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Plot statistics

Residues in most favoured regions  [A,B,L]             2423  89.0%
Residues in additional allowed regions  [a,b,l,p]       283  10.4%
Residues in generously allowed regions  [~a,~b,~l,~p]     12   0.4%
Residues in disallowed regions                            3   0.1%
                                                       ---- ------
Number of non-glycine and non-proline residues         2721 100.0%

Number of end-residues (excl. Gly and Pro)               24       

Number of glycine residues (shown as triangles)         276       
Number of proline residues                              135       
                                                       ----       
Total number of residues                               3156       

Based on an analysis of 118 structures of resolution of at least 2.0 Angstroms
and R-factor no greater than 20%, a good quality model would be expected 

to have over 90% in the most favoured regions.
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Ramachandran plots for all residue types
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.            
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Ramachandran plots for all residue types
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.            
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Ramachandran plots for all residue types
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.            
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Chi1-Chi2 plots
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.            
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.            
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Plot statistics
Comparison values No. of

                                No. of   Parameter  Typical   Band    band widths       
Stereochemical parameter       data pts    value     value    width    from mean        

a. %-tage residues in A, B, L   2721        89.0      61.7    10.0        2.7    BETTER 
b. Omega angle st dev           3141         5.4       6.0     3.0       -0.2    Inside 
c. Bad contacts / 100 residues      7         0.2      24.7    10.0       -2.4    BETTER 
d. Zeta angle st dev            2880         1.7       3.1     1.6       -0.9    Inside 
e. H-bond energy st dev         2111         0.7       1.1     0.2       -1.8    BETTER 
f. Overall G-factor             3156         0.1      -0.9     0.3        3.3    BETTER 
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Plot statistics
Comparison values No. of

                                No. of   Parameter  Typical   Band    band widths       
Stereochemical parameter       data pts    value     value    width    from mean        

a. Chi-1 gauche minus st dev     306        12.2      29.1     6.5       -2.6    BETTER 
b. Chi-1 trans st dev            891        15.1      27.9     5.3       -2.4    BETTER 
c. Chi-1 gauche plus st dev     1278        12.5      26.6     4.9       -2.9    BETTER 
d. Chi-1 pooled st dev          2475        13.5      27.4     4.8       -2.9    BETTER 
e. Chi-2 trans st dev            882        16.7      26.9     5.0       -2.0    BETTER 
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c. C-alpha chirality: abs. deviation of zeta torsion
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c. C-alpha chirality: abs. deviation of zeta torsion
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d. Secondary structure & estimated accessibility
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d. Secondary structure & estimated accessibility
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c. C-alpha chirality: abs. deviation of zeta torsion
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d. Secondary structure & estimated accessibility

B

Key:- Helix Beta strand Random coil Accessibility shading: Buried Accessible

e. Sequence & Ramachandran regions

DTS SE FNTQRVECLELDNLMETAYATAVSANFRTE SRGAHSRFDF PDRDDENWLCHS LYLP ES ESMTRRSVNMEPKLRPAF P PK I RTY  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

MR

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

* *
*

. . . *
+

*
+

*
+

. *
+

* * * * . * * *
+

. *
+

. * . * * . . * * * *
+

* . * *
+

. *
+

. . * *
+

*
+

. *
+

*
*

* *
+

* *
*

*
+

*
+

* *
+

* *
*

*
+

. * . *
*
+

* *
*
+

. * *
+

. * *
*

* *
*
+

*
*

. *
+

*
*
+

* *
*

. . *
+

*
+

. * *
+

* *
+

* *
+

. * *
+

g. G-factors
Phi-psi    
Chi1-chi2  
Chi1 only  
Chi3 & chi4
Omega      
Dihedrals  

MC bonds   
MC angles  
Mainchain  

Overall    

505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 
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pdb2ws3_06.ps

Residue properties
pdb2ws3

PROCHECK

   20

   40

   60

   80

  100
a. Absolute deviation from mean Chi-1 value (excl. Pro)

Residue number

C
hi

-1
 a

bs
. m

ea
n 

de
v.

3 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 

    6

   12

   18

   24

   30
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

3 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 

    2

    4

    6

    8

   10
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

3 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

Key:- Helix Beta strand Random coil Accessibility shading: Buried Accessible

e. Sequence & Ramachandran regions

LEF S I YRYNPDVDDAPRMQDYTLEADEGRDMMLLDAL I QLKEKDP SL S FRRSCREGVCGSDGLNMNGKNGLAC I T P I SALNQPGKK I V I RP LPGL PV I RD

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

* * *
*

* * * *
+

* . . . * . *
*

. * *
+

. . . . *
*

* . . * . * *
+

. *
*

* * *
+

*
+

* . * * . *
*

* *
+

*
+

* * . . . . *
*

*
*

* *
*

* . * * . *
*

*
+

*
+

* * * * *
+

. . . . * . * *
+

*
+

*
+

. *
+

*
*
+

* *
+

* . *
*

*
*

*
*

*
+

*
+

. *
+

. *
+

. * *
+

. * *
+

*
*
*
*

g. G-factors
Phi-psi    
Chi1-chi2  
Chi1 only  
Chi3 & chi4
Omega      
Dihedrals  

MC bonds   
MC angles  
Mainchain  

Overall    

3 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 
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pdb2ws3_06.ps

Residue properties
pdb2ws3

PROCHECK

   20

   40

   60

   80

  100
a. Absolute deviation from mean Chi-1 value (excl. Pro)

Residue number

C
hi

-1
 a

bs
. m

ea
n 

de
v.

