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Plot statistics

Residues in most favoured regions  [A,B,L]             3001  88.7%
Residues in additional allowed regions  [a,b,l,p]       380  11.2%
Residues in generously allowed regions  [~a,~b,~l,~p]      1   0.0%
Residues in disallowed regions                            3   0.1%
                                                       ---- ------
Number of non-glycine and non-proline residues         3385 100.0%

Number of end-residues (excl. Gly and Pro)               37       

Number of glycine residues (shown as triangles)         251       
Number of proline residues                              193       
                                                       ----       
Total number of residues                               3866       

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
pdb4d6u  

-180 -90 0 90 180

  -90

    0

   90

  180

Phi   

Ps
i  

 

E   5

P 304C 304

P  13C  13

Ile (189)

-180 -90 0 90 180

  -90

    0

   90

  180

Phi   

D 169

N 444

Q 169

O  24O 352

Leu (419)

-180 -90 0 90 180

  -90

    0

   90

  180

Phi   

B 301

R 173

P 378

Lys (167)

-180 -90 0 90 180

  -90

    0

   90

  180

Phi   

Ps
i  

 

Met (84)

-180 -90 0 90 180

  -90

    0

   90

  180

Phi   

Q  91

O 378B 378

O 132

A 442

B 132

N 415

R 187

A 415

Phe (162)

-180 -90 0 90 180

  -90

    0

   90

  180

Phi   

O  30P 285

O 306
Q  11D  11Q 162

T  74

D 162

R 175

A 374N 374
B  30

D 176

W   3

Q 176

D 217
A 260N 260

Q 217

B  21

Pro (190)

-180 -90 0 90 180

  -90

    0

   90

  180

Phi   

Ps
i  

 R  79

P 212

O 261

C 212

B 261

A 220

O  74

I  54

B 319

B  74

O 319

N 220

Ser (278)

-180 -90 0 90 180

  -90

    0

   90

  180

Phi   

A 143

O 346B 346

Thr (195)

-180 -90 0 90 180

  -90

    0

   90

  180

Phi   

Trp (52)

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.



pdb4d6u_03.ps

Page  2
PROCHECK

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   3385        88.7      37.8    10.0        5.1    BETTER 
b. Omega angle st dev           3838         5.9       6.0     3.0       -0.0    Inside 
c. Bad contacts / 100 residues     37         1.0      48.4    10.0       -4.7    BETTER 
d. Zeta angle st dev            3615         1.7       3.1     1.6       -0.9    Inside 
e. H-bond energy st dev         2601         0.8       1.3     0.2       -2.1    BETTER 
f. Overall G-factor             3866         0.0      -1.2     0.3        4.1    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     480        16.0      36.4     6.5       -3.1    BETTER 
b. Chi-1 trans st dev           1050        15.5      33.8     5.3       -3.5    BETTER 
c. Chi-1 gauche plus st dev     1530        14.8      32.6     4.9       -3.6    BETTER 
d. Chi-1 pooled st dev          3060        15.3      33.5     4.8       -3.7    BETTER 
e. Chi-2 trans st dev            962        18.4      31.2     5.0       -2.6    BETTER 
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c. C-alpha chirality: abs. deviation of zeta torsion
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d. Secondary structure & estimated accessibility
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*
*

* * * *
*
+

* *
+

* *
+

*
+

* . *
+

. *
*

*
+

. . *
+

. . . *
+

*
+

*
+

. . . . . .

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

MC bonds   
MC angles  
Mainchain  

Overall    

402 410 415 420 425 430 435 440 445 25 30 35 40 45 50 55 60 
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pdb4d6u_06.ps

Residue properties
pdb4d6u

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.

64 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 

    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.

64 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 

    6

   12

   18

   24

   30
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

64 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

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

e. Sequence & Ramachandran regions

GTSHLLRLAS SLTTKGAS S FK I TRG I EAVGGKLSVTSTRENMAYTVECLRDDVD I LMEFLLNVTTAPEFRRWEVAALQPQLR I DKAVALQNPQAHV I ENL

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    

64 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 
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pdb4d6u_06.ps

Residue properties
pdb4d6u

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.

