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Ramachandran Plot
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Plot statistics
Residues in most favoured regions [A,B,L] 2394 87.9%
Residues in additional allowed regions [a,b,l,p] 318 11.7%
Residuesin generously allowed regions [~a,~b,~l,~p] 9 0.3%
Residues in disallowed regions 3 0.1%
Number of non-glycine and non-proline residues 2724  100.0%
Number of end-residues (excl. Gly and Pro) 24
Number of glycine residues (shown as triangles) 276
Number of proline residues 135
Total number of residues 3159

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

pdb2wdr
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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

pdb2wdr
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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
pdb2wdr
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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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%-tage of residues in most favoured regions

78' Measure of bad non-bonded interactions

Main-chain parameters
pdb2wdr

OOa Ramachandran plot quality assessment
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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 %-tageresiduesin A, B, L 2724 87.9 61.7 10.0 26 BETTER
b. Omega angle st dev 3144 48 6.0 3.0 -04 Inside
c. Bad contacts/ 100 residues 8 0.3 24.7 10.0 -24 BETTER
d. Zetaangle st dev 2883 15 31 16 -1.0 BETTER
e. H-bond energy st dev 2110 0.7 11 0.2 -1.8 BETTER
f. Overall G-factor 3159 0.2 -0.9 0.3 34 BETTER
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Side-chain parameters
pdb2wdr
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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 315 12.2 29.1 6.5 -26 BETTER
b. Chi-1 trans st dev 888 145 279 53 -25 BETTER
¢. Chi-1 gauche plus st dev 1275 125 26.6 4.9 -29 BETTER
d. Chi-1 pooled st dev 2478 134 27.4 4.8 -29 BETTER
e. Chi-2 trans st dev 891 16.0 26.9 5.0 -2.2 BETTER
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Residue properties .
pdb2wdr

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

N A D
S8 8 3 8
| I I S|

Chi-1 abs. mean dev.

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
e}

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
1

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
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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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f. Max. deviation (see listing)
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Residue properties
pdb2wdr

a. Absolute deviation from mean Chi-1 value (excl. Pro)
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Chi-1 abs. mean dev.
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Residue number

2 b. Absolute deviation from mean of omegatorsion

16
12

N

Omega abs. mean dev.
e}

105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

=
o

Zeta abs. mean dev.
N A OO

105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200

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

d. Secondary structure & estimated accessibility
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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

ENAAAAAA : —AAANE ‘ : IA_AAAAAAAAAAAAAAAAANBABAAABIAAAAAIIA_AARL 4 ‘ AAAAAAANBIAAA
HMGL PFSRLDDGR | YQRPFGGQSKNFGGEQAARTAAAADRTGHALLHTLYQQNLKNHTT | FSEWYALDLVKNQDGAVVGCTALCI ETGEVVYFKARATVL

f. Max. deviation (see listing)
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Residue properties
pdb2wdr

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

N
o

205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
Residue number

b. Absolute deviation from mean of omegatorsion
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Omega abs. mean dev.
H 00

205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

=
o

N B O
[ B

Zeta abs. mean dev.

Dihedrals

205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300

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
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f. Max. deviation (see listing)
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Residue properties e
pdb2wdr

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

305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
Residue number

b. Absolute deviation from mean of omegatorsion

16
12

(o]

Omega abs. mean dev.
N

305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

=
o

Zeta abs. mean dev.
N A OO

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

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

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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f. Max. deviation (seelisting) .
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C = cis-peptide
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Residue properties
pdb2wdr

a. Absolute deviation from mean Chi-1 value (excl. Pro)
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20

Chi-1 abs. mean dev.

405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
e}

405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500

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
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GGNSLLDLVVFGRAAGLHLQES| AEQGALRDASESDVEASLDRLNRWNNNRNGEDPVA | RKALQECMQHNF SV FREGDAMAKGL EQLKV I RERLKNARLD

f. Max. deviation (see listing)
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g. G-factors
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pdb2wdr_06.ps



PROCHECK

Residue properties
pdb2wdr

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

Page 6

N A D
S 8 8 38 8
| I I S|

Chi-1 abs. mean dev.

20

505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585

Residue number

b. Absolute deviation from mean of omegatorsion

16
12

Omega abs. mean dev.
e}

=
o

505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585

Residue number

Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

— A T Rt e

Key:- <™ Hélix
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

B

) Betastrand ——= Randomcoil Accessibility shading: ® Buried [] Accessible

DTSSEFNTQRVECLELDNLMETAYATAV SANFRTESRGAHSRFDFPDRDDENWL CHSLY L PESESMTRRSVNMEPKLRPAFPPK I RTY

f. Max. deviation (see listing)
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Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

Chi3 & chi4
Omega

Residue properties e
pdb2wdr

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

=
o
o

80
60
40 -
20

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

b. Absolute deviation from mean of omegatorsion

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

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

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
: ‘ ‘ : ‘ AAAAAAAAAAAAAAAAAAAAAATIAGE WA AR 4 A AAAAAAAAAAAA ‘ : ‘
LEFSIYRYNPDVDDAPRMQDY TL EADEGRDMML LDAL | QLKEKDPSL SFRRSCREGVCGSDGLNMNGKNGLACI TP SALNQPGKK I VI RPLPGL PV | RD

f. Max. deviation (see listing)
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Residue properties
pdb2wdr

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

N A B
S 8 8 38 8
| I I S|

Chi-1 abs. mean dev.

