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l. Introduction & Requirements for QSAR Toolbox installation

1. Introduction

This document provides a step by step description of the installation procedure of the QSAR
Toolbox (version 4.3) set-up kit on a local PC operating Microsoft® Windows®.

The new QSAR Toolbox 4.3 is not a continuation of the Toolbox 3.4 codebase. It is a new
system, designed from the bottom up and rewritten using new underlying technologies
and database management sub-system. This in turn means a completely different
deployment experience. QSAR Toolbox 4.3 is a major update to Toolbox and can be installed
alongside previous versions of 4.x.

2. Requirements

It is recommended to use an up-to-date PC with 64 bit operating system (required) and a
processor running at 2.4GHz or faster, 15 Gigabyte of hard disc space for storage and 6
Gigabyte of RAM to operate. In order to run this installation you will need administrator rights on
your local PC. However, once installed, normal user rights will be sufficient for running the
application.

The following components will be installed on your PC if they are not already available:

e The database manager PostgreSQL 9.6
e Microsoft .NET Framework 4.5.2

II. QSAR Toolbox installation

Before starting to install the Toolbox, make sure that all files are extracted from the downloaded
package. Navigate to the CD on which you have received the application or to the folder into which
you have downloaded the package. Right click over the package and select to extract the content
to a new directory.

Do not start to install Toolbox directly from the downloaded package.
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Note: The installation package was compressed using the WinZip software, version 17. Other
applications might not be able do decompress the package as different applications implement
the ZIP format differently. A free alternative that was tested with the installer package is the 7-
Zip application. 7-Zip can be downloaded from http://www.7-zip.org/ .

QSAR Toolbox 4.3 is a major update to Toolbox and can be installed alongside previous versions
of 4.x.

If you have not installed any of the previous versions of Toolbox 4. (i.e. versions 4.0, 4.1 and/or
4.2), you need to install the three basic components of QSAR Toolbox — 1) PostgreSQL, 2)
Database and 3) QSAR Toolbox application.

If you have some of the previous Toolbox versions, skip Step 1 and start directly from Step 2.
Database.

Double click on the “Startlnstall.exe” file (Figure 1) (located in the directory where the extracted
content from the package is) and follow the steps described below.

| =1 Application Tools QSARToolboxd3Jan2019 — O >

Home Share View Manage (2]

« « A [} « Installs > TB43 » QSARToolbox43/an2019 v 0| | search QsARToolboxd3an2019 £
& OneDiive A Name - Date modified Type Size
[ This PC Cenfig
- Database
8 3D Objects FireBirdServ
W Desktop [ | icons
Documen ts Metapath
& Downloads PostgreSQL
D Music T8
= Pictures £ Autorun
vid ] QSAR Toolbox 4.3 Server
B videos -] ReadMeFirst
‘i Local Disk (C:) I % Startinstall
= Local Disk (D:) T2 Toolbox 4.3 Installation Manual
v
12items 1 item selected 210 MB
hitp:{fwww.gsartoolbox.orgf Requirements 7
Figure 1. Installation Startup screen
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Step 1. PostgreSQL
Step 1.1. Click on PostgreSQL 9.6.1. Install (Figure 2)

Toolbox nstallation [+ ]

QSAR TOOLBOX

@) 0o EECHA @asis

hittp:{iwww.gsartoolbox.orgf Reguirements 7

Figure 2. Start installation of PostgreSQL

Step 1.2. You will be asked to select where the PostgreSQL should be installed and data stored.
Leave the default setting - click Next twice (Figure 3).

