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Plot statistics

Residues in most favoured regions  [A,B,L]              801  85.0%
Residues in additional allowed regions  [a,b,l,p]       137  14.5%
Residues in generously allowed regions  [~a,~b,~l,~p]      4   0.4%
Residues in disallowed regions                            0   0.0%
                                                       ---- ------
Number of non-glycine and non-proline residues          942 100.0%

Number of end-residues (excl. Gly and Pro)                7       

Number of glycine residues (shown as triangles)          97       
Number of proline residues                               46       
                                                       ----       
Total number of residues                               1092       

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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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.



pdb3aee_04.ps

PROCHECK Main-chain parameters
pdb3aee

1.0 1.5 2.0 2.5 3.0 3.5 4.0

   20

   40

   60

   80

  100
a. Ramachandran plot quality assessment

Resolution (Angstroms)%
-t

ag
e 

of
 r

es
id

ue
s 

in
 m

os
t f

av
ou

re
d 

re
gi

on
s

1.0 1.5 2.0 2.5 3.0 3.5 4.0

    5

   10

   15

   20

   25
b. Peptide bond planarity - omega angle sd

Resolution (Angstroms)

St
an

da
rd

 d
ev

ia
tio

n 
(d

eg
re

es
)

1.0 1.5 2.0 2.5 3.0 3.5 4.0

   10

   20

   30

   40

   50

   60

   70
c. Measure of bad non-bonded interactions

Resolution (Angstroms)

B
ad

 c
on

ta
ct

s 
pe

r 
10

0 
re

si
du

es

1.0 1.5 2.0 2.5 3.0 3.5 4.0

  2.5

  5.0

  7.5

 10.0

 12.5

 15.0

 17.5

 20.0
d. Alpha carbon tetrahedral distortion

Resolution (Angstroms)

Z
et

a 
an

gl
e 

st
an

da
rd

 d
ev

. (
de

gr
ee

s)

1.0 1.5 2.0 2.5 3.0 3.5 4.0

  0.5

  1.0

  1.5

  2.0
e. Hydrogen bond energies

Resolution (Angstroms)

St
an

da
rd

 d
ev

ia
tio

n 
(k

ca
l/m

ol
)

1.0 1.5 2.0 2.5 3.0 3.5 4.0

 -2.0

 -1.5

 -1.0

 -0.5

  0.0

  0.5

  1.0
f. Overall G-factor

Resolution (Angstroms)

G
-f

ac
to

r

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    942        85.0      61.2    10.0        2.4    BETTER 
b. Omega angle st dev           1088         5.5       6.0     3.0       -0.2    Inside 
c. Bad contacts / 100 residues     19         1.7      25.2    10.0       -2.3    BETTER 
d. Zeta angle st dev             995         1.6       3.1     1.6       -1.0    Inside 
e. H-bond energy st dev          701         0.8       1.1     0.2       -1.6    BETTER 
f. Overall G-factor             1092         0.0      -0.9     0.3        3.1    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     137        16.5      29.3     6.5       -2.0    BETTER 
b. Chi-1 trans st dev            305        16.9      28.0     5.3       -2.1    BETTER 
c. Chi-1 gauche plus st dev      418        17.2      26.7     4.9       -1.9    BETTER 
d. Chi-1 pooled st dev           860        17.2      27.5     4.8       -2.1    BETTER 
e. Chi-2 trans st dev            249        19.7      27.0     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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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
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d. Secondary structure & estimated accessibility
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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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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
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c. C-alpha chirality: abs. deviation of zeta torsion

Residue number
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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

FDRGMVWNTDLVETLELQNLMLCALQT I YGAEARKESRGAHAREDFKERVDEYDYSKP I QGQQKKP FQEHWRKHTLSYVDVKTGKVS LEYRPV I DKTLNE
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f. Max. deviation (see listing)
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MC bonds   
MC angles  
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b. Absolute deviation from mean of omega torsion
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c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et
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s.
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v.

610 615 620 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

B

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

e. Sequence & Ramachandran regions
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PR I KKFA I YRWDPDKTGDKPHMQTYE I DLNNCGPMVLDAL I K I KNE I DSTLT FRRSCREG I CGSCAMN I NGGNTLAC

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)
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g. G-factors
Phi-psi    
Chi1-chi2  
Chi1 only  
Chi3 & chi4
Omega      
Dihedrals  

MC bonds   
MC angles  
Mainchain  

Overall    
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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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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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
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MC bonds   
MC angles  
Mainchain  

Overall    
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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b. Absolute deviation from mean of omega torsion
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c. C-alpha chirality: abs. deviation of zeta torsion

Residue number
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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
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f. Max. deviation (see listing)

. * * *
+

*
*
+

. *
+

* * * . . * *
+

*
+

*
*

* *
+

. *
+

*
+

*
+

* *
+

* . *
*
+

*
+

*
*
+

* * *
+

. * *
+

*
*

* * *
*
+

. *
+

. * * *
*

* . *
*

. . . *
*
+

* * * * *
+

*
*
+

*
*
*
*

*
+

. . . *
*

. . *
*

. * *
*
+

*
+

*
+

. . * * *
+

. * . . *
*

*
*

. *
+

*
+

. *
*
+

* *

g. G-factors
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Dihedrals  

MC bonds   
MC angles  
Mainchain  

Overall    
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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b. Absolute deviation from mean of omega torsion
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c. C-alpha chirality: abs. deviation of zeta torsion

Residue number
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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
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MC bonds   
MC angles  
Mainchain  

Overall    
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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c. C-alpha chirality: abs. deviation of zeta torsion

Residue number
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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
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Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)
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Chi3 & chi4
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Dihedrals  

MC bonds   
MC angles  
Mainchain  

Overall    
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b. Absolute deviation from mean of omega torsion
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c. C-alpha chirality: abs. deviation of zeta torsion

Residue number
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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

GLCYFNYHDVG I CKAVAMLWKL

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)
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g. G-factors
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MC bonds   
MC angles  
Mainchain  

Overall    
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Main-chain bond lengths
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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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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.


