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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 Discovery Modeling can be
obtained from, http://www.accelrys.com/products/dstudio . For technical requirements,
please visit http://www.accelrys.com/products/dstudio/modeling/techregs.html

Discovery Studio (DS) Modeling client installation in ABCC has to be done in three
stages: i) SVGViewer installation ii) Oracle Client installation, and finally iii) DS
Modeling 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.abcce.ncifcrf.gov ). Also make sure you have already obtained an ABCC
user account for using DS Modeling. If you have any questions regarding the DS
Modeling software or installation, 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 client, you can skip this section

From the ABCC-Accelrys download page (http://pcsoftware.abcc.ncifcrf.gov/Accelrys ),
click on "Oracle_Client” link and then click on “Oracle_Client_Auto_Install” to go into
the 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

@ YWhile files from the Intermet can be uzeful, thiz file type can

potentially harm your computer. [F pou do not buzst the source, do not
run or save thiz zoftware, What's the rzhk?

3) Click “Save” on the “File Download” window (see above) to see the following
“Save As” menu.

-

Save As
Save jh; | |D ty Documents |1| | ? -9 [iZi=
|CC)DRIVERS
[ 23 ICIMy eBooks
My Recent Il'i.'l My Music
Documents iﬂ My Pictures

?_[.% ﬂS'-.-'G'-.-‘iew.exe

Dezktop

My Documents |
|

kdy Computer

< File narne: |Elrar;-[s‘5j auta install exe |:] Save
b Metwiork, Save az type: |.-’-'-.pp|iu:atiu::n Iv] [ Canicel ]




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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[l
X

Saving:
Oracledi.exe from sdsz. noiforf . goy

Estimated time left 1 sec (368 ME of 368 ME copied)
Download ko ChDocumenks and Setki. A Oracledi exe
Transfer rate: 3.69 ME[Sec

Cloze thiz dialog box when download completes

rCu pying...

Oracledif1].exe
From 'SDARKLZ3" to My Documents'

EEEEEEEE e J Cancel

2 Minukes Remaining

5) Go to the directory where you had downloaded and double-click on
Oracle9i_auto_install.exe to start the installation. Note: The listing of files (see
the figure below) in your computer may be different.



[ - -1
= My Documents g@
File Edt ‘Yiew Fawaorites Tools  Help .1.'

. - ) -
<, </ l_'_ﬁ‘ 7 Search - Folders
Address |h:'I My Documents [v] a0
|CIDRIYERS @installn:nran:le_client.dn:-c
I3 My eBooks EOracleQi auto install.exe
2 My Music B yiview, exe
hﬂrﬂy Pickures
IE_IJD::":I oo
& objects (plus 1 hidden) 371 MB :J MMy Compuker

6) Click, Run to start the installation

-,

Cpen File - Security Warning

The publizher could not be vernfied. Are you zure you want to
run this software?

MName: Oraclediexe
Publizker:  Unknown Publizher
Twpe: Application
From: C:\Documents and Settings) administratori My Doou, .,

Bun ]| Cancel

Alwayz ask before opening this file

publisher. *ou shiould only run zoftware fram publizhers wou sk,

@ Thiz file does not have a walid digital signature that verfies it
How can | decide what software to mun?

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



-

WinZip Self-Extractor - Oracle%i.exe

Tounzip all files in OracleSi.exe to the specified

il

Urei
folder prezs the Unzip buttan. SIS

Run Windip
IInzip to folder:
[CATemphiccelys\Oracld Erawsze. .. | Cloze |
v Ovwenarite files withaut prampting Ahaut

v wWhen done unzipping open:
Help

il

SAgetup.exe

WinZip Self-Extractor - Oracle% auto install.exe

To unzip all files in thiz zelf-extractor file to the
zpecified folder prezs the Unzip buttan.

Fiun Wingip
Unzip bo folder:
|E:'\Temp'\.ﬁ.ccelr_l,ls'x|:|raclel Browse... | Cloze
v DOvenwrite files withaut prompting Ahaut

v When done unzipping oper:

Ainztalloraclechient. bat Help

il

Unzipping display 2 0 jar

After unzipping, you will see the following menu pop-up. Click OK to continue
Winlip Self-Extractor

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.



