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Chapter 1. Introduction

IUCLID 5 can beinstalled as a standal one application or in amulti-user environment. This document describes how to configure
commercial products Oracle - BEA Weblogic for use with the [IUCLID 5 distributed version.

For alUCLID installation using commercial software, the following components can be used:

< JDK 1.6 or higher. Installation packages can be downloaded from http://java.sun.com/javase/downl oads/index.jsp
* BEA WebLogic Server 9.0. http://www.oracle.com/bea

» Oracle® 10g or higher. Installation packages can be downloaded from http://www.oracle.com

The Oracle driver for Javaisno longer supplied with the [UCLID installation package. The correct driver for the combination
of Java and Oracle versions in use must be obtained from the Oracle web site and installed in the appropriate folder. For
example, for Java 1.6 and Oracle 11g Release 2 (11.2.0.2.0), the name of the driver isoj dbc6. j ar.

In addition to the software components stated above, the following are required:

e ThelUCLID 5 manual workstation installation package, version 5.3, can be downloaded without charge from the [IUCLID 5
web site.

» Once you have completed the installation of IUCLID 5, you should test it by starting and configuring it. The configuration
requires accessto at least alegal entity file (LEOX). The creation of aLEOX isdescribed on the [lUCLID 5 web site where the
installation softwareis published. In addition, it is recommended to upload a set of reference substances and the EC inventory.
These are also available from the web site at which the [UCLID 5 software is published.

Tip

= | Timeand IT resources can be saved by importing into [UCLID only the Reference substances you need. Various
different sizes of Reference substance inventory can be downloaded from the IUCLID web site. There is a
full set, areduced list, and a function that allows you to create your own inventory using common identifiers
as selection criteria, such as EC Number, and IUPAC name. Before importing the full set, consider carefully
whether it is really necessary. Reference substances that are not imported during the initialisation process can
be imported later. A simple compromiseisto start with the reduced list.

If you encounter any problems during the installation that cannot be solved using information in this manual, or the
documentation of third party softwares; before contacting the ECHA Helpdesk, please try the IUCLID FAQ located at the
IUCLID web site http://iuclid.eu.

The system requirements depend in part on the plugins that are in use. For example, using the Query Tool plugin will increase
the resources required to obtain a reasonable running speed; especially on a large database. For more information regarding
system requirements, see the FAQ.
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Chapter 2. Making a fresh installation of
IUCLID 5

The following chapter contains a brief description of the actions required to make a fresh installation of IUCLID 5 that runs
using the commercial software products Oracle and BEA Weblogic.

2.1. Oracle

The installation details of the Oracle DBMS are out of scope of this document due to its complexity. Please refer to the Oracle
documentation or contact the vendor of the software.

However, the installation of sql pl us isdescribed. sql pl us isthe sgl client application of Oracle (see below). It is needed
to prepare a database for IUCLID 5 if Oracleis not installed on the computer where you are installing lUCLID.

2.1.1. Block size in Oracle

The default value of bl ock si ze for an installation of Oracle is 8 KB. It is possible that a data field in IUCLID contains
more datathan is allowed for a block size of 8 KB. If this occurs, when an attempt is made to write the data to the database, the
following error is generated: ORA-01450: maximum key length (6398) exceeded. To greatly reduce the chances of this error
occurring, set bl ock si ze to 16 KB. Seethe FAQ on the IUCLID web site for more detail.

2.1.2. Important technical information about existing IUCLID 5.x
installations with Oracle

Ensure that the [UCLID 5.x database user iuclid5 has not been granted withthe SELECT ANY TABLE privilege, aDBA role,
or direct SELECT grantsto the secondary (iuclid5) database user tables, but only the privileges shown below in the SQL script.
If you have granted extra privileges to the user iuclid5, you need to revoke these additional privileges, by, for example, logging
in as SYSTEMand entering one or both of the following commands:

REVOKE CREATE SESSION FROM iuclids;

REVOKE SELECT ANY TABLE FROM iuclid5;

Thefirst denies access to database whereas the second denies access to the tables.

In order to successfully install IUCLID 5.x, follow the procedure below. Replace "5.x" with the appropriate version number.

1. Logon to the Oracle database as SYSTEMor SYSDBA.

2. Create the new tablespaces and user iuclid5x as shown in the script below.

3. Test the user connection with the command: connect iuclid5x/iuclid5x@10.1.14.27/IUCL 1 D5

4. Go to the Tomcat Web Application Manager. Select i5server and select undeploy then OK.

5. Stop the Tomcat application server.

6. Drop the new .war filein to the folder webapps.

7. Start the application server. This deploys the application.




IUCLID 5

8. Stop the application server.

9. Change the connection string in the file: . . \\ Tontat x.x\\webapps\\i 5server\\WEB-1NF\\ cl asses\
\'server. properties

10.Start the application server.
11.Log in to the application using the account with name SuperUser and password root.
12.Import the backup you made with the backup plugin tool.

The following SQL script creates a user and an empty tablespace for IUCLID5.x:

CREATE t abl espace iuclid5x ts
datafile "iuclidbx_ts.dbf' /*specify absol ute path*/
size 500M

aut oextend ON
next 500M

maxsi ze 2000M

grant CREATE session TO iuclid5x identified BY "iuclidbx";
grant CREATE TABLE TO i ucl i d5x;

grant CREATE VI EW TO i ucl i d5x;

grant CREATE sequence TO i ucli d5x;

ALTER USER iuclid5x quota unlimted ON iuclid5x_ts;

ALTER USER i ucl i d5x DEFAULT t abl espace iuclid5x_ts;

2.1.3. Installing sqglplus

If Oracleis not installed on the computer where you are installing I[UCLID then you need to install sql pl us, the sl client
application of Oracle.

Downloadi nst ant cl i ent - basi c andi nst ant cl i ent - sqgl pl us packagesfrom http://www.oracle.com/technology/
software/tech/oci/instantclient/index.html.

Install the packages using r pm or unzip the packages if you have a 64 bit platform (replace the version according to the
downloaded files).

~#rpm -iv oracle-instantclient-basic-10.2.0.3-1.i386.rpm\
oracl e-instantclient-sql pl us-10.2.0.3-1.i386.rpm

Prepari ng packages for installation...

oracl e-instantclient-basic-10.2.0.3-1

oracl e-instantclient-sql pl us-10.2.0. 3-1

~#

Set the environment variable LD _LI BRARY _PATHtothel i b directory of Oracle.

~#texport LD LI BRARY_PATH=/usr/lib/oracle/10.2.0.3/client/lib
~#

Test the installation of sqgl pl us without connecting it to a database. If the SQL prompt is displayed, you have successfully
installed the application. Close the program with the exi t command.
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P Note

If an error message is displayed when you start sql pl us, check that the environment variable
LD LI BRARY_PATH pointsto the correct directory.

~#sql pl us / NOLOG

SQL*Plus: Release 10.2.0.3.0 - Production on Mon May 14 11:56: 03 2007
Copyright (c) 1982, 2006, Oacle. Al Rights Reserved.

SQL>exi t

~#

For more information on Instant Client, see the official Instant Client site at http://www.oracle.com/technol ogy/tech/oci/
instantclient/instantclient.html.

