An Assessment entity can be thought of as a wrapper for a set of substance property data (across
endpoints) that is used for assessment purposes. It enables the definition of consistent sets of
properties that are relevant to the assessment of specific compositions/forms of the substance
(placed on the market or generated upon use).

The Assessment entity aims to provide a tool to assist users in documenting complex assessment
cases in IUCLID. When the assessment is straightforward, there is no need to define Assessment
entities.

Each Assessment entity consists of a name, a composition and a list of related endpoint
summaries. To ensure consistency, all endpoint study records that are relevant for the summary of
a specific endpoint, are to be actively linked by the assessor to the summary itself.
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Assessment entity is under section 1.10 of the tables of contents for REACH. There is a fixed
record for the whole section, and four subsections under which multiple records can be created.

2.2.1. Assessment approach (assessment entities)

The fixed section under Assessment approach (assessment entities) has a default name of
Assessment approach. It contains the following two fields.

2.2.1.1. Approach to fate/hazard assessment

Approach to fate/hazard assessment contains a description of the set(s) of properties of the
Substance used for the assessment considering the chemical behaviour of the substance in the
different foreseen uses. Such a description provides the overall reasoning used in the creation of
the Assessment entities.

2.2.1.2.  Approach to fate/hazard assessment - public information

This is a specific field to provide a public description of the approach to fate/hazard assessment.

2.2.2. Types of assessment entity

The types of assessment entity that can be created are listed below:
1. Registered substance as such

2. Specific composition/form of the registered substance

3. (group of) constituent in the registered substance

4. Transformation of the registered substance

The following fields are displayed for the various types of Assessment entity.

2.2.2.1. Assessment entity confidentiality claim

A flag can be set that applies to all of an individual assessment entity document. A flag is set from
under the flag icon at the top of the document. For more details about flags, see section 1.3.2 Flag.

2.2.2.2. Assessment entity name

The user should indicate the name of the Assessment entity. As this name will not be displayed in
the tree view, it is suggested to re-name the Assessment entity in the tree view accordingly.

2.2.2.3. Relation to the registered substance

This depends on the type of Assessment entity. It is read-only.
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2.2.2.4. Assessment entity composition

In this table, the user defines the composition of the Assessment entity, to support the
understanding of the Assessment entity definition. Depending on the type of Assessment entity,
the user creates link to one of the following:

- an available composition in section 1.2 [Specific composition/form of the registered substance];

- a list of Reference substances that are part of the compositions in section 1.2 [(group of)
constituent in the registered substance];

- one of the Reference substances available in IUCLID [transformation of the registered substance]

2.2.2.5. Related Composition

A link to compositions reported in section 1.2 can be made to indicate that the Assessment entity is
expected to be used for the assessment of those compositions. Such a link is useful for the
understanding of the assessment approach. See the manual titled How to prepare Registration and
PPORD Dossiers.

2.2.2.6. Additional information

Report specific information not already stated in the overall explanations on why Assessment entity
has been created (in the field Approach to fate/hazard assessment). For example one could use
this field to explain the reasoning for grouping constituents as part of a (group of) constituents.

2.2.2.7. Endpoint summary linked

To enable transparency and sorting of the information in the IUCLID dataset, all study records and
endpoint summaries relevant to an Assessment entity should be linked to it. This will for example
enable them to be sorted in the view of the IUCLID data set, and to report them in a sorted way in
the CSR when using the Report generator. From this table, the user can link all endpoint
summaries that are relevant for the Assessment entity. An explanation of the relevancy of one or
several endpoint summary(-ies) for the Assessment entity can be provided, when needed, in the
field Notes when linking it to the Assessment entity. In case one or several summaries have a
different explanation, a new repeatable block can be added. In each endpoint summary linked,
users are invited to provide the link to all study records relevant for the summary itself. In this way,
the Assessment entity is indirectly linked to the endpoint studies.

2.2.2.8. Reaction schema

Upload the image of the reaction schema when needed [for Transformation of the registered
substancel].
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3. Mixture/Product

A Mixture/Product is an entity in [IUCLID that is used to store information either about something
that, in a regulatory context, is considered a mixture or, under the biocides legislation BPR, a
product.

The structure of the entity Mixture/Product is similar to that for Substance, which is described in
section 2 Substance, but there are important differences in section 1.2 Composition. There is an
additional field named Formulation type which is relevant to Products. In addition, the
Mixture/Product can contain components instead of constituents. There can be multiple
components, impurities and additives, all of which can refer not just to a Reference substance, but
also to either a Substance or a Mixture/Product. Thus, where a link is made to define the identity of
a component, impurity or additive, the type of entity must be selected as shown in the figure below.

Figure 42: Select the type of entity referred to in the composition of a Mixture/Product

'*l: Cuery for reference substances, mixtures, substances >

type | Miture/Product
Mixture/Product
Mixture/Pri Substance I},

Reference substance
Croner rramme

T =ystem identifier

-

Multiple components, impurities and additives, are added in repeatable blocks. An example is
shown below in which there are two components, both of which are a Substance. There are no
impurities and there is one additive.
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Figure 43: An example of a composition for a Mixture/Product

CORE / Composition / Composition. 001 fme_1  |UCLID

Administrative data

®

Mixture/product name
Mix_1

Brief description

Formulation type

w VP Vapour releazing product ®|
Components
v AD
substance? / formic acid, v VE X
substance? / “amyl nitrite™, mixed isomers / 3-methylbutyl nitrite / 110-46-3, vA & X
Impurities
@
Additives
v A
Paraffin waxes and Hydrocarbon waxes, chloro / 1,2 3 4,6 7 10-heptachlorododecane ... W (-__I_'-] 4

3.1. Related information for a Mixture/Product

In Section 0 Related information for a Mixture/Product there is a subsection that shows which
Templates are attached directly to the specific Mixture/Product, as described in section 4
Template.

4. Template

A Template is an entity that allows data from multiple sections to be inserted into a Substance or
Mixture/Product entity all at once without having to manually recreate all the sections individually
and re-enter data.

A Template has two mandatory fields, Template name and Legal entity. To make a link to a Legal
entity, click on the link icon & in the field Legal entity, select a Legal entity, and then click Assign.
The structure of a Template is similar to that of a Substance, but it does not contain section 0, and
sub-sections 1.1 Identity and 1.3 Identifiers in CORE because they are supplied by the entity to
which the Template is attached.
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4.1. Composition in Template

Section 1.2 Composition is different for Substance and Mixture/Product. Whilst editing a Template,

if the TOC view is set to Complete table of contents, it is possible to create either type of
Composition, as shown below:

Figure 44: Create a composition in a Template

'IE Mavigation panel

Search | TOC | Annotations

Complete table of contents -
Y Text fiter =
- template_1

- core

Ef ﬁ] 1 General information

Mew substance cnmpns'rtinnl}

q}, Hew mixture composition

== Copy a
----- B 15 sponsors % Delete al

----- E 1.7 Suppliers

..... E 1.8 Recipientz W Expand Plus
----- B 1 9Productandpr A Collapse Minus
+}- E 2 Classification & Labeling and PBT assessment

The names of the Compositions are prepended with their type, as shown in the example below:

Figure 45: Compositions in a Template for Substance and Mixture/Product

'IE Mavigation panel

Search | TOC | Annotations

Complete table of contents .
T o
-} template_1

- core

E}ﬁ] 1 General information
& 1.2 Composition
’~ @ (substance] CoMgosition X

o [micure] Compgafti
EEI---E 1.4 Analytical information
----- B 15 Joint submission

1.6 Sponsors
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If the TOC view is specific to REACH, only Compositions for a Substance can be created. In that
case, when a new Composition is created, the option shown is for a new record, as shown below:

Figure 46: Creating a Composition with the TOC set to a view specific to the REACH Regulation

*|= Navigation panel i

Search | TOC | Annotations

REACH Regiztration 1 - 10 tonneg, standard requirements

Y Text fitter
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E}.E‘ 1.4 Analytical Inf ElEI Copy all to clipboard
- [ 1.5 Joint submiss 3¢  Delete all

E 1.6 Sponsors
[l 1.7 Suppliers
[l 1.8Recipients | /N  Colapse

EEI---H" 2 Classification & Labelling and PBT assessment
—

L¥ Expand

Pluz

Minus

When a Template is attached to a Substance or a Mixture/Product, only a Composition of the

correct type is accessible.

4.2. Attaching a Template to a Substance or a Mixture/Product

To attach a Template, open the Substance or Mixture/Product, open it at section 0 Related
information and then double click on Templates. This opens the Templates management window

for that Substance or Mixture/Product, as shown in the example below for a Substance.
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Figure 47: Attach a Template as copy or inherit

'IE Mavigation Panel CORE / Templates / substance_1 / ethyle
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i EIEI Copy templates...
i+l 9 Residues in food and feedingstuffs

E 10 Effectiveness against target organisms

A Template can be attached in one of two different ways, inherit or copy.

Inherit creates a dynamic link from the Substance or Mixture/Product to the Template. The data
can be modified only from within the Template, not from the Substance or Mixture/Product to which
the Template is attached. Modifications made in the Template are available immediately in the
Substance or Mixture/Product.

Copy adds a copy of the documents in the Template to the Substance or Mixture/Product. There is
no link. A document copied in this way can be modified in the Substance or Mixture/Product to
which it was copied. Even if the Template is completely deleted, the data in the Substance or
Mixture/Product is unaffected.

The functionality of Template differs in IUCLID 6 compared to IUCLID 5 in that the Template itself
is neither of type inherit nor type copy. The distinction between the behaviours inherit and copy is
applied only to the link between the Template and the Substance or Mixture/Product. Thus, the
same Template can be inherited in one reference, and copied elsewhere.

When you have decided between using inherit or copy, in the Template management window, click
on either Add or, Copy templates. In the example shown above, the pointer is hovering over the
function Add ready to create a dynamic link to the currently open Substance. Clicking on Add,
opens a pop-up window in which a Template can be searched for and assigned. In the example
shown below, all the Templates whose Legal entity name ends in "manual" have been found using
the wild card "*". The Template named template 1 is about to be assigned.
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Figure 48: Select a Template from which to inherit

Page 52| 195

P

<

Select template to inherit from

Template name

Legal entity owner *manual

Template

Y template_1

Legal entity name

leo_for_manual

Last modification date

2016-04-05T18:25:55.132+...

A\ template_3

leo_for_manual

2016-04-07T15:12:34 257+,

template_2

lec_for_manual

2018-04-07T15:12:22 438+

-
o ] oo

After assignment, the Template is added to the list of Templates that were attached using inherit.
Templates on the list can be re-ordered and deleted from the list. Deletion from the list does not
affect the Template itself; it just removes the data provided by the Template from the Substance or
Mixture/Product. Documents provided by a Template are added to the TOC alongside existing
documents, and marked out by an icon that has a folder surrounding the standard icon, as shown

below.
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Figure 49: Documents in a Substance inherited from a Template

"IE Mavigation panel CORE / Templates / substan
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ical information created in substance_1

Copy
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-l 1.5 Joint submission

E 1.6 Sponsors

E 1.7 Suppliers

-l 1.8 Recipients

E 1.9 Product and process orientated research and dex

E‘@ Copy templates...
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7 Information panel
]

f Information ﬂ Clipboard

[}~ E 1.10 Assessment approach (assessment entities)

-l 2 Classification & Labeling and PET assessment s é Substance

To copy documents from a Template, click on Copy templates in the Template management
window. This opens a pop-up window in which a Template can be searched for and assigned. In
the example shown below, all the Templates whose Legal entity name ends in "manual” have been
found using the wild card "*". The Template named template 1 is about to be copied.
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Figure 50: Selecting a Template from which to copy documents

i

B,
Select templates to copy from

Endpoint study records and summaries contained in the selected templates will be

copied into this substance. ‘

Template name

Legal entity owner *manual

Template - Legal entity name Last modification date

ﬂ template_1 leo_for_manual 2016-04-05T18:25:55.132+0...
j}.( template_2 leo_for_manual Z018-04-07T15:12: 22 438+0...
f\ template_3 leo_for_manual Z018-04-07T15:12: 34 287 +0...

Dizplaying 3 resultis).
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After clicking on Copy, a report is displayed of which documents were copied, as shown below.

Figure 51: Report on the documents copied from a Template

i

<
Copy templates results
The selected templates have been copied
Please consult the table for detailed results ‘
Status Reference Mes=zage
@ m template_1 Copied 2 study records from template_1.

& | @ coRE/Analytical information / Ana...|Copied Flexible Record CORE / Analytic...
& | @ coRre/ composition / Substance c... |Copied Flexible Record CORE / Composi...

The documents copied from the Template are added to the TOC alongside existing documents.
The document icon is the standard icon because there is no link to the data from the Template,
and the data can be modified. Documents copied and inherited from a Template, and created from
within a Substance, are shown in the example below.
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Figure 52: Documents copied from a Template to a Substance

'IE Mavigation panel CORE / Templates / substance
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E 1.7 Suppliers
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EEI Copy templates...

E 1.9 Product and process orientated research and development

All the documents from a Template are copied. There is no way to make a limited selection during
the copy process. If a Template is copied more than once to the same Substance or
Mixture/Product, new extra copies of the documents are added to the TOC without over-writing
data.

5. Category

A Category is an entity that allows a chemical category to be described within IUCLID 6. This
section is divided into two parts. First, there is in introduction to the concept of chemical category,
and then there is a description of how IUCLID 6 can be used to represent and analyse data in a
chemical category.

5.1. Chemical category

A chemical category is a group of chemicals whose physicochemical and toxicological properties
are likely to be similar, or to follow a regular pattern because of structural similarity. These
structural similarities may create a predictable pattern in any or all of the following parameters:
physicochemical properties, environmental fate and environmental effects, and human health
effects. The similarities may be based on the following:

https://iuclid6.echa.europa.eu
o.:lucun 6



Functionalities of IUCLID 6 Page 56 | 195

1. a common functional group (e.g. aldehyde, epoxide, ester, metal ion, etc.); or

2. the likelihood of common precursors and/or breakdown products, via physical or biological
processes, which result in structurally similar chemicals (e.g. the 'metabolic pathway approach'
of examining related chemicals such as acid/ester/salt); and,

3. anincremental and constant change across the category (e.g. a chain-length category).

A chemical category is defined by a list of chemicals (the category members) and by a set of
properties and/or effects for which experimental and or estimated data are available or can be
generated (the category endpoints). A chemical category can be represented in the form of a
matrix.

Data gaps in a chemical category can be filled by using various approaches, including simple read-
across, trend analysis (interpolation and extrapolation) and computational methods based on
SARs, QSARs or QAARs.

5.2. Category entity

A Category entity contains a description of the rationale behind the chemical category, and a group
of Substance entities that contain data about the members of the chemical category. A Category
entity provides a functionality known as the category matrix. This displays links to all documents
across the member Substances per section. The matrix makes it easier to see which Substance
entities contain relevant documents, and aids navigation between them.

A Category entity must have a name, and be associated with a Legal entity. There is an option to
indicate the regulatory purpose of the category, as shown below.

Figure 53: The mandatory fields in a Category

category_1

am. Category Information Matrix

Category name*®

category_1

Public name

Legal entity*

Iﬂﬁ legal_entity_1

Regulatory purposes
|v DECD: CoCAP

Remarks

Information about the category and is rationale can be entered into the field at the bottom of the
page, as shown below.
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Provide in the field Category definition a summary of the common features of the category
members.

In the field Category order description, describe the order of the substances grouped in the
category including a brief explanation, if the properties of the category members follow a certain
pattern.

Under Category rationale, describe why the category can be formed (e.g. common functional
group(s), common precursor(s)/breakdown product(s), common mechanism(s) of action, trends in
properties and/or activities) and summarise how available experimental data verify that the
category is robust (i.e. category hypothesis and justification). Furthermore, describe here the set of
inclusion and/or exclusion rules that identify the ranges of values within which reliable estimations
can be made for category members (i.e. applicability domain of the category). Use the text
template available for this field to ensure that you address the relevant points.

Under Reports, you can attach supporting documents to describe the category.
Figure 54: Justifications and discussions for a Category

Justifications and discussions

Category definition

Category order dezcription

Category raticnale

Reportz

The members of a Category are managed in a table as shown below. A member can be any
Substance to which the User has access.

Figure 55: Managing the members of a Category

Category members

é substance 4/ hexanol
é substance_S/ pentanol

é substance_§ / cyclopentanol

3 Add... K Delste A Move up > Goto
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The category matrix shows the documents in the sections selected in the field shown below. Click
on the downward facing arrow to open the selector.

Figure 56: The sections available in the matrix view for a Category

Category documents

:) 1.2 Composition )

@ 1.4 Analytical information

g 6.1.1 Short-term toxicity to fish
€3 6.1.2 Long-term toxicity to fish

The selector for sections is shown below.

Figure 57: Determine which sections are shown in the matrix view for a Category

I

-

Onby endpointz relevant for the matrix of data availability are listed below

_ CORE r's
ﬁ] 1 General infermation
EI ﬁ] 1.2 Composition
R v @ Composition
ﬁ] 1.4 Anahytical information
L [ .. Analytical information
ﬁ] 1.5 Joint submission
e T @ /oint submission
ﬁ] 1.6 Sponsors
e T @ Sponsors
ﬁ] 1.7 Suppliers

e T @ Suppliers
ﬁ] 1.8 Recipients

EI
EI
EI
EI
EI
e T @ Recipients

EI ﬁ] 1.% Product and process orientated rezearch and development

e T .. Product and process orientated research and development

ﬁ] 2 Classification & Labelling and PBT azsessment

El ﬁ] 2.1 GHS

e T . GHS

El ﬁ] 2.2 DSD - DPD -

Dezelect all

When you have made your selection, click on OK. The selection can be edited later if required.

To open the category matrix click on the link Matrix in the header of the Data panel, as shown
below. It is possible to toggle between the matrix and the category management window using the
links shown below.
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Figure 58: Toggle between the matrix and the category management window

category_1

@l Category Information Matrix

An example of the main page of the matrix is shown below.

Figure 59: The main page of the matrix

category_1

. Category Information Matrix
= Matrix
é substance1 é substance? é substance3
CORE
&, 1.2 Composition : @ 1@
&, 1.4 Analytical information @
E 6.1.1 Short-term toxicity to fish 2 e 169
» CORE /! Shor-term toxicity to fish / Shori-term toxicity to fish.test
E 6.1.2 Long-term toxicity to fish 16 ' hﬂ & ' y ‘1
> CORE/Short-t toxicity to fish / Short-term toxicity to fish.test |

The matrix shows the selected sections as rows and provides a column for each member
Substance. Where there is at least one document, an icon indicates whether it is study record or a
study summary, and whether it is a referenced document. The icons at the top right of the matrix
interface are used to filter the type of document shown. The number of documents in that section in
that Substance is indicated before the icon. Clicking on the icon opens a drop-down menu from
which a document can be selected. A selected document is shown in the data panel. To get back
to the Category, click on the back button in the upper menu toolbar.

Clicking on the Substance name opens the Substance in the Data window.

To show all the documents for a particular section across all the Substances, click on the name of
the section. This opens a view like the one shown below.
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Figure 60: The documents in a Category for a particular section

E CORE - Short-term toxicity to fish

@ substancel &,

B CORE ! Shor-term toxicity to fish / Shor-term toxicity to fish.test_01 / substance1 / formic acid

Q RE / Shon-term toxicity to fish / Shont-term toxicity to fish.test_02 / substance1 / formic acid

& substance2 o,

& substance3 &,

B CORE ! Shor-term toxicity to fish / Short-term toxicity to fish.001 / substance3 ! propionic acid

A new summary can added from here by clicking on the add summary button &%

Category differs in IUCLID 6 compared to IUCLID 5 in that a Template cannot be attached directly
to a Category. However, a Template can be attached to a Substance that is in a Category.

6. Annotation

An Annotation is a type of entity in [IUCLID 6 that is used as a container for information that relates
to the evaluation of data in a particular regulatory context, for example, by a regulatory body. It
allows the data to be stored in a structured manner, so it is not just an attachment. There are two
tabs in the interface, as described below.

6.1. Basic data

Enter a name for the annotation and the organisation carrying out the work. The field Annotation
status may be used to record whether the annotation is still being worked on or whether it has
been finalised. An evaluation may be uploaded as an attached file to the field Attached regulatory
authorities' evaluation.

6.2. Dataset data

This tab contains fields into which details about the evaluation process may be recorded. The field
Remarks, is a free text field that has a free-text template. Suggestions as to what to enter are
provided in free text template. To open the free text template, click on the icon that shows the letter
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A with an arrow at the bottom right, A. To copy the text from the template to the field, click on the
button labelled Insert. The text should now be edited to contain the relevant data.

7. Dossier

A Dossier is a write-protected copy of the data stored in a Substance, a Category or a
Mixture/Product. Typically, a Dossier is used to submit data to a regulatory authority to satisfy a
legal obligation arising from a legislation, for example REACH.

7.1. Dossier creation

Before creating a Dossier, ensure that at least all the required data is in the dataset from which the
Dossier will be created. During the creation of a Dossier, data from the Substance or
Mixture/Product that is not required can be excluded. Therefore, there is no need to remove
unrequired data from the Substance or Mixture/Product before starting Dossier creation.
Remember that a Dossier cannot be modified, so if changes are required, the Dossier must be re-
created. A Dossier is created using a dedicated wizard. Whilst the wizard is running, no other
functionalities are accessible in the IUCLID 6 interface, so data cannot be modified.

To start the wizard, select the record of the Substance or Mixture/Product in the search results of
the Navigation panel, and then either click on the Dossier icon in the header of the search results,
or right-click and then select Create Dossier, as shown in the figure below.

Figure 61: Starting the Dossier creation wizard

— AR
SE IR
Y Fitter
Chemical name Legal entity name Reference substance
1 é substance * I ! @ butanone / hutan—Z—ul

Open
ﬁ] @ potassium chloride / |:I
Create Dossier...
____..) % sodium chloride / S-I:H:ll

Print...

é substance

El Generate report...
@ Export...

2 Create hyperlink
X Delste

Validate...

The wizard opens in a pop-up window. In the header of the window there are some instructions on
how to fill-out the wizard. In the footer, there is an indicator of the current step in the process. If
there is a problem with the data entered, a message is shown in the footer.
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7.1.1. Selecting the Dossier type

On the first page of the wizard, under the tab Substance, select the type of Dossier. The types
correspond to the views that can be applied to the TOC of Substances and Mixture/Products. If you
are not sure which one to select, see guidance specific to the legislation for which the Dossier is
intended. An example is shown below where the type of Dossier selected is REACH Registration
10 - 100 tonnes.

Figure 62: Select the type of Dossier

<

Step 1 - Select submission type: Select a submission type, which meets vour specific reguirements:
regulatory programme, type of dossier, tonnage band, member of a joint submission, etc.

The dossierfexport template iz used to determine which zubstance or mixture/product documents will p—
be selected by default. The selection can be modified manually in a subseguent step of the dossier ﬁ
creation/export process.

Note that all referenced documents will be automatically detached.

Substance

Select submission type for a Substance

= T T o |

{~ REACH Registration 1 - 10 tonnes, standard requirements

e
¢ (¥ REACH Registration 10 - 100 tonnes

i~ REACH Registration 100 - 1000 tonnes

[+ Use advanced zettings

™

'a' Select submission type m

7.1.1.1.  Use advanced settings

The option Use advanced settings provides options that allow data to be selectively included and
excluded from the Dossier. It also allows the User to check exactly what will be in the Dossier. For
example, fields flagged as confidential can be excluded. If the option Use advanced settings is
ticked, the next pages of the wizard are described in section 7.1.3 Advanced settings for excluding
and including data from the Dossier.

If all the available data required for the Dossier type is to be placed in the Dossier, the box can be
left unticked, in which case, the next page of the wizard is that described in section 7.1.47.1.4
Administrative data to be placed in the Dossier header.

If a tab labelled Use related categories is visible, the dataset from which the Dossier is being
created is in a Category. See the next section for more information of the inclusion of data from a
Category.

To proceed with the wizard, under the tab Substance, click on the button labelled Next.
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7.1.2. Use related categories

If the Substance from which the Dossier is being created is referred to by a Category entity, the
first page of the wizard has a tab labelled Use related categories, under which the inclusion of
Category entities in the Dossier is controlled. The default option Yes, includes all the Category
entities that refer to the Substance. In addition, either a subset or, none of the Categories may be
selected. An example is shown below in which only the Category named category 2 is included in
the Dossier.

Figure 63: Including a Category in a Dossier

"‘: Dossier creation wizard *

Select submission type; Select a submission type, which meets your specific requirements. regulatory
programme, type of dossier, tonnage band, member of a joint submission, etc.

The dossier/export template is used to determine which =ubstance or mixture/product documents will
be selected by default. The selection can be modified manually in a subseguent step of the dossier
creation/export process.

Note that all referenced documents will be automatically detached.

Use related categories | )

Uzegielated categories

Substan

i Yes
i Mo

(+ Select category (ies)

[~ category 3

v category_2

r category_1

Content of the dataset(s) of the category member(zs)

(" Same content for all category members (defined by the submission type selected for the main substance)

{+ Limited content for the category members (default)

(g

'a' Select submission type

7.1.2.1.  Content of the datasets(s) of the category members(s)

In Export and Dossier creation from a Substance, these fields may be used to reduce the scope of
the data that is outputted from the member Substances of the selected Category(ies). It can be
used to avoid including large amounts of unnecessary data, thereby using the system resources of
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IUCLID 6 more efficiently. The Substance dataset from which the Export or Dossier creation is
launched is referred to below as the main Substance.

Limited content for the category members

Members of categories other than the main Substance have a filter applied to remove all
documents except those in sections 1.1, 1.2, and 4 to 7. The field in the Category(ies) named
Category documents is not used in the filtration process. In effect, the entity Category is used only
to define a group of Substances. The only documents that are included from outside sections 1.1,
1.2, and 4 to 7, are those from the main Substance that are required by the Dossier type. This is
the default setting.

Same content for all category members (defined by the submission type selected for the
main Substance)

The type of Dossier determines which documents are included for both the main Substance, and
all the members of the Categories. The field in the Category(ies) named Category documents is
not used as afilter. In effect, the entity Category is used only to define a group of Substances.

After configuring the use of Categories, to proceed with Dossier creation, click on the tab
Substance, and then click on the button Next.

7.1.3. Advanced settings for excluding and including data from the Dossier

The filtering rules that are set in the following fields are applied cumulatively such that if any rule
excludes a type of document or a field, it is excluded from the Dossier.

7.1.3.1.  Include legal entity

Either exclude or include the Legal entity that is attached to the Substance or Mixture/Product.
Unlike the other fields, the default is to exclude.

Figure 64: Include/Exclude legal entity from a dossier

Include legal entity
Select whether to include the legal entity on the dossier header and identification
' Exclude legal entity

" Include legal entity

7.1.3.2. Detail level of document fields

Unticking the box labelled Detailed fields, excludes from a Dossier the fields that are labelled as
being confidential by having the word confidential in the name of the field, and a grey warning icon
to the right of the field name. Note that these fields are handled completely separately from fields
for which flags may be set.
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Figure 65: Detail level of document fields, to be included in a dossier

Detail level of document fields
Content of the documents to be included: by default the basic fields are included, please select if you want to include:

[V Detailed fields {e.g. needed for robust study summaries)

¥ Fields marked "(confidential) dL"

Example
The figure below shows an example of a field that can be excluded. It is part of Test materials.

Figure 66: Example of a field marked as confidential but with no flag

Other characteristics

Test material form

zolid: crystalline .| Cther

Details on test material

AlX
{ Confidential details on test mat@
=+
0.1 % EDOTA|

7.1.3.3.  Confidentiality and Use restricted to selected regulatory programmes

The fields Confidentiality and Use restricted to selected regulatory programmes both relate to flags,
which are described in section 1.3.2 Flag. The figure below provides a summary of how the

interface behaves for these fields.
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Figure 67: Automatically exclude fields from a Dossier

Flags for confidentiality

‘1
Select information that wil be included %

3
[iata for which a confidentiality flag may be =et, but it is not. ! @
Bl CBI: Information must not be provided to other companies or disseminated to public
P IP: Information should onby be provided to other companies when they are trusted
no PA no PA: Information can be provided to other companies but must not be dizseminated to pldblic
1
&)

Flags for regulatory programme

Select information that will be included

* No regulatory purposes
EU: BPD or EU: BPR
EU: CLP
EU: PPP
EU: REACH
CA: CEPA
CA: PCPA
JP: CSCL
OECD: CoCAP
US: EPA HPVLC
US: FIFRA
US: TSCA
Any other

Key for Figure 67

1. Open the pick lists that are shown in the figures below

2. Get some tips on what the abbreviations used here mean.
3. Untick all the options in one go, and collapse the field.

Clicking on the black triangle opens a pick-list. Unticking a box excludes the fields that are flagged
with that particular type of confidentiality, or regulatory programme.