] Setup [E=%EoR =]
Installation Directory »
Please specify the directory where PostgreSQL will be installed.
Installation Directory | E:\Program FiesiPastgreSQUI9.6 ] Setup [E=R|E=n =
Data Directory »
Please select a directory under which to store your data.
Data Directory -\Program Files\PostareSQL1 9. 61data| r'ﬂ]
I SllBuild
|
IBuiider
[ <Back ][ met> J|[ cancel |

Figure 3. Selection of folders where the PostgreSQL should be installed and data stored

Note: Make sure the Data folder is on a drive that has at least 5GB of free space.
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Step 1.3. Next you will be asked to enter the password and port (Figure 4).
password: postgres (recommended)
port: 5432 (by default)

= Setup [E=8 B ==

Password »

Please provide a passward For the database superuser (postgres)

Password  messsses

Retype password | sesssses) | Setup = oy == |
part *
Please select the port number the server shoud listen on.
Part | 5432]

cider
) e |
[ <Back | I et > I{ cancel |

Figure 4 Specifying password and port for the PostgreSQL

Note: Whatever you decide to put as a password/port make sure you write it down or memorize
itas itwill be needed later in the installation procedure and generally throughout
the PostgreSQL installation’s lifetime.

Step 1.4. Finally uncheck Launch Stack Builder and click Finish (Figure 5)

1 Setup [=le e

Packaged by:
~— - Completing the PostgreSQL Setup Wizard

POSTGRES Setup has finished installing PostgreSQL on your computer.

Launch Stack Builder at exit? |

tack Builder may be used to download and \n;tallé
Tsdditional tools, drivers and applications to
PostgreSQL. [t

Gy

Figure 5. Uncheck launching of the Stack Builder and finish the PostgreSQL installation

Now PostgreSQL is installed and you can continue with the installation of the Toolbox database.
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Step 2. Database
Step 2.1. Select QSAR Toolbox 4.3. Database (Figure 6)

Toolbox installation [ =]

QSAR TOOLBOX

@)0eco EECHA @asis

Figure 6. Start installation of the Toolbox database

Step 2.2. You will be asked (Figure 7) to provide the PostgreSQL superuser password and listen
port. (see 1.3.):

- For password type postgres (recommended)

- For the port type 5432 (by default) and click Start database deployment button

® ' Database deployment tool - O X
Path to the Bin folder of your PostgreSQL installation:
C:\Program Files\Postgresgl\9.6\bin\

PostgreSQL port (default 5432):

PostgreSQL password:

Start database deployment

Figure 7 Start database deployment

Note: If you have changed the password and you do not remember it, please follow the steps
you will find at the following link in order to reset your PostgreSQL password:

http://toolbox.oasis-Imc.org/content/documents/ResettingPostgreSQLPassword. pdf
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Step 2.3. On the next confirmation message click on “Yes” (Figure 8). This warning message is

related only to the same version of Toolbox. Deployment of the Toolbox 4.3 database will not
affect the previous databases.

This will deploy the QSAR Toolbox databases. Are you sure you want to
continue?

WARMIMG: this script will remowve existing Toolbox databases prior to
redeployment.

|
‘ Yes Mo |
|

Figure 8. Confirmation message for starting database deployment

The full database deployment takes around 10-15 min depending on computer configuration and
it should not be interrupted.

Note: A prerequisite for the database deployment step is that there is a functional PostgreSQL
server listening. You could check that by going to Services tab of your Task manager (you can
bring it up by holding Ctrl+Shift+Esc buttons). Look for a service with postgresgl in its name
(e.g. “postgresql-x64-9.4”), it should have “Running” in the Status column.

Continue with the last step of the Toolbox installation.

Step 3. Toolbox

Step 3.1. Select QSAR Toolbox 4.3. (Figure 9)
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Toolbox installation ﬂ

QSAR TOOLBOX

@)0EcD EECHA @asis

Figure 9. Start installation of the Toolbox application

Step 2.2. Start the installation of Toolbox by clicking Next (Figure 10)

15 QSAR Toolbox 4.3 - InstallShield Wizard X
Welcome to the InstallShield Wizard for QSAR
Toolbox 4.3

The InstallShield(R) Wizard will install QSAR Toolbox 4.3 on
your computer. To continue, dlick Next.

WARNING: This program is protected by copyright law and
international treaties.

Figure 10. InstallShield Wizard screen
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Step 2.3. Accept the terms of the license agreement in order to continue with the Toolbox
installation (Figure 11)

ﬁ QSAR Toolbox 4.3 - InstaliShield Wizard X

License Agreement

Please read the following license agreement carefully.