Install

e Installing Java Runtime Environment 1.3.1.1.0a

Copying rtjar

OoRACLE

Install

) Installing Oracledi Client 9.2.0.1.0

Copying thplus.msk -
100%

ORACLE

After this step, you should see new entry(ies) for Oracle under Start > All Programs



I11. DSModeling Installation:

From the ABCC-Accelrys download page, (http://pcsoftware.abcc.ncifcrf.gov/Accelrys ), left-
click on "DS_Modeling_Client” link followed by one more left-Click on DSmodelingl11.exe to
save the file to your desktop/laptop.

(NOTE: Depending on the latest DSModeling version, the name of the file could be
different from the one shown in this document. But, the overall procedure remains
the same. DSmodelingl1.exe is a 156 MB file, and depending on your internet connection,
this process may take time. Please be patient!)

File Download - Security Warning

Do you want to run or save this file?

Mame: DSmodelingll.exe
Type: Application, 156 ME

From: sdsz.ncifcrf.gow

Cancel  {

J | | [

Bun Save

While filez from the Internet can be ueeful, this file type can
potentially harm pour computer, 1f pou do not tust the zource, do not
ik or zave this software, 'what s the sk

Save As
Save jn: | 'il__.i My Documents |_‘:I ) 5 R
'_ IZIDRIVERS
[ E} I2)My eBooks
My Recent iii_’l"")’ Music
Documents iﬂMy Pickures
= [ oraclesi auto instal.exe
LS ESVG\-‘iew.exe
Desktop
My Documents |
|
My Computer
- File name: |D5m0deling1 1.exe ill ’ Save ]
My Network  Save as bypes &pplication Iq ’ Cancel ]

1) Go to the directory (Desktop/lap-top) where you had saved the file, and double-
click and choose “Run” to start the installation. Note: DSmodelingl.1.exe is a
168 MB file. Depending on your internet connection, this step may take time.
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2) There will be a time lag before the WinZip Self-Extractor (see below) menu
shows up.

WinZip Self-Extractor

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

3) Click OK to continue.

WinZip Self-Extractor - DSmodeling11.exe
Tounzip all files in DSmodeling] 1. exe ta the _
zpecified folder prezz the Unzip buthan,

Fiun Winip
Unzip to folder:
|:'\T emphicoelyshdsmodelingl 1 Erowse... | LCloze ‘
[v Dvenanite files without prarmping Ahat

v *hen done unzipping oper:
Help

i

zetup.exe

4) Click Unzip with the default options. The following radio-box will appear
detailing the unzipping information. Unzipping can be time consuming. Please

be patient!

WinlZip Self-Extractor - DSmodeling11.exe

To unzip all files in DSmodelingl 1.exe ta the
zpecified folder prezs the Unzip buttan.

Run Windip
IInzip to folder:
|:'xTemp"-.-‘-‘-.cu:elrys"-.dsmu:udeling‘l1 Browsze... | Cloze |
Iv Oveparite files without prompting Ahaut
v when done unzipping opern:
' Help
heetup.exe

5) After unzipping, the following menu will show up. Click OK to continue.

- 1

WinZip Self-Extractor

23273 filels) unzipped successFully




6) After unzipping, the installation starts automatically. You should see the
following menu. Click “Next >” to continue

iﬁ_% Accelrys DS Modeling 1.1 - InstallShield Wizard x|

é__ﬁﬁ EIECE'T}"S Welcome to the InstallShield Wizard for
~ Accelrys DS Modeling 1.1

The InstallShield{R) wWizard will install Accelrys DS Modeling 1.1
an yaur compuker, To cankinue, click Mext,

WARMNING: This program is protected by copwright law and
international treaties,

Cancel |

< Back

7) Enter the server information (see below) and click “Next >” to continue

i Server Co nfiguration. ..

e
r_f \;—. Accelrys D5 Modeling 1.1 Server Information
i

"

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

ncifcrf. goy

Enter the name of the machine that will serve as the main Accelrys DS Modeling 1.1 server
(the machine that will contral the services), You may also optionally change the part that it
runs on; the default port is provided,

Server Mame: Park:
nucleics 1570
< Back ” Mext = ] [ Cancel




8) Enter the Oracle settings (see below) and click “Next >” to continue

i'-..‘!:“ Oracle Configuration...

=10 =]
Configure Accelrys DS Modeling 1.1 Oracle Settings

Enter the name aof the Oracle database service name below (can be Found in
the tnsnames.ora file):
DSDE

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

Cancel |

9) Click “Next >” to continue

ii# Accelrys DS Modeling 1.1 - InstallShield Wizard

-

Ny

= ~ Destination Folder

X

ik

Click Mext ko install ko this Falder, or click Change toinstall ko a different Folder.