2.1.4. Preparing the tablespace

In order to create a new tablespace and user you have to log in as SY S user. If you do not know the SY' S password ask your
Oracle database administrator to create the iuclid5 user and tablespace.

Start sgl pl us and connect to Oracle as a system administrator.

~#sql pl us / NOLOG

SQL*Plus: Rel ease 10.2.0.3.0 - Production on Mon May 14 11:56: 03 2007
Copyright (c) 1982, 2006, Oracle. Al Rights Reserved.

SQL>connect SYS/ syspassword@er ver nane/ dat abasenane AS SYSDBA

Connect ed.

SQL>

IUCLID 5 requires the UTF-8 default character set of the database. Execute the following select command in order to check
the character set of the current database.

/* checks the characterset of the current database */
SQL>sel ect property_val ue from dat abase_properties
where property name=' NLS CHARACTERSET' ;

PROPERTY_VALUE

AL32UTF8

The default character set must be "AL32UTF8". If your setting is different, ask the database administrator to create a new
database specifying AL32UTF8 asthe default character set.

Create the iuclid5 user and tablespace in the database. It requires the password to be changed.
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/* These SQL commands create a user and an enpty tabl espace for | UCLID5 */
SQL>create tabl espace iuclid5 ts

datafile '"iuclid5 ts.dbf' /* specify absolute path */

size 500M

aut oext end on

next 500M

maxsi ze 2000M

Tabl espace cr eat ed.

SQL>grant create session to iuclid5 identified by "CHANGEI T";
Grant succeeded.

SQL>grant create table to iuclid5;
Grant succeeded.

SQL>grant create view to iuclid5;
Grant succeeded.

SQL>grant create sequence to iuclid5;
Grant succeeded.

SQL>al ter user iuclid5 quota unlimted on iuclid5 ts;
User altered.

SQL>al ter user iuclid5 default tabl espace iuclid5 ts;
User altered.

SQL>
Disconnect from the database.

SQL>di sconnect
Di sconnected from Oracl e Dat abase 10g Rel ease 10.1.0.3.0 - 64bit Production
SQ>

2.1.5. Checking the iuclid5 database user

Connect to the database using the username and password of iuclid5 in order to verify that the database server accepts a
connection made by iuclid5 user.

SQL>connect iuclid5/i5password@erver nanme/ dat abasenamne
Connect ed.

SQ>exi t

~#

@ Warning
Do not start IUCLID 5 until you successfully connect to Oracle using sglpus from the server hosting IUCLID 5
web application.
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2.1.6. FAQ

If you want to delete the previously created user and tablespace, connect to Oracle as sysdba and executethedr op user and
drop tabl espace commands.

SQL>connect SYS/ syspasswor d@er ver nane/ dat abasenane AS SYSDBA
Connect ed.

SQL>drop user iuclid5 cascade;

User dropped.

SQL>drop tabl espace iuclid5 ts including contents and datafil es;

Tabl espace dr opped.

sQL>
2.2. BEA Weblogic server

2.2.1. Prerequisites

This document does not cover the installation of BEA Weblogic server itself. In case you need support with the installation of
the application server please contact the technical support of the vendor.

@ | mportant
due to the fact that WL S9.2 uses an older version of the library Antlr the configured server instance has to be
patched.

2.2.2. Update the ANTLR component

BEA WebL ogic brings along its own incompatible version of ANTLR, a parser generator used by various open source projects
to parse their own script languages. Also Hibernate uses this library, however, in a more recent version. So we need to update
the version provided by BEA. Unfortunately BEA’s ANTLR isnot packaged separately but contained in the central weblogc.jar
So we need to perform a patch of the scripts which start the WebL ogic server.

Work-around:

1. Extract the needed JAR from the i5server.war by unzipping thisfile to anew directory. It islocated in the path WEB-INR\lib
and named depending on the current version (e.g.: antlr-2.7.6rcl.jar or higher).

2. Copy antlr-2.7.6rcl.jar to directory %INSTALLDIR%\weblogic90\server\lib
P ) Note
Be sure that the file permissions are set correctly.

3. Edit file %INSTALLDIR%\webl ogic90\common\bin\commEnv.bat (be sure to keep a copy!)
4. Alter the boot classpath of all WebL ogic servers by adding the new ANTLR jar at the beginning of the classpath

find the line
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WEBLOGI C_CLASSPATH=" ${ PATCH_CLASSPATH}

${ CLASSPATHSEP} ${ JAVA_HOVE}/ | i b/ t ool s. j ar ${ CLASSPATHSEP}
${W._HOVE}\ server\|ib\webl ogic_sp.jar$

{ CLASSPATHSEP} ${ W._HOVE} \ server\ |l i b\ webl ogi c. jar"

and changeit to

WEBLOG C_CLASSPATH="${ W._HOVE}\ server\lib\antlr-2.7.6rcl.]jar${ CLASSPATHSEP}
${ PATCH_CLASSPATH} ${ CLASSPATHSEP} ${ JAVA_HOVE}\ | i b\ t 0ol s. j ar ${ CLASSPATHSEP}
${W._HOVE}\ server\ | i b\ webl ogi c_sp.j ar

${ CLASSPATHSEP} ${ W._HOVE} \ server\ | i b\ webl ogi c. jar"

5. Start the newly configured server

2.2.3. Deployment of IUCLID 5

Before downloading IUCLID 5, you must register asalUCLID user on the [IUCLID website [http://iuclid.eu/]. The IUCLID 5
application is packaged into afilenamedi ucl i d5_server. zi p.

@ | mportant
IUCLID 5 can be deployed in BEA WebL ogic Server only as a directory. Deployment as a war file resultsin an
error.

1. Renamei 5server. war toi 5server. zip

2. Createanew folder called i 5ser ver

3. Extract the content of i 5ser ver . zi p into the new folder.

4, Configure the database connection settingsin thefilei 5ser ver\ VEB- | NF\ cl asses\ server. properties
5. Open the page http://localhost: 7001/console in your web browser.

6. Log in asthe Weblogic Domain administrator

Log in o woark with the Weblogic Server domain

Username: [|uclidb

Password:

Log In

7. Click on Lock & Edit which makes the configuration accessible by you exclusively.
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) B ERVE
bea WEBLOGIC SERVER

-
L

ADMIMISTRATION CONSOLE

Change Center Welcome, iuchids Corr

Yiew changes and restarts Homg
Click the Lock & Edit button to Domain
modify, add or delete iterms in
this domain. B
Information and Resources
Lock 8 Bdit Helpful Tools

iar » Configure applications

: » Pecent Task Status
Domain Structure

iuClidSDomain

-Environment
~Deployments
[+-Services B
~-Security Realms
- Interoper ability iciai
F+-Diagnostics Sl

Domain Configurations

E MNormain

8. Within the domain structure tree on the left navigate to Deployments, then click the install button.

‘hea ﬁrEIBIII.U GIC SERVER

TIOH COMSOLE
| Change Center | Wilcormi, iucBdS Conritid 40: ucidSDomain B Home | Log Out | Proferer 4elp | ASREA
Horme o Saimienary off Deployments
Wigw changes and restarts
No panding chamges exist. Chok Summary of Deployments
the Rplease Configuration button
o allow others to ede the
AOrnaT. Control | Monitoring

This page deplays a list of 1268 Applications and standalone application modules tat have been nstalied o this

|. E dorain. Instalied applications and modules can be started, stopped, updated (redeployed), or deleted from the domain
Feloass Condiguration | by first splectirng the spplication name and using the contrals on this page,

i V ot e
PR To rstall & rew oplcation or moduke for deployment o troets n this domain, chck S retall button.

