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Plot statistics

Residues in most favoured regions  [A,B,L]             2728  76.4%
Residues in additional allowed regions  [a,b,l,p]       788  22.1%
Residues in generously allowed regions  [~a,~b,~l,~p]     49   1.4%
Residues in disallowed regions                            8   0.2%
                                                       ---- ------
Number of non-glycine and non-proline residues         3573 100.0%

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

Number of glycine residues (shown as triangles)         264       
Number of proline residues                              196       
                                                       ----       
Total number of residues                               4070       

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
pdb3h1i  

-180 -90 0 90 180

  -90

    0

   90

  180

Phi   

Ps
i  

 

D 182Q 182C  20P  20P 365 P  93

Q  52R  74

A 331

B 226
A  11

C 305

O 226

D 168Q 168

P 305

N  11G  13T  13

N 331

O  26
D  52

B  26

D 158Q 158

P 157

Ile (196)

-180 -90 0 90 180

  -90

    0

   90

  180

Phi   

W  13

E  69

U  62
G   7T   7

H  62

R  69

C 186

N 290

C 276

C 237

A 177

N 369

A  23

A 369

O 216

N 177

S  12

A 290

T  34

O 430

E 180R 180
B  63O  63

G  34

D 169

V  50

Q 169

B 430

Q 206S  68

I  50

O  24

B  29

C 336
C 233P 233

Leu (420)

-180 -90 0 90 180

  -90

    0

   90

  180

Phi   

N 206

B  52O  52N  65B  28

R  73

B 236O 236

F  77S  77

E  73

H  72U  72

C 111P 111J  56W  56R 128

Lys (194)

-180 -90 0 90 180

  -90

    0

   90

  180

Phi   

Ps
i  

 

Met (78)

-180 -90 0 90 180

  -90

    0

   90

  180

Phi   

E 153
A 216N 216

C 348
N 221

D  48Q  48

A 190
B 132

B 152

T   4

G  30T  30R  35A 221

B 307 O 307

H  61U  61

N 190

B  83O  83

O 132

O 152

P 348

Phe (188)

-180 -90 0 90 180

  -90

    0

   90

  180

Phi   

P 343

G  35

Q   8

R 130T  74

R 177

E   8Q 239

T  50

E 120

C 209
B 134O 134

V  73

N 107

N 420

C 259P 259

D   8

P 209
G  50

D 110Q 176Q 110D 176

N  71

B 283

C   3

O  19

R   8

R  95

O 283

P   3

D 162Q 162

E  95

I  73

V  48A  71

Pro (195)

-180 -90 0 90 180

  -90

    0

   90

  180

Phi   

Ps
i  

 

O 389

C 213

B 389

P 213

A 217

N 306

R  29
B 201O 201

A 239

E  63

B 266
O 290

S  69

O 319A  91

G  42T  42

N 239

O 419H  46U  46

R  63

E  72R  72

B 290

E 150

B 419

B 319

F  69

Ser (279)

-180 -90 0 90 180

  -90

    0

   90

  180

Phi   

A 372N 372

N 237
P  57C  57

H  55

A 237

R  56
P  60C  60

A  90N  90

O  76

N 317
A 222N 222

C 238

A 170N 170

A 317

Thr (237)

-180 -90 0 90 180

  -90

    0

   90

  180

Phi   

Trp (58)

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   3573        76.4      52.7    10.0        2.4    BETTER 
b. Omega angle st dev           4039         1.1       6.0     3.0       -1.6    BETTER 
c. Bad contacts / 100 residues    370         9.1      33.5    10.0       -2.4    BETTER 
d. Zeta angle st dev            3791         1.0       3.1     1.6       -1.3    BETTER 
e. H-bond energy st dev         2670         0.9       1.2     0.2       -1.2    BETTER 
f. Overall G-factor             4070         0.1      -1.0     0.3        3.8    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     460        16.3      32.1     6.5       -2.4    BETTER 
b. Chi-1 trans st dev           1083        14.1      30.3     5.3       -3.1    BETTER 
c. Chi-1 gauche plus st dev     1641        14.3      29.0     4.9       -3.0    BETTER 
d. Chi-1 pooled st dev          3184        14.6      29.9     4.8       -3.2    BETTER 
e. Chi-2 trans st dev           1027        15.7      28.7     5.0       -2.6    BETTER 
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d. Secondary structure & estimated accessibility

