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Plot statistics

Residues in most favoured regions  [A,B,L]             1031  68.1%
Residues in additional allowed regions  [a,b,l,p]       373  24.7%
Residues in generously allowed regions  [~a,~b,~l,~p]     82   5.4%
Residues in disallowed regions                           27   1.8%
                                                       ---- ------
Number of non-glycine and non-proline residues         1513 100.0%

Number of end-residues (excl. Gly and Pro)               30       

Number of glycine residues (shown as triangles)         166       
Number of proline residues                              115       
                                                       ----       
Total number of residues                               1824       

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.
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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   1513        68.1      66.5    10.0        0.2    Inside 
b. Omega angle st dev           1806         1.4       6.0     3.0       -1.5    BETTER 
c. Bad contacts / 100 residues    200        11.0      20.0    10.0       -0.9    Inside 
d. Zeta angle st dev            1658         1.1       3.1     1.6       -1.3    BETTER 
e. H-bond energy st dev          993         0.9       1.0     0.2       -0.7    Inside 
f. Overall G-factor             1824        -0.1      -0.8     0.3        2.5    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     243        18.9      27.2     6.5       -1.3    BETTER 
b. Chi-1 trans st dev            466        18.8      26.4     5.3       -1.4    BETTER 
c. Chi-1 gauche plus st dev      690        18.2      25.0     4.9       -1.4    BETTER 
d. Chi-1 pooled st dev          1399        18.7      25.8     4.8       -1.5    BETTER 
e. Chi-2 trans st dev            373        17.8      25.8     5.0       -1.6    BETTER 
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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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Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility
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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

GP  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

LAKGMGHNYYGEPAWPNDLLYVF PVV IMGTFAC I VAL SVLDPAMVGE PANP FATP LE I L PEWYLYPVFQ I LRS LPNKLLGVLLMASVP

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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+

*
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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    

213 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 
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1VF5_06.ps

Residue properties
1VF5

PROCHECK

   20

   40

   60

   80

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

Residue number

C
hi

-1
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. m
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v.

106 115 120 125 130 135 140 145 150 155 5 10 15 20 25 30 35 40 
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b. Absolute deviation from mean of omega torsion

Residue number
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m
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ab
s.
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n 
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v.

106 115 120 125 130 135 140 145 150 155 5 10 15 20 25 30 35 40 

    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.

106 115 120 125 130 135 140 145 150 155 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
C

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

e. Sequence & Ramachandran regions

LGL I LVP F I ENVNKFQNP FRRPVATT I FL FGTLVT IWLG I GAALP LDKTL  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

YP FWAQQTYP P TPRE PTGR I VCANCHLAAKPAEVEVPQSV

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)
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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    

106 115 120 125 130 135 140 145 150 155 5 10 15 20 25 30 35 40 
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Residue properties
1VF5

PROCHECK

   20

   40

   60

   80

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

Residue number

C
hi

-1
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. m
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v.

41 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 

    2
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   10
b. Absolute deviation from mean of omega torsion

Residue number
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m
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s.
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n 
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41 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 

    2
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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.

41 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 
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

L PDTVFKAVVK I PYDTKLQQVAADGSKVGLNVGAVLMLP EGFK I APEER I P EELKKEVGDVYFQPYKEGQDNVLLVGPL PGEQYQE I VF PVLS PNPTTDK

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    

41 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 
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1VF5_06.ps

Residue properties
1VF5

PROCHECK

   20

   40

   60

   80

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

Residue number

C
hi

-1
 a
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. m

ea
n 

de
v.

141 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 

    2
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    6
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   10
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

141 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 

    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.

141 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 
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

N I HFGKYA I HLGANRGRGQ I YPTGEKSNNNVFTASATGT I TK I AKEEDEYGNVKYQVS I QTDSGKTVVDT I PAGP EL I VSEGQAVKAGEALTNNPNVGGF

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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* . . . . . * *
+

*
+

* *
+
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+

*
+

*
*

*
*

*
*

*
*

. * . *
+

* . . * . *
+

* . . *
+

. * * * . . *
*
*

*
+

. . * * * . . *
*

. *
*

* . . *
*
*
*

*
*

. * *
*

* *
*

. . . . . . . .

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

MC bonds   
MC angles  
Mainchain  

Overall    

141 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 
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Residue properties
1VF5

PROCHECK

   20

   40

   60

   80

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

Residue number

C
hi

-1
 a
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v.

241 250 255 260 265 270 275 280 285 20 25 30 35 40 45 50 55 

    2
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b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
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ab
s.

 m
ea

n 
de

v.

241 250 255 260 265 270 275 280 285 20 25 30 35 40 45 50 55 

    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.

