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Ramachandran Plot
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Plot statistics
Residues in most favoured regions [A,B,L] 1745 89.0%
Residues in additional allowed regions [a,b,l,p] 195 9.9%
Residuesin generously allowed regions [~a,~b,~l,~p] 18 0.9%
Residues in disallowed regions 2 0.1%
Number of non-glycine and non-proline residues 1960 1000%
Number of end-residues (excl. Gly and Pro) 56
Number of glycine residues (shown as triangles) 190
Number of proline residues 86
Total number of residues 2292

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

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
pdblglb
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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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Asn (70)

Chi1-Chi2 plots
pdblglb

Arg (122)
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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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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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Main-chain parameters
pdblglb

Resolution (Angstroms)
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% OOa Ramachandran plot quality assessment Zg' Peptide bond planarity - omega angle sd
&

g 80 @ 20

g g

g 60+ S 15+

1S ®

£ T

g 40- S 10-

3 g

8 2- £ s

ko] 0]

o .

& 10 15 20 25 30 35 40 10 15 20 25 30 35 40

Resolution (Angstroms)

8 60- @17.5—
o
S $ 1251
= 40- =
g 8 100
0 30+ g
g 8 754
= i )
g 20 ? 5.0
8 1 g 25
N m
10 15 20 25 30 35 40 10 15 20 25 30 35 40
Resolution (Angstroms) Resolution (Angstroms)
e. Hydrogen bond energies f. Overall G-factor
2.0 1.0
) 0.5-
g ]
§ 0.0
5 S -0.5
O -
g 8
3 ¢ -1.01
e
= -1.5-
5
&3 -2.04
10 15 20 25 30 35 40 10 15 20 25 30 35 40
Resolution (Angstroms) Resolution (Angstroms)
Plot statistics

Comparisonvalues  No. of

) No.of Parameter Typicd Band  band widths

Stereochemical parameter datapts  value vaue  width  from mean

a %-tageresiduesin A, B, L 1960 89.0 79.4 10.0 1.0 Inside

b. Omegaangle st dev 2242 12 6.0 3.0 -16 BETTER
c. Bad contacts/ 100 residues 22 1.0 8.0 10.0 -0.7 Inside

d. Zetaangle st dev 2052 0.9 31 16 -1.4 BETTER
e. H-bond energy st dev 1495 0.7 0.9 0.2 -0.7 Inside

f. Overall G-factor 2292 0.3 -0.5 0.3 29 BETTER
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Side-chain parameters
a. Chi-1 gauche minus b. Chi-1 trans
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Plot statistics
Comparisonvalues  No. of
) No.of Parameter Typicd Band  band widths
Stereochemical parameter datapts  value vaue  width  from mean
a. Chi-1 gauche minus st dev 256 11.9 211 6.5 -14 BETTER
b. Chi-1 trans st dev 629 13.9 214 53 -1.4 BETTER
¢. Chi-1 gauche plus st dev 905 11.7 20.0 4.9 -1.7 BETTER
d. Chi-1 pooled st dev 1790 125 20.7 4.8 -1.7 BETTER
e. Chi-2 trans st dev 620 121 22.2 5.0 -20 BETTER
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Residue properties
pdblglb

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

% 100
% 80
£ 60
g w0
< 20
o
5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 8 8 90 95 100
Residue number
5 10 b. Absolute deviation from mean of omegatorsion
©
5
e
&
@
g
S
o

10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

5 10 15 20 25 30 35 40 45 50 5 60 65 70 75 80 8 90 95 100

Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
‘ ‘ : ‘ : AAAAAAAAAAAAAAAAAAA  AAIBIA AAAAATL ARIAAAAAAAAAA AN ‘ : ‘ :
MKVQYCDSLV | GGGLAGLRAAVATQQKGL ST I VL SL | PVKRSHSAAAQGGMQA SLGNSKMSDGDNEDLHFMDTVKGSDWGCDQKVARMFVNTAPKA | REL

f. Max. deviation (see listing)

*******

Chi3 & chi4
Omega
Dihedrals ]

[TIT T T T
MC bonds [T T T T T T T T[]
MCangles [T T T
[TTTTTITT T
[TITTTITITTIT I

Mainchain  []

Overall I
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Residue properties
pdblglb

