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Plot statistics

Residues in most favoured regions  [A,B,L]             1786  90.0%
Residues in additional allowed regions  [a,b,l,p]       176   8.9%
Residues in generously allowed regions  [~a,~b,~l,~p]     20   1.0%
Residues in disallowed regions                            2   0.1%
                                                       ---- ------
Number of non-glycine and non-proline residues         1984 100.0%

Number of end-residues (excl. Gly and Pro)               36       

Number of glycine residues (shown as triangles)         190       
Number of proline residues                               86       
                                                       ----       
Total number of residues                               2296       

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
1qla  

-180 -90 0 90 180

  -90

    0

   90

  180

Phi   

Ps
i  

 

E  96

D 153

B  96

A 153

D 513A 513

Ala (170)

-180 -90 0 90 180

  -90

    0

   90

  180

Phi   

Arg (124)

-180 -90 0 90 180

  -90

    0

   90

  180

Phi   

D 341A 341

Asn (72)

-180 -90 0 90 180

  -90

    0

   90

  180

Phi   

Ps
i  

 

B 102E 102

C 249F 249

Asp (134)

-180 -90 0 90 180

  -90

    0

   90

  180

Phi   

B  65

A 232D 232

E  65

B 218E 218

Cys (44)

-180 -90 0 90 180

  -90

    0

   90

  180

Phi   

Gln (64)

-180 -90 0 90 180

  -90

    0

   90

  180

Phi   

Ps
i  

 

C  72

A 339D 339

F  72

Glu (152)

-180 -90 0 90 180

  -90

    0

   90

  180

Phi   

C  54F  54

A 274D 274

Gly (188)

-180 -90 0 90 180

  -90

    0

   90

  180

Phi   

D 369A 369

His (60)

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   1984        90.0      81.3    10.0        0.9    Inside 
b. Omega angle st dev           2266         1.2       6.0     3.0       -1.6    BETTER 
c. Bad contacts / 100 residues     23         1.0       6.4    10.0       -0.5    Inside 
d. Zeta angle st dev            2084         0.9       3.1     1.6       -1.4    BETTER 
e. H-bond energy st dev         1505         0.7       0.9     0.2       -0.7    Inside 
f. Overall G-factor             2296         0.3      -0.5     0.3        2.7    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     270        10.5      19.9     6.5       -1.5    BETTER 
b. Chi-1 trans st dev            616        14.1      20.5     5.3       -1.2    BETTER 
c. Chi-1 gauche plus st dev      944        12.4      19.0     4.9       -1.3    BETTER 
d. Chi-1 pooled st dev          1830        12.8      19.7     4.8       -1.4    BETTER 
e. Chi-2 trans st dev            658        12.2      21.5     5.0       -1.8    BETTER 
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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.

5 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
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Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     
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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
A

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
A

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

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

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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Phi-psi    
Chi1-chi2  
Chi1 only  
Chi3 & chi4
Omega      
Dihedrals  

MC bonds   
MC angles  
Mainchain  

Overall    

479 485 490 495 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 

Page  6



1qla_06.ps

Residue properties
1qla

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.

579 585 590 595 600 605 610 615 620 625 630 635 640 645 650 655 5 10 

    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.

579 585 590 595 600 605 610 615 620 625 630 635 640 645 650 655 5 10 

    2

    4

    6

    8

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

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

579 585 590 595 600 605 610 615 620 625 630 635 640 645 650 655 5 10 
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

EYEALDVNEME I APRYRGYGAKGNY I ENP LSVKRQEE I DK I QS ELEAAGKDRHA I QEALMPYELPAKYKARNERLGD  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

MGRMLT I RVFKYD

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    

579 585 590 595 600 605 610 615 620 625 630 635 640 645 650 655 5 10 

Page  7



1qla_06.ps

Residue properties
1qla

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.

14 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 

    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.