164 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 

    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.

164 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 

    6

   12

   18

   24

   30
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

164 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 
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

HAAAYRNALANSLYCPDYR I GKVTPVELHDYVQNHFTSARMAL I GLGVSHPVLKQVAEQFLN I RGGLGLSGAKAKYHGGE I REQNGDSLVHAALVAESAA

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    

164 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 
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pdb4d6u_06.ps

Residue properties
pdb4d6u

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.

264 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 

    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.

264 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 

    6

   12

   18

   24

   30
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

264 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 
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 GSAEANAF SVLQHVLGAGPHVKRGSNATS SLYQAVAKGVHQP FDVSAFNASYSDSGLFGFYT I SQAASAGDV I KAAYNQVKT I AQGNLSNPDVQAAKNK

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

. * * *
*

*
+

. *
+

* * * . * *
+

*
+

* *
*

. * . *
+

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

*
+

* * * . *
*
*
+

*
9
.
7
*

. * *
+

*
6
.
4
*

* * * * * *
+

* . . . *
+

. . . . *
+

. * * * *
+

*
+

* * . . . * *
+

* * . * *
+

* *
+

* . * *
+

*
*
*
*

*
*
+

*
+

*
*

* *
+

* . *
+

* * * * * * * *
+

*

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

MC bonds   
MC angles  
Mainchain  

Overall    

264 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 
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pdb4d6u_06.ps

Residue properties
pdb4d6u

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.

364 370 375 380 385 390 395 400 405 410 415 420 425 430 435 6 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.

364 370 375 380 385 390 395 400 405 410 415 420 425 430 435 6 15 

    6

   12

   18

   24

   30
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

364 370 375 380 385 390 395 400 405 410 415 420 425 430 435 6 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

LKAGYLMSVES SEGFLDEVGSQALAAGSYTP P STVLQQ I DAVADADV I NAAKKFVSGRKSMAASGNLGHTP F I DEL  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

KSHPLMK I VNNAF 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    

364 370 375 380 385 390 395 400 405 410 415 420 425 430 435 6 15 
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pdb4d6u_06.ps

Residue properties
pdb4d6u

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 

    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.

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

    6

   12

   18

   24

   30
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

DLPAP SN I S SWWNFGSLLG I CL I LQ I LTGLFLAMHYTSDTTTAF S SVTH I CRDVNYGWI I RYMHANGASMF F I CLYMHVGRGLYYGSYTFLETWN I GV I L

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    

20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 
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pdb4d6u_06.ps

Residue properties
pdb4d6u

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 

    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.

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

    6

   12

   18

   24

   30
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

LLTVMATAFMGYVLPWGQMS FWGATV I TNLLSA I PY I GTNLVEWIWGGF SVDKATLTRF FAFHF I LP F I IMA I AMVHLLFLHETGSNNPTG I S SDVDK I P

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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pdb4d6u_06.ps

Residue properties
pdb4d6u

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 

    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.

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

    6

   12

   18

   24

   30
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

FHPYYT I KD I LGALLL I LALMLLVLFAPDLLGDPDNYTPANPLNTP PH I KPEWYFLFAYA I LRS I PNKLGGVLALAF S I L I LAL I PLLHTSKQRSMMFRP

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

* *
3
.
5
1
*

*
*
*
+

*
*

*
*

*
*

. *
+

* * * . * *
*

. . * * *
+

*
+

*
+

* *
+

* *
*

*
*
*
*

*
+

* * . * . . * *
+

*
*
+

*
*

*
*

* * . * *
+

. *
+

* * . *
+

* * *
*
*
+

. *
+

*
*

*
+

. * . * * *
+

*
+

. * *
+

. *
*

* *
+

* * * . * *
+

*
+

* *
*
*

* *
+

* . *
*
+

. * * . *
+

. * *
+

*
+

*
+

*
*

. . *
+

. *
+

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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pdb4d6u_06.ps

Residue properties
pdb4d6u

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 2 10 15 20 25 30 

    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.

