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Ramachandran Plot
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Phi (degrees)
Plot statistics

Residues in most favoured regions [A,B,L] 2423 89.0%
Residues in additional allowed regions [a,b,l,p] 283 10.4%
Residuesin generously allowed regions [~a,~b,~l,~p] 12 0.4%
Residues in disallowed regions 3 0.1%
Number of non-glycine and non-proline residues 2721  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 3156

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
pdb2ws3
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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
pdb2ws3
- Tyr (84) - Val (240)
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Chi1-Chi2 plots
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Chi1-Chi2 plots
pdb2ws3

PROCHECK

Chi-1

|
|
| |
— | |
o0 I I %
MNis ‘e !
J om0 81 o
| | -
(D) I I
<l ” ” ©
DI | | |
” ” S
T i B-t---
” ” ”
,_ T _, 0
2 e 8 S
” ” ” ™ ” ” ” ™
| | | | | |
| | | | |
- = @1%114‘1 P - - - | . R
% , e - N
— | ,! ., N | | | N
(e} | | | <) | | |
O | | | - m | | |
1 | _, \ | | |
Tl e e s Sl @Rl
D ” ” ” @) _W ” ” ”
| | | | | |
= ” g ” ” g
| 3 | o @ | | ©
I ﬂ \\\\\\ e [ I _ _ _ l— — — — . .. - P
| | | | O
” ” ” m ” fm |
,_ “ T 0 ,_ T _,
o o o (@] o (@]
g & & @& o 8 & 8 8 -
| | L | | L
. a 0O = | | | = |
l‘@@l‘ L A R - | I Sl
T ﬁ, | ﬂﬂ,
” ﬁ R ” ” R
— | | | N | | | N
S| | | . @; | | |
—i ” ” Q 1 ~—r ” ” ” Q
N - = (SIS SR @ = @ - L---|®
o - s B °F o BT e T
y | | | | | |
I | | I | |
| | | | | | |
| my L@ N -
” ” ” ” ” ”
| | | | | |
,_ v T 0 T T _,
g ST 8 8 S 8 8
¢-1yo ¢-lyo

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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78' Measure of bad non-bonded interactions

Main-chain parameters
pdb2ws3

OOa Ramachandran plot quality assessment

Resolution (Angstroms)
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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 2721 89.0 61.7 10.0 27 BETTER
b. Omega angle st dev 3141 5.4 6.0 3.0 02 Inside
c. Bad contacts/ 100 residues 7 0.2 24.7 10.0 -24 BETTER
d. Zetaangle st dev 2880 17 31 16 -0.9 Inside
e. H-bond energy st dev 2111 0.7 1.1 0.2 -1.8 BETTER
f. Overall G-factor 3156 0.1 -0.9 0.3 3.3 BETTER
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Side-chain parameters
a. Chi-1 gauche minus b. Chi-1 trans
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Resolution (Angstroms)

10 15 20 25 30 35 40

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 306 12.2 29.1 6.5 -26 BETTER
b. Chi-1 trans st dev 891 15.1 27.9 53 -24 BETTER
¢. Chi-1 gauche plus st dev 1278 125 26.6 4.9 -29 BETTER
d. Chi-1 pooled st dev 2475 135 274 48 -29 BETTER
e. Chi-2 trans st dev 882 16.7 26.9 5.0 -20 BETTER
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

=
o
o

80~
60
40 ~
20

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

30
24
18
12

Omega abs. mean dev.

5 10 15 20 25 30 35 40 45 50 5 60 65 70 75 8 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

) — N\ /\/\ NINININ\I\?Y
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

AAAAAAAAAAATL B AAAAAAAAAAAAAAAAAAARL.  AARTEA AREA
T T T T T T T T T T T T T T T T T T T
MKL PVREFDAVV | GAGGAGMRAALQI SQSGQTCALL SKVFPTRSHTV SAQGG | TVALGNTHEDNWEWHMYDTVKGSDY | GDQDA | EYMCKTGPEA I LELE

f. Max. deviation (see listing)

+ .
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g. G-factors

Chi3 & chi4
Omega [ [NEEEN -:::I]i [ 1
Dihedrals ]
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MChbonds  ETTT T ITTT]
MCangles [T T
[TTTTTTTTTTT
[TTTTTITITTT

Mainchain  []

Overall I
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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

% 100
% 80 -
g 60
8 401
< 20
o
105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
g 2
£ 18
8 12
o 6
£
O 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

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

i g /\/\/ N/ e S et e o

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
EREAAAAA AAAAT AAAAAAAAAAAAAAAAAABNBIAAAIAAAABAA _AAR

T T T T T T T T T T T T T T T
HMGL PFSRLDDGR | YQRPFGGQSKNFGGEQAARTAAAADRTGHALLHTLYQQNLKNHTT | FSEWYALDLVKNQDGAVVGCTALCI ETGEVVYFKARATVL

f. Max. deviation (see listing)
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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

30

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

24
18
12

Omega abs. mean dev.

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

Zeta abs. mean dev.
N A OO

MC bonds
MC angles

Mainchain

Overall

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

AT\ e BN S\ A

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

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

EA B AAAAAAAARIAATE AAAABIAAAAAAAAR | AAANTIAA
T T T T T T T T T T T T T T T T T T T T
ATGGAGRI YQSTTNAH I NTGDGVGMA | RAGV PVQDMEMWQFHPTG | AGAGVLVTEGCRGEGGY L LNKHGERFMERYAPNAKDLAGRDVVARS IMI EI REG

f. Max. deviation (see listing)

g. G-factors
[ EEEEENE ] 1
i i P i
IZjZZI o HH [ -Z::i H [
W T T T T T T T T T T T T e e T T T T e T T T T TR T T T T T T
I T T A A T T T T A T T T T T T T T T A I
e e e e e e e e e e e e e e e e e e e e e e e e e P T T T T T P 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 T T T T T T T T T T T I T I T T T T T T
O T T T T T T I T T T T T T T T T T T AT T I T I T T IT T T T T T T IT T I ITITITTIIITITTTT]
205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

80
60
40 -
20

Chi-1 abs. mean dev.