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

& 100
% 80 -
g 60
8 401
< 20+ I I I I I
o
105 110 115 130 135 140 145 150 155 160 165 170 175 180
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 8
E 6
£ 4
o 2
E )
© 105 110 11 130 135 140 145 150 155 160 165 170 175 180
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
Elj -_L_h_-
105 110 115 130 135 140 145 150 155 160 165 170 175 180
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
el e —
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
,,,,,,, AAAAAAT
AAWGVPWTRIHKGDRM A | | N A Q K TTITEEE‘)FRHGI‘_IHSRE)FGGTkKWRTéYTADATGHTMLFAVANECLkLGVSI‘QDRKI‘EAIAL
f. Max. deviation (see listing)
g. G-factors
R Rt
Chilonly
Chi3 & chi4 [
Omega [
Dihedrals  [TTTTITIIITIII11] O O O O O O O OOOOIITTITITIITT T I T I T T T T T I T I T I T
mcawe CHHHHHHHHH B H B B 8 B B S A A A A
Mainchain  [TTTTTTIIITTI111] O O O O O O O OO I T T TP T T T T I T I I T
Overall OO0 0 0 00 0 0 0 O T T T T L T L T LT LT T T T
105 110 115 130 135 140 145 150 155 160 165 170 175 180
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Resid t e

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

o

% 80 -

g 60

8 401

< 20

o

185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 280

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

£ 4

o 2

S

O 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 280
Residue number

10 c. C-aphachirality: abs. deviation of zetatorsion

g

E o

g 4

<

g 2

S

185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 280

Residue number Highlighted residues are those that

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

e — AR Sa— [

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

AANA A : ‘ : A AAAA Bl AAAAAAAAAAAEIA A : FAAA BAARAAAAABIAAAAA AAAML - _ H_AAAE
I HODGKCYGAVVRDLVTGD | | AYVAKGTL IATGGYGRI YKNTTNAVVCEGTGTAIALETGIAQLGNMEAVQFHPTPLFPSGILLTE G RGDGGILRD

f. Max. deviation (see listing)

+ +
o4k + + o+ o+ o+ o+ + * + + + * * +
*k Kk xkx ok e * * * * kx * %k * *

g. G-factors

Chi3 & chi4 J
Omega
Dihedrals ]

[TTTTTTTTTTT
MChbonds  [TTTTTTTTITTT]
MCangles [T T
[TTTTTTTTTTT
[TTTITTITTITT

Mainchain  []

0O O Orrrrrj

\ I

I I

[T
Overall [ TTT1 T
185 190 195 200 2
C = cis-peptide
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Residue properties
pdblglb

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

282 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

282 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

282 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375

Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

e s\ ) s N

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed

ARBAAAAATE H_HT_I/W_HT/\/\/\/\/\N_I/\ FAAABAAAAABAAAABIA — AAATIA
T T T T T T T T T T T T T T T T T T T
VDGHRFMPDY EPEKKELASRDVV SRRM | EH I RKGKGVQSPYGQHLWLD I SILG RKHIETNLRDVQE | CEYFAGIDPAEKWAPVL PMQHY SMGG | RTDY

f. Max. deviation (see listing)

***********************************************

Dihedrals ]

[T T I T T I T T T I T T T
MC bonds [T T T T T T T T T
MCangles [T T T
[T T T T I T T T T I T LT
[T T I T LTI I T T T I IT I

Mainchain  []

Overall {1

pdblglb_06.ps



PROCHECK
Page 5

Residue properties
pdblglb

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

380 385 390 395 400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

380 385 390 395 400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

380 385 390 395 400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475

Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

e ——AAY . - NGOG B\

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

ABAA ABA AAAAAAAAAAAAAAAAAAT
T T T T T T T T T T T T T T T T T T T T
RGEAKLKGL FSAGEAACWDMHGFNRLGGNSV SEAVVAGM | VGEY FAEHCANTQVDLETKTL EKFVKGQEAYMK SLVESKGTEDV FK | KNRMKDVMDDNVG

f. Max. deviation (see listing)

+ + +
+ x4 * * * % * g ox * 3 o4 * + * * 44 + T4 R
xx % % P * % kK AKE Kk Kk K Kk K Kk * kkk Kk Ak Kk * * P * ok ok k% Kk kAR

g. G-factors

Chi3 & chi4
Omega
Dihedrals [

[
MChbonds []
MCangles []
[

[

Mainchain |

Overall [
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Residue properties
pdblglb

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

480 485 490 495 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

480 485 490 495 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

480 485 490 495 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575

Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

NN NN\ e S e

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed

AAAA  AAAAANAAAANAAAANAATIA AAAAAAAIAAAAAAAAAAAAAAAAAAAAAA AAARIIIAA AAAAAABAAAAAAARBRIAAAAABIAAAAAAAAAAA
| FRDGPHL EKSVKEL EELYKKSKNVGI KNKRLHANPEL EEAYRV PMMLKVAL CVAKGALDRTESRGAHNREDY PKRDD | NWLNRTLASWPNPEQTLPTLE

f. Max. deviation (see listing)