103 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
e}

103 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

103 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200

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

d. Secondary structure & estimated accessibility

A

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

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

LVVDMGQFYAQYEK | KPYLLNNGQNPPAREHLQVIPEQREKLDGLYECI LCACCSTSCPSPMWPDKF | GPAGLLAAYRFL IDSRDTETDSRLDGL SDAFS

f. Max. deviation (see listing) H
7

R S I s S T S ST o P s T SNt - A LT S T s

g. G-factors
Phi Tl T ]
Gl ail . aata i abt
8hl3&cl4 [T :h i [ ] [T
mega TR [l [1 [T | |
Dihedrals [T T I I T T T T [T T T T T T T I T T T T I T T I T T T I T I T T I T I I T T T T T T T T T T T I T 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 T
MCangles [T T e e e T 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 LT T L L L L T L T LI T L T LI T L T L LT T I LT LT L LT LT T LTI
Overall HHHH\HH‘H\H‘\HH‘H\H‘HH\‘HH\‘HH\HHHHH‘\H\HHH‘\HH‘H\H\HH‘H\H‘HHHHH‘HHHH

103 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
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Resid t o
pdb2wdr

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

o

% 80 -

g 60

8 401

< 20

o

203 210 215 220 225 230 235 15 20 25 30 35 40 45 50 55 60

Residue number

5 20 b. Absolute deviation from mean of omegatorsion

Ee

E 12

8 8

o 4

S

O 203 210 215 220 225 230 235 15 20 25 30 35 40 45 50 55 60
Residue number

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

g

E o

g 4

N

203 210 215 220 225 230 235 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

— = AN ANANAS C——R—NANVAAAANAA ARG

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

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

AAARRRAAAAAAAAAAAAAAAAAAA ABRAAAA
VFRCHSIMNCVSVCPKGLNPTRA I GHI KSMLLQRNA QRPVNLDLQTIRFPITAIASILHRVSGV I TFVAVGI LLWLLGTSL SSPEGFEQA
f. Max. deviation (seelisting) , -
:r 5 56
T N i ok eeeenn e 128, D e tes S S SO T 5 S
g. G-factors
AP B N F H H‘*j
Chilonl
Chi3 & chi4 ] [ I
mega [CEEEEN Il =] I T [T
Dihedrals  ETTT T LTI T I I I I T T T ITITIIT] T T T T T T T T T T T T I T T ITITIITITTIT TIITITTT
MCbonds [T T T T[T T I T T I T I I T T T T P P T P A P
MCangles [ [T P T A e T T T T T T T T T T T T T
Mainchain [T T T[T T[T T TTT] [T T T T T I T T I T T T T ITIITTITITTITIITITTT
Overall \‘\HHH‘\HHH\H‘HHHHH‘HH\HH \H\HH‘H\H‘HH\‘H\H‘\\H\HHHHHHH\‘HH\‘\HH‘H
203 210 215 220 225 230 235 15 20 25 30 35 40 45 50 55 60

pdb2wdr_06.ps




PROCHECK

R d t Page 10
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
o
62 70 75 80 85 90 95 100 105 110 115 120 125 11 20 25 30
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 16
E 12
£ 8
o 4
£
© & 70 75 80 85 90 95 100 105 110 115 120 125 11 20 25 30
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
% 8
e 6
g 4
R
S
62 70 75 80 85 90 95 100 105 110 115 120 125 11 20 25 30
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
@:TWW:'W D =N
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAATAAAA AAAAAAAAAAAAAAAATIA
‘SAIMGSFF\‘/KFIM\/‘VGI LTA‘LAYH\‘/VVGI I‘QHMMME‘)FGYLI‘EETFEA‘GKRSAKI SF\‘/I TVVLSLLAéVLWV NGVHDFI LVF‘EATAI\‘/LTLY I‘ 1Y
f. Max. deviation (see listing)
g. G-factors
Phi-psi I
Chil-chi2
i, : ;
mega [ 1= [ []
Dihedrals  [(TT T T TTIT IT T T T T T T T T T T T I T T T T LT T T T LTI T T TIT T T T T TI I T IIITTT
MCbonds T T T T T I I T T T T Y A
MCangles [T T T P P P T A e e e
Mainchain (T T T T T T T T I T T T T T O T TP T TP T T TP I T T T I T T T T T T
overdll [T I LI T LT LT LI T T T T LT I L LI T L T T T T I N
62 70 75 80 85 90 95 100 105 110 115 120 125 11 20 25 30

pdb2wdr_06.ps




PROCHECK

Resid t .
pdb2wdr

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

o

% 80 -

g 60

8 401

< 20

o

33 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 5

Residue number

5 20 b. Absolute deviation from mean of omegatorsion

Ee

E 12

8 8

o 4

S

O 33 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 5
Residue number

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

g

g 4

N

33 40 45 50 5 60 65 70 75 80 8 90 95 100 105 110 115 5

Residue number Highlighted residues are those that

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

N\ N ANANAVANAVA VAN NN (=) ——
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

MVGFFATSGELTYEVWIGFFASAFTKVFTLLALFSIL IHAWI GWMQVLTDYVKPLALRLMLQLV I VVALVVYV | YGFVVWGV MKLPVRE

f. Max. deviation (see listing)

g. G-factors
Phi-psi . [ [T] L
e . e bl
Chi3 & chi4 I [ [ [
mega [ [N [T [ =]
Dihedrals [T T T T T T T IT T IO T T T IO T T T LT TP T T TP T T T T P T T T LTI T T I T TT] [TTTTTT]
RS A A A R RA R AR A A R RRR AR AR A A R SR AEaEn A R SRR D FEFFEER
Mainchain (T T T T T T T T T I T T T T T T TP TP T T P T T T TT] [TTTTTT]
Overall G T T L L T T T L T T T T T T T I (1 m

33 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 5

pdb2wdr_06.ps



PROCHECK

Page 12

Residue properties
pdb2wdr

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

20

15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Residue number

b. Absolute deviation from mean of omegatorsion

16
12

Omega abs. mean dev.