QSAR TOOLBOX: The OECD QSAR Toolbox for (o)
Grouping Chemicals into Categories

END USER LICENCE AGREEMENT
Version 4.3 (Jan 2019)

PLEASE READ AND REVIEW THIS END USER LICENCE
AGREEMENT (HEREINAFTER “THE AGREEMENT") CAREFULLY
BEFORE DOWNLOADING. USING. COPYING OR ¥
(®1 accept the terms in the license agreement I Print

(O 1do not accept the terms in the license agreement

InstaliShield

oo o] e

Figure 11. License agreement

Step 2.4. You will be asked for a destination folder of the Toolbox. Click Next to install the
Toolbox to the default directory (Figure 12)

‘ﬂ QSAR Toolbox 4.3 - InstaliShield Wizard . \

| Destination Folder
Click Next to install to this folder, or dick Change to install to a different folder.

, Install QSAR Toolbox 4.3 to:
| J C:\Program Files (x86)\QSAR Toolbox\QSAR Toolbox 4.3\ | Change... |

InstaliShield

<o [ || cone

Figure 12. Selection of Toolbox destination folder
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Step 2.5. Then you will be prompted to select the deployment mode for the installation suite. There
are three deployment modes for available for QSAR Toolbox 4 - Standalone, Client only or Multi-
user server.

Standalone — This deployment mode should be used on a single computer. This
deployment mode allows for creation of new profiling schemes, importing of databases
and creation of new QSARs. This is the recommended deployment mode for users who
will be developing profiling schemes, QSARs, databases.

QSAR Toolbox Desktop Client Only - This mode will install only the Toolbox client. It
will have to be connected to a separate deployment of a QSAR Toolbox multi-user Server.

QSAR Toolbox multi-user Server - This deployment mode is similar to the standalone
deployment, in that it installs both Server and Client layers of the QSAR Toolbox, however
it configures the Server in multi-user mode. When connected to a multi-user server the user
will have restrictions on certain features, such as creation of new profiles and importing of
databases.

Note: In order to open a port for incoming connections the multi-user server needs to be
started with administrative permissions (or equivalent).

Select the Standalone deployment mode used for a single computer and click Next (Figure 13)

15 QSAR Toolbox 4.3 - InstallShield Wizard X

Deployment mode
Selact deployment mode

(@) Standalone

Use this when you plan on using the QSAR Toolbox on a single computer.

() QSAR Toolbox Desktop Client Only

Use this when you will only be logging to another computer where QSAR Toolbox
server is installed,

(O) QSAR Toolbox multi-user Server

This will deploy the server configured for multi-user access (desktop dient will be
induded as well)

Instalishield

Figure 13. Selection of deployment mode of Toolbox
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Step 2.6. Next you will be prompted to enter the connection parameters for the Client and Server

applications. Make sure the database port is the same (5432 by default), click Next (Figure 14)
and then finish the installation.

ﬁ QSAR Toolbox 4.3 - InstallShield Wizard X

Connection parameters

Enter port and host

Client connect host: | ocalhost

Client connect port: | 8800

Server listening port: |35':":'

Database host: [localhosi

Database port: |5432

Figure 14. Entering connection parameters

Meaning of the parameters:

e Client connect host: This specifies the computer that the client will connect to.

e Client connect port: This is the port the client will use to connect to the Server. It should
match the listening port that the Server was configured to listen to.

e Database host: This specifies the host computer where the PostgreSQL
database is located.

e Database port: This specifies the port the PostgreSQL database server
listens to (see PostgreSQL installation section).

e Server listening port: This is the port the QSAR Toolbox Server will listen
on (and Toolbox Client will try to contact on).
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Step 2.6. Finalize the Toolbox application install by click on “Install” and then “Finish” (Figure
15)

5 QSAR Toolbox 4.3 - InstallShield Wizard X

Ready to Install the Program
The wizard is ready to begin installation.

Click Install to begin the installation.

If you want to review or change any of your installation settings, dick Back. Click Cancel to
exit the wizard.

15 QSAR Toolbox 4.3 - InstaliShield Wizard X

InstaliShield Wizard Completed

The InstaliShield Wizard has successfully installed QSAR
Toolbox 4.3. Click Finish to exit the wizard.