103 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 

    6

   12

   18

   24

   30
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

103 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 

    2

    4

    6

    8

   10
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

103 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

Key:- Helix Beta strand Random coil Accessibility shading: Buried Accessible

e. Sequence & Ramachandran regions

LVVDMGQFYAQYEK I KPYLLNNGQNP PAREHLQMP EQREKLDGLYEC I LCACCST SCP S FWWNPDKF I GPAGLLAAYRF L I DSRDTETDSRLDGL SDAF S

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

. * *
+

*
+

* *
*
+

* * * . . * . *
+

* * *
+

*
*
+

*
+

. *
*

* . * . * *
+

. *
*

*
+

* . * . *
+

*
*

* * *
*
+

*
+

. * . . . * * * . . * . . . * . . *
+

*
*

*
+

*
+

*
+

*
+

* . * . . . *
+

. . * * . . * *
*
*

*
*
*

* *
+

. *
*

. . . * . * *
+

* . *
+

. *
+

. . *
+

* .

g. G-factors
Phi-psi    
Chi1-chi2  
Chi1 only  
Chi3 & chi4
Omega      
Dihedrals  

MC bonds   
MC angles  
Mainchain  

Overall    

103 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 
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pdb2ws3_06.ps

Residue properties
pdb2ws3

PROCHECK

   20

   40

   60

   80

  100
a. Absolute deviation from mean Chi-1 value (excl. Pro)

Residue number

C
hi

-1
 a

bs
. m

ea
n 

de
v.

203 210 215 220 225 230 235 15 20 25 30 35 40 45 50 55 60 

    6

   12

   18

   24

   30
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

203 210 215 220 225 230 235 15 20 25 30 35 40 45 50 55 60 

    2

    4

    6

    8

   10
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

203 210 215 220 225 230 235 15 20 25 30 35 40 45 50 55 60 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

C

Key:- Helix Beta strand Random coil Accessibility shading: Buried Accessible

e. Sequence & Ramachandran regions

VFRCHS IMNCVSVCPKGLNPTRA I GH I KSMLLQRNA  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

QRPVNLDLQT I RF P I TA I AS I LHRVSGV I TFVAVG I LLWLLGT SL S S PEGF EQA

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

*
*

*
+

* * * * * *
*

*
*

*
*
+

* *
*

*
*
*
*

* * * * * *
+

* *
+

* . *
+

*
+

. . * *
*

. . . * *
*
+

*
7
.
4
*

. * * *
+

*
+

*
+

*
*

* *
+

. * *
+

* . * *
*

* *
+

. * * * . * * *
+

* . . . * * . . . *
+

* *
+

*
*

. . . * * *
*
*
+

*
2
.
5
*

. *
+

* . *
+

. * . *
+

g. G-factors
Phi-psi    
Chi1-chi2  
Chi1 only  
Chi3 & chi4
Omega      
Dihedrals  

MC bonds   
MC angles  
Mainchain  

Overall    

203 210 215 220 225 230 235 15 20 25 30 35 40 45 50 55 60 

Page  9



pdb2ws3_06.ps

Residue properties
pdb2ws3

PROCHECK

   20

   40

   60

   80

  100
a. Absolute deviation from mean Chi-1 value (excl. Pro)

Residue number

C
hi

-1
 a

bs
. m

ea
n 

de
v.

62 70 75 80 85 90 95 100 105 110 115 120 125 15 20 25 30 

    6

   12

   18

   24

   30
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

62 70 75 80 85 90 95 100 105 110 115 120 125 15 20 25 30 

    2

    4

    6

    8

   10
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

62 70 75 80 85 90 95 100 105 110 115 120 125 15 20 25 30 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

D

Key:- Helix Beta strand Random coil Accessibility shading: Buried Accessible

e. Sequence & Ramachandran regions

SA IMGS F FVKF IMWG I LTALAYHVVVG I RHMMMDFGYLEET FEAGKRSAK I S FV I TVVL SLLAGVLV  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

NGVHDF I LVRATA I VLTLY I I YM

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

*
*

* . *
+

*
+

*
+

*
+

. . * *
*

* *
+

* *
+

*
+

. * *
+

. . *
*

*
+

* . *
+

* . * *
+

. . . . . . * * . * . . . *
*

*
+

* *
+

. . * * . . * . * * . . * . * * . *
+

*
*

*
+

* . *
+

*
+

* . . . * *
*

*
+

. . . * * . . . * * . *

g. G-factors
Phi-psi    
Chi1-chi2  
Chi1 only  
Chi3 & chi4
Omega      
Dihedrals  

MC bonds   
MC angles  
Mainchain  

Overall    

62 70 75 80 85 90 95 100 105 110 115 120 125 15 20 25 30 
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pdb2ws3_06.ps

Residue properties
pdb2ws3

PROCHECK

   20

   40

   60

   80

  100
a. Absolute deviation from mean Chi-1 value (excl. Pro)

Residue number

C
hi

-1
 a

bs
. m

ea
n 

de
v.

