En este documento atoparé os requisitos minimos de hardware e software necesarios
parainstalar e empregar DiscoveryGate.

Asemade atopara as instrucions para instalar o software necesario e testar a conexion
aaplicacion.

Con este documento se anexa outro cunha guia rapida de uso “Guia répida de
uso.pdf”.

Tamén dispora na pantala principal de documentacion online e de videos que lle
amosaran como facer buscas de moléculas, reaccions ou datos:

How Da 17 T

(? Online Guide
Quickly view steps to
complete commaon tasks.
Query, browse and filter
data with ease...

@ Flash Videos

Macromaedia Flash
video clips showing you
how to complete
various tasks...
< Molecule Search
< Reaction Search

% < Data Search

En caso de atopar calquera problema na instalacion ou dibida no uso péfianse en
contacto connosco:




Table 1 Hardware required to install DiscoveryGate 2.1 on PCs

Hardware

Minimum Requirement

Intel or Intel-compatible computer

Pentium 111 or better

Processor speed

P1000MHz or higher

RAM

512 MB

Table 2 lists the software that is required to install DiscoveryGate 2.1 on Intel and Intel-

compatible computers (PCs).

Table 2 Software required to install DiscoveryGate 2.1 on PCs

operating system

Software Requirements Version
Microsoft Required to run all software | Microsoft Windows 2000 SP3 or higher
Windows

or
Microsoft Windows XP SP1 or higher

Java Runtime Required to access 1.4.2_06 or higher and less than JRE 1.5
Environment?!
Internet Explorer | Required to access 6.0 SP1 for Microsoft Windows 2000 and
discoverygate.com/ 20 Microsoft Windows XP SP1
or

6.0 SP2 for Microsoft Windows XP SP2

Adobe Acrobat
Reader

Required to read the 4.0 or higher

documentation

11f the DiscoveryGate installer does not detect this software, it will install this version of JRE. If the
DiscoveryGate installer detects an earlier version of this software, it will install this version as the active
version of JRE. If DiscoveryGate detects a later version of this software, it will not install this version of
JRE. The current version of JRE will remain the active version. See the document DiscoveryGate
Installation and Configuration (2.0) for more information about JRE.




A. Download the DiscoveryGate 2.1 installer

1. Open Internet Explorer and enter the URL.

http://gat eway. di scoverygat e. com

2. You should see the following screen:

Address |§i https:ffgateway discoverygate. comfiss/servletfi_security_check V| Go Links > @ >

DiscoveryGate

a
L Useful information to get you started

DiscowveryGate

ind the information you need Home | Support | Logout | Login as different user

Download Software

‘2%’ Windows Users J ‘ ‘L Apple Users
1. Save the installer to your desktop Click here
Click here
ﬂluse browser windows & run installer ‘ xPha rm'ﬁ_omy Users
¥ Installation Guide Click here
Mote: you must have the appropriate priviledges to install software. Contact an ac tor If you exp problems.

DL | Terms: rev.04-Apr-2005 Systemn Requirements Consortium Galicia

é Q Inkernet

3. If you are aWindows user, click on the“Click Here” hyperlink to save the
DiscoveryGate installer to your desktop



File Download - Security Warning

-

Do you want to run or save this file?

Mame; DiscoveryGateZl exe
Type: Application, 42.5 ME

From: gateway.discoverygate, com

Run

While files from the |nternet can be useful, this file type can
potentially harm vour computer. If you do not bust the zource,
run or save this software, What's the risk?

' Save I Cancel

do not

Select the location where you would like to save the DiscoveryGate

installer:

Choose for instance the desktop of your machine

Save As

Savein

D

My Becent
Documents

)

Desktop

®

My Documents

by Carmptiter

-~

iy Metwark,

| @ Deskiop

P

iDM‘y‘ Dacuments

5‘ My Computer
‘ﬂMy Metwork Places
()0 installation

| ET__']Shortcut to Desktop

File narme: [:ni:;:

[ Save ]

Save as type: |.f-\|:|p|icali0n

[ Cancel ]




4. 1t will take afew minutes for the DiscoveryGate installer to be saved on
your machine. Meanwhile you will see the following window:
=10 x]

i

Saving:

DiscoveryGatezl.exe From www.discaverygate, com

[]

Estimated time left & min 46 sec (354 KB of 42.5 ME copied)
Download to: CDocuments .. \DiscoveryEate?] exe
Transfer rate:  B2.1 KB/Sec

[ Clase this dialog box when download completes

[Hpen | Hpen Fulderl Cancel I

5. Oncethe DiscoveryGate installer is saved on your machine, the window will
look like this:

ek
v

e Download Complete

Saved: ;
Discoveryiaate? 1. exe From v, discovervgate, com

Cownloaded: 42,5 MBin 16 min 10 sec

Download ko CiiDacuments ... \DiscoveryGateZ] exe
Transfer rate: 44,7 KB/Sec

[ Close this dislog box when download completes
Bun | DpenEolder | I Cloze |

Y ou will see theicon on your desktop or at the location where you have chosen
to saveit:

Elle Edit %iew Favorites Tools  Help
Qpack = £3 - [T | - seatch "7 Falders | & X ) | =
Address I@' Deskiop

Falders: > || Mame = | Size | Tvpe
@ ap T 2} Recyrle Bin Systemn Folder
(=) My Documents T | & Inkernet Explorer System Folder

i‘j My Computer gDiscoveryGatBZI.exe 43,522 KB Application




B.