30

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

24
18
12

Omega abs. mean dev.

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

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

e MV m— e —

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

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

Al AAAAAAAAA AAAAARABIA AAAAAAAABAAAAAAAAAAAAAAIAAA A A AAAAABIAA : ‘ : A AAA
RGCDGPWGPHAKLKLDHLGKEVLESRL PGI LEL SRTFAHVDPVKEPI| PV I PTCHYMMGG | PTKVTGQAL TVNEKGEDVVVPGL FAVGE | ACV SVHGANRL

f. Max. deviation (see listing)

+ + + + * ++
+HFE + + o E 44k * + KR4 Fgpoook 4 kg * * 4y + * +
FrEkE KEKEKE K KKK KKK K KKKEKK KKK KKKK KKK KKAKKKRAKKKE KXAKKXK K K K Kk krkAkKE* ¥ * xkEkx k%

g. G-factors
e ; ; fidh
(AN I:i\ i [ o o [l | ERERCE ENNEEEN | II:i::::
O T T T T T T T o T T T T T T T e T T T T T T T LT 1]
T T T A T A T
e
O T T T T T T T T
HH\‘\HH‘\HH‘\H\H\\HJH\\‘H\HHH\HHM\H\‘H\\H\H\\H\HHH‘\HH‘\\HMHHH\H‘\HCH‘HHH
305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
C = cis-peptide
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Residue properties e
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

& 100
%80—
g 60
8 401
< 201
o
405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g5 24
£ 18
8 12
o 6
£
© 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
S
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
AAAAAAAAAAAAAAAAAAAAAAINA  ANAAAAAAAAAAAAAAATIIAAAA AAAAAAAAAAAATIAAAA
GGNSI‘_LDLV\‘/FGRA/-‘\GLHL(l\)ESIAéQGALI‘?DASE‘SDVEA‘SLDRLNRANNNRNGEISPVAI I‘QKALQI‘EOVIQHILIFSVFI‘?EGDAI\‘/IAKGLI‘EQLKVI‘ RERLkNARLE)
f. Max. deviation (see listing)
g. G-factors
Phi L
= :
Oﬁlwgac I [ } } } EEEEET I:::EI:H
Dihedrals [T TT T T T T I I T T T T T T LI T T O T T T T T T T T T T T O T LT TP T T T T T T T T
MCbonds T T T T 1
MCangles [T T e e P P
Mainchain (T T T T T T TP T T T T TP T T TP T TP T PP T T TP T T T T T
Overall O T T T T T T T T T T T T LTI T T T I T T T T I T T T T T T T T T T I T I T ITTITITTTIT]
405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500
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Residue properties
pdb2ws3

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

& 100
g 80 -
g 60
8 401
< 201
o
505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g5 24
£ 18
8 12
o 6
£
© 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
% 8
e 6
g 4
R
S
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
o \NNNANAN - — — =8
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAARRAAAAAAAANAAAAAAAAAAAAAAANAAABINAA  ANBIAAARIAAABIAABBEAAAAAAAAAABIAAAAAAABIAAAAAAAAAAAAA _A
DTSSEFNTQRVECLELDNLMETAYATAV SANFRTESRGAHSRFDFPDRDDENWLCHSLY L PESESMTRRSVNMEPKLRPAFPPK I RTY MR
f. Max. deviation (see listing)
g. G-factors
Phi-psi ] [
: 5 H
mega H N SRSCERT N -t Wit
Dihedrals [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 T T T T P T T I LTI T T T T I T 1 o
MC aes  EHHHFH AR AR AR AR AR AR AR AR H
Mainchain [T T T T T T T T T T I T T T T LT TT TT  T T  TTP TTTPP TTTTTITTTTITIT0TT] [
Overall T T T T LT T T I T T T T LT T I T T T T T T T T I T IT T T T T IT I ITTITTITITITTT] [
505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585

pdb2ws3_06.ps



PROCHECK

Residue properties e
pdb2ws3

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

3 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

24
18
12

Omega abs. mean dev.

3 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

3 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 A R e S it

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

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

Al
LEFS|YRYNPDVDDAPRMQDY TLEADEGRDMML LDAL | QLKEKDPSL SFRRSCREGVCGSDGLNMNGKNGLACI TP SALNQPGKK I VI RPLPGL PV | RD

f. Max. deviation (see listing)

* + * + * + *
koK kK ok Kk K * ok ok ok * *

g. G-factors
Phi-psi . FZ:ZI M JI:IH H

Dihedrals

MC bonds
MC angles

Mainchain

Overall

Chi3 & chi4 J
Omega ul T 0
[T
[T
[T
[T
[T
1
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Residue properties
pdb2ws3

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

=
o
o

80
60
40 -
20

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

24
18
12

Omega 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

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

AL P T AN\ AT

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)

g. G-factors

Phi H NN EEEREEE [ H
e R 7 i i
Grmega " B EmEmESE EEEEYS H u Huum “un
Dihedrals [T TT T T T I T T T T T T T T T T T T T TR T T T T T T T T I T T TP T T T T T T T T T T T T I T
MCbonds T T T T T T T T
MCangles [T P P P A P P T
Mainchain (T T T T T T T T T T T T O T TP TP T TP T TP T T T 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 L T I T T T T T T T T T T T T T IT T T T T T I T ITTIT ITITTTITITTT]

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

Resid t o
pdb2ws3

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 a0 b. Absolute deviation from mean of omegatorsion

©

§ 24

£ 18

8 12

o 6

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

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 AN C——R—VNAVAARNANAAR-RA ARG

