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Modeller

Program for Comparative Protein
Structure Modelling by Satisfaction
of Spatial Restraints

| About MODELLER

[MODELLER News | About MODELLER

Download & Installation
| l MODELLER is used for homology or comparative modeling of protein three-dimensional structures (1,2). The user provides an alignment of a

Ralonss N;s: sequence to be modeled with known related structures and MODELLER automatically calculates a model containing all non-hydrogen atoms.

o 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.

| Discussion Forum

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

1. Download & Installationz2')v%7 _
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| Registration

Non-academic use

Modeller 9.23, released Oct. 20th, 2019 | Discussion Forum |
To install MODELLER on this machine, we recommend the Windows package. Bmwss:?;ﬁiﬂzg
. Search archives
0 Anaconda Python ("conda") | Documentation |
E8 Windows (32-bit) [GPG signature] |nstallation guide FAQ
=P I% Windows (64-bit) [GPG signature] Installation guide Online L“;ﬁ:::
[ Mac (32-bit or 64-bit Intel) [GPG signature] Installation guide Wiki
A Homebrew package is also available | Developers’ Pages |
A Linux (32-bit RPM) Installation guide | Contact Us |

S Linux (64 bit x86_64 RPM) Installation guide

@ | inux (32-bit Debian/Ubuntu package) [GPG signature] Installation guide

&) Linux (64-bit x86_64 Debian/Ubuntu package) [GPG signature] |nstallation guide

Generic Unix tarball [GPG signature] Installation guide

GPG S|gnatures are provided for ﬂw secunty conscious, so that you can verify that the files ha\.re not been tampered with. (No signatures are given for the RPM packages,

Supplemental data file downloads

©Old (and unsupported) Modeller releases
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%3 Modeller 9.23 (64 bit) Setup

Welcome to the Modeller 8.23 (64 bit)
Setup Wizard

This wizard will guide you through the installation of Modeller
9.23 (64 bit), a package for comparative modeling.
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3 Meodeller 9.23 (64 bit) Setup — *

License Agreement —

Pleaze review the license terms before instaling Modellers. 23, %

Press Page Down to see the rest of the agreement.

| End-User Software License Agreement for MODELLER ~

1. Andrej Sali ("LICENSOR") grants to ("LICENSEE™) a fully-paid, non-exdusive, and non-
tranzferable license to use the "MODELLER”™ computer software program and assodiated

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. LICEMSEE 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 v

If you accept the terms of the agreement, dick I Agree to continue. You must accept the

agreement to install Modellers, 23
« Back ‘D Cancel
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8. AVAM—ILEZETEZELI Next

%2 Modeller 8.23 (64 bit) Setup - X &3 Modeller 2.23 (64 bit) Setup - X
Modeller key ~, Choose Install Location ~
Flease enter the Modeller license key. “ Choose the folder in which to install Modellers, 23, “

Setup will install Modeller3. 23 in the following folder. To install in a different folder, dick

A valid license key is required to use Modeller, and can be obtained from the Modeller website Browse and select anather folder. Click Next to continue.

at https: /f=alilab.org/modellerf 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¥ subdirectaory. / \OZ% [: E xgg t)ik [57;(,\;5 (:’g—'é

License key (case sensitive): Destination Folder

|| C:¥Program Files¥Modellers. 23 | Browse...

Space required: 75.3 MB
Space available: 655.3 GB

<o s D e = T
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10.l Finish I C52 T

%2 Modeller 8.23 (64 bit) Setup -

Choose Start Menu Folder

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

| ILILIL |

Choose a Start Menu folder for the Modellerd, 23 shortcuts, ”“

7-Zip

Accessibility

Accessories

ActivePer| 5.26.3 Build 2603 {54-bit)
Administrative Tools

Adobe Design Standard CS6

Adobe LiveCyde ES2

Backup and Sync from Google
ChemOffice 2018

Dell

Gaussian 09W v

[ Do not create shortouts

<Back @l Install [ cCancel

&3 Modeller 2.23 (64 bit) Setup

Completing Modeller8 23 Setup

Modellers, 23 has been installed on your computer.,

Click Finish to dose Setup.

https: f{salilab. org/modeller f
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UCSF Chimerat D EHE

@I C:¥Program Files¥Modeller9.23¥lib¥x86_64-w64 |Z%f&7E

r . . . ~ = Che ~Executable - O X
@ Ioca I In Sta I Iatlo n J %& /b\ Folder: |C:#Program Files¥Modeller. 23¢lb¥x86_64-we4 ﬂ
Python2.3

python2.5%

=y Model Loops / Refine Structure O X

lesy
© active region —

" Chimera selection regi ¥

python2.6%

python2.7% / {—:)3 :/75§9240) i’%é

python3.0¥

S FEBEEEITH_ &

python3.3%

5

python3.4%
python3.5%

Madel/remodel:
non-terminal missing st Log
< - 1SHD (#0) — E-bzip2.txt
all missing structure E-gzip bt
Allow this many residues adjacent - E.txt
to missing regions to move: lLexe

Nurmber of models to generate:|5

Loop modeling protocol: standapd -

local installation —

Location of Modeller executable: |modsv®
Custom Modeller script ﬁle|

Run Modeller using

Browse

A\ 4

(optional, overrides dialog): e
Get Current Modeller Script |
Temporary folder location (optional):| ~ Browse @ é > *
Puhlicatinns usina Madeller resils r m0d9-23-eer g R
A Saliz
coss ()l Browse | &1 w7 - I
J. Mol. |

Apply| Modeller Home Page | Close | Help |

Bl set Input Location1Z')w%
a )

File name:|mod9.23.exe

[~ Keep 7 peSiter Opan

Set Input Luﬁtinn Close | Help
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1. Download & Installation®X—<> TMac (32-
bit & 64-bit Intel)Z1)w%

About MODELLER
MODELLER News Download & Installation

Download & Installation

MODELLER is available free of charge to academic non-profit institutions; you will, however, need to register for a license in order to use

Release Notes the software. It is also available through BIOVIA for government research labs and commercial entities.

