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https://www.rosettacommons.org/docs/latest/Home
https://www.rosettacommons.org/demos/latest/Home
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● PDBs are broken down by atom lines
● Each atom is characterized by the following (left to right across each row)

○  Atom, atom number, atom name, residue name, chain identifier, residue sequence 
number, x, y, z orthogonal coordinates, occupancy, temperature factor, element 
symbol, atom charge.

● Note: CIF not supported
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http://www.wwpdb.org/documentation/file-format
http://www.wwpdb.org/documentation/file-format
https://www.rosettacommons.org/docs/latest/rosetta_basics/file_types/silent-file
https://www.rosettacommons.org/docs/latest/rosetta_basics/file_types/silent-file
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>1QYS:A|PDBID|CHAIN|SEQUENCE
MGDIQVQVNIDDNGKNFDYTYTVTTESELQKVLNELMDYIKKQGAKRVRISITARTKKEA
EKFAAILIKVFAELGYNDIN
VTFDGDTVTVEGQLEGGSLEHHHHHH

1qys.fasta



•

•

•
•
•
•

●



$ROSETTA/main/source/bin/<your favorite Rosetta application> -option1 
<argument1> -option2  -option3 <argument3a>  <argument3b>... 
Note: Some options can take one or multiple arguments, while some don’t take any. 



Above command-line taken directly from: Barth, P., Schonbrun, 
J., Baker, D. Towards high-resolution prediction and design of 
transmembrane helical protein structures (2007).  

$ROSETTA/main/source/bin/<your favorite Rosetta application> -option1 
<argument1> -option2  -option3 <argument3a>  <argument3b>... 
Note: Some options can take one or multiple arguments, while some don’t take any. 

>> $ROSETTA/main/source/bin/AbinitioRelax.linuxgccrelease 
-in:file:fasta ./input_files/1qys_A.fasta -in:file:native 
./input_files/1qys.pdb -in:file:frag3 
./input_files/aa1elwA03_05.200_v1_3 -in:file:frag9 
./input_files/aa1elwA09_05.200_v1_3 -abinitio:relax -relax:fast 
-abinitio::increase_cycles 10 -abinitio::rg_reweight 0.5 
-abinitio::rsd_wt_helix 0.5 -abinitio::rsd_wt_loop 0.5 
-use_filters true -psipred_ss2 ./input_files/1elwA.psipred_ss2 
-kill_hairpins -out:file:silent ./output_files/1qys_10.out 
-out:file:scorefile ./output_files/1qys_silent_scores.sc -nstruct 
10



Above command-line taken directly from: Barth, P., Schonbrun, 
J., Baker, D. Towards high-resolution prediction and design of 
transmembrane helical protein structures (2007).  

$ROSETTA/main/source/bin/<your favorite Rosetta application> -option1 
<argument1> -option2  -option3 <argument3a>  <argument3b>... 
Note: Some options can take one or multiple arguments, while some don’t take any. 

>> $ROSETTA/main/source/bin/AbinitioRelax.linuxgccrelease 
-in:file:fasta ./input_files/1qys_A.fasta -in:file:native 
./input_files/1qys.pdb -in:file:frag3 
./input_files/aa1elwA03_05.200_v1_3 -in:file:frag9 
./input_files/aa1elwA09_05.200_v1_3 -abinitio:relax -relax:fast 
-abinitio::increase_cycles 10 -abinitio::rg_reweight 0.5 
-abinitio::rsd_wt_helix 0.5 -abinitio::rsd_wt_loop 0.5 
-use_filters true -psipred_ss2 ./input_files/1elwA.psipred_ss2 
-kill_hairpins -out:file:silent ./output_files/1qys_10.out 
-out:file:scorefile ./output_files/1qys_silent_scores.sc -nstruct 
10
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## This is a comment

## input files
-in:file

-fasta ./input_files/1qys_A.fasta ## specifies location of fasta sequence file
-native ./input_files/1qys.pdb ## specifies location of native PDB; "native" files are often used to compare final output structures
-frag9 ./input_files/aa1elwA03_05.200_v1_9 ## not in this directory, but are 9-mer residue fragments generated on Robetta server
-frag3 ./input_files/aa1elwA03_05.200_v1_3 ## not in this directory, but are 3-mer residue fragments generated on Robetta server
-psipred_ss2 ./input_files/1elwA.psipred_ss2 ## not in this directory, but secondary structure prediction outputs from Robetta server

## application-specific flags
-abinitio:relax 
-relax:fast 
-abinitio::increase_cycles 10 
-abinitio::rg_reweight 0.5 
-abinitio::rsd_wt_helix 0.5 
-abinitio::rsd_wt_loop 0.5 
-use_filters true 
-kill_hairpins 

## output options
-out:file:silent ./output_files/1qys_10.out 
-out:file:scorefile ./output_files/1qys_silent_scores.sc
-nstruct 10 

options.txt
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./output_files/1qys_silent_scores.sc
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./output_files/1qys_0001.pdb
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With great power comes great responsibility
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(Everything here is also on the RosettaCommons site!)
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https://www.rosettacommons.org/docs/latest/Home