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
FAAAAAARIAAAAAAA AIAAAAA AAAARRAAAAAAAAAAAAAAAAAAA AREAAAA

QFRCHSIMNCVSVCPKGLNPTRAIGHIkSMLLéRNA QRPVNLDLQTIR#PITA;ASILHRVSGVITFVAVGILLMLLG+SLSS#EGFE¢A
f. Max. deviation (seelisting) . .
- o i
e LIS SRR S S SO S S S S o 2ot
g. G-factors
Phi-psi HEEE
. . ;
Omega i [1 o INEN \h I H
Dihedrals  CIT T I I I T T TIT T I I IITITTIT1T1] T T T T T T T I T T T T T T I T I T I T T
MChbonds (T T T T T T T T
MCangles [T T e e T e T e e T e A T T T T T
Mainchain [T T T T I T T T I T IITITTIT1T1] T T T T T T I T T T T T T T T T T T T T ITTTTT
Overall T T T T TITTTTITITTTIITTITITTT] T T T T T T T T T T I T I T TP T T IT T TITITITTITTITITTT]
203 210 215 220 225 230 235 15 20 25 30 35 40 45 50 55 60

pdb2ws3_06.ps



PROCHECK

Page 10

Residue properties
pdb2ws3

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

& 100
%80
£ 60
g w0
< 20
o
62 70 75 80 85 90 95 100 105 110 115 120 125 15 20 25 30
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 247
E 18-
8 12
® 61
£
© & 70 75 8 8 90 95 100 105 110 115 120 125 15 20 25 30
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
% :
e 6
g 4
LR
S
62 70 75 8 85 90 95 100 105 110 115 120 125 15 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
N AP AP AAS D= ANAAANRG
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
SAIMGSFFVKFIMWGI LTALAYHVVVGI RHMMMDFGYLEETFEAGKRSAK I SFVI TVVLSLLAGVLV NGVHDF I LVRATAIVLTLY I IYM
f. Max. deviation (see listing)
g. G-factors
Phi-psi
Chif-chi2 EE
3 & dia H ﬂ
mega [T [
Dihedrals  [(TT T T T T TTIT T T T T LTI T T T T T T T T T LT T T LTI T T T IT] I T I T T T T T TTTIT]
MCbonds T T T T T A I A T I I |
MCangles [T P P T P T T e e e e
Mainchain [T T T T T T I T T T I T TTTTITTT T T TTTTTT TTTTTTTTT TTTTTTTIT I I I TTIIITT0T 1] T T T I T T T T TTTIT
overall [T LI I T T T L T L L LI T L I T I LI IT] O LI I
62 70 75 80 85 90 95 100 105 110 115 120 125 15 20 25 30

pdb2ws3_06.ps




PROCHECK

Resid t -
pdb2ws3

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

o

% 80

£ 60

g w0

< 20

o

34 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 5

Residue number

5 a0 b. Absolute deviation from mean of omegatorsion

©

§ 24

£ 18

8 12

o 6

S

O 34 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

E o

g 4

N

34 40 45 50 55 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

/A ZNINZSININ NN\ NN/ NN E—_ =
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

A AAAN ABAAAAAA ‘ ‘ : ‘ AAAAAAARIBAAAAAAAAAAAAAAAAAAAAAAA AL :
VGFFATSGELTYEVWIGFFASAFTKVFTLLALFSIL I HAWI GWWQVLTDFVKPLALRLMLQLV I VVALVVYV | YGFVVWGV MKLPVREF

f. Max. deviation (see listing)

g. G-factors
Phi-psi ]
Gl LT . i .
mega H H it e
Dihedrals [T T I T X LTI T T T I T T T T T TP T LT LT T T P e P T LTI T T TP T LT T T T T [TTTTT
- A AREERSEEARSERBENERSENSESERBERSESANSENSSNSRSERSRSERSERSESANSERSSNERSERSEEEREEE FHHHHHH
Mainchain [T T T T T T I T T T T TP TP T T TP T P PP T T T TP TP LT T T TP TP TP LTI T TTTTTT
overal [T T O I I O I T EEEEEEEE
34 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 5

pdb2ws3_06.ps



PROCHECK
Page 12

Residue properties
pdb2ws3

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

9 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18
12

Omega abs. mean dev.

9 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

Zeta abs. mean dev.
N

9 15 20 25 30 35 40 45 50 5 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

) — N\, —mm VY \N\N NN\
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

: o— : ‘ ‘ : ‘ L AACEA A/ ‘ ‘ — ‘ ‘ ‘ pAAARIAAA
DAVV | GAGGAGMRAALQI SQSGQTCALL SKVFPTRSHTV SAQGG | TVALGNTHEDNWEWHMYDTVKGSDY | GDQDA | EYMCKTGPEA | LELEHMGL PFSR

f. Max. deviation (see listing)

+ 4+ + o+ * 4 + +  * x *xk oy + P S 6+* ++

g. G-factors
Phi-psi H [T 0 1]
: = . i
Omega m H B AN i e SEANNN HH
Dihedrals [T T T T T T T T T I P P TP T T I T T T T T T P T T T T T T T P P T T T T T T T T T T T T T T T
MCbonds T T T P T T P P T e e e T P P T T T T T
MCangles [T T T T T T T e P T T P T P T P T T T T P PP T T T T T
Mainchain [T T T T T T T TP PP PP P T LT TP T P P PP T TP TP T PP TP T T T TP TP LTI T T T T T
overall [T T I I T e T T R T L T

9 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105

pdb2ws3_06.ps



PROCHECK
Page 13

Residue properties
pdb2ws3

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

109 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18
12

Omega abs. mean dev.