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

c. C-aphachirality: abs. deviation of zetatorsion

=
o

Zeta abs. mean dev.
N A OO

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

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

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

d. Secondary structure & estimated accessibility

A\ N BN AN

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

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

AAAAAEL W ‘ : : : ‘ ‘ I AARNA AAAABIAAAAAAAAAAA AABIA ‘ : ‘ : HAA
FDAVV | GAGGAGMRAALQI SQSGQTCALL SKVFPTRSHTV SAQGG | TVALGNTHEDNWEWHMYDTVKGSDY | GDQDA | EYMCKTGPEA | LELEHMGL PFS

f. Max. deviation (see listing)

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

pdb2wdr_06.ps
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o
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Page 13

Residue properties
pdb2wdr

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

D o
o O

Chi-1 abs. mean dev.
N D
o O

108 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205

20

Residue number
b. Absolute deviation from mean of omegatorsion

16
12
8
4

Omega abs. mean dev.

108 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

108 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

\ I
\ I
\ \
\ I
[ I
108 1

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

d. Secondary structure & estimated accessibility

A e — S —

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

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

AAART /\NWWM AAAAAAAAAAAAAAAAAAANBIAAABAAAAATIA. AAR AAAAAAAABIAAARA |
T T T T T T T T T T T T T T T T T T T T
RLDDGR | YQRPFGGQSKNFGGEQAARTAAAADRTGHALLHTLYQQNLKNHTT | FSEWYALDLVKNQDGAVVGCTALCI ETGEVVYFKARATVLATGGAGR

f. Max. deviation (see listing)

*********

1
-
-
:
e
E:
E:

o O M -F
| i
=

pdb2wdr_06.ps
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Residue properties
pdb2wdr

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

80
60
40 -
20

Chi-1 abs. mean dev.

208

20

215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305
Residue number

b. Absolute deviation from mean of omegatorsion

16
12

Omega abs. mean dev.
H 00

208

215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

208

215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305

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

Chi3 & chi4

Omega
Dihedrals

d. Secondary structure & estimated accessibility

e A e s o a1\ AMMAAY S

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAAAAAAATIE AAAARAANAAAAANL B _AAABA AAABAA AAAAAAAAAAAATT

T T T T T T T T T T T T T T T T
I'YQSTTNAHINTGDGVGMA | RAGY PVQDMEMWQFHPTG | AGAGVLVTEGCRGEGGY L LNKHGERFMERYAPNAKDLAGRDVVARS IMI EI REGRGCDGPW

f. Max. deviation (see listing)

+ + +4 *x +  * 4 KR4 4k 4 + +* x4 + * + * o4
X x k Kk x Kk kxkx Kk x xk  * * % K kxkkk Kk kK Kk kkk Kk KK Kk * * %k * kk kk ko

g. G-factors

MChbonds |

Mainchain |

Overall [

T TTT
[T
MCangles [T
[TTTT
[TTTT

20

pdb2wdr_06.ps
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Page 15

Residue properties
pdb2wdr

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

308 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
e}

308 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

308 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405

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

d. Secondary structure & estimated accessibility

e N % mmi—) )/

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

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

AAAAAARIAAA AAAAAAAIA £ : ‘ ‘ ‘ ‘ ‘ A AAAAAIAA : ‘ : A AAA ‘
GPHAKLKLDHLGKEVLESRLPGI LELSRTFAHVDPVKEPI PV PTCHYMMGG | PTKVTGQAL TVNEKGEDVVVPGL FAVGE | ACV SVHGANRLGGNSL LD

f. Max. deviation (seelisting)
+6

+ + X + +
+ * +* + * *1+ * o+ o+ * ¥+ ++4* b +* +* 44 *
* Kk ko Kk kkkkk kkk Rk kkkkk kkk Kk kkkk Kk kkkkk  kk K kkkkkk Kk kkkk *

g. G-factors

Chi3 & chi4
Omega Hﬁ] m
Dihedrals ]

[T T T T T T T T A T T T T T [T T T I T I T T
MC bonds [T T T T T T T T
MCangles [T T T T T
[T T T I T T T I T T I T ITITT
[T T T T I T T IT T T T T TT TTTTTTTT T T T T ITT

Mainchain  []

\

I

l
Overall [ TIT1
308 315 3
C = cis-peptide

pdb2wdr_06.ps
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Page 16

Residue properties
pdb2wdr

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

H
o ©
3 3 8

Chi-1 abs. mean dev.
N D
o O

408 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505

20

Residue number
b. Absolute deviation from mean of omegatorsion

16
12
8
4

Omega abs. mean dev.