34 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 5 

    6

   12

   18

   24

   30
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

34 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 5 

    2

    4

    6

    8

   10
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

34 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 5 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

E

Key:- Helix Beta strand Random coil Accessibility shading: Buried Accessible

e. Sequence & Ramachandran regions

VGF FATSGELTYEVWI GF FASAF TKVF TLLALF S I L I HAWI GMWQVLTDFVKP LALRLMLQLV I VVALVVYV I YGFVVVWGV  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

MKL PVRE F

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

*
*

* * *
+

. * * . . . *
+

*
+

* *
+

*
+

*
+

* . *
*
+

*
+

*
+

* * . . *
+

*
+

. * * . * * * * *
*

* *
*

. * * * *
+

. * *
+

. *
*
*
+

*
*
+

*
*
*
*

* . *
*

. *
+

. . . . . . * * * *
+

* * * . * * * . *
*

* *
*

* * *
+

. . *
*

. *
*
+

*
*

* . * *
+

.

g. G-factors
Phi-psi    
Chi1-chi2  
Chi1 only  
Chi3 & chi4
Omega      
Dihedrals  

MC bonds   
MC angles  
Mainchain  

Overall    

34 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 5 
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pdb2ws3_06.ps

Residue properties
pdb2ws3

PROCHECK

   20

   40

   60

   80

  100
a. Absolute deviation from mean Chi-1 value (excl. Pro)

Residue number

C
hi

-1
 a

bs
. m

ea
n 

de
v.

9 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 

    6

   12

   18

   24

   30
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

9 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 

    2

    4

    6

    8

   10
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

9 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

Key:- Helix Beta strand Random coil Accessibility shading: Buried Accessible

e. Sequence & Ramachandran regions

DAVV I GAGGAGMRAALQ I SQSGQTCALLSKVF P TRSHTVSAQGG I TVALGNTHEDNWEWHMYDTVKGSDY I GDQDA I EYMCKTGP EA I LELEHMGLP F SR

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

*
+

. . *
+

* . * *
+

* . *
+

* * . * . * * * *
*

*
+

* * . * . . *
+

. *
+

* * *
*

* *
*

* . . * . *
*
+

*
*

. . *
+

* . . . . . * *
+

* * . . . * * * * . . . * *
+

*
*

*
*

*
+

*
*

. *
+

*
*
+

. . . * . * . * . *
6
.
4
*

*
+

*
*

. * * * * * *
+

*
+

* * *
*

*
*

* *
*

g. G-factors
Phi-psi    
Chi1-chi2  
Chi1 only  
Chi3 & chi4
Omega      
Dihedrals  

MC bonds   
MC angles  
Mainchain  

Overall    

9 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 
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pdb2ws3_06.ps

Residue properties
pdb2ws3

PROCHECK

   20

   40

   60

   80

  100
a. Absolute deviation from mean Chi-1 value (excl. Pro)

Residue number

C
hi

-1
 a

bs
. m

ea
n 

de
v.

109 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 

    6

   12

   18

   24

   30
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

109 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 

    2

    4

    6

    8

   10
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

109 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

Key:- Helix Beta strand Random coil Accessibility shading: Buried Accessible

e. Sequence & Ramachandran regions

LDDGR I YQRP FGGQSKNFGGEQAARTAAAADRTGHALLHTLYQQNLKNHTT I F SEWYALDLVKNQDGAVVGCTALC I ETGEVVYFKARATVLATGGAGR I

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

. . . . . . . . * *
+

*
*
+

* * . *
+

*
+

* * . * *
+

. * . * . * *
+

*
+

*
*

. *
+

. * *
+

* * * * * * * . * * . *
+

. . * *
+

*
+

*
+

*
+

*
*

. *
*

*
+

* *
+

* . *
*

. * . . . . * . . . . *
+

* * *
*

. . * *
+

*
+

. . . * *
*
+

* * . *
+

*
*
+

. *
+

*
+

. * *
+

.

g. G-factors
Phi-psi    
Chi1-chi2  
Chi1 only  
Chi3 & chi4
Omega      
Dihedrals  

MC bonds   
MC angles  
Mainchain  

Overall    

109 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 

Page 13



pdb2ws3_06.ps

Residue properties
pdb2ws3

PROCHECK

   20

   40

   60

   80

  100
a. Absolute deviation from mean Chi-1 value (excl. Pro)

Residue number

C
hi

-1
 a

bs
. m

ea
n 

de
v.