109 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

109 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205

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

d. Secondary structure & estimated accessibility

B "\ e m—

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

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

AAAAAAAAAAAANAAAAANTIABAAAAAAATIAA _AAR AAAABAAAAAAATA |
T T T T T T T T T T T T T T T T T T T T
LDDGR 1 YQRPFGGQSKNFGGEQAARTAAAADRTGHALLHTLYQQNLKNHTT | FSEWYALDLVKNQDGAVVGCTALCI ETGEVVYFKARATVLATGGAGRI

f. Max. deviation (see listing)

g. G-factors
Phi-psi | T Tl I I
" il . o
Omega "' H AR S l e | I
Dihedrals [T T[T T TTTIT [T T 0T T T T o [T T LT LT T T T T T T T LT T T T T T T T T T T T P 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 e e e P P T P P P T T T T T P T T
Mainchain [T T T[T TT P T T T T T T L T P T T O LT P T T T T LTI
Overall \\H\H‘\\H\‘\H\\‘\\H\‘\H\\‘\HH‘HHHHH‘\H\\‘H\H\\H\‘H\\H\H\‘HH\‘\HH‘HHHHH‘\HH‘H\H‘HH

109 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205

pdb2ws3_06.ps
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Page 14

Residue properties
pdb2ws3

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

209 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18+
12

6_

Omega abs. mean dev.

209 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

209 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305

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

d. Secondary structure & estimated accessibility

T A\ e—mmm B\ e e\ R

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

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

AAAAAARIAATEA AAAAAAAAAAAAAR m AAABFAA N_I/\/\/\/\N_I/Wﬂ/\/\ﬂ Al
T T T T T T T T T T T T T T T T T T T T
YQSTTNAH I NTGDGVGMA | RAGY PVQDMEMAMQFHPTG I AGAGVLVTEGCRGEGGY L LNKHGERFMERYAPNAKDLAGRDVVARS M| E | REGRGCDGPWG

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega [l

R EEEEN [TIE

:

o

| SHEe
u

|

H

=

R A |

Dihedrals [

[TT]
MChbonds [TTT7]
MCangles [T
[TTT
[TTT

Mainchain |

Overall [

B
oo O/ mEd

8‘: O 5
o E HEE
&

o H HEE
DE B A
o

o 0 HEE B

pdb2ws3_06.ps
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Page 15

Residue properties
pdb2ws3

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

309 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18
12

6

Omega abs. mean dev.

309 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

309 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405

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

d. Secondary structure & estimated accessibility

P D g =9 mm— s\

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

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

AAAAAAAAA AAAAAAAIA A ‘ : ‘ : ‘ : A AAAAAIAA ‘ A AAABIAAAA ABIAA :
PHAKLKLDHLGKEVLESRLPGI LEL SRTFAHVDPVKEPI| PV PTCHYMMGG | PTKVTGQAL TVNEKGEDVVVPGL FAVGE | ACVSVHGANRLGGNSL LDL

f. Max. deviation (see listing)
4

+ + +. +
* * * % *

+* 4+ + ++ + 8+ + + + o+ *+ +4+* 4+ + ++ + + ++
g. G-factors
Ph ] :
e . o m g P
Chi3 & chi4 [ I Il I ,i
Omega [1 I [NEEN [ | | [ I T
Dihedrals [T T IO TT T T T I I T O T TP T I T T T O TP P TP P T T T P T T T T P T T P T T T T T T T T I T T T T T T LT
MChbonds [T T T T T T T P T P P P P P T P P T P P P P T P T P T T T T PP
MCangles [T T T T T P P T T e P T T P T P T P T T T PP T T T T T
Mainchain [T T T T T T T TP PP TP P T LT PP TP P P LT T TP T PP TP T T T TP TP LTI T T T
Overall \‘\H\H‘HH\‘\HH‘HH\‘HHHHH‘\HH‘H\H‘\HH‘HHHHH‘HHH\H\‘HHHHH‘\HHH\CH‘\HH‘\HHHH
309 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405

C = cis-peptide

pdb2ws3_06.ps



PROCHECK
Page 16

Residue properties
pdb2ws3

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

409 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18
12

6

Omega abs. mean dev.

409 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

409 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505

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

AAAAAAAAAAANAAAAANTIIAAAA AAAAAAAAAAAABIAAAAAAANTIIIA
T T T T T T T T T T T T T T T T T T T T
VVFGRAAGLHLQES| AEQGALRDASESDVEASLDRLNRWNNNRNGEDPVA | RKALQECMQHNFSVFREGDAMAKGL EQLKV | RERLKNARLDDTSSEFNT

f. Max. deviation (see listing)

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

Chi3 & chi4 []
Omega =
Dihedrals

MC bonds
MC angles
Mainchain

Overall

pdb2ws3_06.ps



PROCHECK
R . d t Page 17
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
g 80 -
g 60
8 401
< 20
o
509 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 5 10
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g 2
£ 18
8 12
o 6
£
O 509 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 5 10
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o)
5 o]
£ 67
G 4 -
RS
S
509 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 5 10
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
ANANANANANANA e F .
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAAAAAAAAAAAAAAAAAANAAAATIAA  AAAAAARIAAARAARRIRIAAAAAAAAAARABIAAAAABRIIAAAAAAAAAAAAA
QRVECLELDNLMETAYATAV SANFRTESRGAHSRFDFPDRDDENWL CHSLYL PESESMTRRSVNMEPKLRPAFPPK I RTY MRLEFSIYRY
f. Max. deviation (see listing)
g. G-factors
Phi-psi 1] ]
i 3 aitt
Omega N i RC W 5 OEED N "R RS- ScE"EmSH"EE BRTEC
Dihedrals [T TT T T T T IT T T T T T T T I T T T T I T T T T T T T T T T T T T T 1] [EERERERERN
ek R AMEREESEMERBESENENSSSENERSSSENERSESENASSSSENASSSSERASSSSERSSSEEERASSEEEEEE HHHHHHH
Mainchain (T T T T T T T T T T TP T TP O T TP T T TP I T T [TTTTTITT]
Overall T T I T T T T T T A T T T T T T I T T T T T T IT T T T T T T T AT T T T I I T ITTITITTTIT] CIITTITTTT]
509 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 5 10

pdb2ws3_06.ps




PROCHECK
Page 18

Residue properties
pdb2ws3

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

11 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

24
18+
12

Omega abs. mean dev.

