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Ramachandran Plot

A :b AX A
T
" UNK 3,1 V)
NK | ]
v 33 M) — SER 427 8B)
3R) — "®
Eﬁ (s'ﬁRAle(Feb i ] LIEFEL3B(B)
6 (V) A -
LEU.64 (!
| . ALABU (V) ]
HIS ALQ V)
A
AA
L-INLL 9]
OTNT .L (I)
. M UNK 41 ()]
'y
GLU 51 (8))
4
1Y ml@qﬁj 32 (I)
, - UNK 31 (1)
\FRP S 3 UNK 40 (1)
+ _a__ THRS0 ) PRO 73 (1)
4 THR SE 217'(N) - ‘
-135- W
p 1T 0w, <y o
A
L EU 9 (R) A 4
- l"-- .i"-j EUIL(E)a, = -
T I
-180 -135 -9 0 45 90 135 180
Phi (degrees)
Plot statistics
Residues in most favoured regions [A,B,L] 2838 79.4%
Residues in additional allowed regions [a,b,l,p] 677 18.9%
Residuesin generously allowed regions [~a,~b,~l,~p] 47 1.3%
Residues in disallowed regions 11 0.3%
Number of non-glycine and non-proline residues 3573 1000%
Number of end-residues (excl. Gly and Pro) 45
Number of glycine residues (shown as triangles) 264
Number of proline residues 196
Total number of residues 4078

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
pdb3cwb
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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
pdb3cwb
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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
pdb3cwb

Val (266)
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Chi1-Chi2 plots
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Chi1-Chi2 plots
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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%-tage of residues in most favoured regions

Main-chain parameters

pdb3cwhb

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 3573 79.4 53.3 10.0 26 BETTER
b. Omegaangle st dev 4041 11 6.0 3.0 -16 BETTER
c. Bad contacts/ 100 residues 263 6.4 329 10.0 -2.6 BETTER
d. Zetaangle st dev 3792 1.0 31 1.6 -1.3 BETTER
e. H-bond energy st dev 2648 0.9 12 0.2 -15 BETTER
f. Overall G-factor 4078 0.1 -1.0 0.3 3.8 BETTER
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pdb3cwb

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 460 15.8 31.9 6.5 -25 BETTER
b. Chi-1 trans st dev 1095 15.3 30.2 53 -2.8 BETTER
¢. Chi-1 gauche plus st dev 1626 14.9 28.9 4.9 -29 BETTER
d. Chi-1 pooled st dev 3181 15.3 29.7 4.8 -3.0 BETTER
e. Chi-2 trans st dev 1008 15.7 28.6 5.0 -26 BETTER
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Residue properties
pdb3cwb

a. Absolute deviation from mean Chi-1 value (excl. Pro)
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Residue number
5 10 b. Absolute deviation from mean of omegatorsion
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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

2 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

AN s it o A )\ e

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

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

ABA A AAAABAABA B AAAAAARIEA TI/\/\J_I_H/\/\/\/\/\/\/\/W AFEABAAAAA
T T T T T T T T T T T T T T T T T T T T
ATYAQTLONI PETNVTTLDNGLRVASEESSQPTCTVGVWI GAGSRY ENEKNNGAGY FVEHLAFKGTKKRPCAAFEKEVESMGAHFNGY TSREQTAFY | KA

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals ]

[T T T I I T I T I T T
MC bonds [T T T T T T ]
MCangles [T
[T T T T I T I I IITITTT
[T T T T I I

Mainchain  []

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

& 100
% 80
£ 60
g w0
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o
102 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 @
E 6
8 4
o 2
£
O 102 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
§ o]
£ 67
G 4 -
AR
S
102 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
INZS— NN\ r— -
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AA
L SKDMPKVVELLADVVQNCALEESQI EKERGV | LQELKEMDNDMTNVTFDYLHATAFQGTALARTVEGTTEN I KHLTRADLASY I DTHFKAPRMVLAAAG
f. Max. deviation (see listing) . .
++ 5 4 +
cronte s neent ot de o e e e di ey
g. G-factors
i-psi [T T T RN [T ] [N W] o
e I - L e
Chi3 & chi4 [ I 1 [
Omega [ [ [T [
Dihedrals [T T T I T T T T T T T TR T T T TP T T T O T T T T T TP T T T T T T T T T T I T
MCbonds T T T T T T 1
MCangles [T e e P T T
Mainchain (T T T T T I T T T LTI T T T TP T TP T T TP T T PP TP T T T T
overall [T LI T I T T T L L L L T T T T L LT L L LT LTI L]
102 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