408 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

=
o

Zeta abs. mean dev.
N A OO

408 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505

Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

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

AAAAAAAAAAAAAAAANTIEAAAA AAAAAAAAAAAABIAAAAAATIRATIA
T T T T T T T T T T T T T T T T T T T T
LVVFGRAAGLHLQES | AEQGALRDASESDVEASLDRLNRWNNNRNGEDPVA | RKALQECMQHNF SV FREGDAMAKGL EQLKYV | RERLKNARLDDTSSEFN

f. Max. deviation (see listing)

* 44 * o4 + o+ o+ + * 4 ++ +* 4 + 4+ +* *io4 * +4* +*
Kk KKk KKk K PR K kkk kkkkREAKK K kKk  x  kk Kk kk Kk KAk kx *  AkkKK KkKEK k*k k%

g. G-factors

pdb2wdr_06.ps
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) . Page 17
Residue properties
pdb2wdr

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

&

= 80+

§ 60

8 401

< 20

© 508 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 5

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
e}

508 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.

508 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 5

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

d. Secondary structure & estimated accessibility

AN e s

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

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

TQRVECLELDNLMETAYATAV SANFRTESRGAHSRFDFPDRDDENWL CHSLYL PESESMTRRSVNMEPKLRPAFPPK I RTY MRLEFSIYR

f. Max. deviation (see listing)

g. G-factors
Pz - A A u mun A H
chi3 8 s H | |
Omega [ 0 [ HZZI h t:: tt::l]:]
Dihedrals  [(TT T T I T T T T I T T T T T O T T T T T T T T T T T T T T T T T T T LTI T T TTTTTTT]
MC e FHHHHHHHHHHHH A A HHHHH
Mainchain (T T T T T T T T I T LTI T T T T TP T TP T TP T TP T [TTTTTTTT]
Overall LTI I T T T T T T T T T T I T T T T T T I T T T T T T T T I T T T T T T ITT T ITTITTITITT] ITTTITTT]
508 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 5

pdb2wdr_06.ps
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Residue properties
pdb2wdr

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

D o
o O

Chi-1 abs. mean dev.
N D
o O

10 15 20 25 30 35 40 45 50 5 60 65 70 75 80 85 90 95 100 105

20

Residue number
b. Absolute deviation from mean of omegatorsion

16
12

Omega abs. mean dev.
H 00

10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

=
o

Zeta abs. mean dev.
N A OO

10 15 20 25 30 35 40 45 50 5 60 65 70 75 80 85 90 95 100 105

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8

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

d. Secondary structure & estimated accessibility

N R L

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

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

A AR AAATAAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
YNPDVDDAPRMQDY TL EADEGRDMML LDAL | QLKEKDPSL SFRRSCREGVCGSDGLNMNGKNGLACI TP SALNQPGKK | VI RPLPGLPV | RDLVVDMGQ

f. Max. deviation (see listing)

+ + * +
+ K4k + + +  *4 + Kk * 4 FEFpER K kg 4 4k g gk
* kkx ok * * KRk Kk Kk kkk |k kkkAk KKk ok kkkkk Kk kKKK KKKKKK KKKKRKK K Kk KKk Kk Kk
.
| = [ |
ii H ET A [ I:::j
[EEEE H ]

o1
o0 O -

pdb2wdr_06.ps




PROCHECK
Page 19

Residue properties
pdb2wdr

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

N A B
S 8 8 38 8
| I I S|

Chi-1 abs. mean dev.

110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
e}

110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205

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

d. Secondary structure & estimated accessibility

A A R e A Ny

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

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

FYAQYEK | KPYLLNNGONPPAREHLOMPEQREKLDGLYECI| LCACCSTSCPSRPMWWPDKF | GPAGLLAAYRFL IDSRDTETDSRLDGL SDAFSVFRCHS|

f. Max. deviation (see listing)

g. G-factors

Phi [T T T [

e, i it B
Omega I Hﬁ] h | H RN IZiIIi
Dihedrals [T T T T T I IO T I T T LTI OO T LT TP T T T I T T T T T T T T T T T T T T T T T T T T T T T T T T T

MCbonds (T T T T T T I

MCangles [T e P P P T
Mainchain [T T T T T T T T T T TP T T T O T TP T T T T TP T TP T T T TP T T T T T T I T T

Overall T T T T T T T T T T T T T T T T T T T T T T T T I T T T T T T T T T T I T T T T I T T T T TTIT I T T TTTTT]

110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205

pdb2wdr_06.ps
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R . d t Page 20
pdb2wdr

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

o

% 80

£ 60

g w0

< 20

o

210 215 220 225 230 235 15 20 25 30 35 40 45 50 55 60 65

Residue number

5 20 b. Absolute deviation from mean of omegatorsion

Ee

E 12

8 8

o 4

S

O 210 215 220 225 230 235 15 20 25 30 35 40 45 50 55 60 65
Residue number

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

g

E o

g 4

N

210 215 220 225 230 235 15 20 25 30 35 40 45 50 55 60 65

Residue number Highlighted residues are those that

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

NN —— AN R -\ \/ Y\ N\ N /N7

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

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

AAARRRAAAAAAAAAAAAAAAAAAA ABBAAAA
MNCV SVCPKGLNPTRA | GH | KSMLLQRNA QRPVNLDLQTIRFPITAIASILHRVSGV | TFVAVGI LLWLLGTSL SSPEGFEQASA IMGSF
f. Max. deviation (see listing) -
+: 5 55