The pick-list for confidentiality flags is shown in the figure below. For example, if the box for CBI
were unticked, all fields flagged as CBI would be automatically excluded from the Dossier.
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Figure 68: Automatic exclusion of fields from a Dossier according to the values of confidentiality flags

i

<

-

|7 Mot confidential

v cBl- [confidential business information]
v IP - [intellectual property]

¥ noPa - [not publichy available]

De=zelect all Select all Cancel

The pick-list for regulatory flags is shown in the figure below. For example, if the box for EU: CLP
were unticked, all fields flagged with EU: CLP would be automatically excluded from the Dossier.

Figure 69: Automatic exclusion of fields from a Dossier according to the values of regulatory flags

i

<

-,

32820 2/EC]

v Any other

¥ No regulatory purposes

[w EU: BRD or EU: BFR - [Biocidal Products Directive S8/2/EC or Biocidal Products Regulation

¥ EU: CLP- [Clas=ification, Labeling and Packaging]

¥ EU: PPP- [Plant Protection Products Directive 51/414/EEC]

W EU: REACH - [Registration, Evaluation and Authorization of Chemicals]
W Ca: CEPA - [Existing Substances Program under CEPA]

¥ ca: PCPA - [Pe=st Control Products Act]

¥ Jp:cscL - [Chemical Substances Control Law]

¥ OECD: CoCAP- [Cooperative Chemicals Assessment Programme]

¥ US: EPA HPVC - [HPY Chemical Challenge Programme]

¥ Us: FIFRA - [Federal Insecticide, Fungicide and Rodenticide Act]

W us: TsCA - [Toxic Substances Control Act]

De=elect all Select all Cancel
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7.1.3.4. Include Annotations

This step in the wizard allows Annotation entities to be excluded. The default is to include them all,
as shown below.

Figure 70: Exclusion of Annotation entities

Included Annotations
Select whether annotations of the selected documents =hould be included in the dossier/exported

{* Include all related annotations

{~ Do not include annotations

[~ Skip document selection step

7.1.3.5.  Skip document selection

If all the documents in the substance dataset are to be included in the dossier, tick the option Skip
document selection. This misses out the next step in the wizard, and jumps straight to the entry of
administrative data in to the dossier header.

7.1.3.6. Document selection

This step of the wizard is used to manually exclude documents from the Dossier, and to check
which documents will be included. An annotated example is shown in the figure below.

https://iuclid6.echa.europa.eu
o.:lucun 6



Functionalities of IUCLID 6 Page 69 | 195

Figure 71: Manual selection of documents in a Dossier
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Step 4 - Verify selected documents: Verify the selected documents or select/deselect as appropriate.
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v Eﬁ annot_1 i. @ J@) DECD/ Long-term toxicit
— 6.1.3 Short-term toxicity to a
i) L] 3
Submission:  REACH Registration 10 - 100 tonr 1 ,
I 8)
Final outcome
9) 19|y Textfiter I~
= é substance! ! formic acid =
Eﬁ annot_1

[H] formic acid / 200-579-1
E} HH legal_entity_manual
- O5l Person Contact
E} Y template_1

‘FF' lamal antie manoal

Key for Figure 71
1. On the left, there is a list of all the entities due for inclusion in the Dossier.

2. Selecting an entity in the list causes information about the entity and its documents to be
shown in the middle and right-hand upper panes.

3. Unticking an entity from the pane on the upper left causes it to be excluded from the Dossier.
However, the entity from which the Dossier is being created cannot be excluded. This explains
why in the example shown above, the tick box for the Substance is greyed-out.

4. To resize a pane, hover the cursor over its boundary until a double-headed arrow appears, and
then click and drag.
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5. The upper middle pane contains a tree view of the entity currently selected in the upper left
pane.

6. Within the entity tree view in the upper middle pane, some sections and documents can be
excluded by unticking their boxes, but some cannot. This is because IUCLID is applying the
rules for which sections are mandatory, in accordance with the type of Dossier selected in
step 1 of the wizard. Mandatory sections cannot be excluded. The examples shown include
documents in both mandatory and not mandatory sections. A section from which a document
has been excluded is shown in the tree with a different icon for its node, as shown below.

Figure 72: Section with excluded documents in Dossier creation

[L} |7 ﬁf 4 Physical and chemical properties

EI 7 ﬁf 4.2 Melting point / freezing point
> F 9 CORE / Melting point / freezing point / Metting point / freezing point.001 / substance / formic acid
. OECD / Melting point / freezing point / Melting point / freezing point.001 / substance1 / formic acid

toxicological information
.1 Aguatic toxicity
6.1.1 Short-term toxicity to fish
v g CORE / Short-term toxicity to fish / Short-term toxicity to fish.test_01 / substancel / formic acid
i g CORE / Short-term toxicity to fish / Short-term toxicity to fish.test 02 / substancel / formic acid
E| v . QECD / Short-term toxicity to fizh / Short-term toxicity to fizh.001 / substance1 / formic acid
EI test_materials_1
(= v ﬁ] 6.3 Terrestrial toxicity
E} v 5.3.3 Toxicity to terrestrial plants

= ﬁf T Toxicological information

7. The right-hand upper pane shows documents that refer to the selected entity.

8. The type of Dossier is stated here, under the upper middle pane.

9. The expected final outcome of what the Dossier will contain, is shown in the lower pane.

10. The content of each pane can be filtered by entering text into the box next to the funnel icon.

If an entity is excluded that is essential for the Dossier to be created, a warning of the type below is
shown.

Figure 73: Error message on exclusion of an essential entity from a Dossier

"‘E:,; Cannot continue. All section documents to be included are not linked directly to a parent. Please revise your
selection.

After making any exclusions of documents required, go to the next step of the wizard where
administrative information is entered.
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7.1.4. Administrative data to be placed in the Dossier header
The information entered on this page is recorded in the header of the Dossier.

If the IUCLID 6 database contains at least one Dossier that was created from the same Substance
dataset as the current Dossier, there is an option to copy all the information from the header of
such a Dossier. To perform the copy, double-click on the entry in the list for the required Dossier.
All the values in the Dossier header are copied over, including empty fields. Therefore, where an
empty field is copied, any value in the header being edited is deleted. The feature of copying a
header is particularly useful when preparing an update to a regulatory submission. After copying a
Dossier header, remember to edit the copied values, where necessary, so that they are correct for
the Dossier being created.

Figure 74: Copy data from the header of a Dossier that was created from the same Substance dataset

"é Dossier creation wizard

Administrative information: Enter additional infermation concerning vour dossier
Submission type : REACH Registration 10 - 100 tonnes

Select the dossier you would like to re-use as a starting point (by double clicking the relevant row of the table)

Dossier creation date Submigsion type Dossier name

2017-04-10T18:48:50.108+03:00 REACH Registration 10 - 100 tonnes |R_10-100 / SUBSTANCE : table_s...
2016-00-05T11:46:18.000+0:3:00 REACH Registration 1 - 10 tonnes,... |R_1-10_STD/ SUBSTANCE : table...
2016-00-05T11:44:02 000+03:00 REACH Registration 1 - 10 tonnes,... |R_1-10_PC / SUBSTAMCE : table_...

Retrieve information from dossier header -

Information will be copied from the selected dossier header.
Any changes performed might be lost.
Dossier name (given b Do you want to continue?

Dozsier submission rel

Updated from w1

All types of Dossier have the fields Dossier name and Submission remark. The field Dossier name
is an optional field in the Dossier header. For instructions on what values to enter, see the
guidance for the particular legislation. If a field contains an erroneous value, the background of the
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field is coloured in pink, and a brief explanation is provided in the footer of the wizard page. An
example is shown below in which the value for a mandatory field has not yet been entered.

Figure 75: Data validation in the Dossier header

"i; Dossier creation wizard x
Administrative information: Enter additional infermation concerning vour dossier
Submission type : REACH Registration 10 - 100 tonnes ‘ —_— |
[T The submission is an update e

Dossier specific information

Phaze-in

14

(%) V1170: The phase-in status is mandatory. ~

a Administrative information m

7.1.5. Final step in Dossier creation

When all the mandatory fields have been filled, the button labelled Finish becomes active. Click on
it to start the process of creating the Dossier. When the Dossier has been created correctly, the
following message is shown.

Figure 76: Dossier created successfully

-

EX3

ﬂ Dossier creation was completed successfully.

Do you want to view the created dossier?
e

To view the content of the Dossier, first click on Yes, and then browse through the tree structure
shown in the tab Contents. The structure of a Dossier is described in the next section.
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If you do not need to view the Dossier, but you want to check it straight away using one of the
plugins, for example the Fee calculator, first click on the tab Search, which shows the Dossier as a
single search result. Next, right-click on the record of the Dossier, and select the required function.

7.2. The structure of a Dossier

A Dossier is an entity that contains a read-only copy of data from a Substance or Mixture/Product,
plus header information, and in some cases category information. On opening a Dossier from the
list of search results in the Navigation panel, a tab appears labelled Components. Under this tab,
there is a tree view of the entities in the Dossier. The copy of an entity in a Dossier has an image of
a lock superposed on to its icon to indicate that it is read-only. The original entity is still accessible,
but there is no link between it and the copy in the Dossier. By default, the tree view is fully
collapsed showing only the Substance or Mixture/Product from which the Dossier was created, and
any Legal entity that may have been included in the Dossier. Check that the Dossier header
contains all the information that was entered into the Dossier creation wizard. The example in the
figure below indicates where the Dossier type and the subject of the Dossier are located in the
Dossier header.

Figure 77: Top-level entities under the component tab and in the Dossier header

'IE Mavigation Panel R_10-100 / SUBSTANCE : substance 1/ ethylen
Search Components | Annptations =N | X
h Dossier header

Elrﬁj R_10-100 / SUBSTANCE : substance 1/ ethylene oxide /
E}é substance 1/ ethyvlene oxide / uxiranertfg-ﬂ:s"'\
E'E template_1
ﬂ leo_for_manual
o ethylene oxide f oxirank / 75-21-8 / 200-845-9

Dossier submission type

F i

MName

REACH Registration 10 - 100 tonnes

Version

reach 2.0

Dossier name (given by user)

dossier_2

Dossier subject
Dossier subject

[ — I_é substance 1/ ethylene oxide / oxirane / |
Submitting legal entity

The tree view can be expanded to see which entities are in the Dossier. Opening an entity from the
tree view displays it in the Data panel. To return to the Dossier header, open the top-level node in
the tree view, as shown below.
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Figure 78: How to display the Dossier header

'IE Mavigation Panel

Search  Components | Annotations

ethylene oxide / oxirane § 75-

L= |

General information

Reference substance name*®

ethylene oxide

_ ﬂ leo_for_manual
- ethvlene oxide / oxirane / 75-21-8 / 200-845-9

Inventory

Inventory number
EC / 200-8345-9 / ethylene oxide

Opening a Substance entity displays its TOC under a new tab. The TOC of the Substance can be
browsed in the usual way, in read-only mode.

Figure 79: Viewing a Substance in a Dossier

CORE / identification / substance 1/ ethy

Search Components Annotatio | @ |
REACH Registration 10 - 100 t
egiztration onnes cubstance name*
Y Text fiter =
substance_ 1
-l 0 Related information
E]ﬁ'f 1 General information Public name
& [ 1.1 identification cubstance 1
@y |dentification
&’ 1.2 Composition Legal entity flags
- 1.3 dentifiers (2]
=i’ 1.4 Analytical Information Legal entity*
+- g 1.5 Joint submission

7.3. Export a Dossier

If a Dossier is to be submitted to a regulatory authority, it must first be exported. To export a single
Dossier to a file, right-click on its record in the search results shown in the Navigation panel. A
simple wizard starts that allows the destination file to be defined.
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Figure 80: Export a Dossier

Dozsier Name

Subject Name

7.4. Compare Dossiers (Available only in the web interface)

& Mon, 9 Oct 2017 1745934 +0300 / doss_1_fee waiver

R_1-10_5TD / SUBSTAMCE : table_salt / sodium chioride /| |table_salt
rﬁj sodium chloride / 7847-14-54
Tue, 10 Oct 2017 17:08:57 +0300 / initial_dossier_ts
R_1-10_STD/ SUBSTAMNCE : table_salt / sodium chloride /| |table_salt
rﬁj sodium chlor-=-_y === o7
Tue, 10 Oct bk Open
R_1-10_STC )
H Mon, @ Oct 2 Print... sub-2
H R_1-10_STC =!  Generate report... 51-55-8 =ub_1
&) Non, 5 Oche
H R_1-10 1-55-81/ sub_1
& Mon, 80 3_chem
H R_1-10_STC ) 31-55-8/ =ub_1
) Mon, 9 Oct & Validate... _pbt
rﬁj R_1-1 '}—STE ﬂ Dissemination preview... 2128/  |sub_1
Mon, 8 Oct 2 _pbt
W B Ccalculate fee... 51-558/  |sub_1
Mon, 9 Oct 2
— R_1-10_STC . __C_E.FT???"_'___. e 515581 |gub_1
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The function Compare provides a means of viewing all the differences between the data contained

within two Dossiers.

7.41. Selecting Dossiers to compare

To compare any two Dossiers, right-click on one of them in the search results, and then select

Compare, as shown below.
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Figure 81: Starting the Dossier comparison wizard from a single Dossier

H R_1-10_
&) Mon, 8 Oct 20

Doszsier Name Subject Name

R_1-10_S5TD/ SUBSTAMCE : table_salt / sodium chloride /! |table_salt
I%j =zodium chloride / 7547-14-5/

Tue, 10 Oct 2017 17:08:57 <0300 / initial_dossier_ts

R_1-10_STD/ SUBSTAMCE : table_salt / sodium chioride /' |table_salt
I%j sodium chlorig~ £ 747 44 £ 8

Tue, 100ct2 [ Open

R_1-10_STDv
H Mon, 8 Oct 20 o Print.. -
H R_1-10_STD E‘_, Generate report... f-35-8/  |sub_1
&l Mon, 5 0ct20
B R_1-10_PC/° Export... 558/ |sub 1
Gl Mon, 50ct20 % pelete _chem
H R_1-10_STD _ 15581  |sub_1
@l \Mon, 9 Oct 20 Validate... ibt
I:=ﬂ :ELT1EDEJSBT1-3EJI a Dizsemination preview... '.:;[55'5"’ sub 1
H R_1-10_STDu @ Calculate fee... ]-55-8 / =ub_1
Gl Mon, 8 0 @ Compare. ..

i I} -50-8 / sub_1

Page 76 | 195

This opens the Dossier comparison wizard in a pop-up window. An example is shown below.

https://iuclid6.echa.europa.eu

o.:lucun 6



Functionalities of IUCLID 6 Page 77 | 195

Figure 82: Selecting Dossiers for comparison, and the order of comparison

-d Comparison wizard X

Bl

Please zelect the two documents to be compared

Select dossiers

@ R_1-10_STD/ SUBSTANCE : table_salt / sodium chioride / T647-14-5/ 2016-09-05/ts_latest. » @ X

e

o Select dossiers

The selected Dossier is shown in the upper field. To select the other Dossier, in the lower field,
click on the link icon and then search for the Dossier. The order in which the Dossiers are
compared may be reversed by clicking on the button that is between the two fields.

If both Dossiers are visible in the results of the search window, and both are selected, the Dossier
comparison wizard may be opened from either Dossier record, in which case both Dossiers appear
in the comparison wizard, and in the same order as in the search results. An example of the
selection of Dossiers in the search window, and right-clicking an entry is shown below:
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Figure 83: Select two Dossiers for comparison from within the search results

Clear

BER LR,
‘r Fitter
Dossier Mame Subject Name  Creation date ~

R_1-10_STD / SUBSTAMNCE : table_salt/ -
ﬁ sodium chloride / table_=alt 2016-059-05T15:359:44 618+03:00

2016-00-05 [/ ts_latest .

R_1-10_STD/SUBSTANCE [H) Export.
ﬁ sodium chloride / X Delete zalt 2016-09-05T15:26:56.421+03:00

2018-09-05 / ts_edited_ann

R_1-10_STD/ SUBSTAN Compare. ..
H sodium chloride /
il 2016-08-05/
dossier_table_=alt_public_name_v_phas

2016-08-05T15:12:08.111+03:00

7.4.2. The summary view in Dossier comparison

When you are sure that you have selected the correct Dossiers in the required order, click on the
button, Next. The wizard shows a high-level summary of the comparison; with the compared
entities listed on the left. An example is shown below in which the differences between the
Dossiers are:

1) The names of the Dossiers given in the Dossier headers are different;

2) The Annotation an_1 that is attached to the Substance was edited;

w

Information was added to the Reference substance named Potassium chloride;

N

The Legal entity site named Heinola was edited;

)
)
)
)

5) A new Reference substance was included in the second Dossier, named tetrasodium

hexacyanoferate;

6) Data was added to the Substance in an endpoint study record in the section on Basic
toxicokinetics.
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Figure 84: Page two of the dossier comparison wizard

4, Comparison wizard >
Comparizon results
8- |
T Text fiter Y Text fiter
1%‘1 R_1-10_STD / SUBSTANCE : table_salt / sod...
é ;L-_-ﬁ table_salt / sodium chleride / sodium chioride. ..
@ potassium chloride / potassium chloride / 74,
a2 = sodium chieride / sodium chioride / 7T647-14-...
@ tetrasodium hexacyvanoferrate / tetrasodium ...
I = water / water / 7732-18-5 / 231-791-2
ﬂ @] European Chemical Agency / Helzinki/ Finland
W Heinola / Lahti / Finland
ETH| @] User, Manual, ECHA
= an_t
View differences
@] same UUID - identical content included only in first dossier
same UUID - different content included only in second dossier
;'e_'ﬁ different annaotation (Hash: x} thiz symbol indicates same content with other documents/entities
™
0 resu

In the first column, icons are used to indicate the type of entity. In the second and third column,

icons are used

to indicate the results of the comparison, as described in the table below.

Table 6: Key for the icons in the Dossier comparison wizard

Icon Label in Description
interface

@] Same UUID - | The entity or document is exactly the same in both Dossiers.
identical
content
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Icon Label in Description
interface
Same UUID - | The entity or document has the same UUID in both Dossiers, but
different different content. For example, this could happen for an endpoint
content study record if the Dossiers being compared were created from
the same Substance that contained it, and the endpoint study
record were edited after the creation of the first dossier. This can
occur during the process of providing updated data under a
regulation, for example under REACH.
- Different There is a difference in the content of the Annotation, even if the
annotation UUID is the same in both Dossiers.
m Included only | The numbers 1 and 2 refer respectively to the upper and lower
in first dossier | fields on the first page of the comparison wizard.
2] Included only The numbers 1 and 2 refer respectively to the upper and lower
in second fields on the first page of the comparison wizard.
dossier

If the selected type of entity contains other entities or documents, as is the case for Substance,
selecting it in the left panel causes a hierarchical table of contents to be shown in the right panel.

An example of the table of contents shown on the right, for a Substance, is given below.
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Figure 85: Viewing the table of contents of a Substance in the Dossier comparison wizard

T Text fitter Y Text fitter

[%] R_1-10_STD/ SUBSTANCE : t... =] REACH Registration 1 - 10 tonnes, star +
é <4 table_salt/ sodium chioride / 5... |_:3E @] 0 Related information

@ potassium chiloride / potassiu... E}E @ 0.4 Azsessment entities

@ @] sodium chloride / sodium chior... . @ @ Agsessment entities

@' tetrazodium hexacyanoferrat... [—jn 1 General information

@ @] water | water / 7732-185/2 .. L‘—JE @] 1.1 Identification

ﬂ @] Eurcpean Chemical Agency [ ... E|= @] ldentification

Wi Heinola / Lahti/ Finland é @] < table_salt/ sodium
E_i-i" @] U=er, Manual; ECHA [—}-E 1.2 Composition

= an_1 @ [ CORE / Composition / Comp

E}-E @] 1.4 Anahytical Information
E}-E @] 1.7 Suppliers
E @] 2 Classification & Labelling and PBT
E @] 3 Manufacture, use and exposure
E @] 4 Physical and chemical properties
E 7 Toxicological infermation
& 1) 7.1 Toxicokinetics, metabolism
-l [ 7.1.1 Basic toxicokinetics
@ [=] oEcD/ Basic toxicokin
! @j OECD / Basic toxicokini _

e SO e TN

m

Difference is indicated in an upwards direction through the hierarchy of the table of contents. For
example in Figure 71 above, a difference is indicated for 7 General Information, but not for
0 Related information.

7.4.3. Hash: x

If two or more entities or documents in a single Dossier have identical content, but different UUIDs,
a label of the form (Hash: x) is appended to the entry in the tree view shown on the right. The
number x is unique to the duplicated content. It starts at 1 and increments by 1 for each
document/entity that contains unique identical content.

Example

An example is given below in Figure 72, where there are two sets of repeated content, one with an
entry ending in (Hash: 1), and another with an entry ending in (Hash: 2).
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Figure 86: Entities/documents with content duplicated within a Dossier

‘T Text fitter

E REACH Registration 1 - 10 tonnes, standard requirements

E @] 0 Related information
E @] 1 General information

E @] 2 Classification & Labelling and PBT azsessment
E @] 3 Manufacture, use and exposure
E @] 4 Physical and chemical properties
E T Toxicological information

E}E 7.1 Toxicokinetics, metabolism and distribution

o[l ) 7.1.1 Basic toxicokinetics

> . @] QECD / Basic toxicokinetics / ep-b / table_salt / =odium chloride / 7647-14-5 (Hash: 2}
. . QECD / Basic toxicokinetics / ep-b-copy / table_sal / sodium chioride f 7647-14-5 (Hash: 2}
_ . @] OECD / Basic toxicokinetics / ep-a / table_salt / sodium chloride / 7547-14-5 (Hash: 1}
(] OECD / Basic toxicekinetics / ep-a-copy / table_salt / sodium chioride / 7T647-14-5 (Hash: 1}

EEI---E @] 7.1.2 Dermal absorption

[

In Dossier 1 there are two endpoints with identical content and different UUID: ep-b and ep-b-copy.
In Dossier 2 there are two endpoints with identical content and different UUID: ep-a and ep-a-copy.
The endpoints ep-a and ep-b are in both Dossiers. Endpoint ep-a-copy is in only Dossier 2 and
endpoint ep-b-copy is in only Dossier 1.

7.4.4. View difference

The button View difference is active on selection of a row in either the left or right panels for which
a difference is indicated, and the row represents either a document or an entity at the lowest level
in the hierarchy. In the left panel, this includes the top row, which represents the Dossier header,
and some other entities such as Legal entity site, and Reference substance.

An example of the table of contents shown on the right, for a Substance, is given below. Various
differences have been found in the Substance. In this case, the view on the right of the page is
being used to select a Composition.
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Figure 87: Viewing the table of contents of a Substance in the Dossier comparison wizard

"i; Comparisen wizard

Comparizon results

T Text fiter

Bl
T Text fitter

sodium chioride § 2odium chiori...
@ tetrasodium hexacyvanoferrate ...
I = water / water / 7732-18-5/ 23...
ﬂ @] European Chemical Agency JH...
p‘& Heinola / Lahti / Finland

ETH| @] User, Manual, ECHA

Eﬁ an_1

é ;Eﬁ table_salt / sodium chiloride / s0...

E REACH Registration 1 - 10 tonnes, stan... *~
EIE @] (0 Related information
E} E @] 0.4 Assessment entities

1.1 ldentification
—] Identifization

- CORE / Composition / Comp... 3

E}E [=|| 1.4 Analytical Information -

@] same UUID - identical content included only in first dossier
same UUID - different content included only in second dossier

;'e_'ﬁ different annaotation (Hash: x} thiz symbol indicates same content with other documents/entities
™
O reurs

Whilst the button View difference is active, clicking on it opens a page that lists the differences
within the document or entity. An example of the window is shown below for the selection made in
Figure 70. The difference indicated is for the Dossier header, where the names of the Dossiers are

initial_dossier_ts and update_dossier ts.
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Figure 88: A list of the differences between the headers of two Dossiers

-4 X

Detailed comparizon differences

Selected document = R_1-10_STD / SUBSTAMNCE : table_salt / sodium chiloride / sodium chloride / 7647-14-5 Mon, 5 Sep Z
Filter

f* show all " show only different ¢ show only identical

Field Value in 15t Document Compare state  Walue in 2nd Document
DOSSIER.A_1-10_S5TD inttial_dossier_ts Fj update_dossier_ts
- ® DOSSERR_1-10_STD initial_dossier_ts =l update_dossier_ts
EI SubmissionType
| # JointSubmission false false
- | InformationProvidedByLead
----- # ChemicalSafetyReport false false
- ----- # GuidanceOnSafetyReport | false falze
N # ReviewedByAssessor false false

This view has three types of filter: show all, show only different, and show only identical. The
locations of differences are emphasised using a red background, as opposed to green where the
data are identical. The tree view may be collapsed or expanded as required. The compared values
are shown in the columns Value in 1st Document and Value in 2nd Document.

If a value is too large to be seen all at once in the list view, or if you need to copy the value to the
clipboard, open the side-by-side comparison view, by clicking on the icon in the column for
Compatre state. An example is shown below for a rich text field in an endpoint study record. For a
field of type rich text, the HTML code for the field is shown.
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Figure 89: Show side by side, the values for a field in two different dossiers

o X

Detailed comparizon differences

Selected document = OECD / Basic toxicokinetics / Basic toxicokinetics. 001 [/ table_salt / sodium chioride / =odium chioride

Filter
= show all * show only different " show only identical
Field Value in 1st Document Compare state [Value in 2nd Document

EMDPOINT_STUDY_RECO... Basic toxicokinetics. 001 Basic toxicokinetics. 001

EI ApplicantSummaryAn... Eﬂ
# ExecutiveSummary @n example ufat@

-4

Values comparisoen

I I
Nalue in 2nd ument

"alue in 1st Document

<htmt=
<head:=

</head= b

<body=
e="margin-top:0;"=

This iz an example of a text value that iz too long to be visible in the

list page of the dossier comparizon tool all at once.

</html=

7.4.4.1. Comparing the headers of Dossiers

To view the differences between Dossier headers, select the top row on the second page of the
comparison wizard, and then click on the button View differences. An example of the selection is
given in Figure 70. All the fields in the Dossier header are shown, for example, the phase-in state,

and whether the Dossier is marked as an update.

If there are two icons for Dossier, this means that the Dossiers were created with different
submission types; for example, REACH Registration 1 - 10 tonnes, standard requirements and
REACH Registration 1 - 10 tonnes, physicochemical requirements.
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8. Legal entity

In IUCLID, a Legal entity is used to store information about a party or person that is involved in the
life-cycle of a chemical substance, mixture or product. A Legal entity can be used to identify the
party that is responsible for a certain activity, such as the manufacturing or import of a substance.
The Legal entity does not have to be created by the person or party it represents. For example, a
manufacturer can create a Legal entity to store information on a third party representative of the
substance, or an only representative can create Legal entities to identify their suppliers.

A Legal entity can be associated with various entities, such as Substance. When a User creates an
entity, by default, the working legal entity for the User is assigned to the entity. This can
subsequently be changed to any of the Legal entities to which the User has access, not just the
working one.

To change the working legal entity go to the function My Account under the tab Administration,
which is accessible from the Home page in the pane Administration. The working Legal entity has
the text (working) after its name. To set a Legal entity as the working one, move it to the top of the
list using the button Move up. If the Legal entity you want is not present: import it, create it, or if
applicable, obtain access to it from your system administrator. The administration of the access to
Legal entities is described in section 15.2.2.4.2 Assign Legal entities to users.

The data panel for Legal entity contains the following four tabs, as shown in the example below.

Figure 90: Data window for Legal entity

legal_entity_1

Generalinformation | \dentifiers  Contact information  Sites

Legal entity name*
legal_entity_1
Legal entity type

consultant .| ™| Other

Remarks
Free text can be entered here.

Other names

Flags Mame
[CBI EU: CLP another_name

) Add...
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8.1. General information

The name of the Legal entity must be entered, but the other fields are optional. If an attempt is
made to create a Legal entity with a name that already exists in the database, a warning is given. If
the warning is dismissed, a Legal entity is created with the name, but with a unique UUID.

The type of the Legal entity and other names are for information purposes. Flags can be set for the
other names.

8.2. Identifiers

The identifiers can be recorded of type Legal entity, Regulatory programme, and Other IT system.
Each type contains a menu from which relevant sub-types of identifier can be selected. For
example, Legal entity has an option for DUNS. A flag can be set for each identifier.

8.3. Contact information

An address can be defined for a contact of the Legal entity and a link can be made to the entity
Contact.

8.4. Sites

This shows a list of the Legal entity sites that have been associated with the Legal entity. The
association is made from within the Legal entity site. Clicking on a record in the list opens the data
window for that Legal entity site.

9. Legal entity site

A Legal entity site is an entity that is used to associate a Legal entity and its associated entities
with a physical location. This can have important legal implications, especially where the country is
concerned. A Legal entity site must have a name and must be associated with a Legal entity. To
make the association to a Legal entity, click on the link icon & in the field Legal entity owner,
select a Legal entity, and then click Assign.

