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1 Introduction

The IUCLID 5 WebServices implementation allows for remote interaction with a IUCLID 5
server via a standardized communication protocol over a network. In other words a
program (other than the IUCLID 5 client) can connect to a running IUCLID 5 server and

use this protocol to create or modify existing data or to transfer it in either direction.

To improve the user-friendliness, a wizard-like interface has been created for both import

and export of data between the two platforms.

2 Prerequisites

In order to utilize this method for data transfer the following items should be available:

running IUCLID 5 server with installed WebServices;

e network connection between the IUCLID 5 server and the QSAR Toolbox - can be

on the same machine, in the same LAN or over the Internet;
e known address and port of the IUCLID 5 server. The default port is 8080;

e granted access to the IUCLID 5 server - i.e. valid username and password. This

needs to be a regular user account.

3 IMPORT of data from IUCLID 5 to the QSAR
Toolbox

1. WHAT type of data can be imported - selected substances together with all

associated endpoint study records.

The Import process starts by invoking the IUCLID 5 Import Wizard. The corresponding

button is located on the Endpoint tab. The user can initiate an import session anytime.
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0 QSAR Toolbox 2.0.3.144 Document_1

QSAR TOOLBOX 10100

» Profiling » Endpoint » Category Definition  » Filling Data Gap

- & Import

Gather |
R |1 11CL105 Trmport Wizard

Import Delete

3.1 Choose source

Since this is a unified IUCLID 5 import wizard, on the first page the user is asked to
choose the source of the data. This can be either an IUCLID 5 package file (*.i5z) or a
running IUCLID 5 file. To initiate a direct transfer via WebServices the user needs to

choose the IUCLID 5 Server (via WebServices) option and then to click Next.

IUCLIDS: Import Wizard

Choose source
1 U C l- D 5 The Toolbox can import IUCLIDS data either fram a previously

expotted iz file or directly from a IJCLIDS server via
WebServices,

Source

() IUCLIDS File (*.i52)
(%) IUCLIDS Server {via WebServices)

3.2 Choose destination

The next step is to choose where the IUCLID 5 data will go. The wizard can either create
a new Toolbox database or use an existing one where the IUCLID 5 data will be

imported.
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This manual will show how to import data in a newly created database named Imported

I5 Data.

IUCLIDS Import Wizard

IUCLID 5

X]

Choose destination

Daka can be imported either inko an existing database orinto a
newly create one. Plese select the desired destination from the
options below.

Drestination

() Existing database

(&) New database Imported IS Data

[CI5haw log after impart

[ < Back ” Mext = Finish

3.3 Connect to an IUCLID 5 server

After specifying the source and the destination the user needs to provide the connection

parameters. These include:

IUCLIDS Import Wizard

IUCLID S

I5 Password: the corresponding password

WebServices Server: the IP address or DNS name of the running IUCLID 5 server

Port: the TCP port that the server is listening on (usually 8080)

I5 Username: the IUCLID 5 username valid for the server

Connect to an IUCLIDS server

In order to download data from an IUCLID server wou should
establish a netwark connection with it, Please provide the needad
connection parameters below and then click Mext

Part:
v| [en ]

WebServices Server:
[172.17.84.215

15 Username: 15 Password:

|strive |

L Advanced Connection Parameters J

Finish

Cancel

< Back ] ’ Mext =
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After entering all of the above parameters, the user should click Next to attempt to
connect to the server. Upon successful connection, the server, port and username are

saved and can be retrieved later by selecting the server from the list.

In case the remote IUCLID 5 server has a specific WebServices deployment, different
than the default one, the user is able to fine-tune the entire connection string. Clicking
the ‘Advanced Connection Parameters’ button brings up the form shown below where the
Protocol, Port delimiter and Directory strings can be modified to suit the server settings.
Any modifications done to the above parameters will be saved together with the

connection parameters when a successful connection has been established.

Advanced Connection Parameters g|
Set

172.17.84.215 :||g0E0 JiSwsruntime;

Previes

| ey | | cancel |

Given that the user has provided correct parameters and a connection has been

established the following screen appears.
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IUCLIDS: Import Wizard

IUCLID 5

‘WebServices Actions

&P Get Al Substances

@ Get Substance by ID

At this stage the user can click on the Get All Substances button to retrieve a list with

all substances found in the corresponding IUCLID 5 database.