* + *
+ * + * * oo *poo4 + + + ++
ok kkk ® * kx kxk ok xk ok ok kk * ko

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdblglb_06.ps



PROCHECK

Resid t -

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

o

% 80 -

g 60

8 401

< 20

o

580 585 590 595 600 605 610 615 620 625 630 635 640 645 650 655 5 10

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

8 4

o 2

S

O 580 585 590 595 600 605 610 615 620 625 630 635 640 645 650 655 5 10
Residue number

10 c. C-aphachirality: abs. deviation of zetatorsion

g

g 4

N

580 585 590 595 600 605 610 615 620 625 630 635 640 645 650 655 5 10

Residue number Highlighted residues are those that

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

-, —— S A ANANAYE BRI

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

YEALDVNEME | APRYRGYGAKGNY | ENPL SVKRQEE | DK | QSEL EAAGKDRHA | QEALMPY EL PAKYKARNERLGD MGRMLT | RVFKYDP

f. Max. deviation (see listing)

g. G-factors
Phi-psi [ | [T [Nl
Chil-chi2
i : L]
mega [ [T [ [T
Dihedrals  [(TT T T T T ITITT T T T T T T T T T T T T T T T T T T P T T T I T0] I T
AR EANEREANEENSENSNEENEENEREENSASANBNSENSNEENSENSNSEREENSREANSEREREEEEN HHHHHHHHA
Mainchain [T T T T T T T T LTI T T T T TP T T T TP T TP T T TITT0T] T
Overall EEEEESEEEESENEESEEEES NSNS NN NN SN NN NN NN N CITTITTITTITTT
580 585 590 595 600 605 610 615 620 625 630 635 640 645 650 655 5 10
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Residue properties
pdblglb

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

15 20 25 30 35 40 45 50 5 60 65 70 75 80 8 90 95 100 105 110

Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

A R i el i O

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed

AR
T T T T T T T T T T T T T T T T T T T T
QSAVSKPHFQEYK | EEAPSMT | FIVLNMI RETYDPDLNFDFVCRAGI CGSCGMM I NGRPSLACRTLTKDFEDGV | TLL PLPAFKL | KDL SVDTGNWFNGM

f. Max. deviation (see listing)
5

+ + +1 * * * * + + + o+ + ++
* * % % * *kk kx K Kk kK * * %k kA ok kxk  kkx * * %k k%

g. G-factors

Chi3 & chi4
Omega

Dihedrals ]

[ [

[ ]

[T T T T T T T T T T T I T T I P T T T LTI T TP I I T T T T T TTITTTT
MC bonds [T T T T T T T T
MCangles [T T T e e e e e e e
HEEEEEEEEEEE NN NN NN NN
EEESEESESEEEEEEEEESEEEEEEEEEEEEEESEEEEE NS EE N NSNS E NN NN NN NN NN NN NN

Mainchain  []

Overall {1

\

I

\

\

T T T T T T T T T T T T T ‘

15 20 25 30 35 40 45 50 5 60 65 70 75 8 8 9

pdblglb_06.ps



PROCHECK

=
o
o

Chi-1 abs. mean dev.

Residue properties

pdblglb

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

Page 9

80
60
40 -
20

115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number

b. Absolute deviation from mean of omegatorsion

Zeta abs. mean dev.
N A OO

Omega abs. mean dev.
N

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal

Residue number

d. Secondary structure & estimated accessibility

0 ML\ M N\

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

SQRVESWIHAQKEHD | SKLEERI EPEVAQEVFELDRCI| ECGCCIAACGTK IMREDFVGAAGLNRVVRFMIDPHDERTDEDYYEL | GDDDGVFGCMTLLAC

f. Max. deviation (seelisting) : .
7 5
SV S SIS A R A I + s od .
g. G-factors
Phi-psi . [ ol W]
Chil-chi2
R3Oy, H H F
mega [T [ [
Dihedrals [T I I T T I T T I T I T T T T T T T T T I T T T I T T I T T T T T T I I I I T T T I T I T T T T I I I TR
MCbonds [T T T T T [T T T T T T T T T T T T T T T T T
MCangles [T T e e T
Mainchain [T T T T T[T T I I T I I LI I T LT L L L L T L L L L L L L L LT LT L L L L L LT LT LT T L LT L L L L T LT L L LT T I LT T T LTI
Overall \\\\\M\\\\M\\\\M\\\H\\\\\\\\\\J\\\\\\\\\\\\\\J\\\\\\\\M\\\\M\\\\M\\\\M\\\\M\\H\J\\\\J\\\\J\\\\J\\\\
115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