InstaliShield

<Back [ msal |||

Cancel

Figure 15. Finalizing of the Toolbox Application installation

Now all needed components for the properly work of Toolbox are installed and you can run the
system.
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I1l. How to transfer custom items from previous Toolbox versions
into the new one?

1. Transfer custom items from QSAR Toolbox 3.x to QSAR Toolbox 4.3

Two tools allowing to transfer custom items (profilers and databases) from QSAR
Toolbox 3.x to QSAR Toolbox 4.3 are available.

a. Transfer custom profilers

Package with a Scheme Migrator App (i.e. the tool allowing transferring of custom
profiling schemes) could be downloaded from the following link:

http://toolbox.oasis-Imc.org/downloads/tools/SchemeMigratorApp.zip

After extracting the content of the package, the SchemeMigratorApp.exe file should
be manually placed in the COM34 folder created by the QSAR Toolbox 3.4
installation.

The default path to the COM34 folder is %PROGRAMFILES(X86)%\0ASIS-
LMC\COM34 (e.g. C:\Program Files (x86)\OASISLMC\COM34) (Figure 16).

4 << Local Disk (C:) » Program Files (x868) » OASIS-LMC » COM34 ~ & Search COM34
ive ~ Marne . Date modified Type Size
L. Data 12-Jul-16 4:14 PM File folder
| [E] casesys 17-0ct-11 519 PM  System file 1KB
bjects [#] Kowdnzz.di 20-Sep-113:10PM  Application extens... 296 KB
top |J libinchi.dll 29-5ep-11 3:11 PM Application extens... 708 KB
Iments |_'| LMCClasses34.dll 05-Jul-16 12:07 PM Application extens... 54,904 KB
nloads ,J LMCClasses34 12-Jul-16 4:37 PM Configuration sett... 1KB
c Q@ SchemeMigratorApp 07-Aug-17 152 PM  Application 71,395 KB
res |_'| TBObjLibrary34.dll 16-Jun-1611:42 AM  Application extens... 10,241 KB
| | TBServerV34.ilb 02-Jun-16 3:17 PM TLE File 16 KB
- |_] Watfrdll.dll 29-5ep-11 3:11 PM Application extens... 276 KB
T (2 [ watfrdil lib 29-5Sen-11 312 PMA I IR File KR

Figure 16. Scheme Migrator App executable in the default directory of the COM34
folder (QSAR Toolbox 3.4)

Start the program by running the SchemeMigratorApp.exe file. Multiple Toolbox
3.x schemes can be loaded with the "Load schemes" button (1) (Figure 17).
Sequential loading of schemes adds them to the list. The list of loaded schemes can
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be cleared by using the "Clear list" button (2). Once the scheme(s) have been
loaded, they can be converted by clicking the "Convert!" button (3).

i@ Scheme Migrator - m] X
1

Schemes s
- Load schemes
C:\Users'\Darina Yordanova\Documents\QSAR Toolbox\Ver 3.4\JserDir\Custom_profiler_alkylphenol-precursors_TB34.cfg

Clear list

Convert!

Status
Added file C:\Jsers\Darina Yordanova\Documents\QSAR Toolbox\Ver 3.4\UserDir\Custom_profiler_alkylphenol-precursors_TB34.cfg

Figure 17. Scheme Migrator App screen

The conversion process may take from seconds to several minutes depending on
the count, size and complexity of the input schemes, as well as on the computer
hardware. Once he conversion process has been completed, a status log for each
scheme is displayed in the Status pane informing whether the operation has
succeeded.

In case of successful conversion, a new file (.plugin.config) will be created for each
converted scheme. In order to be able to work with the converted schemes in QSAR
Toolbox 4.3, they need to be placed in the CONFIG folder. Its default path is:

C:\Program Files (x86)\Common Files\QSAR Toolbox
4.3\Config\Addins\LMC.Toolbox.Server.Profiling

More details about the Scheme Migrator App could be found in the user manual
included in the downloaded package.