11 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 A OO

11 20 25 30 35 40 45 50 5 60 65 70 75 80 85 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

e A TR T it it/ i it 4

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

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

EA AR AAAR AANTBAAAAAAAAN
T T T T T T T T T T T T T T T T T T T T
NPDVDDAPRMQDY TL EADEGRDMML LDAL | QLKEKDPSL SFRRSCREGVCGSDGLNMNGKNGLACI TPI SALNQPGKK I VI RPLPGL PV | RDLVVDMGQF

f. Max. deviation (see listing)

+
+ + + * + *o44 +4+ ¥ * +H++ R+ KR g 44 X gk kg
* Kk Kk kK R * Kk kk Kk Kk kk Kk KAk Kk KAKAKKKKEK K KKKKKAKAKK KAKAK K K KK KKKKKKAK KK

g. G-factors

Chi3 & chi4
Omega =
Dihedrals [
MCbonds |
MCangles |
Mainchain |

Overall [

pdb2ws3_06.ps



PROCHECK
Page 19

Residue properties
pdb2ws3

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

% 100
g 80 -
g 60
8 401
< 20
o
111 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
g 2
£ 18
8 12
o 6
£
O 111 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

111 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

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

d. Secondary structure & estimated accessibility

N O ) & AN \A

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

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

YAQYEK | KPYLLNNGQNPPAREHLQVPEQREKLDGLYECI| LCACCST SCPSPWWPDKF | GPAGLLAAYRFL I DSRDTETDSRLDGL SDAFSVFRCHSIM

f. Max. deviation (see listing)

g. G-factors
Phi NN EEENSEE I 5]
By, EENESTERE s 2T RREIY
Omega [T HHH 0 HHH I]:-j
Dihedrals [T T T T T T I T T I T T TR T T TP T T T T T T O T T T T T O T T T T T T T T T T T T T T T T I I
MCbonds T T T T 1
MCangles [T e P P P P P
Mainchain (T T T T T I T T T T TCCC T LT TT C  TT T TTT TTTPTT TTTTP P T T T  TTTTTTTTTITTIITTTT
Overall T T T T T T T 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 I T T T T T T T T ITITTTTTITTTT]

111 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

pdb2ws3_06.ps



PROCHECK

R d t Page 20
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
o
211 220 225 230 235 15 20 25 30 35 40 45 50 55 60 65
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g5 24
£ 18
8 12
o 6
£
© on 220 225 230 235 15 20 25 30 35 40 45 50 55 60 65
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
-g 8_
£ 67
g 4
RS
S
211 220 225 230 235 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
A — A A ANAANAA AN A\
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAATIAA ABAAAAA ‘ : AAAARBAAAAAAAAAAAAAAAAAAA A ‘ : ABBAAAA ‘ A HAA
NCVSVCPKGLNPTRA | GH I KSMLLQRNA QRPVNLDLQTIRFPITAIASILHRVSGV I TFVAVGI LLWLLGT SL SSPEGFEQASA IMGSFF
f. Max. deviation (seelisting) .
+ * +5
et T HELT M L RLLNE L. tn L rhn, o
g. G-factors
it LN, i
Chi3& chi4 [ ] H [
Omega | ] [T
Dihedrals I TT I T T T T TTTTIIITTTTTT111] T T T T T T T T T T A T T I T
MChbonds [T T T T T T T T T T T
MCangles [T T e e e e e T T T e e T e T e e T T T A T T T T
Mainchain [T T T TTI I IITITTTT111] 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 I T TITTTTT
Overall T ITTTIT I T ITTIITTIITIITTITT] T T I T T T T T I T I I T T TP T ITT T T TIITTITITT ]
211 220 225 230 235 15 20 25 30 35 40 45 50 55 60 65

pdb2ws3_06.ps



PROCHECK

=
o
o

Residue properties
pdb2ws3

Page 21

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

80
60
40
20

Chi-1 abs. mean dev.

70 75 80 8 90 95 100 105 110 115 120 125

30

Residue number
b. Absolute deviation from mean of omegatorsion

15 20 25 30 35 40

24
18+
12

6_

Omega abs. mean dev.

70 75 80 8 90 95 100 105 110 115 120 125

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

15 20 25 30 35 40

Zeta abs. mean dev.
N

70 75 80 85 90 95 100 105 110 115 120 125

Residue number

15 20 25 30 35 40
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

NVANNANN/NNEANN /N NNV

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

H ScANANAAANANN —

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

AAATH

T T T T T T T T T T T T
VKFIMWGI LTALAYHVVVGI RHMMMDFGY LEETFEAGKRSAK I SFVI TVVLSLLAGVLV

f. Max. deviation (see listing)

********

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

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

T T T T T T
NGVHDF I LVRATAIVLTLY | | YMVGFFATSG

*********

Dihedrals ]

MChbonds []

Mainchain  []