3.4 Select substances for importing

The next page of the wizard shows a list with all substances.

IUCLID5 Import Wizard 3
CAS# | Mame Owiner G
68-12-2 M, M-dimethylFormamide (IJC4 DSM S1)  QECD
IuCcLID S 56-81-5  glvceral (IUC4 DSM 53) QECD
58-05-2 caffeine {IUC4 DSK 500 QOECD
67-43-1 chaline chloride (TIJC4 DSM 793 CECD
71-36-3  butan-1-ol {IUC4 DSN 85) QOECD
74-87-3  chloromethane (IUC4 D3N 59) CECD
74-83-9  bromomethane (IUC4 DSM 653 CECD B
60-24-2  Z-mercaptoethanol (IUCH DSM 7230) BASF...
65-85-0 benzoic acid (IUC4 DSH 73 Baye... o
Select Al Select Mone
Progress
Downloaded substances Oof 0
Downloading endpoink 0cfo

The user can select one or more from the list or use the Select All button to select the

entire list.
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IUCLIDS Import Wizard

B3] %)

CASHE Marme Owner
£3-12-2  M,M-dimethylFormarnide (IUCH DM 517 QECD

IucLID S 56-51-5  ghycerol (IUCH DSM 53) OECD

d

butan-1-ol (TILC4 DSM &5)

74-87-3  chloromethane (IUC4 D5N 59y QECD
74-83-9  bromomethane (IUC4 DSK 65) QECD
60-24-2  2-mercaptoethanol (IUC4 DSN 72300 BASF...
E5-85-0  benzoic acid {IUC4 DSK 73 Baye... m
Select All Select Mone
Progress
Cownloaded substances 0af0
Downloading endpaink 0aof0

[ < Back ” Mext = Finish

3.5 Download selected substances

Once a selection has been made the user can click Next and the actual import process
will start. The required time to perform the transfer may vary according to the
connection speed and the computer performance. Progress is indicated by two bars - the
first one shows how many structures have been imported so far and the second one

indicates the number of transferred Endpoint Study Records.

IUCLIDS Import Wizard X
CAS# | Mame Cnainer =
£8-12-2  M,M-dimethylFormamide (IUC4 DSNS1)  OECD
IuCcLID S S6-51-5  ghycerol (IUCH DSM 53) OECD
58-08-2 caffeine {IUC4 DM 500 QECD
67-43-1 chaline chloride (IJC4 DSM 79) QECD
71-36-3  butan-1-ol (IUC4 DSN 85) QECD
74-87-3  chloromethane (IUC4 D3N 59) QECD
74-83-9  bromomethane (IUC4 DSK 65) OQECD Ly
60-24-2  2-mercaptoethanol (IUC4 DSN 72300 BASF...
E5-85-0  benzoic acid {IUC4 DSK 73 Baye... b
Select All Select Mone
Progress
Cownloaded substances 1of2
Downloading endpaink 109 of 134
% Back Mext = Finish Cancel
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When all selected substances have been transferred the user is informed and the wizard

can be dismissed.

IUCLIDS Import Wizard

IUCLID 5

The selected substances were imported successfully.

< Back Mext = Cancel

3.6 Verify imported data

After closing the import wizard, the newly created database with imported substances

can be loaded and viewed. The Load Database command is located on the Input page.

0 QSAR Toolbox 2.0.3.144 Document_1

QSAR TOOLBOX 10100

» Input » Profiling ¥ Endpoint } Category Definition  » Filling Data Gap

Clicking the Load Database button brings up the Select database form. The user

needs to select the database, which was provided as destination of the import.
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0O Select database g@@

EREA CASIS ey
Expetimental pka N
Eve Irritation ECETOC

Genataoxicity OASIS

| G5H EerrimentaI RCS0

kMdatabase

Micronucleus 155MIC
Micronucleus OASIS
Phys-chem EFISUITE
Repeat Dose Toxiciky NEDC
Skin Trritation

Skin Sensitisation

Skin Sensitisation ECETOC
Terrestrial US-EPA ECOTOK
Toxiciky Japan MHLYW
ToxRefDE

2

l o OK ] ’xCancel]

Selecting the database and clicking OK loads the structures found in the database into

the data matrix.

