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Advanced Biomedical Computing Center (ABCC), NCI-Frederick
S. Ravichandran, sravi@ncifcrf.gov, x1991

Discovery Studio (DS) is a comprehensive suite of molecular modeling, bioinformatics
and simulation applications designed to run on Windows-based computers. The backbone
of the DS platform is Discovery Studio Project KM, an Oracle-based infrastructure that
captures and stores information generated by discovery studio applications to allow for
easy exchange across research teams. More information on DS Modeling SBD can be
obtained from, http://www.accelrys.com/products/dstudio/modeling/dsmodeling_12.html For
technical requirements, please visit
http://www.accelrys.com/products/dstudio/modeling/techregs.html

Discovery Studio (DS) Modeling-SBD client installation in ABCC has to be done in
three stages: 1) SVGViewer installation ii) Oracle Client installation, and finally iii) DS
Modeling SBD Client installation. Before you start the installation, make sure you have a
good internet connection and keep ready the username/password you have received
earlier from the ABCC to log into the ABCC-PC Software download page
(http://pcsoftware.abce.ncifcrf.gov ). Also make sure you have already obtained an ABCC
user account to use DS Modeling. If you have any questions regarding the DS Modeling
software or installation, please contact ABCC via our Feedback/Issues web page,
http://www.abcc.ncifcrf.gov/issues/issue_frm.php

Note: While preparing this document, Windows XP machine with Internet Explorer as a
default browser was used for download and installation. If you use a different
OS/Browser combination, the figures shown in the following sections may differ.

I. Adobe SVGViewer Installation
If you have already installed Adobe SVGViewer, you can skip this section.

The very first thing you need to install is Adobe SVG Viewer. Adobe SVGViewer (for
Windows) is essential for the DiscoveryStudio/MaterialStudio clients to view and display
the contents properly. From the ABCC-Accelrys download page,
(http://pcsoftware.abcc.ncifcrf.gov/Accelrys ) click on "Adobe_SVG_Viewer" link. To
install Adobe SVGViewer, left-click on the file “SVGview.exe” to save it to your desk-
top/lap-top hard-drive (for example, My Documents directory). Upon saving, go to the
directory where you had saved the SVGview.exe file (ex., MyDocuments) and double-
click on the downloaded “SVGView.exe” and choose “Run” to run and install the Adobe
SVG Viewer.

I1. Oracle Client Installation:
If you have already installed Oracle, you can skip this section.
From the ABCC-Accelrys download page (http://pcsoftware.abcc.ncifcrf.gov/Accelrys ),
click on "Oracle_Client” followed by “Oracle_Client_Auto_Install" to go into that
directory.

1) Make sure you are in the Accelrys/Oracle_Client_Auto_Install/ directory
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2) Left-click on the Oracle9i_auto_install.exe link, the following menu shows up
(NOTE: Depending on the latest Oracle version, the name of the file could be
different from the one used in this document. But, the overall procedure
remains the same. Also depending on your internet connection, this step may
take time)

File Download - Security Warning

Do you want to run or save this file?

Mame: Oracledi auto install, exe
Type: Application, 368 ME

From: sdsz.ncifcrf . goy

Bun ][ Save ]| Cancel

potentially harm your computer. [F pou do not buzst the source, do not

@ YWhile files from the Intermet can be uzeful, thiz file type can
i ar gave this software. 'what's the sk

3) Click “Save” on the “File Download” window (see above) to see the following
“Save As” menu.
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4) Choose a directory (ex My Documents) and click on “Save”. (NOTE:
Oracle9i auto install.exe is a 368 MB file. Depending on your internet
connection, this step may take time)
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5) Go to the directory where you have downloaded and double-click on Oracle9i_auto_install.exe to
start the installation. Note: The listing of files in your computer may be different.
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6) Click, Run to start the installation
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Cpen File - Security Warning

The publizher could not be verified. Are you zure you want to
run thiz software?

Marme: OracleSi.exe
Publizher: Unknown Publizher

Type: Application
Fraom: C:\Documents and Setkings)Administratorify Docu, .

[ Biun ]| Cancel

Always azk before opening this file

publizher. *f'ou should only run zoftware from publizhers you st

@ Thiz file does not have a valid digital signature that verifies its
Howe can | decide what software bo mn?

7) Click OK to continue the installation.