WS S SN S O 5 SO U SRS SRS & SUNNE:1- 0 S & S

g. G-factors
i-psi T I
Rk u = n
Chi3 & chi4 [ H |
Omega Il =] Il [ [
Dihedrals [T TTTTIT T LI T I IIT T ITIITITIIT] T T T I T T T T I I T T T I T I I T T T T T I T I
MCbonds [T T[T [T I T[T I T T T[] T P e P P P P P P P P T
MCangles [T [T T T A A T T T T T T T T T T T T T T T
Mainchain [T T T[T T[T TIITTTITTTITTTIT1T1] [HEEEEEEEEEEEEEEEEEEEEEEEEEEE SN EENEEE NN
Overall \‘\ H\‘HHHHH‘H\HHH\‘HH HHHH‘H\H‘HH\‘H\H‘HH\‘HH\‘\\HHHH‘HHHHH‘\HH‘HH

210 215 220 225 230 235 15 20 25 30 35 40 45 50 55 60 65

pdb2wdr_06.ps



PROCHECK

'—\
o ©
3 3 8

Chi-1 abs. mean dev.
N D
o O

20
16
12

Omega abs. mean dev.
e}

=
o

Zeta abs. mean dev.
N A OO

Dihedrals

Residue properties

pdb2wdr

Page 21

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

69 75 80 85 90 95 100 105 110 115 120 125
Residue number

11 20 25 30 35

b. Absolute deviation from mean of omegatorsion

69 75 80 85 90 95 100 105 110 115 120 125
Residue number

11 20 25 30 35

c. C-aphachirality: abs. deviation of zetatorsion

69 75 80 85 90 95 100 105 110 115 120 125
Residue number

d. Secondary structure & estimated accessibility

SANANANNA/NNEERWNANNNNAE

Key:- <™ Helix

11 20 25 30 35

Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

H ScNANAAAAN =

) Betastrand ——= Randomcoil Accessibility shading: ® Buried [] Accessible

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

FVKFIMAGI LTALAYHVVVGI RHMMMDFGY LEETFEAGKRSAK I SFV I TVVLSLLAGVLWW

f. Max. deviation (see listing)

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

g. G-factors

H : afizs

T T T T \W
NGVHDF I LVRATAIVLTLY | I YMVGFFAT

++ +*+
Kk kk Kk Kk ok Kk KKK KAK

MCangles [

Mainchain [T

|
I
[TTTT
MC bonds H\}H }
[TTTT
[TTTT

Overall [1

!

\

I \

I I

\ \

\ \

I I
69 75 80

pdb2wdr_06.ps




PROCHECK

Resid t -
pdb2wdr

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

o

% 80

£ 60

g w0

< 20

o

40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 5 10

Residue number

5 20 b. Absolute deviation from mean of omegatorsion

Ee

E 12

8 8

o 4

S

o 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 5 10
Residue number

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

g

E o

g 4

N

4 45 50 55 60 65 70 Y5 80 8 90 95 100 105 110 115 5 10

Residue number Highlighted residues are those that

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

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

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

B EEAAAAAA
T T T T T T T T T T T T T T T T
SGELTYEVWIGFFASAFTKVFTLLALFSILIHAWIGWMQVLTDYVKPLALRLMLQLV I VVALVVYV | YGFVVWGV MKLPVREFDAVV I G

f. Max. deviation (see listing)

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

g. G-factors
i-psi (s | T i
: aiiifs Exe
i3 & chi4 [ [ [ [11] [ [T
mega [ [N [T [TETT TTEE T
Dihedrals T T I I T T I T T LTI T T T LT T T O T TP T T LT T T T T T T IT T T T T
ek R AMREESEMENBNSESERSNSENERBSSENERSNSESSNSNSENSNSSSESSNSESESSESESEESREEE EHHHHHHAS
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 L T L T T T T L L T T T T T T LT T T L T T (LTI
40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 5 10

pdb2wdr_06.ps
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Residue properties
pdb2wdr

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

2 b. Absolute deviation from mean of omegatorsion

16
12

N

Omega abs. mean dev.
e}

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

AT AN MV

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

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

H ‘ : : : ‘ ‘ I AARNA AAAABIAAAAAAAAAA AABIA ‘ : ‘ ‘ ENAAAAAA
AGGAGMRAALQI SQSGQTCALL SKVFPTRSHTVSAQGG | TVALGNTHEDNWEWHMYDTVKGSDY | GDQDA | EYMCKTGPEA | LELEHMGL PFSRLDDGR |

f. Max. deviation (see listing)

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

Dihedrals [

T T I T P T T T T T T T T T T I A T T T I T I T ITT A TTTTT
MC bonds [T T T T T T T T
MCangles [T T T
IEEEEEEEEEEE NN NN NN
[T T T T TP TTT T T I T LTI T T T TIT T I T LT TT IT TTTI T TI T IT T ITTTITTT]

Mainchain  []

Overall I

15 20 25 30 35 40 45 50 55 60 65 70 75 80 8

]
(o3 f i |

pdb2wdr_06.ps
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Residue properties
pdb2wdr

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

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

2 b. Absolute deviation from mean of omegatorsion

16
12
8
4

Omega abs. mean dev.