Install DiscoveryGate 2.0

[

END-USERS:

You need to have administration rights on your machinein order to install
DiscoveryGate.

If you don’t have admin rights on your machine, please contact your local
DiscoveryGate site administrator and your local IT people.

You need to stop all running Internet Explorer windows before starting the installation
of DiscoveryGate: otherwise you will get the following warning and all installation
process will be stopped.

x|

The Following requitemqnt(_s) are required ko configure DiscoveryGate 2.1 Installer SuccessFully
- [E Process is running. Please stop all running IE processes before installation,

1. Youneedtocloseall running Internet Explorer windows before starting the
installation of DiscoveryGate: close all Internet Explorer windows!

2. Click onthe DG2.1 ingtaller:

% Desktop

File  Edit Wew Favorites Tools Help

Back - £y - [T | - Saarch |,I'j* Falders | & X ) | [
Address I@ Deskkop

Folders. X | | Name = | Size | Type

2} T EJ Recwcle Bin System Folder
(L} My Dacurments 1 | @ 1rternet Explarer System Folder
Q My Compuker gDiscoveryGatezl.exe] 43,522 KB Application

It will open the InstallShield Wizard for DiscoveryGate:



Version 2.1

Elsevier MDL

® Copyright 2002-2005, MDL Information Systems, Inc. ("Elsevier MOL")
Portions copyright @ Elsevier MOL's Licensors, All rights reserved,

InstallShield Wizard .

DiscoveryGate 2.1 Setup is preparing the ImstallShisld tefizard,
@ which will guide you through the program setup process, Please
wait,

Checking Dperating System Yersion

—

and then

DiscoveryGate p | ll

Welcome to the InstallShield Wizard for
DiscoveryGate 2.1

The InstallShield® Wizard will inztall DigcovernGate 2.1 on
wour computer. To continue, click Mest.

< Back Cancel

3. Click Next




4. Chooseto Accept the License Agreement and click Next

DiscoveryGate

License Agreement
Pleaze read the following license agreement carefully.

Thiz installer containg and will install copyrighted and other propristary and confidential ;I
materials which are the exclusive property of MOL Infarmation Systems, Inc,

["Elsevier MDL") and its suppliers, for your use solely in ascordance with the terms and
conditions of your DizcoverpGatelzm] Agreement with Elzevier MOL. Al rights rezerved.

(-ﬁ" | accept the terms of the license agresment :]

| da ot accept the terms of the license agreement

¢ Back | Mext > I Cancel

| ratallGhicld

5. For information, destination location is set by default as
c:\M DL \DiscoveryGate\
Just click Next

Discoveryhate

Choose Destination Location
Select folder where setup will inztall files.

Setup will install DiscovenGate 2.1 in the follawing folder.

T install to this folder. click MNext. Toinstallto a different folder, click Browse and select
another folder. :

Diestination Folder
’7 CAMDL\DiscoveryGateh

Inztall5hield




6. You will get an information window: Review the Settings and Click Next
piscovenate |
Start Copying Files

Review setting: before copying files.

Setup has enough infiormation to start copwing the progran filss. [Fuou want b review: or

ehange any settings, click Back. If_l,.lou are zatistied with the settmgs click Nest to begin
copying files.

Current Setings:

Installation Directany:  CAMOL\DiscovenGate ;I
Database Browser filas will be migrated to 2.1
Java Runtime Environment Directony: C:\Program Fileshs ava\|2re'| 4, 2 06

Mote: |f you are running & version of JRE that is older than 1.4.2_06 [i.e. 1.4.2_04]. Setup
installs the JRE 1.4.2_06 files into a new folder. Verzion 1.4.2. 08 will become the active

wersion of JRE. For more information,. see your sustern administrator or the document
DizcovemGate Installation, 2.1,

i o

[rztalEhield

< Back

Cancel |

7. 1f you don't have the java component JRE 1.4.2_06 on your machine, the
program will install it on your machine...
Start Copying Files )

Fieview zettings before copying files.