More than one Legal entity site can be associated with the same Legal entity.

A contact address and IT identifiers can be added. Optionally, a flag can be set that refers to the
whole Legal entity site.

10. Reference substance

A Reference substance is an entity that is used to define a particular molecular structure, or narrow
range of molecular structures in such a way that the definition may be re-used. A Reference
substance contains chemical identifiers and structural information. For example, there is typically a
one to one relationship between Reference substance and EC number. A single Reference
substance can be referred to from multiple entities wherever a chemical identity needs to be
defined, for example in a constituent of a Substance.
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To make a link to a Reference substance from some other entity, click on the link icon &2 in the
field Reference substance, search for and then select a Reference substance, and then click
Assign. The search window also allows a new Reference substance to be created.

The use of Reference substances is efficient because some chemical substances appear
frequently across multiple Substances and Mixture/products. In addition, Reference substances
can be shared and exchanged among instances and users of IUCLID. A collection of Reference
substance entities are available to download free of charge from the IUCLID 6 web site under the
section Support / Get Reference Substances. If the required Reference substance is not available
on the web site, or if you otherwise prefer, it is possible to create a Reference substance within
IUCLID.

10.1. Inventory

A Reference substance must at least have a name defined. The name is often the same as an
entry in an inventory such as the EC Inventory, but it does not have to be. To link the Reference
substance to an entry in an inventory, click on the link icon & in the field inventory, search for and
then select an entry, and then click Assign. The arrow icon next to the link icon leads to the record
of the inventory entry. To return to the Reference substance after clicking the arrow, click the back
button. The cross icon removes the link. This is useful if you need to link to a different inventory
entry than the current one.

If no link is made to an inventory, a reason and a justification can be supplied under No inventory
information available.

10.2. Reference substance information

Reference substance information is a collection of fields that contain identifiers for the Reference
substance and related substances. Identifiers are entered here in addition to any link to an
inventory. In the field identifiers of related substances, a block may be created per related
substance. Within the block there is a field Relation, where the relationship can be described.

A single flag can be applied to all of Reference substance information, for example for
confidentiality.

10.3. Molecular and structural information

In Molecular and structural information, enter the molecular formula, the molecular weight, and
upload an image that shows the structure in either JPEG, GIF, or PNG format. The field molecular
formula accepts text but no characters in subscript, so for example ethane would be C2H4.

A single flag can be applied to all of Molecular and structural information, for example for
confidentiality.

11. Contacts

A Contact is an entity that records the contact details for a particular person. It can also be used to
record something about a person'’s role in a process, for example, as the competent person who is
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responsible for a safety data sheet (SDS). Links can be made from various other entities to a
Contact, for example from a Legal entity.

Using Contacts removes the need to re-enter details where a particular person is involved across
multiple processes and Substances. The built-in types of contact are competent person
responsible for the SDS, emergency contact, substance manager, and toxicologist.

11.1.1. The migration of contact details from IUCLID 5 to IUCLID 6

The entity of type Contact does not exist in [IUCLID 5. Instead, contact details are embedded within
the entities of type Substance, Mixture/Product and Legal entity. When such entities are migrated
from a IUCLID 5 database to a IUCLID 6 database, a new Contact is created in IUCLID 6 for each
set of contact information in [UCLID 5.

12. Chemical inventories

Chemical inventories is used to provide access within [UCLID to inventories of information on
chemical identity that originate from outside IUCLID. A Reference substance may be linked to an
entry in a Chemical inventory, to provide information on chemical identity in a standard format.

The EC Inventory is delivered with IUCLID 6 Desktop but not with IUCLID 6 Server. When
IUCLID 6 Desktop is first run after installation, the EC Inventory is imported in a background job.
For more information about background jobs, see section 1.7.4 Background jobs. The

EC Inventory is available for download on the IUCLID 6 website.

The EC Inventory contains chemical identifiers such as EC numbers, CAS numbers and molecular
formulae. The value of the field state is active for all the entries. Clicking on the icon for Chemical
inventories on the IUCLID home page opens the navigation window and attempts to display all of
the EC Inventory. However there are over 500 records, so with default settings, not all of them can
be displayed at once. A User with system administrator rights can change this limit.

Chemical inventories cannot be created from within IUCLID, but they can be imported, after which
they are read-only.

13. Literature reference

A Literature reference is an entity that identifies a particular document that contains information on
a Substance or a Mixture/Product. The only mandatory field is the title, but there are also various
other fields that allow a reader to find the document outside IUCLID. A link may be made to a
Literature reference from an endpoint study record in a harmonised template. The link is made
from the field data source.

As with all entities, each Literature reference has a unique UUID, which is shown in the information
panel. This allows the entity to be found directly using the function Search by UUID.
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14. Test materials

Test materials is an entity used to describe the material on which a physical test has been
performed. A link can be made to a Test material entity from within an endpoint study record. An
example is shown below.

Figure 91: A Test material entity referred to from within an endpoint study record

GLP compliance
yes (incl. certificate) v.. | ™ | Remarks

Test material

Test material information
E test_materials_1 < o
Specific detailz on test material used for the study

Al X W
SOURCE OF TEST MATERIAL

Sampling and analysis
Anahytical monitoring

.| ™ | Remarks

A Test material entity consists of a composition, similar to that used for a Substance, a description
of the physical form, and some extra information that may be considered confidential, such as a
batch number.

The composition can have components of type constituent, impurity or additive. The components
are shown in a table that can be edited in the usual way. Each component should be linked to a
Reference substance and given a concentration range. To make a link to a Reference substance,
click on the link icon &2 in the field Reference substance, search for and then select a Reference
substance, and then click Assign. The search window also allows a new Reference substance to
be created. If you click on the button New to create a Reference substance, after creating it, you
will have to go back to the Test materials entity, and create the component of the composition from
the beginning. The option Go to link target opens the Reference substance of the component
selected in the table.

The field Composition / purity: other information is provided to record more qualitative information
about the purity. The field Test material form is provided to record information about the physical
state and characteristics of the material used in the test. Finally, there are two free-text fields
where more details can be added. Suggestions as to what to enter are provided in free text
templates. To open a free text template, click on the icon that shows the letter A with an arrow at
the bottom right, A. To copy the text from the template to the field, click on the button labelled
Insert. On saving the Test materials entity, watch the message area above the navigation panel for
a few seconds whilst the data is checked. If anything is found to be wrong with it, an information
message will be shown. For example, if the message is "Concentration: At least one of the values
are not set", check the components of the composition.
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15. User management

User management provides a means of controlling access to data and functionalities within
IUCLID 6. If IUCLID 6 is run on a server, User management allows a single IUCLID 6 database to
be accessed by many different persons at the same time, each with personalised access. For
example, this allows a large organisation to centralise all its data in one database, and to provide
access that is tailored to both the security and functional needs of the organisation.

If IUCLID 6 is run as a desktop application with only one person accessing it at a time, there may
be no need to restrict access at all. For that reason, the desktop version of IUCLID 6 is delivered
with User management disabled. On starting IUCLID 6, the log in window is not displayed because
the log in is done automatically into a default User named SuperUser. The functions associated
with User management are replaced by the function My account. However, it is possible to switch
User management on and off via the menu, Admin / System administration. When data is migrated
from IUCLID 5 to IUCLID 6, if the IUCLID 5 database contains any User other than SuperUser,
User management is switched on in [UCLID 6. This is done on the assumption that a multi-user set
up is required. If that is not the case User management can be switched off via the menu, Admin /
System administration.

By default, User management contains only the types of data object User and Role. However,
switching on Instance Based Security (IBS) provides the additional type of data object, Group, and
with it, the related concepts of ownership and sharing. For an overview of IBS, see section 15.3
Instance based security (IBS).

User management is accessed either from the menu Users, or from a pane on the home page.

15.1. User

A User is a type of data object in IUCLID 6 that links the actions carried out in IUCLID 6 with an
individual person or persons who use the software. A User has authentication details in the form of
a username and password that must be entered to gain access to the User. The purpose of having
Users is to provide different levels of access to data and functionality, to different people. This also
allows a record to be kept of who has done what and when.

The username uniquely identifies the User throughout the interface. It is common to have a one to
one relationship between a person using IUCLID 6 and a User, in which case only one person
knows the authentication details of each User. For the desktop type of [IUCLID 6 installation, only
one user can be logged in at once, and they must do so from the same machine as that is used to
run I[UCLID 6. For the server type of IUCLID 6 installation, more than one user can be logged in at
once, and IUCLID 6 does not have to be running on the same machine as any of the persons who
access the software.

When someone creates or imports a document, the current User automatically gains ownership of
the document. The access to the document for other Users depends on how the system has been
set up. Ownership can be transferred between Users, but a document can be owned by only one
User at a time. An important function of a User is to define the legal ownership of data via a Legal
entity. For example when creating a Dossier, the ownership of the Dossier is defined by the Legal
entity selected for the User at that time. A User can have more than one Legal entity attached to it,
but can act on behalf of only one Legal entity at a time. The access a User has to functions and
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data within IUCLID 6 is controlled via Roles, and if instance based security is turned on, via
Groups, as described in later sections.

If the installation of IUCLID 6 is in a multi-user environment, it is common practice to give each
person who uses the software access to their own User, and to tailor it to the individual needs of
the user via Roles and Groups.

15.1.1. Users supplied with IUCLID 6

A fresh installation of IUCLID 6 Desktop comes with only the User named SuperUser for which
there is no need to log in. There is no need for authentication. On starting IUCLID 6 Desktop, the
home page is shown.

A fresh installation of IUCLID 6 Server comes with two Users: SuperUser and FullAccess.
Authentication details must be entered into a log in page.

16.1.1.1. SuperUser

The default password of SuperUser is root, but it can be changed during installation of a desktop
type of installation made using the installer. On first logging in, it is recommended to change the
password from the default value. SuperUser has complete access to functions of IUCLID 6 and the
data therein.

By default, the rules that govern the authentication of the User SuperUser are the same as those
for all the other Users. This means that it is possible for the User SuperUser to become locked as
described in section User management / Administration / General 15.1.2.4.1. The locking of
SuperUser can be prevented by setting a system parameter, as described in the document
Installation Instructions for IUCLID 6 Server, which is available on the IUCLID 6 website.

15.1.1.2. FullAccess

The user named FullAccess has full access to documents within the IUCLID 6 database, but no
access to administrative functions such as User management. If you want to log in as this User,
you will first have to set its password. SuperUser can do that.

15.1.2. User management

User management can be performed by a User that has the rights provided by the built-in Role of
User Manager. The relevant rights in a Role are described in section 15.2.2.4 User management.
An example of the user management window is shown in the figure below, where a record for a
User is highlighted in the Navigation panel, and its details are shown in the Data panel. Note that in
this example, there is a tab for Group, which means that instance based security is on. For an
overview of IBS, see section 15.3 Instance based security (IBS).
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Figure 92: User management

Users | Roles  Groups = | | | | 0

Query type | Getallusers Preferences | Password management Resources Administration Updates

Personal Information
Uzername SuperUser
Last name Super
First name LUs=er
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Clear Search
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| Y Fiter | Set the default behavior of sections
in documents:

Contact person

sections expanded by default -

Username Name

Superlser 15u per User e T

A User with user management rights can see all the other Users, except those with either the right
Security Management or System Configuration, which includes SuperUser. Therefore, if a

User manager does not have administrator rights, it cannot see the SuperUser in the interface. A
User without user management rights can see only the details of the current User. The access
rights of a User are independent of the User manager that created the User. Groups do not affect
the right that a user manager has to edit a User. To manage a User that has administrator rights,
the User manager must also have administrator rights.

A User manager cannot perform user management on its self. The SuperUser does not need to do
user management on itself because it has complete access to everything, which cannot be
removed.

15.1.2.1. Preferences

Username identifies the User throughout the system, and so should be chosen with care. Persons
logging in to IUCLID 6 must enter it, along with the password, to prove that they have the right to
access the User. The values of the last name and first name are only for internal identification
purposes. The email address may be used for information purposes, and if applicable, in a function
that allows the reset of a password. For information purposes, an entity of type Contact can be
attached to the User.

The field Set the default behaviour of sections in documents determines whether by default all the
sections shown in the data panel are either expanded or collapsed. An example of an endpoint
study record with all sections collapsed is shown below:
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Figure 93: An example of an endpoint study record with all sections collapsed

QECD / Phototransformation in air / Phototransformation in air.001 / substance_1  (QECD

RS | X

Administrative data v

Data source v

Materials and methods v

Results and discussion v

Overall remarks, attachments v

Applicant's summary and conclusion v

The field Font size is used to set the size of the font that is used throughout the interface of
IUCLID 6 to display the labels of fields and text values. The default value is 11. A change in the
setting takes effect immediately on saving the new value. The setting is valid per User, so in a
multi-User environment, different Users can have different font sizes. In fields where text can be
entered in rich text format, the font and its size can be changed independently of the value set
here.

156.1.2.2. Password management

The password is used in combination with the username to authenticate a person when logging in
to a User. IUCLID 6 has a feature that ensures the values of passwords conform to a minimal set
of security criteria. The rules are set under the menu Admin / System administrative / Security
policy. They can be viewed by clicking on the information icon at the top right of the pane for
password management, as shown in the example below.

Figure 94: Password management

User_1 User_1
NN | X

Preferences | Password management | Resources Administration Updates

Change Password

Mew password | | e @
1
Confirm new password | The rule(s) for =etting up a new password are;
[~ Expire password upon @ Password should be at least 4 characters in length

@ Password should contain a capital letter
@ Password should contain a number

Key for Figure 80:
1. Generate a password automatically

2. View the security rules for passwords
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If the password you enter is too weak according to the security rules, on attempting to save it, an
error message is displayed that explains what a password must contain. For example, the default
settings require the password to be at least 5 characters in length, and to contain at least one
uppercase letter, and one digit. The security policy can also be used to force users to change their
passwords periodically. The length of the period is set in the following field accessible from the
main menu:

Admin / System administration / Security policy / Force users to change their password after X
days.

The policy for the SuperUser is the same as that for all other Users.

Generate &* automatically creates a password that conforms to the security policy. The value of
the password is copied into the fields in to the interface, and the clipboard of the operating system
upon which IUCLID 6 is running. In addition, the value is displayed in a pop-up information
message.

If the password is a temporary one, the user manager will most likely want to force the user to
change the password on next logging in. This is done by ticking the box labelled Expire password
upon next log in.

15.1.2.3. Resources

This tab is shown only when instance based security (IBS) is on. For a description of IBS, see
section 15.3 Instance based security (IBS).

The options shown under this tab define the default levels of access and sharing per type of entity,
per Group, per document created or imported by the User. These values may be over-ridden
manually per document, or during importation.

Clicking on the downward pointing arrow opens a list of all the Groups to which the User belongs,
including Common. To set the access for a Group, click on the name of the Group, and then select
one of the following options from the drop-down menu: no value, read, read/write,
read/write/delete.

For example, if the value for Substances is read/write/delete for a Group named group 1, by
default, Users in group 1 can read, write and delete all Substances created by the User. Such a
selection is shown in the figure below.
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Figure 95: Resources for a User
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15.1.2.4. Administration

Various properties of the User are defined that affect access to data, and to the User itself. The
first set of fields are shown below.

15.1.2.4.1. General

The first fields relate to access to the User.
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Figure 96: User management / Administration / General

User_1 User_1

TSR =N | X

Preferences Password management Resources | Sdministration | Updates

General
Locked [
Suspended r
Expired [
Last Log in Date 2015-04-08 17.41:10 +03:00
Last Log in Location 127.0.0.1

Remarks

Access all |-

Locked means that the maximum number of attempts to log in to the User has been exceeded.
The value of the limit is set under the menu Admin / System Administration / Security policy. The
default value is three. To unlock the User, untick the box. The change takes effect as soon as the
change is saved. A user manager cannot lock a User. The User SuperUser cannot be Locked.

Suspended may be used as a manual method of preventing access to the User, for whatever
reason. If the box is ticked, no one can log in to the User. To cancel the suspension, untick the
box. The change takes effect as soon as the change is saved. The User SuperUser cannot be
Suspended.

Expired means that no one has logged in to the User for the number of days set in the field Admin /
System administration / Security policy / Automatic expiry of unused accounts after x days. The
default value is sixty. To cancel the expiration, untick the box. The change takes effect as soon as
the change is saved.

The last log in date states when the most recent previous log in occurred for the User.

The last log in location states the |IP address of the computer from which the most recent previous
log in occurred for the User. For the desktop type of installation, this value will be that for localhost
(127.0.0.1).

Remarks is a free text field provided to allow the user manager to make notes about the User. It
can contain up to 32,768 characters.

The option Access All is shown only when instance based security (IBS) is on. For a description of
IBS, see section 15.3 Instance based security (IBS). This option turns the User into an equivalent
of SuperUser in terms of access to data and functionality. All possible restrictions that may apply
via Groups or ownership are lifted. This option cannot be turned off for the User, SuperUser.
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15.1.2.4.2. Role

Figure 97: Adding a Role to a User under User management / Administration / Role

Roles

Assigned roles |Mame
Read-onhy

This field is used to define the Roles of the User. Roles are described in section 15.2 Role. A User
must have at least one Role. By default, a new user is given the built-in Role of Read-only. The
built-in roles are described in section 15.2.4 Built-in roles. If a User has more than one Role, the
rights given are additive. For example if a User has a Role that allows only reading for a particular

entity, and another Role that allows deletion for the same entity, the User can delete that type of
entity.

15.1.2.4.3. Group

Figure 98: Adding a User to a Group under User management / Administration / Group

Groups

Assigned groups (Mame

o Add{b

This field is shown only when instance based security (IBS) is on. For a description of IBS, see
section 15.3 Instance based security (IBS).

This field is used to add and remove the User from Groups. This can also be done by a Group
manager via the Group tab. A User can be in no Groups. See the section on Instance Based
Security for more information on Group.
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15.1.2.4.4. Legal entity

Figure 99: Adding a Legal entity to a User under User management / Administration / Legal Entity

Legal Entities

Asszigned legal entities |Name

legal_entity 1 {working)
legal_entity_2
Predefined Legal entity

=+ Add{b X Remove s Move down » Goto link target

A User must have at least one Legal entity assigned to it. A Legal entity can either be created in
IUCLID 6 or imported. IUCLID 6 comes with a built-in Legal entity named Predefined Legal entity.
This is supplied as a means of getting users started, but for regulatory purposes it is recommended
to use one specific to your own needs.

To set a Legal entity as the working one, move it to the top of the list using the buttons labelled
Move.

When the assignment is made, it does not matter which of the Legal entities is the working one for
the user manager's User.

If you cannot see or assign a legal entity you want, see the description of access in section
15.2.2.4.2 Assign Legal entities to users.

Under Instance based security (IBS), a user manager can assign to Users only Legal entities that
are assigned to the user manager. A user manager can assign to Users only Legal entities that
have been shared to a Group to which the User belongs. If an attempt is made to assign a Legal
entity to a User to whom it has not been shared, the following message is given.

Figure 100: Message shown when a User does not have access to the Legal entity(-ies) affected by an action

ﬂ Any legal entity not belenging to, at least, one of the remaining groups, will be removed.

The same message is shown when removing a User from a Group, where the action also removes
access to one or more Legal entities. In that case, the affected Legal entities are removed from the
User. If this leaves the User with no Legal entity, the action is allowed, but the User cannot be
saved until at least one Legal entity has been assigned to it.
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156.1.2.5. Updates

The feature Check for updates may be used to instruct IUCLID 6 to send periodic automated
requests to the IUCLID 6 web site to check whether a newer version of IUCLID 6 or its plugins is
available. When IUCLID 6 detects that a newer version is available, it will notify the User in the
message window.

To check immediately whether the installation of IUCLID 6 or its plugins contain the most recent
version, click on the button Check now for updates, shown in the figure below.

Figure 101: Notification of updates to the IUCLID 6 application

=N =N 1 @

Preferences Password management Resources Administration | Updates

Check for updates

i~ Every hour
{~ Every day
{* Every week

" MNever

Proxy settings

f* Automatically detect settings

{~ Manual proxy configuration

Host

Port
[T Proxy requires authentication

Uzername:

Password: |

Last checked for updates: 2016-08-22 16:41:34 Check now for updates

If an update is available, go to the downloads section of the IUCLID 6 web site, select the option
for the appropriate Updater tool for the system, and then follow the instructions.

If an attempt to make a check gives an error message, check the internet connection, and ensure
that any proxy settings entered into IUCLID 6 in to the fields shown above are correct for the host
computer and the network.

Note that the update process updates both the application and its plugins. Plugins do not require
separate updates.
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156.1.2.6. Export users

The details for all the Users are saved to a single text file. An exported file can be imported into
any IUCLID 6 system, as long as associated entities such as Legal entities, Roles, and Groups,
are present in the destination system. This allows Users to be moved between two different
instances of IUCLID 6. This function is accessible from the main menu item Users. A pop-up
window opens that indicates the number of Users to be exported, as shown below:

Figure 102: Export users pop-up window

Export uzers to a spreadsheest

4 exportable user(s) detected.
Click finizh to start export to spreadsheest.

e | o

Click finish to start the export. The export is carried out as a background job, as described in
section 1.7.4 Background jobs.

The exported file is a plain text file. The file extension is csv for greater ease of use with
spreadsheet applications, such as Microsoft Excel. There is one User per line. The fields are
separated by the semicolon character “;”, and the values are surrounded by double quotes. The
first row contains the headers. The fields are described in the following table. Fields marked with

an asterisk * must contain a value. The SuperUser is not exported.

Table 7: The fields in the text file for the functions Export users and Import users

Header Description

Username® | The value is used to identify the User to which data is imported. A value is
mandatory per row. The value must be unique in the database.

Last Name* | Free text with a maximum of 255 characters.

First Name* | Free text with a maximum of 255 characters.

Suspended® | The value of the field Suspended. This can be used to suspend and to
unsuspend existing Users. [ Yes | No ]

Remarks Free text with a maximum of 32,768 characters.
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Roles* Name(s) of user Role(s) assigned to the account. Values must pre-exist in
the database before import. Multiple values are allowed delimited by the
semicolon character, ;, with the whole field in double quotes.

LEOs* UUID(s) of the LEO(s) assigned to the User. Values must pre-exist in the
database before import. Multiple values are allowed delimited by the
semicolon character, ;, with the whole field in double quotes.

Groups* Name(s) of user Group(s) assigned to the account. Values must pre-exist in
the database before import. Multiple values are allowed delimited by the
semicolon character, ;, with the whole field in double quotes. Where IBS is
not used, the Group “Common” is required.

Delete* Delete a pre-existing User on import. [ Yes | No ]
E-mail The email address associated with the User.
Contact UUID of the Contact assigned to the User. Values must pre-exist in the

database before import.

Below there is an example of a file containing data for three Users.
Username;Last name;First name;Suspended;Remarks;Roles;LEOs;Groups;Delete;E-
mail;Contact

"admin";"Admin" ; "Anne";"No";"";"Read-only";"a4569f8e-a856-4520-82cc-
9e76e6a46347" ;"Common" ; "No" ;"";"";

"reader" ;"Reader";"Lotta";"No";"A remark about Lotta";"Read-only";"a4569f8e-

a856-4520-82cc-9e76e6a46347" ; "Common" ; "No" ;"" ;"804c707£f-baac-4d03-bdd2-
8a28c32ca9c8";
"user manager";"User";"John";"No";"";"System administrator;Read-

only";"ad4569f8e-a856-4520-82cc-9e76e6a46347" ; "Common" ; "No" ;"";"";

16.1.2.7. Download empty users csv

The purpose of this function is to provide a template for the creation of new Users in bulk. The
template is a text file that is exported from IUCLID 6. The file contains only the headers described
in the previous section. The details of the Users are entered in to the text file, which is then
imported, as described in the next section.

This function is accessible from the main menu Users. The download of the file is done directly to a
file, without any background job.

156.1.2.8. Import users

Data for Users can be imported into IUCLID 6 from a file that has the same format as that
described above in section 15.1.2.6. If a User already exists, as identified by the value of the field
username, the data in IUCLID 6 is over-written by the data from the imported file. If a User does
not already exist, it is created using the data from the file. This feature can be used to create many
Users in a single action. Users created in this manner have an initial password of “Chang3m3”,
without the quotes. Importing User data cannot be used to edit the current User.
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Note that Users imported by the installer for IUCLID 6 Desktop are given the password
“changeme”, without the quotes, which must be changed on first logging in.

This function is accessible from the main menu Users. Select a file and then click Finish. The
import is carried out as a background job, as described in section 1.7.4 Background jobs.

If there is an error message about file formatting, check the file against the format described in
section 715.1.2.6. If there are any errors at all, the import process is completely abandoned, so that
there is never any partial import of User data. This is deliberate, to avoid the corruption of personal
data.

If the import is reported as a success, go to the User management window to confirm the import.

Technical tip 1: The character encoding of an imported file must be UTF-8 without BOM. An
attempt to import non-ASCII characters, e.g. 6, &, in an encoding other than UTF-8 without BOM
results in a file format error. If you need to import non-ASCII characters, check the character
encoding before importing, for example, using an appropriate text editor such as Notepad++.

Technical tip 2: A control character such as double quote (") or back slash (\), can be escaped
with a back slash, therefore (\\) is imported as (\). A new line in the remark field can be entered
using \n.

15.2. Role

A Role is a data object that defines a set of permissions that control the access a User has to
functions and particular types of entity and document within IUCLID 6. A User can have more than
one Role at the same time, in which case, permissions are additive. For example, if a User has two
Roles, one of which permits printing, whereas the other does not, the User can access the print
function.

Restrictions in access to data that are applied by Instance based security (IBS) are applied in
addition to restrictions applied by Roles. For example, a User may have a Role that permits writing
to all Substances, but cannot write to particular Substances because settings in Instance based
security (IBS) forbid it. Instance based security (IBS) is described in section 15.3.

15.2.1. General

Role is the name of the Role used to identify it throughout the system. It can contain up to 255
characters.

Role description is a free text field provided to allow the purpose of the Role to be documented. It
can contain up to 2,000 characters.

The field assigned users, lists the Users that have the selected Role, and provides a means of
adding the Role to Users, via the buttons Add and Remove. The assignment of Roles to Users can
also be done per User under the Administration tab of User. A User can assign only Roles that are
assigned to it.

15.2.2. Permissions

Here, the level of access to functions that directly affect entities is defined.
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156.2.2.1. Access to operations

Control of access to the functions Print, Export and Import is set globally for all entities by ticking
the relevant box.

15.2.2.2. Access to entities and inventories

Here, access can be defined per type of entity, for example for all Mixtures. Clicking on a field
opens a drop-down menu of the types of access available: no access, read, read/write,
read/write/delete.

If instance based security (IBS) is in use, the access must also be allowed through either
ownership, or sharing within a Group.

16.2.2.3. System administration and configuration

15.2.2.3.1. Manage roles

Here, access can be defined to the entity Role. Clicking on the field opens a drop-down menu of
the types of access available: no access, read, read/write, read/write/delete.

16.2.2.4. User management

Here, the level of access to functions that directly affect Users is defined.

15.2.2.4.1. Manage users

Here, access can be defined to the entity User. Clicking on the field opens a drop-down menu of
the types of access available: no access, read, read/write, read/write/delete.

15.2.2.4.2. Assign Legal entities to users
This right permits a User to assign a Legal entity to a User.

The access that Users have to Legal entities is organised in a tree structure with the built-in User
SuperUser at the root. This means that SuperUser has access to all Legal entities. A User can
assign only Legal entities that have been assigned to it. Therefore, for SuperUser to delegate the
assignment of a Legal entity, SuperUser must first assign the Legal entity to the delegate User.
The process of assignment is described in section 15.1.2.4.4 Legal entity.

Note that to assign a Legal entity; a User must have write access to that User.

15.2.2.4.3. Assign Roles to users
This right permits Roles to be added to Users.
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15.2.2.4.4. Remove Roles from users

This right permits Roles to be removed from Users.

16.2.2.5. IBS management

These fields are shown only if instance based security (IBS) is on.

15.2.2.5.1. Manage Groups

Here, access can be defined to the entity Group. Clicking on the field opens a drop-down menu of
the types of access available: no access, read, read/write, read/write/delete.

15.2.2.5.2. Assign users to groups

This right permits change of Group membership.

15.2.2.5.3. Manage private groups

This right permits change of ownership of a document.

156.2.2.6. Plugin configuration

These fields control access to each individual plugin. If access is denied, the plugin icon on the
home page is not clickable, and the option is not shown in the right-click menu.

