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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 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 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 Bicinformatics, 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 modeling of genes and
Annu. Rev. Biophys. Biomol. Struct. 29, 291-325, 2000.
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3. A. Sali & T.L. Blundell. C ive protein ing by sati ion of spatial ints. J. Mol. Biol. 234, 779-815, 1993.
4. A Fiser, RK. Do, & A. Sali. Modeling of loops in protein structures, Protein Science 9. 17563-1773, 2000.

The current release of Modeller is 9.19, which was released on Jul 25th, 2017. Modeller is currently
maintained by Ben Webb.

LK‘G: MODELLER (copyright © 1989-2018 Andrej Sali) is maintained by Ben Webb at the Departments of Biopharmaceutical Sciences and

Pharmaceutical Chemistry, and California Institute for Quantitative Biomedical Research, Mission Bay Byers Hall, University of California
San Francisco, San Francisco, CA 94143, USA. Any selling or distribution of the program or its parts, original or modified, is prohibited without a
written permission from Andrej Sali. This file last modified: Tue Jul 25 8:19:18 PDT 2017.
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Download & Installation

To obtain the MODELLER license key (which you need to install and run MODELLER) please fill out the

Release Notes following License Agreement.

Data file downloads

End-User Software License Agreement for MODELLER
BIOVIA licensing

1. Andrej Sali ("LICENSOR") grants to ("LICENSEE") a fully-paid, non-exclusive, and non-transferable
license to use the "MODELLER" computer software program and i doct ion furnished
Subscribe hereunder (hereinafter called the "PROGRAM"), upon the terms and conditions hereinafter set out
Browse archives and until termination of this license as set forth below.
Search archives
2. LICENSEE that this Ag 1t is license for use of, not sale of, the PROGRAM.
Documentation s c no f Orders can be accepted by LICENSOR.
Tutorial 3. LICENSEE acknowledges that the PROGRAM is a research tool still in the development stage, that is
Online manual being supplied "as is", without any accompanying services or improvements from LICENSOR and that

ki this license is entered into in order to enable others to utilize the PROGRAM in their scholarly
Developers' Pages acti .
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Hi,

Thank you very much for signing the license agreement for the MODELLER program.

The MODELLER license key is

This license key will work for any release of MODELLER e.g. 9.19, 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 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
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C v N'Ulé!" 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
BIOVIA licensing ~ 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 protein
. s”bs:."“’e structures, etc. MODELLER is available for download for most Unix/Linux systems, Windows, and Mac.
rowse archives

Search archives  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.

Data file downloads

FAQ 1. B. Webb, A. Sali. Comparative Protein Structure Modeling Using Modeller. Current Protocols in Bioinformatics, John Wiley &
Tutorial Sons, Inc., 5.6.1-5.6.32, 2014.
Online manual . . - - o o
Wiki 2. M.A. Marti-Renom, A. Stuart, A. Fiser, R. Sanchez, F. Melo, A. Sali. C protein of genes and
Annu. Rev. Biophys. Biomol. Struct. 29, 291-325, 2000.
Developers' Pages . . . N 5 | | N N
3. A. Sali & T.L. Blundell. C protein modelling by of spatial J. Mol. Biol. 234, 779-815, 1993.
Contact Us 4. A Fiser, RK. Do, & A. Sali. Modeling of loops in protein structures, Protein Science 9. 1753-1773, 2000.

The current release of Modeller is 9.19, which was released on Jul 25th, 2017. Modeller is currently
maintained by Ben Webb.

MODELLER (copyright © 1989-2018 Andrej Sali) is maintained by Ben Webb at the Departments of Biopharmaceutical Sciences and

Pharmaceutical Chemistry, and California Institute for Quantitative Biomedical Research, Mission Bay Byers Hall, University of California
San Francisco, San Francisco, CA 94143, USA. Any selling or distribution of the program or its parts, original or modified, is prohibited without a
written permission from Andrej Sali. This file last modified: Tue Jul 25 8:19:18 PDT 2017.
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MODELLER is available free of charge to academic non-profit institutions; you will, however, need to register for a license in order to use the software.
Itis 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 Mac (32-bit or 64-bit Intel) package.

O Anaconda Python ("conda")

8 Windows (32-bit) [GPG signature] |nstallation guide
lw_ - [GPG signature] Installation guide
& Mac (32-bit or 64-bit Intel) [GPG signature] Installation guide
N e e S 2

® Linux (32-bit RPM Installation guide
® Linux (64-bit x86 64 RPM) Installation guide
@ Linux (32-bit Debian/Ubuntu package) [GPG signature] Installation guide
@ Linux (64-bit x86 64 Debian/Ubuntu package) [GPG signature] Installation guide

Generic Unix tarball [GPG signature] |nstallation guide

GPG signatures are provided for the security conscious, so that you can verify that the files have not been tampered with. (No signatures are given for the RPM packages, because the
signatures are already included in those packages.) In order to verify them, you will need this GPG key and a copy of GNU Privacy Guard (GPG).

Supplemental data file downloads

Old (and unsupported) Modeller releases

FEARALTWLA/SNYIVDOSHIEEE. BEU32-bithR-64-bithk DX FNZH->T. TAT S L
EIRL AHoO0—KRLET, C2TIE MacDOS X 10.13%2FHALTWBI5E5EEEL.
[Mac (32-bit or 64-bit Intel)]ZEIRLET . F=F-L. L TFTOFHEE(E, b/ N\ —23> D oS
XTHHoTHIFIZRL T, 6
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all MODELLER on this machine, we recommend the Mac (32-bit or 64-bit Intel) package.

E8 Windows (32-bit) [GPG signature] |nstallation guide
r T el o 6 i o e [GPG signature] Installation guide
~ Tutoral | & Mac (32-bit or 64-bit Intel) [GPG signature] Installation guide
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GPG signatures are provided for the security conscious, so that you can verify that the files have not been tampered with. (No
signatures are given for the RPM packages, because the signatures are already included in those packages.) In order to verify
a copy of GNU Privacy Guard (GPG).
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Modeller 9.19, rel d Jul. 25th, 2017
To install MODELLER on this machine, we recommend the Mac (32-bit or 64-bit Intel) package.

O Anaconda Python ("conda")
E2 Windows (32-bit) [GPG signature] Installation guide
) [GPG signature] |nstallation guide
l & Mac (32-bit or 64-bit Intel) ' [GPG signature] Installation guide
= mwm
Installation guide

P 1989-2018 Andrej Sali) is by Ben Webb at the D of Biophar ical Sciences and Pharmaceutical Chemistry, and California
e Biomedical Research, Mission Bay Byers Hall, University of California San Francisco, San Francisco, CA 94143, USA. Any selling or distribution of the
r modified, is prohibited without a written permission from Andrej Sali. This file last modified: Tue Jul 25 8:20:36 PDT 2017.
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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.

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

3. 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.

4. LICENSOR MAKES NO REPRESENTATIONS OR WARRANTIES
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MODELLER installer

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 /Library/modeller-9.19/modlib/modeller/ subdirectory.

------------------‘

MODELLER license ke‘: 1

. .- -------------’-
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Last login: Fri J

an 5 09:23:08 ttys000
pdbj-kudou3:~ kudoutakahiro$ which mod9.19
/usr/local/bin/mod9.19
pdbj-kudou3:~ kudoutakahiro$ mod9.19 my pt
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