pdblglb_06.ps




PROCHECK

Page 10

Residue properties
pdoblglb

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

& 100
% 80 -
g 60
8 401
< 201
&
215 220 225 230 235 5 10 15 20 25 30 35 40 45 50 55 60
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 @
E 6
£ 4
o 2
£
O 215 220 225 230 235 5 10 15 20 25 30 35 40 45 50 55 60
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
% :
e 6
g 4
LR
N
215 220 225 230 235 5 10 15 20 25 30 35 40 45 50 55 60
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
i — NN N o A A NNANAN, /SN, B
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAATAAAAAAAAAAAAAANA _
HDVCPKNL PLQSK | AYLRRKMV SVN MTNEéI LES\‘(SGVTI‘DERKK‘SRMPAI‘(LIJMM'L)SATGI‘_FLGLI‘:MIGHMFFVS+I LLGE)NVMLV\NT K
f. Max. deviation (see listing)
g. G-factors
Phi-psi . (T
Chil-chi2
B3, T3S : : il
mega [T [ [ [
Dihedrals  [TTTI T T T IITTTTITTTIIITTTT1T] T T T T T T T T T T T T T T T T T T T T I I O
MC e A HHHH A A A A A A o
Mainchain  [TTTTTTIIITTTTITITIIITTIT1T1T] T T T T T T T T T T T T T T T T T I I O
ovedl  [TTTITIIIITITIITITIITITTT] O T L T T L T L T T ] O
215 220 225 230 235 5 10 15 20 25 30 35 40 45 50 55 60

pdblglb_06.ps




PROCHECK

Resid t .

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

o

% 80 -

g 60

8 401

< 20

s 4

64 80 85 90 95 100 105 110 115 120 125 130 135 140 145

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

g 4

® 21

E T

O 64 80 8 90 95 100 105 110 115 120 125 130 135 140 145
Residue number

10 c. C-aphachirality: abs. deviation of zetatorsion

g

g 4

N T

64 80 8 90 95 100 105 110 115 120 125 130 135 140 145

Residue number Highlighted residues are those that

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

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
BAAAAAAAAAAAAAANAAAAAAAAAAAAAAAAAAAAAAAAL

*********
i~ - - - - - _

Dihedrals []

MC bonds
MC angles

Mainchain

Overall

Qo o

pdblglb_06.ps



PROCHECK
Page 12

Residue properties
pdblglb

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

149 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

149 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

149 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245

Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

ABAAAA ABAAAAAAAANAAAAAAAAANANA AAFFAAABAATR
T T T T T T T T T T T T T T T T T T T T
TQPQT | GPVSSSFRMV SEWMWPLYLVLLFAVELHGSVGLYRLAVKWGWFDGET PDKTRANLKKLKTLMSAFL | VLGLLTFGAYVKKGLEQTDPN I DYKYF

f. Max. deviation (see listing)

+ +
++ ++  * *qpox + o+ ** 44 + o+ + o+ +++ * +
* % % Xk KKK Kk kKA K KKK KE Kk kKK Kk Kk kkKk  xk Xk Kk k% xkx kkk * % *

g. G-factors
Phi-psi . [ RN H H

j

[

[

[

[

[

Dihedrals [T

[T
MChbonds [TTT7]
MCangles [T
[T
[T

Mainchain [T

Overall [1

pdblglb_06.ps



PROCHECK

R . d t Page 13

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

o

% 80

£ 60

g w0

< 20

o

249 5 10 15 20 25 30 35 40 45 50 5 60 65 70 75 80

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

£ 4

o 2

S

O 249 5 10 15 20 25 30 35 40 45 50 5 60 65 70 75 80
Residue number

10 c. C-aphachirality: abs. deviation of zetatorsion

g

E o

g 4

N

249 5 10 15 20 25 30 35 40 45 50 5 60 65 70 75 80

Residue number Highlighted residues are those that

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

. — -

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed

: ‘ ‘ ‘ ‘ AAAAAAAAAAAAABAAAAAA AAIBIA AAAAATL ARIAAAAAAAAAA AARL
DYKRTH MKVQYCDSLV | GGGLAGLRAAVATQQKGL ST I VLSL | PVKRSHSAAAQGGMQA SLGNSKMSDGDNEDLHFMDTVKGSDWGCDQK

f. Max. deviation (see listing)