320 325 330 335 340 345 350 355 360 365 370 375 2 10 15 20 25 30 

    6

   12

   18

   24

   30
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 2 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

D

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

e. Sequence & Ramachandran regions

LSQCLFWALVADLLTLTWI GGQPVEHPY I T I GQLASVLYFLL I LVLMPTAGT I ENKLLKW 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

DLELHP P SYPWSHRGLLS SLDHTS I RRGFQ

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

320 325 330 335 340 345 350 355 360 365 370 375 2 10 15 20 25 30 
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pdb4d6u_06.ps

Residue properties
pdb4d6u

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.

32 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 

    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.

32 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 

    6

   12

   18

   24

   30
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

32 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

VYKQVCS SCHSMDYVAYRHLVGVCYTEDEAKALAEEVEVQDGPNEDGEMFMRPGKLSDYF PKPYPNPEAARAANNGALP PDLSY I VRARHGGEDYVF SLL

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

32 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 
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pdb4d6u_06.ps

Residue properties
pdb4d6u

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.

132 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 

    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.

132 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 

    6

   12

   18

   24

   30
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

132 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 
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

TGYCEP PTGVSLREGLYFNPYF PGQA I GMAP P I YNEVLEFDDGTPATMSQVAKDVCTFLRWAAEPEHDHRKRMGLKMLLMMGLLLPLVYAMKRHKWSVLK

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    

132 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 
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pdb4d6u_06.ps

Residue properties
pdb4d6u

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.

232 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 

    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.

232 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 

    6

   12

   18

   24

   30
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

232 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 
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

SRKLAYRP PK  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

SHTD I KVPDF SDYRRPEVLDSTKS SKES SEARKGF SYLVTATTTVGVAYAAKNVVSQFVS SMSASADVLAMSK  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

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    

232 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 
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pdb4d6u_06.ps

Residue properties
pdb4d6u

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.

12 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 

    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.

12 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 

    6

   12

   18

   24

   30
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

12 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 
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

WLEG I RKWYYNAAGFNKLGLMRDDT I HENDDVKEA I RRLPENLYDDRVFR I KRALDLSMRQQ I LPKEQWTKYEEDKSYLEPYLKEV I RERKEREEWAK  
 
 

 
 
 

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    

12 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 
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pdb4d6u_06.ps

Residue properties
pdb4d6u

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.

2 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 20 

    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.

2 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 20 

    6

   12

   18

   24

   30
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

2 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 20 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

G H

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

e. Sequence & Ramachandran regions

RQFGHLTRVRHV I TYSLS P FEQRAF PHYF SKG I PNVLRRTRAC I LRVAP P FVAFYLVYTWGTQEFEKSKRKNPAAYENDR  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

LVDPLTTVRE

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

*
*

. . . * * . *
*
*
+

*
+

. * . * * * *
*
+

* . * . * *
+

* . . * *
+

*
*
+

* *
+

*
*
*

*
*
+

*
*

* * * *
+

* . *
*
*
+

*
+

*
*

*
*
+

. *
*
+

*
+

*
*
+

. *
+

*
+

*
+

* *
+

* * *
+

. *
*
+

*
+

*
+

* *
+

* . . * *
+

*
+

*
*

* . * *
+

*
8
.
7
*

*
*
*
*

*
*
+

*
+

. * * . *
*
+

*
+

*
*

*
+

*
*

*
+

*
+

* *
+

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

MC bonds   
MC angles  
Mainchain  

Overall    

2 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 20 
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pdb4d6u_06.ps

Residue properties
pdb4d6u

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.

23 30 35 40 45 50 55 60 65 70 75 55 60 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.