Overall {1

[TTTITTITTTTTT
[TTTTITTITTTTT
MCangles [T
[TTTTTTTTTTTTIT
[TITTTTTTTITTTT

70 75 80 8

o1
©o O 0/ A
o HEH HEH

pdb2ws3_06.ps




PROCHECK

Resid tl e
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 80 -
g 60
8 401
< 201
o
42 50 55 60 65 70 75 80 85 90 95 100 105 110 115 5 10 15
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 247
E 18-
8 12
® 61
£
© » 50 55 60 65 70 75 80 8 90 95 100 105 110 115 5 10 15
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
-g 8_
£ 67
G 4 -
LY
S
42 50 55 60 65 70 75 80 85 90 95 100 105 110 115 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
= ANAZAAVAVAVAVAUAUA == NN I ::==
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
FEAAAAAA AAAAAAATIIAAAAAAAAAAAAAAAAAAAAANA
éLTYEV\NI (‘BFFASAFTKVI‘:TL LAL FSIL I‘ HAWI (‘_"NMQVI‘_TDFVI‘(PLALI‘?LMLQI‘_V | VVALVVY\‘/ | YGF\‘/VVWG\‘/ MKL PVREFDAVV | GAG
f. Max. deviation (see listing)
g. G-factors
Phi-psi L] [l
i : g i
mega [ [ I:h [T [ H
Dihedrals  [(TTTT TT T T I T T T T T T I T T T T T T T LT T O T T T P T T LTI T T T T IITTT I T T T TTTE]
MC aes  EFHHHFHH AR AR AR AR AR AR HHHHHHHAS
Mainchain [T T T T T T T T I T T T T T T LT T T TP T TP T T T T I T IITTTT] T TIIIITITT]
overall [T IT T LI T T T LT T T LT L T T L T T L T L LI T T LT T NENNRENRRRNRRENE
42 50 55 60 65 70 75 80 8 90 95 100 105 110 115 5 10 15
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Residue properties
pdb2ws3

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

& 100
gso—
g 60
8 401
< 201
o
17 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g5 24
£ 18
8 12
o 6
£
© 17 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
S
17 25 30 35 40 45 50 55 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
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
: ‘ : ‘ ‘ ‘ 1 AAREA AA : ‘ (ABNNA BAAAAAAAAAA ‘ ‘ BNAAAAAA ‘
GAGMRAALQI SQSGQTCALLSKVFPTRSHTVSAQGGI TVALGNTHEDNWEWHMYDTVKGSDY | GDQDA | EYMCKTGPEA | LELEHMGL PFSRLDDGRI1YQ
f. Max. deviation (see listing)
+ o+ + o+ ++: +++ + + + +* + 6+ + 4+ + o+
g. G-factors
Phi-psi [T
o 3 : :
Omega o i i HEE H h
Dihedrals  [(TT T T T T I IT T T T I LTI T T T L T I T T T T P T T T T T T T T T TP I I T T T T T T T T I T T T]
MCbonds T T T T A T
MCangles [T e P P P T
Mainchain (T T T T I T T T T T T CT TTTT TP T T TP T T TP T TP T T TTTTTITTIITTT
overall [T LI LI T I T I T T T L T T L T T T T T T T T T T [ T LTI T T [ T T
17 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115
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Residue properties
pdb2ws3

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

& 100
% 80 -
g 60
8 401
< 201
o
117 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g5 24
£ 18
8 12
o 6
£
O 117 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
% 8
e 6
g 4
R
S
117 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
RPFGGQSKNFGGEQAARTAAAADRTGHALLHTLYQQNLKNHTT | FSEWYALDLVKNQDGAVVGCTALCI ETGEVVY FKARATVLATGGAGRI YQSTTNAH
f. Max. deviation (see listing)
g. G-factors
Phi-psi H W] H 5
i i : . ;
Omega [ iZI:::I i::::l BT Ii:l
Dihedrals [T T T T T T T T T T T T T T T T T TP T T TP I T T T T T T T T I T T e I T T
MCbonds T T T T T 1
MCangles [T e P P P P
Mainchain (T T T I T T TP T T O T T TP T T TP T T TP TP T TP T T T T T T T
L0 T o T T T T
117 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215
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Residue properties
pdb2ws3

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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

. b. Absolute deviation from mean of omegatorsion

24
18+
12

Omega abs. mean dev.

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

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

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

d. Secondary structure & estimated accessibility

A\ —mmm e e R N\ R

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

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

N ‘ AAAAAAAAAAAANTL nl : A AAABIAA /N_I/\/\/\/‘\/WV_I/‘J_I/W‘ ‘ ‘ A AR AAAAAARIA
INTGDGVGVA | RAGY PVQDMEMWQFHPTG I AGAGV LV TEGCRGEGGY L LNKHGERFMERYAPNAKDLAGRDVVARS IMI E | REGRGCDGPWGPHAKLKLD

f. Max. deviation (see listing)

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

o

=

u

|

:

[
E-Halt

Chi3 & chi4 H
Omega O NN

Dihedrals
MC bonds
MC angles
Mainchain

Overall

KKHE g Al
a1
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Residue properties
pdb2ws3

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

317

b.
30

325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415

Residue number
Absolute deviation from mean of omegatorsion

24
18+
12

Omega abs. mean dev.

317

325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

317

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

317

325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415

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

d. Secondary structure & estimated accessibility

R DA S m— s mmie— 8N\

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

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

A AAAAARIABIA £ ‘ ‘ ‘ ‘ : ‘ A AAAAABIAA ‘ A AAABAAAA AIAA ‘ ‘ ‘
HLGKEVLESRLPGI LEL SRTFAHVDPVKEPI PVI PTCHYMMGGI| PTKVTGQAL TVNEKGEDVVVPGL FAVGE | ACVSVHGANRLGGNSL LDLVVFGRAAG

f. Max. deviation (see listing)

+

4+ oKk x 4
* kk kkk kkkkk kK kkkkk kkkkkk Kkkkkkk Kk kkk Kk kkkkkk  kkkkk  kk ok Kk Kk Kk kkkKk*

g. G-factors

it

=

'
m

ag o/ .

!
\
I
I
\
\
‘\
325 33

C = cis-peptide

o

pdb2ws3_06.ps
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Residue properties
pdb2ws3

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

417 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18
12

6

Omega abs. mean dev.