15.2.3. Data access

Here, access to data in Substances can be controlled at the level of section. The sections are
shown in the default tree structure. Access rights can be set to one of the following values: no
access, read, read/write, or read/write/delete. For a newly created Role, by default, the access is
set to no access for all sections. Rights can be set either to all sections in one action, or per
section. To set all sections to the same level of access, select a value from the drop-down menu,
and then click Apply to All, as shown below:
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Figure 103: Change access rights for all sections for a Role
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To set access for an individual section, right-click in the section tree on the section’s endpoint
study or endpoint study summary, and then select a value from the drop-down menu. An example
is shown below for Application for authorisation of uses:

Figure 104: Change access rights to an individual section for a Role
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The level of access per section is indicated in the tree by appending a code after the section name
and colouring the name as indicated in the table below:

Table 8: Indication of access rights for documents
Access Colour Code
no access [ [n/a]
read O] [r/]
read/write O [r/w]
read/write/delete [ [r/w/d]

https://iuclid6.echa.europa.eu
o.:lucun 6



Functionalities of IUCLID 6 Page 107 | 195

The rights defined here apply across all documents of type Substance. If instance based security
(IBS) is in use, the access to a particular document must also be allowed through either ownership,
or sharing within a Group.

15.2.4. Built-in roles

IUCLID 6 is supplied with various Roles built in for the convenience of users. Built-in Roles can
neither be edited nor deleted. IUCLID 6 Desktop is delivered with the roles System administrator,
Full access and Read-only. The possible built-in Roles are described below.

156.2.4.1. System administrator
Grants all possible permissions that can be granted from within the functionality of Role.

Note that this does not include permission to use the function Inventory management. Only the
built-in User named SuperUser can do that, as described in section 18 Inventory management.

15.2.4.2. Full access

Grants read, write and delete access to all data such as Substances and Dossiers, but not to
administrative data.

15.2.4.3. Read-only

Grants read access to all data such as Substances and Dossiers, but not administrative data.

16.2.4.4. User manager

This Role is available only when IUCLID 6 is used in a multi-User environment, hosted on a server.
It grants only the permission to manage Users. There is no read-access to other types of data such
as Substances and Dossiers.

If instance based security (IBS) is on it allows the User to determine the group membership of
other Users. It does not permit the creation of Groups. For a description of IBS, see section 15.3
Instance based security (IBS).

16.2.4.5. Group manager

This Role is available only when instance based security (IBS) is on. For a description of IBS, see
section 15.3 Instance based security (IBS).

It grants the permission to create, modify and delete Groups, and to be made a Group manager by
an existing manager of a Group. The role Group manager does not give a User the automatic right
to manage all Groups.
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15.3. Instance based security (IBS)

IBS is intended for use with only IUCLID 6 Sever, not with [UCLID 6 Desktop. If IBS is not available
and you think it should be, contact the system administrator of the instance of /[UCLID 6 Server.

Instance based security allows access within [IUCLID 6 to be controlled per document per User.
Access can be controlled on a personal level by providing each person who uses an instance of
IUCLID 6 with a unique User. In a large organisation with a centralised IUCLID 6 database that
contains data held for a range of different purposes, it is often required to divide access to the data
amongst different groups of people. IBS provides the data object Group, which is simply a
collection of Users. A User can be in more than one Group at the same time. Groups are used to
organise access to data. They are also a convenient way to give more than one User access to a
document in a single action.

For example, if all members of a particular team in an organisation need the same access to a
subset of a centralised database, they may all be given their own personal User. The Users are
then placed in a Group, and then the data is shared across the Group.

The levels of access that can be applied to a document under IBS are:

No access, Read, Read/Write, or Read/Write/Delete

Access to a document can be determined in four ways:

1. on creation of the document according to the settings in Resources under User;
2. on importation into IUCLID 6;

3. manually via the function share;

4. by a change of ownership.

The four methods listed above are controlled from different points within the IUCLID 6 interface,
but they all have the same effect. The access for a particular document may be determined by any
combination of these types of action. The functions and concepts supplied by IBS are described in
the subsections that follow this introduction.

The entities and functions associated with IBS such as Group and share are available only whilst
IBS is turned on.

IBS offers such a wide range of possibilities that in many installations of IUCLID 6 only a subset
will be required. To obtain the expected results, it is recommended to create a documented policy
of how IBS is used.

15.3.1. Group

A Group is a data object in IUCLID 6 that is a collection of Users. A User can be in more than one
Group at once. If a particular type of access to a document has been shared to a Group, all
members of the Group have that access. A Group can have one or more Group managers. The
group management window under the tab Groups, shows a list of Users and indicates whether
they are a Group manager. Users can be added and removed from the Group using the relevant
buttons. A User is made a manager of a Group by being a member of the Group, having group
management rights, and by having the checkbox ticked in the column Manager.
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15.3.1.1. Common

Common can be considered to be a Group to which all Users belong. In that sense, common has
the same meaning as public. In contrast, a Group created within IUCLID 6 is inherently private,
because only members of the Group have access to the data shared within the Group.

15.3.2. Ownership

When a document is created or imported, its ownership is set to that of the current User.
Ownership is transferable, but a document can have only one owner at a time; see the section
below Change ownership. Ownership is accessible via the interface of IUCLID 6 only if IBS is on.

The search function in the navigation panel allows the search results to be filtered by owner. All the
search results owned by the current User can be viewed by selecting the search criterion Owned
by me. To view other documents, select Owned by others. Note that all the search criteria
defined in the search function are applied at once.

156.3.2.1. Change ownership

Ownership can be transferred only within the group of the owner, and only by a manager of the
group. To change ownership, a User must have either the built-in role, Group manager or a custom
role with at least the following rights.

Table 9: Rights of a group manager

Field Value
Access to entities and inventories Read all
Manage users Read
Manage groups Read
Manage private groups yes

Change of ownership of a document is accessed by right-clicking on the record of the document in
the search results, as shown below.
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Figure 105: Open the function for changing ownership
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This opens a window that states the sharing of the document per group, and the name of the User
that owns the document. To change the ownership, click on the chain-link icon, search for the new
User, select it, and then click the assign button, as shown below.

Figure 106: Select a different User as the owner of a document
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The ownership of more than one entity can be changed in a single action by first making a multiple
selection of entity records. That can be done using either of the standard methods of: shift-click
and/or control-click.

15.3.3. Share

Share is an action in which access is granted manually to a document for the Users in a Group or
Groups. This over-rides any access defined at the time of creation or importation of the document.
The function share allows one of the following four states to be applied to a document per Group:
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Not Shared, Read, Read/Write, or Read/Write/Delete

A share can be applied by the owner of a document, and any Group manager of any Group to
which the owner belongs. Thus, a share can be applied to the common group to which all Users
belong.

The option to share a document is accessed by right-clicking on the record of the document in the
search results, as shown in the figure below. Sharing via the right-click method can be done for a
multiple selection of documents.

Figure 107: Opening the sharing function
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The sharing options window presents a table with two columns, Group and Permissions. The
column Group contains a list of the Groups to which the User applying the share has access. The
column Permissions states the access per Group. To change an access per group, click in the
column Permissions next to the required Group. Select from one of the four possible levels of
access, as shown below.

Figure 108: Setting the sharing of one or more documents
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When a User creates a document, it inherits the sharing defined per User under the IUCLID 6
section User / Resources. When a User imports a document, the User can choose to over-ride the
default settings during the import process. For example, if the default resource settings do not
provide the required access to a document for a particular Group, the access can be changed
manually using the share function.

If a User has access to a document only because it has been shared, it cannot pass that access on
via sharing.

15.3.4. Exercise on IBS

The following exercise provides a brief introduction to IBS by actually using it. If the concepts and
terminology of IBS are not clear to you, try doing the exercise.

Prerequisites:

Ensure that IBS is active. Log in as SuperUser. Create two Groups named: group1 and group2.
Create four new Users named: userA, userB, userC, and userD. Set the properties of the Users as
shown in the table below. Ensure that all four Users have the same Legal entity. Under the tab
Resources, ignore the default values for Literature references and Import. For Substances, add the
values shown below.

Table 10: IBS exercise - properties of Users

User | Role Group Legal Entity Resources \ Substances

userA | Full Access | group1 <same as other Users> group1(rwd)

userB | Full Access | group1 <same as other Users> Common(rwd), group1(rwd)

userC | Full Access | group2 <same as other Users> group2(rwd)

userD | Full Access <same as other Users>

In the following exercises, find out the access rights of the Users by logging in as the relevant user,
and then trying in the interface to read, write and delete the documents, for example, Substance
and Dossiers.

action 1: userA creates Substance1, and then Dossier1 from Substance1.

result 1: The following access has been granted.

Table 11: IBS exercise - result 1

User Substance1 | Dossier1 | Comment

userA | (rwd) (rwd) userA created both documents and therefore owns
them. Ownership gives full access.

userB | (rwd) userB is in group1. The settings under Resources \
Substance for userA mean that when userA creates a
Substance, all members of group1 are automatically
given rwd rights to it. No rights are given for Dossiers.
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User

Substance1

Dossier1

Comment

userC

There are no settings under Resources for userA that
automatically confer access rights to userC for
Substances or Dossiers.

userD

There are no settings under Resources for userA that
automatically confer access rights to userD for
Substances or Dossiers.

action 2: userB creates Substance2, and then Dossier2 from Substance?2.

result 2: The following access has been granted.

Table 12:

IBS exercise - result 2

User

Substance2

Dossier2

Comment

userA

(rwd)

userA is in group1. The settings under Resources \

Substance for userB mean that when the User creates
a Substance, all members of group1 are automatically
given rwd rights to it. No rights are given for Dossiers.

userB

(rwd)

(rwd)

userB created both documents and therefore owns
them. Ownership gives full access.

userC

(rwd)

The setting Common(rwd) under Resources \
Substance for userB mean that when the userB creates
a Substance, all Users are automatically given rwd
rights to it. No rights are given for Dossiers.

userD

(rwd)

The setting Common(rwd) under Resources \
Substance for userB mean that when the userB creates
a Substance, all Users are automatically given rwd
rights to it. No rights are given for Dossiers.

action 3: userA checks what Substances can be shared by right-clicking on the records in the
search results list in the Navigation panel.

result 3: The sharing allowed is shown below.

Table 13: IBS exercise - result 3
Substance | Groups Permissions | Comment
under under
sharing sharing
Substance1 | group1 (rwd) userA owns Substance1. userA is in group1.
Therefore, userA can edit the permissions for group1.
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Being able to change these permissions confers the
ability to share the document.

The permissions are rwd because the settings under
Resources \ Substance for userA mean that when
userA creates a Substance, all members of group1
are automatically given rwd rights to it.

Common

userA owns Substance1. All users are in group
Common. Therefore, userA can edit the permissions
for group Common. Being able to change these
permissions confers the ability to share the document.

There are no permissions because the settings under
Resources \ Substance for userA mean that when
userA creates a Substance, not all Users are
automatically given rwd rights to it.

Substance?

No sharing is allowed because userA does not own
Substance2.

action 4: userB checks what Substances can be shared by right-clicking on them.

result 4: The sharing allowed is shown below.

Table 14: IBS exercise - result 4
Substance | Groups Permissions | Comment
under under
sharing sharing
Substance1 No sharing is allowed because userB does not own
Substance1.
Substance2 | group1 (rwd) userB owns Substance2. userB is in group1.
Therefore, userB can edit the permissions for group1.
Being able to change these permissions confers the
ability to share the document.
The permissions are rwd because the settings under
Resources \ Substance for userA mean that when
userB creates a Substance, all members of group1
are automatically given rwd rights to it.
Common | (rwd) userB owns Substance2. All users are in group

Common. Therefore, userB can edit the permissions
for group Common. Being able to change these
permissions confers the ability to share the document.

The permissions are rwd because the settings under
Resources \ Substance for userB mean that when
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Substance | Groups Permissions | Comment
under under
sharing sharing

userB creates a Substance, all Users are
automatically given rwd rights to it.

action 5: Log out. Log in as SuperUser. Change the ownership of Substance1 from userA to
userB. The ownership of a document is changed by right-clicking on the entry for the document in
the search window, and then selecting Change ownership. Log out. Log in as userA. Check what
can be shared.

result 5: Neither Substance1 nor Substance2 can be shared. This is because userA owns neither
of the Substances. Dossier1 can be shared because userA still owns it.

action 6: Log out. Log in as userB. Check what Substances can be shared.

result 6: Substance1, Substance2 and Dossier2 can be shared because userB own them.

action 7: userB shares Substance1 with Common(r). To do that, first right-click on the entry for the
document in the search window, and select Share. Then, in the table that appears, on the row that
has a value of Groups equal to Common, click in the cell for the field Permissions, and then select
the value Read.

result 7: What are the access rights of Users to Substance1?

Table 15: IBS exercise - result 7

User | Access Comment

userA | (rwd) userA does not own Substance1 so it cannot share it,
but it has rwd access because the User is in group1.

userB | (rwd), share | userB owns Substance1. Ownership gives full access,
including sharing.

userC | (r) Previously userC had no access rights, but now the
userC can at least read the document because all
Users have been granted that right as part of this
exercise.

userD | (r) Previously userD had no access rights, but now userD
can at least read the document because all Users have
been granted that right as part of this exercise.

action 8: Log out. Log in as SuperUser. Add userD to group1.

result 8: userD gains rwd access to Substance1 because all members of group1 have it. There
are no other changes.
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action 9: Log out and then log in as userB. Remove all sharing for Substance?2.

result 9: UserA, userC and userD cannot see Substance?2 in the user interface, but userB can.
UserB retains full access and can still share the document.

16. Import

The Import function of IUCLID 6 allows the import of Dossiers, Substances, Mixtures, Templates,
Categories, Legal entities, Legal entity sites, Reference substances, Annotations, Contacts,
Literature references, Attachments, Inventories, and Test materials. The Import function, along with
Export, is designed primarily for the exchange of data between IUCLID installations.

16.1. Important information on importing
As a starting point for importing files into IUCLID 6, please take note of the following:

1. The import function works only for files with the filename extensions i6z or i5z that have been
exported either from IUCLID 6, or the latest version of IUCLID 5 (version 5.6). Inventories
cannot be exported from IUCLID 6, but they can be imported from a file with extension i6l.

2. In a single import process, the imported files must all have the same filename extension.

3. When importing an i5z file, the whole content of the file is imported. When importing an i6z file,
it is possible to import a manual selection of its content.

4. InIUCLID 6 v2.0.0, compared to previous versions, there are some differences in the way that
data is organised across the various fields. When data is imported in to [IUCLID 6 v2.0.0 that
was exported from a previous version of IUCLID 6, the import process applies a set of
migration rules to the data to try to import as much data as possible in the most logically
consistent manner. The migration rules are documented on the IUCLID website under the
section IUCLID format. An example is given in section 17.4.4 Export to previous major version.

16.2. How to Import

To start the import process, click on Import in the Administration task panel on the IUCLID 6
home page, which launches the Import assistant.

Import

16.3. Step 1 of Import

When opening the Import assistant, first add the file or files you wish to import. Do this by clicking
on Add files... and selecting from the popup browser the file(s) in your local IT environment you
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wish to import. When you have selected the file(s), you will see that the first field in the Import
assistant contains information about the selected file(s). The headings are:

1. Pathname (the pathway to the location of your file in your local IT environment)
2. Filename (the full name of your file)

3. Size (byte size of the file)

4. Modified (date the file was last modified).

You can find further information about your selected file(s) by looking in the Content and Remarks
tabs below the Add files... button.

You can remove any file during the Import assistant process by highlighting the file(s) you wish to
remove so that they are coloured orange and clicking on the Remove button next to Add files....
Note that any files you untick, using the checkbox in the Import column, will not be imported.

You can then select specific criteria which tell IUCLID how to treat the file(s) you wish to import, if
the same Universal Unique ldentifier (UUID) for the file already exists in your [IUCLID system.
There are four options:

1. Replace: All entities and documents are imported. On overwriting an entity, it and any entities
or documents it contains are first completely deleted. For example, if an import overwrites a
dataset, after the import, only the imported documents or entities are present in the dataset.
This option is useful if you and someone else work on the same dataset in parallel in different
instances of IUCLID 6, and a new definitive version becomes available that you want to import
without previous documents in your I[UCLID 6 getting in the way. Such previous documents
may be difficult to delete due to links in the database, but the Replace option solves that by
removing the links.

The option Replace is not available if the import contains one or more IUCLID 6 Dossiers.

2. Always: All entities and documents are imported. If a dataset is imported so that it writes over a
dataset in the database, any documents that are already in the database, but not in the import,
are still in the dataset after the import.

3. Never: An entity or document is not imported if one with the same UUID exists within the
IUCLID database.

4. If newer than existing: An entity or document is imported if it has the same UUID as one within
the IUCLID database, but only if the modification date is more recent than that in the IUCLID
database.

The behaviour for options above are expressed graphically in the figure below.
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Figure 109: Import in to IUCLID 6 where datasets and/or documents already exist in the database
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Key for Figure 109Figure 109:
a' is a newer version of a
b’ is a newer version of b

A box represents a dataset. A circle represents a document in a dataset. Each letter represents a
particular UUID.

The box on the left represents the dataset being imported. The box in the middle represents a
dataset in the database that has the same UUID as the dataset being imported. The boxes on the
right represent the outcomes after using the various different settings for import.

If Instance Based Security (IBS) is enabled in IUCLID 6, a field is shown called Default group
access. For more information about IBS, see section 15.3 Instance based security (IBS). Where
data is written over during an import, the feature Default group access does not change any
access that has previously been defined using IBS.
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If you are importing an i6z file, you will have the option to untick the field named Skip content
verification (document selection screen). By unticking this field, in the second step of the Import
assistant, you will be able to define specific records within the file you would like to import. This
option is not available when importing two or more files.

16.4. Step 2 of Import

In Step 2 of the Import assistant (only available when importing a single i6z file), there are four
panels of information. The first two panels are editable and are used to specify what you want to
retain or omit in your imported file. The third and fourth panels are read-only information. These
panels are described below.

5. The first panel called Entities list displays all the high-level entities (such as Legal entities,
Contacts, Substances, Dossiers etc.) which are contained in the file. Each entity is by default
ticked and selected to be imported. If you wish to omit any of these entities from your import,
deselect them by unchecking the tick box in the column named In.

6. The second panel named References to displays the records which the high-level entity
contains. Click on any high-level entity to view the records it contains. For instance, in this
panel a dossier or a substance dataset will contain the entire section tree of records. Again, by
default every record will be ticked and selected to be imported. If you wish to omit any specific
record from your import, deselect them by unchecking the tick box. Note that in entities with
section tree records you can uncheck the tick boxes for entire sections as well as individual
sections.

7. The third panel named Referenced from displays the entities or records that are linked to the
entity which you selected in the first panel. For instance, a contact in the first panel will be
linked to a legal entity also displayed in the first panel, and you can view the legal entity
affected in this third panel. This will give you a view of what entities are affected by deselecting
any of the entities or records in the first and second panels.

8. The fourth panel named Final outcome displays what entities and records will be imported
when you press Finish in the Import assistant.

From this point you can either click the Back button to change any fields in step 1 or you can click
the Finish button to complete the import. Note that if you press Back, any changes you made in
step 2 of the Import assistant will not be retained and you will need to make those changes again.

When the import is complete (whether successful or not) a popup notification appears on the
bottom right-hand corner of the IUCLID 6 screen. You can click on this or the flashing red circle to
show the Background job console. Here you can see if the import succeeded or failed. If you want
to know more detailed information about the import, double click on the red bar to bring up the
Import Log.

17. Export

IUCLID 6 allows users to export the following entities, as well as the datasets or documents
contained within them; Legal entity, Legal entity site, Substance, Mixture, Template, Category,
Dossier, Reference Substance, Contact, Annotation. The function Export contains a wizard that
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provides context sensitive options in selecting what will be exported. Exporting can be done either
in bulk or at a lower level, such as down to a single endpoint study record.

To launch the function Export for a single document that has a record in the search results, click on

Ll
the export icon, | located either just above the Filter function, or in the menu opened by right-
clicking on the record. To export a single document that can be viewed from a table of contents
(TOC), right-click on its entry in the TOC, and then select the export option from the menu.

Bulk export can be launched from the main menu File; from the home page; and by making a
multiple selection from the search results, right-clicking, and then selecting the export option from
the menu.

Bulk export contains options to export either a manual selection of data or, all of the following types
of entity: dossiers, substances, mixture/products, categories, templates, reference substances or,
all test materials. The manual selection allows the export of different types of entity in a single
export process, for instance a combination of substance datasets, mixture/product datasets and
reference substances. In addition, the manual selection option can be used to export single
datasets and/or documents, as described in the sections below.

17.1. Important rules when exporting

When you export from IUCLID please note some important rules below that govern what is, and
can be, exported:

1. Export requires the correct user rights. If you do not have these access rights, contact the user
manager of your instance of IUCLID.

2. Referenced, or linked to, entities, datasets and/or documents are exported only if the reference
is direct. For example, when a mixture/product is exported, the substances within it are
exported, but a category is not exported solely because it refers to those substances.

3. In adataset it is possible to create a dynamic reference to a document that is in the same
IUCLID database. Such a link is created by pasting as reference from the clipboard. On export
and dossier creation a dynamic reference is replaced by a static copy of the document. This is
done for export because it is not known whether the destination document of the link will
always be present in [IUCLID database to which the dataset is exported. If it is missing, the link
is broken. For a dossier, the dynamism of the link is removed because the content of a dossier
cannot change.

4. When exporting a document that is part of a dataset, its parent entity, e.g. substance,
mixture/product or template is also exported. However, when the document is exported, no
sibling document, or template is exported.

5. Linked entities can be excluded from export because of access rights and/or confidentiality
claims, regardless of whether or not the entity is linked via a mandatory field.

6. An Inventory entry cannot be exported on its own. It can be exported only along with an entity
that refers to it.

7. InIUCLID 6 v2.0.0, compared to previous versions, there are some differences in the way that
data is organised across the various fields. If data is being exported for import in to a previous
version, use the option described in section 17.4.4 Export to previous major version. The
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differences between IUCLID 6 v2.0.0 and previous versions are documented on the IUCLID
website under the section IUCLID format.

17.2. Bulk export

The first step of the Bulk export wizard contains options of the following two types, which are
described below in subsections:

1. Manually choose individual entities and/or document(s). The selection can be done across
different types of entity. Multiple selections can be made, which are displayed in a list under
Document/Entity. To edit the list, use the buttons + Add and Remove.

2. Export all entities of a specific type, e.g. dossiers, substances etc.. Select the type of entity,
and then click Next;

17.2.1. Manual selection for bulk export

The window Query for documents is used to create search criteria that are applied either to all
documents, or all of a particular type of entity, e.g. substance. To export different types of entity at
once, use Query for documents more than once, to build up a list of items to export on the page
Document selection.

17.2.1.1. Result type

Select either document, or a type of entity.

17.2.1.2. Query type

The type of query that can be selected depends on what is selected in Result type. For the entities,
the search fields are properties of the entity, such as name. For documents, it is possible to search
by universal unique identifier (UUID), and the containing dossier. For example, this allows
individual endpoint study records to be selected.

If present, fields labelled “owner” and “group” are related to instance based security (IBS), which is
described in section 15.3708 Instance based security (IBS).

To add search results to the list of data to be exported, click Assign.

17.3. Export of Datasets

Whenever a dataset has been selected to be exported, either in bulk or singly, a submission type
must be selected. This allows the table of contents of the export to be tailored to different
regulatory needs. The submission types presented for selection depend on the type of dataset. For
example, for mixture/product they are only those that relate to the OECD harmonised templates,
and the Biocides regulation of the EU (BPR). To not exclude data on regulatory grounds, select a
submission type of Complete table of contents.

There is no option to select submission type when exporting a dossier because the selection was
made when the dossier was created.
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Whenever a dataset has been selected to be exported, either in bulk or singly, there is an option
Use advanced settings. This option, as described below, allows fine control over what is exported
from the within the selected entities and/or documents. To export all of the data in the selected
entities and/or documents, leave this option unticked, and then click on Next.

17.3.1. Use advanced settings

This option allows fine control over what is exported from the within the selected entities and/or
documents. Some parts of the data selection process are identical to that used during the creation
of a dossier. Where that is the case, a link is provided to the relevant section of this document.

17.3.1.1. Detail level of document fields

See section 7.1.3.2 Detail level of document fields.

17.3.1.2. Confidentiality

See section 7.1.3.3 Confidentiality and Use restricted to selected regulatory programmes.

17.3.1.3. Use restricted to selected regulatory programmes

See section 7.1.3.3 Confidentiality and Use restricted to selected regulatory programmes.

17.3.1.4. Administrative data properties

This set of options is use to control which fields are exported from the Administrative data in a
dataset. The fields are grouped as follows: Robust study summary, Used for classification, Used
for MSDS, Purpose flag, Data waiving, Study result type, and Reliability. To open a grouping of
fields, click on the black triangle to the left of the option Yes. By default, all fields are exported. To
exclude a field, untick its box.

17.3.1.5. Included annotations

There are options to either include or exclude annotations. The option Export main document’s
annotations only is shown where a single entity is being exported. It allows the exclusion of
annotations for referenced entities and/or documents.

17.3.1.6. Attachments

There are options to export either all or none of the attachments.

17.3.1.7. Verify selected documents

See section 7.1.3.6 Document selection.
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17.4. Final step in Export

On the last page of the export wizard there are options that relate to the format of the output, and
its compatibility with previous versions of I[UCLID.

17.4.1. Export details / Specify destination folder

Click on Browse, then select the destination directory of the export.

17.4.1.1. Create new subfolder after ...

When the number of files in a directory grows beyond a certain limit, the filesystem can become
unacceptably slow. This depends on the number of files, not their size. Therefore, an option is
provided that allows an upper limit to be placed on the number of files in a directory. If the export
includes more files than the limit, the files are divided up into batches with as many members as
the limit, and each batch is written to a new directory created by the export process. Directories are
created in the directory selected in the field above.

This feature is provided only for bulk export.

17.4.2. Export modification history

Select whether to export the history of modifications made to the data. This data is displayed in the
Information panel.

17.4.3. Remarks

This is a free text field in which notes about the export may be recorded.

17.4.4. Export to previous major version

In IUCLID 6 v2.0.0, compared to previous versions, there are some differences in the way that data
is organised across the various fields. For this reason, not all the data that can be entered in to
IUCLID 6 v2.0.0, can be imported in to a previous version. By default, data files exported from
IUCLID 6 v2.0.0 cannot be imported in to IUCLID 6 versions 1.0, 1.1, 1.2 and 1.3 (IUCLID 6 v1.x).

If you need to send data to a IUCLID user who is using IUCLID v1x, and you know that the data is
not critically affected by the format changes in IUCLID v2.0.0, export the data with Export to
previous major version enabled. This will allow the data to be imported in to IUCLID 6 v1.x.

Be aware that Export to previous major version does not reverse all the actions that can occur on
migration from IUCLID 6 1.x, to IUCLID 6 v2.0.0.

The differences between I[UCLID 6 v2.0.0 and previous versions are documented on the IUCLID
website under the section [UCLID format.

Example

In some cases, migration of data from IUCLID 6 1.x to IUCLID 6 v2.0.0 involves the merging of the
text from two text fields in to a single text field. The migration process appends the text from the
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second field to the text from the first field, and then attempts to write all the text in to the destination
field. If the text does not fit in to the destination field, only the text from the first field is written, and
the text from the second field is saved as an attachment to the document. That way, at least no
text is lost on migration. This process is not reversed on export from IUCLID 6 v2.0.0, even when
Export to a previous major version is enabled. However, any text that was placed in an attachment
is available in IUCLID 6 1.x, so if required, it can be pasted back in to the original field.

An attachment created during migration begins with the name and path of the field from which
originated, followed by a brief statement of why the attachment was created. An example is shown
below:

Not migrated field "Distribution of residues" (Path:
ENDPOINT STUDY RECORD.ResiduesInLivestock.ResultsAndDiscussion.Distrib
utionOfResidues) :

value of distribution field ..

To see the path to a field, click on the field and then press the function key F12, as shown in the
example below for a dossier.

Figure 110: View the path of a field using the function key F12

“d, Field Identifiers X
Field identifier:ENDPOINT_STUDY _RECORD ResiduesinLivestock ResultsAndDizcussion. Recoveries -
Field type Textarea

Field value:value of recovery field

-

18. Inventory management

Inventory management is used to view, and change in bulk, references that point to inventory
entities from other types of entity. The inventory entities are entities of type Contact, Legal entity,
Legal entity site, Literature reference, Reference substance, and Test materials. The entities that
can refer to these are Substance, Mixture/Product, Template and Category. These are all types of
dataset.

Inventory management replaces all the references from a particular set of entities, with references
to a single inventory entity. After the replacement, the inventory manager deletes the inventory
entities for which it replaced links. The copies of inventory entities in a Dossier are not affected.

Inventory management can be accessed by only the built-in User SuperUser or, where IBS is
enabled, a User that has the right Access all, as described in section 15.1.2.4.1 General.

For example, all references to a User-defined set of Contacts from Substances, Templates
Mixture/Products and Categories can be a replaced by references to a single, different Contact;
after which all the Contacts in the User-defined set are deleted. The deletion is possible because
there are no longer any references to the Contacts in the User-defined set. Inventory management
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is launched from the administration section of the home page, or by right-clicking within the home
page on an icon for inventory entity. An example is shown below:

Figure 111: Starting the inventory management wizard

-4 |UCLID 6
File Edit User | Admin | Help
| £} System administration

m
E" r\ln-.-entur:.f management
Lag’

® 9
2| E tew
: E4E  Invent t
EH Nyentory managemen
® e ! ry g

Te=t materials

Whilst the inventory management wizard is running, its icon in the lower menu bar is active, as
shown below.