L hidSDaman
- BErwironment

Deployments 2 s
% Sernces Lot | [ upne | | oote | ||zt =] .50 x]
Sacurity Realms =

- Iriteroperability ™ | Name State
# Dilagnostcs o :

Showing 1- 1of 1 Previous | Neat
Type inwmentl:rder
There are no fems o display

mrw |, ml ﬂﬂli'] e Showirn 1 - 1of 1 Pravious | Next

How dio 1. IS
@ bl an Ervbiepr B Spplicaton

M i e WP R s o e Bl

9. Locate the web application’s directory, and mark the check box in front of your directory and click next
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-5"‘ WEBLOGIC SI:ZHU'EH

» ADMIN | COHSOLE

i

Mm || wWedcome, luckkls Connecied io: hacldShomain i Home LogCad | Preferences Help | AskBEA

Swrnmary of Deployivents

- werrtey of Eeng aris L

Viw changes and restarts

Mo pending changes exist. Click Install Application Assistant
the Rplesss Configuration button

o aliow ol 0 edit e [ ] ]
ey it | | corest |
Laocate deployment to instal and prepare for deployssent
- . Saiect te fie path that represents e applicaton root direciory, archive file, expioced archive dineciory, or applcation module desoipior
| oo contprin | hat yins want 15 stal
rate: Onily vald file paths sre deplmed bedow. [ you cannot find your deployrment s, upload your Fleds) andfor confirm that your
Comésin Structure applicaton contains the required deployment desor ipiors.
. lifSDoman
5 Erinonmenit Location: kcabost / opt /boa
Sirvers ;
Clriters xis {0
irel Hosty ]
Migratable Targets i) [T —
Mlachines L |
Wik Managers: ~
Starup & Shutdown Classes | B coerver.ma
Deepilrprrints
T Services ! I c "
EE"I"'I' Palerr: iil I_r_l

10.Choose Install this deployment as an application and click next
"i!:h WEBLOGIC SERVER

ADMIHISTRATION CONSOLE
M.mm y|| Welconse, uclics Cornected to: juchdSDomain | frHome | LogOut | Preferences | Help | AsKEEA
iy A rastar Home > Summary of Deploypments
Mo pending changes exist. Click Install Application Assistant
the Redaase Configuration button
o allow others 1o edit the " J | =
domain, L:il!i—l () | ltmesty|
Choose targeting style
g Targets are the wervers, clstirs, and vieial hosts on which this depioyment will rum, There are several ways you cin
| Releass Configuration | targat an applcation
Domain Struct
¥ < e * frvstall this dieployrment as an application
wchdSDaman
5 B onenent The applcation and & components will be targated o the same kocatons, This s the most common usage.
Doy it i
#-Services Inestall this deployment as a library
Seourity Realms
- Ineroper ahility Application lbraries are daployments that are available for other deployments o share. Libraries should be
B Driagyrantics available on all of te targats rurning their referencing applcations.

jpomdo1.. 2 ol

1

& Start and stop & deployed

11.Ensure the settings are as shown below and note the name you specified in the first field name. Via this name the web
application will be accessible later: http://<host>:7001/<web-app-name>, then click Next.
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iWEﬂcume, iuchid5s Connected lJ:u:]ul:EdSDm'nain| L Home | LogOut Preferences | Help | AskREA

Home = Summmary of Deployments
Install Application Assistant
ook | [ mext ||| pos ||| conce |

Optional Settings
‘fou can modify these settings or accept the defaults

— General

Wwhat do you want toname this deplovment?

Name: 'Eserver

= Security
What security model do you want to use with this application?
® use the security roles and policies exactly as they are provided in the deployment descriptors
 tustomize the security roles used by policies provided in the deployment descriptors later
© use custom roles and policies other than those in the descriptors

“ use security ream configuration (advanced option)

— Source accessibility
How should the source files be made accessible?
# use the defaults defined by the deployment's targets
Recommended selecton,

r-hl!:up\.l' this application onto every target for me
During deployment, the files will be copied autormatically to the managed servers to whizh the application is

T 1 will make the deployment accessible from the following location

Location: YoptfbeaiSsener |

Provide the location from where all targets will access this application's files. This ks often a shared directory. You
st ensure the applcation files exist in this location and that each target can reach the location,

| sack | | st | | poin | | concet |

12 Ensure the settings are as shown below and click Finish

10
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|_Welcum|~:-, iuchids Connected 'b:l:iw:lidﬁﬂcl'nah| frHome | LogOut | Preferences | Help | AskBEA

Horme > Summary of Deployments
Install Application Assistant

o] | oo || [t | conel

Review your choices and click Finish
Click Finish to comphete the deployment. This may take a few moments o complate.

= Additional configuration

In order o work successfully, this application may require additional configuration. Do you want to review this
application’s configuration after complating this assistant?

c Yes, take me to the deployment's configuration screen.

ﬁﬂu, I will review the configuration later.

— Summaty
Deployment: foptfbea/Searver war
Mame: iSserver
Staging mode; Use the defaults defined by the chosen targets
Security Model: ﬁ;rha security rokes and policies exactly as they are provided in the deployment
Target Summary
Modules + Targets
(== gl =g juclids

] - || ]

13.In order to activate your made changes click now on the green button Activate Changes

11
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GIC SERVER

Wiew changes and restarts

Pending changes exist. They
must be activated fo take effect.

rclidSDomain

# Emvironrment
Deployments

- Sarvices
Security Realms

1 Interoper ability

# Disgrosics

How do L.

=

@ Ereatall an Enterprise application

& Configure an Enterprise application

@ Update {redaploy) an Enterprise
apphcation

@ Start and stop 3 deployed
Enterprise applcation

@ Monitor the modukes of an
Entirprisg apphcation

@ Deploy EB modules

& rstall & Web application

m mm Ilwr‘ll:ﬂl'm, achics

& Home | Log Cut

Conrecind 10 uckdSDoamain Proforerces

. v

ASHEEA

Hoere » Sumimary ol Beployments
Messaqes
A The deployment has been instalied and added o the list of pending changes suooessfully
188 "o must ke activate the pending dhanges o oommit this, and other updates, D the active system
Summary of Deployments

Control | Monitoring

This page displays a lst of 1268 Applcatons and standalone application modules that have been instalied o this domain

Irstalied spplications and modules can be started, stopped, updited (redeplioyed), o daleted from the domain by first .
salecting the application name and using the confroks on this pags.

