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TYR 33 (X)
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THR 51 (Y)

Plot statistics

Residues in most favoured regions  [A,B,L]             1672  87.7%
Residues in additional allowed regions  [a,b,l,p]       223  11.7%
Residues in generously allowed regions  [~a,~b,~l,~p]      9   0.5%
Residues in disallowed regions                            2   0.1%
                                                       ---- ------
Number of non-glycine and non-proline residues         1906 100.0%

Number of end-residues (excl. Gly and Pro)               21       

Number of glycine residues (shown as triangles)         141       
Number of proline residues                               99       
                                                       ----       
Total number of residues                               2167       

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.



pdb2ibz_02.ps

Page  3
PROCHECK

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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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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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   1906        87.7      79.8    10.0        0.8    Inside 
b. Omega angle st dev           2151         1.3       6.0     3.0       -1.6    BETTER 
c. Bad contacts / 100 residues      5         0.2       7.6    10.0       -0.7    Inside 
d. Zeta angle st dev            2026         1.4       3.1     1.6       -1.0    BETTER 
e. H-bond energy st dev         1394         0.7       0.9     0.2       -0.8    Inside 
f. Overall G-factor             2167         0.3      -0.5     0.3        2.6    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     257        12.5      20.9     6.5       -1.3    BETTER 
b. Chi-1 trans st dev            608        14.6      21.2     5.3       -1.2    BETTER 
c. Chi-1 gauche plus st dev      892        13.8      19.8     4.9       -1.2    BETTER 
d. Chi-1 pooled st dev          1757        14.0      20.5     4.8       -1.3    BETTER 
e. Chi-2 trans st dev            495        14.5      22.0     5.0       -1.5    BETTER 
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c. C-alpha chirality: abs. deviation of zeta torsion
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deviate by more than 2.0 st. devs. from ideal     

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

AEVTQLSNG I VVATEHNP SAHTASVGVVFGSGAANENPYNNGVSNLWKN I F LSKENSAVAAKEGLAL S SN I SRDFQSY I VS SL PGSTDKSLDF LNQS F I Q

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    

27 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 

Page  1



pdb2ibz_06.ps

Residue properties
pdb2ibz

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.

127 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 

    2

    4

    6

    8

   10
b. Absolute deviation from mean of omega torsion
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c. C-alpha chirality: abs. deviation of zeta torsion
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deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility
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e. Sequence & Ramachandran regions
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d. Secondary structure & estimated accessibility
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e. Sequence & Ramachandran regions
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c. C-alpha chirality: abs. deviation of zeta torsion
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d. Secondary structure & estimated accessibility

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

e. Sequence & Ramachandran regions

GTFKS TLDREY I TLKAT FLKDDL PYYVNALADVLYKTAFKPHELTESVL PAARYDYAVAEQCPVKSAEDQLYA I T FRKGLGNP LLYDGVERVS LQD I KDF

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

. . . . . * . *
+

. . . *
+

* . . . * . *
+

. . . *
*

* * *
+

. . * . . *
*
*

. * *
+

*
7
.
8
*

*
+

. *
+

. * * * *
+

. *
*

. * * * . . *
*
*

*
+

. . . . . . *
+

* . . . * * *
+

*
+

. *
*
+

* . *
*

*
*

*
+

* *
*

. . *
*

*
*

*
+

. * . . . . . *
*

. . *
*

. . . *
*
*

*
*

.

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

MC bonds   
MC angles  
Mainchain  

Overall    

76 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 
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pdb2ibz_06.ps

Residue properties
pdb2ibz

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.

176 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 

    2

    4

    6

    8

   10
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

176 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 

    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.

176 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 
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

ADKVYTKENLEVSGENVVEADLKRFVDES LL STLPAGKS LVSKSE PKF F LGEENRVRF I GDSVAA I G I PVNKASLAQYEVLANYLTSAL SELSGL I S SAK

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    

176 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 
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pdb2ibz_06.ps

Residue properties
pdb2ibz

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.

276 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 

    2

    4

    6

    8

   10
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

276 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 

    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.