A

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

e. Sequence & Ramachandran regions

ATYAQTLQN I P ETNVTTLDNGLRVASEES SQP TCTVGVWI GAGSRYENEKNNGAGYFVEHLAFKGTKKRPCAAFEKEVE SMGAHFNGYT SREQTAFY I KA

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

. * *
*
*

*
*
*
+

*
+

*
+

. *
*

* *
+

*
+

. . * . . *
*

* . . *
+

. * . . * . * . . *
+

* * . . * . . *
*

*
+

*
+

. . *
+

*
+

. *
+

. . . * . *
+

* . *
*
*

*
*

*
+

*
*

*
*

*
*
*
*

*
+

. * . . * *
*

*
+

* *
7
.
4
*

*
*

*
*

*
*
+

* *
*
*

* * *
*
+

* * *
*

. . * *
+

. . . * * . *
*

* . . . *
+

. *

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 85 90 95 100 

Page  1



pdb3h1i_06.ps

Residue properties
pdb3h1i

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.

102 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 

    1

    2

    3

    4

    5
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

102 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 

    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.

102 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility
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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    

202 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 
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pdb3h1i_06.ps

Residue properties
pdb3h1i

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.

302 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 

    1

    2

    3

    4

    5
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

302 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 

    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.

302 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

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

e. Sequence & Ramachandran regions

KLCHS FQTFNT SYSDTGLFGFHFVADP LS I DDMMFCAQGEWMRLCTS TTESEVKRAKNHLRSAMVAQLDGTT PVCET I GSHLLNYGRR I SLEEWDSR I SA

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

. * . *
+

* * * *
+

. . * . . *
+

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

. * *
*
+

*
*
*

*
*
+

*
*
+

*
*

*
+

. *
*
+

*
+

* * *
*

* *
*

*
+

*
*
*

*
4
.
5
*

*
2
.
6
*

*
+

. . * * * *
+

*
*

*
*
+

*
*

. * *
*
+

*
+

*
*

. *
+

* *
*
+

. * *
+

*
*

*
*
+

*
*

*
+

*
+

* * * * *
*
+

*
+

*
+

. * *
*
*
+

*
*

* . . . *
+

. . *
*

*
*
+

* *
+

*
+

*
+

*
*

*
+

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

MC bonds   
MC angles  
Mainchain  

Overall    

302 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 
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pdb3h1i_06.ps

Residue properties
pdb3h1i

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.

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

    1

    2

    3

    4

    5
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

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

    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.

402 410 415 420 425 430 435 440 19 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

B

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

e. Sequence & Ramachandran regions

VDARMVRDVCSKY I YDKCPALAAVGP I EQLLDYNR I RSGMYWI  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

PGAEDLE I TKL PNGL I I ASLENF S PASR I GVF I KAGSRYETTANLGT

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    

402 410 415 420 425 430 435 440 19 25 30 35 40 45 50 55 60 65 
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pdb3h1i_06.ps

Residue properties
pdb3h1i

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 

    1

    2

    3

    4

    5
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 P LTTKGAS S FR I TRG I EAVGGSL SVYS TREKMTYCVECLRDHVDTVMEYLLNVTTAP EFRPWEVTDLQPQLKVDKAVAFQS PQVGVLENLHA

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

*
*
+

*
*
+

* *
+

. *
+

* *
*
+

* . * . * . . * *
*

*
*
*

*
+

*
*
+

* * . . *
*
+

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

. * * * *
*
+

. . . *
+

. . . *
+

. . * *
*

*
*

* *
*

*
+

* *
*

*
+

* *
*

*
2
.
5
*

* * * *
+

. *
*
+

*
+

*
*

* *
+

* *
+

* . . . *
+

*
*
+

*
+

*
+

*
+

*
*

*
+

*
*
+

* *
*

*
+

*
*

*
*

*
*
*

*
*

* . . *
+

*
+

*

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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pdb3h1i_06.ps

Residue properties
pdb3h1i

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 

    1

    2

    3

    4

    5
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

AAYKTALANP LYCPDYR I GK I TS EQLHHFVQNNFT SARMALVG I GVKHSDLKQVAEQFLN I RSGAGT S SAKATYWGGE I REQNGHSLVHAAVVTEGAAVG

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    

166 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 
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pdb3h1i_06.ps