14 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 

    2

    4

    6

    8

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

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

14 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

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

e. Sequence & Ramachandran regions

PQSAVSKPHFQEYK I EEAP SMT I F I VLNMI RETYDPDLNFDFVCRAG I CGSCGMMI NGRP S LACRTLTKDF EDGV I TLL PL PAFKL I KDLSVDTGNWFNG

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

. . . *
*

. * *
+

. . . . . * * . . . . * . . . * * . . * * * . * * *
9
.
4
*

. *
*
+

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

. . . . . * . *
*

. * . . . . . *
*
+

. . . *
*

. *
+

. . * . *
+

* * . . . *
+

. * *
*

* . *
+

*
*
+

. * * *
*
*
*

. * *
+

* * * * . * . .

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

MC bonds   
MC angles  
Mainchain  

Overall    

14 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 
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1qla_06.ps

Residue properties
1qla

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.

114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 

    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.

114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 

    2

    4

    6

    8

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

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

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

e. Sequence & Ramachandran regions

MSQRVESWI HAQKEHD I SKLEER I E PEVAQEVF ELDRC I ECGCC I AACGTK IMREDFVGAAGLNRVVRFMI DPHDERTDEDYYEL I GDDDGVFGCMTLLA

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

*
*
+

*
+

. . . * *
+

. . . *
+

. . . . . . . * *
+

. . . . . . . *
+

. . . * . * *
+

*
*
+

*
+

* . . . . . *
*

*
+

* . *
+

*
+

. *
*

. * * *
+

. . . *
7
.
7
1
*

. . *
+

. . . * . . *
+

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

. . . *
+

*
*

*
1
.
5
*

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

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

MC bonds   
MC angles  
Mainchain  

Overall    

114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 
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1qla_06.ps

Residue properties
1qla

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.

214 220 225 230 235 5 10 15 20 25 30 35 40 45 50 55 60 

    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.

214 220 225 230 235 5 10 15 20 25 30 35 40 45 50 55 60 

    2

    4

    6

    8

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

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

214 220 225 230 235 5 10 15 20 25 30 35 40 45 50 55 60 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility
C

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

e. Sequence & Ramachandran regions

CHDVCPKNL PLQSK I AYLRRKMVSVN  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

MTNES I LESYSGVTP ERKKSRMPAKLDWWQSATGL FLGL FMI GHMF FVS T I LLGDNVMLWVTKK

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    

214 220 225 230 235 5 10 15 20 25 30 35 40 45 50 55 60 
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1qla_06.ps

Residue properties
1qla

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.

65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 

    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.

65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 

    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.

65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 
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

F ELDF I F EGGKP I VVS F LAAFVFAVF I AHAF LAMRKF P I NYRQYLTFKTHKDLMRHGDTTLWWI QAMTGFAMF FLGSVHLY IMMTQPQT I GPVS S S FRMV

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    

65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 
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1qla_06.ps

Residue properties
1qla

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.

165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 

    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.

165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 

    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.

165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 
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

S EWMWPLYLVLLFAVELHGSVGLYRLAVKWGWFDGET PDKTRANLKKLKTLMSAF L I VLGLLT FGAYVKKGLEQTDPN I DYKYFDYKRTH  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

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    

165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 
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1qla_06.ps

Residue properties
1qla

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
D

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

e. Sequence & Ramachandran regions

MKVQYCDSLV I GGGLAGLRAAVATQQKGL ST I VLS L I PVKRSHSAAAQGGMQASLGNSKMSDGDNEDLHFMDTVKGSDWGCDQKVARMFVNTAPKA I REL

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    

1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 
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1qla_06.ps

Residue properties
1qla

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.

101 110 115 130 135 140 145 150 155 160 165 170 175 180 

    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.

101 110 115 130 135 140 145 150 155 160 165 170 175 180 

    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.

101 110 115 130 135 140 145 150 155 160 165 170 175 180 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility
D

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

e. Sequence & Ramachandran regions

AAWGVPWTR I HKGDRM  
 
 

 
 
 

A  
 
 

 
 
 

I  
 
 

 
 
 

I  
 
 

 
 
 

N  
 
 

 
 
 

A  
 
 

 
 
 

Q  
 
 

 
 
 

K  
 
 

 
 
 

TT I TEEDFRHGL I HSRDFGGTKKWRTCYTADATGHTML FAVANECLKLGVS I QDRKEA I AL

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    

101 110 115 130 135 140 145 150 155 160 165 170 175 180 
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1qla_06.ps

Residue properties
1qla

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.

