
1L0L_01.ps

PROCHECK

B

A

L

b

a

l

p

~p

~b

~a

~l

b

~b

b
~b

~b

-180 -135 -90 -45 0 45 90 135 180

 -135

  -90

  -45

    0

   45

   90

  135

  180

Ramachandran Plot
1L0L  

Phi (degrees)

Ps
i (

de
gr

ee
s)

TYR 223 (A)

VAL 228 (A)

ALA 393 (A)

ALA 171 (B)

LEU 232 (B)

ALA 235 (B)

LYS 236 (B)

SER 261 (B) GLN 305 (B)

TYR 155 (C)PRO 222 (C)

PRO 258 (C)

TRP 272 (C)

ASP 2 (D)

PRO 8 (D)

TYR 10 (D)
SER 13 (D)

HIS 14 (D)

MET 80 (D)

LYS 86 (D)

LEU 87 (D)

ASP 89 (D)

TYR 90 (D)

PRO 96 (D)

ASN 106 (D)

ASP 112 (D)

LEU 113 (D)

ILE 116 (D)

VAL 117 (D)

ALA 119 (D)

GLU 145 (D)

TYR 148 (D)

TYR 152 (D)

PHE 153 (D)

GLN 156 (D)

ILE 158 (D)

TYR 165 (D)

GLU 167 (D)

GLU 170 (D)

ASP 172 (D)

ASP 173 (D)

LYS 6 (E)

LEU 19 (E)THR 22 (E)

ASP 67 (E)

LEU 69 (E)

SER 72 (E)

ARG 92 (E)

VAL 112 (E)

GLU 113 (E)

GLN 121 (E)

CYS 139 (E)

PHE 153 (E)

CYS 160 (E)

HIS 161 (E)

ASP 166 (E)

LEU 180 (E)

SER 184 (E)

TYR 185 (E)

THR 188 (E)

ILE 194 (E)

VAL 195 (E)

ARG 3 (F)

SER 7 (F)

HIS 12 (G)

PRO 74 (G)

ALA 76 (G) ASP 2 (H)

LEU 13 (H)

SER 48 (H)

GLN 49 (H)
THR 50 (H)

GLU 52 (H)

SER 3 (I)

SER 8 (I)

LEU 29 (I)

THR 37 (I)

GLU 39 (I)

SER 40 (I)

LEU 45 (I)

LYS 46 (I)
ARG 47 (I)

LEU 50 (I)

CYS 51 (I)

GLU 53 (I)

LEU 55 (I)

ARG 56 (I)

ASN 47 (J)

GLU 48 (J)

PHE 52 (K)

Plot statistics

Residues in most favoured regions  [A,B,L]             1517  82.0%
Residues in additional allowed regions  [a,b,l,p]       247  13.4%
Residues in generously allowed regions  [~a,~b,~l,~p]     51   2.8%
Residues in disallowed regions                           34   1.8%
                                                       ---- ------
Number of non-glycine and non-proline residues         1849 100.0%

Number of end-residues (excl. Gly and Pro)               16       

Number of glycine residues (shown as triangles)         142       
Number of proline residues                              111       
                                                       ----       
Total number of residues                               2118       

Based on an analysis of 118 structures of resolution of at least 2.0 Angstroms
and R-factor no greater than 20%, a good quality model would be expected 

to have over 90% in the most favoured regions.
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Ramachandran plots for all residue types
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.            
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Ramachandran plots for all residue types
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.            
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Ramachandran plots for all residue types
1L0L  

-180 -90 0 90 180

  -90

    0

   90

  180

Phi   

Ps
i  

 

E 165

A 223

D 152

E 185

E 157

E 156
D 148

D  10
D 165

C 155

D  56

D  90

G  77

Tyr (85)

-180 -90 0 90 180

  -90

    0

   90

  180

Phi   

I   4E 138

E  68

D  36

E 127

C 343
C 170

D  54
C 364F   6

E  18

E 195

E 193

A 228

D 117

E 112
I  34

E 133
Val (143)