Residue properties
pdb3h1i

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 

    1

    2

    3

    4

    5
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 SVLQHVLGAGP L I KRGS SVT SKLYQGVAKATTQP 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 

Page  8



pdb3h1i_06.ps

Residue properties
pdb3h1i

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 

    1

    2

    3

    4

    5
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 GS EALL SGTHTAP SVVAQK I DSVT SADVVNAAKKFVSGKKSMAASGDLGS T P FLDEL  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

MAPN I RKSHP LLKMI N

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

*
*
*
+

*
*

*
+

*
+

* . * . . *
*

* * *
+

*
+

* *
+

*
+

* *
*

*
*

*
7
.
4
*

*
1
.
5
*

*
*
+

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

*
*

*
+

*
*
*
+

. *
+

*
+

* *
*

*
*
+

*
+

* *
+

*
+

*
+

* *
+

*
+

*
+

*
*
+

*
+

. *
+

. * . *
+

* . . *
*

. *
+

* *
*
+

. . . * * . . * . *
+

*
*

*
*
+

*
+

* * . * *
+

*
+

*
+

*
*
+

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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pdb3h1i_06.ps

Residue properties
pdb3h1i

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 

    1

    2

    3

    4

    5
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 DL PAP SN I SAWWNFGSLLAVCLMTQ I LTGLLLAMHYTADTS LAF S SVAHTCRNVQYGWL I RNLHANGAS F F F I C I FLH I GRGLYYGSYLYKETWNT

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

*
*
*
*

*
5
.
6
*

*
1
.
6
*

. . * . . * * . *
+

* * . *
*
+

*
+

*
+

*
+

. * * *
*

*
+

* * . * . . *
*
+

. * . . * *
+

* . . . . * *
*
*
+

*
+

*
0
.
5
*

* *
*

*
*
+

*
+

*
+

*
+

* *
*
+

*
*

* * * . *
*

*
+

*
+

* *
+

*
*
+

*
*
+

. * * * * *
+

* *
+

*
*

*
+

*
*
+

*
+

. * * * * *
*
+

*
*

*
*

* * . * . * * * *
3
.
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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pdb3h1i_06.ps

Residue properties
pdb3h1i

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 

    1

    2

    3

    4

    5
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 LLLTLMATAFVGYVL PWGQMS FWGATV I TNLF SA I PY I GHTLVEWAWGGF SVDNP TLTRF FALHFLL P FA I AG I T I I HLT FLHE SGSNNP LG 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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pdb3h1i_06.ps

Residue properties
pdb3h1i

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 

    1

    2

    3

    4

    5
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 LGLTLMLT P FLTLAL F S PNLLGDP ENF T PANP LVT P PH I KP EWYF LFAYA I LRS I PNKLGGVLALAASVL I LF L I P F LHKSKQRTM

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

*
*

*
*
*

* * *
+

*
8
.
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

217 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 
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pdb3h1i_06.ps

Residue properties
pdb3h1i

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 

    1

    2

    3

    4

    5
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

T FRP L SQTL FWLLVANLL I LTWI GSQPVEHP F I I I GQMASL SYFT I LL I LFP T I GTLENKMLNY  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

GELELHP PAF PWSHGGP LSALDHS 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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pdb3h1i_06.ps

Residue properties
pdb3h1i

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 

    1

    2

    3

    4

    5
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 PKPYPNP EAARAANNGAL P PDL SY I VNARHGGEDY

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

. *
+

*
*

*
*
*

* *
+

* *
*

*
*

*
7
.
4
*

*
*
*

* . *
*
+

*
*
*

*
*
*
*

*
*
+

*
+

*
+

. * *
*
*

. *
*
*

* * *
+

*
+

. . . *
*

*
*
+

*
*
+

* * . *
+

* *
*
*

*
*

. . * . *
+

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

. *
+

* * . * *
+

*
+

. . * . * *
+

. . . * . . * . . *
+

*
+

*
*
*

*
*
+

. . . * *
+

*
+

*
*
+

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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pdb3h1i_06.ps

Residue properties
pdb3h1i

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 

    1

    2

    3

    4

    5
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 S LLTGYCDP PAGVVVREGLHYNPYF PGQA I GMAP P I YNE I LEYDDGT PATMSQ I AKDVCTF LRWAAE P EHDQRKRMGLKMLL I SALLTS LLYYMKRHK

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

* *
*

*
*

* . *
*

*
*

*
+

*
+

. * *
+

. . . *
+

*
+

*
+

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

. * . . *
*

*
*
+

* *
+

* . *
*

. . * . * . . . * *
+

*
+

*
*

* . *
*
+

*
*

*
+

* . *
+

* *
+

*
*

*
*
+

*
*
+

*
+

*
*

* *
+

* *
1
.
6
*

*
*

* * . * *
+

*
*

*
*
*

*
*

* *
+

. * * * * *
+

* *
+

*
+

. . *
*

* * * *
*
+

.

