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Rosetta options

Options used for symmetric Fold-and-Dock

-run:protocol broker

-broker:setup broker.setup

-database Rosetta/main/database
-symmetry:initialize rigid_body_dofs
-run:reinitialize_mover_for_each_job
-relax:fast

-relax: jump_move

-exl

-ex2

-fold_and_dock: :rotate_anchor_to_x
-rg_reweight 0.001

-rigid_body_cycles 1
-abinitio::recove_low_in_stages O
-rigid_body_frequency 5
-rigid_body_disable_mc

-file:frag3 inputs/aat000_03_05.200_v1_3
-file:frag9 inputs/aat000_09_05.200_v1_3
-symmetry:symmetry_definition symC3.def
-in:file:fasta 2akf.fasta
-evaluation:rmsd_target 2akf.pdb
-evaluation:symmetric_rmsd

—correct
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Options used for asymmetric Fold-and-Dock:

-database Rosetta/main/database
-run:protocol broker

-ex1

-ex2

-relax:fast

-relax: jump_move

-rg_reweight 0.001
-score:weights scorel2_full
—correct
-abinitio::increase_cycles 1
-rigid_body_cycles 1
-abinitio::recover_low_in_stages 0
-rigid_body_frequency 0.2
-rigid_body_disable_mc
-run:reinitialize_mover_for_each_job
-docking:randomizel
-docking:randomize2
-broker:setup setup_init.tpb
-in:file:fasta 2akf.fasta
-in:file:frag9 2akf_O9mer.dat
-in:file:frag3 2akf_3mer.dat

Ezxample for setup_init.tpb

CLAIMER AsymFoldandDockClaimer
loop_file flexible.loop
chain_break_assym_fnd 40
END_CLAIMER

Ezxzample for flexible.loop

flexible.loop:
LOOP 1 80 40 0 0

Phaser scripts

Single helix:

phaser << eof

TITLe phaser S_0001_7

MODE MR_AUTO

HKLIn 1PL5.mtz

LABIn F=FP SIGF=SIGFP

ENSEmble single PDB A_monomer_ala_chop.pdb IDENtity 70
COMPosition PROTein SEQuence S_0001_7_monomer.seq NUMber 2
RESOLUTION 99.0 2.1

XYZOUT ON

PACK CUTOFF 5 DISTANCE 3.0

SEARch ENSEmble single NUM 2

SAMPLING ROT 2

FINAL ROT SELECT PERCENT 75.0

SAVE ROT SELECT PERCENT 75.0

SAMPLING TRA 0.3

FINAL TRA SELECT PERCENT 75.0

SAVE TRA SELECT PERCENT 75.0

END

eof

IUCr macros version 2.1.6: 2014/01/16



Complete complex

phenix.phaser << eof

TITLe phaser S_0001_7

MODE MR_AUTO

HKLIn 1PL5.mtz

LABIn F=FP SIGF=SIGFP

ENSEmble single PDB complete_ala_chop.pdb IDENtity 70
COMPosition PROTein SEQuence S_0001_7_monomer.seq NUMber 2
RESOLUTION 99.0 2.1

XYZOUT ON

PACK CUTOFF 5 DISTANCE 3.0

SEARch ENSEmble single NUM 1

SAMPLING ROT 2

FINAL ROT SELECT PERCENT 75.0

SAVE ROT SELECT PERCENT 75.0

SAMPLING TRA 0.3

FINAL TRA SELECT PERCENT 75.0

SAVE TRA SELECT PERCENT 75.0

END

eof

‘permutation’ mode

phenix.phaser << eof

TITLe phaser S_0001_7

MODE MR_AUTO

HKLIn 1PL5.mtz

LABIn F=FP SIGF=SIGFP

ENSEmble single A PDB A_monomer_ala_chop.pdb IDENtity 70
ENSEmble single_B PDB B_monomer_ala_chop.pdb IDENtity 70
COMPosition PROTein SEQuence S_0001_7_monomer.seq NUMber 1
COMPosition PROTein SEQuence S_0001_7_monomer.seq NUMber 1
RESOLUTION 99.0 2.1

XYZOUT ON

PACK CUTOFF 5 DISTANCE 3.0 packing 5 distance 3.0

SEARch ENSEmble single_A NUM 1

SEARch ENSEmble single B NUM 1

PERMutations ON

SAMPLING ROT 2

FINAL ROT SELECT PERCENT 75.0

SAVE ROT SELECT PERCENT 75.0

SAMPLING TRA 0.3

FINAL TRA SELECT PERCENT 75.0

SAVE TRA SELECT PERCENT 75.0

END

eof

AutoBuild options

AutoBuild runs were performed setting the following options:

s_annealing=True
min_seq_identity_percent=10

nproc=5
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