209 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 

    6

   12

   18

   24

   30
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

209 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 

    2

    4

    6

    8

   10
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

209 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

Key:- Helix Beta strand Random coil Accessibility shading: Buried Accessible

e. Sequence & Ramachandran regions

YQS TTNAH I NTGDGVGMA I RAGVPVQDMEMWQFHP TG I AGAGVLVTEGCRGEGGYLLNKHGERFMERYAPNAKDLAGRDVVARS IMI E I REGRGCDGPWG

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

. *
+

. . *
+

* . . . *
+

. . . . . *
+

* . * * * . * *
*

*
+

* . . . . * *
+

. . *
+

*
*
*
+

*
+

. . . . . . *
*
*
*

*
*
+

* * *
+

. * . . * * . * * . . . . *
*
+

*
*
+

. *
*

* * . * . *
+

. *
*

. * * *
+

* . * . *
*

* * . . * . . *
*

*
+

. *
+

*
+

*
*
+

*
*

. * *
+

*

g. G-factors
Phi-psi    
Chi1-chi2  
Chi1 only  
Chi3 & chi4
Omega      
Dihedrals  

MC bonds   
MC angles  
Mainchain  

Overall    

209 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 

Page 14



pdb2ws3_06.ps

Residue properties
pdb2ws3

PROCHECK

   20

   40

   60

   80

  100
a. Absolute deviation from mean Chi-1 value (excl. Pro)

Residue number

C
hi

-1
 a

bs
. m

ea
n 

de
v.

309 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 

    6

   12

   18

   24

   30
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

309 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 

    2

    4

    6

    8

   10
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

309 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

Key:- Helix Beta strand Random coil Accessibility shading: Buried Accessible

e. Sequence & Ramachandran regions

PHAKLKLDHLGKEVLESRL PG I LEL SRTFAHVDPVKE P I PV I P TCHYMMGG I P TKVTGQALTVNEKGEDVVVPGL FAVGE I ACVSVHGANRLGGNSLLDL

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

*
+

*
*
+

. *
+

. . *
*

* . . * * . *
+

. *
*

*
*
+

*
*

*
+

*
+

. *
+

. *
*

. * * * *
*
+

*
8
.
4
*

*
+

* *
+

* . *
*

*
*

*
+

* *
+

. * *
+

* *
*
+

*
+

. . *
*

* . *
+

*
+

*
*
*

*
+

* . * * . *
*

* *
+

. *
*
*

. . . *
*

*
*
*

*
+

*
+

* * . . . . . * . *
*

* *
+

. . * *
+

. . * . *
*

. *
*

. . *
+

*
+

*
*

g. G-factors
Phi-psi    
Chi1-chi2  
Chi1 only  
Chi3 & chi4
Omega      
Dihedrals  

MC bonds   
MC angles  
Mainchain  

Overall    

c

c

c = cis-peptide

309 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 
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pdb2ws3_06.ps

Residue properties
pdb2ws3

PROCHECK

   20

   40

   60

   80

  100
a. Absolute deviation from mean Chi-1 value (excl. Pro)

Residue number

C
hi

-1
 a

bs
. m

ea
n 

de
v.

409 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 

    6

   12

   18

   24

   30
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

409 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 

    2

    4

    6

    8

   10
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

409 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

Key:- Helix Beta strand Random coil Accessibility shading: Buried Accessible

e. Sequence & Ramachandran regions

VVFGRAAGLHLQE S I AEQGALRDAS ESDVEASLDRLNRWNNNRNGEDPVA I RKALQECMQHNF SVFREGDAMAKGLEQLKV I RERLKNARLDDTS SE FNT

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

* *
+

*
+

. . . * . * *
*
*

*
+

*
*
+

* . . . . *
*
+

*
+

. . * *
+

* . * * . . *
+

* * *
*
+

*
+

* * * *
+

* *
*

*
*
*

* *
+

. * *
+

. * * *
*

* * . * *
+

. . . . * *
*

*
*
+

. . . * *
+

*
+

* *
+

. * * *
*

. . * * * . * * *
+

*
+

. . *
+

*
+

*
+

*
+

* *
*

* *
*

. . . *
+

*
*

*

g. G-factors
Phi-psi    
Chi1-chi2  
Chi1 only  
Chi3 & chi4
Omega      
Dihedrals  

MC bonds   
MC angles  
Mainchain  

Overall    

409 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 
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pdb2ws3_06.ps

Residue properties
pdb2ws3

PROCHECK

   20

   40

   60

   80

  100
a. Absolute deviation from mean Chi-1 value (excl. Pro)

Residue number

C
hi

-1
 a

bs
. m

ea
n 

de
v.