276 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 
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

LDKFTDGGL FTLFVRDQDSAVVS SN I KK I VADLKKGKDL S PA I NYTKLKNAVQNE SVS S P I ELNFDAVKDFKLGKFNYVAVGDVSNL PYLDEL  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

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    

276 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 
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pdb2ibz_06.ps

Residue properties
pdb2ibz

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.

1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 

    2

    4

    6

    8

   10
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

1 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.

1 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
C

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

e. Sequence & Ramachandran regions

MAFRKSNVYLS LVNSY I I DS PQP S S I NYWWNMGSLLGLCLV I Q I VTG I FMAMHYS SN I ELAF S SVEH IMRDVHNGY I LRYLHANGAS F F FMVMFMHMAKG

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    

1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 
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pdb2ibz_06.ps

Residue properties
pdb2ibz

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.

101 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 

    2

    4

    6

    8

   10
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

101 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 

    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.

101 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 
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

LYYGSYRS PRVTLWNVGV I I F TLT I ATAF LGYCCVYGQMSHWGATV I TNLF SA I P FVGND I VSWLWGGF SVSNPT I QRF FALHYLVP F I I AAMV IMHLMA

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

101 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 
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pdb2ibz_06.ps

Residue properties
pdb2ibz

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.

201 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 

    2

    4

    6

    8

   10
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

201 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 

    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.

201 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 
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

LH I HGS SNP LG I TGNLDR I PMHSYF I FKDLVTVFL FML I LALFVFYS PNTLGHPDNY I PGNPLVT PAS I VP EWYLLP FYA I LRS I PDKLLGV I TMFAA I L

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    

201 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 
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pdb2ibz_06.ps

Residue properties
pdb2ibz

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.

301 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 

    2

    4

    6

    8

   10
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

301 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 

    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.

301 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 
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

VLLVL P F TDRSVVRGNT FKVL SKF F F F I FVFNFVLLGQ I GACHVEVPYVLMGQ I ATF I YFAYF L I I VPV I S T I ENVL FY I GRVNK  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

MTAAE

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    

301 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 
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pdb2ibz_06.ps

Residue properties
pdb2ibz

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.

67 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 

    2

    4

    6

    8

   10
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

67 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 

    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.

67 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 
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

HGLHAPAYAWSHNGP FETFDHAS I RRGYQVYREVCAACHSLDRVAWRTLVGVSHTNEEVRNMAEE FEYDDE PDEQGNPKKRPGKL SDY I PGPYPNEQAAR

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    

67 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 
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pdb2ibz_06.ps

Residue properties
pdb2ibz

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.

167 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 

    2

    4

    6

    8

   10
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

167 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 

    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.

167 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 
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

AANQGAL P PDL SL I VKARHGGCDY I F S LLTGYPDE P PAGVALP PGSNYNPYF PGGS I AMARVL FDDMVEYEDGTPATTSQMAKDVTT FLNWCAEP EHDER

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

. * . *
+

* . . * * . . . . *
*

. * . . . . *
9
.
9

*

. * *
+

* * . * * *
*
*
*

* . *
+

. . * * . . . *
+

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

* . . *
+

. . . *
*

. . . *
*

. . * * * *
+

* . . . * *
*

. *
+

* . . . . * *
*

. . . *
+

. . . * * . *
+

*
*
+

. . *
+

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

MC bonds   
MC angles  
Mainchain  

Overall    

167 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 
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pdb2ibz_06.ps

Residue properties
pdb2ibz

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.

267 275 280 285 290 295 300 305 35 40 45 50 55 60 65 70 75 80 

    2

    4

    6

    8

   10
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

267 275 280 285 290 295 300 305 35 40 45 50 55 60 65 70 75 80 

    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.

267 275 280 285 290 295 300 305 35 40 45 50 55 60 65 70 75 80 
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

KRLGLKTV I I L S S LYLL S IWVKKFKWAG I KTRKFVFNP PK  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

KSTYRTPNFDDVLKENNDADKGRSYAYFMVGAMGLLS SAGAKS TVET F I 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    

267 275 280 285 290 295 300 305 35 40 45 50 55 60 65 70 75 80 
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pdb2ibz_06.ps

Residue properties
pdb2ibz

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.

81 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 

    2

    4

    6

    8

   10
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

81 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 

    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.