Figure 112: Bring the inventory management wizard to the front
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Clicking on this icon brings the wizard to the front of the currently open windows. This is useful if
the wizard is not visible because it is behind some other window, or it has been minimised.

The first page of the wizard allows for the selection of the inventory entities that will be replaced.
An example is shown below for Contacts.
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Figure 113: Selecting entities to replace in Inventory management
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Key for Figure 97:

1. To select an entity for replacement, first click on the button Add button. When the wizard is first
opened, there are no entities on the list, as shown above;

2. If the wizard were started from the Admin menu, use the field Result type, to select the type of
entity to replace. This field is not shown if the wizard is started from a specific type of entity, in
which case, the search can find only that type of entity. Select the type of search in the field
Query type. If there is already one or more entities on the list, only the same type can be
selected;

3. Search for the entities to be replaced, applying the criteria entered in Query type;
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4. Select the entities to be replaced;

5. Click on the button Assign to add the selected entities to the list of those that will be replaced.
For the example shown above, the list is shown in the figure below.

At the foot of the list of entities to be replaced there are buttons that provide a range of functions
that allow the members of the list to be changed, and to check the relationships between entities. It
is recommended to use these functions to ensure that the replacements of inventory entities are
really what is required. Check the list carefully because the replacements cannot be undone. Add
and Remove are used to determine which entities are on the list. Open document displays the
selected document in the data window of IUCLID. Show links, opens a pop-up window that lists the
entities that refer to the selected inventory entity. In the example shown below, the inventory entity
Contact 2 is referenced by several Substances, a Legal entity and a Mixture/Product.

Go to link target displays the selected document in the data window of IUCLID.
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Figure 114: In inventory management, show which entities refer to an inventory entity
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When you are sure that the selection of inventory entities to be replaced is correct, click the button
Next to open the second page of the wizard, and then select the inventory entity that will replace
those on the list. The selection window is opened via the chain link icon highlighted below. Use the
standard search feature to select an inventory entity.
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Figure 115: Selecting the inventory entity that will replace those selected on the first page of the wizard
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When the inventory entity has been selected, click on the button Finish. The confirmation window
opens, as shown in the example below. This window contains a list of the inventory entities which
will be replaced, and by what. The window contains the same features Show links and Open
Document as described for the first page of the wizard. There is a warning that the inventory
entities for which references are being replaced, will be deleted. If you have not already done so, it

is recommended that you back up your database before proceeding, as described in section 24
Backup/Restore.
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Figure 116: Confirmation of which inventory entities will be replaced, and by what

-d, Replace inventory entries — O >

Confirmation of inventory entries replacement

Confirm the documents/entities to be replaced =] * 0

Please confirm that the 4 selected entities
Entity/Document
5l Two, Contact; ECHA

|§| One, Contact; ECHA

|§| Four, Contact; ECHA

|E| Three, Contact; ECHA
|

will be replaced by the following entry
Bgl User, Manual;, ECHA >

Once proceeding with this replacement :

- the 4 selected entries will be deleted
- all the references (inside raw datasets) to these 4 entries wil be replaced by references to the chosen

inventory entry

o Confirmation of invertory entries replacement

To carry out the replacement, click on the button Finish. When the replacement is finished, a report
is shown like the one in the example below.
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Figure 117: The report given by the inventory manager when it has finished making replacements

-d Replace inventory entries — O et
Replacement report
o
Report for the inventory entries replacements = +n
Job ID: 1, execution date 13/0W2016 124817
Replaced documents
Entity/Document Document type Drocument ULID
Two, Contact; ECHA Contact 40285234-fcle-423a-08d2-02fa8577
Sbdd
Four, Contact; ECHA Contact 9ff534ed-Bc12-43b59-bave-74200563
0d7o
Three, Contact; ECHA Contact fof2Sc14-e734-455b-0def-47d 1 3bdaf
leg
Cne, Contact; ECHA Contact lab3367b-1a73-4f7f-8004-2ab75228
Ob2f
Document that replaced the above list
Entity/Document Document type Drocument UL
User, Manual, ECHA Contact Tdfalfdf-2084-454e-87e7-4Cc38338a
b2

o Replacement report Close

To export the report in CSV format, click on the button Export report, and then enter a flename and
path for the file.

19. Print

IUCLID 6 allows you to generate PDF documents and print the following files; Substance datasets,
Mixture/Product datasets, Templates, Categories, Dossiers, Endpoint study records, Endpoint
summary records, Reference substances, Literature references, Legal entity sites, Legal entities,
Contacts, Annotations, Test Materials.

There are some important points to note before generating a PDF and printing;

1. You can only generate a PDF and subsequently print if your [IUCLID user account is assigned

to a role which has been given permission to print. This is set in the Permissions tab of Roles in
User management.
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You cannot print more than one of the above files at any one time. If you wish to print two

separate endpoint summaries for example, you will need to generate two individual PDFs.

3. Any information which is flagged as confidential will be included in the PDF.

Any entities which are referenced by the dataset or document you print will also be included in

the PDF. For instance, if you print a Category which is linked to a Legal entity, the Legal entity

information will also be included in the PDF.

5. Inherited Endpoint study and summary records from a template cannot be printed individually,
but are included in the PDF when printing an entire dataset.

19.1. Print assistant

To launch the printing function, click on the print icon, '@, located as shown in the figure below.
The menu is opened from within the Navigation pane by right-clicking on the search record of what

is to be printed.

Figure 118: Launching the print function

Search | TOC = Annotations = E i | | X
j

Result type | Substance - Substance name*
Cuery type | Get all substances h substance_1
Orhwnership -
Public: name
Group Open
E Create Dossier...
ntity flags
Print...
Clear I}
e =4 Generate report... ]
DR &a(B)x . =t
S Export... )
: @ P edefined Legal entity
| Y Fite: X  Delete Lty fags
Chemical name Legal entity name Reference sub... Y Share

é sU hstanr.:eJ Predefined Leg... |

Change ownership...
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& Validate. .

arty

The Print assistant generates a PDF file in a single step, as shown in the figure below.
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Figure 119: The options for printing to a PDF file

d Print >
Output file

| BAFILEShiuchidvceffies1-14e8-457d-b6dS-4d 0557 045600, pdf |

Select the settings that will be applied during printing process

[~ Print annotations
[+ Print confidential fields
[~ Print empty fields
[+ Print cover page

[+ Open viewer for print output

e

Under the heading Output file enter the path of the folder where the output will be saved. Click the
Browse button to change the path.

There are five options:

1. Print annotations (by default unchecked)

If you check this option, all the annotations of your dataset, document or entity will be included
in the generated PDF.

2. Print confidential fields (by default unchecked)
If you check this option, all the fields that are marked (confidential) in the dataset, document or
entity will be included in the generated PDF. These fields are nothing to do with flagged fields.

3. Print empty fields (by default unchecked)

If you check this option, all the empty fields of your dataset, document or entity will be included
in the generated PDF.

4. Print cover page (by default checked)

If you leave this box checked, the generated PDF will have a cover page which includes the
following information;

a. Substance name
b. Legal Entity owner

c. Printing date
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5. Open viewer for print output (by default checked) -

If you leave this box checked, the PDF will be opened automatically in the default PDF viewer

for the host computer.

The print process is handled as a background job, as described in section 1.7.4 Background jobs.

19.2. Table of contents and structure of PDF

In the generated PDF you will see underneath the cover page a table of contents. This will help

you locate the information you wish to view. For large files such as datasets, the PDF will be
structured according to the sections which contain information, see the examples below.

Table of Contents
L O (011 T = = SO P OSSPSR 1
CORE 1

0 Related information
0.1 Templates .......cccceueeeee 1
1 General information
1.1 Identification

3 Manufacture, use and exposure 1
3.7 Exposure Scenarios, exposure and risk assessment ...........oviiineenenn 1
3.7.3 Generic exposure potential .....cccvivvcie e, 1

4 Physical and chemical properties ...........cc.ucu.e.. 2
Physical and chemical properties ............. 3
4.1 Appearance / physical state / colour ..

Appearance/physical state/colour .....
4.2 Melting point / freezing point
Melting point/freezing point
4.3 Boiling point .....ooeeeiiieeee e
Boiling point
4.4 Density ..........
DENSIEY vvviieee s e s e n e
4.5 Particle size distribution (Granulometry)
Particle size distribution (Granulometny) ...ccooovveeevviinecvcsses s 5
4.8 VaDOUN PIESSUTE ..ot eieeiiee e e e e e e e en s e e e e e ee s e e e s emn s eenee e s
Vapour Pressure .....ecccscssenssnsse s
4.7 Partition coefficient .............ccccoeee.
Partition coefficient ....
4.8 Water solubility ......cccooooiiaiii e
Water solubility
4,10 SUMACE TBNSION . eeiitiieeeee ittt ee e e e e e e e e e et e e e e e e s
SUMACE TBIMISION (. e e e e e e e eme e eeen
4.11 Flash point ......ccc.......
Flash point ............
4.12 Auto flammability ....
Auto flammability ...
4.13 Flammability ..............
Flammability .o et e
414 EXPIOSIVENESS ..o ettt ee
Explosiveness .....c.coveevivvenenivnnnennns
4.15 Oxidising properties
Oxidising properties
4.17 Stability in organic solvents and identity of relevant degradation

[0 L1 Lo = PSSP PP PRT 11
Stability in organic solvents and identity of relevant degradation
PIOTUTES <.ttt ae e e e e e e s e e e et e e e e e mna s nemn ee e e e eennas 12
A 18 Storanas ctabilihe and reactivity trawarde container matarial 12
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Substance (Test) A
CORE

General information
SUBSTANCE: Substance (Test) A

UUID: 1d0dde61-b8be-4c9b-959b-alab33e2e055
Dossier UUID:
Author: SuperUser
Date: Tue May 26 12:59:46 EEST 2015
Remarks:

Chemical name
Substance (Test) A

Legal entity
Example Company 1/ Example city / Finland

Role in the supply chain

Manufacturer
false

Importer
false

Only representative
false

Downstream user
false

Reference substance

nicatinamide / nicotinamide / 98-92-0 / 202-713-4

EC number EC name
202-713-4 ec

CAS number CAS name
98-92-0

IUPAC name

nicotinamide

20. PNEC calculator

Under the REACH Regulation, manufacturers, importers, and downstream users must ensure that
they manufacture, place on the market or use substances, in such a way that they do not adversely
affect the environment.

A Predicted No-Effect Concentration (PNEC) defines the level of exposure to a substance below
which adverse effects in the environmental sphere of concern are not expected to occur. In the
Risk Characterisation (RC), the exposure of each environmental sphere known to be or likely to be
exposed, is compared with the appropriate Predicted No-Effect Concentrations. The risk to the
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environmental sphere can be considered to be controlled if the exposure levels do not exceed the
related PNECs.

The aim of the PNEC calculator is to support the derivation of Predicted No-Effect Concentrations
for the aquatic, sediment and terrestrial environmental protection targets based on ECHA
Guidance on Information Requirements and Chemical Safety Assessment, Chapter R.10.

Note: The current version of the PNEC calculator supports the derivation of PNECs only for
aquatic, sediments and terrestrial environmental protection targets. It does not support the
calculation of PNECs for microorganisms in sewage treatment plants and the PNECoral used for
the assessment of secondary poisoning.

The workflow followed by the PNEC calculator is the following:

1. The assessor selects (or creates) and endpoint summary in IUCLID section 6 -
Ecotoxicological information in a substance dataset (or in a template) and launch the PNEC
calculator in the menu that appears by right-clicking on it. The endpoint summary of section 6
enables the reporting of the hazard assessment conclusions for the environmental protection
targets.

2. The PNEC calculator performs the following for deriving PNECs

a. Retrieves all the effect concentrations reported in the endpoint summaries in [UCLID
sections 6.1.1 to 6.1.6 for the aquatic protection target, section 6.2 for the sediment
protection target and sections 6.3.1 to 6.3.4 for the terrestrial protection target and selects
the lowest short-term descriptor and the lowest long-term descriptor if available.

b. For aquatic and sediment protection target, data for freshwater are used as surrogate data
in case the same type of data is not available for the marine and vice versa.

c. For sediment and soil protection target, the equilibrium partitioning method (EPM) may be
used as an extrapolation method to calculate the PNEC and thus data for Koc is retrieved
from the endpoint summary in [IUCLID section 5.4.1.

d. Selects the relevant effect concentrations and the corresponding assessment factor (AF) to
calculate the PNEC, or when relevant, using the EPM for the PNECs for sediments and /or
soil, according to the rules in ECHA Guidance on Information Requirements and Chemical
Safety Assessment, Chapter R.10.

3. The PNEC calculator reports all the results in a screen available to the assessor.

4. The assessor can finish the actions keeping the calculations as proposed by the tool or modify
some assumptions by editing the calculations (see section 20.4).

5. The PNEC calculator reports the outcome of the calculations, and related explanations when
relevant, in the IUCLID endpoint summary section 6.

20.1. Input data

The input data for the PNEC calculator is the information available in the endpoint summaries in
IUCLID sections 5.4.1 (Adsorption / desorption), 6.1.1 to 6.1.6 (Aquatic toxicity), 6.2 (Sediment
toxicity) and 6.3.1 to 6.3.4 (Terrestrial toxicity).
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The IUCLID endpoint summary is the document that summarises the information available in all
the endpoint study records of a given Endpoint section. Therefore, it is expected that before
running the PNEC calculator, the assessor should have already carried out the assessment of the
available studies (reported in the form of endpoint study records in IUCLID) for the relevant
endpoints by environmental protection target. Thus, the key effect concentrations should have
been selected and reported in the endpoint summaries of sections 5.4.1, 6.1.1 t0 6.1.6, 6.2 and
6.3.1t06.3.4.

20.1.1. Endpoint summary 5.4.1 (adsorption/desorption- Koc)

For sediment and terrestrial protection target, PNECs can be calculated using EPM depending on
the experimental data that is available for those environmental protection targets. In that case, the
adsorption coefficient (Koc) for the substance is necessary for the calculation and it is retrieved
from the corresponding endpoint summary in [IUCLID section 5.4.1.

If the adsorption coefficient is provided in its logarithmic form, the tool will calculate the Koc value
using the conversion formula: Koc = 10MogKoc

20.1.2. Endpoint summaries 6.1.1 to 6.1.6 (aquatic toxicity)

The following information is used by the PNEC calculator from each available endpoint summary of
section 6.1:

1. Effect concentration type: either "EC50/LC50" or "EC10, LC10 or NOEC"
2. Aquatic environmental protection target: freshwater or marine

3. Value and unit: both value and unit should be reported. The PNEC tool considers negative or
equal to zero values as invalid.

20.1.3. Endpoint summary 6.2 (sediment toxicity)

The following information is used by the PNEC calculator for the calculation of the PNEC sediment
from the endpoint summary of section 6.2 if available:

1. Effect concentration type: either "EC50/LC50" or "EC10, LC10 or NOEC"
2. Sediment protection target: freshwater or marine

3. Value and unit: both value and unit should be reported. The PNEC tool considers negative or
equal to zero values as invalid.

Data for freshwater is used as surrogate data in case the same type of data is not available for the
marine and vice versa.

20.1.4. Endpoint summaries 6.3.1 to 6.3.4 (soil toxicity)

The following information is used by the PNEC calculator for the calculation of the PNEC soil from
the endpoint summarise of section 6.3 if available:

1. Effect concentration type: either "EC50/LC50" or "EC10, LC10 or NOEC"
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2. Value and unit: both value and unit should be reported. The PNEC tool considers negative or
equal to zero values as invalid.

20.2. How the calculations are made

20.2.1. Aquatic environmental protection target

A precondition to calculate PNECs for the aquatic environmental protection target is that there
should be experimental data for three aquatic species: fish, aquatic invertebrates and algae or
aquatic plants.

The calculations required to establish the PNECs consist in dividing an initial effect concentration
by an assessment factor.

The initial effect concentration is the lowest "EC50/LC50" or the lowest "EC10, LC10 or NOEC"
depending on the availability or not of long-term data, for which species long-term data is available
and whether the most sensitive species in the short-term studies and long-term studies is the
same. It is to be noted that data for freshwater are used as surrogate data in case the same type of
data is not available for the marine and vice versa.

The assessment factor depends on the number of species for which there is long-term data and
the aquatic environmental protection target the PNEC is calculated for.

The current version of the PNEC calculator assumes that no further experimental information on
other marine species like echinoderms or molluscs have been provided when setting the
assessment factor (AF) for the default calculation of the PNECaqua,marine, since the current
endpoint summary is not able to provide this information to the PNEC calculator. In case that
experimental information on echinoderms and/or molluscs are available and provided, the
assessor will need to modify the relevant parameters in the Edit mode (section 20.4).

More specifically, the calculations are done as it follows:

1. Ifan “EC10, LC10 or NOEC” is not available or is only available for algae and/or aquatic plants:

PNECaqua,freshwater = Lowest “EC50/LC50” / 1000
PNECaqua,marine = Lowest “EC50/LC50” / 10000

2. Ifan“EC10, LC10 or NOEC” is available for species other than algae and/or aquatic plants:

a. If the most sensitive species in short-term and long-term studies are the same

PNECaqua,freshwater = Effect concentration / AF for freshwater
PNECaqua,marine = Effect concentration / AF for marine water

Data available Effect AF for AF for marine
concentration freshwater water

“EC10, LC10 or NOEC” Lowest “EC10, LC10 | 10 100

available for three or NOEC”
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species: fish AND aquatic
invertebrates AND algae
or aquatic plants

available for one species:
fish OR aquatic
invertebrates

or NOEC”

“EC10, LC10 or NOEC” Lowest “EC10, LC10 | 50 500
available for two species: | or NOEC”

fish AND/OR aquatic

invertebrates AND/OR

algae or aquatic plants

“EC10, LC10 or NOEC” Lowest “EC10, LC10 | 100 1000

If the most sensitive species in short-term and long-term studies are not the same

PNECaqua,freshwater = Effect concentration / AF for freshwater
PNECaqua,marine = Effect concentration / AF for marine water

Data available Effect AF for AF for marine
concentration freshwater water

“EC10, LC10 or NOEC” Lowest "EC10, LC10 | 10 100

available for three species: | or NOEC"

fish AND aquatic

invertebrates AND algae or

aquatic plants

“EC10, LC10 or NOEC” Lowest of 100 1000

available for two species: "EC50/LC50" and

fish AND/OR aquatic "EC10, LC10 or

invertebrates AND/OR NOEC"

algae or aquatic plants

and

no "EC10, LC10 or NOEC"

available for the species

having the lowest

"EC50/LC50"

“EC10, LC10 or NOEC” Lowest "EC10, LC10 | 50 500

available for two species:
fish AND/OR aquatic
invertebrates AND/OR
algae or aquatic plants
and

"EC10, LC10 or NOEC" is
available for the species

or NOEC"
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having the lowest

"EC50/LC50"
“EC10, LC10 or NOEC” Lowest “EC50/LC50” | 1000 10000
available for one species: if it is lower than
fish OR aquatic (lowest “EC10, LC10
invertebrates or NOEC”)/ 10
Lowest “EC10, LC10 | 100 1000
or NOEC” if
condition above is
not met

The selection of the initial effect concentration and the appropriate assessment factor is done
according to ECHA Guidance on Information Requirements and Chemical Safety Assessment,

Chapter R.10.

20.2.2. Aquatic environmental protection target, intermittent release

A precondition to calculate PNECs for intermittent releases to the aquatic environmental protection
target is that there should be short-term experimental data, i.e. "EC50/LC50" for three aquatic
species: fish, aquatic invertebrates and algae or aquatic plants. It is to be noted that data for
freshwater are used as surrogate data in case the same type of data is not available for the marine
and vice versa.

The default value for the PNEC aquatic for intermittent releases for freshwater or marine water
aquatic organisms is obtained by dividing the lowest "EC50/LC50" value by an assessment factor
of 100 for freshwater and 1000 for marine water.

20.2.3. Sediment environmental protection target

A precondition to calculate PNECs for the sediment environmental protection target is that there is
long-term data available for sediment organisms or, in the absence of such data, a value for Koc is
available in IUCLID section 5.4.1 and the corresponding PNEC for the aquatic environmental
protection target is available to calculate PNECs with the EPM.

It is to be noted that data for freshwater are used as surrogate data in case the same type of data
is not available for the marine and vice versa. Also, EPM might be used to calculate the PNECs in
the assumption that it is a valid method for the substance. If this assumption is not correct, the
assessor should edit the calculated PNECs using the Edit mode (section 20.4).

The current version of the PNEC calculator assumes that only one species has been tested for the
sediment protection target, when setting the assessment factor (AF) for the default calculation of
the PNEC sediment, since the current endpoint summary is not able to provide this information to
the PNEC calculator. In case that more than one species representing different living and feeding
conditions have been tested, the assessor will need to modify the relevant parameters in the Edit
mode (section 20.4).
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For freshwater sediments, if there is long-term data the "EC10, LC10 or NOEC" is divided by an
assessment factor of 100. If there is only short-term data the PNEC is calculated as the lowest of
two values: i) the "EC50/LC50" divided by an assessment factor equal to 1000, and ii) a value
resulting from applying EPM. If no experimental data is available for sediment environmental
protection target, the PNEC is calculated by EPM:

PNECsediment,freshwater = PNECaqua,freshwater * (3.6 + 0.1*Koc)

For marine water sediments, if there is long-term data the "EC10, LC10 or NOEC" is divided by an
assessment factor of 100 or 1000 depending on whether or not long-term data is available for both
freshwater and marine water. If there is short-term data the PNEC is calculated as the lowest of
two values: i) a value result of dividing the "EC50/LC50" by an assessment factor equal to 1000 or
10000 depending on whether or not short-term data is available for both freshwater and marine
water, and ii) a value result of applying EPM. If no experimental data is available for sediment
environmental protection target, the PNEC is calculated by EPM:

PNECsediment,marine = PNECaqua,marine * (3.6 + 0.1*Koc)

20.2.4. Terrestrial environmental protection target

A precondition to calculate PNECs for the terrestrial environmental protection target is that there is
experimental data available for soil organisms or, in the absence of such data or only one effect
concentration is available, a value for Koc is available in IUCLID section 5.4.1 and the
PNECaqua,freshwater for the aquatic environmental protection target is available. As in the case of
the sediment protection target, EPM might be used to calculate the PNEC for soil in the
assumption that it is a valid method for the substance. If this assumption is not correct, the
assessor should edit the calculated PNECs using the Edit mode (section 20.4).

If there is no experimental data the PNECsoil is calculated with EPM:
PNECsoil = PNECaqua,freshwater * (0.133 + 0.02*Koc)

If there is only one effect concentration available the PNECsoil is calculated as the lowest of two
values: i) a value result of dividing the "EC50/LC50" by an assessment factor of 1000 or the "EC10,
LC10 or NOEC" by an assessment factor of 100, and ii) a value result of applying EPM.

If there are more than one effect concentration but only short-term data, PNECsoil is calculated
dividing the lowest "EC50/LC50" by an assessment factor of 1000.

If there are more than one effect concentration and only one "EC10, LC10 or NOEC", PNECsoil is
calculated as the lowest of two values: i) a value result of dividing the "EC50/LC50" by an
assessment factor of 1000, and ii) a value result of dividing the " EC10, LC10 or NOEC " by an
assessment factor of 100.

If there are more than one "EC10, LC10 or NOEC", PNECsail is calculated by dividing the lowest
"EC10, LC10 or NOEC" by an assessment factor that depends on the number of terrestrial species
for which an "EC10, LC10 or NOEC" is available according to ECHA Guidance on Information
Requirements and Chemical Safety Assessment, Chapter R.10.

20.3. Output information

Once the PNECs are calculated, then the PNEC calculator shows them in a pop-up window.
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This pop-up window is composed of two main sections. In the section at the top it displays a table
with all the PNECs that have been calculated grouped by environmental protection target. The
section below contains three tabs that show in a read-only mode the starting effect concentration
and the assessment factor used for calculating the PNECs. For the sediment and terrestrial
protection targets, the extrapolation method used to calculate the PNECs is also shown.

This pop-up window also contains four buttons: Edit, Print, Finish and Cancel.

The Edit button opens an edit window in which the starting effect concentration, assessment factor
and/or extrapolation method can be modified providing a justification. See more information in
section 20.4.

The Print button generates a report in RTF format documenting the information related to the
PNEC calculation (input and output data). This report has the same format used by the CSR
generator for section 7.5 of the CSR.

The Finish button closes the PNEC calculator and the relevant data is transferred automatically to
the relevant fields in the summary of section 6 Ecotoxicological information from which the PNEC
calculator was launched. Be aware that if the endpoint summary already has values, the tool will
overwrite all the available values for the PNECs calculated. All other fields will not be affected and
the values already indicated will neither be overwritten nor erased.

The Cancel button simply closes the PNEC calculator without any further action.

20.4. Edit mode

The assessor has the possibility to modify the starting effect concentration and the assessment
factor which have been set by default by the PNEC calculator. For the sediment and terrestrial
protection targets the assessor can also modify the default extrapolation method used for the
PNEC calculation. This is done using the Edit button.

The Edit button opens a new pop-up window that shows all the inputs that the assessor is allowed
to modify in the PNEC calculator for the selected environmental protection target.

1. Starting effect concentration: the PNEC calculator selects as default the lowest "EC50" or the
lowest "EC10, LC10 or NOEC" considering the data available for an environmental protection
target. If the assessor disagrees, another effect concentration can be selected from the picklist
containing all the available effect concentrations in the relevant endpoint summaries for the
environmental protection target. However, if a new starting effect concentration is selected the
assessor needs to provide also the relevant assessment factor for the calculation and a
detailed justification explaining why the new starting effect concentration is actually more
relevant.

2. Assessment factor: the PNEC calculator applies the default assessment factors according to
ECHA Guidance on Information Requirements and Chemical Safety Assessment, Chapter
R.10 considering the information available in the relevant endpoint summaries for each
environmental protection target. If the assessor has more information that can justify the use of
values other than the default, the assessment factor can be modified after clicking on
Overwrite. However, in that case, the assessor needs to provide a detailed justification
explaining why the new assessment factor is actually more relevant.
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3. Extrapolation method: for sediment and terrestrial protection target there are two extrapolation
methods that can be used for calculating the PNECs depending on the availability of
experimental data relevant for those protection targets. Thus, if there is enough experimental
data the "assessment factor" method, consisting in applying an assessment factor to a effect
concentration, will be used. However, if there is not enough data or no data at all, the
"equilibrium partitioning method" (EPM) will be used by default to calculate the relevant PNECs
from the PNECs for the aquatic environmental protection target. If the assessor disagrees with
the extrapolation method chosen by the PNEC tool (e.g. the tool has used EPM but EPM is not
applicable for the substance), the other extrapolation method can be selected instead.
However, if a new extrapolation method is selected the assessor needs to provide a detailed
justification explaining why the new extrapolation method is actually more relevant. In addition,
if the new extrapolation method is "assessment factor" the assessor will be required as well to
select a effect concentration from the picklist containing all relevant effect concentrations and
an assessment factor.

If after having modified any of the input above the assessor wants to go back and use the default
values as input, this can be done by clicking on default.

This pop-up window also contains two buttons: Save and Cancel.

The Save button closes the Edit pop-up window and the PNEC calculator will re-calculate the
relevant PNECs using the new inputs from the assessor. The new results will be shown in the
initial display window.

The Cancel button simply closes the Edit pop-up window without any further action and goes back
to the initial display window.

20.5. Disclaimer

ECHA recommends using the optional PNEC calculator in [IUCLID. Note that nevertheless the
registrant remains responsible for the PNECs calculated.

21. DNEL calculator

Under the REACH Regulation, with regard to substances; manufacturers, importers, and
downstream users must ensure that they manufacture them, place them on the market, or use
them, in such a way that they do not adversely affect human health.

A Derived No-Effect Level (DNEL) defines the level of exposure above which humans must not be
exposed. In the Risk Characterisation (RC), the exposure of each human population known to be
or likely to be exposed is compared with the appropriate Derived No-Effect Level. The risk to
humans can be considered to be controlled, if the exposure levels estimated do not exceed the
appropriate DNELs.

The aim of the DNEL calculator is to support the derivation of Workers and General Population
Derived No-Effect Levels for long-term systemic effects for oral, dermal and inhalation routes
based on ECHA Guidance on Information Requirements and Chemical Safety Assessment,

Chapter R.8.
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Note: The current version of the DNEL calculator supports the derivation of DNELs only for long-
term systemic effects from repeated dose toxicity or reproductive toxicity. It does not support the
calculation of DNELSs for acute toxicity or local effects, nor the use of human data and the
derivation of DNEL for threshold carcinogens. Finally, the DNEL calculator does not support the
calculation of Derived Minimal Effect Levels (DMELSs) for non-threshold hazards.