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   1849        82.0      79.0    10.0        0.3    Inside 
b. Omega angle st dev           2107         4.1       6.0     3.0       -0.6    Inside 
c. Bad contacts / 100 residues     86         4.1       8.3    10.0       -0.4    Inside 
d. Zeta angle st dev            1976         2.8       3.1     1.6       -0.2    Inside 
e. H-bond energy st dev         1360         0.8       0.9     0.2       -0.3    Inside 
f. Overall G-factor             2118        -0.1      -0.5     0.3        1.5    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     255        23.6      21.3     6.5        0.4    Inside 
b. Chi-1 trans st dev            582        21.8      21.6     5.3        0.0    Inside 
c. Chi-1 gauche plus st dev      830        19.4      20.2     4.9       -0.1    Inside 
d. Chi-1 pooled st dev          1667        21.0      20.9     4.8        0.0    Inside 
e. Chi-2 trans st dev            527        21.1      22.3     5.0       -0.2    Inside 
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c. C-alpha chirality: abs. deviation of zeta torsion
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deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility
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deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

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

e. Sequence & Ramachandran regions
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deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility
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d. Secondary structure & estimated accessibility

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

e. Sequence & Ramachandran regions

NKLCQS FQT FN I CYADTGLLGAHFVCDHMS I DDMMFVLQGQWMRLCT SATE SEVLRGKNLLRNALVSHLDGTT PVCED I GRSLLTYGRR I P LAEWESR I A

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

. . *
*
*
+

*
*
*

. *
+

. * *
+

* . *
*

* . . . *
+

*
+

* . . . *
*

*
+

* . . * . * *
+

. . *
*

. * . * * . * . . *
+

. * *
*
*
+

*
7
.
5
*

* * *
*

*
*

. * *
+

* * *
+

* *
*

* * . . * * *
+

* . * *
+

. * * . * *
+

. . * *
*

. *
+

*
*

*
*
*

*
+

. . *
*

* *
+

* *
*
*
*

* * . *
*
*
+

*
*

* .

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

MC bonds   
MC angles  
Mainchain  

Overall    

305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 
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1L0L_06.ps

Residue properties
1L0L

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.

405 410 415 420 425 430 435 440 445 25 30 35 40 45 50 55 60 

   10

   20

   30

   40

   50
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

405 410 415 420 425 430 435 440 445 25 30 35 40 45 50 55 60 

    4

    8

   12

   16

   20
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

405 410 415 420 425 430 435 440 445 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

B

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

e. Sequence & Ramachandran regions

EVDARVVREVCSKYFYDQCPAVAGFGP I EQL PDYNR I RSGMFWLRF  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

VP PHPQDLE FTRL PNGLV I AS LENYAPASR I GL F I KAGSRYENS

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    

405 410 415 420 425 430 435 440 445 25 30 35 40 45 50 55 60 
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1L0L_06.ps

Residue properties
1L0L

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 

   10

   20

   30

   40

   50
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 

    4

    8

   12

   16

   20
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

NNLGT SHLLRLAS SLTTKGAS S FK I TRG I EAVGGKLSVT STRENMAYTVECLRDDVD I LME FLLNVTTAPE FRRWEVAALQPQLR I DKAVALQNPQAHV I

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

. * . . *
+

*
*

* *
*

*
+

* *
*
+

* *
+

* *
+

* *
*
+

*
*
+

. *
+

. * * . . . * *
+

. *
8
.
4
*

* *
+

* . * * *
+

*
*
*

. * *
*
+

. *
+

*
*
*

. . . . *
*
*

. . * *
*

* . . . * *
*
*

*
+

. . * . * . *
+

*
1
.
5
*

. *
+

* *
*

. *
+

*
+

. * * . *
*
+

*
+

*
*

*
+

* *
+

. * . . *
+

. *
*

*
*

*
*
+

*
+

* * *
+

* *

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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1L0L_06.ps

Residue properties
1L0L

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 

   10

   20

   30

   40

   50
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 

    4

    8

   12

   16

   20
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

ENLHAAAYRNALANS LYCPDYR I GKVT PVELHDYVQNHF TSARMAL I GLGVSHPVLKQVAEQF LN I RGGLGLSGAKAKYHGGE I REQNGDS LVHAALVAE

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

. *
*

*
*
*

* . * * . *
*

*
+

*
*
*
*

. . * * *
*
*

. * *
+

. * . . * *
*
*

*
*
*
+

* *
+

*
*

* * . *
*

. * *
*

*
0
.
5
*

*
0
.
5
*

* . *
*
*

. * * . . * . *
*

. *
*
*
+

. *
+

*
+

*
+

*
+

*
*
+

. * . . *
*

*
*
*
*

. . * *
*
+

. . *
+

* *
*
*
*

* . *
*

*
*

. * *
+

*
*

*
+

. * . . . *
*
+

* *
*
+

* *
*

* *
*
*

* * . *
+

*
*
*
+

. *
+

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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1L0L_06.ps