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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pdb3h1i_06.ps

Residue properties
pdb3h1i

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 

    1

    2

    3

    4

    5
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 SL SASADVLALSK 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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pdb3h1i_06.ps

Residue properties
pdb3h1i

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 

    1

    2

    3

    4

    5
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 KL SD I P EGKNVAFKWRGKP L FVRHRTQAE I NQEAEVDVSKLRDPQHDLDRVKKP EWV 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 

Page 17



pdb3h1i_06.ps

Residue properties
pdb3h1i

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 

    1

    2

    3

    4

    5
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

APYNLEVP TYQFVGDDLVVVG  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

GRLMDR I RKWYYNAAGFNKYGLMRDDTLYEDDDVKEALKRL P EDLYNERMFR I KRALDLS LKHR I L PKE

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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pdb3h1i_06.ps

Residue properties
pdb3h1i

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 5 10 15 20 25 30 35 40 45 50 55 

    1

    2

    3

    4

    5
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 5 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 5 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

QWVKYEEDKPYLE PYLKEV I RERLEREAWNKK  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

G I HFGNLARVRH I I TYS LS P F EQRA I PN I F SDAL PNVWRRF S SQVFKVAP PFLGAYLL

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

*
+

. . * . *
+

* . *
+

* *
+

* *
*
+

. * *
*

*
*

* *
*

*
+

*
*
+

*
+

*
*

*
*

* . *
*

. *
+

* . * . *
+

. *
+

. * . . . *
*

. *
+

*
+

* . *
*

*
+

*
+

. * . * *
+

*
*

. *
*

* *
+

*
*

* . * *
2
.
5
*

*
*
*

*
*
+

. * * *
+

*
*

*
*

*
*
*

*
*

*
*

*
+

*
*
*
+

*
*
*
+

*
*

*
+

*
*
*

* * * * *
*

*
*
*

*
*

*
+

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 5 10 15 20 25 30 35 40 45 50 55 
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pdb3h1i_06.ps

Residue properties
pdb3h1i

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

    1

    2

    3

    4

    5
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 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.

59 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

YSWGTQE FERLKRKNPADYENDQ  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

EEEELVDP LTT I REHCEQTEKCVKARERLELCDARVS SRSHTEEQCTEEL FDFLHARDHCVAHKLFN

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    

59 65 70 75 80 15 20 25 30 35 40 45 50 55 60 65 70 75 
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pdb3h1i_06.ps

Residue properties
pdb3h1i

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

    1

    2

    3

    4

    5
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

76 35 40 55 60 65 70 75 10 15 20 25 30 

    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 35 40 55 60 65 70 75 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

I I J

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

e. Sequence & Ramachandran regions

KLK  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

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

U
n
k

 
 
 

 
 
 

RP LLCRE SMSGRSARRDLVAG I S LNAPASVR  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

ALLRQAYSAL FRRT ST FALTVVLGAVLF 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    

76 35 40 55 60 65 70 75 10 15 20 25 30 
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pdb3h1i_06.ps

Residue properties
pdb3h1i

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.

33 40 45 50 55 60 3 10 15 20 25 30 35 40 45 50 55 60 

    1

    2

    3

    4

    5
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

33 40 45 50 55 60 3 10 15 20 25 30 35 40 45 50 55 60 

    2

    4

    6

    8

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

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

33 40 45 50 55 60 3 10 15 20 25 30 35 40 45 50 55 60 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

N

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

e. Sequence & Ramachandran regions

RAFDQGADA I F EHLNEGKLWKH I KHKYEASEE  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

TYAQTLQN I P ETNVTTLDNGLRVAS EE S SQP TCTVGVWI GAGSRYENEKNNGAGYFVE

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    

33 40 45 50 55 60 3 10 15 20 25 30 35 40 45 50 55 60 
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pdb3h1i_06.ps

Residue properties
pdb3h1i

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.