81 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 
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

SMTATADVLAMAKVEVNLAA I PLGKNVVVKWQGKPVF I RHRTPHE I QEANSVDMSALKDPQTDADRVKDPQWL IMLG I CTHLGCVP I GEAGDFGGWFCPC

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    

81 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 
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pdb2ibz_06.ps

Residue properties
pdb2ibz

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.

181 190 195 200 205 210 215 80 85 90 95 100 105 110 115 120 125 

    2

    4

    6

    8

   10
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

181 190 195 200 205 210 215 80 85 90 95 100 105 110 115 120 125 

    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.

181 190 195 200 205 210 215 80 85 90 95 100 105 110 115 120 125 
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

HGSHYD I SGR I RKGPAP LNLE I PAYEFDGDKV I VG  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

VTDQLEDLREHFKNTEEGKALVHHYEECAERVK I QQQQPGYADLEHKEDCVEEF 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    

181 190 195 200 205 210 215 80 85 90 95 100 105 110 115 120 125 
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Residue properties
pdb2ibz

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

Residue number

C
hi

-1
 a
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. m
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n 
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v.

129 135 140 145 10 15 20 25 30 35 40 45 50 55 60 65 70 

    2

    4

    6

    8

   10
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

129 135 140 145 10 15 20 25 30 35 40 45 50 55 60 65 70 

    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.

129 135 140 145 10 15 20 25 30 35 40 45 50 55 60 65 70 
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

HLQHYLDTATAPRLFDKLK  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

QS FT S I AR I GDY I LKS PVLSKLCVPVANQF I NLAGYKKLGLKFDDL I AEENP IMQTALRRLP EDESYARAY

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    

129 135 140 145 10 15 20 25 30 35 40 45 50 55 60 65 70 
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

Residue number
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   10
b. Absolute deviation from mean of omega torsion

Residue number
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    2

    4

    6
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   10
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

74 80 85 90 95 100 105 110 115 120 125 10 15 20 25 30 35 
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

R I I RAHQTELTHHLL PRNEWI KAQEDVPYLL PY I LEAEAAAKEKDELDN I EVSK  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

GP P SGKTYMGWWGHMGGPKQKG I TSYAVS PYAQKP L

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    

74 80 85 90 95 100 105 110 115 120 125 10 15 20 25 30 35 
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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

Residue number
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b. Absolute deviation from mean of omega torsion

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

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

50 55 60 65 70 75 80 85 90 4 10 15 20 25 30 35 40 45 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility
G I

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

e. Sequence & Ramachandran regions

RRFKSQF LYVL I PAG I YWYWWKNGNEYNE FLYSKAGREELERVNV  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

S S LYKT F FKRNAVFVGT I FAGAFVFQTVFDTA I T SWYENHNKGKL

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

. . *
*

* *
+

. * . * *
+

*
*
+

. * . *
*

* * * *
*

. . *
*

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

. *
+

*
+
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+
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+

*
+

*
*
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*
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+

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

. * . *
+

*

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

MC bonds   
MC angles  
Mainchain  

Overall    

50 55 60 65 70 75 80 85 90 4 10 15 20 25 30 35 40 45 
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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

Residue number
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   10
b. Absolute deviation from mean of omega torsion

Residue number
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    2

    4
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   10
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

49 55 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility
X

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

e. Sequence & Ramachandran regions

WKDVKAR I AA  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

EVKLQESGAGLVQP SQS LS LTCSVTGYS I TSGYYWNWI RLF PGNKLEWVGY I SNVGDNNYNP S LKDRLS I TRDTSKNQF 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    

49 55 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

Residue number
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b. Absolute deviation from mean of omega torsion

Residue number
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81 90 95 100 105 110 115 120 125 5 10 15 20 25 30 35 40 
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    4
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   10
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

81 90 95 100 105 110 115 120 125 5 10 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
Y

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

e. Sequence & Ramachandran regions

LKLNSVTTEDTATYYCARS EYYSVTGYAMDYWGQGTTVTVS SAWRHP  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

D I ELTQTPVS LAAS LGDRVT I SCRASQD I NNF LNWYQQKPDGT

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

81 90 95 100 105 110 115 120 125 5 10 15 20 25 30 35 40 
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

Residue number
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b. Absolute deviation from mean of omega torsion

