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Plot statistics

Residues in most favoured regions  [A,B,L]             1810  90.0%
Residues in additional allowed regions  [a,b,l,p]       186   9.2%
Residues in generously allowed regions  [~a,~b,~l,~p]     10   0.5%
Residues in disallowed regions                            6   0.3%
                                                       ---- ------
Number of non-glycine and non-proline residues         2012 100.0%

Number of end-residues (excl. Gly and Pro)               12       

Number of glycine residues (shown as triangles)         192       
Number of proline residues                               86       
                                                       ----       
Total number of residues                               2302       

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.



pdb2bs2_04.ps

PROCHECK Main-chain parameters
pdb2bs2

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
 re

si
du

es
 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 1
00

 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
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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   2012        90.0      86.1    10.0        0.4    Inside 
b. Omega angle st dev           2288         1.2       6.0     3.0       -1.6    BETTER 
c. Bad contacts / 100 residues     14         0.6       2.4    10.0       -0.2    Inside 
d. Zeta angle st dev            2102         0.9       3.1     1.6       -1.4    BETTER 
e. H-bond energy st dev         1536         0.7       0.8     0.2       -0.1    Inside 
f. Overall G-factor             2302         0.4      -0.3     0.3        2.2    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     259        10.8      16.1     6.5       -0.8    Inside 
b. Chi-1 trans st dev            625        13.0      17.4     5.3       -0.8    Inside 
c. Chi-1 gauche plus st dev      952        10.0      15.9     4.9       -1.2    BETTER 
d. Chi-1 pooled st dev          1836        11.3      16.5     4.8       -1.1    BETTER 
e. Chi-2 trans st dev            644        10.4      19.2     5.0       -1.8    BETTER 
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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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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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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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d. Secondary structure & estimated accessibility

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

e. Sequence & Ramachandran regions

TGD I I AYVAKGTL I ATGGYGR I YKNTTNAVVCEGTGTA I ALETG I AQLGNMEAVQFHPT PL F P SG I LLTEGCRGDGG I LRDVDGHRFMPDYEP EKKELAS

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

205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 

Page  3



pdb2bs2_06.ps

Residue properties
pdb2bs2

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.

305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 

    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.

305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 

    1

    2

    3

    4

    5
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 
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

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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Dihedrals  

MC bonds   
MC angles  
Mainchain  

Overall    

505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 

Page  6



pdb2bs2_06.ps

Residue properties
pdb2bs2

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.

605 610 615 620 625 630 635 640 645 650 655 5 10 15 20 25 30 

    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.

605 610 615 620 625 630 635 640 645 650 655 5 10 15 20 25 30 

    1

    2

    3

    4

    5
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

605 610 615 620 625 630 635 640 645 650 655 5 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
B

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

e. Sequence & Ramachandran regions

GNY I ENP LSVKRQEE I DK I QS ELEAAGKDRHA I QEALMPYELPAKYKARNERLGDK  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

MGRMLT I RVFKYDPQSAVSKPHFQEYK I EEAP SM

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    

605 610 615 620 625 630 635 640 645 650 655 5 10 15 20 25 30 
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pdb2bs2_06.ps

Residue properties
pdb2bs2

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.

35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 

    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.

35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 

    1

    2

    3

    4

    5
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

35 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

T I F I VLNMI RETYDPDLNFDFVCRAG I CGSCGMMI NGRP SLACRTLTKDFEDGV I TLLP LPAFKL I KDL SVDTGNWFNGMSQRVE SWI HAQKEHD I SKLE

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

. * . . . * * . . * * *
8
.
4
*

. *
*
+

. * * . . . *
*

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

. * . . . . . *
+

. . . * * *
*

. . * . *
+

*
*

. . . . *
+

. * . * . *
+

*
+

. * * *
*
*
*

. * *
+

. * * * . *
+

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

. . . *
*

. . . . * .

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

MC bonds   
MC angles  
Mainchain  

Overall    

35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 
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pdb2bs2_06.ps

Residue properties
pdb2bs2

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.

135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 

    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.

135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 

    1

    2

    3

    4

    5
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 
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

ER I EP EVAQEVFELDRC I ECGCC I AACGTK IMREDFVGAAGLNRVVRFMI DPHDERTDEDYYEL I GDDDGVFGCMTLLACHDVCPKNLP LQSK I AYLRRK

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

. . . . * . *
+

. . . . . * *
+

*
*
+

* * . . . . . *
+

*
+

* . *
+

*
+

. *
*
+

. * * *
+

. . . *
9
.
7
1
*

. . *
+

. . . * . . *
*

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

. . . *
+

*
*

*
9
.
4
*

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

*
*
*
*

. . . . *
+

* . *
+

. *
*

. . . . *
+

* .