417 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

417 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515

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

AAAAAANAAA  AAAAAAANAAAAAAAAAAAAAABIAA  ANAAAAAAAAAAAAAAATIIAAAA AAAAA  ADNAAAAAAAAANTIAAAAAAAARIIAAAAAAAAAA
LHLQESI AEQGALRDASESDVEASLDRLNRWNNNRNGEDPVA | RKALQECMQHNF SVFREGDAMAKGL EQLKV | RERLKNARLDDTSSEFNTQRVECLEL

f. Max. deviation (seelisting
+ * +
* + + + 4 I T + + * ok

[+ %4

g. G-factors

Chi3 & chi4
Omega =
Dihedrals

MC bonds
MC angles
Mainchain

Overall

pdb2ws3_06.ps



PROCHECK

Resid t .
pdb2ws3

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

o

g 80

£ 60

g w0

< 20

o

517 525 530 535 540 545 550 555 560 565 570 575 580 585 5 10 15

Residue number

5 a0 b. Absolute deviation from mean of omegatorsion

©

§ 24 1

£ 18-

8 12-

® 61

S

O 517 525 530 535 540 545 550 555 560 565 570 575 580 585 5 10 15
Residue number

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

g

E o

g 4

N

517 525 530 535 540 545 550 555 560 565 570 575 580 585 5 10 15

Residue number Highlighted residues are those that

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

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

AN\, __‘ @} J gﬁz

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

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

AAAAAAAAAAAAANAAAABINAA  ANAAAARIAAABIAARRIAAAAAAAAAATIAAAAAAABRIANAAAAAAAAAAAA
DNLMETAYATAV SANFRTESRGAHSRFDFPDRDDENWL CHSLYL PESESMTRRSVNMEPKLRPAFPPK | RTY MRLEFSIYRYNPDVDDAP

f. Max. deviation (see listing)

+ + + + + + +4+ F 4 Kppgk kg kok g4 Rk ok + + * + +
ok kkE xk xkx k% Kk Kk kK KKKKAKAK K KKk Ak KKKKE KKKk KKK KK KKK K kk Kk KAk *
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Residue properties
pdb2ws3

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

19 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

24
18
12

Omega abs. mean dev.

19 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

19 25 30 35 40 45 50 5 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

A R i/ e S N
||

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

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

HA AR AAAR AAABAAAAAAAAA
T T T T T T T T T T T T T T T T T
RMQDY TL EADEGRDMML LDAL | QLKEKDPSL SFRRSCREGVCGSDGLNMNGKNGLACI TP1 SALNQPGKK I VI RPLPGL PV | RDLVVDMGQFYAQYEK I K

f. Max. deviation (see listing)

g. G-factors
Ph [ M
LME T ‘ P
Omega M m 2 o m W 5
Dihedrals [T T T T T T I T T T L T L T T T T T T L T T T T T L T L T T T T LT T LT T T T T
MChbonds [T T T T T T P T P P P P P P P T P T P P P P P T P P T T P T PP
MCangles [T e e P P e T P T T T T P P T
Mainchain [T T[T T TP TP T T T T LT T T T T T T LT P T T T T T LTI
Overdl  [IITTILITIILITTI LI T T I I I CE LI TR LI T EC T LA LA LT LTI LI T T T T TTLET]
19 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115
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Residue properties
pdb2ws3

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

g 100

% 80 -

g 60

8 401

< 20

o

119 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215

Residue number

5 a0 b. Absolute deviation from mean of omegatorsion

g 2

£ 18

8 12

o 6

S

O 119 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215
Residue number

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

g

E o

g 4

N

119 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215

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

d. Secondary structure & estimated accessibility

VMg N\ e e

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

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

PYLLNNGQNPPAREHLQVMPEQREKLDGLYECI| LCACCSTSCPSPMWPDKF | GPAGLLAAYRFL I DSRDTETDSRLDGL SDAFSVFRCHSIMNCV SVCPK

f. Max. deviation (see listing)

993
==
i=
I
=
:
=
5
I
i=
|
1
=

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

[

o - HHEH
[ i o |
[A i

Overall

o HFHH
o
AP i i o o
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Residue properties
pdb2ws3

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

& 100
% 80 -
g 60
8 401
< 201
o
219 225 230 235 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g5 24
£ 18
8 12
o 6
£
O 219 225 230 235 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
-g 8_
£ 67
G 4 -
AR
S
219 225 230 235 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
AN K — AR ARA A AR RN
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
ABAAAAA ‘ ‘ AAABREAAAAAABAAAAAAAAAAAA A : ‘ ABBAAAA : A AAAAAAAA
GLNPTRA I GH | KSMLLQRNA QRPVNLDLQTIRFPITAIASILHRVSGV I TFVAVGI LLWLLGT SL SSPEGFEQASA IMGSFFVKF IMAG
f. Max. deviation (seelisting) .
* +5
T I srh b Lt e BN LHRnL P onn
g. G-factors
Phi-psi .
ity LHiSEEEE y
Chi3 & chi4 N H [
mega LN RN
Dihedrals T ITTIITTTITITITT1] T T T T T T T T T T T T T T T T T T T T
MCbonds [T T T 11] T T T T T T T T T T T A
MCangles [T e e e e e e e e e T e T e T e e T P T T T T
Mainchain  [TTTTTTTIITITTTIT1TT1] 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 ITT T
Overal [T O L I T T T L L T LI T T LT T[]
219 225 230 235 15 20 25 30 35 40 45 50 55 60 65 70 75
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R . d t Page 32
pdb2ws3

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

o

% 80 -

g 60

8 401

< 20

o

78 85 90 95 100 105 110 115 120 125 15 20 25 30 35 40 45

Residue number

5 a0 b. Absolute deviation from mean of omegatorsion

©

§ 24

£ 18

8 12

o 6

S

O 78 8 90 95 100 105 110 115 120 125 15 20 25 30 35 40 45
Residue number

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

g

E o

g 4

N

78 85 90 95 100 105 110 115 120 125 15 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

