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Plot statistics

Residues in most favoured regions  [A,B,L]              836  88.7%
Residues in additional allowed regions  [a,b,l,p]        99  10.5%
Residues in generously allowed regions  [~a,~b,~l,~p]      7   0.7%
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
pdb3ae7  

-180 -90 0 90 180

  -90

    0

   90

  180

Phi   

Ps
i  

 

A 482

A 292

Ala (89)

-180 -90 0 90 180

  -90

    0

   90

  180

Phi   

Arg (59)

-180 -90 0 90 180

  -90

    0

   90

  180

Phi   

Asn (37)

-180 -90 0 90 180

  -90

    0

   90

  180

Phi   

Ps
i  

 

A 152

B 110

Asp (53)

-180 -90 0 90 180

  -90

    0

   90

  180

Phi   

C  81
B  73

A 433

Cys (36)

-180 -90 0 90 180

  -90

    0

   90

  180

Phi   

A 569

Gln (37)

-180 -90 0 90 180

  -90

    0

   90

  180

Phi   

Ps
i  

 

B 126

Glu (59)

-180 -90 0 90 180

  -90

    0

   90

  180

Phi   

A 271

A 273

A  29A  63

Gly (97)

-180 -90 0 90 180

  -90

    0

   90

  180

Phi   

His (33)

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.
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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    942        88.7      50.0    10.0        3.9    BETTER 
b. Omega angle st dev           1088         3.8       6.0     3.0       -0.7    Inside 
c. Bad contacts / 100 residues     15         1.4      36.1    10.0       -3.5    BETTER 
d. Zeta angle st dev             995         1.3       3.1     1.6       -1.1    BETTER 
e. H-bond energy st dev          665         0.7       1.2     0.2       -2.4    BETTER 
f. Overall G-factor             1092         0.2      -1.1     0.3        4.2    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     141        11.8      32.9     6.5       -3.2    BETTER 
b. Chi-1 trans st dev            307        12.8      31.0     5.3       -3.4    BETTER 
c. Chi-1 gauche plus st dev      412        13.2      29.7     4.9       -3.4    BETTER 
d. Chi-1 pooled st dev           860        13.3      30.6     4.8       -3.6    BETTER 
e. Chi-2 trans st dev            243        13.3      29.1     5.0       -3.2    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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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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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

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

MC bonds   
MC angles  
Mainchain  
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Residue properties
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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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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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MC bonds   
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Mainchain  

Overall    
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Residue properties
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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

TRR I DTNLDKVSK I YPL PHMYV I KDLVPDLSNFYAQYKS I E PYLKKKDE SQEGKQQYLQS I EEREKLDGLYEC I LCACCST SCP SYWWNGDKYLGPAVLM

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)
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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

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

186 195 200 205 210 215 220 225 230 235 240 245 10 15 20 25 30 

    2

    4

    6

    8

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

Residue number
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et
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s.
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v.

186 195 200 205 210 215 220 225 230 235 240 245 10 15 20 25 30 
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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Most favoured Allowed Generous Disallowed

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

Z
et

a 
ab

s.
 m

ea
n 

de
v.

34 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 
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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Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

* * . . * * . *
+

. * * * * * * * *
+

* * . . * . . *
*

. . *
+

. * *
*
+

*
*

* * . . . . . * * *
+

*
+

*
+

*
+

*
+

*
*

* . . * *
+

. *
*

*
+

*
+

* * . *
*
*
+

*
*
*
+

* . * * *
+

. * * . * *
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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

Z
et
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s.
 m
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134 140 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

D

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

e. Sequence & Ramachandran regions
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S SKAASLHWTGERVVSVLLLGLL PAAYLNPCSAMDYS LAAALTLHGHWG I GQVVTDYVRGDALQKAAKAGLLALSAF TFA

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    

134 140 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 
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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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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
Phi-psi    
Chi1-chi2  
Chi1 only  
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Omega      
Dihedrals  

MC bonds   
MC angles  
Mainchain  

Overall    

115 120 125 130 135 

Page 12

Ave
  -0.21
  -0.19
   0.00
   0.54
  -0.05
  -0.06

   0.65
   0.58
   0.61

   0.20



pdb3ae7_07.ps

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.



pdb3ae7_08.ps

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
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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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Distorted geometry
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Main-chain bond angles        

A Ser 432

CB C

CA

110.1

 10.9121.0

A Arg 434

N C

CA

111.2

 14.2125.4

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