61 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 

    1

    2

    3

    4

    5
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

61 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 

    2

    4

    6

    8

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

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

61 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

HLAFKGTKKRPCAAF EKEVESMGAHFNGYTSREQTAFY I KALSKDMPKVVELLADVVQNCALEESQ I EKERGV I LQELKEMDNDMTNVT FDYLHATAFQG

Most favoured Allowed Generous Disallowed

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

*
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*
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*
7
.
4
*

*
*

*
+

. .

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

MC bonds   
MC angles  
Mainchain  

Overall    

61 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 
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pdb3h1i_06.ps

Residue properties
pdb3h1i

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.

161 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 

    1

    2

    3

    4

    5
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

161 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 

    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.

161 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 
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

TALARTVEGTTEN I KHLTRADLASY I DTHFKAPRMVLAAAGG I SHKELVDAARQHF SGVS F TYKEDAVP I L PRCRFTGS E I RARDDAL PVAHVALAVEGP

Most favoured Allowed Generous Disallowed

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

. . * . . * . *
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. * .

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

MC bonds   
MC angles  
Mainchain  

Overall    

161 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 
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pdb3h1i_06.ps

Residue properties
pdb3h1i

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.

261 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 

    1

    2

    3

    4

    5
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

261 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 

    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.

261 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 
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

GWADPDNVVLHVANA I I GRYDRT FGGGKHLS SRLAALAVEHKLCHS FQT FNTSYSDTGL FGFHFVADP L S I DDMMFCAQGEWMRLCT STTE SEVKRAKNH

Most favoured Allowed Generous Disallowed

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

. *

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

MC bonds   
MC angles  
Mainchain  

Overall    

261 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 
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pdb3h1i_06.ps

Residue properties
pdb3h1i

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.

361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 18 

    1

    2

    3

    4

    5
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 18 

    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.

361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 18 
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

LRSAMVAQLDGTT PVCET I GSHLLNYGRR I S LEEWDSR I SAVDARMVRDVCSKY I YDKCPALAAVGP I EQLLDYNR I RSGMYWI  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

CPGAED

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    

361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 18 
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pdb3h1i_06.ps

Residue properties
pdb3h1i

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.

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

    1

    2

    3

    4

    5
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

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

    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.

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

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

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

e. Sequence & Ramachandran regions

LE I TKL PNGL I I ASLENF S PASR I GVF I KAGSRYETTANLGTAHLLRLAS PLTTKGAS S FR I TRG I EAVGGSL SVYS TREKMTYCVECLRDHVDTVMEYL

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    

24 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 
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pdb3h1i_06.ps

Residue properties
pdb3h1i

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.

124 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 

    1

    2

    3

    4

    5
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

124 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 

    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.

124 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 
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

LNVTTAP EFRPWEVTDLQPQLKVDKAVAFQS PQVGVLENLHAAAYKTALANP LYCPDYR I GK I TS EQLHHFVQNNFT SARMALVG I GVKHSDLKQVAEQF

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)
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g. G-factors
Phi-psi    
Chi1-chi2  
Chi1 only  
Chi3 & chi4
Omega      
Dihedrals  

MC bonds   
MC angles  
Mainchain  

Overall    

124 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 
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pdb3h1i_06.ps

Residue properties
pdb3h1i

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.

224 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 

    1

    2

    3

    4

    5
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

224 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 

    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.

224 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 
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

LN I RSGAGT S SAKATYWGGE I REQNGHSLVHAAVVTEGAAVGSAEANAF SVLQHVLGAGP L I KRGS SVT SKLYQGVAKATTQP FDASAFNVNYSDSGLFG

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    

224 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 
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pdb3h1i_06.ps

Residue properties
pdb3h1i

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.

324 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 

    1

    2

    3

    4

    5
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

324 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 

    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.

324 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 
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

FYT I SQAAHAGEV I RAAMNQLKAAAQGGVTEEDVTKAKNQLKATYLMSVETAQGLLNE I GS EALL SGTHTAP SVVAQK I DSVT SADVVNAAKKFVSGKKS

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    

324 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 
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pdb3h1i_06.ps

Residue properties
pdb3h1i

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.

