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Windows version installation and quick run guide
OPERA 2.0



Download OPERA2.0_win.zip from “Releases”

@ GitHub, Inc. [US] | https://github.com/kmansouri/OPERA/releases W &

1g Started Imported From Fire @ Login to MyeFAACT

Pull requests Issues Marketplace Explore

kmansouri / OPERA © Watch~ | 3 W Star | 3 1

<> Code Issues 1 Pull requests 0 Projects 0 Wiki Insights Settings

Tags Draft a new release

©  OPERA 2.0 Windows -

v2.0-beta.4-windo...

-0 bbb@59a € kmansouri released this 3 days ago - 2 commits to master since this release

v Assets 3

@:JPERAZ.D_win.zip > 82.5 VB

Source code (zip)

Source code (tar.gz)

OPERA v2.0-beta.4
Windows version



Unzip and run MyApplnstaller as administrator

are View

» This PC » Downloads » OPERA2.0_win

~

Application Tools
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The installer will unpack and initialize quickly
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First intro to OPERAZ2, click next when ready

Qns<s SAR/200 7 [-2Y9 PR Eilo inldor

1 (©) OPERA Installer — U X

Connection Settings

¢ OPERA 2.0
OPERA models for physchem, environmental fate and tox properties.

OPERA is a command line application developed in Matlab providing QSAR
models predictions as well as applicability domain and accuracy assessment.

Kamel Mansouri
mansourikamel@gmail.com
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Important recommended install options.
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1 Installation Options

1 Choose installation folder:

" C:\Program Files\OPERA

—

[ ]Add a shortcut to the desktop
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Just click next

[S1415 D VSTV T2 NI I ITA AT TATEY]

Required Software —= O X

12 B

MATLAB Runtime is already installed in:
& C\Program Files\MATLAB\MATLAB Runtime

- MATLAB

1 R2018a

MATLAB and Simulink are registered trademarks of The MathWorks, Inc. Please see
mathworks.com/trademarks for a list of additional trademarks. Other product or brand names may
be trademarks or registered trademarks of their respective holders.

WARNING: This program is protected by copyright law and international treaties. Copyright
1984-2018, The MathWorks, Inc. Protected by U.S. and other patents. See MathWorks.com/patents

J MathWorks: §
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Confir
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m and install.
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Confirmation

OPERA will be installed in:
C:\Program Files\OPERA

OPERA requires MATLAB Runtime R2018a.

MATLAB Runtime R2018a is already installed in:
C:\Program Files\MATLAB\MATLAB Runtime\v94
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Wait while downloading and installing the
runtime. (next time will go faster)

(© 45% Complete — | X

Performing post-installation tasks. This may take a few moments...
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That’s it! IT’s OPERAtional.
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! Installation completed successfully.
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Installed files

v 4 » This PC » Local Disk (C:) » Program Files » OPERA » application

v OPERA ~ Name ) Type Size
appdata %] CDKDescUI-2.0jar  Executable Jar File 11,672 KB
application & desc fpxml XML File 1 KB
SE icon.ico lcon 7 KB
uninstall OPERA.exe Application 19,279 KB

Realtek = | padel-full-1.00 jar Executable Jar File 30,943 KB
| splash.png PNG File 72 KB

STMicroelectron



Now copy that shortcut to your desktop. It
will setup your environment variable.

Shortcut Tools ~ Application Tools  OPERAZ.0_win

View Manage Manage

'C » Downloads » OPERAZ2.0 win

~ OPERA2.0
A Name odified
Open
o+ '©ON" @  Scan with ESET Endpoint Antivirus a9 View
add: : 1018 4:0
»* _ Advanced options > Sort by
=l Endy 18 9:59
* ] help! Run with graphics processor > 1018 9:1 Refresh
»* = Insta Open file location 2018 10: Paste
b g ] Logg !;’ Run as administrator 2016 11: Paste shortcut
@ MyA Pin to Start 1018 4:2 Unde Gory
=] OPEI T > }018 8:1
E ® . .
B read CRC SHA S fotg 10: Intel ® Graphics Settings
N NVIDIA Control Panel
ﬂ_ Salt_ g Edit with Notepad++ 16 3:51
Salts Pin to taskbar 16727 New
B:) Sam 16 12:1 S nView Deskton M
- ; i <4 nView Desktop Manager
[ sam Restore previous versions 16 12:0 p 9
& splas Send to > )17 545 1 Display settings
Personalize
Cut
Copy

Create shortcut

Nalata




Double click the shortcut to run the app
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Ready to

OPERAZ2.0

run the models

(] OPERA2.0

OPERA models for physchem, environmental fate and tox properties.
Version 2.@ (November 2018)

OPERA is a command line application developed in Matlab providing QSAR
models predictions as well as applicability domain and accuracy assessment.

Developed by:

Kamel Mansouri
mansourikamel@gmail.com

Usage: OPERA <argument_list>
Examples:
OPERA -s Sample 50.sdf -o predictions.csv -a -x -v 2

opera -d Sample 5@.csv -o predictions.txt -e logP BCF -n -v 1

Type OPERA -h or OPERA --help for more info.



Optional: permanently edit system %PATH%
Only run once!

Ea

Name Date modified

B Administrator: Command Prompt — L] X
icons Open v Microsoft Windows [Version 10.8.16299.726]
add2path.bat Edit [>|\ (c) 2017 Microsoft Corporation. All rights reserved.

- Endpoints.bdt Print M C:\Windows\system32>opera -h

| help.txt G Run as administrator P
*L Install_guide.pa 7-Zip > |F
&l Logo.png CRC SHA S |
@ MyAppInstaller 1",_! Edit with Notepad ++ i
72) OPERA2.0 — P

) readme.txt ® Scan with ESET Endpoint Antivirus E
- Salt_info.csv Advanced options > W
[%]: Salts.xls |& Share Ph
©- Sample_50.csv PN

Give access to >

| Sample_50.sdf

E‘L SplﬂSh.pﬂg Restore Previous versions

Send to >

Only needed to install for all users or to use in a pipeline/ workflow.




Thank youl!

Register on the GitHub repo for the updates
https://github.com/kmansouri/OPERA

Your feedback will be appreciated!
mansourikamel@gmail.com