Setup has enough infiormation to start copring the prograny files. [Feow want o revisw: or

change any settings, click Back. If you are satigfied with the settings, click Mest to begin
copping files,

Current Settings:

Installation Directony: T4 ‘I
Database Browszer files wil

Java Buntinme Ervironmen @ Inztaling JRE... .42 08

Mote: I pou are running & . [ie,1.4.2 04], Setup.
installz the JRE 1.4.2_ 06 f il become the active

vergion of JRE. For more information, see your system adm|r1|strator or the document
DizcoveryG ate Installation, 2.1,

i of

[mstatiShield

Cancel |

Next it will configure the DiscoveryGate installation



DiscoveryhGakte 2.0

Setup Status

DiscoveyGate 2.0 is configuring wour new software installation.

|stallShield

Cancel

8. You will then get a status window while setup is taking place
piscoverytiate ——— X

Setup Status

DizcoveryGate 2.1 is performing the requested operation.

Publizhing product information

[rztallEhield

9. Youfinaly get amessage prompting you to choose the JRE 1.4.2_06 as the
default JRE to run DiscoveryGate. Click Yes.

Question =
0] j Ta run Discovery@ate, you need to set the default Java Runtime Environment to 1.4,2_08,
-
Click Yes to do this, ¥ou will then be able ko run DiscoveryGate immediately after installation.

1F yau click Mo, Fallow the steps given in the message box that sppears.

Yes Mo




10.When Setup is finished, click Finish

Discoveryhate
Setup Complete

Setup haz finizhed installing DizcoverpGate 2.1 on pour
computer.

¢ Back | Firizh I [Caricel

If you now navigate to Start > Settings > Control Panel > Add/ remove programs, you
m] should seethe DiscoveryGate 2.1 client in thelist of programs

C. Starting DiscoveryGate for thefirst time

1. Check JRE 1.4.2 06 installation

DiscoveryGate 2.1 uses the following Java component: JRE 1.4.2_06.

If you didn’t have it on your computer, the DiscoveryGate installer did install for
you.




Only the JRE 1.4.2_06 or higher and lessthan JRE 1.5 are supported with DiscoveryGate. If
you have JRE 1.5 or higher installed on your computer, DiscoveryGate will not work
properly: you have to uninstall these versions.

To check which versions of the JRE are installed on your machines, navigate to Start>
Settings > Control Panel > Add/ remove programs.
Check the versions of Java 2 Runtime Environment

Configuration of JRE

a. Start > Settings> Control Panel on Microsoft Windows 2000 or Start
> Control Panel on Microsoft Windows XP.

b. From the Control Panel, you can access the “ Java Plug-In control

panel” shown as a java cup icon . Double click on the Java
Plug-in icon: thiswill open the Java Plug-in Control Panel.




Double click on the Java Plug-in icon : thiswill open the Java Plug-in Control
Panel:

c. Inthe JavaPlug-In Control Panel, click on the Advanced tab:
The Default isthe last Java Plug-In installed.

If you have multiple JRE’ sinstalled on your system then under the Java
Runtime Environment you will be able to scroll through these JRE’s.
Select the j2rel.4.2_06 directory as the default JRE to use and click on
the Apply button.



d. Click on the Update tab and untick the Check for Updates
Automatically option

And click on the Apply button.



Note:

If you do not unselect the option Check for Updates Automatically you will
receive prompts informing you that an update to JRE is available. If you select to
install the update you will not be able to use the DiscoveryGate service.

If you updated the JRE you can simply reset the default JRE to 1.4.2_06 in the
Java Plug-in Control Panel.

2.

Check the DiscoveryGateinstallation

a. Open an Internet Explorer browser:

b. Enter the address gateway.discoverygate.com

c. Youwill seethe following window:

d. On the DiscoveryGate homepage, you will possibly be prompted
to update the necessary client javafiles



Y ou might have another window for the update on which you
should haveto click “Always’.

e. After the update of the Java components, the browser will close.
Open again an Internet Explorer page and type the address
gateway.discoverygate.com

3. Test DiscoveryGate

a. Search the Compound Index database

I.  Once connected to DiscoveryGate, from the homepage,
click on the “Search Databases’ link in the Applications
frame

li. Thiswill open a page showing the following display when
initializing:



and then

iii. Double-click on the structure editor and draw a benzene
ring



iv. Click on the Done button in the top left corner of the MDL
Draw window. Y ou should now see the following query on

the Query page.

v. Click Start Search.

vi. You should get one hit showing on the Results page which
screenshot is given below:



b. Search the Beilstein database

I. Inthe DatabaseBrowser page, choose Beilstein from the
drop down list:



Ii. You want to search for compound by chemical name name:
in this example the name of the compound is tacrine:
Click on Data lookup on the line of chemical name (as
circled on the screenshot below).

lii. Typetacrinein the textbox on the top and then click:



iv. Tacrineisin the Beilstein database: thereforeit isretrieved
inthelist...

Click oniit to add it to your query box, then click OK:



V. You see now tacrine in the query page:



vi. Click “Start Search”
vii. Once the results are retrieved, you will see the following
window:

viii. There are 2 results retrieved: click on “details’ for
one of them to see the information concerning this
compound






