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Plot statistics

Residues in most favoured regions  [A,B,L]             3177  88.9%
Residues in additional allowed regions  [a,b,l,p]       368  10.3%
Residues in generously allowed regions  [~a,~b,~l,~p]     18   0.5%
Residues in disallowed regions                            9   0.3%
                                                       ---- ------
Number of non-glycine and non-proline residues         3572 100.0%

Number of end-residues (excl. Gly and Pro)               35       

Number of glycine residues (shown as triangles)         262       
Number of proline residues                              196       
                                                       ----       
Total number of residues                               4065       

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   3572        88.9      60.9    10.0        2.8    BETTER 
b. Omega angle st dev           4034         4.1       6.0     3.0       -0.6    Inside 
c. Bad contacts / 100 residues      3         0.1      25.4    10.0       -2.5    BETTER 
d. Zeta angle st dev            3784         1.0       3.1     1.6       -1.3    BETTER 
e. H-bond energy st dev         2634         0.8       1.1     0.2       -1.7    BETTER 
f. Overall G-factor             4065         0.2      -0.9     0.3        3.7    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     466        16.1      29.3     6.5       -2.0    BETTER 
b. Chi-1 trans st dev           1081        15.0      28.1     5.3       -2.5    BETTER 
c. Chi-1 gauche plus st dev     1632        14.8      26.8     4.9       -2.4    BETTER 
d. Chi-1 pooled st dev          3179        15.2      27.6     4.8       -2.6    BETTER 
e. Chi-2 trans st dev           1027        15.6      27.0     5.0       -2.3    BETTER 
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*
*

*
+

* * . * * *
*

* * . * . *
*
+

. * *
*
*

*
*
+

*
*

*
*

. . . * *
+

*
*

*
+

* * *
*

. * . . *
*
+

*
*
*

*
*
+

. . * * * * *
*

* . . * *
+

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

* . * . . . . *
*

. *
*

*
+

. . * . . *
+

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

MC bonds   
MC angles  
Mainchain  

Overall    

402 410 415 420 425 430 435 440 19 25 30 35 40 45 50 55 60 65 
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pdb4u3f_06.ps

Residue properties
pdb4u3f

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.

66 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 

    8

   16

   24

   32

   40
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

66 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 

    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.

66 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 
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

AHLLRLAS PLTTKGAS S FR I TRG I EAVGGSLSVYSTREKMTYCVECLRDHVDTVMEYLLNVTTAPEFRPWEVTDLQPQLKVDKAVAFQS PQVGVLENLHA

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    

66 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 
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pdb4u3f_06.ps

Residue properties
pdb4u3f

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.

166 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 

    8

   16

   24

   32

   40
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

166 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 

    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.

166 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 
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

AAYKTALANPLYCPDYR I GK I TSEQLHHFVQNNFTSARMALVG I GVKHSDLKQVAEQFLN I RSGAGTS SAKATYWGGE I REQNGHSLVHAAVVTEGAAVG

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

*
*

*
*

. * *
*
*

*
*
*
*

. . *
+

* . . . * * *
+

* . *
+

* * *
+

* . . * *
+

* . . . *
+

*
6
.
4
*

. *
+

. *
+

. * * . . . . . *
+

. . * * . . * . * *
+

*
*
+

*
*

*
+

*
+

*
*

. * *
+

. . * . * . *
*

* . . . *
+

*
*

* . *
*

. *
+

*
+

. . . * * . *
+

. . *
*

. * . *
+

. * .

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

MC bonds   
MC angles  
Mainchain  

Overall    

166 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 
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pdb4u3f_06.ps

Residue properties
pdb4u3f

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.

266 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 

    8

   16

   24

   32

   40
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

266 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 

    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.

266 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 
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

SAEANAF SVLQHVLGAGPL I KRGS SVTSKLYQGVAKATTQP FDASAFNVNYSDSGLFGFYT I SQAAHAGEV I RAAMNQLKAAAQGGVTEEDVTKAKNQLK

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    

266 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 
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pdb4u3f_06.ps

Residue properties
pdb4u3f

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.

366 375 380 385 390 395 400 405 410 415 420 425 430 435 5 10 15 

    8

   16

   24

   32

   40
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

366 375 380 385 390 395 400 405 410 415 420 425 430 435 5 10 15 

    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.