23 30 35 40 45 50 55 60 65 70 75 55 60 70 75 

    6

   12

   18

   24

   30
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

23 30 35 40 45 50 55 60 65 70 75 55 60 70 75 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

I I

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

e. Sequence & Ramachandran regions

QCEQLEKCVKARERLELCDERVS SRSQTEEDCTEELLDFLHARDHCVAHKLFNSL  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

LCRESLRGQAAG  
 
 

 
 
 

LVASVSLNVPASVRY  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

* * *
*

*
*

*
*
*

* . * . *
*

* *
+

*
+

*
*
+

*
*

*
*
*

*
*
+

*
1
.
8
*

*
*
+

* *
*

*
*
*

* * *
+

. *
*

*
*

*
*

*
+

. *
1
.
8
*

*
*

*
*
+

*
*

* * *
+

*
*

*
+

*
+

* *
+

*
+

* * *
+

* *
*

*
0
.
6
*

* *
+

* *
*

*
+

. *
*
*
+

*
*
*
*

*
*
*

* *
+

*
*
+

*
*
*
*

. . * * *
*
+

*
+

* *
+

*
+

*
+

. *
*
*

* * . * . *
*

*

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

MC bonds   
MC angles  
Mainchain  

Overall    

23 30 35 40 45 50 55 60 65 70 75 55 60 70 75 
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pdb4d6u_06.ps

Residue properties
pdb4d6u

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.

3 10 15 20 25 30 35 40 45 50 55 60 10 15 20 25 30 

    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.

3 10 15 20 25 30 35 40 45 50 55 60 10 15 20 25 30 

    6

   12

   18

   24

   30
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

3 10 15 20 25 30 35 40 45 50 55 60 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

J N

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

e. Sequence & Ramachandran regions

PTLTARLYSLLFRRTSTFALT I VVGALF FERAFDQGADA I YEH I NEGKLWKH I KHKYE  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

ATYAQALQSVPETQVSQLDNGLRVASEQS SQP

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    

3 10 15 20 25 30 35 40 45 50 55 60 10 15 20 25 30 
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pdb4d6u_06.ps

Residue properties
pdb4d6u

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.

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

    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.

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

    6

   12

   18

   24

   30
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

34 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

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

e. Sequence & Ramachandran regions

TCTVGVWI DAGSRYESEKNNGAGYFVEHLAFKGTKNRPGNALEKEVESMGAHLNAYSTREHTAYY I KALSKDLPKAVELLAD I VQNCSLEDSQ I EKERDV

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    

34 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 
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pdb4d6u_06.ps

Residue properties
pdb4d6u

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.

134 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 

    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.

134 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 

    6

   12

   18

   24

   30
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

134 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 
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

I LQELQENDTSMRDVVFNYLHATAFQGTPLAQSVEGP SENVRKLSRADLTEYLSRHYKAPRMVLAAAGGLEHRQLLDLAQKHF SGLSGTYDEDAVPTLS P

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

* * * *
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* *
*

*
+

*
+

*
*

* *
*
*
+

*
+

* . * *
*
*

*
*

* * * * *
+

*
+

. * . . *
+

* *
*
+

*
+

. . . * . * *
+

*
*

*
+
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*
+

*
3
.
5
*
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*

*
*
+

*
+

*
+

*
+

* * *
+

*
+

*
+

* *
*
*

* . * * *
+

*
+

* * . . * * * *
*

* *
*
+

* . * *
+

. * *
+

*
*
+

* *
*
*

*
+

* . *
+

*
*
+

* *
+

. *
*
*

. * . *
*
*
+

* *
+

*
+

*
+

*
+

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

MC bonds   
MC angles  
Mainchain  

Overall    

134 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 
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pdb4d6u_06.ps

Residue properties
pdb4d6u

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.

234 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 

    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.

234 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 

    6

   12

   18

   24

   30
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

234 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 
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

CRFTGSQ I CHREDGLPLAHVA I AVEGPGWAHPDNVALQVANA I I GHYDCTYGGGAHLS S PLAS I AATNKLCQS FQTFN I CYADTGLLGAHFVCDHMS I DD

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    

234 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 
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pdb4d6u_06.ps

Residue properties
pdb4d6u

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.

334 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 

    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.

334 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 

    6

   12

   18

   24

   30
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

334 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 
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

MMFVLQGQWMRLCTSATESEVLRGKNLLRNALVSHLDGTTPVCED I GRSLLTYGRR I PLAEWESR I AEVDARVVREVCSKYFYDQCPAVAGFGP I EQLPD

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    

334 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 
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pdb4d6u_06.ps

Residue properties
pdb4d6u

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.