509 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 5 10 

    6

   12

   18

   24

   30
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

509 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 5 10 

    2

    4

    6

    8

   10
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

509 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 5 10 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

F

Key:- Helix Beta strand Random coil Accessibility shading: Buried Accessible

e. Sequence & Ramachandran regions

QRVECLELDNLMETAYATAVSANFRTE SRGAHSRFDF PDRDDENWLCHS LYLP ES ESMTRRSVNMEPKLRPAF P PK I RTY  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

MRLEF S I YRY

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

. . * * . * * . * *
*

* *
+

* * . * * . . . *
+

* *
+

* . *
+

*
+

* *
+

. . * *
+

*
+

. * *
*

* *
+

* * *
+

*
+

* *
*

* *
*

*
+

. *
+

. *
*
+

* *
*
+

. * *
+

. * *
+

*
+

*
*
+

*
*

. *
+

*
*
+

* *
*

. * *
+

* . * *
+

. *
+

* *
+

. * *
+

* . *
*
*

* . * * *

g. G-factors
Phi-psi    
Chi1-chi2  
Chi1 only  
Chi3 & chi4
Omega      
Dihedrals  

MC bonds   
MC angles  
Mainchain  

Overall    

509 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 5 10 
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pdb2ws3_06.ps

Residue properties
pdb2ws3

PROCHECK

   20

   40

   60

   80

  100
a. Absolute deviation from mean Chi-1 value (excl. Pro)

Residue number

C
hi

-1
 a

bs
. m

ea
n 

de
v.

11 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 

    6

   12

   18

   24

   30
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

11 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 

    2

    4

    6

    8

   10
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

11 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

Key:- Helix Beta strand Random coil Accessibility shading: Buried Accessible

e. Sequence & Ramachandran regions

NPDVDDAPRMQDYTLEADEGRDMMLLDAL I QLKEKDP SL S FRRSCREGVCGSDGLNMNGKNGLAC I T P I SALNQPGKK I V I RP LPGL PV I RDLVVDMGQF

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

. *
+

. * . *
+

* * . . . . * *
+

* . * . . . *
*

. . . * . *
+

. . * * . *
*

. *
+

*
+

* * . . . . *
+

*
+

* *
*

* . * * . *
*

* * * * * * * * . . . * . *
+

*
+

*
+

*
+

* *
+

*
*
+

* *
+

* . *
*

*
*

*
+

*
+

*
+

. *
+

. *
+

. *
+

*
*

. * *
+

*
*
*
*

* * *
*

*
+

*
+

*
*
*

* .

g. G-factors
Phi-psi    
Chi1-chi2  
Chi1 only  
Chi3 & chi4
Omega      
Dihedrals  

MC bonds   
MC angles  
Mainchain  

Overall    

11 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 

Page 18



pdb2ws3_06.ps

Residue properties
pdb2ws3

PROCHECK

   20

   40

   60

   80

  100
a. Absolute deviation from mean Chi-1 value (excl. Pro)

Residue number

C
hi

-1
 a

bs
. m

ea
n 

de
v.

111 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 

    6

   12

   18

   24

   30
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

111 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 

    2

    4

    6

    8

   10
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

111 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

Key:- Helix Beta strand Random coil Accessibility shading: Buried Accessible

e. Sequence & Ramachandran regions

YAQYEK I KPYLLNNGQNP PAREHLQMP EQREKLDGLYEC I LCACCST SCP S FWWNPDKF I GPAGLLAAYRF L I DSRDTETDSRLDGL SDAF SVFRCHS IM

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

* . . * . *
+

* *
+

*
+

*
*

*
+

. . * . . . * *
+

. *
*

*
+

. . * . * *
*

* * *
*
+

*
*

. * . . *
+

* *
+

. . . . . . . * . . *
+

*
*

*
+

* *
+

*
+

* . * . . . *
+

. . * * . . . *
*
*

*
*
*

. *
+

. *
*

. * . * . * *
+

* . * *
+

*
+

* * *
+

*
+

. *
+

*
+

*
+

* . *
+

* *
*
+

g. G-factors
Phi-psi    
Chi1-chi2  
Chi1 only  
Chi3 & chi4
Omega      
Dihedrals  

MC bonds   
MC angles  
Mainchain  

Overall    

111 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 
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pdb2ws3_06.ps

Residue properties
pdb2ws3

PROCHECK

   20

   40

   60

   80

  100
a. Absolute deviation from mean Chi-1 value (excl. Pro)

Residue number

C
hi

-1
 a

bs
. m

ea
n 

de
v.

211 220 225 230 235 15 20 25 30 35 40 45 50 55 60 65 

    6

   12

   18

   24

   30
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

211 220 225 230 235 15 20 25 30 35 40 45 50 55 60 65 

    2

    4

    6

    8

   10
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

211 220 225 230 235 15 20 25 30 35 40 45 50 55 60 65 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

G

Key:- Helix Beta strand Random coil Accessibility shading: Buried Accessible

e. Sequence & Ramachandran regions

NCVSVCPKGLNPTRA I GH I KSMLLQRNA  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

QRPVNLDLQT I RF P I TA I AS I LHRVSGV I TFVAVG I LLWLLGT SL S S PEGF EQASA IMGS F F

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

*
*

*
*

* *
*

*
*
*
+

* * * * * *
+

* * * . *
+

*
+

. . * *
*
+

. * * * *
+

*
*
*
*

. . . *
+

*
+

*
+

*
*

* *
+

. *
+

*
+

* . * *
*

. *
+

* *
+

* * * *
+

* *
+

* . . * . * . . . *
+

. *
+

*
*

. . . * *
+

*
*
*
+

*
1
.
5
*

* *
+

* * . . . . * *
+

* * *
+

* *
+

* .