To nstall & new application or module for deployment to targats in this domain, click the install button

Deployments

|t | | update | | belete | | sart| =] | sop 7] Showing 1- 10F1 Previous [ext
™ | Name & State Type Wt
b | ﬁ;am ﬁw:'m

e

Showing 1-10f1 Previous | Mest

14.Now you are able to start the newly deployed application by clicking on Service all requests

Sasmimary of Deployments

Coniral | Manitering

Connected i uchid SDomain |

rHome | Log Ot | Prafererdes | Help AsrEL

This page deplays a list of KEE Applications and standalone application modules that have been installed o this domain. Installed applicatiors and madules can be
started, stopped, updated (redeployed), or defated from $he domain by first selecting the application name and using e controls on this page.

To wetall 3 rew application or module for deployment D rgets in this domain, click e Install bution.

Deployments
: 20 Ei' Showing 1-1of 1 Previous | Nest
™ | Maeme < :mu Type ww‘“l
= | | Ve |
F | = s |repared | sopicatin | 127

y ekt o ) E - Ei' Showing 1-10f 1 Previous |Next
gervicng all requests
Servicing only atminkration requests

15.Make alast confirmation Yes

12
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O e

AN o MDY | = A W g O PRI | AN
Home > Sumimary of Deployments

Start Application Assistant
Start Deployments
You have selected the foliowing deployments o be started. Click "es' to continue, or o' to cancel

& [Seerver

L JIN

16.Y our application is now starting.
wgq:»_:m, il

Cornectad to: luclidSDomain | rHome | Log Cut | Preforences | Heb
Home > Summimsary of Deplopments

AskBEA
Al

1B Start requests have been sent 1o the selected Deployments.
Summary of Deployments
Control | Monforing

This page depliys & |6t of 1268 Applications and standalans applicatior: mod.iles St have been nstalied to this domain. [netalled applications and modules can be
started, stoppod, updated (redeployed), or delited fom thes domain by first selecting the spplication nam and using e controls on $is page.

To install & naw application or module fior deployment to targats n this domain, clid: the Install button,

Deploryments

e | | oo || [calind emdnl Showing 1-10f 1 Pravious | Mext
™ | Mame g i wﬂt
T | & ol meserver

slart Web

Rureinyg | Apptication | 27°

Showing 1-10f 1 Previous | Next

To start the client application point your browser to http://<host>:7001/i5server and click Install IUCLID 5 Client in order to
download, install and start the client via Java Web Start.
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Figure2.1.
IUCLID S

Welcome to the IUCLID 5 Server

IUCLID 5 - Version IUCLID5-release-5.3.1

IUCLIDS (IUCLIDS-release-5.3.1, bulld of 2011-07-29T09.30:08Z)

The server does not feature an interactive web-frontend.
In order to connect to the IUCLIDS database, please install the client application locally via the link below.

This installation will use the Java Web Start technol which depends on an i Java Runtime Environment
(JRE). If you do not have a JRE installed, please contact your system administrator.

For more information to Java Web Start, please refer to i sun j t/

Current server status: OK

Available connections

Install IUCLID 5 Client {normal) | (with 512MB RAM) | (with 768MB RAM) | (with 1GB RAM)

Install IUCLID 5 Client {normal) | (with 512MB RAM) | (with 768MB RAM) | (with 1GB RAM)

Start Application Manager

Thu Aug 18 08:4221 EEST 2011
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Chapter 3. Upgrade

This chapter describes how to upgrade a previous version of IUCLID 5 to the most recent version of IUCLID 5.3. Dependent
upon the version of IUCLID 5 that is being upgraded, there are three main scenarios in the upgrade process: upgrade from a
previous version of 5.3, upgrade from any version of 5.2, and upgrade from 5.0 or 5.1. These are each described in a dedicated
sub-section of this chapter. In all scenarios, before starting the upgrade, it is important to back-up the database. Use the built-
in back-up functionality of IUCLID, and/or the back-up functionality of the database. Making only a copy of the file system on
which IUCLID isinstalled is not recommended as a means of backing-up.

3.1. Upgrading from IUCLID 5.3 to the latest version
of IUCLID 5.3 for client-server architecture

Upgrading from apreviousversion of IUCLID 5.3 to thelatest version of IUCLID 5.3 does not require amigration step. Itisjust
aquestion of replacing the software with anew version. On starting the new version of IUCLID 5, it can connect to the previous
database, without the need to run any special migration or update software. To do the upgrade, perform the following steps:

1. Back-up thedatabase. Use the built-in back-up functionality of [IUCLID, and/or the back-up function of the database software.
The built-in backup feature is accessible by only the user Super User , from the menu File/ Administrative tools/ Backup.

2. Closedl clientsfor IUCLID 5.
3. Shutdown the IUCLID 5 server.

4. Save the configuration files and plugins from your existing IUCLID 5.3 web application to a temporary location. Later on,
you will need to copy them over to the newly upgraded system. Thefilesfor plugins are stored in the following two locations.
Thefirst location isfor the client side, and the second is for the server side.

/i 5clientPlugins/renotePl ugi ns/
[/ VEEB- | NF/ cl asses/ pl ugi ns/

The files for the database connection configuration and the logging properties, respectively ser ver . properti es and
i 5server. | oggi ng. properti es, areinthefollowing location:

/| \EB- | NF/ cl asses/

5. Install the new version of IUCLID 5.3 by following the instructions given in this manual in the section Deployment of
IUCLID 5.

6. Copy the filesfor the plugins from the temporary locations used in step 1, to the relevant foldersin the new installation. The
folders have the same names as before the upgrade.

@ | mpor tant
When copying over your pre-existing client plugin filesto the new installation, do not overwrite any new plugin
files that were installed with the new version of IUCLID 5.3.

7. Copy the configuration files from the temporary location used in step 1, to the relevant folder in the new installation. The
folder has the same name as before the upgrade.

@ | mportant
Any new property filesthat wereinstalled with the new version of IUCLID 5.3 should be replaced by those for
the previous version of IUCLID 5.3. That assumes that the server properties have not been changed during the
upgrade. If they have, edit the properties file accordingly.
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8. Start the IUCLID 5 server.

3.2. Upgrading from IUCLID 5.2 to IUCLID 5.3 for
client-server architecture

This section is relevant only if the upgrade is from IUCLID 5.2. For earlier versions, see the next section. The version can be
seen from within the interface of IUCLID 5. To see the version, start IUCLID 5, log-in, then click Help and select About. A
general summary of the upgrade processis given in the next subsection. If you are unsure of how to carry out the steps described,
see the example that is presented in more detail after the general summary.

3.2.1. General summary of upgrade from IUCLID 5.2 to
IUCLID 5.3 for client-server architecture

The following steps provide a general summary of the upgrade process from IUCLID 5.2 to IUCLID 5.3 for client-server
architecture. For users who are familiar with the web application server in use, it provides enough information to be able carry
out the process. For more detailed instructions tailored to specific web application servers, see the example(s) presented after
this section.

1. Back-up the database. Use the built-in back-up functionality of IUCLID, and/or the back-up function of the database software,
for example PostgreSQL.

2. Make aback-up copy of thefileser ver . properti es. Remove the executable program files for the previous version of
IUCLID. Note that the plugins for previous version of IUCLID 5 are not compatible with [UCLID 5.3. Therefore, they must
not be copied over to the new installation.