241 250 255 260 265 270 275 280 285 20 25 30 35 40 45 50 55 
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

GQDDTE I VLQDPNRVKWMI AF I CLVMLAQLML I LKKKQVEKVQAAE  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

DMGRRQFMNLLAFGTVTGVALGALYPLVKYF I P P SGGAVGGGTT

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    

241 250 255 260 265 270 275 280 285 20 25 30 35 40 45 50 55 
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Residue properties
1VF5

PROCHECK

   20
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   60
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  100
a. Absolute deviation from mean Chi-1 value (excl. Pro)

Residue number
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v.

56 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 
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b. Absolute deviation from mean of omega torsion

Residue number
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m

eg
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ab
s.

 m
ea

n 
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v.

56 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 

    2

    4
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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.

56 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 
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

AKDKLGNNVKVSKFLESHNAGDRVLVQGLKGDP TY I VVE SKEA I RDYG I NAVCTHLGCVVPWNAAENKFKCPCHGSQYDETGRV I RGPAPL SLALCHATV

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    

c

c

c = cis-peptide

56 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 
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Residue properties
1VF5

PROCHECK

   20
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  100
a. Absolute deviation from mean Chi-1 value (excl. Pro)

Residue number

C
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v.
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b. Absolute deviation from mean of omega torsion

Residue number

O
m
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156 165 170 175 5 10 15 20 25 30 5 10 15 20 

    2

    4
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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.

156 165 170 175 5 10 15 20 25 30 5 10 15 20 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility
E F

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

e. Sequence & Ramachandran regions

QDDN I VLTPWTETDFRTGEKPWWV  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

MI LGAVFY I VF I ALF FG I AVG I I FA I KS I KL I  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

MTEEMLYAALL S FGL I FVGWGLGV

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    

156 165 170 175 5 10 15 20 25 30 5 10 15 20 
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1VF5_06.ps

Residue properties
1VF5

PROCHECK

   20
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   60

   80

  100
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

O
m
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25 30 15 20 25 30 10 15 20 25 13 20 

    2

    4

    6
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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.

25 30 15 20 25 30 10 15 20 25 13 20 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility
G H N

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

e. Sequence & Ramachandran regions

LLLK I QGAE  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

LVLGLVFATLGGLFYAAYQQYKR  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

I DVLGWVALLVVF TWS I AMVVWGRNGL  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

E I QALADDVT S

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    

25 30 15 20 25 30 10 15 20 25 13 20 
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1VF5_06.ps

Residue properties
1VF5

PROCHECK

   20
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  100
a. Absolute deviation from mean Chi-1 value (excl. Pro)

Residue number
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24 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 
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b. Absolute deviation from mean of omega torsion

Residue number
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ab
s.
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n 
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24 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 

    2
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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.

24 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 
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

KYVP PHVN I FYCLGG I TLTCF L I QFATGFAMTFYYKP TVTEAYASVQY IMNEVS FGWL I RS I HRWSASMMVLMMI LHVFRVYLTGGFKKPRELTWI SGV I

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    

24 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 
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1VF5_06.ps

Residue properties
1VF5

PROCHECK

   20
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  100
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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124 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 

    2
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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.

124 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 
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

LAV I TVS FGVTGYSL PWDQVGYWAVK I VSGVPEA I PVVGVL I SDLLRGGS SVGQATLTRYYSAHT FVLPWL I AVFMLLHFLMI RKQG I SGP  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

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    

124 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 
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Residue properties
1VF5

PROCHECK

   20
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  100
a. Absolute deviation from mean Chi-1 value (excl. Pro)

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

Residue number
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s.
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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
O

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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Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility
P

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

e. Sequence & Ramachandran regions
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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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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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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
Q

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

e. Sequence & Ramachandran regions
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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
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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

KFLESHNAGDRVLVQGLKGDP TY I VVE SKEA I RDYG I NAVCTHLGCVVPWNAAENKFKCPCHGSQYDETGRV I RGPAPL SLALCHATVQDDN I VLTPWTE

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)
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MC bonds   
MC angles  
Mainchain  
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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
R S

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

e. Sequence & Ramachandran regions
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Overall    
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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
T U

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

e. Sequence & Ramachandran regions
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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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Main-chain bond angles
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Black bars >  2.0 st. devs. from mean. or signifies data points off the graph in the direction shown.
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.

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.



1VF5_10.ps

Distorted geometry
1VF5

PROCHECK
Page  1

Main-chain bond lengths        

H Thr  16

CA CB1.540

1.602

0.062

N Val  26

CA CB1.540

1.590

0.050

N Pro  28

CA C1.525

1.575

0.050

N Val  30

CA C1.525

1.579

0.054

O Lys  20

N CA1.458

1.512

0.054

O Ile 145

CA CB1.540

1.593

0.053

Bonds differing by > 0.05A from small-molecule values. Values shown: "ideal", difference, actual