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

MC bonds   
MC angles  
Mainchain  

Overall    

135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 
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pdb2bs2_06.ps

Residue properties
pdb2bs2

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.

235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 

    2

    4

    6

    8

   10
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 

    1

    2

    3

    4

    5
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility
C

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

e. Sequence & Ramachandran regions

MVSVNM  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

MTNES I LESYSGVTP ERKKSRMPAKLDWWQSATGL FLGL FMI GHMF FVS T I LLGDNVMLWVTKKF ELDF I F EGGKP I VVS F LAA

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    

235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 
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pdb2bs2_06.ps

Residue properties
pdb2bs2

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.

85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 

    2

    4

    6

    8

   10
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 

    1

    2

    3

    4

    5
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

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

e. Sequence & Ramachandran regions

FVFAVF I AHAF LAMRKF P I NYRQYLTFKTHKDLMRHGDTTLWWI QAMTGFAMF FLGSVHLY IMMTQPQT I GPVS S S FRMVS EWMWPLYLVLLFAVELHGS

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    

85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 

Page 11



pdb2bs2_06.ps

Residue properties
pdb2bs2

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 5 10 15 

    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 5 10 15 

    1

    2

    3

    4

    5
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 5 10 15 
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

VGLYRLAVKWGWFDGET PDKTRANLKKLKTLMSAF L I VLGLLT FGAYVKKGLEQTDPN I DYKYFDYKRTHE  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

MKVQYCDS LV I GGGLAGLR

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    

185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 5 10 15 
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pdb2bs2_06.ps

Residue properties
pdb2bs2

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.

20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 

    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.

20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 

    1

    2

    3

    4

    5
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 
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

AAVATQQKGLS T I VL SL I PVKRSHSAAAQGGMQAS LGNSKMSDGDNEDLHFMDTVKGSDWGCDQKVARMFVNTAPKA I RELAAWGVPWTR I HKGDRMA I 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    

20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 
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pdb2bs2_06.ps

Residue properties
pdb2bs2

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.

120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 

    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.

120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 

    1

    2

    3

    4

    5
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 
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

NAQKTT I TEEDFRHGL I HSRDFGGTKKWRTCYTADATGHTMLFAVANECLKLGVS I QDRKEA I AL I HQDGKCYGAVVRDLVTGD I I AYVAKGTL I ATGGY

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    

120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 
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pdb2bs2_06.ps

Residue properties
pdb2bs2

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.

220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 

    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.

220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 

    1

    2

    3

    4

    5
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 
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

GR I YKNTTNAVVCEGTGTA I ALETG I AQLGNMEAVQFHP TP LF P SG I LLTEGCRGDGG I LRDVDGHRFMPDYE PEKKELASRDVVSRRMI EH I RKGKGVQ

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

220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 
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pdb2bs2_06.ps

Residue properties
pdb2bs2

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.

320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 

    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.

320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 

    1

    2

    3

    4

    5
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 
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 PYGQHLWLD I S I LGRKH I ETNLRDVQE I CEYFAG I DPAEKWAPVLPMQHYSMGG I RTDYRGEAKLKGL F SAGEAACWDMHGFNRLGGNSVSEAVVAGMI

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

. . . . . . * . . *
+

*
+

. * . . . . . . *
7
.
4
*

*
9
.
5
*

*
*
*
+

*
*

* * . . . * . . *
*

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

* . *
*
+

. . *
+

. . . . *
*

. * * *
*

. . . . *
*
*

*
*
+

. . . *
*

*
*

. *
+

. . . . *
+

. * *

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

MC bonds   
MC angles  
Mainchain  

Overall    

320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 
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pdb2bs2_06.ps

Residue properties
pdb2bs2

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.

420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 

    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.

420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 

    1

    2

    3

    4

    5
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 
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

VGEYFAEHCANTQVDLETKTLEKFVKGQEAYMKSLVE SKGTEDVFK I KNRMKDVMDDNVG I FRDGPHLEKAVKELEELYKKSKNVG I KNKRLHANPELEE

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    

420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 
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pdb2bs2_06.ps

Residue properties
pdb2bs2

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.

520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605 610 615 

    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.

520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605 610 615 

    1

    2

    3

    4

    5
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605 610 615 
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

AYRVPMMLKVALCVAKGALDRTE SRGAHNREDYPKRDD I NWLNRTLASWPNPEQTLP TLEYEALDVNEME I APGYRGYGAKGNY I ENPL SVKRQEE I DK 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    

520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605 610 615 
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pdb2bs2_06.ps

Residue properties
pdb2bs2

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.

620 625 630 635 640 645 650 655 5 10 15 20 25 30 35 40 45 50 

    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.