424 430 435 2 10 15 20 25 30 35 40 45 50 55 60 65 70 75 

    1

    2

    3

    4

    5
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

424 430 435 2 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.

424 430 435 2 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

P

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

e. Sequence & Ramachandran regions

MAASGDLGS T P FLDEL  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

APN I RKSHP LLKMI NNS L I DL PAP SN I SAWWNFGS LLAVCLMTQ I LTGLLLAMHYTADT SLAF S SVAHTCRNVQ

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

424 430 435 2 10 15 20 25 30 35 40 45 50 55 60 65 70 75 
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pdb3h1i_06.ps

Residue properties
pdb3h1i

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 

    1

    2

    3

    4

    5
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

YGWL I RNLHANGAS F F F I C I F LH I GRGLYYGSYLYKETWNTGV I LLLTLMATAFVGYVL PWGQMS FWGATV I TNL F SA I PY I GHTLVEWAWGGF SVDNP T

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

*
*

* * * *
*

*
*
+

*
*

* . * * . *
+

*
+

*
*

*
*
+

*
+

*
*
+

*
*

. . * * * *
*

*
*

*
+

* . . . . * * *
+

*
4
.
5
*

* * *
+

*
*
+

. * *
+

*
+

*
*

*
+

*
*

*
+

*
+

* *
+

*
*

*
*

*
*
+

* *
*

. . . * *
+

. *
*

*
+

*
*
+

*
*
+

. *
+

*
+

*
*

*
*
+

*
*

* *
*
*

. . *
+

. . * *
*
*
*

* . *
*

. *
*
+

*
+

*
*
*

*
*
+

*
*
+

* . *
*

*
+

. . *
+

*
*
+

*
*

*
*

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 

Page 32



pdb3h1i_06.ps

Residue properties
pdb3h1i

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 

    1

    2

    3

    4

    5
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

LTRF FALHF LL P FA I AG I T I I HLTF LHESGSNNP LG I S SDSDK I P FHPYYSFKD I LGLTLMLT P F LTLALF S PNLLGDP ENFT PANP LVT P PH I KP EWYF

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

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

Page 33



pdb3h1i_06.ps

Residue properties
pdb3h1i

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 

    1

    2

    3

    4

    5
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

L FAYA I LRS I PNKLGGVLALAASVL I L FL I P FLHKSKQRTMTFRP LSQTLFWLLVANLL I LTWI GSQPVEHP F I I I GQMAS LSYF T I LL I L F P T I GTLEN

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

276 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 
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pdb3h1i_06.ps

Residue properties
pdb3h1i

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 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 

    1

    2

    3

    4

    5
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

376 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 

    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 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 
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

KMLNY  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

GELELHP PAF PWSHGGP L SALDHS SVRRGFQVYKQVCSACHSMDYVAFRNL I GVTHTEAEAKALAEEVEVQDGPDENGEL FMRPG

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

* * *
*

*
*

* . * *
*
+

. * *
*

* * . * *
+

. *
*

. . . * . . *
+

* . *
+

* * * * *
+

*
*

*
*

*
+

* * *
*

*
*

*
7
.
4
*

*
*
+

* . *
*

*
*
*

*
*
*
+

*
*
+

*
+

. . * *
*

. *
*
*

*
+

* * *
*

. . . *
+

*
*
+

*
*
+

* * . *
*

* *
*
*

*
*

. . * . *
+

. * . *
+

* *
+

. . . . . * *

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

MC bonds   
MC angles  
Mainchain  

Overall    

c

c

c = cis-peptide

376 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 
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pdb3h1i_06.ps

Residue properties
pdb3h1i

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.

86 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 

    1

    2

    3

    4

    5
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

86 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 

    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.

86 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 
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

K I SDYF PKPYPNP EAARAANNGAL P PDLSY I VNARHGGEDYVF SLLTGYCDP PAGVVVREGLHYNPYF PGQA I GMAP P I YNE I LEYDDGT PATMSQ I AKD

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    

86 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 
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pdb3h1i_06.ps

Residue properties
pdb3h1i

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.

186 195 200 205 210 215 220 225 230 235 240 5 10 15 20 25 30 

    1

    2

    3

    4

    5
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

186 195 200 205 210 215 220 225 230 235 240 5 10 15 20 25 30 

    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.