WinZip Self-Extractor

Click Ok to continue, Please be patient this takes a while,

8) Click on “Unzip” to start unzipping the zip file. Note: This step may take time
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After unzipping, you will see the following menu pop-up. Click OK to continue

llm!up geﬂ-!ﬂractnr E

1531 filefs) unzipped successfully

After this step, you will see the command prompt window pop up and vanish. Give some
time for the Oracle Universal Installer window to come up. From this point till the end, no
intervention is needed. The Oracle Universal Installer will finish copying and finally go
away. Don’t click/choose any option in the Installer. PLEASE WAIT PATIENTLY.
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After this step, you should see new entry(ies) for Oracle under Start - All Programs

I11. DSModeling SBD Installation:

From the ABCC-Accelrys download page, (http://pcsoftware.abcc.ncifcrf.gov/Accelrys ), left-
click on "DS_Modeling_SBD_Client” link to go into the directory, left-Click again on
DSmodel12SBD.exe to save the file to your desktop/laptop.

(NOTE: Depending on the latest DSModeling-SBD version, the name of the file
could be different from the one shown in this document. But, the overall procedure
remains the same. Also depending on your internet connection, this step may take
time. )

1) Left-Click on DSmodel12SBD.exe and save the file to your desktop. Note:
DSmodel12SBD.exe is a 77 MB file, and depending on your internet
connection, this process may take time. Please be patient.
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File Download - Security Warning

Do you want to run or save this file?
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Type: Application, 73,6 MB
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2) Go to the directory where you had saved the file (DSmodel12SBD.exe), and
double-click and choose “Run” to start the installation. Note:
DSmodel12SBD.exe is a 73 MB file. Depending on your internet connection,
this step may take time.

3) There will be a time lag before the WinZip Self-Extractor menu shows up.

Please be patient!

WinlZip Self-Extractor

Click, Ok, to continue, Please be patient this takes a while.

Click OK to continue.



WinZip Self-Extractor - DSmodel1 2SBD.exe

Tounzip all filez in DSmaodell 2580 . exe to the Urzip
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Click “Unzip” with the default options. The following radio-box will appear
detailing the unzipping information. Unzipping can be time consuming. Please be

patient!

WinZip Self-Extractor - DSmodel125BD. exe

To unzip all files in DSmodel 25B0 . exe ta the
zpecified folder prezs the Unzip buttan.

Run Windip
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After unzipping, the following menu will show up. Click OK to continue.
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WinZip Self-Extractor

361 filels) unzipped successFully

9) After unzipping, the installation starts automatically. (This step may take some time,
please be patient!) Once the setup is complete, you should see the following menu. Click

“Next >” to continue
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‘.ﬁﬂ ECCEIT}‘S Welcome to the InstallShield Wizard for

=) :
Accelrys DS Modeling 1.2 - SBD

The InstallShield{R) Wizard will install Accelrys DS Modeling 1.2
- SBD on your compuker, To continue, click Mext,

WARMIMNG: This program is praokecked by copyright law and
inkernational kreaties,

Please enter the local domain, IF your company's servers have names like
"mycomputer . abc.com”, then the local domain is "abec.com”. IF a value is already
present, please check its accuracy,

|n|:iF|:rF.|;|-:u~.f|

Enker the name of the machine that will serve as the main Accelrys DS Modeling 1.2 - S6D
server (the machine that will control the services), You may also optionally change the port
that it runs an; the defaulk port is provided,

Server Mame: Pork:
nucleics 1670
< Back. ” Mext = ] [ Cancel

11) Enter the Oracle configuration as shown below, and click “Next>"
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* Configure Accelrys DS Modeling 1.2 - SBD Oracle Settings
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Enter the name aof the Oracle database service name below (can be Found in
the tnsnames.ora file):

Enter the Cracle user name that is the owner of the project database tables, I

wol do nok know the name, please ask wour Oracle database administrakar Far
the information.