434 440 445 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 

    8
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   32

   40
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

434 440 445 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 

    6

   12

   18
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   30
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

434 440 445 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 
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

YNR I RSGMFWLK  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

PQDLEFTRLPNGLV I ASLENYAPASR I GLF I KAGSRYENSNNLGTSHLLRLAS SLTTKGAS S FK I TRG I EAVGGKLSV

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)
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*
*

*
+

* *
+

*
+

* . * *
*
+

*
2
.
5
*

. * . * *
*

* * * *
*

* *
*
*

* . *
*
*

* * * *
*

* *
+

* *
+

*
*

* . *
+

. *
*

*
+

. . *
+

. . . *
+

*
+

*
+

. . . . . . . *
+

* * * . * *
*

* *
*

*
*
+

*
+

. * *
*
+

. . . *
+

*
*

*
+

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

.

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

MC bonds   
MC angles  
Mainchain  

Overall    

434 440 445 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 
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pdb4d6u_06.ps

Residue properties
pdb4d6u

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.

99 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 

    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.

99 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 

    6

   12

   18

   24

   30
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

99 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 
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

TSTRENMAYTVECLRDDVD I LMEFLLNVTTAPEFRRWEVAALQPQLR I DKAVALQNPQAHV I ENLHAAAYRNALANSLYCPDYR I GKVTPVELHDYVQNH

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    

99 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 
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pdb4d6u_06.ps

Residue properties
pdb4d6u

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.

199 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 

    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.

199 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 

    6

   12

   18

   24

   30
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

199 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 
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

FTSARMAL I GLGVSHPVLKQVAEQFLN I RGGLGLSGAKAKYHGGE I REQNGDSLVHAALVAESAA I GSAEANAF SVLQHVLGAGPHVKRGSNATS SLYQA

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    

199 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 

Page 27



pdb4d6u_06.ps

Residue properties
pdb4d6u

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.

299 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 

    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.

299 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 

    6

   12

   18

   24

   30
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

299 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 
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

VAKGVHEP FDVSAFNASYSDSGLFGFYT I SQAASAGDV I KAAYNQVKT I AQGNLSNPDVQAAKNKLKAGYLMSVES SEGFLDEVGSQALAAGSYTP P STV

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    

299 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 
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pdb4d6u_06.ps

Residue properties
pdb4d6u

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.

399 405 410 415 420 425 430 435 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.

399 405 410 415 420 425 430 435 10 15 20 25 30 35 40 45 50 55 

    6

   12

   18

   24

   30
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

399 405 410 415 420 425 430 435 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

P

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

e. Sequence & Ramachandran regions

LQQ I DAVADADV I NAAKKFVSGRKSMAASGNLGHTP F I DEL  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

LMK I VNNAF I DLPAP SN I S SWWNFGSLLG I CL I LQ I LTGLFLAMHYTSD

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    

399 405 410 415 420 425 430 435 10 15 20 25 30 35 40 45 50 55 
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pdb4d6u_06.ps

Residue properties
pdb4d6u

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.

59 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 

    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.

59 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 

    6

   12

   18

   24

   30
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

59 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

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

e. Sequence & Ramachandran regions

TTTAF S SVTH I CRDVNYGWI I RYMHANGASMF F I CLYMHVGRGLYYGSYTFLETWN I GV I LLLTVMATAFMGYVLPWGQMS FWGATV I TNLLSA I PY I GT

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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*

*
+

*
*

*
*
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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    

59 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 
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pdb4d6u_06.ps

Residue properties
pdb4d6u

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.

159 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 

    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.

159 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 

    6

   12

   18

   24

   30
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

159 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 
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

NLVEWIWGGF SVDKATLTRF FAFHF I LP F I IMA I AMVHLLFLHETGSNNPTG I S SDVDK I P FHPYYT I KD I LGALLL I LALMLLVLFAPDLLGDPDNYTP

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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+

*
+
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+

* . . *
+

. . *
+

. * * * * *
4
.
5
1
*

*
*
*
+

*
*

*
*

*
*

. *
+

. * * . * *
*

* * * * * *
+

*
+

* *
+

* *
*

*
*
*
*

*
+

* * . * . . *
+

*
+

*
*
*

*
+

*
*

*

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

MC bonds   
MC angles  
Mainchain  

Overall    

c

c

c = cis-peptide

159 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 
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pdb4d6u_06.ps

Residue properties
pdb4d6u

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.