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

    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.

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

    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.

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

I HQDGKCYGAVVRDLVTGD I I AYVAKGTL I ATGGYGR I YKNTTNAVVCEGTGTA I ALETG I AQLGNMEAVQFHPT PL F P SG I LLTE  
 
 

 
 
 

G  
 
 

 
 
 

C  
 
 

 
 
 

RGDGG I

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

. *
+

* . . . *
*
+

. *
+

. . *
*
+

* * . *
+

. . . . *
+

. *
+

. . * *
+

*
+

* *
+

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

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

. *
+

*
+

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

. * . *
+

*
+

*
*

. . * . . . . . *

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

MC bonds   
MC angles  
Mainchain  

Overall    

c

c

c = cis-peptide

185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 
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1qla_06.ps

Residue properties
1qla

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.

279 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 

    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.

279 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 

    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.

279 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 
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

LRDVDGHRFMPDYEP EKKELASRDVVSRRMI EH I RKGKGVQS PYGQHLWLD I S I LGRKH I ETNLRDVQE I CEYFAG I DPAEKWAPVL PMQHYSMGG I RTD

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    

279 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 
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1qla_06.ps

Residue properties
1qla

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.

379 385 390 395 400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 

    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.

379 385 390 395 400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 

    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.

379 385 390 395 400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 
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

YRGEAKLKGLF SAGEAACWDMHGFNRLGGNSVS EAVVAGMI VGEYFAEHCANTQVDLETKTLEKFVKGQEAYMKS LVESKGTEDVFK I KNRMKDVMDDNV

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    

379 385 390 395 400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 
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1qla_06.ps

Residue properties
1qla

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.

479 485 490 495 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 

    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.

479 485 490 495 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 

    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.

479 485 490 495 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 
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

G I FRDGPHLEKSVKELEELYKKSKNVG I KNKRLHANP ELEEAYRVPMMLKVALCVAKGALDRTESRGAHNREDYPKRDD I NWLNRTLASWPNP EQTL PTL

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    

479 485 490 495 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 
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1qla_06.ps

Residue properties
1qla

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.

579 585 590 595 600 605 610 615 620 625 630 635 640 645 650 655 5 10 

    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.

579 585 590 595 600 605 610 615 620 625 630 635 640 645 650 655 5 10 

    2

    4

    6

    8

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

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

579 585 590 595 600 605 610 615 620 625 630 635 640 645 650 655 5 10 
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

EYEALDVNEME I APRYRGYGAKGNY I ENP LSVKRQEE I DK I QS ELEAAGKDRHA I QEALMPYELPAKYKARNERLGD  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

MGRMLT I RVFKYD

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    

579 585 590 595 600 605 610 615 620 625 630 635 640 645 650 655 5 10 
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1qla_06.ps

Residue properties
1qla

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.

14 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 

    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.

14 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 

    2

    4

    6

    8

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

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

14 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

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

e. Sequence & Ramachandran regions

PQSAVSKPHFQEYK I EEAP SMT I F I VLNMI RETYDPDLNFDFVCRAG I CGSCGMMI NGRP S LACRTLTKDF EDGV I TLL PL PAFKL I KDLSVDTGNWFNG

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

. . . *
*

. * *
+

. . . . . * * . . . . * . . . * * . . * * * . * * *
9
.
4
*

. *
*
+

. * * . . . *
*

. . *
*
+

. . . . . * . *
*

. * . . . . . *
*

. . . *
*

. *
+

. . * . *
+

* * . . . *
+

. * *
*

* . *
+

*
*
+

. * *
+

*
*
*
*

. * *
+

* * * * . * . .

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

MC bonds   
MC angles  
Mainchain  

Overall    

14 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 
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1qla_06.ps

Residue properties
1qla

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.