G Install Accelrys DS Modeling 1.1 ta:
C:iProgram Files\Accelrys),

Change... |

Inshallshield

< Back
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10) Choose the setup type (see below) and click “Next >” to continue

i'._w!,'J Accelrys DS Modeling 1.1 - InstallShield Wizard ﬂ

Setup Type

hoose the setup bype that best suits vour needs,

- Custom

hoose which program features vou want installed and where they
will be installed, Recommended for advanced users.

Irmskallshield

< Back I Mexk = I Zancel

11) Click “Install” to begin the installation. Note: Time consuming step. WARNING: At this
step you may see a pop-up window from VIRUS-Scan, if you happen to see that, please
ignore it. If you have any other problems at this stage, contact ABCC support desk.

i'._w!,'J Accelrys DS Modeling 1.1 - InstallShield Wizard

X

B

% Ready to Install the Program

-

4%

QLA

The wizard is ready to begin installation.

[

Click Install ko begin the inskallation,

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

Irskall5hield

« Back

' Cancel |
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12) Make sure you check the Launch License Pack Utitlity, and click “Finish”

il Installation complete... o ] 5

B

Licensing

The installation of Accelrys D3 Modeling 1.1 is complete. To configure the license pack, install
a license, enter a demo password, or find ouk more information about obtaining a license,
check the "Launch License Pack Ukility" box below, IF you do not want to take care of
licensing at this time, then uncheck the box, Moke: This product will nat run without licensing,

To sekup vour license at a later time you can access the License Pack Ukility From wour Skark
menu under Programs - = Accelrys License Pack - = License Pack Lk,

v Launch License Pack Ltility:

Irmskallshield

13) Enter the license server information and click “Next >”

i'g!,'a Accelrys License Pack Utility =]

License installation or configuration.

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

Install a demo license using a demo password, Type the password in the text field below and
click the checkbaoy ba the left, IF wou do not have a password then contack Accelrys
(support-us@accelrys, com ar suppork-eu@accelrys,com). You can install a demo license at a
later time using "Dema License Installer” option From the start menu For this Accelrys
produck.

|

Configure this License Pack to communicate with a License Server, Enter the name of the
¥ hiost and the port that the License Server uses in the Following Format: port@hbost, The
current setking is:

|1715@vic.nifcrf  gov]

If wou wish ko disconneck From a remote License Pack Server, leave the port@host text Field
above empty and click the "Mext" button. Mote: this clears the M3SI_LICENSE_FILE setting.

Installshield
Mexk = I Cancel
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14) Click on “Finish” to finish the License Pack Utility setup

i3 Accelrys License Pack Utility o ] S

License installation status information.

!"II' o, |\

License server set ko 1715@wic, neiforf, gos

Installshield

< Back,

Canicel |

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 1.1\config, and edit the
file DSModelingl.1.cfg and make sure you have the following line:
DS_NAMESERVICE_HOST nucleic5.ncifcrf.gov

Please note that, C:\Program Files\Accelrys\DS Modeling 1.1\config, correspond to
the version number “1.1°. If you are installing version ‘3.5’, then you need to go to
C:\Program Files\Accelrys\DS Modeling 3.5\config

After DS Modeling installation, you should see, DS Modeling icon on your desktop, and
new entries for “Accelrys DS Modeling 1.1” 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:
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1. In your desk-top, go to the directory (My Documents etc.), where you had
downloaded the exe files (ex.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 the 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 1.1 installation.
DS-Modeling Quick-start:
Double-click on DS-Modeling icon on the desktop. Once the DS Modeling window

shows up, click on New-Connection button (shown in red box) and enter the DS
Modeling username/password given to you by ABCC.

E& DS Modeling 1.1
File Edit Select Wiew Structure Modify Sequence Biopolymer CHARMm  Analysis Delrhi  Similarity Search  Protein Famiies MODELER.

Protein Health  X-ray Tools  ®BUILD  HLIGAND CMx HT-XPIPE  Job Control  Window  Help
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Ready 4
If you have any questions, comments, suggestions about this document, contact me at
sravi@ncifcrf.gov
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Mahadevan, Accelrys Inc. for helping with issues relating to DS Modeling /MS
Modeling installation.

14


mailto:sravi@ncifcrf.gov