Data file downloads

| Registration | Modeller 9.24, released Apr. 9th, 2020

Non-academic use

| To install MODELLER on this machine, we recommend the Mac (32-bit or 64-bit Intel) package.

| Discussion Forum

Subscribe " "

Browss archives  Anaconda Python ("conda”)
Search archives &2 Windows (32-bit blt} [GPG signature] Installation guide
| Pocumentation | E2 Windo [GPG signature] Installation guide
o ® Mac (32-bit or 64-bit Intel (GPG signature] Installation guide

Online manual A Homebrew package is also available
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= Modeller 9.24
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4. ETFDIAROMNERN-5T0K]

5. [CtriFF— & LA ST Modeller 9.24.pkg
A1)y oL TAZ 1 —Z2HLIEK]

6. ATDIARIMNENT=5TEEL]

[ NoN ] — Modeller 9.24

“Modeller 9.24.pkg"it. BRTHEEROOR “Modeller 9.24.pkg"OHRTIEKWETI, HL

4 . HEEA, . . THEBLWTTH?
b | |
9_ VT RERETA YA =LA EATVED 0 *Modeller 9.24.pkg" . M< &, TDMacTZDOF U~

2, App Store tRBEFLOMETISOF FUS—23 w0 YavoORTHBICHIENET,
HTF,

o
Ny T—IDARBERT

EwER3 salilab.org
“Modeller 9.24.pkg"% &

IAUTPREER ?
? “Modeller 9.24.pkg™ % 71 v 2 JLw &
HE >

TAYIFPo2ay >

“Modeller 9.24.pkg"% J&—

T —T%={EH

FRIAF >
AR 3 R % B
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English .
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End-User Software License Agreement for MODELLER

1. Andrej Sali ("LICENSOR") grants to ("LIGENSEE") 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

ERFFERNERT

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 WAR!

TU k. BE... B3 Flr 5

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 ying services or ts 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,

TUUh.. REF... R3 i 5
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11.A— )L TELMN TS =license keyzx AL
[OK

RATDIAVEIRENT-LIEALS]

e Modeller 9.240 14 A —Jb

[ ] w Modeller 92401 »Z b=l

“‘Macintosh HD"[2#R#1 > 2 b —JL Modeller 924G A ~— 1 AU Ab—UBFRTLELR,

R ZOREICR, O¥E1—¥ EiC69.6 MBOFRENBETT, - HUsE
- MODELLER installer -
CILRELY 74 A2 Macintosh HD'IZ 20V 7 2 2 7 &8-S YR b —ILT e Rl
b —_ Tid, - - " 1)y a (A p . . N . . p -
AR Bl YRR NESUYILTIRE g Avalid license key is required to use Modeller, and can be obtained from the FEE=ts
A YA =ILOEH 4% Modeller website at https://salilab.org/modeller/ by completing the online oA »Z b —LOEE
. license agreement. 5
] AYA k=L — .
. ATYAR—IBETLEUI,

The license key can be changed if necessary after installation by editing the . BE YT R Th YR R—ILE R L
config.py file in the /Library/modeller-9.24/modlib/modeller/ subdirectory. ‘

MODELLER license key: |

i
N
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(Dllocal installation 1Z3E 5s || @l /Library/modeller-9.24/bin | &8 €

[ Choose Mo -xecutable I
active region Folder: |/Library/modeller-9.24/bin v|' S
Model/remodel: Chimeraselection ragion bin/ —full_homol.top sets Tools Favorites Help
non-terminal missing stru¢ doc/ _generate_model.top
all missing structure HD (#0) ﬁ;/amples/ - getnamets.(op
- . : i omcsr.to
Allow this many residues adjacent . - P
St = modlib/ _loop.top
to missing regions to move:
—llsrc/ _mod.top
Number of models to generate: |5 ChangeLog model.top

_multiple_models.top
_principal.top
_refine.top
_sequence_search.top
_single_model.top

Loop modeling protocol: st3

Run Modeller using§ local installation
Location of Modeller executable: |modSVS

Custom Modeller script file

(optional, overrides dialog): _special.top
Get Current Modeller Script _spline.top
Temporary folder location (optional): Browse | kﬂOQQ-gﬂ, S
mod9.24_mac10v4

Publications using Modeller resu!* ¢ ‘ modslave.py

A Soliond T T Dioodon

@ r B rowse J éa I) ‘y7 !}File name: mod9.24 =

p dialog up after Open
Help 2
— —ATriangle buttons reveal
e recently-used folders/files
File Edit Structure Headers Numberings Tree Info Preferences

®BIl'Set Input Location &) v