The workflow followed by the DNEL calculator is the following:

1. The assessor selects (or creates) an endpoint summary in [IUCLID section 7 Toxicological
information in a substance dataset (or in a template) and launch the DNEL calculator by right-
clicking on it. The endpoint summary of section 7 enables the reporting of the hazard
assessment conclusions for human health (workers and general population).

2. The DNEL calculator performs the following for deriving DNELs for workers and the general
population for a route of exposure.

a. Retrieves all the dose descriptors reported in the IUCLID endpoint summaries section 7.5
(Repeated dose toxicity) and section 7.8 (Toxicity to reproduction: effect on fertility and
effect on developmental toxicity) and selects one or more initial dose descriptor to calculate
a DNEL for each route of exposure (according to the rules described in section 21.2.1).

b. Retrieves the information in the IUCLID endpoint summary in sections 7.1 (Toxicokinetics,
metabolism and distribution) if available and calculates a default DNEL for the general
population and workers as described in section 21.2.2 and 21.2.3, for each selected initial
dose descriptor.

c. Selects the initial dose descriptor leading to the lowest DNEL.

3. The DNEL calculator repeats the operations above for the two other routes of exposure and
reports all the results in a screen available to the assessor.

4. The assessor can finish the actions keeping the calculations as proposed by the tool
(corresponding to the default calculations as explained in ECHA Guidance on Information
Requirements and Chemical Safety Assessment, Chapter R.8) or modify some assumptions by
editing the calculations (see section 21.4).

5. The DNEL calculator reports the outcome of the calculation and related explanations when
relevant in the IUCLID endpoint summary section 7.

21.1. Input data

The input data for the DNEL calculator is the information available in the IUCLID endpoint
summaries in IUCLID sections 7.1 (Toxicokinetics, metabolism and distribution), 7.5 (Repeated
dose toxicity) and 7.8 (Toxicity to reproduction).

The IUCLID endpoint summary is the document that summarises the information available in all
the endpoint study records of a given Endpoint section. Therefore, it is expected that before
running the DNEL calculator, the assessor should have already carried out the assessment of the
available studies (reported in the form of endpoint study records in IUCLID) for the relevant
endpoints by route of exposure. Thus, the key dose descriptors should have been selected and
reported them in the endpoint summaries of sections 7.1, 7.5 and 7.8.
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To launch the DNEL calculator, the assessor needs to right-click on an existing endpoint summary
section 7 Toxicological information in a Substance dataset, or in a Template. This endpoint
summary enables the reporting of the hazard assessment conclusions for human health (workers
and general population).

21.1.1. Endpoint summary 7.1 toxicokinetics, metabolism and distribution

The DNEL calculator considers the following information (if available): absorption rate oral (%),
dermal (%) and inhalation (%).

If no information is present in one or more fields or if the endpoint summary is not available, the
DNEL calculator will use default values as indicated in ECHA Guidance on Information
Requirements and Chemical Safety Assessment, Chapter R.8, which is:

1. Oral default absorption rate: 100% (50% if oral-to-inhalation extrapolation)
2. Inhalation default absorption rate: 100%
3. Dermal default absorption rate: 100%

Note: in case a dermal-to-inhalation or dermal-to-oral extrapolation is made, if there is no
information about dermal absorption, the DNEL calculator will use a dermal absorption of 10% as a
reasonable worst-case scenario.

21.1.2. Endpoint summary 7.5 Repeated dose toxicity

The following information is used by the DNEL calculator for each route of exposure with available
data:

1. Dose descriptor type, value and unit. The current version of the DNEL calculator can use
NOAEL, LOAEL or BMDLO5 for oral and dermal routes and NOAEC, LOAEC or BMCLO5 for
inhalation route. The benchmark dose/concentration calculated as the lower confident limit of
the dose that produces a response of 5%, i.e. BMD(C)LO05, are considered to be equivalent to
NOAEL(C) for DNEL derivation. BMD(C)L10 dose descriptors cannot be used as input to the
DNEL calculator.

2. Study duration: sub-acute, sub-chronic or chronic.

3. Species. The current version of the DNEL calculator can only derive DNELs if the experimental
studies are carried out with the species mentioned in ECHA Guidance on Information
Requirements and Chemical Safety Assessment, Chapter R.8, i.e. rat, mouse, hamster strains,
Guinea pig, rabbit, monkey or dog.

4. Toxic effect type: dose-dependent or concentration-driven.

21.1.3. Endpoint summary 7.8 Toxicity for reproduction

The DNEL calculator uses the same type of information mentioned above for the endpoint
summary 7.5 for both the effect on fertility and the effect on developmental toxicity for each route of
exposure.
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21.2. How the calculations are made

The DNEL derivation process follows a 3-step procedure as proposed by ECHA Guidance on
Information Requirements and Chemical Safety Assessment, Chapter R.8:

Step 1. Selection of relevant dose descriptors: based on all dose descriptors available in the
endpoint summaries for repeated dose toxicity and for reproduction toxicity the assessor will have
selected key dose descriptors per route of exposure and reported them in the relevant endpoint
summaries. The DNEL calculator will select relevant dose descriptors for each route;

Step 2. Modification of relevant dose descriptors: the DNEL calculator will apply appropriate
correction factors to convert the relevant dose descriptors into a correct starting point depending
on the DNEL calculated;

Step 3. Application of assessment factors: the DNEL calculator will apply appropriate assessment
factor to the modified dose descriptors to address the differences between experimental data and
the human situation to obtain the DNEL values.

Each of the steps are further explained below.

21.2.1. Step 1: selection of relevant dose descriptors

The DNEL calculator retrieves all dose descriptors provided in the endpoint summaries in IUCLID
sections 7.5 and 7.8, and applies the following selection criteria for each route of exposure:

1. The DNEL calculator selects the dose descriptors from experimental studies carried out on the
same route of exposure the DNEL is to be derived. If there are no dose descriptors for the
route the DNEL is to be derived, the oral dose descriptors will be prioritised for derivation of
DNELs for inhalation and dermal routes. For the derivation of DNEL for oral route both
inhalation or dermal dose descriptors are used.

2. BMD(C)LO5 dose descriptors are considered equivalent to NOAEL(C) and these are used if
available. However, if an available LOAEL(C) is lower than the BMD(C)L05 and NOAE(C), then
the LOAEL(C) will be used for the derivation of the DNEL.

If more than one dose descriptor remains after applying the above selection criteria, the DNEL
calculator derives all the corresponding DNELSs following step 2 and 3 explained in sections 21.2.2
and 21.2.3 and selects the lowest DNEL.

21.2.2. Step 2: modification of relevant dose descriptors

The initial dose descriptors need to be modified with appropriate correction factors to convert them
into more correct starting points considering the human population exposure conditions.

As a consequence, four correction factors are applied to the initial dose descriptors as explain in
the sections below.

21.2.2.1. Correction factor for differences in bioavailability (ABS)

When the initial dose descriptor used for the calculation of the DNEL is from a study on the same
route as the route for which the DNEL is to be derived, then the correction factor for difference in
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bioavailability is set to 1 assuming the same bioavailability for experimental animals and humans in
the absence of further information.

When a route-to-route extrapolation is made (if the experimental study is not carried out for the
same route as the DNEL derived) then a correction should be made for the difference of
bioavailability by route. In case of a route1-to-route2 extrapolation is made the following correction
factor is applied: Absorption(route1-animal)/Absorption(route2-animal). This is assuming the same
bioavailability for experimental animals and humans in the absence of further information.

The correction factor for differences in bioavailability is calculated according to the rules described
in the following table and using information provided in [UCLID endpoint summary of section 7.1
when available. Note that if no (or partial) information is provided in the endpoint summary of
IUCLID section 7.1, the DNEL calculator uses default values as explained in ECHA Guidance on
Information Requirements and Chemical Safety Assessment, Chapter R.8. In addition, in the event
of using dermal-to-inhalation or dermal-to-oral extrapolation, if there is no information about dermal
absorption the DNEL calculator will use a dermal absorption of 10% as a reasonable worst-case
scenario.

Table 16: Values for ABS according to the route of initial dose descriptor and the route of DNEL being derived
as well as whether data is provided in endpoint summary of section 7.1 or not

Route for dose descriptor DNEL inhalation DNEL dermal DNEL oral
Inhalation absorption / Inhalation absorption / oral
dermal absorption absorption
Tikalstion 1 If partial or no dat?, If partial or no dat::.l,
default values are: default values are:
Dermal absorption = 1 Oral absorption = 1
Inhalation absorption = 1 Inhalation absorption = 1
Dermal absorption / Dermal absorption / oral
inhalation absorption absorption
DA If partial or no data, 1 If partial or no data,
default values are: default values are:
Dermal absorption = 0.1 Dermal absorption = 0.1
Inhalation absorption = 1 Oral absorption = 1
Oral absorption / Oral absorption / dermal
inhalation absorption absorption
Oral If partial or no data, If partial or no data, 1
default values are: default values are:
Oral absorption = 0.5 Dermal absorption = 1
Inhalation absorption = 1 Oral absorption = 1

21.2.2.2. Correction factor for differences in respiratory volume (SRV)

In case the inhalation route is involved in the DNEL calculation using route-to-route extrapolation,
the dose descriptor used as starting point needs to be corrected considering the differences
between metabolic rate of experimental animals and humans (allometric scaling) and human body
weight scaling.

The use of the standard respiratory volume (sRV) for the experimental animal is the preferred way
to correct the point of departure using the route-to-route extrapolation. The sRV for the
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experimental animal is calculated from the standard respiratory volume for humans (per kg bw)
and applying the corresponding allometric scaling factor.

Example:

sRV(human 70 kg, 8h) = 6.7 m3/person/8h

If the respiratory volume is transformed per kg of body weight, it will depend on the average weight
for each of the human populations. Thus:

RV(human 70 kg, 8h) = 6.7 / 70 kg = 0.0957 m3/kg bw/8h

If the experimental animal is rat (allometric scaling factor is 4), then:

sRV(rat, 8h) = sRV(human, 8h) x allometric scaling factor = 0.0957 x 4 = 0.38 m3/kg bw/8h

Since the relevant exposure time for the general population is 24 hours instead of 8, then:

sRV(rat, 24h) = sRV(rat, 8h) x 24/8 = 1.35 m3/kg bw/24h for general population

The DNEL calculator uses the default values as explained in ECHA Guidance on Information
Requirements and Chemical Safety Assessment, Chapter R.8, as provided in the table below:

Table 17: Values for SRV according to the route of initial dose descriptor and experimental animal as well as
route of DNEL being derived and population for that DNEL

DNEL inhalation DNEL dermal DNEL oral
Roé‘égcf:;;tgfse Species Workers | General Population Workers | General Population | General Population
Rat n/a n/a 0.38 1.15 1.15
Mouse n/a n/a 0.67 2.01 2.01
Hamster n/a n/a 0.48 1.44 1.44
Inhalation Guinea pig n/a n/a 0.29 0.86 0.86
Rabbit n/a n/a 0.23 0.69 0.69
Monkey n/a nfa 0.19 0.57 0.57
Dog n/a n/a 0.13 0.40 0.40
Rat 0.38 1.15 n/a nfa n/a
Mouse 0.67 2.01 n/a nfa n/a
Hamster 0.48 1.44 n/a nfa n/a
Dermal Guinea pig 0.29 0.86 n/a nfa n/a
Rabbit 0.23 0.69 n/a nfa n/a
Monkey 0.19 0.57 n/a nfa n/a
Dog 0.13 0.40 n/a nfa n/a
Rat 0.38 1.15 n/a nfa n/a
Mouse 0.67 2.01 n/a nfa n/a
Hamster 0.48 1.44 n/a nfa n/a
Oral Guinea pig 0.29 0.86 n/a n/a n/a
Rabbit 0.23 0.69 n/a nfa n/a
Monkey 0.19 0.57 n/a nfa n/a
Dog 0.13 0.40 n/a n/a n/a
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21.2.2.3. Correction factor for light activity at work (WORKER)

There is a difference in respiratory volumes between humans at rest (standard human respiratory
volume: 6.7 m3/kg bw/8h) and humans performing a light activity (worker respiratory volume for
light activity: 10 m3/kg bw/8h). Therefore for the derivation of worker-DNEL for inhalation route a
correction factor of 0.67 (result from the ratio of the values above) needs to be applied.

21.2.2.4. Correction for differences between human and experimental exposure
conditions (EXPCOND)

This correction factor is used to account for differences in the exposure conditions of experimental
animals in a test study that may differ from the ones of the worker (or the general population). For
example, in a repeated-dose inhalation study, the exposure is usually 6 hours per day (see OECD
TG 413), which differs from that for workers which is usually assumed to be 8 hours per day. Thus,
a correction factor is applied to the initial dose descriptor to calculate the DNEL, i.e. EXPCOND.
EXPCOND is calculated in the following way depending on the route of the initial dose descriptor
and the route for which the DNEL is derived:

1. For oral dose descriptor: days per week(experimental)/days per week(human population)

2. For inhalation or dermal dose descriptor: [hours per day(experimental) / hours per day(human
population)] * [days per week(experimental) / days per week(human population)]

The DNEL calculator uses the following default experimental exposure conditions:
1. For dermal and inhalation studies: 6 hours per day and 5 days per week.

2. For oral studies: 7 days a week.

Those default values for experimental exposure conditions are compared to the exposure
conditions for human population only when the toxic effect type is dose-dependent. For the worker
population:

1. Exposure via dermal and inhalation routes: 8 hours per day and 5 days per week.
2. Exposure via oral route: 5 days per week.

For the general population:

1. Exposure via dermal and inhalation routes: 24 hours per day and 7 days per week.

2. Exposure via oral route: 7 days per week.

The default values for EXPCOND are reported in the following table:
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Table 18: Values for EXPCOND according to the route of initial dose descriptor as well as route of DNEL being
derived and population for that DNEL (only valid for dose-dependent toxic effects).

DNEL inhalation DNEL dermal DNEL oral

Ro(;l;::cfr?;t:?-se Workers | General population | Workers | General population | Workers | General population
Inhalation 0.75 0.178571 0.75 0.178571 0.75 0.178571
Dermal 0.75 0.178571 0.75 0.178571 0.75 0.178571
Oral 1.4 1 1.4 1 1.4 1

For concentration-driven toxic effects the EXPCOND is always set to 1.

It is foreseen that the exposure conditions in the experimental studies could be different from the
default values or that for a specific exposure scenario the general population could be exposed
less than 24 hours per day. In those situations, the assessor can use a different correction factor
using the Edit mode functionality. In this situation, it will be required a detailed justification
explaining why the correction factor is modified.

21.2.3. Step 3: application of assessment factors

In order to derive a DNEL for human health variability and uncertainty of experimental data is to be
taken into account. Assessment factors (AFs) are therefore applied to the corrected dose
descriptor (as obtained in step 2) to calculate VDNEL values. The DNEL calculator uses the
recommended assessment factors in ECHA Guidance on Information Requirements and Chemical
Safety Assessment, Chapter R.8.

21.2.3.1. Assessment factor for interspecies variability - allometric scaling factor (AF1)

Interspecies differences result from variation in the sensitivity of species due to differences in
toxicokinetics and toxicodynamics. Some of the toxicokinetic differences can be explained by
differences in body size (and related differences in basal metabolic rate). Allometric scaling, further
explained in ECHA's Guidance Chapter R.8 is a factor applied to account for those differences in
body size. The default values for this factor available in ECHA Guidance on Information
Requirements and Chemical Safety Assessment, Chapter R.8 are used by default.

Table 19: Values for AF1 according to the experimental animal of initial dose descriptor.

Species AF1
Rat 4
Mouse 7
Hamster 5
Guinea pig 3

Rabbit 2.4
Monkey 2

Dog 1.4

21.2.3.2. Assessment factor for interspecies variability - remaining differences (AF2)

This assessment factor, with a default value of 2.5, deals with other interspecies differences, i.e.
toxicokinetic differences not related to metabolic rate (small part) and toxicodynamic differences
(larger part). In case substance-specific information shows specific susceptibility differences
between species, which are not related to differences in basal metabolic rate, the additional factor
of 2.5 for remaining differences can be modified accordingly.
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21.2.3.3. Assessment factor for intraspecies variability (AF3)

Humans differ in terms of sensitivity to chemicals and this factor deals with this uncertainty. In
order to estimate the intraspecies variability a common approach is to separate the workers from
the general population, as the worker population will usually not include the very young, the very
sick and the very old people, thus leading (potentially) to a lower susceptibility for the workers
compared to the general population. The default values for this factor in ECHA Guidance on
Information Requirements and Chemical Safety Assessment, Chapter R.8 are applied, i.e. AF3 =5
for workers and AF3= 10 for the general population..

21.2.3.4. Assessment factor for differences in exposure duration (AF4)

Most animal testing experiments are performed only for a limited period of time (e.g. 28 days or 90
days) and not for the entire life of the experimental animal. Therefore, an extrapolation factor is
applied to account for the effects that may arise during the entire lifetime of humans. The most
relevant animal study is the chronic study, which accounts for the toxic effects of the entire life of
the experimental animal.

Default values for the relevant study duration in ECHA Guidance on Information Requirements and
Chemical Safety Assessment, Chapter R.8 are applied, i.e. AF4= 1 for chronic studies, AF4= 2 for
sub-chronic studies and AF4=6 for sub-acute studies.

21.2.3.5. Assessment factor for dose-response relationship (AF5)

The uncertainty in the dose-response relationship quantified by a dose descriptor (e.g. NOAEL or
LOAEL) accounts for the uncertainty of true surrogate of the No-Adverse Effect Level (NAEL).
Following ECHA Guidance on Information Requirements and Chemical Safety Assessment,
Chapter R.8, the DNEL calculator has set this assessment factor to a default value of 3 if dose
descriptor is LOAEC(L). For other dose descriptor the value is 1.

21.2.3.6. Quality of database (AF6)

An additional assessment factor on the quality of the whole database may be applied to account
for the remaining uncertainties in any of the factors discussed in the three steps procedure.

The default value is 1 according to ECHA Guidance on Information Requirements and Chemical
Safety Assessment, Chapter R.8.

21.2.4. Formulas for DNEL derivation

The formulas applied for the derivation of DNEL depend on the route and the human population for
which the DNEL is derived. It also depends on whether the route of the dose descriptor is the same
as the route for which the DNEL is derived. The formulas use the correction factors explained in
section 21.2.2 and the assessment factors explained in section 21.2.3.

It is important to note that if more than one dose descriptor remains after applying the prioritisation
criteria described in section 21.2.1 above, the DNEL calculator derives the corresponding DNELs
will all the dose descriptors as starting point but will select only the lowest DNEL.
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21.2.4.1. Worker-DNEL for inhalation route

If the route of the initial dose descriptor is inhalation, the following formula is applied:

DNEL = (dose descriptor* ABS * WORKER * EXPCOND)/(AF1 * AF2 * AF3 * AF4 * AF5 * AF6)
Alternatively, if the route of the initial dose descriptor is oral or dermal the following formula applies:

DNEL = (dose descriptor * (1/SRV) * ABS * WORKER * EXPCOND)/(AF1 * AF2 * AF3 * AF4 * AF5
* AF6)

21.2.4.2. General population-DNEL for inhalation route

If the route of the initial dose descriptor is inhalation, the following formula is applied:

DNEL = (dose descriptor * ABS * EXPCOND)/(AF1 * AF2 * AF3 * AF4 * AF5 * AF6)

Alternatively, if the route of the initial dose descriptor is oral or dermal the following formula applies:
DNEL = (dose descriptor * (1/SRV) * ABS * EXPCOND)/(AF1 * AF2 * AF3 * AF4 * AF5 * AF6)

21.2.4.3. Worker-DNEL for dermal route

If the route of the initial dose descriptor is inhalation, the following formula is applied:

DNEL = (dose descriptor * SRV * ABS * EXPCOND)/(AF1 * AF2 * AF3 * AF4 * AF5 * AF6)
Alternatively, if the route of the initial dose descriptor is oral or dermal the following formula applies:
DNEL = (dose descriptor * ABS * EXPCOND)/(AF1 * AF2 * AF3 * AF4 * AF5 * AF6)

21.2.4.4. General population-DNEL for dermal route

If the route of the initial dose descriptor is dermal, the following formula is applied:

DNEL = (dose descriptor * SRV * ABS * EXPCOND)/(AF1 * AF2 * AF3 * AF4 * AF5 * AF6)
Alternatively, if the route of the initial dose descriptor is oral or dermal the following formula applies:
DNEL = (dose descriptor * ABS * EXPCOND)/(AF1 * AF2 * AF3 * AF4 * AF5 * AF6)

21.2.4.5. General population-DNEL for oral route

If the route of the initial dose descriptor is inhalation, the following formula is applied:

DNEL = (dose descriptor * SRV * ABS * EXPCOND)/(AF1 * AF2 * AF3 * AF4 * AF5 * AF6)
Alternatively, if the route of the initial dose descriptor is oral or dermal the following formula applies:

DNEL = (dose descriptor * ABS * EXPCOND)/(AF1 * AF2 * AF3 * AF4 * AF5 * AF6)

21.3. Output information

Once the DNELSs are calculated, then the DNEL calculator selects the lowest for each DNEL
scenario and shows them in a pop-up window.
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This pop-up window is composed of two main sections. In the section at the top it displays a table
with all the DNELs that have been derived grouped by route. The section below contains two tabs
called Dose descriptor and Assessment factors. the Dose descriptor tab shows in a read-only
mode the starting dose descriptor used for calculating the DNELSs for that route and the corrections
factors (section 21.2.2 above) that have been used to modify the starting dose descriptor. The
Assessment factors tab shows in a read-only mode the assessment factors (section 21.2.3 above)
that have been used in the derivation of the DNELSs.

This pop-up window also contains four buttons: Edit, Print, Finish and Cancel.

The Edit button opens an edit window in which the starting dose descriptor, some correction
factors and/or some assessment factors can be modified providing a justification. See more
information in section 21.4.

The Print button generates a report in RTF format documenting the information related to the
DNEL derivation (input and output data). This report has the same format used by the CSR
generator for section 5.11 of the CSR.

The Finish button closes the DNEL calculator and the relevant data is transferred automatically to
the relevant fields in the summary of section 7 toxicological information from which the DNEL
calculator was launched. Be aware that if the endpoint summary already has values, the tool will
overwrite all the available values for the Worker/General population long term systemic hazard
conclusions (oral dermal and inhalation routes). All other fields will not be affected and the values
already indicated will neither be overwritten nor erased.

The Cancel button simply closes the DNEL calculator without any further action.

21.4. Edit mode: modifying defaults from the DNEL calculator

The assessor has the possibility to modify the starting dose descriptor, some correction factors
and/or some assessment factors which have been set by default by the DNEL calculator. This is
done using the Edit.

The Edit button opens a new pop-up window which shows all the inputs that the assessor is
allowed to modify in the DNEL calculator:

1. Starting dose descriptor: the DNEL calculator selects as default the dose descriptor available in
the endpoint summaries of section 7.5 or 7.8 giving rise to the highest concern, i.e. the one
leading to the lowest DNELSs for a given route after applying the prioritisation criteria described
in section 21.2.1 above. If the assessor disagrees, another dose descriptor can be selected
from the picklist containing all the available dose descriptors in the study summaries of section
7.5 and 7.8. However, if a new starting dose descriptor is selected the assessor needs to
provide a detailed justification explaining why the new starting dose descriptor is actually more
relevant. It is important to note is that if a new starting dose descriptor is selected, the DNEL
calculator will re-calculate the DNELs and will display the new default inputs used.

2. Correction for differences between human and experimental exposure conditions: the DNEL
calculator uses default values as explained in section 21.2.2.4 above. If the experimental
exposure conditions have been different from the default values, the assessor can modified this
correction factor by clicking on Overwrite. However, the assessor needs to provide a
justification explaining why and how this correction factor is modified. Since this correction
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factor is different for different human populations, the assessor would need to modify it for both
workers and general population.

3. Assessment factors AF2 to AF6: the DNEL calculator applies the default values according to
ECHA's Guidance, Chapter R.8. If the assessor has substance-specific information that can
justify the use of values other than default, the assessment factors AF2 to AF6 can be modified
after clicking on Overwrite. However, the assessor needs to provide a detailed justification
explaining how the factors in Annex |, Section 1.4.1. of the REACH Regulation have been
taking into account.

If after having modified any of the input above the assessor wants to go back and use the default
values as input, this can be done by clicking on default.

This pop-up window also contains two buttons: Save and Cancel.

The Save button closes the Edit pop-up window and the DNEL tool will re-calculate the relevant
DNELs using the new inputs from the assessor. The new results will be shown in the initial display
window.

The Cancel button simply closes the Edit pop-up window without any further action and goes back
to the initial display window.

21.5. Disclaimer

ECHA recommends to use the optional DNEL calculator in [UCLID. Note that nevertheless the
registrant remains responsible for the calculated DNELs.

22. Validation assistant

22.1. Introduction

The aim of the Validation assistant is to assist users in the preparation of IUCLID dossiers so that
they can be successfully submitted to and processed by the relevant authority. To this end, the
Validation assistant carries out validations on the data provided in a IUCLID dataset or dossier
according to a set of pre-defined rules to verify that the information was provided as expected. The
outcome of the validation is a report, which lists all the rules for which the validation failed.

The Validation assistant currently supports the validation of all dossier types that industry can
submit to the European Chemicals Agency (ECHA) under the REACH and CLP regulations. It can
be customised to validate other types of dossiers, as needed.

The following chapters describe the principles of the Validation assistant, its current coverage of
dossier types, and how it is used.

22.2. Structure

The Validation assistant is based on the following components:
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e Scenarios. A scenario refers to a specific submission type. For simple submission types, a
scenario equals a dossier template, but for more complex types, additional parameters are
calculated.

e Rules. A rule carries out a specific validation on certain content in the dataset or dossier. Each
rule is identified by a unique rule ID.

e Rule sets. The rule sets are used to configure which rules should be run for each scenario.

e Messages. The messages are displayed to the user when a rule is not fulfilled. They inform the
user of what caused the failure.

For the end user, it is not necessary to understand this structure; however, it may be useful if in
doubt about the outcome of the validation to verify that the validation scenario was the intended
one.

22.3. Supported validations

The current version of the Validation assistant allows the users to perform the following checks on
their dossiers or substance datasets:

e The completeness check on the technical dossier (TCC), for REACH registrations and PPORD
notifications

e The verification of those business rules that do not rely on information from the ECHA
database (e.g. submission history), for all supported dossier types

e In addition, the current version of the Validation assistant includes a subset of quality checks to
support users in improving consistent reporting of information. Further quality checks are under
development and will be added in future versions.

22.3.1. Completeness check

According to Articles 9(3) and 20(2) of the REACH regulation, registration dossiers and PPORD
notifications are subject to a completeness check. This completeness check consists of two parts:
the financial completeness check (FCC) and the completeness check on the technical dossier
(TCC). The Validation assistant enables registrants and PPORD notifiers to check within their
IUCLID installation the completeness (TCC) of their substance datasets and dossiers prior to
submission to ECHA via REACH-IT.

While the Validation assistant largely simulates the completeness check carried out by ECHA, it
does not capture exhaustively all possible situations in which a dossier may be found
incomplete. This includes situations where the registrant deviates from the standard information
and needs to provide a justification for the deviation, or when a joint submission member
registers a higher tonnage band than the tonnage band of the joint submission and needs to
provide the additional study information in his dossier. In such cases, completeness of the
dossier will be ensured by manual verification of the information by ECHA staff. The
responsibility remains with the registrant to ensure that their submission fulfils all the relevant
legal requirements.
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Please refer to the manual How to prepare Registration and PPORD Dossiers for detailed
information on how to fill in the information for these dossier types in the IUCLID format.
Furthermore, we recommend that all registrants get familiar with the document Information on
manual verification at completeness check. Both the manual and the document are available at:
http://echa.europa.eu/manuals

22.3.2. Business rules
The Validation assistant also incorporates several of the business rules (BR) checked at ECHA.

As some of the business rules depend on contextual information that is stored within the REACH-
IT database (e.g. submission history), the Validation assistant cannot simulate all the business
rules checked at ECHA.

Please refer to the dossier preparation manuals for detailed information on how to fill in the
information. The manuals are available at:

http://echa.europa.eu/manuals

22.3.3. Quality checks

The quality check feature enables users to check their [IUCLID substance datasets and dossiers for
common shortcomings and inconsistencies before submitting them to ECHA. The quality rule set is
updated on a regular basis with experience from ECHA's different evaluation and assessment
activities. The quality rules in the current version of the Validation assistant cover the following
areas:

e Substance identity information in sections 1.1, 1.2 and 1.4

¢ Information on classification and labelling in section 2.1

e Information on estimated quantities in section 3.2

e Administrative data in endpoint study records in sections 4-7
e Reporting of results in sections 7.3.1, 7.3.2 and 7.4 .1

Further quality checks will be developed in future versions of the Validation assistant.