Document Version 1.3 Page 16 of 22
February 2019



TOOLBOX

==

QSAR Toolbox User Manual

Toolbox 4.3 Installation Manual

b. Transfer custom databases

Package with a Database Migration Tool (i.e. the tool allowing transferring of old
Toolbox database) could be downloaded from the following link:

http://toolbox.oasis-Imc.org/downloads/tools/DatabaseCopy4.3.zip

The Database Migration Tool is an application with a very basic, easy to use user
interface that is built to transfer user databases and inventories to the existing
database.

Once the tool is downloaded, extract the content of the package and double click
the ToolboxDatabaseCopy4 executable (Figure 18)

M » This PC » Local Disk (D:) » Installs » DatabaseCopy4.3 v O Search DatabaseCopy4.3
=3 ~ MName Date modified Type Size
ation_man |%] Systemn.Data.HashFunction.Interfaces.dll 10-5ep-16 10:29 AM  Application extens... SKB
3 =] System.Data.HashFunction.Interfaces 10-5ep-16 10:29 AM XML Document 3KB
sinings |%] System.Threading.Tasks.Extensions.dll 08-Mov-17 2:41 AM  Application extens... 26 KB
L |2 System.Threading.Tasks.Extensions - XML Document 19 KB

Training_rr

%] System.Windows.|nteractivity.dll Application extens... 55 KB
ve Toolbox.DatabaseCopyd Application 178 KB

|| Toolbox.DatabaseCopy4d.exe.config A..  CONFIG File 2KB
. || Toolbox.DatabaseCopyd.pdb PDE File 118 KB
yects [#5] Toolbox.DatabaseCopyd.wshost Application 23 KB
op || Toolbox.DatabaseCopyd.vshost.exe.config A.. CONFIG File 2KB
ments || Toolbox.DatabaseCopyd.vshost.exe.mani..  29-Sep-17 4:43 PV MAMIFEST File 1KB
loads %] Toolbox.General.dll 06-Mar-18 5:36 PM Application extens... 370 KB

Figure 18. Database Migration Tool executable

The user interface of the Database Migration Tool includes three sections (Figure
19). The first section called Source Database (1) allows selecting the source
database file by the “Open” button (the default location of the database is:
C:\Program Files (x86)\Common Files\QSAR Toolbox\\VVer 3.4\DB ). The next
section called Toolbox 4.3 database (2) shows the database to which the source
database is transferred to. By default the application is preconfigured to connect to
the installation database (e.g. toolboxv20). The third section lists the custom
databases/inventories object of transferring (3). Once the database file is selected
(in the first section), then list with the available custom databases/inventories will
be loaded automatically and the user could select if they want to transfer all or just
some of them. The process of migration starts by clicking the “Start Transfer”
button (4).
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Source Database —
database path: C:\Program Files (x86)\Common Files\QSAR Toolbox\Ver 3.4\DBE\TB34.NEW.05.07.2016.FDB

Name

DRD TB33 Import 10 03 2016 R10

o

DRD TB33 Import 10 03 2016 R10 1
DRD TB33 Import 25 10 2017 R11

ag

ToxCastDB

Figure 19. Database Migration Tool screen

Once started the process could not be cancelled until finished. The transfer process will
take several minutes.

More details about the Database Migration Tool could be found in the user manual
included in the downloaded package.

2. Transfer custom items from QSAR Toolbox 4.x to QSAR Toolbox 4.3

a. Transfer custom profilers

Currently there is no tool allowing automatically transferring of profilers from of
Toolbox 4.x (i.e. Toolbox versions 4.0, 4.1 and 4.2) to Toolbox 4.3.

The users have to copy manually their custom profilers from the corresponding
directory and to paste them into the profilers™ directory in the Toolbox 4.3.

Default directory of the Toolbox 4.2 profilers: C:\Program Files (x86)\Common
Files\QSAR Toolbox 4.2\Config\Profilers

Default directory of the Toolbox 4.3 profilers: C:\Program Files (x86)\Common
Files\QSAR Toolbox 4.3\Config\Addins\L MC.Toolbox.Server.Profiling

b. Transfer custom databases

Currently there is no tool allowing automatically transferring of databases from of
Toolbox 4.x (i.e. Toolbox versions 4.0, 4.1 and 4.2) to Toolbox 4.3.