g. G-factors
Phi-psi    
Chi1-chi2  
Chi1 only  
Chi3 & chi4
Omega      
Dihedrals  

MC bonds   
MC angles  
Mainchain  

Overall    

211 220 225 230 235 15 20 25 30 35 40 45 50 55 60 65 
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pdb2ws3_06.ps

Residue properties
pdb2ws3

PROCHECK

   20

   40

   60

   80

  100
a. Absolute deviation from mean Chi-1 value (excl. Pro)

Residue number

C
hi

-1
 a

bs
. m

ea
n 

de
v.

70 75 80 85 90 95 100 105 110 115 120 125 15 20 25 30 35 40 

    6

   12

   18

   24

   30
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

70 75 80 85 90 95 100 105 110 115 120 125 15 20 25 30 35 40 

    2

    4

    6

    8

   10
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

70 75 80 85 90 95 100 105 110 115 120 125 15 20 25 30 35 40 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

H

Key:- Helix Beta strand Random coil Accessibility shading: Buried Accessible

e. Sequence & Ramachandran regions

VKF IMWG I LTALAYHVVVG I RHMMMDFGYLEET FEAGKRSAK I S FV I TVVL SLLAGVLV  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

NGVHDF I LVRATA I VLTLY I I YMVGF FATSG

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

* * *
+

* *
+

*
+

*
*

*
*

* * *
+

. . *
*

*
+

. . *
+

*
+

* *
+

*
+

* . . . * . * * * * . . . *
*

*
+

* * * . * * . . *
+

. . * . . * . * * * *
+

*
*

*
+

. . *
+

* *
+

. . * *
+

*
*

* . . * * * . . . *
+

* . * *
*

* * *
+

*
*
+

. . *

g. G-factors
Phi-psi    
Chi1-chi2  
Chi1 only  
Chi3 & chi4
Omega      
Dihedrals  

MC bonds   
MC angles  
Mainchain  

Overall    

70 75 80 85 90 95 100 105 110 115 120 125 15 20 25 30 35 40 
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pdb2ws3_06.ps

Residue properties
pdb2ws3

PROCHECK

   20

   40

   60

   80

  100
a. Absolute deviation from mean Chi-1 value (excl. Pro)

Residue number

C
hi

-1
 a

bs
. m

ea
n 

de
v.

42 50 55 60 65 70 75 80 85 90 95 100 105 110 115 5 10 15 

    6

   12

   18

   24

   30
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

42 50 55 60 65 70 75 80 85 90 95 100 105 110 115 5 10 15 

    2

    4

    6

    8

   10
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

42 50 55 60 65 70 75 80 85 90 95 100 105 110 115 5 10 15 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

I

Key:- Helix Beta strand Random coil Accessibility shading: Buried Accessible

e. Sequence & Ramachandran regions

ELTYEVWI GF FASAF TKVF TLLALF S I L I HAWI GMWQVLTDFVKP LALRLMLQLV I VVALVVYV I YGFVVVWGV  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

MKL PVRE FDAVV I GAG

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

. . *
+

*
+

* *
+

* *
+

* . *
*
+

*
*

*
+

* * . * * *
+

* * * . * * * * *
+

* *
+

. * *
+

*
+

*
+

. *
+

*
+

. *
*
*
+

*
*
+

*
*
*
*

*
+

* *
+

* *
+

. . * . . . * * *
+

* * * . . * * * . *
*
+

* *
*

* *
+

*
+

* . *
*

* *
*
+

*
*
+

* . * *
+

* *
+

*
+

. * . . *
+

*
*

g. G-factors
Phi-psi    
Chi1-chi2  
Chi1 only  
Chi3 & chi4
Omega      
Dihedrals  

MC bonds   
MC angles  
Mainchain  

Overall    

42 50 55 60 65 70 75 80 85 90 95 100 105 110 115 5 10 15 
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pdb2ws3_06.ps

Residue properties
pdb2ws3

PROCHECK

   20

   40

   60

   80

  100
a. Absolute deviation from mean Chi-1 value (excl. Pro)

Residue number

C
hi

-1
 a

bs
. m

ea
n 

de
v.

