
lys_pro_trp_box.pdb, model: torsion, random displacements: cartesian

high resol: 1.25, algorithm: annealing
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lys_pro_trp_box.pdb, model: cartesian, random displacements: cartesian

high resol: 1.25, algorithm: annealing
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lys_pro_trp_box.pdb, model: torsion, random displacements: cartesian

high resol: 2.50, algorithm: annealing
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lys_pro_trp_box.pdb, model: cartesian, random displacements: cartesian

high resol: 2.50, algorithm: annealing

0 1 2 3 4
0

1

2

3

4
w0010_t2500_c250: 1.65

0 1 2 3 4
0

1

2

3

4
w0010_t2500_c500: 1.61

0 1 2 3 4
0

1

2

3

4
w0010_t5000_c250: 1.65

0 1 2 3 4
0

1

2

3

4
w0010_t5000_c500: 1.61

RMSD start (Å)

R
M

SD
 f

in
al

 (
Å

)

0 1 2 3 4
0

1

2

3

4
w0100_t2500_c250: 1.38

0 1 2 3 4
0

1

2

3

4
w0100_t2500_c500: 1.23

0 1 2 3 4
0

1

2

3

4
w0100_t5000_c250: 1.38

0 1 2 3 4
0

1

2

3

4
w0100_t5000_c500: 1.22

0 1 2 3 4
0

1

2

3

4
w0500_t2500_c250: 1.04

0 1 2 3 4
0

1

2

3

4
w0500_t2500_c500: 0.97

0 1 2 3 4
0

1

2

3

4
w0500_t5000_c250: 1.04

0 1 2 3 4
0

1

2

3

4
w0500_t5000_c500: 0.96



lys_pro_trp_box.pdb, model: torsion, random displacements: cartesian

high resol: 3.75, algorithm: annealing
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lys_pro_trp_box.pdb, model: cartesian, random displacements: cartesian

high resol: 3.75, algorithm: annealing

0 1 2 3 4 5
0

1

2

3

4

5
w0010_t2500_c250: 2.44

0 1 2 3 4 5
0

1

2

3

4

5
w0010_t2500_c500: 2.42

0 1 2 3 4 5
0

1

2

3

4

5
w0010_t5000_c250: 2.44

0 1 2 3 4 5
0

1

2

3

4

5
w0010_t5000_c500: 2.42

RMSD start (Å)

R
M

SD
 f

in
al

 (
Å

)

0 1 2 3 4 5
0

1

2

3

4

5
w0100_t2500_c250: 2.27

0 1 2 3 4 5
0

1

2

3

4

5
w0100_t2500_c500: 2.14

0 1 2 3 4 5
0

1

2

3

4

5
w0100_t5000_c250: 2.27

0 1 2 3 4 5
0

1

2

3

4

5
w0100_t5000_c500: 2.13

0 1 2 3 4 5
0

1

2

3

4

5
w0500_t2500_c250: 1.83

0 1 2 3 4 5
0

1

2

3

4

5
w0500_t2500_c500: 1.67

0 1 2 3 4 5
0

1

2

3

4

5
w0500_t5000_c250: 1.83

0 1 2 3 4 5
0

1

2

3

4

5
w0500_t5000_c500: 1.68



lys_pro_trp_box.pdb, model: torsion, random displacements: cartesian

high resol: 5.00, algorithm: annealing
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lys_pro_trp_box.pdb, model: cartesian, random displacements: cartesian

high resol: 5.00, algorithm: annealing
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