Supplementary information for:

Macromolecular modeling and design in Rosetta: new methods and frameworks

Rosetta is licensed and distributed through www.rosettacommons.org. Licenses for academic, non-profit and government laboratories are free of
charge, there is a license fee for industry users.

The main documentation page can be found at https://www.rosettacommons.org/docs/latest/Home.
Tutorials, demos and protocol captures are documented at https://www.rosettacommons.org/demos/latest/Home.
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Documentation

https://www.rosettacommons.org/docs/latest/applicatio
n_documentation/utilities/app-fragment-picker

https://www.rosettacommons.org/docs/latest/applicatio
n_documentation/structure prediction/RosettaCM

https://www.rosettacommons.org/docs/latest/IterativeH
ybridize

https://www.rosettacommons.org/docs/latest/applicatio
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https://www.rosettacommons.org/docs/latest/applicatio
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https://www.rosettacommons.org/docs/latest/applicatio
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Protocol capture / demo

Rosetta/demos/public/fragment_picking

Rosetta/demos/public/homology_modeling_threading_basic
Supp to 2

Rosetta/demos/public/surface_docking_cpp
Supp to ®

Rosetta/demos/tutorials/Protein-Protein-Docking
https://www.rosettacommons.org/demos/latest/tutorials
[Protein-Protein-Docking/Protein-Protein-Docking
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wing/SEWING
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Supp to 16-18

Rosetta/demos/protocol_capture/loodo

https://github.com/sevya/msd_analysis_scripts
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https://github.com/sevya/parallelized RECON protocol
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Supp to #

https://github.com/basantab/DeNovoCurvedSheetDesi

n_documentation/design/curvedsheetdesign
https://www.rosettacommons.org/docs/latest/scripting
documentation/RosettaScripts/xsd/filter StrandCurvatu

reBylLevels type
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documentation/RosettaScripts/xsd/filter HelixBendFilte
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https://www.rosettacommons.org/docs/latest/Biased-

forward-folding
https://github.com/emarcos/biased forward folding/

replaced by FunFolDes below

https://www.rosettacommons.org/docs/latest/scripting

an

https://github.com/Ipdi-epfl/FunFolDesData

documentation/RosettaScripts/composite protocols/fol

https://www.rosettacommons.org/docs/latest/scripting

d from loops/FunFolDes

https://github.com/Kortemme-Lab/flex _ddG tutorial

documentation/RosettaScripts/composite protocols/fol
d _from loops/RunningFunFolDes

https://github.com/Kortemme-Lab/flex ddG tutorial

https://www.rosettacommons.org/docs/latest/coupled-
moves

Rosetta/main/tests/integration/tests/coupled_moves
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documentation/RosettaScripts/Filters/filter pages/Bund

leReporterFilter

https://www.rosettacommons.org/docs/latest/applicatio
n_documentation/docking/flex-pep-dock

https://www.rosettacommons.org/docs/latest/applicatio
n_documentation/docking/flex-pep-dock

https://www.rosettacommons.org/docs/latest/applicatio
n_documentation/analysis/PeptiDerive

https://www.rosettacommons.org/docs/latest/structure

prediction/simple _cycpep predict

https://www.rosettacommons.org/docs/latest/scripting
documentation/RosettaScripts/Movers/movers pages/
analysis/GenMeanFieldMover

https://www.rosettacommons.org/docs/latest/applicatio
n_documentation/structure prediction/loop _modeling/n

ext-generation-KIC
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n_documentation/structure prediction/loop _modeling/|
oopmodel-kinematic
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Supp to °

Rosetta/demos/public/flex_pep_dock_abinitio
Rosetta/demos/public/abinitio_fold_and_dock_of_peptides_using_fl
expepdock
Rosetta/demos/public/global_dock_ssrA_peptide_against_sspB
Rosetta/demos/public/peptide_specificity_using_FlexPepBind
Rosetta/demos/public/refinement_of_protein_peptide_complex_usi
ng_FlexPepDock

Supp to %

Rosetta/main/tests/integration/tests/peptiderive
Rosetta/main/tests/integration/tests/simple_cycpep_predict and

many related demos adjacent, Supp to 336

Rosetta/main/tests/integration/tests/mf_fixbb_sc
Rosetta/main/tests/integration/tests/mf_flexbb_sc

Rosetta/demos/tutorials/loop_modeling

https://www.rosettacommons.org/demos/latest/tutorials

documentation/RosettaScripts/composite protocols/ge

/GeneralizedKIC/generalized kinematic closure 1,

neralized Kic/GeneralizedKIC

https://www.rosettacommons.org/demos/latest/tutorials
/GeneralizedKIC/generalized kinematic closure 2,
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Modeling of antibodies and proteins in the immune system
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Marze, Brian Weitzner,
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Kuroda
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https://www.rosettacommons.org/docs/latest/scripting

4

https://www.rosettacommons.org/demos/latest/tutorials

documentation/RosettaScripts/Movers/movers pages/

/GeneralizedKIC/generalized kinematic closure 3,

GeneralizedKICMover
https://www.rosettacommons.org/docs/latest/scripting

https://www.rosettacommons.org/demos/latest/tutorials
/GeneralizedKIC/generalized kinematic closure 4

documentation/RosettaScripts/composite protocols/ge
neralized kic/GeneralizedKICperturber
https://www.rosettacommons.org/docs/latest/scripting
documentation/RosettaScripts/composite protocols/ge
neralized kic/GeneralizedKICfilter
https://www.rosettacommons.org/docs/latest/scripting
documentation/RosettaScripts/composite protocols/ge
neralized kic/GeneralizedKICselector
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LoopModelerMover
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documentation/RosettaScripts/TaskOperations/taskope

rations _pages/ConsensuslLoopDesignOperation

https://www.rosettacommons.org/docs/latest/applicatio

n_documentation/antibody/antibody-protocol

https://www.rosettacommons.org/docs/latest/applicatio

Supp to 2°3°

Rosetta/main/tests/integration/tests/ConsensusLoopDesign

Rosetta/main/tests/integration/tests/antibody_cc

https://www.rosettacommons.org/demos/latest/tutorials

n_documentation/structure prediction/AbPredict2

https://github.com/snerligit/mhc-pep-threader

https://www.rosettacommons.org/docs/latest/applicatio

n_documentation/structure prediction/TCRmodel

https://www.rosettacommons.org/docs/latest/applicatio

n_documentation/antibody/snugdock

[AbPredict/AbPredict

https://github.com/snerligit/mhc-pep-
threader/tree/master/examples
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Rosetta/main/tests/integration/tests/SnugDock
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