Main-chain bond angles        

A Val  26 - A Pro  27

C CA

N

122.6

 13.9136.5

A Pro  27

N C

CA

111.8

 10.6122.4

A Asn  31

N C

CA

111.2

 14.7125.9

A Arg 207

N C

CA

111.2

 16.4 94.8

B Pro  30

N C

CA

111.8

 11.1122.9

B Pro  33

N C

CA

111.8

 11.5123.3

B Asp  35

N C

CA

111.2

 14.7125.9

B Leu  36

N C

CA

111.2

 19.4 91.8

B Val  39

N C

CA

111.2

 12.9 98.3

B Pro  72

N C

CA

111.8

 10.5122.3

B Arg 125

N C

CA

111.2

 10.1101.1

B Ala 129

N C

CA

111.2

 11.3 99.9

B Gly 144

N C

CA

112.5

 14.1 98.4

B Ile 145

N C

CA

111.2

 10.7100.5

B Asp 152

N C

CA

111.2

 10.5100.7

C Leu 249

N C

CA

111.2

 11.6 99.6

D Ile  43

N C

CA

111.2

 10.2101.0

D Ser  46

N C

CA

111.2

 14.0125.2

D Thr  54

N C

CA

111.2

 14.3125.5

D Thr  55

N C

CA

111.2

 13.1 98.1

D Val  66

N C

CA

111.2

 11.7122.9

D Gly  76

N C

CA

112.5

 11.5124.0

D Asn 105

N C

CA

111.2

 10.8100.4

D Cys 108

N C

CA

111.2

 12.0 99.2

D Gly 112

N C

CA

112.5

 12.6125.1

D Lys 123

N C

CA

111.2

 10.1101.1

D Pro 143

N C

CA

111.8

 10.9122.7

D Leu 162

N C

CA

111.2

 10.8100.4

D Glu 167

N C

CA

111.2

 10.7121.9

E Phe  16

N C

CA

111.2

 10.5100.7

G Gln  28

N C

CA

111.2

 11.3 99.9

H Asp   4

N C

CA

111.2

 10.5100.7

H Val   5

N C

CA

111.2

 13.7 97.5

N Gln  15

N C

CA

111.2

 11.2100.0

N Ala  18

N C

CA

111.2

 12.9 98.3

N Asp  20

N C

CA

111.2

 16.9128.1
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Main-chain bond angles (contd)

N Val  21

N C

CA

111.2

 11.3122.5

N Val  26

N C

CA

111.2

 11.8123.0

N His  29

N C

CA

111.2

 14.4125.6

N Asn  31

N C

CA

111.2

 12.5123.7

N Pro  60

N C

CA

111.8

 11.4123.2

N Thr  61

N C

CA

111.2

 11.3 99.9

N Trp 140

N C

CA

111.2

 11.1122.3

N Arg 207

N C

CA

111.2

 10.8100.4

N Gly 210

N C

CA

112.5

 10.7123.2

O Lys  20

N C

CA

111.2

 13.7124.9

O Tyr  26

N C

CA

111.2

 10.7121.9

O Ala  31

N C

CA

111.2

 11.1122.3

O Pro  33

N C

CA

111.8

 11.2123.0

O Asp  35

N C

CA

111.2

 14.6125.8

O Leu  36

N C

CA

111.2

 18.7 92.5

O Val  39

N C

CA

111.2

 13.7 97.5

O Gly  63

N C

CA

112.5

 19.8132.3

O Glu  64

N C

CA

111.2

 18.7129.9

O Val 117

N C

CA

111.2

 16.9 94.3

O Ala 129

N C

CA

111.2

 10.9100.3

O Gly 144

N C

CA

112.5

 14.0 98.5

P Gly  99

N C

CA

112.5

 10.3122.8

P Leu 249

N C

CA

111.2

 12.1 99.1

Q Pro  44 - Q Pro  45

C CA

N

122.6

 10.1132.7

Q Pro  45

N C

CA

111.8

 11.7123.5

Q Leu 162

N C

CA

111.2

 10.4100.8

T Gln  28

N C

CA

111.2

 10.8100.4

U Val   5

N C

CA

111.2

 13.3 97.9

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

Planar groups        

A Tyr 105
0.059

CB 

A Tyr 136
0.030

CB 

A Tyr 145
0.052

CB 

A Trp 146
0.037

CB 

B Tyr  38
0.051

CB 

B Tyr  80
0.037

CB 
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Planar groups (contd)

C Tyr 102
0.048

CB 

D Tyr  90
0.041

CB 

D Tyr 102
0.048

CB 

E Phe  16
0.036

CB 

G Tyr  23
0.045

CB 

H Trp  24
0.031

CB 

N Tyr 105
0.067

CB 

N Tyr 145
0.058

CB 

N Trp 146
0.044

CB 

N Trp 193
0.037

CB 

O Tyr  27
0.038

CB 

O Tyr  38
0.051

CB 

P Tyr 102
0.049

CB 

Q Tyr  90
0.031

CB 

Q Tyr 102
0.045

CB 

R Phe  16
0.035

CB 

S Phe  17
0.032

CB 

T Tyr  23
0.043

CB 

U Trp  24
0.032

CB 

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