366 375 380 385 390 395 400 405 410 415 420 425 430 435 5 10 15 
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

ATYLMSVETAQGLLNE I GSEALLSGTHTAP SVVAQK I DSVTSADVVNAAKKFVSGKKSMAASGDLGSTP FLDEL  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

F
m
e

APN I RKSHPLLKMI N

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    

366 375 380 385 390 395 400 405 410 415 420 425 430 435 5 10 15 
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pdb4u3f_06.ps

Residue properties
pdb4u3f

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.

17 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 

    8

   16

   24

   32

   40
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

17 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 

    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.

17 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

NSL I DLPAP SN I SAWWNFGSLLAVCLMTQ I LTGLLLAMHYTADTSLAF S SVAHTCRNVQYGWL I RNLHANGAS F F F I C I FLH I GRGLYYGSYLYKETWNT

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

*
5
.
4
*

*
5
.
5
*

*
8
.
5
*

. . *
*
+

* . * *
+

. *
+

. . . *
+

*
+

*
*
+

* *
+

. . . . *
+

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

. *
*
*

. . . * . * *
*
+

* * *
+

. . *
+

* * . *
*
+

*
+

. . * . * *
+

. *
+

* *
*
+

. *
+

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

*
*
+

*
*

. . . *
+

* *

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

MC bonds   
MC angles  
Mainchain  

Overall    

17 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 
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pdb4u3f_06.ps

Residue properties
pdb4u3f

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.

117 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 

    8

   16

   24

   32

   40
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

117 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 

    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.

117 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 
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

GV I LLLTLMATAFVGYVLPWGQMS FWGATV I TNLF SA I PY I GHTLVEWAWGGF SVDNPTLTRF FALHFLLP FA I AG I T I I HLTFLHESGSNNPLG I S SDS

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    

117 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 
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pdb4u3f_06.ps

Residue properties
pdb4u3f

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.

217 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 

    8

   16

   24

   32

   40
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

217 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 

    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.

217 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 
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

DK I P FHPYYS FKD I LGLTLMLTP FLTLALF S PNLLGDPENFTPANPLVTP PH I KPEWYFLFAYA I LRS I PNKLGGVLALAASVL I LFL I P FLHKSKQRTM

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

*
+

. * * * *
3
.
5
1
*

*
*
*

*
+

*
*
*

. * * . * . * *
+

* . *
+

*
+

* * *
+

* . * *
+

*
*
*
*

*
7
.
5
*

* * * * *
+

. *
+

* . *
*
*
+

* * * . . * * * *
*

* * . * . *
+

*
+

. *
*
*

*
*
*
+

*
+

*
*

. . . . * * *
+

*
+

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

* *
*
*

*
*

. . . * *
+

* * . *
+

*
+

. . *
*
*

. . *
+

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

MC bonds   
MC angles  
Mainchain  

Overall    

c

c

c = cis-peptide

217 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 
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pdb4u3f_06.ps

Residue properties
pdb4u3f

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.

317 325 330 335 340 345 350 355 360 365 370 375 380 5 10 15 20 25 

    8

   16

   24

   32

   40
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

317 325 330 335 340 345 350 355 360 365 370 375 380 5 10 15 20 25 

    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.

317 325 330 335 340 345 350 355 360 365 370 375 380 5 10 15 20 25 
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

TFRPLSQTLFWLLVANLL I LTWI GSQPVEHP F I I I GQMASLSYFT I LL I LF PT I GTLENKMLNY  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

GELELHP PAF PWSHGGPLSALDHS SV

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

317 325 330 335 340 345 350 355 360 365 370 375 380 5 10 15 20 25 
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pdb4u3f_06.ps

Residue properties
pdb4u3f

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.

27 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 

    8

   16

   24

   32

   40
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

27 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 

    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.

27 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 
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

RRGFQVYKQVCSACHSMDYVAFRNL I GVTHTEAEAKALAEEVEVQDGPDENGELFMRPGK I SDYF PKPYPNPEAARAANNGALP PDLSY I VNARHGGEDY

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

27 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 
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pdb4u3f_06.ps

Residue properties
pdb4u3f

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.

127 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 

    8

   16

   24

   32

   40
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

127 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 

    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.

127 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 
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

VF SLLTGYCDP PAGVVVREGLHYNPYF PGQA I GMAP P I YNE I LEYDDGTPATMSQ I AKDVCTFLRWAAEPEHDQRKRMGLKMLL I SALLTSLLYYMKRHK

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    

127 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 
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pdb4u3f_06.ps

Residue properties
pdb4u3f

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.

227 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 

    8

   16

   24

   32

   40
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

227 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 

    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.