*******

Chi3 & chid4 1]
Omega Il
Dihedrals R[]

MC bonds
MC angles

Mainchain  [TTT1T11]

I

[

|
Overall EEEEEE] L
249 5

pdblglb_06.ps



PROCHECK

Page 14

Residue properties
pdblglb

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

& 100
% 80
£ 60
g w0
< 20
o
85 90 95 100 105 110 115 130 135 140 145 150 155 160 165
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 @
E 6
£ 4
o 2
E )
© g 9 95 100 105 110 115 130 135 140 145 150 155 160 165
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
% 8_
£ 67
g 4
LY
S
85 90 95 100 105 110 115 130 135 140 145 150 155 160 165
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
VY s L ] - - o e ey
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
‘ ‘ ; MATTAMAMM A MAA ANNNCL_N ‘ : ; ‘
VARMFVNTAPKA | RELAAWGVPWTRIHKGDRM A | | N A Q K TTITEEDFRHGL |HSRDFGGTKKWRTCYTADATGHTML FAVANEC
f. Max. deviation (see listing)
g. G-factors
Phi EENEN! | [
e A R
Gmegs " T H H
Dihedrals  [TITTTTITITTITTTIIIIITTITITITIITT1I7T] O O O O O O 0O OO I I T T I I T IT T IIT 111
MCawe CHHHHHHHHHHHHAHA B 5§ 8 B 8 8 B A
Mainchain  [TTTTTTTIITTTTTIIIIITTTITTTIIT77T] O O O 0 0 O 0O OO I I I I T IT T IITTTT]
overal [T LI LTI III0 0 00 0 0 0 0 OO I LI T LTI T 1T
85 90 95 100 105 110 115 130 135 140 145 150 155 160 165

pdblglb_06.ps




PROCHECK
Page 15

Residue properties
pdblglb

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

169 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

169 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

169 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265

Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

T\ R /\/ R

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

AAAAAAAAAAAAAATIA AAABIA [l AAAAAAAAAAATIA BAAA BAABAAAAAIAAAAA
T T T T T T T T T T T T T T T T T T T T
LKLGVSIQDRKEAIAL | HQDGKCYGAVVRDLVTGD | | AYVAKGTL IATGGYGRI YKNTTNAVVCEGTGTAIALETGI AQLGNMEAVQFHPTPLFPSGI LL

f. Max. deviation (see listing)

***********************

g. G-factors

Chi3 & chi4 J
Omega
Dihedrals ]

[TTTTTTITITTT
MChbonds  [TTTTTTTTITTT]
MCangles [T T
[TTTTTTTTTTT
[TTTTITTITTTT

Mainchain  []

\ I I

\ I I

[T
Overall [ [TTTT [
169 175 180 185 1
C = cis-peptide

pdblglb_06.ps
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R . d t Page 16

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

o

% 80

£ 60

g w0

< 20

o

269 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

8 49

® 21

S

O 269 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
Residue number

10 c. C-aphachirality: abs. deviation of zetatorsion

g

g 4

<

Q2

S

269 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360

Residue number Highlighted residues are those that

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

H Pl 0/ ARMAYAY = it D AT

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

B _ B AAABAA /\J_V\/\/\/\/WWﬂ/\/TV\/\/\/\/\/\A/\/\/\/\/\/\/\A AREAAAAATE H_FH_I/W_HT/\/\/\/\/\N_I/\ BAAABAAAA
T T T T T T T T T T T T T T T T T
TE G RGDGGILRDVDGHRFMPDYEPEKKELASRDVVSRRMI EHIRKGKGVQSPYGQHLWLDISILG RKHIETNLRDVQEICEYFAGIDPAEKWAP

f. Max. deviation (see listing)

********************************

MC bonds
MC angles

Mainchain  [T]

Dihedrals [1 [
O
O

Overall m

pdblglb_06.ps
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Page 17

Residue properties
pdblglb

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

364 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 445 450 455 460
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

364 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 445 450 455 460
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

364 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 445 450 455 460

Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

it e e AAANA Y\ NP

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed

ABAAABANA  AAABIAA ‘ ‘ /\/\/N_I/ﬂ/\A AAA ‘ : A AAAAAAAAAAAABAAAAAAAAAAA ‘ ‘ ‘
VLPMQHY SMGG | RTDYRGEAKLKGL FSAGEAACWDMHGFNRL GGNSV SEAVVAGM | VGEY FAEHCANTQVDL ETKTL EKFVKGQEAYMK SLVESKGTEDV

f. Max. deviation (see listing)