& 100
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g 60
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< 201
o
202 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 °7
E 6-
g 4
P 21
£
O 202 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
G 4 -
RS
S
202 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
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
A
G| SHKELVDAARQHFSGV SFTYKEDAVPI| LPRCRFTGSE | RARDDAL PVAHVALAVEGPGNADPDNVVLHVANA | | GRYDRTFGGGKHL SSRLAALAVEH
f. Max. deviation (see listing) .
+ 4
S SO S S UORE SO TOC LN UL EOPor SN U SP N TAE P 3 SO
g. G-factors
Phi-psi . T | I ] I T
e T e (B TERRRE R Ead o
Chi3 & chi4 I I [ [ [
Omega [ [ [ [ [
Dihedrals [T T T T T T T IT T T I T IO T T T TP T T T T T T T T TP T T T TP T I T T T T T T T T T R T T T T T T
MCbonds T T T T T 1
MCangles [T e e P T P T
Mainchain [T T T T I T T TP T O T LT T T T TP T T TP T TP TP T T T T T IT T IITTT
overall [T LI T T T T L L L T LT T I T T L I T L LT LTI
202 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
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Residue properties
pdb3cwb

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

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

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

d. Secondary structure & estimated accessibility

AFIA, AAA
KLCHSFQTFNTSY SDTGL FGFHFVADPL S| DDMMFCAQGEWMRLCTSTTESEVKRAKNHLRSAMVAQLDGTTPVCET I GSHLLNYGRR | SLEEWDSR1 SA

f. Max. deviation (see listing) .
46 +
: : IR T et L LI IO Rt N Tt IOt s S S NS S T OO o

g. G-factors
Phi N ] T Tl ] I T ] [
g BERE : o TP
i3 & chi4 ] ] [ ] [ [ [ [ [ 1T ]
Omega [ [ [1 [ [ [ [ [T
Dihedrals [T T I I I T T T T T T T I T T T T T T I T T I T T T I I T I T I T P T I T T I T T T T T I T T I IT]
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
Mainchain [T T T T T[T T I T I I I LI T T T T LT L L LT T L L L L L L P LT T L LT L T T LI T L L L L T L T L L L T T I LT LT L LT LT T LTI
Overall \‘\HHH\‘H\\\‘HH\H\\\‘\\HHHH‘\\\H‘\H\H\\H\HHH\H\\H\‘H\H‘\\H\‘HHH\H\‘HHHHH‘\HH‘H

302 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
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Resid t o
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 20
o
402 410 415 420 425 430 435 440 19 25 30 35 40 45 50 55 60 65
Residue number
5 10 b. Absolute deviation from mean of omegatorsion
g 8
E 6
£ 4
o 2
S
O 402 410 415 420 425 430 435 440 19 25 30 35 40 45 50 55 60 65
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4
N
402 410 415 420 425 430 435 440 19 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 = 1

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

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

‘N_V\AAJ_V\H_K\AHA/‘\N_HA/N_VWWAAAN_ITF‘V\MAAN_W‘
VDARMVRDVCSKY | YDKCPALAAVGP I EQLLDYNRI RSGMYWI PGAEDLEI TKLPNGL | IASLENFSPASRIGVFIKAGSRYETTANLGT
f. Max. deviation (see listing)
g. G-factors
Phi-psi . [ H N [ E-N NN BN o AN
Gl [H . i P P
Chi3 & chi4 ] [T [ [T [ ]
Omega [ [T [ NN [
Dihedrals  [TIT T T I T T T I T T I T T T T T T T I T T T TTTT] AT T T T I T T I T T A T T I T I
MC ages - Aol AN
Mainchain [T T T T I T T T T T T T T T T T T [T [T T TT1T1] (EEEEEEEEEENE NN
Overdl LTI T T T IT T T T T T T T T T T T TTITTTIT I T T T T T T T T T I T T T T I T TITTITTTITTTT]
402 410 415 420 425 430 435 440 19 25 30 35 40 45 50 55 60 65
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Residue properties
pdb3cwb

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

66 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

66 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

66 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165

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

d. Secondary structure & estimated accessibility

N\ — AN ) 2 AN A ANANBEANNAN

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

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

AHLLRLASPLTTKGASSFRI TRGI EAVGGSL SVY STREKMTYCVECLRDHVDTVMEYLLNVTTAPEFRPWEVTDLQPQLKVDKAVAFQSPQVGVLENLHA

f. Max. deviation (see listing)

N +

* * + 4 * *
+ kx4 * X4k 4 X Kgpkkox + K 44 Kpkgp o pky +*x + 44

* Kk kKA KA KKK kK * xx * kkx Kk kK KA KK KKK AK KK KK KKK KA KKK KRN K KKK KKK KAKAKKE KF KAk

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall
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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.