259 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 

    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.

259 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 

    6

   12

   18

   24

   30
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

259 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 
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

ANPLNTP PH I KPEWYFLFAYA I LRS I PNKLGGVLALAF S I L I LAL I PLLHTSKQRSMMFRPLSQCLFWALVADLLTLTWI GGQPVEHPY I T I GQLASVLY

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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+
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*
*

*
+

*
+

* . *
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+

*
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+
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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

259 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 
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pdb4d6u_06.ps

Residue properties
pdb4d6u

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.

359 365 370 375 5 10 15 20 25 30 35 40 45 50 55 60 65 

    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.

359 365 370 375 5 10 15 20 25 30 35 40 45 50 55 60 65 

    6

   12

   18

   24

   30
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

359 365 370 375 5 10 15 20 25 30 35 40 45 50 55 60 65 
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

FLL I LVLMPTAGT I ENKLLKW 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

SDLELHP P SYPWSHRGLLS SLDHTS I RRGFQVYKQVCS SCHSMDYVAYRHLVGVCYTEDEAKALAEEVE

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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*
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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    

359 365 370 375 5 10 15 20 25 30 35 40 45 50 55 60 65 
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pdb4d6u_06.ps

Residue properties
pdb4d6u

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.

70 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.

70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 

    6

   12

   18

   24

   30
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

70 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

VQDGPNEDGEMFMRPGKLSDYF PKPYPNPEAARAANNGALP PDLSY I VRARHGGEDYVF SLLTGYCEP PTGVSLREGLYFNPYF PGQA I GMAP P I YNEVL

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)
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+

*
+

*
+

* . * *
*

*
+

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

MC bonds   
MC angles  
Mainchain  

Overall    

c

c

c = cis-peptide

70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 
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pdb4d6u_06.ps

Residue properties
pdb4d6u

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.

170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 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.

170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 5 10 15 

    6

   12

   18

   24

   30
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 5 10 15 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

R

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

e. Sequence & Ramachandran regions

EFDDGTPATMSQVAKDVCTFLRWAAEPEHDHRKRMGLKMLLMMGLLLPLVYAMKRHKWSVLKSRKLAYRP PK  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

SHTD I KVPDF SDYRRPEV
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d. Secondary structure & estimated accessibility
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Key:- Helix Beta strand Random coil Accessibility shading: Buried Accessible
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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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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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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. or signifies data points off the graph in the direction shown.
Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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Black bars >  2.0 st. devs. from mean. or signifies data points off the graph in the direction shown.
Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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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
pdb4d6u

PROCHECK
Page  1

0.00 0.01 0.02 0.03 0.04

   50

  100

  150

ARG

Fr
eq

ue
nc

y

1

0.00 0.01 0.02 0.03 0.04

   50

  100

  150

ASN

Fr
eq

ue
nc

y
0.00 0.01 0.02 0.03 0.04

   50

  100

  150

ASP

Fr
eq

ue
nc

y
0.00 0.01 0.02 0.03 0.04

   50

  100

  150

GLN

Fr
eq

ue
nc

y

0.00 0.01 0.02 0.03 0.04

   50

  100

  150

GLU

Fr
eq

ue
nc

y

2

0.00 0.01 0.02 0.03 0.04

   50

  100

  150

HIS

Fr
eq

ue
nc

y

0.00 0.01 0.02 0.03 0.04

   50

  100

  150

PHE

Fr
eq

ue
nc

y

0.00 0.01 0.02 0.03 0.04

   50

  100

  150

TRP

Fr
eq

ue
nc

y

0.00 0.01 0.02 0.03 0.04

   50

  100

  150

TYR

Fr
eq

ue
nc

y

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.


