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MODELLER is used for homology or comparative modeling of protein three-dimensional structures (1,2).
The user provides an alignment of a sequence to be modeled with known related structures and
MODELLER automatically calculates a model containing all non-hydrogen atoms. MODELLER
implements comparative protein structure modeling by satisfaction of spatial restraints (3,4), and can
perform many additional tasks, including de novo modeling of loops in protein structures, optimization of
various madels of protein structure with respect to a flexibly defined objective function, multiple alignment
of protein sequences and/or structures, clustering, searching of sequence databases, comparison of
protein structures, etc. MODELLER is available for download for most Unix/Linux systems, Windows, and
Mac.

Several graphical interfaces to MODELLER are commercially available. There are also many other
resources and people using Modeller in graphical or web interfaces or other frameworks.

1. B. Webb, A_ Sali. Comparative Protein Structure Modeling Using Modeller. Current Protocols in Bioinformatics, John
Wiley & Sons, Inc., 5.6.1-5.6.32, 2014.

2. M.A. Marti-Renom, A. Stuart, A Fiser, R. Sanchez, F. Melo, A. Sali. Comparative protein structure medeling of genes
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To obtain the MODELLER license key (which you need to install and run MODELLER) please fill
out the following License Agreement.

End-User Software License Agreement for MODELLER
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Andrej Sali ("LICENSOR") grants to ("LICENSEE"} a fully-paid, non-exclusive, and non-
transferable license to use the "MODELLER" computer software program and associated
documentation furnished hereunder (hereinafter called the "PROGRAM"), upon the terms and
conditions hereinafter set out and until termination of this license as set forth below.

. LICENSEE understands that this Agreement is license for use of, not sale of, the PROGRAM.

Consequently, no Purchase Orders can be accepted by LICENSOR.

. LICENSEE acknowledges that the PROGRAM is a research tool still in the development

stage, that is being supplied "as is", without any accompanying services or improvements
from LICENSOR and that this license is entered into in order to enable others to utilize the
PROGRAM in their scholarly activities.
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Takeshi Kawabata ~

Institute for Protein Research, Osaka University

Yamadacka 3-2,

Suita, Osaka, Japan

kawabata@protein.osaka-u.ac. jp

kawabata@protein.osaka-u.ac. jp
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Thank you very much for signing the license agreement for the MODELLER program. A=
7R

The MODELLER license key is

Ex

This license key will work for any release of MODELLER 8 or 9 16, 8v2) and should

be given to the MODELLER installer when requested.

Please keep this email for reference, in case you want to install MODELLER on a different 75\
platform or computer in future (the key is the same for all platforms). If you lose the email,
however, you can always fill in the license agreement again.

Regards,

Ben Webb, Modeller Caretaker

Departments of Biopharmaceutical Sciences and Pharmaceutical Chemistry, and California
Institute for Quantitative Biomedical Research University of California, San Francisco
http://salilab.org/modeller/contact.html
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About MODELLER

MODELLER is used for homology or comparative modeling of protein three-dimensional structures (1,2).
The user provides an alignment of a sequence ta be modeled with known related structures and
MODELLER automatically calculates a model containing all non-hydrogen atoms. MODELLER
implements comparative protein structure modeling by satisfaction of spatial restraints (3,4), and can
perfarm many additional tasks, including de novo modeling of loops in protein structures, optimization of
various models of protein structure with respect to a flexibly defined objective function, multiple alignment
of protein sequences and/or structures, clustering, searching of sequence databases, comparison of
pratein structures, etc. MODELLER is available for download for most Unix/Linux systems, Windows, and
Mac.

Several graphical interfaces to MODELLER are commercially available. There are also many other
resources and people using Modeller in graphical or web interfaces or other frameworks.

1. B. Webb, A. Sali. Comparative Protein Structure Modeling Using Modeller. Current Protocols in Bioinformatics, John
Wiley & Sons, Inc., 5.6.1-5.6.32, 2014.