3. Copy the executable program files for the new version of IUCLID to the installation destination.

4, Set the database connection settings in the file ser ver . properti es. This can be done either by editing the version
supplied with the new version of IUCLID so that it contains the database connection settings from the old version, or by
copying the old version over the new one and adapting it as described below. If you do it the second way, the line that sets
the migration mode must be added, as described in step 6.

If an Oracle databaseis used, thefileser ver. properti es must contain the following entry:
hi ber nat e. connecti on. driver_cl ass=oracl e. jdbc. O acl eDri ver

The previous value was:

hi ber nat e. connecti on. driver_cl ass=oracl e.jdbc.driver. O acl eDriver

5. If the database is an Oracle database, please note that the driver for Javais no longer supplied with the [UCLID installation
package. The correct driver for the combination of Java and Oracle versions in use must be obtained from the Oracle web
site and installed in the appropriate folder. For example, for Java 1.6 and Oracle 11g Release 2 (11.2.0.2.0), the name of the
driverisoj dbcé. j ar.

6. Migrate the database by running I[UCLID 5.3 in update mode only once. IUCLID 5.3 is instructed to start in update mode
by thefollowing lineinthefileser ver . properti es.

dat abase. updat e. st art up=true
Thelineissupplied, athough commented out, inthefileser ver . pr operti es intheinstallation packagefor lUCLID 5.3.

Torunin update mode, it must be uncommented. Dependent on the quantity of datain the database, and the system resources
available, the migration process can take from minutes to many hours. It is essential that the migration process is not
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interrupted. The progress of the migration can be monitored from the log filei 5ser ver . | og. There are two phases, as
shown below:

Dat abase update in progress... (eu/ecaliuclid/server/integration/database/scripts/
m grate_schemav49 to_schemav50. xm )

Dat abase update in progress... (eu/ecaliuclid/server/integration/database/scripts/
m grat e_schemav50_pat ch. xm)

The end of the migration is indicated by the following entry:

eu. eca.iuclid.server.integration. database.scripts.ScriptUils
- Dat abase update successfully finished.

If the migration isinterrupted, or fails, for whatever reason, the database must be restored from the back-up and the migration
started again.

. Once the migration process has been completed successfully, instruct IUCLID 5.3 to start not in update mode, by commenting

out the line mentioned aboveinthefileser ver . properti es, asshown below.
#dat abase. updat e. st art up=t rue

Launch the new version of IUCLID in the web application server, in the same way as before the upgrade.

. Run the [UCLID 5 client in the same way as before the upgrade. The initialisation process is not required. All of the data

that was present before the upgrade should be present in the new system. Therefore, it should be possible to log in to any
of the user accounts that were present prior to the upgrade. Log in to the client and confirm that the expected data can be
accessed before putting the system back into production.

3.2.2. Upgrade and migrate from IUCLID 5.2 to IUCLID 5.3 under
BEA WebLogic Server

1

Back-up the database. Use the built-in back-up functionality of IUCLID, and/or the back-up function of the database software,
for example PostgreSQL. The built-in backup feature is accessible by only the user Super User , from the menu File /
Administrative tools / Backup.

. Closedll clientsfor IUCLID 5.
. Shutdown the IUCLID 5 server, for example by shutting down BEA WebL ogic Server

. Copy the configuration fileser ver . properti es into abackup folder. For example:

copy c:\ program fil es\1UCLI D5\i 5server\server. properties
to

e: \ backup\ server. properties

. Delete the folder with the old IUCLID 5 program. For example:

rdc:\program fil es\ | UCLI D5\i 5server

. Copy thefilei 5ser ver. war into thefolder %4 UCLI D5% For example:

copy i 5server . war
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to
c:\programfiles\ I UCLI D5\
7. Create afolder:
nkdir i5server
8. Moveinto the new folder:
cd i5server
9. Unzip the WAR file to thisfolder:
unzip ..\ib5server.war

10.Set the database connection settings in the file ser ver . properti es. This can be done either by editing the version
supplied with the new version of IUCLID so that it contains the database connection settings from the old version, or by
copying the old version over the new one and adapting it as described below. If you do it the second way, the line that sets
the migration mode must be added, as described in later steps.

11.Notethat if the Oracle database isto used, thefileser ver . pr operti es must contain the following entry. Add it or edit
the existing entry if required.

hi ber nat e. connecti on. driver_cl ass=oracl e. jdbc. O acl eDri ver
The previous value was:
hi ber nat e. connecti on. dri ver_cl ass=oracl e.jdbc.driver. O acl eDriver

12.If the database is an Oracle database, please note that the driver for Javais no longer supplied with the [UCLID installation
package. The correct driver for the combination of Java and Oracle versions in use must be obtained from the Oracle web
site and installed in the appropriate folder. For example, for Java 1.6 and Oracle 11g Release 2 (11.2.0.2.0), the name of the
driverisoj dbc6. j ar.

13.The database and al the data it contains are migrated from the previous to the new version by running IUCLID 5.3
in update mode, only once. IUCLID 5.3 is instructed to start in update mode by the line shown below in the file
server. properti es.

dat abase. updat e. st art up=true

Thelineissupplied, although commented out, inthefileser ver . pr oper ti es intheinstallation packagefor [UCLID 5.3.
To run in update mode, the line must be either uncommented or added as shown above.

14.To begin the migration, start the [UCLID 5 server.

Dependent on the quantity of data in the database, and the system resources available, the migration process can take from
minutes to many hours. It is essential that the migration process is not interrupted. The progress of the migration can be
monitored from thelog filei 5ser ver . | 0og. There are two phases, as shown below:

Dat abase update in progress... (eu/ecaliuclid/server/integration/database/scripts/
m grate_schemav49 to_schemav50. xm )

Dat abase update in progress... (eu/ecaliuclid/server/integration/database/scripts/
m grat e_schemav50_pat ch. xm)
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The end of the migration isindicated by the following entry:

eu. eca.iuclid.server.integration.database.scripts.ScriptUils
- Dat abase update successfully finished.

If the migration isinterrupted, or fails, for whatever reason, the database must be restored from the back-up and the migration
started again.

15.Stop the IUCLID 5 server.

16.Set IUCLID 5 to start not in its update mode by commenting out the line edited previously:
#dat abase. updat e. st art up=t rue

17.Start the [IUCLID 5 server.

18.Runthe IUCLID 5 client in the same way as before the upgrade. The initialisation processis not required. All of the data that
was present before the upgrade should be present in the new system. Therefore, it should be possible to log in to any of the
user accounts that were present prior to the ugrade. Log in to the client and confirm that the expected data can be accessed
before putting the system back into production.

3.3. Upgrading from IUCLID 5.0 or 5.1 to IUCLID 5.3

@ | mportant
Thereis no automatic upgrade of the database from IUCLID 5.0/ 5.1to IUCLID 5.3. The datamust be transferred
manually from the old to the new database as described in the sub-section below.

Each installation of IUCLID 5 must have its own database and its own web application server. There can be more
than one database running on a single instance of the database software, but each web application server cannot
be used to run more than one IUCLID 5 application at once.