+ * + +
* * % x4 * * * *

g. G-factors
Phi ] [
Gl [FRLS uiiiie s .
i3 & chi4 I [ [ [ [
Omega [ [ [ [ [T
Dihedrals  [(TT T T T T TIT T T I T T T T T T T TP T T T T I T T T TP TP T LT TP T T T T T T T T
ek REEe BMBEMERSNSENERSESENENSNSESEESNSESSNSRSESSNSNSESSNSNSRSSNSRSESENERSSSENERSRSERESEESEEEREEEN
Mainchain (T T T T T TR [T T T T T T O T T TP T T T TP T T TP LT TP T T T T T
Overall T T T T T T T T T T P T T T LTI T T T I T T T T T T LI T T I T I T T T TT T IT T I ITITITITTIT]
364 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 445 450 455 460

pdblglb_06.ps
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Page 18

Residue properties
pdblglb

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

464 470 475 480 485 490 495 500 505 510 515 520 525 530 535 540 545 550 555 560
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

464 470 475 480 485 490 495 500 505 510 515 520 525 530 535 540 545 550 555 560
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

464 470 475 480 485 490 495 500 505 510 515 520 525 530 535 540 545 550 555 560

Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

AN — NN NN R MINNN. ——s = =

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

AAAAAANAAAANAATL AAAA  AAAAAAAAAANAAAANANTIA AAAAAAAIIAAAAAAAAAAAAAAAAAAAAA AAARREIAA AAAAAARAAAAAAARIEINIA
FK1KNRMKDVMDDNVG | FRDGPHL EKSVKEL EELYKKSKNVG | KNKRLHANPEL EEAYRVPMMLKVAL CVAKGALDRTESRGAHNREDY PKRDD | NWLNR

f. Max. deviation (see listing)

. * ko +
* ok * %

Chi3 & chi4
Omega
Dihedrals

T I T T T T T I T T LTI T T T T TP I T T T T TP TTTITTTTT
MC bonds [T T T T T T T T
MCangles [T T e T A

[EEEEEEEEEEEEEEEEEEEE NN NN
[NEEEEEEEEEENEEE NN NN

Mainchain

Overall

pdblglb_06.ps
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Residue properties
pdblglb

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

564 570 575 580 585 590 595 600 605 610 615 620 625 630 635 640 645 650 655
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

564 570 575 580 585 590 595 600 605 610 615 620 625 630 635 640 645 650 655
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

564 570 575 580 585 590 595 600 605 610 615 620 625 630 635 640 645 650 655

Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

)\, —— W ANANALY i

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

TLASWPNPEQTLPTLEYEALDVNEME | APRYRGYGAKGNY | ENPL SVKRQEE | DK | QSEL EAAGKDRHA | QEALMPY EL PAKYKARNERLGD

f. Max. deviation (see listing)

***********

[TT
MChbonds [TT]
MCangles [1]
[TT
[TT

Mainchain |

Overall [

pdblglb_06.ps



PROCHECK

R . d t Page 20
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 20
o
1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Residue number
5 10 b. Absolute deviation from mean of omegatorsion
g 8
E 6
8 4
o 2
S
O 1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N
1 10 15 20 25 30 35 40 45 50 5 60 65 70 75 80 8 90 95 100
Residue number Highlighted residues are those that

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

e o e e

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

AR AAAAAAAABAAAR
T T T T T T T T T T T T T T T T T T T T
MGRMLT | RVFKYDPQSAV SKPHFQEYK | EEAPSMT | FIVLNMI RETYDPDLNFDFVCRAGI CGSCGMM I NGRPSLACRTLTKDFEDGV | TLLPLPAFKL |

f. Max. deviation (see listing)

*********************************

Chi3 & chi4
Omega
Dihedrals ]

[T T T T T T I T T T T T T T T T T T T T T I I LTI T IITITITTT
MC bonds [T T T T T T T ]
MCangles [T T e e e T T
IEEEEENEEEEE NN NN NN R RN
[T T T T T T T T T TP I T LT T I T T T T T T T T T AT T I LTI T T T ITTT

Mainchain  []