WW L =RANAANANANN A

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

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

LTALAYHVVVGI RHMMMDFGYLEETFEAGKRSAK | SFVITVVLSLLAGVLV NGVHDF I LVRATAIVLTLY | I YMVGFFATSGELTYEVWI

f. Max. deviation (see listing)

g. G-factors
Phi-psi [
Chil-chi2
g . i
mega [1 NN EEEE [
Dihedrals [T T T T T T T IT T T I T T T T I T T I T I T IT I I TTT] T I T T T T T T T T T T T I T T T BT T T
MCbonds T T T T T I A A T T T
MCangles [T T T P T T T T T T e e e e T A T T T T
Mainchain [T T T T T I T TTTTITTTITTTTTTIT I IT I TTIIITIIITTTTTT] T T I T T T T T T T T T T T TTTT
Overall OO L T T L T I L LI T T I T T T O T I T T T T T I T T
78 85 90 95 100 105 110 115 120 125 15 20 25 30 35 40 45
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Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

Page 33

Residue properties
pdb2ws3

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

=
o
o

80
60
40 -
20

50 55 60 65 70 75 80 85 90 95 100 105 110 115
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18
12

50 55 60 65 70 75 80 85 90 95 100 105 110 115
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

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

SOANAAVAVAVA VAN NN

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

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

AAAAAAATAAAAAAAAAAAAAAAAAAANAAA
T T T T T T T T T T T T T T
GFFASAFTKVFTLLALFSIL I HAWI GWMQVL TDFVKPLALRLMLQLV I VVALVVYV | YGFVVVWGV

f. Max. deviation (see listing)

+ +
* +4 * ok
**********

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

MC bonds
MC angles

Mainchain

Overall
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Main-chain bond lengths

PROCHECK

134 1.38 142

A 3 &
— — —
|5 |3 |83
— — —
N |8 T |
A N [T - T i
(@) [Ng) %\nw, o <> T}
I, N T — ) C o ~
@) - << - N. w.. —
g O 2 ~ ¢ g
i i ) i
0 N~
- L Lo
— — —
pa = &8
q3u — q3u — q3u —
N N N
= Aouanbai4 = Aouanbai4 = Aouanbai4
< 3 3 9
o i i L
Y 3 B
I - = -
& |18 |8 |3
R Y e - o
3] 3 35 43 OL n Sp E
o= 1 L o\ - <@ - T —
g © r O2 o Z
LD < - X
— — —
(o]
LN | < | < |
— — —
N [e)] Q
N & 3
[42) — [42) — [42) — [42)
[ag] [ag] [ag] [ag]
N N N N
- fousnbai4 - fousnbai4 - fouenbai4 - fousnbai4
— — — —
Q o — [92]
- L © © L0
— — — —
(o] (o] N~ (o))
- — HO e ) <t
— > 4 m3 — —
o C G.. N O ™ % o ©
g3 <& N = o 0 -
C Q C G el ety
o) B ® = o
LN - 1< = < L
— — —
1 13 < K
— — —
S S S
™ - ™ - ™ - ™
[ [ [ [
9 9 9 9
Aouanbai4 Aouanbai4 Aouanbai4 Aouanbai4

133 137 141

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)
o) oy oy
& & &
> >3 >
g 8 8
LL LL L
101 106 111 116 121 126 131 101 106 111 it- 121 126 131 101 106 111 116 121 126 131
O-C-N O-C-N C-N-CA
(except Pro) (Pro) (except Gly,Pro)
954 1 954 — 954 —
> oy oy
& & o]
> >3 >
g 8 8
LL LL L
108 113 118 123 128 133 138 107 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)
954 — 954 ‘ ‘ 954 —
o) o) ) :
S o o) !
> >3 >
8 g g |
LL L LC !
105 110 115 120 155 130 135 107 12 17 12 17 152 157 105 110 115 120 125 130 135
CA-C-O CB-CA-C CB-CA-C
(Gly) (Ala) (e, Thr,va)
954 — 954 — 954 I
o) oy oy
& & &
> >3 >
g 8 8
LL LL L
105 110 115 igol‘lé5 130 135 95 100 105 1+cf 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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Main-chain bond angles

CB-CA-C
(therest)

Freguency

95 100 105 110 115 120 125

Freguency

Freguency

88

Black bars> 2.0 st. devs. from mean.

T
93

98 103 108 113 11

18

pdb2ws3

N-CA-C
(except Gly,Pro)

Frequency

96

101 106 111 116 121 126

Frequency

100 105 110 115 120 125

N-CA-CB
(therest)

Frequency

100 105 110 115 120 125

Page 2

Frequency

Frequency

7 102 107 112 117 122 127

N-CA-CB
(lleThr,vVal)

9 101 106 111 1

16 121 126

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

pdb2ws3

ARG

RM S distances from planarity

PROCHECK

3 3 3
S S S
B2 B2 B2
o o o
[a0) [a0] [a0]
| O | S
o wn o m o
o T o [ o
“““““““““““““““““ o Lo Lo
o o o
- - -
Lo o o
o o o
\‘|Lm n _ n 8 n n an
o Q o o o Q o o o Q o o
S o] 3 o] S o] 3 o] S o] 3 3
N — —, N — —, N — —,
Aouanbai4 Aouanbai4 Aouanbai4
0 0 0
(@) (@) (@)
S S S
B2 B2 B2
o o o
[a0] [a0] [a0]
1L O s e B (@]
S 5 S a S
| 4
o U] o Ll o
“““““““““““““““““ o N Lo
o o o
- - -
Lo Lo Lo
o o o
o o o
\ITLO. \T._Ilo. o La.
o Q o o =} o Q o o =} o Q o o o
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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.

pdb2ws3_09.ps



PROCHECK
Page 1

Distorted geometry
pdb2ws3

Main-chain bond Iengths

N 1458 CA CA 1521 CB CA 1540 CB CA 1521 CB CA 1540 CB
1520 1.469 1.486 1.462 1.599
A Met 1 B Alal112 E Thr 159 FAlal12 Klle 25

Bonds differing by > 0.05A from small-molecule values. Vaues shown: "ideal", difference, actual
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