17 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 

    6

   12

   18

   24

   30
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

17 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 

    2

    4

    6

    8

   10
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

17 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

Key:- Helix Beta strand Random coil Accessibility shading: Buried Accessible

e. Sequence & Ramachandran regions

GAGMRAALQ I SQSGQTCALLSKVF P TRSHTVSAQGG I TVALGNTHEDNWEWHMYDTVKGSDY I GDQDA I EYMCKTGP EA I LELEHMGLP F SRLDDGR I YQ

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

*
+

* * *
+

* . * . * * * *
*

*
+

* * *
+

. . . * . *
*
+

*
+

* *
*
+

. *
*

* . . * * *
*
+

*
+

. . *
+

* . * . . . . *
+

* * . * . * * * * . . . * *
+

*
*

*
*

* *
+

. *
+

*
*

. . . * . *
+

. * * *
6
.
4
*

*
+

*
*

. * * *
+

* * *
+

*
+

*
+

* *
+

* *
+

*
*

. . . . . . * .

g. G-factors
Phi-psi    
Chi1-chi2  
Chi1 only  
Chi3 & chi4
Omega      
Dihedrals  

MC bonds   
MC angles  
Mainchain  

Overall    

17 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 
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pdb2ws3_06.ps

Residue properties
pdb2ws3

PROCHECK

   20

   40

   60

   80

  100
a. Absolute deviation from mean Chi-1 value (excl. Pro)

Residue number

C
hi

-1
 a

bs
. m

ea
n 

de
v.

117 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 

    6

   12

   18

   24

   30
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

117 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 

    2

    4

    6

    8

   10
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

117 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

Key:- Helix Beta strand Random coil Accessibility shading: Buried Accessible

e. Sequence & Ramachandran regions

RP FGGQSKNFGGEQAARTAAAADRTGHALLHTLYQQNLKNHTT I F SEWYALDLVKNQDGAVVGCTALC I ETGEVVYFKARATVLATGGAGR I YQS TTNAH

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

*
+

* *
*
+

* *
+

*
+

*
+

*
*

. * . . *
+

. . . *
+

. *
+

*
*

*
*

*
*

. *
+

. * *
+

*
+

* * * . * * * * * * * * . * *
+

*
+

*
+

* *
*

. *
+

*
+

. *
+

. . *
+

. * . . . . * . *
+

. . *
*

*
+

. *
*

. . . *
+

*
+

* . * *
+

*
*
+

* * * * *
*
+

. *
+

*
*

. * *
+

* . *
+

. . * *
*

. *

g. G-factors
Phi-psi    
Chi1-chi2  
Chi1 only  
Chi3 & chi4
Omega      
Dihedrals  

MC bonds   
MC angles  
Mainchain  

Overall    

117 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 
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pdb2ws3_06.ps

Residue properties
pdb2ws3

PROCHECK

   20

   40

   60

   80

  100
a. Absolute deviation from mean Chi-1 value (excl. Pro)

Residue number

C
hi

-1
 a

bs
. m

ea
n 

de
v.

217 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 

    6

   12

   18

   24

   30
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

217 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 

    2

    4

    6

    8

   10
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

217 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

Key:- Helix Beta strand Random coil Accessibility shading: Buried Accessible

e. Sequence & Ramachandran regions

I NTGDGVGMA I RAGVPVQDMEMWQFHP TG I AGAGVLVTEGCRGEGGYLLNKHGERFMERYAPNAKDLAGRDVVARS IMI E I REGRGCDGPWGPHAKLKLD

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

. * . . . . . *
+

* . * * *
+

. * *
*

*
*

* * . . . * *
+

. . *
+

*
*
*

*
+

. . . . . . *
*
*
*

*
*

*
+

* *
*

* *
+

. . * . . * *
+

. . . . *
*
+

*
*

. *
*

. * . . * *
+

. *
*

. * * * * . * * *
*

. . . . * . . *
*

*
+

. *
+

*
+

*
*

*
*

. * *
+

* *
+

*
*
+

. *
+

. . * *

g. G-factors
Phi-psi    
Chi1-chi2  
Chi1 only  
Chi3 & chi4
Omega      
Dihedrals  

MC bonds   
MC angles  
Mainchain  

Overall    

217 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 
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pdb2ws3_06.ps

Residue properties
pdb2ws3

PROCHECK

   20

   40

   60

   80

  100
a. Absolute deviation from mean Chi-1 value (excl. Pro)

Residue number

C
hi

-1
 a

bs
. m

ea
n 

de
v.

317 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 

    6

   12

   18

   24

   30
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

317 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 

    2

    4

    6

    8

   10
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

317 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

Key:- Helix Beta strand Random coil Accessibility shading: Buried Accessible

e. Sequence & Ramachandran regions

HLGKEVLESRL PG I LEL SRTFAHVDPVKE P I PV I P TCHYMMGG I P TKVTGQALTVNEKGEDVVVPGL FAVGE I ACVSVHGANRLGGNSLLDLVVFGRAAG

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

. . * * . *
+

. *
*

*
*
+

*
*

* *
+

. * * *
*

. * * *
+

*
*
+

* . . * * . *
*
+

*
+

*
+

*
+

*
+

. *
+

*
+

* *
*
+

*
+

* . *
*

* * *
+

*
+

*
*
+

*
+

. . . * . *
*
+

* *
+

. *
*
*

. . . *
*
+

*
*
+

*
+

*
+

* * . . . . . * *
*

*
+

* *
*

. . * * . . * . *
*

. *
*

. . *
+

*
+

*
+

* * *
+

* . . . .

g. G-factors
Phi-psi    
Chi1-chi2  
Chi1 only  
Chi3 & chi4
Omega      
Dihedrals  

MC bonds   
MC angles  
Mainchain  

Overall    

c

c

c = cis-peptide

317 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 

Page 26



pdb2ws3_06.ps

Residue properties
pdb2ws3

PROCHECK

   20

   40

   60

   80

  100
a. Absolute deviation from mean Chi-1 value (excl. Pro)

Residue number

C
hi

-1
 a

bs
. m

ea
n 

de
v.