Overall {1

pdblglb_06.ps
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Page 21

Residue properties
pdblglb

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

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

Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

b= AN SR/~ N AN\ A

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

ERAAAAA AAAA AAAAABRIAAAAAAAAAAAAAAAAAAAAAAAANAAAANAATIA _AAAAAA  AAAABIAAANA AA _AAAAAAAAAAAAAANAAAAAANTI
KDL SVDTGNWFNGMSQRVESWIHAQKEHD | SKLEER I EPEVAQEVFELDRCI ECGCCI AACGTK IMREDFVGAAGLNRVVRFMI DPHDERTDEDYYEL I G

f. Max. deviation (see listing) :
* 7 5
IR I R I I N T I EE %
g. G-factors
i-psi [T T ol
Chil-chi2
ae el . r r
mega [1 [ [ [1
Dihedrals [T T I I I I T I T T I T T T T T T T T T T I T T T T T T I T T T T T I T T T T T I I I T I T I T T
MCbonds [T 1T T T T T T T T T T T T T T T T T T T T T T T
MCangles [T T T e e e T
Mainchain [T T T T T[T T I I I I LI T T T T LT L L LT T L L L L L L T L T L L L L L L I T L LTI T L T L L LT T I LT LT L LT LT T T]
Overall \‘H\HHH‘\HH‘HHHHH‘\HH‘H\H‘HH\‘H\HHHHHH‘\H\HHH‘HH\H\H‘H\H‘\HH‘H\H‘HHHHH‘\
101 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200

pdblglb_06.ps



PROCHECK

Resid t .

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

o

% 80

£ 60

g w0

< 20

o

201 210 215 220 225 230 235 5 10 15 20 25 30 35 40 45 50

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

8 4

o 2

S

O 201 210 215 220 225 230 235 5 10 15 20 25 30 35 40 45 50
Residue number

10 c. C-aphachirality: abs. deviation of zetatorsion

g

g 4

N

201 210 215 220 225 230 235 5 10 15 20 25 30 35 40 45 50

Residue number Highlighted residues are those that

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

0 N0 UV SRS VNI VAN

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

AAAATAAAAAAAAAAAANANA
DDDGVFGCMTL LACHDVCPKNL PLQSK | AYLRRKMV SVN MTNEéI L ES#SGVTI‘DERKK‘SRMPAI‘(LD\I\MK"\)SATGI‘_ FLGL l‘:M | GHMFFVS+ |
f. Max. deviation (see listing)
g. G-factors
Phi-psi W M
Chil-chi2
chi3 8 s H H H
mega [ [ [
Dihedrals  [TTTT T T T T IT T T T T T I IITTTTTIT11] T T T T I T T I T T T T I T T T T I T T T ITTTTTT
MCbonds (T T T T T T T T T A T A
MCangles [T T A T e e T A T T e T P T T T
Mainchain [T T T T T T T T I I IITTITTT11] T T T T T T T I T T T T T T T T T T ITT TIITTTITTTTTT]
Overall LTI T I T I T ITITTTITTTITTT] T T T T T I T T T T T I IT T I ITTTITT T
201 210 215 220 225 230 235 5 10 15 20 25 30 35 40 45 50

pdblglb_06.ps



PROCHECK

Resid t .

100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
= 80
é 60
g w0
< 20
&

52 60 80 85 90 95 100 105 110 115 120 125 130

Residue number

5 10 b. Absolute deviation from mean of omegatorsion
E 61
g 4
® 21
S
O 52 60 80 8 90 95 100 105 110 115 120 125 130

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

L bt optle b mirns,

80 85 90 95 100 105 110 115 120 125 130

Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal

Zeta abs. mean dev.
N A OO

d. Secondary structure & estimated accessibility
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Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
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+
*

g. G-factors
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Residue properties
pdblglb

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

133 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

133 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

133 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230

Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

AAAAAAAAATIAAAA ABAAAAAAAAAAAAAAAANANAAA
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GFAMFFLGSVHLY IMMTQPQT | GPVSSSFRMV SEWMWPLY LVLL FAVELHGSVGLYRLAVKWGWFDGETPDKTRANLKKLKTLMSAFL I VLGLLTFGAYV

f. Max. deviation (see listing)

+ + +
Kok g4 + %% ++ +4+ * *pox + o+ *k 4y + o+ + 4+ +++
*******************************************************

Dihedrals [

[T
MChbhonds [T]
MCangles [

[T
[T

Mainchain |

Overall [
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Resid t .
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
= 801
é 60
8 401
< 20
&
233 240 245 250
Residue number
5 10 b. Absolute deviation from mean of omegatorsion
E 61
8 49
’ Z_F-L—L
S
O 233 240 245 250
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
&
© 8
E o
g 4
R
N
233 240 245 250
Residue number Highlighted residues are those that