3.3.1. Migration of data to IUCLID 5.3 from IUCLID 5.0 or 5.1

Beforestarting toinstall IUCLID 5.3, al the datamust be exported from IUCLID 5.1.x using the Back-up plugin that isavailable
on the IUCLID web site. The export process is essential because the exported data will later be imported into IUCLID 5.3.
When it is run, the Back-up plugin asks the user to create and enter a single password. This will become the password for all
the user accounts in the new installation, with the exception of the account SuperUser which has a default password of root. To
import the exported datainto IUCLID 5.3, use the built-in Restore feature of IUCLID 5.3 that can be found from the menu File/
Administrative tools. This feature allows the upload of datathat was exported using the Back-up plugin on 5.1.x. Notethat it is
not possible to transfer data from either IUCLID 5.3 or IUCLID 5.2to IUCLID 5.1.

3.3.2. Database configuration for running IUCLID 5.3 and a
previous version at the same time

If you already have a previous version of IUCLID 5, it is recommended to keep it for the time being. It can be deleted in the
future when you are absolutely sure that it is no longer needed. What follows is some information and advice asto how you can
manage more than one version of IUCLID 5. As stated above, each installation of IUCLID 5 must have its own database and
its own web application server. A new database must be created for IUCLID 5.3 because the structure of the database differs
from that of previous versions. This requirement can be met in avariety of different ways. The following sub-sections describe
some common sets of circumstances. The database for IUCLID 5.3 can be run on the same instance of the database software
as aprevious version of IUCLID 5, however, it must have a unique name within that instance of the database software. When
IUCLID 5.3 isrun for the first time on an empty database, it will automatically create al the correct tables.
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3.3.2.1. If more than one computer is available for installation of IUCLID 5

Each instance of IUCLID 5 that isrunning in an application server isinstalled on a separate computer and hasits own database.
In this case, the instances of IUCLID 5 can point to databases that are either running on the same computers as the respective
IUCLID 5s, or, on a central instance of the database software that contains a separate database for each of the instances of
IUCLID 5. In al of these cases, each instance of IUCLID 5 isindependent of all others such that achangeto oneis not reflected
in any other. Data from an installation of IUCLID 5.1 can be transferred to an installation of IUCLID 5.3 using the Backup
pluginin IUCLID 5.1 followed by use of the Restore feature in [UCLID 5.3. Note that it is not possible to transfer data from
either IUCLID 5.3 or IUCLID 5.2to IUCLID 5.1.

3.3.2.2. If only one computer is available for installation of IUCLID 5

If only one computer is available, only one web application server can be run at a once, and so only one instance of IUCLID 5
can berun at once. However, in this case, it is possible to have two different versions of IUCLID 5 installed on one computer,
and to switch back and forth between them; running only one at atime. There are various different ways of doing that. What
follows, is a description of one of the possible methods:

Before deploying an installation of IUCLID 5.3;

1. InIUCLID 5.1, install and run the Backup plugin.

2. Inthe Web Application Manager, make a note of the name of the path to the application (example: /iuclid51).
3. Inthe Web Application Manager, stop the [lUCLID5 Server.

4. In the computer's file system, create a directory in which to store un-installed web applications (example:
uninstalled_webapps).

5. Inthe computer's file system, copy the directory noted in step 1.2 (example: iuclid51) to the directory just created (example:
uninstalled_webapps).

6. Inthe Web Application Manager, un-deploy the application (example: iuclid51).

Install IUCLID 5.3 as described in the installation manual. Note that a new database must be created. It can be running on the
same instance of the database software, but in that case, the database must have a different name. When I[UCLID 5.3 isrunning,
useits built-in Restore feature to upload data from the back-up that was created during the initialisation process (step 1.1).

To switch between versions of IUCLID 5 (example: iuclid53 -> iuclid51)

1. In the Web Application Manager, make a note of the name of the path to the IUCLID 5 application from which you are
switching (example: /iuclid53).

2. Inthe Web Application Manager, stop that IUCLID 5 application (example: iuclid53).

3. In the computer's file system, copy the application directory of the IUCLID 5 from which you are switching (example:
iuclids3) to the directory uninstalled webapps.

4. Inthe Web Application Manager, un-deploy the IUCLID 5 application from which you are switching (example: iuclid53).

5. In the computer's file system, move the directory of the [IUCLID 5 to which you are switching (example: iuclid51); from the
directory uninstalled_webapps to the directory webapps.

6. Start the IUCLID 5 application to which you are switching (example: iuclid51).

Before switching from IUCLID 5.1 to IUCLID 5.3, consider whether you would like to transfer datafrom 5.1 to 5.3. If you do
want to transfer data, whilst you still have [IUCLID 5.1 up and running, use the Back-up plugin to make acopy of your data. The
copy can then be imported into IUCLID 5.3 using IUCLID 5.3's built-in Restore feature.
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Chapter 4. Initialisation of an installation of
IUCLID 5

This chapter describes the configuration that isrequired to create aworking IUCLID 5 system from aninstallation of [UCLID 5
that has an empty database. There are two scenarios. either to create a working installation from scratch, or to load datafrom a
back-up that was made using the built-in back-up function of IUCLID 5. During initialisation from scratch, reference substance
dataand alegal entity are uploaded into the database, and the required user accounts can be created. For initialisation from back-
up, make sure that the back-up files are accessible from the system on which [UCLID 5 will be initialised. What to do in each
scenario is described in the rest of this chapter.

4.1. Starting IUCLID 5

Connect to the application with a browser by entering the address http://<address of your server>:8080/i5server. Thefollowing
page is displayed.

Figure4.1. The default page for Java Web Start of IUCLID 5

IUCLID S

Welcome to the I[UCLID 5 Server

IUCLID 5 - Version IUCLID5-release-5.3.1

UCLICS (JUCLIDS-release-5.3.1, bulld of 2011-07-29T09.30:08Z)

The server does not feature an interactive web-frontend.
In order to connect to the IUCLIDS database, please install the client application locally via the link below.

This installation will use the Java Web Start technology which depends on an installed Java Runtime Environment
(JRE). If you do not have a JRE installed, please contact your system administrator.

For more information to Java Web Start, pleaze refer to hitp:/ifjava.sun.co miproductsj

Current server status: OK

Available connections

Install IVCLID 5 Client (normal) | (with 542MB RAM) | (with 7T68MB RAM) | (with 1GB RAM)

Install IVCLID 5 Client (normal) | (with 542MB RAM) | (with 7T68MB RAM) | (with 1GB RAM)

Start Application Manager

Thu Aug 18 08:4221 EEST 2011

The page shown above page containslinks that use JavaWeb Start technology to start aclient that connectsto the lUCLID server
and displays IUCLID 5's graphical user interface (GUI) on the client machine. In the example shown above, the link under the
text IUCLID 5 Client (with 1GB RAM) has already been followed. The difference between the links in the above page is that
each link passes different parameters to the IUCLID 5 server. The options included are for varying amounts of memory to be
alocated to IUCLID 5 and for different types of data compression to be employed in the connection to the server. If IUCLID 5
runs slower than you would like and you have the available memory, select alink for alarger amount of RAM. The client can
be run directly from a browser or by first downloading afile from one of the links and running that. Depending on your browser
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settings, when you click on one of the links above you will see either a dialogue box, or IUCLID 5 will run and you will see
the login page. The browser dialogue asks whether you would like to save afile or run it straight away. The choiceisyours. A
convenient way to access IUCLID 5 is to download one of the files from the default page, save it to the desktop of your local
machine used to access IUCLID 5 and giveit the [UCLID 5 icon that comes with the installation. Double clicking on the icon
then launches the [IUCLID 5 GUI. Once you see the login page, you are ready to go walk through the First steps wizard, as
described in the next section.