417 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 

    6

   12

   18

   24

   30
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

417 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 

    2

    4

    6

    8

   10
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.
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d. Secondary structure & estimated accessibility

Key:- Helix Beta strand Random coil Accessibility shading: Buried Accessible

e. Sequence & Ramachandran regions
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d. Secondary structure & estimated accessibility
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Key:- Helix Beta strand Random coil Accessibility shading: Buried Accessible

e. Sequence & Ramachandran regions

DNLMETAYATAVSANFRTE SRGAHSRFDF PDRDDENWLCHS LYLP ES ESMTRRSVNMEPKLRPAF P PK I RTY  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

MRLEF S I YRYNPDVDDAP

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

* *
+

. *
+

* * . * * . . . *
+

* *
+

. . * *
+

. *
+

. . . *
+

*
+

. * *
*

* *
+

. *
*

*
+

*
+

*
+

*
*

* *
*

*
+

. * . *
*

* *
*

. * *
+

. * * *
+

*
*
*

*
*

. *
+

*
*

*
+

*
*

. * * *
+

. * * * * * *
+

. * * * . *
*

* . * * *
+

. * . . . *
+

. *

g. G-factors
Phi-psi    
Chi1-chi2  
Chi1 only  
Chi3 & chi4
Omega      
Dihedrals  

MC bonds   
MC angles  
Mainchain  

Overall    

517 525 530 535 540 545 550 555 560 565 570 575 580 585 5 10 15 

Page 28



pdb2ws3_06.ps

Residue properties
pdb2ws3

PROCHECK

   20

   40

   60

   80

  100
a. Absolute deviation from mean Chi-1 value (excl. Pro)

Residue number

C
hi

-1
 a

bs
. m

ea
n 

de
v.

19 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 

    6

   12

   18

   24

   30
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

19 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 

    2

    4

    6

    8

   10
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d. Secondary structure & estimated accessibility

Key:- Helix Beta strand Random coil Accessibility shading: Buried Accessible

e. Sequence & Ramachandran regions

RMQDYTLEADEGRDMMLLDAL I QLKEKDP SL S FRRSCREGVCGSDGLNMNGKNGLAC I T P I SALNQPGKK I V I RP LPGL PV I RDLVVDMGQFYAQYEK I K

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

. . . . * *
+

* . . . . . *
+

. . . . * *
+

. . * . * *
*

* *
+

*
+

* * . . . * *
+

*
+

* *
*

* . * * * *
*

* *
+

* * * . *
+

. . . . * . * *
+

*
+

*
+

. *
+

*
*
+

* *
+

* . *
*

*
+

*
*

*
+

*
+

. *
+

. *
+

. * *
+

. . *
+

*
*
*
*

. * *
*

*
+

*
+

*
*
*

* . * * . * * *
+

* *

g. G-factors
Phi-psi    
Chi1-chi2  
Chi1 only  
Chi3 & chi4
Omega      
Dihedrals  

MC bonds   
MC angles  
Mainchain  

Overall    

19 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 

Page 29



pdb2ws3_06.ps

Residue properties
pdb2ws3

PROCHECK

   20

   40

   60

   80

  100
a. Absolute deviation from mean Chi-1 value (excl. Pro)

Residue number

C
hi

-1
 a

bs
. m

ea
n 

de
v.

119 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 

    6

   12

   18

   24

   30
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

119 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 

    2

    4

    6

    8

   10
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

119 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 
Highlighted residues are those that
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d. Secondary structure & estimated accessibility

Key:- Helix Beta strand Random coil Accessibility shading: Buried Accessible

e. Sequence & Ramachandran regions
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c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

219 225 230 235 15 20 25 30 35 40 45 50 55 60 65 70 75 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility
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Key:- Helix Beta strand Random coil Accessibility shading: Buried Accessible

e. Sequence & Ramachandran regions
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d. Secondary structure & estimated accessibility
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Key:- Helix Beta strand Random coil Accessibility shading: Buried Accessible

e. Sequence & Ramachandran regions
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d. Secondary structure & estimated accessibility

Key:- Helix Beta strand Random coil Accessibility shading: Buried Accessible

e. Sequence & Ramachandran regions
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Black bars >  2.0 st. devs. from mean.
Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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Black bars >  2.0 st. devs. from mean.
Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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Black bars >  2.0 st. devs. from mean.
Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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Histograms showing RMS distances of planar atoms from best-fit plane.
Black bars indicate large deviations from planarity: RMS dist > 0.03 for rings, and > 0.02 otherwise.
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