620 625 630 635 640 645 650 655 5 10 15 20 25 30 35 40 45 50 

    1

    2

    3

    4

    5
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

620 625 630 635 640 645 650 655 5 10 15 20 25 30 35 40 45 50 
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

QSELEAAGKDRHA I QEALMPYEL PAKYKARNERLGDK  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

MGRMLT I RVFKYDPQSAVSKPHFQEYK I EEAP SMT I F I VLNMI RETYDPDLNF

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

* *
+

* . * . . *
+

* . * . . . . . * *
+

. * . *
*

. * . . . *
+

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

. *
*

* * * *
+

. * . . . . . *
*

. * . . . . . . * . . . . . * . . . * . . . * * . . * * *
8
.
4
*

. *
*
+

. * * * .

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

MC bonds   
MC angles  
Mainchain  

Overall    

620 625 630 635 640 645 650 655 5 10 15 20 25 30 35 40 45 50 
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Residue properties
pdb2bs2

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.

54 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 

    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.

54 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 

    1

    2

    3

    4

    5
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

54 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 
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

DFVCRAG I CGSCGMMI NGRP S LACRTLTKDF EDGV I TLL PL PAFKL I KDLSVDTGNWFNGMSQRVESWI HAQKEHD I SKLEER I E PEVAQEVF ELDRC I E

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    

54 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 
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Residue properties
pdb2bs2

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.

154 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 

    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.

154 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 

    1

    2

    3

    4

    5
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

154 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility
F

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

e. Sequence & Ramachandran regions

CGCC I AACGTK IMREDFVGAAGLNRVVRFMI DPHDERTDEDYYEL I GDDDGVFGCMTLLACHDVCPKNL PLQSK I AYLRRKMVSVNM  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

MTN

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

. . . *
+

*
+

* . *
+

*
+

. *
*
+

. * *
+

*
+

. . . *
0
.
8
1
*

. . *
+

. . . * . . *
*

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

. . . *
+

*
+

*
0
.
5
*

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

*
*
*
*

. . . . *
+

* . *
+

. *
*

. . . . *
+

* . . . *
+

* *
*
*
*

. . . .

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

MC bonds   
MC angles  
Mainchain  

Overall    

154 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 
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Residue properties
pdb2bs2

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.

4 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.

4 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 

    1

    2

    3

    4

    5
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

4 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

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

e. Sequence & Ramachandran regions

E S I LE SYSGVT PERKKSRMPAKLDWWQSATGLF LGLFMI GHMF FVST I LLGDNVMLWVTKKFELDF I FEGGKP I VVS FLAAFVFAVF I AHAFLAMRKF P 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    

4 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 
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Residue properties
pdb2bs2

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.

104 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 

    2

    4

    6

    8

   10
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

104 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 

    1

    2

    3

    4

    5
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

104 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

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

e. Sequence & Ramachandran regions

NYRQYLT FKTHKDLMRHGDTTLWWI QAMTGFAMF F LGSVHLY IMMTQPQT I GPVS S S FRMVSEWMWP LYLVLL FAVELHGSVGLYRLAVKWGWFDGETPD

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    

104 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 
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Residue properties
pdb2bs2

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.

204 210 215 220 225 230 235 240 245 250 255 

    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.

204 210 215 220 225 230 235 240 245 250 255 

    1

    2

    3

    4

    5
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

204 210 215 220 225 230 235 240 245 250 255 
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

KTRANLKKLKTLMSAFL I VLGLLTFGAYVKKGLEQTDPN I DYKYFDYKRTHE

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    

204 210 215 220 225 230 235 240 245 250 255 
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Ave
  -0.05
   0.07
   0.20
   0.36
   0.60
   0.24

   0.67
   0.48
   0.56

   0.37
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Main-chain bond lengths
pdb2bs2

PROCHECK
Page  1

1.20 1.24 1.28 1.32 1.36 1.40 1.44

 1446

C-N
(except Pro)

Fr
eq

ue
nc

y

1.22 1.26 1.30 1.34 1.38 1.42 1.46

 1446

C-N
(Pro)

Fr
eq

ue
nc

y
1.11 1.15 1.19 1.23 1.27 1.31 1.35

 1446

C-O
 

Fr
eq

ue
nc

y
1.40 1.44 1.48 1.52 1.56 1.60 1.64

 1446

CA-C
(except Gly)

Fr
eq

ue
nc

y

1.39 1.43 1.47 1.51 1.55 1.59 1.63

 1446

CA-C
(Gly)

Fr
eq

ue
nc

y

1.40 1.44 1.48 1.52 1.56 1.60 1.64

 1446

CA-CB
(Ala)

Fr
eq

ue
nc

y

1.41 1.45 1.49 1.53 1.57 1.61 1.65

 1446

CA-CB
(Ile,Thr,Val)