CSTUDIO

InstallShield

< Back I Flext = I Cancel

12) Keep the default Destination folder and click “Next>" to continue

i Accelrys DS Modeling 1.2 - SBD - InstallShield Wizard x|

i

Destination Folder
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Click. Mext to install to this Folder, or dick Change ko install to a different Folder.

i

@ Install Accelrys DS Modeling 1.2 - SBD bo;

Z:\Program FilestAccelrys), iChange... |

ImstallEhield

< Back

Zancel |
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13) Click “Install” to start the installation (Note: This step may be time consuming,
please be patient!)

i Accelrys DS Modeling 1.2 - SBD - InstallShield Wizard x|

= T,

Ready to Install the Program

Wl _ The wizard is ready to beqgin inskallation,

Click Install ko begin the installation,

If wou wank ko review of change any of your installation settings, click Back, Click Cancel ko
exit the wizard,

InstallEhield

Cancel |

< Back

14) Click “Finish” to finish up the Licensing setup

i'g‘ Installation complete... _ |E||£|

=T,

Licensing

The installation af Accelrys DS Modeling 1.2 - SBD is complete, To configure the license pack,
install a license, enter a demo password, or find ouk more information about obkaining a

license, check the “"Launch License Pack Ukilicy" box belovs, IF you do not want ko take care of
licensing at this kime, then uncheck the box, Moke: This product will nak run without: licensing,

To setup your license at a later time wou can access the License Pack Ukility From your Skark
meny under Programs - > Accelrys License Pack - License Pack Ukiliey,

W Launch License Pack Lkiliky

ImstallEhield
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15) Enter the license server setup, and click “Next >”

jii Accelrys License Pack Litility B o] 4|

License installation or configuration.

‘ou may perfarm the Following licensing skeps during this installation. ¥ou may choose to do either,
baoth, or none of the steps. To perform a step, click the checkbox next to the description and add the
appropriate information ko the field provided. To perform these at a later time, click Cancel,

Install 2 demo license using a demo passward. Type the password in the text Field below and
click the checkbox to the left, IF wou do not have a password then contact Accelrys
[ {support-us@accelrys.com o suppart-eu@accelrys, com), ¥ou can install a demo license at a

later time using "Demo License Installer” option From the skart menu Far this Accelrys
product,

Configure this License Pack ko communicate with a License Server, Enter the name of the

[ host and the port that the License Server uses in the Following Format: port@host, The
current setking is:

|17 15@vic.naifcrf. gov

IF wou wish ko disconnect From a remote License Pack Server, leave the pork@host text Field
above empty and dlick the "MNext" button, Mote: this clears the M3I_LICENSE_FILE setting.

Installshield

Mext = I Cancel I

Finally finish up the license installation by clicking “Finish”
Slelpd

License installation status information.

License server set boy 1715@wic.noifcrf, gow

Installshield

< Back

Cancel |
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IMPORTANT FINAL STEPS:

1) Go to C:\oracle\ora92\network\admin directory. Edit (open with
WORDPAD) the file, tnsnames.ORA and make sure you have the following
entry for HOST, (HOST = ncip595.ncifcrf.gov )

2) Also go to C:\Program Files\Accelrys\DS Modeling 1.2 - SBD\config, and edit
the file DSModeling12.cfg and make sure you have the following line:
DS _NAMESERVICE_HOST nucleic5.ncifcrf.gov

Please note that, C:\Program Files\Accelrys\DS Modeling 1.2 - SBD\config,
correspond to the version number “1.2°. If you are installing version ‘3.5’, then you
need to go to C:\Program Files\Accelrys\DS Modeling 3.5 - SBD\config

After DS ModelingSBD installation, you will see, DS Modeling-SBD icon on your
desktop, and new entries for “Accelrys DS Modeling-SBD” and “Accelrys License Pack
6.1” in your Start > All Programs

Note: License pack version could be different from the one shown here.

Clean-up Instructions: These final steps will help you clean-up the temporary files
created during the installation and download:

1. Inyour desk-top, go to the directory (My Documents etc.), where you have
downloaded the exe files (ex. MSmodeling31.exe or Oracle9i_auto_install.exe)
and delete them.

2. All the intermediate installation files following the download are unzipped under
a newly created temporary directory called c:\temp\Accelrys. Go to c:\temp
directory and delete everything under Accelrys directory.

Uninstalling DS/MS/Oracle products

If you want to uninstall DS/MS products, go to, Start - Control Panel - Add or
Remove Programs, and select the appropriate products for removal.

To uninstall/remove oracle, Start-> Programs - Oracle Installation Products >
Universal Installer, and click on “Deinstall Products” option and select oracle and click
on remove.

This completes the DS Modeling 1.2-SBD installation.

DS-Modeling SBD Quick-start:

Double-click on DS-Modeling-SBD icon on the desktop. Once the DS Modeling window
shows up, enter the DS Modeling username/password to login.

If you have any questions, comments, suggestions about this document, contact me at
sravi@ncifcrf.gov
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