227 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 
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

WSVLKSRKMAYRP PK  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

VHNDVTVPDF SAYRREDVMDATTS SQTS SEDRKGF SYLVTATACVATAYAAKNVVTQF I S SLSASADVLALSK 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    

227 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 
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pdb4u3f_06.ps

Residue properties
pdb4u3f

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.

76 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 

    8

   16

   24

   32

   40
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

76 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 

    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.

76 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 
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

I KLSD I PEGKNVAFKWRGKPLFVRHRTQAE I NQEAEVDVSKLRDPQHDLDRVKKPEWV I LVGVCTHLGCVP I ANSGDFGGYYCPCHGSHYDASGR I RKGP

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    

76 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 
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pdb4u3f_06.ps

Residue properties
pdb4u3f

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.

176 185 190 195 15 20 25 30 35 40 45 50 55 60 65 70 75 

    8

   16

   24

   32

   40
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

176 185 190 195 15 20 25 30 35 40 45 50 55 60 65 70 75 

    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.

176 185 190 195 15 20 25 30 35 40 45 50 55 60 65 70 75 
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

APYNLEVPTYQFVGDDLVVVG  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

GRLMDR I RKWYYNAAGFNKYGLMRDDTLYEDDDVKEALKRLPEDLYNERMFR I KRALDLSLKHR I LPKE

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    

176 185 190 195 15 20 25 30 35 40 45 50 55 60 65 70 75 
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pdb4u3f_06.ps

Residue properties
pdb4u3f

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.

79 85 90 95 100 105 110 10 15 20 25 30 35 40 45 50 55 

    8

   16

   24

   32

   40
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

79 85 90 95 100 105 110 10 15 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.

79 85 90 95 100 105 110 10 15 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

G

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

e. Sequence & Ramachandran regions

QWVKYEEDKPYLEPYLKEV I RERLEREAWNKK  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

I HFGNLARVRH I I TYSLS P FEQRA I PN I F SDALPNVWRRF S SQVFKVAP P FLGAYLLY

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    

79 85 90 95 100 105 110 10 15 20 25 30 35 40 45 50 55 
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pdb4u3f_06.ps

Residue properties
pdb4u3f

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.

60 65 70 75 80 15 20 25 30 35 40 45 50 55 60 65 70 75 

    8

   16

   24

   32

   40
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

60 65 70 75 80 15 20 25 30 35 40 45 50 55 60 65 70 75 

    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.

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

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

H

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

e. Sequence & Ramachandran regions

SWGTQEFERLKRKNPADYENDQ  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

EELVDPLTT I REHCEQTEKCVKARERLELCDARVS SRSHTEEQCTEELFDFLHARDHCVAHKLFNKLK

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    

60 65 70 75 80 15 20 25 30 35 40 45 50 55 60 65 70 75 
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pdb4u3f_06.ps

Residue properties
pdb4u3f

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.

29 38 45 55 60 65 70 75 10 15 20 25 30 35 40 45 

    8

   16

   24

   32

   40
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

29 38 45 55 60 65 70 75 10 15 20 25 30 35 40 45 

    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.

29 38 45 55 60 65 70 75 10 15 20 25 30 35 40 45 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

I I J

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

e. Sequence & Ramachandran regions

U
n
k

U
n
k

U
n
k

U
n
k

U
n
k

U
n
k

U
n
k

U
n
k

U
n
k

U
n
k

U
n
k

U
n
k

U
n
k

U
n
k

 
 
 

 
 
 

PLLCRESMSGRSARRDLVAG I SLNAPASVR  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

ALLRQAYSALFRRTSTFALTVVLGAVLFERAFDQGADA I FEHLN

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    

29 38 45 55 60 65 70 75 10 15 20 25 30 35 40 45 
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pdb4u3f_06.ps

Residue properties
pdb4u3f

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.

48 55 60 3 10 15 20 25 30 35 40 45 50 55 60 65 70 75 

    8

   16

   24

   32

   40
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

48 55 60 3 10 15 20 25 30 35 40 45 50 55 60 65 70 75 

    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.

48 55 60 3 10 15 20 25 30 35 40 45 50 55 60 65 70 75 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

N

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

e. Sequence & Ramachandran regions

EGKLWKH I KHKYEASEE  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

TYAQTLQN I PETNVTTLDNGLRVASEES SQPTCTVGVWI GAGSRYENEKNNGAGYFVEHLAFKGTKKRPCAAF

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    

48 55 60 3 10 15 20 25 30 35 40 45 50 55 60 65 70 75 
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pdb4u3f_06.ps

Residue properties
pdb4u3f

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.