Residue properties
1L0L

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 

   10

   20

   30

   40

   50
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 

    4

    8

   12

   16

   20
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

SAA I GSAEANAF SVLQHVLGAGPHVKRGSNATS SLYQAVAKGVHQP FDVSAFNASYSDSGL FGFYT I SQAASAGDV I KAAYNQVKT I AQGNLSNPDVQAA

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    

261 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 
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1L0L_06.ps

Residue properties
1L0L

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 3 10 

   10

   20

   30

   40

   50
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 3 10 

    4

    8

   12

   16

   20
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 3 10 
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

KNKLKAGYLMSVE S S EGFLDEVGSQALAAGSYT P P STVLQQ I DAVADADV I NAAKKFVSGRKSMAASGNLGHT P F I DEL  
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

N I RKSHPLMK 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    

361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 3 10 
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1L0L_06.ps

Residue properties
1L0L

PROCHECK

   20

   40

   60

   80

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

Residue number

C
hi

-1
 a

bs
. m

ea
n 

de
v.

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

   10

   20

   30

   40

   50
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

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

    4

    8

   12

   16

   20
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

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

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

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

e. Sequence & Ramachandran regions

VNNAF I DLPAP SN I S SWWNFGSLLG I CL I LQ I LTGLF LAMHYT SDTTTAF S SVTH I CRDVNYGWI I RYMHANGASMF F I CLYMHVGRGLYYGSYT FLETW

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

* *
*
+

*
*

*
*
*

*
7
.
5
*

* *
+

* *
+

*
*

* *
+

. * *
*

* . *
+

* *
+

*
+

*
+

. . * * * . . *
+

*
+

* *
+

* *
+

* * . *
+

*
+

. . *
*
+

*
*
+

*
+

*
+

*
*

*
*
*
+

*
*

. *
+

*
+

. *
*
*

. . *
+

*
*
*
+

. *
*

. . * *
+

* . *
*

. . *
+

* *
+

. . *
+

. * * . *
+

*
+

* . * *
+

. *
*

. *
+

* . * *
+

* *
+

* *
*
*

. *
*
*

.

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

MC bonds   
MC angles  
Mainchain  

Overall    

14 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 
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1L0L_06.ps

Residue properties
1L0L

PROCHECK

   20

   40

   60

   80

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

Residue number

C
hi

-1
 a

bs
. m

ea
n 

de
v.

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

   10

   20

   30

   40

   50
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

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

    4

    8

   12

   16

   20
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

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

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

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

e. Sequence & Ramachandran regions

N I GV I LLLTVMATAFMGYVLPWGQMS FWGATV I TNLL SA I PY I GTNLVEWIWGGF SVDKATLTRF FAFHF I LP F I IMA I AMVHLL FLHETGSNNP TG I S S

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

*
+

. * . . *
+

. * . *
*
*
+

. . . *
+

*
*

*
*

*
+

* . * * *
+

. * . * * * *
*

. . *
+

. . *
*

* . * . . * *
*
*
*

*
*

*
+

*
*

*
*

*
+

*
+

. * * * * . . * . *
*

*
0
.
5
*

. *
+

*
+

. . * * *
+

* * * * *
*

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

* * . * *
*

* . * * . *
+

. . . . *
+

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

MC bonds   
MC angles  
Mainchain  

Overall    

114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 
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1L0L_06.ps

Residue properties
1L0L

PROCHECK

   20

   40

   60

   80

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

Residue number

C
hi

-1
 a

bs
. m

ea
n 

de
v.

214 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 

   10

   20

   30

   40

   50
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

214 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 

    4

    8

   12

   16

   20
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

214 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 
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

DVDK I P FHPYYT I KD I LGALLL I LALMLLVL FAPDLLGDPDNYTPANPLNT P PH I KP EWYF LFAYA I LRS I PNKLGGVLALAF S I L I LAL I PLLHTSKQR

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

. . * * *
+

*
+

. *
5
.
1
1
*

*
1
.
9

*

*
*

*
*

*
+

*
+

* * *
+

*
+

* . . . . . * . . *
+

*
*
+

*
*

*
+

*
*
*

*
5
.
5
*

. * * *
*

*
*

. *
*

* *
+

. *
+

* *
*
+

. *
*

*
+

* * *
*

*
+

* . *
*

. *
+

*
*
*

*
*
*
*

*
+

. * * . * * . * *
*

*
*
*

*
*

*
+

* *
*

* * *
+

*
*
*
+

*
+

. * * * *
*
+

*
*
*

*
*
+

. . *
+

*
*

*
*
+

*
+

. * *
+

*
*
+

*
+

*
*
+

*
+

.