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

c. C-aphachirality: abs. deviation of zetatorsion

=
o

Zeta abs. mean dev.
N A OO

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

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

d. Secondary structure & estimated accessibility

/N e e e\

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

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

AAART AAAAAAAAAAAAAAAAAATIABIAAABIAAAAATIA _AAR AAAAAAAAAAANTIA |
T T T T T T T T T T T T T T T T T T T T
YQRPFGGQSKNFGGEQAARTAAAADRTGHALLHTLYQQNLKNHTT | FSEWYALDLVKNQDGAVVGCTALCI ETGEVVYFKARATVLATGGAGRIYQSTTN

f. Max. deviation (see listing)

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

g. G-factors
Sz ”*# | . A maRREN H -

Chilonly  []
Chi3 & chi4
Omega
Dihedrals [

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

Mainchain |

Overall [

i
i
i
I
i
i
T,
115 12

o
~H HFHE H
N
(¢
= H HFH H

pdb2wdr_06.ps
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Residue properties
pdb2wdr

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

215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310
Residue number

b. Absolute deviation from mean of omegatorsion

N
o

I
N O

N

Omega abs. mean dev.
e}

215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310

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

d. Secondary structure & estimated accessibility

W\ —mmm e T\ R

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

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

AANTE : AAAAAAABAAAAAR nl ‘ A AAABIAA W\/\/\NWW@W/\ AAAAAAAAAAAATINL : ‘
AHINTGDGVGMA | RAGV PVQDMEMWQFHPTG | AGAGVLVTEGCRGEGGY L LNKHGERFMERYAPNAKDLAGRDVVARS IMI E | REGRGCDGPWGPHAKLK

f. Max. deviation (see listing)

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

o3

-
1

H

me|

|

.

E=:

Chi3 & chi4
Omega [N
Dihedrals [T

[
MChbonds [TT]
MCangles [1]

[
[

B
B
=
=i

Mainchain [T

Overall [1

N0 Of0 0
o

pdb2wdr_06.ps
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Residue properties
pdb2wdr

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410
Residue number

2 b. Absolute deviation from mean of omegatorsion

16
12
8
4

Omega abs. mean dev.

315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410

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

d. Secondary structure & estimated accessibility

PN i ——AAY

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

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

HAAA AAAAAAAEIA A : ‘ ‘ ‘ ‘ ‘ A AAAAAIAA : ‘ : A AAA ‘ ‘
LDHLGKEVLESRLPGILEL SRTFAHVDPVKEPI PV I PTCHYMMGG | PTKVTGQAL TVNEKGEDVVVPGL FAVGE | ACVSVHGANRLGGNSL LDLVVFGRA

f. Max. deviation (see listing)
+5

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

Dihedrals [

[T ITTTTTTTTIT
MChbonds  [TTTTTTTTITTT]
MCangles [T T
[TTTTTTTTTTTT
TTTTTTITTITTITT

Mainchain |

(F;Plii- -Scihiz H u# W II,1<H H H
Chilonly [
; |

[

[

[

[

[

I I [ I B \
I i H H H I
\ il ] ] ] \
I I [ [ [ I
Overall \ TTT] T : T T LI T T ITTTT,
315 320 325 330 335 340 345 350 355 360 3
C = cis-peptide

pdb2wdr_06.ps
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Residue properties
pdb2wdr

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

415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510
Residue number

b. Absolute deviation from mean of omegatorsion

N
o

I
N O

N

Omega abs. mean dev.
e}

415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510

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

AAAAAAAAAAAAAAAAATIEAAAA AAAAAAAAAAANABIAAAAAATIRABIAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
AGLHLQES| AEQGALRDASESDVEASLDRLNRWNNNRNGEDPVA | RKALQECMQHNF SV FREGDAMAKGL EQLKYV | RERLKNARLDDTSSEFNTQRVECL

f. Max. deviation (see listing)

+
+ + 4+ + * 4 ++ +* 4 + * ok *io4 +* + +4* ++ 4+
* *kx ok k Kk kk kKA KAKK K Kk kK k K kk K kkk Kk *  AkkKK kKA K k*k KKK KA K

g. G-factors

Chi3 & chi4
Omega [ [l [
I I
[ [
[ [
[ [
I I

Dihedrals

MChbhonds [T]
MCangles [

Mainchain [T

Overall [1

I I [ [ [TTTT]
I I N N EEEEN
\ \ [l [l EEEEN
I I [ [ [TTTT]
I I TTTIT, : TIIIT, TTTITITTI
415 420 425 430 435 440 445 450 455 460 4

elen
=
S
|
OH Oy |

pdb2wdr_06.ps
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Resid t .
pdb2wdr

100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 20
o :

515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 5 10 15

Residue number
5 20 b. Absolute deviation from mean of omegatorsion
Ee
E 12
£ s
o 4
S
o 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 5 10 15
Residue number

10 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4
N

515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 5 10 15

Residue number

Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

MNNN/— m

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

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

ELDNLMETAYATAVSANFRTESRGAHSRFDFPDRDDENWL CHSLYL PESESMTRRSVNMEPKLRPAFPPK I RTY

f. Max. deviation (see listing)

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

Chi3 & chi4 [T H
Omega HEEN

Dihedrals
MC bonds
MC angles
Mainchain

Overall

MRLEFSI|YRYNPDVDD

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

B
:
o
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Residue properties
pdb2wdr

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

N A D
S 8 8 38 8
| I I S|

Chi-1 abs. mean dev.