76 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 

    8

   16

   24

   32

   40
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

76 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 

    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.

76 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 
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

EKEVESMGAHFNGYTSREQTAFY I KALSKDMPKVVELLADVVQNCALEESQ I EKERGV I LQELKEMDNDMTNVTFDYLHATAFQGTALARTVEGTTEN I K

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    

76 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 
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pdb4u3f_06.ps

Residue properties
pdb4u3f

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.

176 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 

    8

   16

   24

   32

   40
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

176 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 

    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.

176 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 
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

HLTRADLASY I DTHFKAPRMVLAAAGG I SHKELVDAARQHF SGVS FTYKEDAVP I LPRCRFTGSE I RARDDALPVAHVALAVEGPGWADPDNVVLHVANA

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    

176 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 
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pdb4u3f_06.ps

Residue properties
pdb4u3f

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.

276 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 

    8

   16

   24

   32

   40
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

276 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 

    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.

276 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 
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

I I GRYDRTFGGGKHLS SRLAALAVEHKLCHS FQTFNTSYSDTGLFGFHFVADPLS I DDMMFCAQGEWMRLCTSTTESEVKRAKNHLRSAMVAQLDGTTPV

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    

276 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 
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pdb4u3f_06.ps

Residue properties
pdb4u3f

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.

376 385 390 395 400 405 410 415 420 425 430 435 440 18 25 30 35 

    8

   16

   24

   32

   40
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

376 385 390 395 400 405 410 415 420 425 430 435 440 18 25 30 35 

    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.

376 385 390 395 400 405 410 415 420 425 430 435 440 18 25 30 35 
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

CET I GSHLLNYGRR I SLEEWDSR I SAVDARMVRDVCSKY I YDKCPALAAVGP I EQLLDYNR I RSGMYWI  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

CPGAEDLE I TKLPNGL I I ASL

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

* . * . * *
*
+

*
+

* *
+

*
5
.
4
*

*
*
*

* . . . *
+

. . *
+

* . * * . *
*

*
+

. . . * *
*

. . . . . * * *
*
*

*
+

* * . * * *
*

* * . * . *
*
+

. * *
*
*

*
*
+

*
*

*
*

. . . * *
+

*
*

*
+

* * *
*

. *
+

*
8
.
4
*

. . *
+

* *
*
+

. . * . * * *
+

. . . * *
+

* .

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

MC bonds   
MC angles  
Mainchain  

Overall    

376 385 390 395 400 405 410 415 420 425 430 435 440 18 25 30 35 

Page 26



pdb4u3f_06.ps

Residue properties
pdb4u3f

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.

39 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 

    8

   16

   24

   32

   40
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

39 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 

    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.

39 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 
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

ENF S PASR I GVF I KAGSRYETTANLGTAHLLRLAS PLTTKGAS S FR I TRG I EAVGGSLSVYSTREKMTYCVECLRDHVDTVMEYLLNVTTAPEFRPWEVT

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    

39 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 
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pdb4u3f_06.ps

Residue properties
pdb4u3f

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.

139 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 

    8

   16

   24

   32

   40
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

139 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 

    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.

139 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 
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

DLQPQLKVDKAVAFQS PQVGVLENLHAAAYKTALANPLYCPDYR I GK I TSEQLHHFVQNNFTSARMALVG I GVKHSDLKQVAEQFLN I RSGAGTS SAKAT

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

*
*

*
+

. * *
+

. . * *
+

. . *
+

* *
+

*
+

*
*

*
+

. *
+

*
+

* *
*
*

*
*

* * . * *
*

*
*

. . *
*
*

*
*
*
*

. . *
+

* . . . * * *
+

* . *
+

* * *
+

* * . * *
+

. . . . *
+

*
6
.
4
*

. *
+

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

. . * *
+

. . * . * *
*
*

*
*
+

*
*

*
+

*
*

*
*

. * . . . * . * * *
*

* .

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

MC bonds   
MC angles  
Mainchain  

Overall    

139 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 
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pdb4u3f_06.ps

Residue properties
pdb4u3f

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.

239 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 

    8

   16

   24

   32

   40
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

239 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 

    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.

239 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 
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

YWGGE I REQNGHSLVHAAVVTEGAAVGSAEANAF SVLQHVLGAGPL I KRGS SVTSKLYQGVAKATTQP FDASAFNVNYSDSGLFGFYT I SQAAHAGEV I R

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    

239 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 
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pdb4u3f_06.ps

Residue properties
pdb4u3f

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.