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

MC bonds   
MC angles  
Mainchain  

Overall    

214 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 
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1L0L_06.ps

Residue properties
1L0L

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.

314 320 325 330 335 340 345 350 355 360 365 370 375 5 10 15 20 

   10

   20

   30

   40

   50
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

314 320 325 330 335 340 345 350 355 360 365 370 375 5 10 15 20 

    4

    8

   12

   16

   20
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

314 320 325 330 335 340 345 350 355 360 365 370 375 5 10 15 20 
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

SMMFRPL SQCL FWALVADLLTLTWI GGQPVEHPY I T I GQLASVLYFLL I LVLMPTAGT I ENKLLKW 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

 
 
 

SDLELHP P SYPWSHRGLLS SLDHT

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)

. * . * * * *
*
*

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

. . . . *
+

* *
+

* *
+

. *
*
*

*
+

. *
*

*
*
*

* * *
*
+

* . * *
+

*
*

. * *
*
+

. *
+

. *
*

*
*
+

* *
*
+

*
+

*
+

*
+

* . . . . *
*

. . * . . *
+

*
*
+

. *
*

*
+

*
+

*
+

. *
+

*
+

*
6
.
4
*

*
*
+

*
+

* *
*

*
*

*
*

. . *
*
+

*
+

*
*

* * *
+

*
*
+

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

MC bonds   
MC angles  
Mainchain  

Overall    

314 320 325 330 335 340 345 350 355 360 365 370 375 5 10 15 20 
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1L0L_06.ps

Residue properties
1L0L

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.

25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 

   10

   20

   30

   40

   50
b. Absolute deviation from mean of omega torsion

Residue number

O
m

eg
a 

ab
s.

 m
ea

n 
de

v.

25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 

    4

    8

   12

   16

   20
c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
ab

s.
 m

ea
n 

de
v.

25 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

S I RRGFQVYKQVCS SCHSMDYVAYRHLVGVCYTEDEAKALAEEVEVQDGPNEDGEMFMRPGKL SDYF PKPYPNPEAARAANNGAL P PDL SY I VRARHGGE

Most favoured Allowed Generous Disallowed

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

MC bonds   
MC angles  
Mainchain  

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

Residue number
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b. Absolute deviation from mean of omega torsion
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c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et
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s.
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de
v.

125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 
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

DYVF S LLTGYCEP PTGVSLREGLYFNPYF PGQA I GMAP P I YNEVLEFDDGT PATMSQVAKDVCTF LRWAAE PEHDHRKRMGLKMLLMMGLLLP LVYAMKR

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    
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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b. Absolute deviation from mean of omega torsion
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c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
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s.
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v.

225 230 235 240 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
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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    
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

Residue number
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b. Absolute deviation from mean of omega torsion
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c. C-alpha chirality: abs. deviation of zeta torsion

Residue number
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et
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ab
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v.

75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

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

e. Sequence & Ramachandran regions

E I KLSD I PEGKNMAFKWRGKP LFVRHRTKKE I DQEAAVEVSQLRDPQHDLERVKKPEWV I L I GVCTHLGCVP I ANAGDFGGYYCPCHGSHYDASGR I RKG

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    
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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b. Absolute deviation from mean of omega torsion
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c. C-alpha chirality: abs. deviation of zeta torsion

Residue number
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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
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GRPAVSAS SRWLEG I RKWYYNAAGFNKLGLMRDDT I HENDDVKEA I RRL PENLYDDRVFR I KRALDL S

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    

175 180 185 190 195 10 15 20 25 30 35 40 45 50 55 60 65 
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Residue properties
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PROCHECK

   20

   40

   60

   80

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

Residue number
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b. Absolute deviation from mean of omega torsion
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c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
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s.
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v.

70 75 80 85 90 95 100 105 110 5 10 15 20 25 30 35 40 45 
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

G

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

e. Sequence & Ramachandran regions
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GRQFGHLTRVRHV I TYSL S P FEQRAF PHYF SKG I PNVLRRTRAC I LRVA

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    
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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b. Absolute deviation from mean of omega torsion
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c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et
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s.
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v.