The quality checks have been designed to assist the user in detecting inconsistencies in the
information provided. The Validation assistant does not offer an exhaustive verification of the
quality of the entire dossier or substance dataset, and there may be special circumstances in
which some of the quality warnings can be ignored. The responsibility remains with the user of
the tool to ensure that the information submitted is adequate under the relevant regulation.

22.4. Using the Validation assistant

The Validation assistant is by default installed with IUCLID 6. This chapter describes how you can
launch the Validation assistant, and how to understand its output.
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22.4.1. Launching the Validation assistant

You can launch the Validation assistant from a variety of locations, according to preference and
way of working.

22.4.1.1. Checking existing dossiers / substance datasets

If the purpose is to run the Validation assistant on an existing dossier or substance dataset in the
IUCLID application, the following approach may be adopted.

Step 1. Launch the Validation assistant by either from the Plugins menu in the upper menu bar,
or by clicking on the icon in the Plugins section of the home view, as shown in the figure
below.

Step 2. Click on the € icon to select the dossier or substance dataset to be validated. A query
window is opened where you can perform a search using standard criteria.

Step 3. If you selected a dossier, click Next to see the validation report. If you selected a
substance dataset, first provide the requested information on the type of dossier and
submission context, and then click Next to see the validation report. See section 22.4.2.2
for further information.

Figure 120: Launching the Validation assistant from the IUCLID home page

Plugins

)

== Validation assistant Report generator Help

Dizzemination preview Fee calculator

22.4.1.2. Checking a dossier / substance dataset you are working on

The following approach is most suitable in the case of working inside the Substance or Dossier
menus of IUCLID, i.e. (i) you are working on a substance dataset and want to check interactively
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its validation status while entering the data; or (ii) you just finalised the preparation of a dossier and
want to run a validation on it.

Step 1. While in the Substance/Dossier menu, right-click on the name of the relevant substance
dataset/dossier in the Search list of the Navigation Panel on the left, and select Validate,
as shown in the figure below.

Step 2. If you selected a dossier, click Next to see the validation report. If you selected a
substance dataset, first provide the requested information on the type of dossier and
submission context, and then click Next to see the validation report. See section 22.4.2.2
for further information.

Figure 121: Launch the Validation assistant from the Search list of the Navigation Panel by right-clicking on the
name of the relevant dossier or substance dataset.

Dossier Name Subject Mame
—» COMPLETE / SUBSTAMCE : test substance / test substance
ﬁ FFI -15 SED 2'}4‘." AC-C-AD . NANMN M dant Aammine

Cpen
Print...

Generate report...
Export...

Create hyperlink

Delete

\alidate... L\}
Dizzemination preview...

Calculate fee...

e 8 & X & [l I

Compare...

22.4.1.3. Hide/display the Validation assistant window

The Validation assistant window can be minimised by clicking on an icon located at the top right
corner of the window (El). This action will hide the Validation assistant window, but retain all the
information about the ongoing validation. To display the Validation assistant window again, click on
the Validation assistant icon in the bottom right corner of the IUCLID window, as shown in the
figure below.

A dark grey Validation assistant icon in the bottom right corner of the IUCLID window indicates that
a Validation assistant instance is active. If you cannot see the Validation assistant window because
it has been minimised, clicking on this icon will bring it back up to the foreground where it can be
seen.
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Figure 122: The icon of the Validation assistant icon in the bottom right corner of the IUCLID interface.

\
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You cannot launch multiple instances of the Validation assistant at the same time. You therefore
need to close a running instance of the Validation assistant, before launching a new validation.

22.4.2. Checking dossiers and substance datasets

This section explains how to use the Validation assistant to check a dossier or a substance
dataset.

22.4.2.1. Checking dossiers

When you launch the Validation assistant on a dossier, it will calculate the submission type
(scenario) and by default execute the relevant rules for that scenario.

e For dossiers created with any of the REACH registration templates (and the template REACH
PPORD), the Validation assistant performs a completeness check according to the tonnage
band information and joint submission status from the dossier template and header. In the
same report, the outcome of the business rules check is included.

e For the remaining templates supported by the Validation assistant (see Chapter 22.3), a
business rules check is performed.

e The quality rule set is under continuous development; new rules are applied to all the dossier
types they are relevant to.

e If you attempt to run the Validation assistant on a dossier type that it does not support, the
report table will be empty and a message is displayed at the top of the Validation assistant
results window, as shown in the figure below.

Figure 123: Running the validation on a dossier template that the Validation assistant does not support gives
the message shown below.

el anion 2sselant Wird W . || =] h:h_'

The selected entity "COMPLETE / SUBSTANCE : Test substance / 2016-04-10 f Test dossier does
not correzpond to any submission type supported by the Validation assistant.
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22.4.2.2. Checking substance datasets

Unlike dossiers, substance datasets do not correspond to a specific type of submission and
therefore the user needs to provide the Validation assistant with sufficient information to be able to
determine the submission type (scenario) against which the dataset should be checked. This
information is similar to what is provided in the dossier header during dossier creation.

Step 1.
Step 2.

Step 3.

Step 4.

Step 5.

Launch the Validation Assistant plug-in as described in section 22.4.1.

Select the type of dossier for which you want to validate the substance dataset. If you
wish to filter the information included in the validation based on confidentiality and
regulatory programme flags, check the box Use advanced settings and select the
appropriate flags to be included/excluded. Otherwise, directly click Next.

Provide information on the type of submission for which you want to validate the
substance dataset. The available fields depend on the type of dossier selected in step 2.
For example, when validating the substance dataset for a REACH inquiry dossier, no
further information needs to be provided in this step. However, when validating the
dataset for a REACH registration, information on the tonnage band and the joint
submission status must be entered for a correct result. Follow the instructions for the
specific submission type, available in the dossier preparation manuals.

Once the required information has been entered to identify the submission type, the
validation will proceed as for dossiers.

Unlike dossiers, substance datasets can be modified. When validating a substance
dataset, you can keep the Validation assistant open and interactively correct the
validation errors in the dataset; then saving and refreshing the validation result using the
Re-check button to confirm that the correction was successful.

You should only activate the Use advanced settings — select information to be checked based on
confidentiality and regulatory programme flags feature, mentioned in step 2, when the data to be
validated has been flagged systematically with regulatory programme flags throughout the
substance dataset, and when there is a need to distinguish between data to be submitted for
different regulatory purposes in the same dataset. In all other cases, the default settings of the
Validation assistant are appropriate for the validation, and the advanced settings should not be
used.

Note that a IUCLID dossier consists of two parts: a substance dataset, and the so-called dossier
header. The dossier header is generated during the dossier creation process. The dossier
header contains important parameters to determine the validation scenario. Therefore, even if
validating your substance dataset does not trigger any failures by the Validation assistant, it is
very important that you validate also the dossier you have generated from the substance
dataset. This will ensure that the data are validated against the correct submission type
(scenario) and that all the information provided in the dossier header has been considered.
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22.4.3. Validation assistant results window
The last step of the Validation assistant wizard displays the outcome of the performed checks. The
following subchapters further describe the different parts of the results display.

Figure 124: Validation assistant results display. The numbers shown for the different interface elements
correspond with the numbering of the following subsections.
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22.4.3.1. Submission checks tab and Quality checks tab

As shown in the figure above, the Validation assistant results window is split into two separate
parts (tabs). When entering the results window, the tab that is opened by default is the one
containing the results of the checks that are relevant for a successful submission, i.e. the business
rules and completeness check.

In the tab headers, numbers are displayed in brackets. They indicate the number of messages
(validation errors) displayed for each tab. In the upper part of the active tab an information
message is displayed, explaining the implication of the validation result to the user.

22.4.3.2. Validation assistant report toolbar

The Validation assistant report toolbar contains the following elements:
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£ Re-check Refresh the report. When working in a substance dataset, you
can edit the data and refresh the Validation assistant result to
see the impact of the modification. Remember to save the
changes made in the dataset, for the refresh to be effective.

B copy report Copy the entire report table to the clipboard (for pasting to e.g.
Excel, Word). Also achieved by right-clicking in the report table
and selecting Copy report, or by using the keyboard shortcuts
CTRL+A and CTRL+C.

E‘EI Copy selected row(s) Copy the selected row(s) from the report table to the clipboard
(for pasting to e.g. Excel, Word). Also achieved by right-clicking
in the report table and selecting Copy selected row(s), or by
using the keyboard shortcut CTRL+C.

€) Open document E] Navigate to the document in the dossier (only for dossiers). If
you select any row and press this button, it will open the
document that contains the validation error in the dossier that
was checked. The same action can be achieved by right-clicking
on a row in the report, and selecting Open document. Navigation
to a document is not possible when the validation error is
caused by a missing document.

© Open document é Navigate to the document in the substance dataset. If you select
any row in the report table and press this button, it will open the
document that contains the validation error in the substance
dataset that was validated or the substance dataset that was
used to create the dossier (if a dossier was validated). The same
action can be achieved by right-clicking on a row in the report,
and selecting Open document. Navigation to a document is not
possible when the validation error is caused by a missing
document.

This option is not available if you were validating a dossier but
the substance dataset that was used to generate the dossier is
not available in your IUCLID database.

22.4.3.3. Rule types and filtering of the report table

The Validation assistant verifies rules of different types. You can use the field Filter to display the
outcomes of a certain type of rule in the report table. Rule outcomes may also be of different level.
In the Validation assistant, the rule levels failure, warning and reminder exist, implying different
consequences if present in the submitted dossier. The field Rule level can be used to display the
outcomes with a certain level in the report table. All messages reported in the Submission checks
tab are of the level failure; if not corrected; the dossier cannot be successfully submitted.
Messages reported in the Quality checks tab are of the level warning or reminder. If left
uncorrected, the dossier can be successfully submitted to ECHA, but they may trigger follow-up
actions later on when the dossier is under scrutiny by evaluators/assessors.
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Note that unlike the other types of messages reported by the Validation assistant, messages of the
level reminder cannot be removed by a certain corrective action by the user. Reminder messages
may be disregarded once the user has followed the recommendation given.

22.4.3.4. Validation assistant report table

The Validation assistant report table contains the following elements:

Rule

The name of the validation rule that was not fulfilled. This is mainly relevant
if you need to exchange information with colleagues or helpdesks about
the validation report; in this case it is useful to identify particular rules with
their name.

Section number

Displays the IUCLID section number in which the validation error occurred.

Section name

Displays the IUCLID section name in which the validation error occurred.
For rules that check information in repeatable structures, such as tables or
blocks, the section name is displayed together with the number of the
incomplete row/block in parenthesis (see the figure above). For rules that
check information in multiple tables, the section name is followed by both
the indication of the incomplete table name and row number. For example,
the section name "Biodegradation in soil, Half-life / dissipation time of
parent compound, (1)" means that the failure is located in the first row of
the table Half-life / dissipation time of parent compound of section 5.2.3 -
Biodegradation in sail.

When rules that check repeatable structures fail due to that no information
at all was provided, then no indication of the table or row number is shown.

Document name

If the validation error was triggered by incomplete information in an existing
document, the document name is displayed. If the error is triggered by the
absence of a document, this column will be empty. When choosing to
navigate to a document in the substance dataset or dossier (see Chapter
22.4.3.2), this is the location that will be opened.

Message

Provides the description of what caused the validation error.

Rule type

Displays the type of the rule. The messages reported in the Submission
checks tab are of the type business rule or completeness check rule. Both
of these rule types are crucial for submitting the dossier; any failure
reported by the Validation assistant on business rules or completeness
check rules must be corrected to achieve a successful submission.

Rule level

Displays the level of the rule, i.e. failure, warning or reminder. All
messages reported in the Submission checks tab are of the level failure.
Messages reported in the Quality checks tab are of the level warning or
reminder.

By default, the validation report displays the outcome sorted by the column Section number, in
ascending numerical order. By clicking on a column header of the validation report, you can sort
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the report by that column in ascending or descending order. For example, you can sort the report
by the column Rule if you wish to correct all failures reported by a certain rule regardless of the
section they appear in.

When updating a registration that was previously a notification under Directive 67/548/EEC for
another reason than a tonnage band update, or to become the lead registrant of a joint
submission, less information is required than for a standard registration dossier. The minimum
information to be provided in this case is described in Annex 4 (Minimum information required for
updating a registration under previous Directive) of the manual How to prepare Registration and
PPORD Dossiers available at http://echa.europa.eu/manuals.

The Validation assistant does not offer the possibility to verify the completeness of only these
reduced information requirements (especially, since all new and updated information needs to
be checked for completeness), but will check the full requirements for the selected submission
type. Consequently, the Validation assistant can be used to check the completeness of these
datasets and dossiers but only the TCC failures related to the information requirements indicated
in the manual should be considered in the result.

22.4.3.5. Information about the validation

In the top left corner of the Validation assistant report, you can see information about the validated
entity (substance dataset or dossier), the time of validation, as well as the validation scenario
(submission type). This information is included if you copy the report to the clipboard, to facilitate
traceability of the validation result.

22.5. Version update

It is important to use the latest version of the Validation assistant. New versions are made available
either as part of a new release of the IUCLID application, or through an update of an individual
component. The user can choose to be notified of when new versions of the IUCLID application or
its components are available, as described in section 15.1.2.5 Updates.

22.6. Disclaimer

The checks performed by the IUCLID Validation assistant do not cover all of the verifications
carried out on a dossier submitted to ECHA. It is the responsibility of the submitter to ensure that
the dossier fulfils the appropriate data requirements and to monitor the outcome of the submission
process in REACH-IT.

23. Report generator

The Report generator offers the possibility to generate a readable and printable report of IUCLID
information from a Substance Dossier or Dataset, or a Mixture/product Dossier or Dataset. The
Report generator is most frequently used for generating a Chemical Safety Report (CSR). The
Report generator can also be used to generate customised reports of IUCLID information using
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user-defined report templates which allow a user to extract IUCLID information for other purposes,
for instance, analysing the literature references or confidentiality claims contained in a dossier. For
a short introduction on creating customised report templates, see the IUCLID website here.

23.1. Report generator wizard

The Report generator wizard allows you to generate either a pre-defined and in-built report, such
as the Chemical Safety Report, or a report which a user has customised and uploaded into IUCLID
for their own purposes using the Report generator manager.

The Report generator wizard is launched from either the main menu of IUCLID under Plugins, the
icon on the home page (by left-clicking on the icon and selecting 'Generate reports'), or by right-
clicking on the record of a Substance Dataset or Dossier, Mixture/product Dataset or Dossier in the
navigation panel and selecting 'Generate report'.

The first page of the Report generator wizard is used to select the source of the data from which
the report is derived, and the type of report. If the Report generator is launched by right-clicking,
the source is pre-selected. The types of pre-defined reports which are offered depend on the type
of the source data and, if you have created your own report through the Report generator
manager, then the reports you have assigned to be used with a Substance or a Mixture/product will
also be available to select.

The second page of the Report generator wizard is used to select the format of the report, and the
location to where it is saved. If you have opted to use a customised report which is created in the
Report generator manager, you are also able to select which Stylesheet you wish to use with the
report. The supported output formats for predefined templates are RTF, PDF and XML. If you have
created a customised report in the Report generator manager, you have the possibility to create
other output formats such as TXT format.

23.2. Report generator manager

The Report generator manager which allows a user to upload, store and manage their own
customised IUCLID report is launched by left-clicking the Report generator icon on the home page
of IUCLID and selecting to 'Manage reports'.

The first page of the Report generator manager is used to add a new report type, to edit an existing
report type, or to delete an existing report type. To delete a report, select the report name so that it
is highlighted and select 'Delete’. If you wish to add or edit an existing report, select 'Add' or 'Edit'
respectively.

If you are adding or editing an existing report, the second page of the Report generator manager is
used to define or change the criteria of the report. These criteria include the name of the report, the
templates which are used for defining what is extracted from IUCLID, the output format of the
report, the Stylesheet(s) you wish to use with the report and which govern its display, the entity
type from which the report is generated (Substance or Mixture/product), and the submission types
the report is relevant for.

When uploading your template(s) into the Report generator manager, which are used to define
what IUCLID information is extracted, you cannot upload and overwrite a template which has the
same filename as an existing template which you have stored for the report you are editing.
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Therefore, it is recommended to delete the existing template you wish to replace before uploading
a new template.

Once you have added or edited a report in the Report generator manager, select 'Save' and the
report you have defined will appear as an option in the first page of the Report generator wizard as
a report type to select. The report is only available to select if the Report generator is launched
from an entity (Substance or Mixture/product) assigned to the report you have created. The
Stylesheets and the output formats you have assigned to the report will all be available to select in
the second page of the Report generator wizard.

23.3. Preparing the Chemical Safety Report (CSR)

The Report generator generates the complete structure of the Chemical Safety assessment (CSR)
including all main sections and subsections according to the to section 7, Annex | of REACH and a
more detailed breakdown as laid down in the CSR template version of July 2008 made available
by the ECHA. In details, the Report generator pre-fills Part A and the sections 1 to 8 of Part B with
the information captured from IUCLID.

As outlined in the ECHA Guidance on information requirements and chemical safety assessment,
Part F: Chemical Safety Report (ECHA 2008), the main goal of the chemical safety report (CSR) is
to document the chemical safety assessment (CSA), including its conclusions and results, with
regard to the standard elements of the CSA. The report should be readily understandable as a
stand-alone document. The principles applied, the assumptions made and the conclusions drawn
should be transparent. The key data should be easily identifiable without the need to revert to the
underlying data sets. In order to keep the CSR as concise as possible, only the most relevant
information reported in the technical dossier (in IUCLID) is extracted.

23.3.1. General principles

The capture of IUCLID data is controlled by a number of rules used to extract and transfer the most
relevant information, filtering out less relevant information.

The Report generator can be used in an iterative process: entries in the IUCLID source fields can
be optimised as appropriate. In this respect, the cyclic improvement of the source data and re-run
of the plugin can be useful in verifying that the appropriate information has been entered in
IUCLID.

Knowing beforehand what kind of IUCLID information is used or not used by the plugin may prompt
the IUCLID user for a more anticipating, i.e. CSR-oriented, completion of the relevant fields.

Although possible, editing of the generated CSR using any text processing program, should be
limited to (rare) cases where data cannot be edited upfront in the data source(s). Be aware of the
risk that any manual changes made to IUCLID-borne information in the CSR may result in
inconsistencies, if the IUCLID records are not updated accordingly.

Note: it cannot be guaranteed that all relevant information is captured and/or copied into the
appropriate CSR section. The user is responsible to verify that the relevant CSR information is
included, and if not, to update the CSR by updating the source records and/or by modifying,
supplementing or deleting any information in the CSR manually as appropriate.
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23.3.2. CSR part A

Part A of the CSR consists on the following three subsections:

1. Summary of risk management measures

2. Declaration that risk management measures are implemented
3. Declaration that risk management measures are communicated

All parts can be easily completed by the user in section 13.1 of [IUCLID. For each of the three
subsections a rich text area is provided which can accommodate plain text, but also tables and
specific formatting of text entered.

The Part A is specific to the type of CSR generated in terms of "Own CSR", "Joint CSR" or "All
uses CSR". In this way, for a single substance, up to three different sets of part A can be entered
which are linked to the respective selection made by the user.

23.3.3. Generation of own / joint CSR

The Report generator allows the generation of different types of Chemical Safety Report (CSR).
This has an impact on the selection of uses that are described in section 2 of the CSR and the part
A. It has no impact on the information reported in any other sections related to the hazard
assessment.

The Report generator creates different CSRs according to the selection made in the first record of
IUCLID section 13.1 "Chemical Safety Report (Part A)".

If the user decides to prepare its "Own" CSR, all uses in IUCLID section 3.5 flagged as "Use
covered by an own CSR" (as well as "Use not assessed") will be reported in section 2 of the CSR.

In case the user instead decides to prepare a "Joint" CSR, only the uses flagged in IUCLID section
3.5 as "Use covered by a Joint CSR" (including those flagged as "Use covered by a Joint CSR but
not a lead own use" and the "Use not assessed) will be reported in section 2 of the CSR.

The option "all uses" can be chosen to populate CSR section 2 with all uses reported in IUCLID
section 3.5, regardless of whether and how they have been flagged. However users should be very
careful when using this option, especially if some uses have been already identified as own or joint.

23.3.4. General rules underlying the CSR generation

In this section the general rules underlying the CSR generation are explained and exemplified. It is
demonstrated how the Report generator works and what kind of IUCLID information is generally
captured.

23.3.4.1. Text labels (prompts) preceding transferred IUCLID values

In the IUCLID data entry forms, the data entry fields are specified by prompts, which are text labels
describing the kind of information expected to be entered (e.g. "Type of information"). In the
overview tables generated by the Report generator, the following approach is used:

e No text labels are printed if the kind of information transferred is self-explanatory in order to
keep the tables as concise as possible. Typical examples where the placeholders are replaced
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by the field value without any further preceding label include: Guideline, Principles of method if
other than guideline, Reliability, Adequacy of study, Type of information, Author, Year, ...

o Text labels are printed if they help understand the meaning of the information or to avoid
misinterpretation.

23.3.4.2. Handling information captured from repeatable blocks of fields

In IUCLID, most results data are included in repeatable blocks of fields, which are grouped in a
dialog box and usually displayed in tabular form on the data entry screen. The Report generator
concatenates all or selected subfields according to specific rules.

Note: For technical reasons, several pieces of information (e.g. Remarks) are set in parentheses,
as it would otherwise be difficult to set them apart by punctuation marks.

non

23.3.4.3. Discarding picklist phrase "no data", "other:", "other .....:

In many IUCLID picklist (drop-down list) fields, the phrase "no data" can be chosen. By convention,
this phrase is not transferred to the CSR as this would cause confusion or give false meanings. For
instance, if no text label is provided, the plain text "no data" would not be understood.

The picklist phrases "other:" or "other guideline:" are also ignored. However, the free text entered
next to the list field is indeed transferred.

23.3.4.4. Handling information captured from text fields and rich text areas

In IUCLID, different text field types are provided. Information captured from these fields is handled
as follows:

e Single-line text field: The content of these fields is transferred without any changes.

e Multi-line text field: The content of these fields is transferred as is including line breaks. Only in
some cases the latter may be removed.

¢ Rich text (html) area: allows to specify fonts, colours, bullets, and other text attributes and to
insert tables. The Report generator keeps most of the formatting including tables.

23.3.4.5. Assessment entities

Currently the Report generator does not convey the information on assessment entities available in
a specific substance dataset/dossier

23.3.5. Guidance on specific CSR sections B.1 to B.3

Part B of the CSR template mainly refers to the sections and subsections comprising the hazard
assessment, basic information on manufacture and uses, classification and labelling, and PBT and
vPVvB assessment.
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23.3.5.1. CSR section B.1 IDENTITY OF THE SUBSTANCE AND PHYSICOCHEMICAL
PROPERTIES

Specific guidance notes:

e Table "Physicochemical properties": Information is captured from the relevant endpoint
summaries, but not from endpoint study records.

o Data waiving: see section 2.7 Data waiving information.

o Testing proposal: see section 2.8 Information on testing proposals.

23.3.5.2. CSR section B.2 MANUFACTURE AND USES

Reports the tables in the IUCLID sections "3.2 Estimated quantities", "3.5 Life Cycle description"
and "3.6 Uses advised against".

23.3.5.3. CSR section B.3. CLASSIFICATION AND LABELLING

The Report generator only extracts data from "3.1 Classification and labelling according to CLP /
GHS".

To distinguish the C&L information transferred from multiple records the heading "Substance:
<Name>" is inserted. Make sure that this field is completed appropriately. As a fall-back, the
heading "Substance: <Reference substance name>" is inserted.

Subsection "3.2 Classification and labelling according to DSD / DPD" is not captured by the Report
generator.

23.3.6. Guidance on CSR sections B.4 to B.7 (HAZARD ASSESSMENT)
The following approach is applied for generating the hazard assessment sections:

o Overview tables are generated for summarising all relevant and possibly relevant studies as
requested in the ECHA guidance documents:

o Present the key information provided in the IUCLID dataset in a brief table format and
reference, rather than repeat the details (cf. ECHA 2008).

o In addition to the key studies, information available in other studies could also be used by
the registrant as supporting information or as part of a weight of evidence approach (cf.
ECHA 2012a).

Note: The IUCLID fields "Conclusions" and "Executive summary" are not addressed by the Report
generator: this is in line with the ECHA guidance that the description of key information should
preferably be done in tabular form.

e Data waiving and testing proposal ("Type of information = experimental study planned")
records from each endpoint section are transferred.

e The conclusions from the hazard assessment should be presented in the relevant endpoint
summaries of IUCLID which is then transferred to the relevant CSR subsections (cf. ECHA
2008).
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23.3.6.1. Overview tables for summarising the relevant studies
The following approach is applied for generating overview tables:

¢ Anoverview tables is generated if at least one endpoint study record is available in the IUCLID
dataset.

o Each overview table is preceded by a default statement such as "The results of studies on skin
irritation are summarised in the following table.".

23.3.6.2. Sorting data from multiple endpoint study records of the same source section

When data from multiple records are inserted in a CSR table, the order is controlled by the
following sort rules:

(I.) Endpoint-specific criteria (if applicable): (1) e.g. freshwater; (2) e.g. saltwater; (3) etc.

(1) Field "Adequacy of study" = (1) "key study"; (2) "supporting study"; (3) "weight of evidence"; (4)
disregarded due to major methodological deficiencies.

(1) If multiple records fulfil the same combination of sorting criteria (e.g. several key studies of
type freshwater), the order of records follow the one used in the source IUCLID.

Note: In the tables of "Human information" sections (Table # "Exposure-related observations on ...
in humans"), the primary sort rule is determined by the source section. This means that any
relevant records from section 7.10.1 are inserted first, followed by those from 7.10.2, etc.

23.3.6.3. Sorting data from multiple fields within the same endpoint study record

Data from multiple fields or blocks of fields are normally ordered as entered in the IUCLID source
field(s).

23.3.6.4. Elements included in overview tables

23.3.6.4.1. Information on method (Guideline, Principles of method, specific fields)

In the column "Method", the key information is inserted, which includes specific descriptors such as
Test type, Species, Route of administration, Exposure duration and the following generic
descriptors: guideline and principles of method if other than guideline.

23.3.6.4.2. Information on study results

In the column "Results", the most relevant study results and conclusions are inserted. In most
cases structured fields are extracted, e.g. "Effect levels" or "Interpretation of results". In some
cases multi line free text fields or text areas are addressed in addition or exclusively. In these
cases, manual intervention may be necessary to ensure that the tables contain only brief
descriptions of the relevant information.

Examples:

e Several CSR sections: Field "Principles of method if other than guideline"
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e CSR section "5.1 Toxicokinetics": Fields "Doses / concentrations", "Details on in vitro test
system (if applicable)".

e Several CSR sections: The "Results" column of Table "Exposure-related observations on ... in
humans" includes information from the following free text fields: "Results", "Results of
examinations", "Outcome of incidence".

23.3.6.5. Information on test material

In the column "Remarks", the identity of the test material used in the study is inserted in the result
tables. However, if no information on the test material is available, then this default statement
appears in the CSR >>>?777? information missing in IUCLID<<<.

23.3.6.6. Administrative information (Reliability, Adequacy of study, Type of information)
In the column "Remarks", the following administrative information is given:

o Reliability: The value from the corresponding source field is inserted.

¢ Adequacy of study: The value from the corresponding source field is inserted, i.e., either "key
study", "supporting study", "weight of evidence" or "disregarded due to major methodological
deficiencies".

¢ Type of information: The value from the corresponding source field is inserted, i.e., either

"experimental result", "estimated by calculation", "read-across based on grouping of

substances (category approach)", "read-across from supporting substance (structural analogue
or surrogate)", "(Q)SAR" or free text (if "other:" is selected). "robust study summary"

Note: The phrase "experimental study planned" in field "Type of information" triggers the transfer of
the relevant information to the corresponding part "Testing proposal" (see section 2.8 Information
on testing proposals).

23.3.7. Data waiving information
Data waiving information is captured based on the following rules:

¢ Data waiving records from each endpoint section are transferred to the corresponding section
of the CSR. Please note: In the previous version of the Report generator data waiving
information was captured only where REACH foresees this possibility (cf. ECHA 2012b).

o If the field "Data waiving" is populated, this field and the field "Justification for data waiving" are
captured and inserted under the CSR heading "Data waiving".

¢ [If, in the same endpoint study record, "Data waiving" is indicated and "Adequacy of study" is
populated, the data waiving information is ignored, while the relevant study summary
information is transferred to the overview table.

Note: This approach reflects the indication that "an individual Data waiving record should stand
alone and not be mixed with other data such as existing study summaries".

e Since multiple data waivers are possible for a given endpoint, each data waiving information
starts with the heading "Information requirement: <Endpoint>", e.g.
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23.3.8. Information on testing proposals

Information on testing proposals is captured based on the following rules:

e Testing proposal records from each endpoint section are transferred to the corresponding
section of the CSR. Please note: in the previous version of the Report generator testing
proposal information was captured only where REACH foresees this possibility (cf. ECHA
2012b).

o If the field "Type of information" contains the phrase "experimental study planned", the values
of the following fields are captured and inserted under the CSR heading "Testing proposal":

o Guideline

o Specific fields characterising the study design, e.g. Study type, Type of method, Test
organisms (species).

o Principles of method if other than guideline

o Study period

e Test material information

23.3.9. Information from endpoint summaries

In the hazard assessment part of the CSR, the human health hazard, physicochemical hazard and
environmental hazard should be assessed and reported in the endpoint summaries in IUCLID.