25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115
Residue number

b. Absolute deviation from mean of omegatorsion

=
~

Omega abs. mean dev.
e}

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

c. C-aphachirality: abs. deviation of zetatorsion

17 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115

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

d. Secondary structure & estimated accessibility

T AV R T it it e et WO

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

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

ABAAAAAAAAATIA A AR AAABAAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
APRMQDY TL EADEGRDMML LDAL | QLKEKDPSL SFRRSCREGVCGSDGLNMNGKNGLACI TP I SALNQPGKK | VI RPLPGL PV | RDLVVDMGQFYAQY EK

f. Max. deviation (see listing)

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

3

Chi3 & chi4 H
Omega I:i H
Dihedrals [

[T T T [T T I T T T
MC bonds [T T T T T T ]
MCangles [T
[T T T T I T ITITTT
[T I I LTI T T I T I

H
=

=
=
:
i

Mainchain  []

Overall [1

od HEH

pdb2wdr_06.ps
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Residue properties
pdb2wdr

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

80
60
40
20

Chi-1 abs. mean dev.

117

20

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

b. Absolute deviation from mean of omegatorsion

16
12
8
4

Omega abs. mean dev.

117

10

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

117

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

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

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

d. Secondary structure & estimated accessibility

0 P ) & AN A% A

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

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

AFHAARAI BAAAAFABAAAAAAAAAAATIAAIAA
T T T T T T T T T T T T T T T T T T T T
I KPYLLNNGONPPAREHLQMPEQREKLDGLYECI| LCACCSTSCPSRFWWNPDKF | GPAGLLAAYRFL IDSRDTETDSRLDGL SDAFSVFRCHSIMNCVSVC

f. Max. deviation (see listing)

pdb2wdr_06.ps
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Residue properties
pdb2wdr

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

217 225 230 235

20

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

b. Absolute deviation from mean of omegatorsion

16
12
8
4

Omega abs. mean dev.

217 225 230 235

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

c. C-aphachirality: abs. deviation of zetatorsion

=
o

Zeta abs. mean dev.
N A OO

217 225 230 235

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

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

d. Secondary structure & estimated accessibility

N\

K —A A A A AN AN G=— AN

Key:- <™ Helix

) Betastrand ——= Randomcoil Accessibility shading: ® Buried [] Accessible

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

M ABAAAAA AAAAAAAAAR AAABREAAAAAAAAAAAAAAAAAAA A ‘ ‘ ABBAAAA ‘ : ‘ :
PKGLNPTRA I GH I KSMLLQRNA QRPVNLDLQTIRFPITAIASILHRVSGV I TFVAVGI LLWLLGTSL SSPEGFEQASA IMGSFFVKF IMW

f. Max. deviation (see listing)
5

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

g. G-factors

Dihedrals [T

MChbhonds [T]
MCangles [

Mainchain [T

Overall [1

pdb2wdr_06.ps
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Resid t e
pdb2wdr

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

o

% 80 -

g 60

8 401

< 20

o

76 85 90 95 100 105 110 115 120 125 11 20 25 30 35 40 45

Residue number

5 20 b. Absolute deviation from mean of omegatorsion

Ee

E 12

8 8

o 4

S

O 76 85 90 95 100 105 110 115 120 125 11 20 25 30 35 40 45
Residue number

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

g

g 4

N

76 85 90 95 100 105 110 115 120 125 11 20 25 30 35 40 45

Residue number Highlighted residues are those that

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

OOV —ANDORNANTAR L AANANANRNANS——

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

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

GILTALAYHVVVGI RHMMMDFGYLEETFEAGKRSAK | SFV I TVVLSLLAGVLVW NGVHDFILVRATAIVLTLY | I YMVGFFATSGELTYE
f. Max. deviation (see listing)
g. G-factors
Phi-psi T T
. :
mega [T IZH o
Dihedrals [T T I T T T T I T T T T I LT T I T T T T T T T T T T T T T T T A
MCbonds T T T T T T A M T P T TP
MCangles [T T T O A P e e e e
Mainchain [T T T T I T T T LTI T I LTI LT LT T ] [IEEENEEEEEEEE NN NN
Overdl LTI T T T T T T T I T T I T T T T T T I T T T ITITITTITTT [T T T I T IT I I T T ITITITTITTTTT]
76 85 90 95 100 105 110 115 120 125 11 20 25 30 35 40 45
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Residue properties
pdb2wdr

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

47 55 60 65 70 75 80 85 90 95 100 105 110 115
Residue number

2 b. Absolute deviation from mean of omegatorsion

16
12

Omega abs. mean dev.
e}

47 55 60 65 70 75 80 85 90 95 100 105 110 115
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

N
\,

5 60 65 70 75 80 85 90 95 100 105 110 115

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

d. Secondary structure & estimated accessibility
SONGFE=ANAVANVAVAVAVAA =N

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 T T T T T T T T T T
VWIGFFASAFTKVFTLLALFSIL IHAWI GWMQVL TDYVKPLALRLMLQLV I VVALVVYV | YGFVVVWGV

f. Max. deviation (see listing)

*********** AP S
g. G-factors
Ave

Phi-psi -0.18
Chil-chi2 H H:::# @ -0.09
Chilonl 0.00
Chi3 & chi4 I ] [EEERREN 054
mega [ I [T [ [ -0.30
Dihedrals [T T T T T I T T T I T T T IO T T T T T I LTI T TP I T T T T 111 (1012
MC bond: 0.61
mc ages (AR B 6%
Mainchain (T T T T T I T T I T T T T T TTT T T O T TP T TTTTTTITT I TTTIIIIT I TT1] [ 056
overall [T LI T I L T L I O 0.5

47 5 60 65 70 75 8 85 90 95 100 105 110 115

pdb2wdr_06.ps
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Main-chain bond lengths
pdb2wdr

PROCHECK

CA-CB
(Alg)

1352

Aouanbai4

6 1.60 1.64

152 1.