4.2. First steps wizard

When you start IUCLID 5 for thefirst time, the First stepswizard is run automatically. It guides you through the steps required
to make aworking user account and to upload the data required to use IUCLID 5 in a practical setting. The settings that relate
to user accounts can also be changed after having run the wizard, using the features described in the [IUCLID 5 User Manual.

@ | mportant
Thiswizard allows a single user account to be created, per run. This user isin addition to the SuperUser account
that comes with the installation. It is essential to have at least one user account in addition to SuperUser because
SuperUser should be used only for the special tasks that only it can carry out. See the IUCLID 5 User Manual
for more detail.
As part of the First steps wizard, a legal entity must be uploaded into the IUCLID 5 installation in the form of a
LEOKX file. Therefore, before running this wizard, make surethat aLEOX filefor thelegal entity of your company
or organisation is accessible to your computer. For more information, see the [UCLID 5 User Manual.

The First steps wizard provides the option of uploading the following information to your IUCLID 5 installation.
For details, see the [UCLID 5 User Manual:

« ECInventory
* Inventory of Reference substances

Although these uploads are optional, it is strongly recommended to do them during the first run of the First steps
wizard. To do so, you will need to have the data accessible to your computer whilst running this wizard.

The First steps wizard can be run at any time, but only by the SuperUser. This is done from the file menu within I[UCLID 5
Administrativetools/ I nitialise.

When starting the [UCLID 5 for the first time, the only user availableisan administrator named SuperUser. Log in as SuperUser
by entering the following case-sensitive values into the login screen as shown below:

Username: SuperUser

Password: root

" 1uCLID 5.3.x

A

nnnnnnnnnnnnnnnnnnnnnnnnnnnnnnnnnnnnnnn

Please enter username and password to login
{local workstation)

Username: |SuperUser |

Password: |....| |

| Login _J | LCancel| |

The First steps wizard then proceeds. Each page of the wizard is described in afigure below.
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Figure4.2. Step 1 of the First stepswizard - I ntroduction

The wizard presents some useful information. There are no actions other than to read the information. Click the Next button.
1 First steps b_<|

Welcome to IUCLID 5

o

Welcome to IUCLID 5

IUCLID 5 (International Uniform Chemical Information Database) is a software application to capture, store,
maintain and exchange data on intrinsic and hazard properties of chemical substances.

This wizard will guide you through the different steps involved to setting up your application so that you can use it
immediately!

We recommend that you follow the given instructions:

1. Change the SuperUser password (not mandatory but recommended to increase security)

2. Import your Legal Entity information (mandatory for running the application)

3. Import the EC inventory (not mandatory but strongly recommended)

4. Import the Reference substance inventory (not mandatory but recommended for users with =100
substances)

5. Create a user account and define roles (strongly recommended)

IMPORTANT:
Before running this wizard, please make sure your Legal Entity information has been stored on your PC
(information available at the IUCLID Download Website)

28808000

Introduction

Figure4.3. Step 2 of the First stepswizard - Init mode - New installation

Toinitialise a new database, select the button New | nst al | at i onas shown below and continue to the next step.
1 First steps b_<|

o

Define the initialisation mode

Initialisation mode

(3) Newinstallation
() Restore from backup

52 868000

Init mode
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Figure4.4. Step 2 of the First stepswizard - I nit mode - Restor e from backup

To restore from a backup of a previous version of IUCLID 5, select the button Rest ore from backup then enter the

directory containing the backup files as shown in the example below.
X

1 First steps

Define the initialisation mode E

Initialisation mode

() Mewinstallation
(3) Restore from backup

Location to restore from?
[p:uLCLD\backup |@

8 e 888066

Init mode

Click Next. The wizard jumpsto its last step, where the importation of datais started, as shown below.
Figure 4.5. Restoration from a back-up - Step 8 - Activateimports

1 First steps rz|
Start import procedure
Caonfirm the start of the import procedure. @

The import of the EC inventory and the Reference substance inventory is atime consuming process. They run as background jobs.
Please do not log out from IUCLID 5 before the import confirmation pop-up window appears.

Mote: the duration of this import process depends on the size of the import files. It may take a considerable amount of time.

e

Activate imports

The import may take some time. Click Finish. When the restoration is complete, the following screen is shown.
X]

Background job ended

o Restore completed successfully

—
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Figure 4.6. Step 3 of the First stepswizard - Change password

If you have not yet changed the default password of the SuperUser to a more secure value than root, thetraffic light in thewizard
screen will be yellow. To change the password, check the box Change Super User password , enter the old password
root and then enter the new password. After confirming the password, click the button Next.

1 First steps le

Change the SuperUser password

For security reasons it is recommended to change the SuperUser's password. ﬁ%
E It is not secure, as it is now.

|:| Change SuperlJser password

Old password | |

Mew password | |

Caonfirm new password | |

We strongly recommend that you change the SuperUser password, since each IUCLID 5 installation uses an identical default password.
To change your password, please tick the checkbox.

=) ——————— < Back || Mext > Cancel

Change password

Figure4.7. Step 4 of the First stepswizard - Import Legal Entity

Toimport alLegal entity (seethe lUCLID 5 User Manual) select its LEOX file by browsing to the file. The browsing is accessed
by clicking on the folder icon to the right of the field Select the import file. Click the Next button. The Legal entity isimported
immediately.

1 First steps rz|
Import legal entity
In orderto run IUCLID 5, you have to import your Legal entity obtained from the IUCLID Download Website ﬁ%

Download Website, otherwise this wizard will not complete successfully and you will be forced to log out.

Please note: If your Legal entity information has not already been stored on your computer, you should create it on the I[UCLID
Select your Legal entity file by navigating to the desired file on your computer.

Select the impaort file

|D:\IUCLID\Leox_ManuaI.iSz i, ||@|
_—————— < Back || Mext > | Cancel |

Import legal entity

o Import of the legal entity file completed

[ ok

0 | mportant
You must import at least one Legal entity in order to succeed with this wizard. If you have no Legal entity in the
IUCLID 5 system, the traffic light in the wizard screen will be red. The First steps wizard will be automatically
launched when you log into IUCLID 5 until aLegal entity has been successfully imported.
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Figure4.8. Step 5 of the First stepswizard - Import EC Inventory

EC inventory import - To import the EC inventory, select the file for the EC inventory (see the IUCLID 5 User Manual). The
EC Inventory will not be imported immediately. The import will start at the end of the First steps wizard. Depending on your

machine speed and the size of the inventory, thisimport can take some time, e.g. up to half an hour.

1 First steps

Import EC inventory
Select the EC inventory file which yvou previously downloaded

3

The EC inventory is the catalogue of chemical substances listed on the European Inventory of Existing Commercial chemical Substances
{EINECS), the European List of Motified Chemical Substances (ELINCS) and the Mo-Longer Palymers list {(MLF), published in the Official Journal
of the European Communities. Each substance listed in the inventory has an EC number and an EC name allocated by the European

Commission.