Fr
eq

ue
nc

y

1.40 1.44 1.48 1.52 1.56 1.60 1.64

 1446

CA-CB
(the rest)

Fr
eq

ue
nc

y

1.33 1.37 1.41 1.45 1.49 1.53 1.57

 1446

N-CA
(except Gly,Pro)

Fr
eq

ue
nc

y

1.33 1.37 1.41 1.45 1.49 1.53 1.57

 1446

N-CA
(Gly)

Fr
eq

ue
nc

y

1.34 1.38 1.42 1.46 1.50 1.54 1.58

 1446

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.



pdb2bs2_08.ps

Main-chain bond angles
pdb2bs2

PROCHECK
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101 106 111 116 121 126 131

 1100

CA-C-N
(except Gly,Pro)

Fr
eq

ue
nc

y

101 106 111 116 121 126 131

 1100

CA-C-N
(Gly)

Fr
eq

ue
nc

y
101 106 111 116 121 126 131

 1100

CA-C-N
(Pro)

Fr
eq

ue
nc

y
108 113 118 123 128 133 138

 1100

O-C-N
(except Pro)

Fr
eq

ue
nc

y

107 112 117 122 127 132 137

 1100

O-C-N
(Pro)

Fr
eq

ue
nc

y

106 111 116 121 126 131 136

 1100

C-N-CA
(except Gly,Pro)

Fr
eq

ue
nc

y

105 110 115 120 125 130 135

 1100

C-N-CA
(Gly)

Fr
eq

ue
nc

y

107 112 117 122 127 132 137

 1100

C-N-CA
(Pro)

Fr
eq

ue
nc

y

105 110 115 120 125 130 135

 1100

CA-C-O
(except Gly)

Fr
eq

ue
nc

y

105 110 115 120 125 130 135

 1100

CA-C-O
(Gly)

Fr
eq

ue
nc

y

95 100 105 110 115 120 125

 1100

CB-CA-C
(Ala)

Fr
eq

ue
nc

y

94 99 104 109 114 119 124

 1100

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
pdb2bs2
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95 100 105 110 115 120 125

 1100

CB-CA-C
(the rest)

Fr
eq

ue
nc

y

96 101 106 111 116 121 126

 1100

N-CA-C
(except Gly,Pro)

Fr
eq

ue
nc

y
97 102 107 112 117 122 127

 1100

N-CA-C
(Gly)

Fr
eq

ue
nc

y
96 101 106 111 116 121 126

 1100

N-CA-C
(Pro)

Fr
eq

ue
nc

y

95 100 105 110 115 120 125

 1100

N-CA-CB
(Ala)

Fr
eq

ue
nc

y

96 101 106 111 116 121 126

 1100

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

Fr
eq

ue
nc

y

88 93 98 103 108 113 118

 1100

N-CA-CB
(Pro)

Fr
eq

ue
nc

y

95 100 105 110 115 120 125

 1100

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
pdb2bs2
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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.
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Distorted geometry
pdb2bs2

PROCHECK
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Main-chain bond lengths        

A Asp 655 - A Lys 656

C N1.329

1.249

0.080

B Asn 239 - B Met 240

C N1.329

1.252

0.077

C His 254 - C Glu 255

C N1.329

1.248

0.081

D Asp 655 - D Lys 656

C N1.329

1.249

0.080

E Asn 239 - E Met 240

C N1.329

1.254

0.075

F His 254 - F Glu 255

C N1.329

1.251

0.078

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

Main-chain bond angles        

A Asp  82

N C

CA

111.2

 10.5100.7

A Thr 259

N C

CA

111.2

 10.6121.8

A Cys 396

N C

CA

111.2

 11.2100.0

A Trp 397

N C

CA

111.2

 14.1 97.1

A Met 399

N C

CA

111.2

 10.1101.1

B Cys  65

N C

CA

111.2

 10.1121.3

C Pro 102

N C

CA

111.8

 14.2 97.6

D Asp  82

N C

CA

111.2

 10.5100.7

D Thr 259

N C

CA

111.2

 10.5121.7

D Cys 396

N C

CA

111.2

 11.2100.0

D Trp 397

N C

CA

111.2

 14.2 97.0

D Met 399

N C

CA

111.2

 10.2101.0

F Pro 102

N C

CA

111.8

 14.3 97.5

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

Planar groups        

A Tyr   5
0.040

CB 

A Trp 397
0.033

CB 

B Trp 110
0.035

CB 

C Glu 180
0.158

CG 

D Tyr   5
0.039

CB 

D Trp 397
0.039

CB 
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Distorted geometry
pdb2bs2

PROCHECK
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Planar groups (contd)

E Trp 110
0.034

CB 

F Glu 180
0.142

CG 

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