0 QSAR Toolbox 2.0.3.144 Imported 15 Date

pr— - w
QSAR TOOLBOX ® E i 010

k Inpat ¥ Endpadnt » Category Definition ¥ Filling Data Gap

Dostuments
Impoeted TS Dista

Structure

ESubstance identity

EPhysical Chemical Properies
EEnvironmental Fate and Transpor
EEcooxicalagical Infarmation
EHuman health hazards

To load endpoint data, the user needs to navigate to the Endpoint tab, select the

database on the left and then initiate data gathering by clicking the Gather command.
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0 Q5AR Toolbox 2.0.3.144 Imported 15 Data

QSAR TODOLBOX

» Endpaint k Category Definition ¥ Filling Dalta Gap

Expeort

1 F
.
o
OH
Structure /-__/_ "‘_"'y_g'j"‘
CHy }—u‘
LT

ESubstance identity

@Physical Chemical Propenies (227 il - 235-239°C, 738 ..

EEmironmental Fate and Tranz,.. [28) M 92, 62 M: =7 Days, »30-1..
BEcotoxicological Information  (2B1) M 00185 moll, 0,... M 2 34E-4 moll, ...
EHuman heatth hazards SR 43BEI mafka b M 192 mofkg bw, ...
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4 EXPORT of data from the QSAR Toolbox to
IUCLID 5

L\ WHAT type of data can be exported - selected Toolbox predictions can be

directly assigned to substances in the IUCLID 5 database.

The QSAR Toolbox allows users to export predicted data (by means of the Filling Data
Gap tools) to IUCLID 5. This can be done either offline, by creating an *.i5z file which
can then be imported into an IUCLID 5 database, or online, by directly connecting to an
IUCLID 5 server (via WebServices) and assigning the predicted endpoint data to a

selected substance. The second option will be described in this manual.

There are two ways to invoke the IUCLID 5 Export Wizard. In either case the user needs
to first click on a cell which contains a prediction. Then the wizard can be started by

clicking on IUCLID Export Wizard in the Endpoint tab,

0 QSAR Toolbox 2.0.3.142 Document_1

QSAR TOOLBOX 6 g? E m E

» Profiling » Endpoint } Category Definition P Filling Data Gap

- l Import

Gather | 11 L i0S rport wizard | RO

Irport Export Delete

or by using the context menu which pops up upon right-clicking on the cell containing the

prediction.
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0 QSAR Toolbox 2.0.3.142 Document_1

— =
QSAR TOOLBOX T i o
» Endpaint + Categary Definithon  » Filling Data Gap

Daka Gap Filing Method

@ Read-across

@ Trend analysis
! Structure /—["’0
& (Q)SAR models

Gty oy [T

ESubstance identity

EPhysical Chemical Properies

—Autoflammability / Salfignition £

It = M 48 C M 645 °C W-J.cﬁnw
Boiling point (225) Delste vaos

—D.ensq'gf . B .

—Dissociation Constant (pka) (21/26) M: 15,7 —

—Explostea properties Edt peeciction ifo

— Flammmability Ragart

—Flazh point

4.1 Prepare data

On the first page of the wizard, the user needs to select the predictions to be exported
and to choose the version of the target IUCLID 5 server. For versions prior to 5.2 (e.g.
5.1.1) the user should select 5.1. For version 5.2 and above (e.g. 5.2.2) the users should
select 5.2. This input is of critical importance. In case there is a mismatch of the selected
version and the actual version of the IUCLID 5 server, the data export will not be

successful.

This page also allows for editing the report information but this is out of the scope of this

manual.

Version 1.1 Page 14 of 19
February 2011



QSAR TOOLBOX QSAR Toolbox User Manual
IUCLID 5 Import/Export via WebServices

Export to... E|

Use the checklist box to select predictions to expart.
To make last moment modifications to report data use the "Edit report information. .. " bukton,

2 prediction For "Physical Chemical Properties.