114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 

    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.

114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 

    2

    4

    6

    8

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

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

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

e. Sequence & Ramachandran regions

MSQRVESWI HAQKEHD I SKLEER I E PEVAQEVF ELDRC I ECGCC I AACGTK IMREDFVGAAGLNRVVRFMI DPHDERTDEDYYEL I GDDDGVFGCMTLLA

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

*
*
+

* . . . * * . . . *
+

. . . . . . . * *
+

. . . . . . . *
+

. . . * . * *
+

*
*
+

*
+

* . . . . . *
*

*
+

* . *
+

*
+

. *
*

. * * *
+

. . . *
8
.
7
1
*

. . *
+

. . . * . . *
+

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

. . . *
+

*
*

*
1
.
5
*

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

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

MC bonds   
MC angles  
Mainchain  

Overall    

114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 

Page 21



1qla_06.ps

Residue properties
1qla

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.

214 220 225 230 235 5 10 15 20 25 30 35 40 45 50 55 60 

    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.

214 220 225 230 235 5 10 15 20 25 30 35 40 45 50 55 60 

    2

    4

    6

    8

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

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

214 220 225 230 235 5 10 15 20 25 30 35 40 45 50 55 60 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility
F

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

e. Sequence & Ramachandran regions

CHDVCPKNL PLQSK I AYLRRKMVSVN  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

MTNES I LESYSGVTP ERKKSRMPAKLDWWQSATGL FLGL FMI GHMF FVS T I LLGDNVMLWVTKK

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

. . *
*
+

*
5
.
4
*

* . * . *
+

* . *
+

. *
*

* . . . * * * . *
+

*
+

* *
+

. . *
*
+

*
*
+

. . . . . * *
*
+

. *
+

. * . * . *
+

. *
+

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

. *
+

. *
+

. * * . *
*
*

* * . . * .

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

MC bonds   
MC angles  
Mainchain  

Overall    

214 220 225 230 235 5 10 15 20 25 30 35 40 45 50 55 60 

Page 22



1qla_06.ps

Residue properties
1qla

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.

65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 

    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.

65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 

    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.

65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 
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

F ELDF I F EGGKP I VVS F LAAFVFAVF I AHAF LAMRKF P I NYRQYLTFKTHKDLMRHGDTTLWWI QAMTGFAMF FLGSVHLY IMMTQPQT I GPVS S S FRMV

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    

65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 
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Residue properties
1qla

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.

165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 

    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.

165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 

    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.

165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 
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

S EWMWPLYLVLLFAVELHGSVGLYRLAVKWGWFDGET PDKTRANLKKLKTLMSAF L I VLGLLT FGAYVKKGLEQTDPN I DYKYFDYKRTH

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    

165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 
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Ave
  -0.09
  -0.01
   0.19
   0.31
   0.59
   0.20
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   0.48
   0.56

   0.35



1qla_07.ps

Main-chain bond lengths
1qla

PROCHECK
Page  1

1.20 1.24 1.28 1.32 1.36 1.40 1.44

 1378

C-N
(except Pro)

Fr
eq

ue
nc

y

1.22 1.26 1.30 1.34 1.38 1.42 1.46

 1378

C-N
(Pro)

Fr
eq

ue
nc

y
1.11 1.15 1.19 1.23 1.27 1.31 1.35

 1378

C-O
 

Fr
eq

ue
nc

y
1.40 1.44 1.48 1.52 1.56 1.60 1.64

 1378

CA-C
(except Gly)

Fr
eq

ue
nc

y

1.39 1.43 1.47 1.51 1.55 1.59 1.63

 1378

CA-C
(Gly)

Fr
eq

ue
nc

y

1.40 1.44 1.48 1.52 1.56 1.60 1.64

 1378

CA-CB
(Ala)

Fr
eq

ue
nc

y

1.41 1.45 1.49 1.53 1.57 1.61 1.65

 1378

CA-CB
(Ile,Thr,Val)

Fr
eq

ue
nc

y

1.40 1.44 1.48 1.52 1.56 1.60 1.64

 1378

CA-CB
(the rest)