The users have to import their databases/inventories manually in the Toolbox 4.3.
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IV. How to remove the previous Toolbox version(s)?

1. Removing of QSAR Toolbox 3.x

Uninstall the available 3.x versions of Toolbox directly from the Control panel of your
computer:

Control Panel\All Control Panel Items\Programs and Features

After the uninstallation of QSAR Toolbox, the database will not be removed. It should be
deleted by hand.

2. Removing of QSAR Toolbox 4.x

The completely removing of QSAR Toolbox 4.x happens in two steps: 1) uninstallation of
the program and 2) deletion of the database.

a. Uninstallation of QSAR Toolbox
Uninstall the available 4.x versions of Toolbox directly from the Control panel of
your computer:
Control Panel\All Control Panel Items\Programs and Features
Uninstallation of QSAR Toolbox removes only the Toolbox application. The
database should be further removed.

b. Removing of the Toolbox database
Preserving of the old Toolbox databases consume a lot of memory. In order to free
some space on your computer, you could delete the old TB 4.x databases (i.e. the
databases of Toolbox 4.0, 4.1 and/or 4.2) by using of the Database removal tool.
The tool could be downloaded from the link below:
http://toolbox.oasis-Imc.org/downloads/tools/ToolboxDatabaseManagement.zip
Once the tool is downloaded, extract the content of the package and double click the
ToolboxDatabaseManagement executable (Figure 20).
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» ThisPC » Local Disk (D:) » Installs » ToolboxDatabaseManagement

~
-~

Mame Date modified Type Size
; u Mpgsql.dil 03-Dec-17 5:56 PM  Application extens 647 KB
* =] Mpgsql 03-Dec- b XML Document 302 KB
= [ NPaco.dll 29-Jan-181:52PM  Application extens 72KB
s # [ Prism.dll 09-Aug-165:34 PM  Application extens 34 KB
+ 2] Prism 09-Aug-16 5:34 PM XML Document KB
IJ Systemn. Threading. Tasks.Extensions.dll 03-Mov-16 457 AM  Application extens 26 KB
=] System.Threading. Tasks.Extensions 05-Mov-16 457 AM XML Document 19 KB
o5 J ToolboxDatabaseManagement 04-Jul-18 1:43 PM Application 75 KB
- | | ToolboxDatabaseManagement.exe.config 22-Jun-18 45 AM COMFIG File TKB

Figure 20. ToolboxDatabaseManagement executable

Enter the port and the password of the PostgreSQL (1) and click Connect (Figure 21).

Toolbox database management 1 - O X
Connection options
Port (default 5432} PostgreSQL password:

Connect . |

-
[ Tz

Figure 21. Enter the port and password of the PostgreSQL

The settings are: port: 5432 (by default); password: postgres (as recommended)

Note: If you have changed the password and you do not remember it, please follow the steps
you will find at the following link in order to reset your PostgreSQL password:

http://toolbox.oasis-Imc.org/content/documents/ResettingPostareSQL Password.pdf

All available databases from Toolbox 4.x will appear. Select the old database(s) you want to
delete (1) and click Delete selected databases (2) (Figure 22).

Installed Toolbox databases
TE]Toolbox 4

N Toolbox 4.1
[IToolbox 4.2
[OToolbox 4.3

‘ Delete selected databases ==

Figure 22. Selection of old database(s) to be deleted

Document Version 1.3 Page 20 of 22
February 2019



http://toolbox.oasis-lmc.org/content/documents/ResettingPostgreSQLPassword.pdf

QSAR TOOLBOX QSAR Toolbox User Manual

Toolbox 4.3 Installation Manual

V. OASIS Metapath

Click on the OASIS Metapath item of the bootstrap application and follow the onscreen
instructions.

V1. Known issues

» Running the QSAR Toolbox on limited user accounts

The QSAR Toolbox server requires administrative permissions to run when running in
Remote connect mode. They are necessary in order for the application to open a port and
listen for client connection.
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