186 195 200 205 210 215 220 225 230 235 240 5 10 15 20 25 30 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

R

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

e. Sequence & Ramachandran regions

VCT FLRWAAE P EHDQRKRMGLKMLL I SALLT SLLYYMKRHKWSVLKSRKMAYRP PK  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

VHNDVTVPDF SAYRREDVMDATT S SQT S S EDRKG

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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4
.
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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    

186 195 200 205 210 215 220 225 230 235 240 5 10 15 20 25 30 
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pdb3h1i_06.ps

Residue properties
pdb3h1i

PROCHECK

   20

   40

   60

   80

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

Residue number

C
hi

-1
 a

bs
. m

ea
n 

de
v.

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

    1

    2

    3

    4

    5
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

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

    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.

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

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

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

e. Sequence & Ramachandran regions

F SYLVTATACVATAYAAKNVVTQF I S S LSASADVLAL SK I E I KLSD I P EGKNVAFKWRGKP LFVRHRTQAE I NQEAEVDVSKLRDPQHDLDRVKKP EWV 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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+
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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    

35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 
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pdb3h1i_06.ps

Residue properties
pdb3h1i

PROCHECK

   20

   40

   60

   80

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

Residue number

C
hi

-1
 a

bs
. m

ea
n 

de
v.

135 140 145 150 155 160 165 170 175 180 185 190 195 15 20 25 30 35 

    1

    2

    3

    4

    5
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

135 140 145 150 155 160 165 170 175 180 185 190 195 15 20 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.

135 140 145 150 155 160 165 170 175 180 185 190 195 15 20 25 30 35 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

S

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

e. Sequence & Ramachandran regions

LVGVCTHLGCVP I ANSGDFGGYYCPCHGSHYDASGR I RKGPAPYNLEVP TYQFVGDDLVVVG  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

GRLMDR I RKWYYNAAGFNKYGLMRDDTL

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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+

*
*

*
*
*

*
+

*
+

. *
*
*

*
*

* * * *
+

. . . * . *
*

* . *
*
+

* * *
*

*
+

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

MC bonds   
MC angles  
Mainchain  

Overall    

135 140 145 150 155 160 165 170 175 180 185 190 195 15 20 25 30 35 
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pdb3h1i_06.ps

Residue properties
pdb3h1i

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.

38 45 50 55 60 65 70 75 80 85 90 95 100 105 110 5 10 15 

    1

    2

    3

    4

    5
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

38 45 50 55 60 65 70 75 80 85 90 95 100 105 110 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.

38 45 50 55 60 65 70 75 80 85 90 95 100 105 110 5 10 15 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

T

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

e. Sequence & Ramachandran regions

YEDDDVKEALKRL P EDLYNERMFR I KRALDL SLKHR I L PKEQWVKYEEDKPYLE PYLKEV I RERLEREAWNKK  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

G I HFGNLARVRH I I TYS

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    

38 45 50 55 60 65 70 75 80 85 90 95 100 105 110 5 10 15 
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pdb3h1i_06.ps

Residue properties
pdb3h1i

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.

18 25 30 35 40 45 50 55 60 65 70 75 12 20 25 30 35 

    1

    2

    3

    4

    5
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

18 25 30 35 40 45 50 55 60 65 70 75 12 20 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.

18 25 30 35 40 45 50 55 60 65 70 75 12 20 25 30 35 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

U

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

e. Sequence & Ramachandran regions

L S P FEQRA I PN I F SDAL PNVWRRF S SQVFKVAP P F LGAYLLYSWGTQEF ERLKRKNPADYEN  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

ELVDP LTT I REHCEQTEKCVKARERLEL

Most favoured Allowed Generous Disallowed

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

*
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+

*

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

MC bonds   
MC angles  
Mainchain  

Overall    

18 25 30 35 40 45 50 55 60 65 70 75 12 20 25 30 35 
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pdb3h1i_06.ps

Residue properties
pdb3h1i

PROCHECK

   20
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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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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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Histograms showing RMS distances of planar atoms from best-fit plane.

signifies data points off the graph in the direction shown.

Black bars indicate large deviations from planarity: RMS dist > 0.03 for rings, and > 0.02 otherwise.
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Planar groups (contd)
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Planar groups (contd)
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Sidechains with RMS dist. from planarity > 0.03A for rings, or > 0.02A otherwise. Value shown is RMS dist.