In the IUCLID Endpoint sections 4 to 10, Endpoint summary records can be created, and they can
be used to give an appraisal of all data compiled in a given Endpoint section. Hence, an endpoint

summary addresses, in a very condensed form, the most relevant and reliable data or provides a

weight of evidence evaluation based on several studies.

Endpoint summary records can also be created at a higher level, i.e., for main sections. At the
highest level of the main sections "6. Ecotoxicological Information" and "7. Toxicological
information", specific summary templates are provided for recording more integrated information,
i.e. PNECs and DNELs, respectively, and other hazard conclusions including relevant input
parameters.

The relevant endpoint summary information is printed either under the heading "Additional
information" or in a subsection titled "Summary and discussion of ..."

Note: in IUCLID, several summaries can be created per endpoint. The Report generator captures
all endpoint summary records by printing them one after the other. The name of the endpoint
summary record defined in the IUCLID tree view is printed in order to distinguish the different
records.

The following fields are captured from endpoint summaries, if available:

"Additional information": The information from this field is inserted in the CSR normally after the
heading "Additional information". As an exception, in section "B.1.3 Physico-chemical properties", it
is transferred to the overview table.

In this IUCLID field, the assessment made for the given endpoint should be described, including
the rationale for the choice of the key study(ies). This includes a discussion of the key information
identified and in some instances of studies which are considered to be unreliable, but give critical
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results. A discussion as to why they were discarded in favour of other studies should then be
included. Vice versa, a weight of evidence analysis based on less reliable data should be justified.

"Description of key information": The information from this field is normally inserted in the CSR
after the default statement: "The following information is taken into account for any hazard / risk
assessment:".

In section "B.1.3 Physico-chemical properties", it is transferred to the overview table.

In this IUCLID field a short description of the most relevant endpoint data should be included, i.e.,
the most relevant details, e.g. the test guideline used, test organism and exposure duration, and
the key results. Also several key studies can be referenced, particularly if several data
requirements are discussed, e.g., in vitro vs. in vivo or gene mutation vs. chromosome aberration
in the section "7.6 Genetic toxicity". In general, the characterisation of the endpoint data should be
kept as concise as possible and not repeat verbatim the narrative in the field "Additional
information".

"Key value for chemical safety assessment": The information from field(s) subsumed under this
heading is inserted in the endpoint-related CSR summary subsections after the text label:
"Value used for CSA:", e.g. Value used for CSA: 255 °C at 101.3 kPa

In addition, the key values from the toxicological endpoints are used to generate the table
"Available dose-descriptor(s) per endpoint as a result of its hazard assessment" in the CSR section
"Overview of typical dose descriptors for all endpoints".

Note: In IUCLID endpoint summaries, only a minimum number of structured and hence, searchable
fields are provided as "Key value". This has been foreseen for the use of estimation tools. Key
values are intended to condense the data summarised in the field "Description of key information”
to one single numeric value or concluding remark (e.g. negative / positive) chosen from a drop-
down list. Where a numeric field is provided, only a clear value can be entered, that is, no range
and no less than or greater than qualifiers.

The information from endpoint summaries of the main ecotoxicological and toxicological sections is
transferred as follows:

IUCLID section "7. Toxicological information": The relevant information is transferred to the CSR
section "5.11.2. Selection of the DNEL(s) or other hazard conclusions for critical health effects":

- The DNEL(s)/DMEL(s) or qualitative hazard conclusions are transferred to the tables "Hazard
conclusions for workers" and "Hazard conclusions for the general population" together with the
information from the fields "Most sensitive endpoint" and "Route of original study".

IUCLID section "6. Ecotoxicological Information": The relevant information is transferred to CSR
section "B.7.6. PNEC derivation and other hazard conclusions":

- All PNEC values and/or qualitative hazard conclusions are transferred to the table "Hazard
assessment conclusion for the environment”, together with "Assessment factor:", "Extrapolation
method" and "Justification for (no) PNEC .... derivation".

- The information from the field "Environmental classification justification" is inserted under the
heading "Environmental classification justification".
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23.3.10. Information to be added manually

With the Report generator all relevant CSR elements of section B are automatically completed with
IUCLID data except for the following items:

Section 9: EXPOSURE ASSESSMENT
Section 10: RISK CHARACTERISATION

23.3.11. Annexes

At the end of the CSR a list of full references available in the substance/dossier is printed
(Annex 1) as well as the additional information on Test material (Annex 2).

23.4. Generating an XML file for use with the SPC Editor

The Report generator can create an XML file of type Summary of product characteristics (SPC)
report from either a Mixture/Product dataset, or a Dossier that has been specifically designed for
import into the SPC Editor. The SPC templates that are currently available on the [UCLID website,
and used to generate manually the SPC report, are built-in to the Report generator and used
automatically when the output is set to Summary of product characteristics (SPC) report.

The SPC Editor is used to support companies in preparing their applications for authorisation of
biocidal products. The Report generator facilitates this process by extracting information from the
sections listed below of a Mixture/Product dataset or Dossier, and converts this information into an
XML file which is compatible with the SPC Editor:

1.3 Biocidal product manufacturer

2.1 Trade name of proposed trade name

2.3 Representative biocidal product composition

6.1 Function and mode of control

7.1 Field(s) of use envisaged for representative biocidal products and treated articles
7.6 Method of application and a description of this method

11 Measures to protect humans, animals and the environment

12.1 GHS Record

12.3 Packaging (12.7 in Annex Ill of BPR)

13 Summary and evaluation

Importation of the XML file in to the SPC Editor populates the following sections: Administrative
information, Product Information, Hazard and Precautionary Statements, Authorised Uses, and
Other Information.

Currently, the extraction is compatible only with Single Products, but not Product Families, of a
biocidal product submission. Moreover, not all fields of the SPC Editor are meant to be populated
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by IUCLID 6 information, and the user will need to check the information in the SPC Editor to
ensure it is complete and accurate.

There are two generic rules of note when using the Report generator to generate an XML file for
the SPC Editor:

1. The Report generator will generate the file from a Mixture/Product dataset or Dossier only if
there is a biocidal composition in section 2.3.

2. As ageneral rule, if a section such as 12.3 or 7.1 contains more than one composition, only the
first composition is taken into consideration when extracting information.

24. Dissemination preview

24 1. Introduction

The Dissemination preview plugin allows you to simulate which information from your dossier is
likely to be made publicly available by ECHA in the process known as dissemination. The plugin is
delivered with IUCLID 6.

In the current version of the tool only dossiers which are in a REACH registration template, and
which are not mixtures, can be previewed.

The output of the Dissemination preview is a filtered version of the input dossier, called a Filtered
Dossier, and a Dissemination preview report. The Filtered Dossiers crated by the tool will be
filtered so as to contain only the information which would be, if submitted to ECHA, put publicly
available over the internet.

The Filtering Process in the tool, that prescribes which information is or is not present in the output
Filtered Dossier, uses the same Filtering Rules as used by ECHA for publication of information on
the ECHA website. Information on these Filtering Rules can be found in a dedicated manual titled
Dissemination and Confidentiality under the REACH Regulation, which is included in the [UCLID
help system, and is available in PDF format on the ECHA website at:
https://echa.europa.eu/manuals.

The Dissemination preview is for information purposes only, and the resulting Filtered Dossiers
may not be identical to the actual dissemination that will be performed by ECHA in accordance with
Article 119 of REACH.

In particular, as the Dissemination preview cannot assess confidentiality claim(s) it will remove
information claimed confidential by default. Note however, that ECHA will perform an assessment
of each confidentiality claim falling under REACH Article 119(2). Should ECHA reject any such
confidentiality claim(s) the information claimed confidential will be disclosed at a later stage after
consultation with the registrant, in accordance with REACH Article 119(2).

In addition, the information that will be disseminated for each substance on the ECHA website will
be aggregated from multiple registration dossiers at different tonnage bands, and therefore may
contain additional information to filtered dossiers from the Dissemination preview tool.

The following chapters describe how you can launch the tool, and how to understand its output.
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Note: It is recommended to always check that you have the latest version of the preview tool, to
ensure you always have the same Filtering Rules as ECHA. Choose to be notified of when new
versions of IUCLID or its components are available on the website, as described in section
15.1.2.5 Updates of the IUCLID functionalities.

24.2. Starting the Dissemination preview

24.2.1. From the IUCLID home page

From the IUCLID home page the Dissemination preview can be started by clicking on the icon in
the Plugins section as shown below. There is also a link in the upper menu under Plugins.

Figure 125: Starting the Dissemination preview from the IUCLID 6 home page

Plugins

“Validation assistant Report generator Help

== [Dizsemination preview Fee calculator

24.2.2. From the Dossier view

While in the Dossier menu, right-click on the name of the relevant Dossier in the Search results of
the Navigation, and then select Dissemination preview as shown below.
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Figure 126: Starting the Dissemination preview from the Dossier view
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24.3. Using the Dissemination preview

24.3.1. Step 1: Selecting a Dossier to preview

When you start the preview, a wizard will appear.

Page 177|195

If you start the preview from the Dossier view, the dossier is pre-selected in the wizard and you will

be taken directly to Step 2 Name your Filtered Dossier.

If you start the preview from the IUCLID Home view, you need to select the dossier to filter. Click

on the € icon to bring up a standard IUCLID search dialog which you can use to locate the
dossier you wish to preview in a disseminated form.
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Figure 127: Dossier selection from the IUCLID home page

& Dissemination preview — O >

Entity selection step

Select the document to preview

a Ertity selection step

Note that only REACH Registration dossiers are accepted by the current version of the
Dissemination preview tool.

24.3.2. Step 2: Name your Filtered Dossier

You will be presented with an opportunity to select a name for your Filtered Dossier. You may also
add a comment.

Names and comments will not be a part of actual disseminated dossiers produced by ECHA.
They are created by the Dissemination preview plugin purely for informational purposes.
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Figure 128: Name and Comment for Filtered Dossier
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the information made available on the internet.
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g

0 Enter additional informstion m

The comment, if any, will be saved in the Dossier submission remark in the Dossier header, as
shown in the example below.
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Figure 129: Comment for Filtered Dossier
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Dossier submission remark

A comment that is written to the header of the Dossier.

Click Next. The tool generates the Filtered Dossier.

Very Important: Do not quit IUCLID until the Dissemination preview has finished working, or there
is a risk you will corrupt your IUCLID installation’s database.

When the Filtered Dossier has been generated you will be presented with the Dissemination
preview report as shown in the next figure.

24.4. Dissemination preview report

Once the report window appears, the Filtered Dossier is saved in your IUCLID database. The
Filtered Dossiers are converted to submission type REACH Complete.

The Dissemination preview report indicates which information from the input dossier is and is not
present in the Filtered Dossier created by the Dissemination preview tool.

You can review more specific details on the filtering outcome from the report table.

The report table can be copied for pasting to e.g. Excel, Word. Copy report table using the
keyboard shortcuts CTRL+A and CTRL+C.
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Important: If you do not copy the Dissemination preview report, it will no longer be available if
you close the report window.

Selecting the first row of the report table Dossier and clicking in the report toolbar Open filtered
document, opens the Filtered Dossier in the main IUCLID window behind the Dissemination
preview report window, as shown below.

Figure 130: Dissemination preview report
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The Dissemination preview window can be minimised by clicking on the bar icon located at the
top right of the window, and displayed again by clicking on the Dissemination preview icon in the
bottom right corner of the IUCLID window, shown below. Minimising the window hides it from
view, but retains all the information about the ongoing preview.

Whilst the Dissemination preview plugin is running, its icon in the bottom right corner of the IUCLID
interface is dark grey. In that state, clicking on the icon displays the plugin window uppermost.
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Figure 131: The icon for the Dissemination preview plugin in the bottom right corner of the IUCLID interface

\
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You can sort the Dissemination preview report table by, for example, Section name by clicking on
the column header in the report table.

If you wish to compare specific parts of the dossier before and after filtering, select a row in the
report table, and from the report toolbar Open original document and Open filtered document (can
also be achieved by right-clicking on the row in the Dissemination preview report table).

Note that Open filtered document is inactive if the record to which the row relates is empty after
filtering. Empty elements of the dossier are cleaned-up in the filtering post-processing.

Clicking on the button Finish, displays the Filtered Dossier. The report will not be saved unless you
have copied it.

The Filtered Dossier can afterwards be located via Dossier view, or through any query searching
for a dossier, by searching for the name you gave the Filtered Dossier.

Very Important: Do not submit a Filtered Dossier to ECHA as your Registration. Such Filtered
Dossiers are for your own information only.

25. Fee calculator

25.1. Introduction

The aim of the Fee calculator is to assist users in calculating the fees for their IUCLID dossiers,
according to the REACH Fee Regulation (No 340/2008 of 16 April 2008, and subsequent
amendments). The Fee calculator supports the validation of all dossier types that industry users
can submit to the European Chemicals Agency (ECHA) under the REACH regulation.

25.2. Launching the Fee calculator

The Fee calculator can be launched from various of locations, according to user preference, and
way of working.

25.2.1. Launching the Fee calculator from the Plugins menus

Launch the Fee calculator either from the Plugins menu in the upper menu bar, or by clicking on
the icon in the Plugins section of the home view, as shown in the figure below.

https://iuclid6.echa.europa.eu
o.:mcun 6


https://echa.europa.eu/regulations/reach/legislation

Functionalities of IUCLID 6 Page 183|195

Figure 132: Starting the Fee calculator from the IUCLID 6 home page

Plugins

“Validation assistant Report generator Help

Dissemination previsw === Fee calculator

Click on the link icon € to select the dossier for which to calculate the fees. A query window
opens from where you can search for the dossier, as shown below.
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Figure 133: Search for and select a dossier for the calculation

"i Fee calculation wizard

The European Chemistry Agency (ECHA) has developed the plugin to agsist legal entities in calculating
fees associated to REACH or CLP dossiers

Select dossier

"i Cuery for dossiers

i
Clear

Query type  Get all dossiers

_‘| Y Fiter

Mo results yvet

Select the dossier from the search results list, and then click on Assign to load it in to the Fee

calculator. Continue by clicking on Next.

25.2.2. Launching the Fee calculator from the Dossier view

This approach is most suitable when the dossier is visible as a search result in the Navigation
pane. Right-click on the name of the Dossier, and then select Fee calculator as shown below.
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Figure 134: Starting the Fee calculator from the Dossier view

Dossier Mame Subject Name
R_1-10_STDv/ SUBSTAMCE : test substance / test!  |test substance

2 123120/

@! Tue, 19 Sep 2017 12:59:46 +0
test post-creation_review

2 R_10-100 / SUBSTANCE : tesi BZ}  Print... tance

@l Fri, 15 Sep 2017 18:18:42 +03 =

=4 Generate report... —

Cpen

Export...

Create hyperlink

Delete

Walidate...

Dizzemination preview ...

Compare...

=y
oo
X
&%
(7 2
— E Calculate fee... L}

The selected dossier is loaded in to the Fee calculator. Continue by clicking on Next.

25.3. Calculating the fee for a dossier

Go through the steps in the Fee calculator wizard, entering the appropriate values for the dossier
and its submission.

25.3.1. Selecting the company size

For all dossiers, you first need to specify the size of the company. To do so, make a selection from
the appropriate drop-down list.
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Figure 135: Selecting the company size

*'i; Fee calculation wizard *

Submission type: B_10-100
Dossier subject: R_10-100 / SUBSTAMCE : test substance / Fri, 15 Sep 2017 18:18:42 +0300

Please select the company size from the following menu and click "Next'

Mon-SME (Large)

SME-WMedium
SME-Small
SME-Micro I"\F"
™
a Define company size & additional sttributes Back

25.3.2. The Indicators needed for the fee calculation

Some indicators appear when there are confidentiality claims in the dossier OR when the fee
waiver has been claimed.

For calculating the fees of some confidentiality claims, you will need to indicate whether:

1. the substance is hazardous as defined in the amended Articles 119(2) (f) or (g) and 14(4) of
the REACH Regulation and if the substance is assessed to be PBT/vPVB;

2. a safety data sheet is required for the substance.

The indicators will appear only if they are relevant for calculating the fee AND if the required
information is not included in the dossier. For example, if there are no confidentiality claim flags in
the dossier, the indicators will not appear.

For calculating the fees of dossiers with tonnage band 1 — 10 tonnes/year where the fee waiver
has been claimed, you will need to indicate whether the substance fulfils the Annex IlI criteria.

25.3.2.1. Hazardous Substance indicator

If the substance is classified as hazardous and is assessed to be PBT/vPvB according to Articles
119(2) (f) or (g) and 14(4) of REACH Regulation, tick the box next to the “Hazardous Substance
indicator”.

This indicator is shown when the required information is not included in the dossier.
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Figure 136: Hazardous substance indicator

Hazardous substance indicator

[~ The substance is hazardous as defined in Articles 1158(2) or (g) and 14 (4) of the REACH regulation

For more information, check the manual Dissemination and confidentiality under the REACH
Regulation: hitps://echa.europa.eu/manuals.

25.3.2.2. Safety Data Sheet indicator

If the safety data sheet is required for the substance according to Article 31 of REACH Regulation,
tick the box next to the Safety Data Sheet indicator. A safety data sheet is required when the
substance is classified under the CLP regulation, is PBT/vPvB, and/or is on the Candidate list.
This indicator is shown when the required information is not included in the dossier.

Figure 137: Safety Data Sheet indicator

Safety Data Sheet indicator

A safety data sheet is required for the substance: the substance is classified under the CLP regulation,
iz PBT/vPYB, and/or is on the Candidate list

For more information, check the manual Dissemination and confidentiality under the REACH
Regulation: hitps://echa.europa.eu/manuals.

25.3.2.3. Annex lll criteria indicator

If the substance does not fulfil the Annex Ill criteria according to REACH Regulation, and the full
Annex VIl is voluntarily provided, tick the box next to the "Annex lll criteria indicator".

The Annex Il criteria is not fulfilled when:

1. there is no indication that the substance has carcinogenic, mutagenic or toxic to reproduction
(CMR, category 1A or 1B), persistent, bioaccumulative and toxic (PBT) or very persistent, very
bioaccumulative (vPvB) properties, OR

2. there is no indication that a substance with dispersive or diffuse uses would be classified as
hazardous for human health or as an environmental hazard under the CLP Regulation.

This indicator is shown when the fee waiver is claimed in dossiers with standard tonnage band 1 -
10 tonnes/year.
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Figure 138: Annex lll criteria indicator

Check the following option if the Annex Il criteria are not fulfiled
Annex ll criteria indicator

™ Mot fulfiling Annex Wl criteria and voluntarily providing Annex YI. This means that:
- there iz no indication that the substance has CMR or PBT/vPvEB properties, and
- there is no indication that this is a substance with dispersive or diffuse uses,
classified as hazardous for human health or as
an environmental hazard under the CLP Regulation, and
Zthe full Annex Vil is being provided

25.3.3. Select the tonnage range of the previous submission and payment
information for intermediate use

If the dossier is an update, select the tonnage range of the previous submission and tick the
appropriate box if the onsite or transported intermediate use has been previously paid.
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Figure 139: Select the tonnage range of the previous submission and payment information for intermediate use

*'li: Fee calculation wizard X

Submigzion type: B_100-1000
Dossier subject: B_100-1000 / SUBSTANCE : test substance / test / 123-12-0/ Tue, 19 Sep 2017
19:10:42 <0300 / update_1

Pleaze zelect the company =size from the following menu and click "Mext'

SME-Small -

Please select the highest tonnage band for the standard registration fee that you have previoushy paid
Tonnage band

between 100 to 1000 tonnes/year -
Please check the following options if you have previously paid for on-site or transported isolated intermediate use
lsolated intermediates
[¥ On-site izolated intermediates

[¥ Transported izolated intermediates

Hazardous substance indicator

[+ The substance is hazardous as defined in Articles 119(2) or (g) and 14 (4) of the REACH regulation

Ly

a Define company zize & additional attributes m Mext

25.3.4. Fee calculator results window

The last window of the Fee calculator shows the fees calculated according to the dossier
information and the information you inserted manually, in a table with the description and exact
amount charged for each fee applied. At the bottom of the table, it is shown the total amount of all
the fees.
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Figure 140: Fee calculator results window

-Hi: Fee calculation wizard

Submigszion tvpe: R_ABOVE_1000
Dossier subject: R_ABOWE_1000 / SUBSTAMNCE :
19:15:55 +0300 / update_2

Page 190 | 195

test substance [ test / 123-12-0 / Tue, 19 Sep 2017

Selected values
Company size SME-Small
Update info between 10 to 100 tonnesfyear
Drangerous info Mo
No ~ [Fee description Fee amount Select
1 Fee for the update of registrations under article 22 from 10-100 tonnes range to 101558.0 =
over 1000 tonnes range
Reguest of confidentiality for relevant tonnage band (dossier header) 571.0 v
3 Regquest of confidentiality for a study summary or a robust study summary: 17120 [
7.1.1/Basic toxicokinetics. 001
4 Regquest of confidentiality for a study summary or a robust study summary: 1712.0 [
5.1.2/Hydrolysiz. 001

Total amount: € 14,154

a' Fee amounts

™

The Fee calculator gives you the possibility to remove any fee that is linked to a confidentiality
claim by selecting/deselecting the checkbox on the right hand side of the table. After each change
in the selected fees, the calculator re-calculates the total fee, and updates the total amount; as
shown in the example below. Note how the total amount has gone down compared to the value

shown above.
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Figure 141: Calculate the cost reduction of removing a confidentiality claim

Mo ~ [Fee description Fee amount  Select

1 Fee for the update of registrations under article 22 from 10-100 tonnes range to 101558.0 ™
over 1000 tonnes range
Reguest of confidentiality for relevant tonnage band (dossier header) 571.0 v

3 Request of confidentiality for a study summary or a robust study summary: 17120 v
7.1.1/Bazic toxicokinetics. 001

4 Request of confidentiality for a study summary or a robust study summary: 17120 r
5.1.2/Hydrolysiz. 001

Total amount: € 12 442

Keep in mind that, by selecting/deselecting any of the confidentiality claim fees in this table the
claim is not added/removed from the dossier.

The registration fees cannot be deselected. The respective checkbox is inactive and its value
cannot be changed.

25.4. Hide/display the Fee calculator window

The Fee calculator window can be minimised by clicking on an icon located at the top right corner
of the window (E=1). This action will hide the Fee calculator window, but retain all the information
about the ongoing calculation. To display the Fee calculator window again, click on the Fee
calculator icon in the bottom right corner of the IUCLID window, as shown in the figure below.

Figure 142: The Fee calculator icon in the bottom right corner of the IUCLID interface

N

E Superlser L

You cannot launch multiple instances of the Fee calculator at the same time. You therefore need
to close a running instance of the Fee calculator, before launching a new one.

25.5. Version update

It is important to use the latest version of the Fee calculator. New versions are made available
either as part of a new release of the IUCLID application, or through an update of an individual
component. The user can choose to be notified of when new versions of the IUCLID application or
its components are available, as described in section 15.7.2.5 Updates.
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25.6. Disclaimer

The fees calculated by the Fee calculator are only estimates and do not replace the fees specified
in the actual invoice you will receive in REACH-IT after the submission of your registration dossier.
It is the responsibility of the submitter to ensure that the dossier fulfils the appropriate data
requirements and to monitor the receipt of the invoice in REACH-IT.

26. Getting additional help
If you need help in addition to what is presented in the IUCLID 6 help system, you can:

1. Consult the IUCLID 6 website at http://echa.europa.iuclidé where you will find news articles,
various manuals, and a collection of Frequently Asked Questions. For example, more
information is available on the migration of data from IUCLID 5, and the IUCLID plugins.

2. Contact the ECHA Helpdesk free of charge through the contact form at the address
http://echa.europa.eu/contact/helpdesk-contact-form. This is an online web form where you can
specify the type of help you need, so that it can be forwarded to the closest matching expert.
The Helpdesk team will reply to your question in English within 15 working days. You can also
receive a reply in another EU language, but note that this may take longer than 15 days.

26.1. Contacting the ECHA Helpdesk for technical support

IUCLID 6 has been carefully tested. However, if you experience any problems during the
installation and/or use of IUCLID 6 that appear to be caused by a technical problem with the
software, you can report it via a web form provided by the ECHA Helpdesk at address:

http://echa.europa.eu/contact/helpdesk-contact-form

If you are using IUCLID 6 Server, in the first instance, report any problem to the system
administrator.

The form has three steps:

1. Enter the contact details, the relationship to the EU, and select the topic / need technical
support on IUCLID 6.

2. Enter a subject and a question and fill out the technical options as best you can. For example
describe the steps you made, up until the problem occurred. If there was an error message
given in the messaging area include it. If you want to send any files to ECHA, that is done on
the next page.

3. You can attach file(s) here, for example screen shots and log files. Confirm all the details and
then click Send email.

27. Backup/Restore

In the installation package of IUCLID 6 Desktop there is standalone application that can be used to
both backup and restore all the data associated with an installation of IUCLID 6. The backup
function writes all the data to a single file that is given the extension i6b. It is unlikely that the
maximum permissible size of a single file will be exceeded, so long as the installation contains the
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amount of data for which IUCLID 6 Desktop is intended to be used, that is, up to about a hundred
Substance datasets. The restore function reads from any file that was created by the backup
function.

To run the backup/restore application double-click on the file iuclid6-backup-restore.exe.
There is no need to shut IUCLID 6 down first. If IUCLID 6 Desktop is running, it is automatically
shut down, and then restarted after the backup or restore process has finished.

To close the backup/restore application after use, click on the cancel icon at the top right of the
window.

27.1. Backup

The backup/restore application opens with the Backup tab activated, as shown below:

Figure 143: Backing up all the data in an installation of IUCLID 6 Desktop

i

4 (= lE =

Back-up | Restore

Database directory to backup:
BAFILES\iuclidvsiw1 0. 0vdesktopiglassfishd\glassfish\domainstdomain 1\databases\iuclids

Select the directory to save the backup file

BAFILESViuclidveiw1.0.0

Progress log

In the first field, check that the path leads to the database in the installation of IUCLID 6 that is to
be backed up. The default value is:

<installation
folder>\glassfish4\glassfish\domains\domainl\databases\iuclid6

In the second field, enter the destination of the output file. The default value is the home directory
of the operating system user under which the application is run. To start the backup process, click
on the button Backup. Watch what is shown in the window labelled Progress log. At the end of a
successfully completed backup, started whilst IUCLID 6 Desktop was running, the interface should
look like the one shown below.
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Figure 144: A successfully completed backup of the data in an installation of IUCLID 6 Desktop

Back-up | Restore

Databaze directory to backup:
BAFILES\iuclidvsw1.0.0vdesktop\glass fishd\glass fish\domains\domain 1\databazes\iuclids

Select the directory to save the backup file

BAFILES\iuclidveiw1.0.0 |

Progress log

Back-up process started on 2016-04-25T15:42:54
Back-up directory; BAFILES iucliddw1.0.0

Shutting down IUCLID § server

Bagk

ack-up file: 20160425-506CT.
Back-up completed successfully
Starting IUCLID & server

2386-4b06-9560-Gecacdlbadie. B

27.2. Restore

Run the backup/restore application by double-clicking on the file iuclidé-backup-
restore.exe., and then click on the tab, Restore. In the first field, select the file with extension
i6b from which the restoration is to be done. Click on the box Restore. At the end of a successfully

completed restoration, started whilst IUCLID 6 Desktop was running, the interface should look like
the one shown below.
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Figure 145: A successfully completed restoration of data to an installation of IUCLID 6 Desktop

Back-up| Restore

Restored database directory:
BAFILES\iuclidvsw1.0.0vdesktop\glass fishd\glass fish\domains\domain 1\databazes\iuclids

Select the file to restore contents.
Onby files with extension *.i6b are eligible

Restore

Progress log

BAFILEStiuchdieiw1.0.M20160425-506c723a-2386-4b06-9560-Gecacd0badle. iBb |

Restore process started on 2016-04-25T15:02:28
Shutting down IUCLID § server
e Process. ..
< Restore completed successful
Starting IUCLID & server
T —

Restore file: BAFILESuchdvw1.0.0820160425-506c723a-2385-4b06-5560-5ecac40basle. iBb

28. Updating IUCLID 6 and its plugins

IUCLID 6 is updated by running a software tool that is available on the IUCLID 6 web site. The tool
updates all of the IUCLID 6 application and its plugins in one action. There is no need to update
plugins separately. It is possible to set IUCLID 6 so that it automatically checks for the availability
of updates, as described in section 75.1.2.5 Updates. This section also describes how to check

whether you are using the most recent version.
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