N-CA
(except Gly,Pro)

111 115 119 123 127 131 135

1352

Aouanbai4

149 153 157

41 1.45

140 144 148

1352

Aouanbai4

133 137 141

CA-C
(Gly)

155 159 1.63

1
(therest)

CA-CB

1.47

122 126 130 1.34 1.38 142 146

1352:

fousnbai4

1352:

fousnbai4

1.64

152 156 1.

1.48

146 150 154 158

139 1

1352:

1352:

CA-C
(except Gly)

CA-CB

148 152 156 1.60 164
(lle,Thr,val)

120 124 128 132 1.36 140 144

1352

Aouanbai4

1352

Aouanbai4

fousnbai4

N-CA

(Gly)

140 1.

1352

—

Q

3

—

fouenbai4

n

©O

-

—

Lo

—

N~
\\\\\\\\\\\\\\\\\\\\\\\\\\\\ -0
—

[32]
\\\\\\\\\\\\\\\\\\\\\\\\\\\ -
[©)]

<

—

n

<

—

—

<

—

Aouanbai4

1352

Aouanbai4

134 1.38 142

149 153 157

133 137 141 1

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

Black bars> 2.0 st. devs. from mean.
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Main-chain bond angl o
CA-C-N CA-C-N CA-C-N
(except Gly,Pro) (Gly) (Pro)
1242 — 1242 — 1242 —
o) | Y 2
& ; & &
> >3 >
8 | g g
[ ; s T
101 106 101 116 14 106 131 101 106 111 iﬁu 121 126 131 101 106 101 116 14 16 131
O-C-N O-C-N C-N-CA
(except Pro) (Pro) (except Gly,Pro)
1242 T 1242 - 1242 —
> oy oy
& & o]
> >3 >
g 8 8
LL LL L
108 113 118 123 18 133 138 107 12 17 12 17 152 137 106 111 116 121 126 131 136
C-N-CA C-N-CA CA-C-O
(Gly) (Pro) (except Gly)
1242 — 1242 : : 1242 —
o) o) ) :
S o o) !
> >3 >
8 g g |
LL L LC !
. : : ‘
105 110 115 120 125 130 135 107 112 117 122 127 132 137 105 110 115 120 125 130 135
CA-C-O CB-CA-C CB-CA-C
(Gly) (Ala) (e, Thr,va)
1242 — 1242 — 1242 —
o) oy oy
& & &
> >3 >
g 8 8
LL LL L
105 110 115 120 15 130 135 95 100 105 1*6 115 120 125 91 99 104 100 114 119 14

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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1242

Main-chain bond angles
pdb2wdr

CB-CA-C
(therest)

Freguency

9

1242

Freguency

1242

Freguency

Black bars> 2.0 st. devs. from mean.

T T :+: 1 1
88 93 98 103 108 113 11

18

1242

N-CA-C
(except Gly,Pro)

Frequency

96

1242

101 106 111 116 121 126

Frequency

1242

100 105 110 115 120 125

N-CA-CB
(therest)

Frequency

100 105 110 115 120 125

Page 2

1242

Frequency

7 102 107 112 117 122 127

N-CA-CB
(lleThr,vVal)

1242

Frequency

9

6 101 106 111 116 121 126

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

pdb2wdr

ASP

ASN

ARG

Lo Lo

o o

S S

3 3

o o

[s2] [s2]

e ——=s======================JK% o

S S

N T N
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o o

P P

2 _-0.

o o

|Tl. n n 3

Q Q o o Q Q o o
g &5 _g B g &8 _ ¢
Aouanbai4 Aouanbai4
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o (@)

S S
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o o

[s0] [s0]

o o

o ) o

-

I o I

“““““““““““““““““ S oo 1O

o o

P P

o o

o o

\.|.|Lo |lo

S S

(=) Q o o o (=) Q o o
& 4 S © & 4 S
fousnbai4 fousenbai4

9 9

S S

Ny Ny

S S

o o

[s0] [s0]

o o

o zZ o

—

o O o

“““““““““““““““““ S TP PP, 1=

o o

- -

2= 2=

o o

|lo |‘|,|lo

S S

5 8 & 8 ° § g§_ = °
Aouanbai4 Aouanbai4

TYR

TRP

PHE

3

(=}

B2

o

[a0]

\\\\\\\\\\\\\\\\\\\\\\\\\\ o

o

(Y]

Lo

o

-

_-o.

o

t t t w

Q (@] o o
o n (=] w
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Aouanbai4

[Te)

(@)

3

B2

o

™

\\\\\\\\\\\\\\\\\\\\\\\\\\ o

o

(oY)

LS

o

-

Lo

o

. Lm

o o o - S
S & g B
fousnbai4

]

3

<

LS

o

™

wwwwwwwwwwwwwwwwwwwwwwwwww O

o

[aN)
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o

-

S

o

Lo

T T T m
g % 8 9
Aouanbai4

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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