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

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

T T T T
KKGLEQTDPN I DYKYFDYKRTH

f. Max. deviation (see listing)

+ +* k4
xkx % *kk ok

g. G-factors
o Ave
i-psi ] -0.11
Chli -?:h|2 .:H5777 -0.01
Chilonl 0.19
Chi3 & chi4 I 0.34
mega [ 0.60
Dihedrals  [TTTTTTTTITTTIT I 0] [0 021
MChbonds [T TTTT T TTTIIIITT] 0.68
MCangBHHHHHHHHH\HHH0-48
Mainchain  [TTTTTTITITTTTTIITIIT11] [0 056
Overall [IITTTTTTTTITTITITIITIT] O 035

233 240 245 250
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Main-chain bond lengths

Black bars> 2.0 st. devs. from mean.

C-N
(except Pro)
o)
&
>
g
LL
150 104 198 132 136 140
CA-C
(except Gly)
>
&
>
g
LL
140 144 148 152 156 150
CA-CB
(lle,Thr,val)
>
&
>
g
LL I
142 146 150 1.5 158 162
N-CA
(Gly)
o)
&
>
g
LL
153 157 141 145 149 153

Frequency

Frequency

Frequency

Frequency

pdblglb

(Pro)

1.22

126 130 134 1.38 142

CA-C

(Gly)

1.39

143 147 151 155 1bg

CA-CB
(therest)

141

145 149 153 157 161

N-CA
(Pro)

134 138 142 146 150 154

Frequency

Frequency

Frequency

=

C-O

Page 1

CA-CB

11 115 119 123 127 131

(Alg)

N-CA
(except Gly,Pro)

140 144 148 152 156 1.60

133 137 141 145 149 153

Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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Main-chain bond angles

CA-C-N
(except Gly,Pro)

Freguency

101 106

111 116 121 126

O-C-N
(except Pro)

Freguency

108 113

18 123 128 133

C-N-CA

Freguency

(Gly)

105 110

115 ‘15‘ 125 130
CA-C-O

Freguency

(Gly)

105 110

Black bars> 2.0 st. devs. from mean.

115 fgg 55 1%

Frequency

Frequency

Frequency

Frequency

pdblglb

CA-C-N
(Gly)

101 106 111 ‘ife;‘ 121 126

O-C-N
(Pro)

107 1l2 117 122 127 132

C-N-CA
(Pro)

107 112 1i‘7_ 122 1217 132

CB-CA-C
(Al3)

95 100 105 1+0‘ 115 120

Frequency

Frequency

Frequency

Frequency

Page 1

CA-C-N
(Pro)

101 106 111 11i61 121 126

C-N-CA
(except Gly,Pro)

106 111 116 121 126 131

CA-C-O
(except Gly)

105 110 115 120 125 130

CB-CA-C
(lleThr,vVal)

94 99 104 109 114 119

Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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Main-chain bond angles
pdblglb

CB-CA-C
(therest)

Freguency

Freguency

96 101 106 111 116 121

Freguency

88

Black bars> 2.0 st. devs. from mean.

T
93

T ‘!‘ 1 1
98 103 108 113

Frequency

Frequency

Frequency

N-CA-C

(except Gly,Pro)

96 101 106 111 116 121

100 105 110 115 120

N-CA-CB
(therest)

100 105 110 115 120

Frequency

Frequency

Page 2

7 102 107 112 117 122

N-CA-CB
(lleThr,vVal)

6 101 106 111 116 121

Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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RM S distances from planarity
pdblglb
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Histograms showing RM S distances of planar atoms from best-fit plane.
Black barsindicate large deviations from planarity: RMS dist > 0.03 for rings, and > 0.02 otherwise.
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Distorted geometry
pdblqglb

Main-chain bond angles

AVa 195 A Thr 259 A Cys 396 A Trp 397 A Asp 398 C Pro 102

D val 195 D Thr 259 D Cys 396 D Trp 397 D Asp 398 F Pro 102

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

Planar groups
cB CB 3 cB CB cB
0.036 0.031 0.035 0.033 0.030 0.038
ATyr 5 ATrp 79 A Trp 397 A Tyr 580 B Trp 110 B Tyr 196
CB cB 3 cB cs cB
0.031 0.042 0.034 0.032 0.031 0.038
CTrp 126 DTyr 5 D Trp 397 D Tyr 580 E Trp 110 E Tyr 196
CB
0.030
F Phe 101

Sidechains with RM S dist. from planarity > 0.03A for rings, or > 0.02A otherwise. Value shownisRMS dist.
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