2 MA Marti-Renom, A Stuart, A Fiser, R. Sanchez, F. Melo, A Sali. Comparative protein structure modeling of genes
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Rel Not MODELLER is available free of charge to academic non-profit institutions; you will, however, need to
clease Notes reqgister for a license in order to use the software. It is also available through BIOVIA for government
Data file downloads . e
research labs and commercial entities.
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MODELLER is available free of charge to academic non-profit institutions; you will, however, need to
reqgister for a license in order to use the software. It is also available through BIOVIA for government
research labs and commercial entities.

Modeller 9.19, released Jul. 25th, 2017
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MODELLER is available free of charge to academic non-profit institutions; you will, however, need to
reqgister for a license in aorder to use the software. It is also available through BIOVIA for government
research labs and commercial entities.

Modeller 9.19, released Jul. 25th, 2017
To install MODELLER on this machine, we recommend the Windows package.
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“» Modeller 9.19 (64 bit) Setup — X % Modeller 9.19 (64 bit) Setup — it

. License Agreement —
Welcome_ to the Modeller 8.19 (64 blt) Please review the license terms before installing Modellers. 19. %
Setup Wizard

This wizard will guide you through the installation of Modeller

Press Page Down to see the rest of the agreement.
9.19 (64 bit), a package for comparative modeling.

| End-User Software License Agreement for MODELLER

1. Andrej Sali ("LICENSOR.") grants to ("LICENSEE") a fully-paid, non-exdusive, and non-

transferable license to use the "MODELLER " computer software program and assodated

documentation furnished hereunder (hereinafter called the "PROGRAMT), upon the terms
nd conditions hereinafter set out and until termination of this license as set forth below

2. LICENSEE understands that this Agreement is license for use of, not sale of, the
PROGRAM, Consegquently, no Purchase Orders can be accepted by LICENSOR.

3. LICENSEE qdmowledg_es ﬁjat tl'!e PROGRAM is a research tool still in the development w

If you accept the terms of the agreement, dick I Agree to continue. You must accept the
agreement to install Modeller9. 19,
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Modeller key ~
Please enter the Modeller license key. %’

A valid license key is required to use Modeller, and can be obtained from the Modeller website
at https: //salilab.org/modeller/ by completing the online license agreement. The license key
can be changed if necessary after installation by editing the config.py file in the
modlib¥modeller¥ subdirectory.

-----------‘

ILicense key (case sensitive): I

l“ I

-_—_—_—_—__I

r----
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Y2 Modeller 9.19 (64 bit) Setup — X
Choose Install Location —~
Choose the folder in which to install Modellerd. 19, %’

Setup will install Modeller9. 19 in the following folder. To install in a different folder, dick
Browse and select another folder. Click Next to continue.

- Destination Folder

[C:¥Program Fies¥Modellers. 1) Browse...

Space required: 73.
Space available: 691,

< Back Next > Cancel
e
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'L: Modeller 9.19 (64 bit) Setup — pd 'L: Modeller 9.19 (64 bit) Setup —

Choose Start Menu Folder

Choose a Start Menu folder for the Modellerg. 19 shortcuts. .'7 Completing the Modeller8.19 Setup

Wizard

Select the Start Menu folder in which you would like to create the program's shortcuts. You
can also enter a name to create a new folder.

[Fodelers. 15

Accessibility A
Accessories

Administrative Tools

Aspera

ATOK

au Wi-Fi((FEERmIEST Y -

Brother P-touch

BT Devices

ChemBioOffice 2014

CyberLink Power2Go 8

CyberlLink PowerDVD BD v

] Do not create shortcuts

Modellerd. 19 has been installed on your computer.

Click Finish to dose this wizard.

https: [/salilab.org/modeller/
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You can find many useful example scripts in the ~
examp |l es¥automodel directory.

[t is recommended that you use Python to run

Model ler scripts. However, if you don't have Python installed,

you can type 'mod9.19" to run them instead.

C:¥Program Files¥Model ler9. 19>g

AT URSAVDEENRIRESNET , ZZT. Modeller®PythonMD X 41)
ThI7AIL . TSAVAVRT7AIL, HREEDPDBI77AMILD =D%H
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mod9.19 [RVTrI7AIL]
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