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

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

H

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

e. Sequence & Ramachandran regions
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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    
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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 5 10 15 20 25 30 35 40 45 50 55 

   10

   20

   30

   40

   50
b. Absolute deviation from mean of omega torsion
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c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et

a 
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s.
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n 

de
v.

61 70 75 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

I J

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

e. Sequence & Ramachandran regions
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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    
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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b. Absolute deviation from mean of omega torsion
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c. C-alpha chirality: abs. deviation of zeta torsion

Residue number
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et

a 
ab

s.
 m

ea
n 

de
v.
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Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal     

d. Secondary structure & estimated accessibility

K

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

e. Sequence & Ramachandran regions
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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    
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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b. Absolute deviation from mean of omega torsion
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c. C-alpha chirality: abs. deviation of zeta torsion

Residue number

Z
et
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v.

36 45 50 
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

TDWRL I LDWVPY I NGKFK

Most favoured Allowed Generous Disallowed

f. Max. deviation (see listing)
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g. G-factors
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Omega      
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MC bonds   
MC angles  
Mainchain  

Overall    

36 45 50 
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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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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.
Black bars indicate large deviations from planarity: RMS dist > 0.03 for rings, and > 0.02 otherwise.
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Main-chain bond lengths (contd)

C Asp 214

N CA1.458

1.516

0.058

C Pro 219

C O1.231

1.283

0.052

C His 221

CA C1.525

1.468

0.057

C His 221 - C Pro 222

C N1.341

1.247

0.094

C Pro 222

CA C1.525

1.599

0.074

C Tyr 224

CA C1.525

1.470

0.055

C Asp 248

CA C1.525

1.474

0.051

C Ala 259

CA C1.525

1.470

0.055

C Ala 259

CA CB1.521

1.589

0.068

C Thr 309

N CA1.458

1.403

0.055

C Ala 327

CA CB1.521

1.578

0.057

C Val 364

CA CB1.540

1.591

0.051

D Tyr  10

CA C1.525

1.583

0.058

D Tyr  90

N CA1.458

1.512

0.054

D Val 117

CA CB1.540

1.639

0.099

D Ala 119

CA C1.525

1.417

0.108

D Ile 158

CA CB1.540

1.631

0.091

D Thr 175

CA CB1.540

1.598

0.058

E Thr  22

CA CB1.540

1.616

0.076

E Val  45

CA CB1.540

1.592

0.052

E Val  68

CA CB1.540

1.591

0.051

E Val 133

N CA1.458

1.514

0.056

E Cys 160

CA CB1.530

1.472

0.058

E Val 195

CA CB1.540

1.593

0.053

E Val 195

N CA1.458

1.536

0.078

F Arg   3

CA C1.525

1.584

0.059

F Asn  27

CA CB1.530

1.478

0.052

F Asp  34

CA C1.525

1.583

0.058

F Thr  36

CA C1.525

1.473

0.052

F Asn  40

CA C1.525

1.576

0.051

F Ile  47

CA CB1.540

1.607

0.067

F Leu  54

CA C1.525

1.458

0.067

F Val  59

CA CB1.540

1.592

0.052

F Glu  84

CA CB1.530

1.587

0.057

F Pro  92

CA C1.525

1.575

0.050

G Gly   1

N CA1.451

1.507

0.056

G Gln   3

CA C1.525

1.469

0.056

G Val  13

CA C1.525

1.472

0.053

G Lys  72

CA C1.525

1.474

0.051

H Asp  15

CA C1.525

1.585

0.060

H Val  31

CA CB1.540

1.600

0.060

I Val  22

CA C1.525

1.589

0.064

I Ala  25

CA CB1.521

1.406

0.115

I Pro  41

CA C1.525

1.458

0.067

I Val  42

CA C1.525

1.446

0.079

I Val  42

CA CB1.540

1.474

0.066

I Val  42 - I Leu  43

C N1.329

1.274

0.055

I Leu  43

N CA1.458

1.350

0.108

I Leu  45

N CA1.458

1.509

0.051

I Arg  47

CA C1.525

1.579

0.054

K Pro   8

CA C1.525

1.576

0.051

K Ala  26

CA CB1.521

1.469

0.052

K Trp  34

N CA1.458

1.406

0.052

K Lys  53

C O1.231

1.287

0.056

Bonds differing by > 0.05A from small-molecule values. Values shown: "ideal", difference, actual
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Main-chain bond angles (contd)
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Bond angles differing by > 10.0 degrees from small-molec values. Values shown: "ideal", actual, diff.