339 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 

    8

   16

   24

   32

   40
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

339 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 

    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.

339 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 
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

AAMNQLKAAAQGGVTEEDVTKAKNQLKATYLMSVETAQGLLNE I GSEALLSGTHTAP SVVAQK I DSVTSADVVNAAKKFVSGKKSMAASGDLGSTP FLDE

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    

339 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 
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pdb4u3f_06.ps

Residue properties
pdb4u3f

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.

439 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 

    8

   16

   24

   32

   40
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

439 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 

    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.

439 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 
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

L  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

APN I RKSHPLLKMI NNSL I DLPAP SN I SAWWNFGSLLAVCLMTQ I LTGLLLAMHYTADTSLAF S SVAHTCRNVQYGWL I RNLHANGAS F

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

* . * * *
*

. . . . * *
*
*

*
*
+

*
*

*
*
*

*
+

. *
5
.
4
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*
5
.
5
*

*
8
.
5
*

. . *
*
+

* . * *
+

. *
+

. . . *
+

*
+

*
*
+

* *
+

. . * . *
+

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

. *
*
*

. . . . . * *
*
+

* * *
+

. . *
+

* * . *
*
+

*
+

. . * . * *
+

.

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

MC bonds   
MC angles  
Mainchain  

Overall    

439 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 
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pdb4u3f_06.ps

Residue properties
pdb4u3f

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.

91 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 

    8

   16

   24

   32

   40
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

91 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 

    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.

91 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 
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 F I C I FLH I GRGLYYGSYLYKETWNTGV I LLLTLMATAFVGYVLPWGQMS FWGATV I TNLF SA I PY I GHTLVEWAWGGF SVDNPTLTRF FALHFLLP FA I

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    

91 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 
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pdb4u3f_06.ps

Residue properties
pdb4u3f

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.

191 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 

    8

   16

   24

   32

   40
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

191 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 

    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.

191 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 
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

AG I T I I HLTFLHESGSNNPLG I S SDSDK I P FHPYYS FKD I LGLTLMLTP FLTLALF S PNLLGDPENFTPANPLVTP PH I KPEWYFLFAYA I LRS I PNKLG

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)
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. . . . . . *
*

*
+

. * * * *
3
.
5
1
*

*
*
*

*
+

*
*
*

. * * . * . * *
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*
*
*

*
6
.
5
*

* * * * *
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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    

c

c

c = cis-peptide

191 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 
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pdb4u3f_06.ps

Residue properties
pdb4u3f

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.

291 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 

    8

   16

   24

   32

   40
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

291 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 

    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.

291 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 
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

GVLALAASVL I LFL I P FLHKSKQRTMTFRPLSQTLFWLLVANLL I LTWI GSQPVEHP F I I I GQMASLSYFT I LL I LF PT I GTLENKMLNY  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

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    

c

c

c = cis-peptide

291 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 
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pdb4u3f_06.ps

Residue properties
pdb4u3f

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 

    8

   16

   24

   32

   40
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

Q

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

e. Sequence & Ramachandran regions

GELELHP PAF PWSHGGPLSALDHS SVRRGFQVYKQVCSACHSMDYVAFRNL I GVTHTEAEAKALAEEVEVQDGPDENGELFMRPGK I SDYF PKPYPNPEA

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)
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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    

c

c

c = cis-peptide

1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 
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pdb4u3f_06.ps

Residue properties
pdb4u3f

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.

101 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 

    8

   16

   24

   32

   40
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

101 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 

    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.

101 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 
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

ARAANNGALP PDLSY I VNARHGGEDYVF SLLTGYCDP PAGVVVREGLHYNPYF PGQA I GMAP P I YNE I LEYDDGTPATMSQ I AKDVCTFLRWAAEPEHDQ

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)
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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    

101 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 
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pdb4u3f_06.ps

Residue properties
pdb4u3f

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.

201 210 215 220 225 230 235 240 5 10 15 20 25 30 35 40 45 

    8

   16

   24

   32

   40
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

201 210 215 220 225 230 235 240 5 10 15 20 25 30 35 40 45 

    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.

201 210 215 220 225 230 235 240 5 10 15 20 25 30 35 40 45 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

R
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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
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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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Black bars >  2.0 st. devs. from mean.
Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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Black bars >  2.0 st. devs. from mean.
Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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Histograms showing RMS distances of planar atoms from best-fit plane.
Black bars indicate large deviations from planarity: RMS dist > 0.03 for rings, and > 0.02 otherwise.