If you want to use the EC inventory in your IUCLID 5 installation, please download it from the IUCLID Download Website, and save the file on

your hard disk.

To import the EC inventory in IUCLID 5 using this wizard, please tick the import box.
Select the import file by navigating to the desired file on your computer.
Mote: It is possible to import the EC inventory at a later stage, using the import function from the IUCLID 5 Task panel

Impart EC inventory
Select the impaort file

|D:\IUCLID\ECinventory_l.l_en.iSz

‘@

< Back || Mext >

B-H-B-B--8-0-8

EC inventary import

a9

| Cancel |

Figure 4.9. Step 6 of the First stepswizard - Import reference substance inventory

Reference substance inventory import - Select the file for the Reference substance inventory (see the IUCLID 5 User Manual).
The Reference substance inventory will not be imported immediately. The import will start at the end of the first steps wizard
together with the EC Inventory import. Depending on your machine speed and the size of the inventory, this bulk operation may
take along time. The import of the Reference substance inventory itself can take up to several hours.

1 First steps

Import reference substance inventory
Select areference substance inventory to import into IUCLID 5

X

and the EC inventory information.
The reference substance inventory is publicly available and can be downloaded entirely or partially.

save the file on your hard disk.
To import the reference substance inventory in IUCLID 5 wusing this wizard, please tick the import box.
Select the import file by navigating to the desired file on your computer.

Import reference substance inventory
Select the impaort file

The reference substance inventory is a catalogue of approximately 70,000 reference substances. A reference substance is used for the
identification of substances and contains information such as CAS Numbers, IUPAC names, SMILES and InChl notations, structural formula

If you want to use the reference substance inventory inyour IUCLID 5 installation, please download it from the IJCLID Download Website and

Maote: It is possible to import the reference substance inventory at a later stage, using the import function from the IUCLID 5 Task panel.

|D:\IUCLID\ReferenceSubstance.iSz . ||E|
@ — ————— < Back || Mext = i | Cancel |
: Reference substance inventory import - -
\..I TI p
g
= | Timeand IT resources can be saved by importing into IUCLID only the Reference substances you need. Various

different sizes of Reference substance inventory can be downloaded from the [IUCLID web site. Thereisafull set,
areduced list, and a function that allows you to create your own inventory using common identifiers as selection
criteria, such as EC Number, and IUPAC name. Before importing the full set, consider carefully whether itisreally
necessary. Reference substances that are not imported during the initialisation process can be imported later. A

simple compromiseis to start with the reduced list.
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Figure 4.10. Step 7 of the First stepswizard - Create user account and assign role

Create anew user account and defineitsuser accessrightsby assigningit arole. It isessential to create anew user because genera
working within [UCLID 5 with the SuperUser is not supported. Only one user can be created per run of the First steps wizard.

"L First steps r5_<|

Create user account and assign role

Itis recommended to create a user account before running IUCLID 5 ﬁ}

The SuperUser account is for user administration only, and therefore to run IUCLID 5 we strongly recommend that you create your own user
account by selecting the following tick box. Assign your role and legal entity and specify the attachments and Import/export directories.

Create user

Login name |L0caIAdministrator A |

Full name |Examp|e . |

| Set password
Unassigned roles Assigned roles

aF aF

Full access £ [Administrator
Read-aonly \ &
" Set password rg|
Assigned legal entities Set the password of
‘{:’|f;§ Local Administrator - Example - last login: (Mever) from {Nowhere) —= j
E) '

%% LEO for Manual § Helsinki f Fin

MNew password || |

Caonfirm new password | |

@ | Set || cance |
Attachments directory | ||@|
Import/export directory | ||@|
5 H 088088 | <gack J[ Nen> | (canceid

Create user

* Select the checkbox Cr eat e user.

Fill inal thefields. The user needsalLogi n nane for identification during login. The Ful | nan®e isused for proper user
identification. The Assi gned r ol e is nheeded to administrate the access permissions. In anewly installed IUCLID 5, the
roles Administrator, Full access and Read-only are provided by defauilt.

e Enter aLogi n nane, as it should be used for identification during login, and the Ful | nane used for proper user
identification.

e Optionaly, click Set password and define a password.
e Click and highlight arole in the list of unassigned roles and assign it to the user by clicking the Right arrow. Assigning a

Role is needed to administrate the access permissions (in a newly installed IUCLID 5, the roles Administrator, Full access
and Read-only are provided by default).

~ Tip

= | Itisrecommended to create auser with the Administrator Role regardless of whether astand alone or adistributed
version of IUCLID 5isset up. Once auser has been created, the [IUCLID 5 administrator (in case of adistributed
version) can define different other user(s) and assign different role(s) to them (see the [UCLID 5 User Manual).
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» Assignalegal entity (normally the Legal entity imported in the third step of thiswizard) by clicking the green plus button and
performing a search for the desired Legal entity. In the Query field Legal entity nane, enter the name of the desired
Legal entity or an asterisk (*) as wildcard and click the Sear ch button. In the Query results list, click the desired entry and
then click the Assign button.

« Optionally, select default attachment and import/export directories. These settings can be changed at alater stage, as described
inthe lUCLID 5 User Manual.

¢ Click the Next button

Figure4.11. Step 8 of the First stepswizard - Start import procedure

If you have selected an EC Inventory and/or Reference substances inventory file(s) during the wizard steps, you can now run
the imports. Click the button Execute imports. Note again that these imports can take up to several hours, depending on your
machine speed and the amount of data you are importing.

Then click the button Finish. If you have launched any imports, you will now have to wait until the imports are completed.
Afterwards, you should log out and then log in again as a user for the newly defined account. Remember: general working as
SuperUser is not supported.

"L First steps §|

Start import procedure -

Caonfirm the start of the import procedure. Eq i

The import of the EC inventory and the Reference substance inventory is atime consuming process. They run as background jobs.
Please do not log out from IUCLID 5 before the import confirmation pop-up window appears.

Mote: the duration of this import process depends on the size of the import files. [t may take a considerable amount of time.

@ _______@ = Back Einish || Cancel

Activate imports

4.3. User management

The installation of IUCLID 5 is now ready for hand-over to whoever will be maintaining the system and whoever will be
managing the user accounts. The management of user accounts and their roles is described in the IUCLID 5 User Manual.
Individual users can connect to the IUCLID 5 server using Java Web Start technology, as described in section 3.1 of this
document. A convenient way to achieve that isfor usersto save onto their desktop, one of the files downloaded from the default
JavaWeb Start page. The user would launch [UCLID 5 by simply double-clicking ontheicon on hisor her desktop. Alternatively,
the users could be supplied with the URL http://<address of your server>:8080/i5server and instructions on which link to use.
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Chapter 5. Un-installation of IUCLID 5

The un-installation of IUCLID is a manual process. IUCLID can be un-installed by deleting the files that were copied to the
destination machine, and reversing any changes made during the installation process. For more details about the actions that
might be required, see the [UCLID FAQ located at the IUCLID web site http://iuclid.eu.
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