Fr
eq

ue
nc

y

1.33 1.37 1.41 1.45 1.49 1.53 1.57

 1378

N-CA
(except Gly,Pro)

Fr
eq

ue
nc

y

1.33 1.37 1.41 1.45 1.49 1.53 1.57

 1378

N-CA
(Gly)

Fr
eq

ue
nc

y

1.34 1.38 1.42 1.46 1.50 1.54 1.58

 1378

N-CA
(Pro)

Fr
eq

ue
nc

y

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
1qla

PROCHECK
Page  1

101 106 111 116 121 126 131

 1068

CA-C-N
(except Gly,Pro)

Fr
eq

ue
nc

y

101 106 111 116 121 126 131

 1068

CA-C-N
(Gly)

Fr
eq

ue
nc

y
101 106 111 116 121 126 131

 1068

CA-C-N
(Pro)

Fr
eq

ue
nc

y
108 113 118 123 128 133 138

 1068

O-C-N
(except Pro)

Fr
eq

ue
nc

y

107 112 117 122 127 132 137

 1068

O-C-N
(Pro)

Fr
eq

ue
nc

y

106 111 116 121 126 131 136

 1068

C-N-CA
(except Gly,Pro)

Fr
eq

ue
nc

y

105 110 115 120 125 130 135

 1068

C-N-CA
(Gly)

Fr
eq

ue
nc

y

107 112 117 122 127 132 137

 1068

C-N-CA
(Pro)

Fr
eq

ue
nc

y

105 110 115 120 125 130 135

 1068

CA-C-O
(except Gly)

Fr
eq

ue
nc

y

105 110 115 120 125 130 135

 1068

CA-C-O
(Gly)

Fr
eq

ue
nc

y

95 100 105 110 115 120 125

 1068

CB-CA-C
(Ala)

Fr
eq

ue
nc

y

94 99 104 109 114 119 124

 1068

CB-CA-C
(Ile,Thr,Val)

Fr
eq

ue
nc

y

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
1qla

PROCHECK
Page  2

95 100 105 110 115 120 125

 1068

CB-CA-C
(the rest)

Fr
eq

ue
nc

y

96 101 106 111 116 121 126

 1068

N-CA-C
(except Gly,Pro)

Fr
eq

ue
nc

y
97 102 107 112 117 122 127

 1068

N-CA-C
(Gly)

Fr
eq

ue
nc

y
96 101 106 111 116 121 126

 1068

N-CA-C
(Pro)

Fr
eq

ue
nc

y

95 100 105 110 115 120 125

 1068

N-CA-CB
(Ala)

Fr
eq

ue
nc

y

96 101 106 111 116 121 126

 1068

N-CA-CB
(Ile,Thr,Val)

Fr
eq

ue
nc

y

88 93 98 103 108 113 118

 1068

N-CA-CB
(Pro)

Fr
eq

ue
nc

y

95 100 105 110 115 120 125

 1068

N-CA-CB
(the rest)

Fr
eq

ue
nc

y

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
1qla

PROCHECK
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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
1qla

PROCHECK
Page  1

Main-chain bond angles        

A Val 195

N C

CA

111.2

 10.1101.1

A Thr 259

N C

CA

111.2

 11.9123.1

A Trp 397

N C

CA

111.2

 12.8 98.4

C Pro 102

N C

CA

111.8

 13.7 98.1

D Asp  82

N C

CA

111.2

 10.0101.2

D Val 195

N C

CA

111.2

 10.1101.1

D Thr 259

N C

CA

111.2

 11.6122.8

D Trp 397

N C

CA

111.2

 13.0 98.2

F Pro 102

N C

CA

111.8

 13.5 98.3

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

Planar groups        

A Tyr   5
0.032

CB 

A Trp 397
0.031

CB 

B Trp 110
0.033

CB 

D Trp 397
0.036

CB 

E Trp 110
0.033

CB 

F Tyr  10
0.035

CB 

F Trp 126
0.031

CB 

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