Residue number
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m
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44 50 55 60 65 70 75 80 85 90 95 100 105 

    2

    4
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   10
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

44 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

I KLL I YYTSRLHAGVP SRF SGSGSGTDYS LT I SNLEP ED I ATYFCQHH I KF PWTFGAGTKLE I K

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

*
+

. . . . . * *
*

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

. . *
+

. * . *
+

*
+

. . . *
5
.
5
*

. * * *
+

* . . *
*

* * * * *
*
+

. *
+

. . *
+

*
+

. . . . *
+

*
+

. *
*
+

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

MC bonds   
MC angles  
Mainchain  

Overall    

c

c

c

c

c = cis-peptide

44 50 55 60 65 70 75 80 85 90 95 100 105 
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Main-chain bond lengths
pdb2ibz
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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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Main-chain bond angles
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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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Main-chain bond angles
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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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RMS distances from planarity
pdb2ibz

PROCHECK
Page  1

0.00 0.01 0.02 0.03 0.04 0.05

   30

   60

   90
ARG

Fr
eq

ue
nc

y

0.00 0.01 0.02 0.03 0.04 0.05

   30

   60

   90
ASN

Fr
eq

ue
nc

y
0.00 0.01 0.02 0.03 0.04 0.05

   30

   60

   90
ASP

Fr
eq

ue
nc

y
0.00 0.01 0.02 0.03 0.04 0.05

   30

   60

   90
GLN

Fr
eq

ue
nc

y

0.00 0.01 0.02 0.03 0.04 0.05

   30

   60

   90
GLU

Fr
eq

ue
nc

y

0.00 0.01 0.02 0.03 0.04 0.05

   30

   60

   90
HIS

Fr
eq

ue
nc

y

0.00 0.01 0.02 0.03 0.04 0.05

   30

   60

   90
PHE

Fr
eq

ue
nc

y

0.00 0.01 0.02 0.03 0.04 0.05

   30

   60

   90
TRP

Fr
eq

ue
nc

y

0.00 0.01 0.02 0.03 0.04 0.05

   30

   60

   90
TYR

Fr
eq

ue
nc

y

4

Histograms showing RMS distances of planar atoms from best-fit plane.

signifies data points off the graph in the direction shown.

Black bars indicate large deviations from planarity: RMS dist > 0.03 for rings, and > 0.02 otherwise.
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Distorted geometry
pdb2ibz
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Main-chain bond angles        

A Asn 154

N C

CA

111.2

 10.1121.3

A Ile 356
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CA
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 10.3121.5

B Ile  87
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CA
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B Arg 152
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CA
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 10.9122.1
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C Val 346 - C Pro 347

C CA

N
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CA
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X Tyr  33

N C

CA

111.2

 12.1123.3

Y Thr  51

N C

CA

111.2

 10.1121.3

Bond angles differing by > 10.0 degrees from small-molec values. Values shown: "ideal", actual, diff.

Planar groups        

A Tyr  65
0.042

CB 

A Arg 447
0.021

NE 

C Tyr   9
0.032

CB 

C His  73
0.032

CB 

C Arg  79
0.028
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C Phe  90
0.034

CB 

C Tyr 106
0.048

CB 

C Tyr 136
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CB 

C Trp 142
0.047

CB 

C Phe 151
0.035

CB 

C His 197
0.045

CB 

C His 222
0.032

CB 

C Tyr 279
0.059

CB 

C Arg 314
0.021

NE 

C Tyr 362
0.041

CB 

D Tyr  94
0.067

CB 

D Tyr  97
0.049

CB 

D Tyr 154
0.043

CB 
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Distorted geometry
pdb2ibz
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Planar groups (contd)

D Trp 257
0.043

CB 

H Tyr  98
0.062

CB 

H Tyr 133
0.030

CB 

F Phe  32
0.031
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F Phe  45
0.035

CB 

F His  85
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CB 

G Tyr  81
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X Trp  35
0.036

CB 

X Tyr  60
0.043

CB 

X Tyr  95
0.041

CB 

X Tyr 101
0.043

CB 

Y Tyr  71
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CB 

Sidechains with RMS dist. from planarity > 0.03A for rings, or > 0.02A otherwise. Value shown is RMS dist.