Edit report information. ..

Use ILCLIDS version Mo INote when exporting .. ry
X To ISZ filezyou need to take into account that version 5.2 of IUCLID is backward compatible with 1
OIUCLIDS e 5.1 and will be able to importversion 5.1 152 files. IUCLID 5.1, however, will not be able to
import15Z files built forversion 5.2,
@IUCLIDS Version 5.2 To IUCLIDS server {via WebServices): you need to seled the exact version. You will not be able to
export 5.1 XML files to version 5.2 of IUCLID and vice versa. v

On the next page the user will have to associate each selected prediction with the
corresponding Harmonized Template from the list. As soon as all predictions have their

corresponding template assigned, the Next button will be enabled.

Stage 2 of 3

Prepare export fields for each prediction.

1st: select prediction.

Znd: select template to export that prediction to.
3rd: reviewedit the IUCLIDS fields,

4th: repeat for all prediction(s).

X

Predictions list

| 828037, 1-1037°C QAR Toolbox 2.0.3,142 prediction for "Physical Cherical Froperties#Baling point”trend analysis evaluation For 66-25-4 (04 |

Harmonized template selection, ..
QECD Template #3: Boiling point

QECD Template #3: Boiling point

Review export data. ..

On the last page of the preparatory process the option Export to IUCLID 5 Server (via

WebServices) should be checked. Clicking the button Finish will start the connection
process.
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X

Stage 3of 3
Specify the export file,

Save To...
Select IUCLIDS medium

() Export ko IUCLIDS File (*,i52) (&) Export to IUCLIDS Server (via WebServices)

Finish ” Cancel

4.2 Connect to an IUCLID 5 server

On the next screen the user needs to provide the connection parameters. These include

WebServices Server: the IP address or DNS name of the running IUCLID 5 server

Port: the TCP port that the server is listening on (usually 8080)

I5 Username: the IUCLID 5 username valid for the server

IS Password: the corresponding password

After entering all of the above parameters, the user should click Next to attempt to
connect to the server. Upon successful connection, the server, port and username are

saved and can be retrieved later by selecting the server from the list.
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IUCLIDS WebServices Export Wizard

£

Connect to an IUCLID server
1 U C LIDS In order to upload data to an IDCLID server vou should establish
a network connection with it, Please provide the needed
connection parameters below and then click Mext

WebServices Server: Part:
|I0calhost w | |SDBD |
15 Username: 15 Password:

|strive | |o - |

Given that the user has provided the correct parameters and a connection has been
established the following screen appears. At this stage the user can click on the Get All

Substances button to retrieve a list with all substances found in the corresponding

IUCLID 5 database.

IUCLIDS WebServices Export Wizard

IUCLID S

‘WebServices Actions

&P Get Al Substances

@ Get Substance by ID

Cancel

4.3 Select substance
At this stage, the user is presented with the list of all substances found within the IUCLID

5 database. The endpoint prediction can be assigned to any of these substances.
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Selecting one of them and clicking Next starts the export process which may take up to a

minute.

IUCLIDS WebServices Export Wizard

CASHE Mame Cwner
£8-12-2  M,N-dimethylFormamide (IUC4 DSN 51 OECD
IucLID S S6-51-5  ghycerol (IUCH DSM 53) OECD
_ 58-08-2 caffeine {IUC4 DM 500 QECD
67-43-1 chaline chloride (IJC4 DSM 79) QECD
71-36-3  butan-1-ol (IUC4 DSN 85) QECD
74-87-3  chloromethane (IUC4 D3N 59) QECD

romomethane (IUC4 DSH 6
ercaptoethanol (IUC4 D

65-85-0 benzoic acid (IUC4 DSMN 7) Baye...
57-55-6  propane-1,2-diol (IUC4 D3N 44) OECD

As soon as the export process is finished the user is informed whether data was
successfully transferred to IUCLID 5. In case there was a problem a detailed log will be

displayed which can help administrators/developers identify the issue.

IUCLIDS WebServices Export Wizard

IUCLID 5

The endpaint data was exported successfully,

% Back Mext = Cancel
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