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

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

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

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

d. Secondary structure & estimated accessibility

A — A i 4 A TR

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

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

AAAAAAAA,
AAYKTALANPLYCPDYRIGK | TSEQLHHFVQNNFTSARMALVGI GVKHSDLKQVAEQFLN I RSGAGT SSAKATYWGGE | REQNGHSLVHAAVVTEGAAVG

f. Max. deviation (see listing)

g. G-factors
Phi-psi . EEEEN | 1 EENEEEEECES CEEN N RN
. udEelEss - Ercedeetd .
i3 & chi4 [ [ [ [N [ [ [l
Omega [ [T [T [T [ [ [
Dihedrals  [(TT T T T T T IT T T T T LTI T T T T T T T T T T T T T T T P T T T T T T T T T T T T II T ITT
MCbonds T T T T T 1
MCangles [T e P P P P P T
Mainchain (T T T T T I T T T LTI T T T LT T T TP T T TP TP TP T T T I I
Overall T T T T T T T T T T T T LT T T T T T T T T T T T AT T T I T T T T T T I I T I ITTIIITTTTT]
166 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265
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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.

266 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

266 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

266 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365

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

d. Secondary structure & estimated accessibility

PN\ e AR s S mm— S ANNNEEAN

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

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

| ABABAAARA /\N_I_V\/\/\N_I_I/\/\/\/\/\/\/\/\/m AR AAAREAAAAA  AAAAAAAAAAAAAAR
T T T T T T T T T T T T T T T T T T T T
SAEANAFSVLQHVLGAGPL | KRGSSVTSKLYQGVAKATTQPFDASAFNVNY SDSGL FGFY T | SQAAHAGEV | RAAMNQL KAAAQGGV TEEDVTKAKNQLK

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals ]

[T T T I T T I T
MC bonds [T T T T T
T T T A P A T
[T T I IIITTTTT
[T T IT I IITITTTITT

MCangles []
Mainchain  []

Overall
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Resid t o
pdb3cwb

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

o

g 80 -

g 60

8 401

< 20

o

366 375 380 385 390 395 400 405 410 415 420 425 430 435 5 10 15

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

g 4

® 21

S

O 366 375 380 385 390 395 400 405 410 415 420 425 430 435 5 10 15
Residue number

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

g

E o

g 4

N

366 375 380 385 390 395 400 405 410 415 420 425 430 435 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

TS VY YSTRI] <G

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

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

ATYLMSVETAQGLLNE I GSEALL SGTHTAPSVVAQK I DSVTSADVVNAAKKFV SGKKSMAASGDLGSTPFLDEL MAPNI RKSHPLLKMIN

f. Max. deviation (see listing)

g. G-factors
Phi-psi [ W T ] HE B EEEEN NN
Rk . a aa -
Chi3 & chi4 [ [ [ |
Omega [T [T [T [
Dihedrals [T T LTI T T T T T T I LT T LT T LT T T LT T T T T T T T LT T LTI [T T
Ve D A A A A ARERERRAEREREAS
Mainchain [T T[T T T T  C T T CTCC L T  LT TTT L T L TIITT [ITTTTTTTTITITTTT]
Overall \‘\H\\H\HHH‘\H\HHH‘\HHH\HHH\‘H\H‘HH\HHHHH‘\HHHHHHH D]]]]jjm

366 375 380 385 390 395 400 405 410 415 420 425 430 435 5 10 15

pdb3cwb_06.ps



PROCHECK

Page 10

Residue properties
pdb3cwb

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

& 100
% 80
£ 60
g w0
< 20
o
17 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 @
E 6
£ 4
o 2
£
© 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
g
E o
g 4
N
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

AAAFARARRERABAAAAAAAAAAAARIE

AABAABAAAAAA ABABIAAAAAA
T T T T T T T T T T T T T T T T T T T T
NSL I DLPAPSN| SAWWNFGSLLAVCLMTQILTGLLLAMHYTADTSLAFSSVAHTCRNVQYGWL | RNLHANGASFFFICIFLHIGRGLYYGSYLYKETWNT

f, Max. deviation (see listing)
5

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

Phi-psi
chilen2

Chilonly

Omega

Dihedrals

MC bonds

MC angles

Mainchain

Overall

pdb3cwb_06.ps




PROCHECK

Page 11

Residue properties
pdb3cwb

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

117 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

117 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

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 Generousll Disallowed

. i A A/\/\/‘\IT/\/\ITI_V\/\/‘\/\/\/\/\A‘/\/\/V\/‘\II\A/‘\/\/\/\/\JTV\ ARABAAAAAAAAAAAAAAAAAAA A i AN N ANA R
GVILLLTLMATAFVGYVLPWGQMSPFWGATV I TNLFSA | PY | GHTLVEWAWGGFSVDNPTLTRFFALHFLLPFAITAGITI IHLTFLHESGSNNPLGI SSDS

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals ]

[TTTTITTTTTTTTT
MChbonds  [TTTTTTTIITTTTTI]
MCangles [T
[TTTTITTTTTTITTT
[TTTTITTTITTITTT

Mainchain  []

Overall {1

pdb3cwb_06.ps




PROCHECK

Page 12

Residue properties
pdb3cwb

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

Omega abs. mean dev.
N

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

DK I PFHPYYSFKDILGLTLMLTPFLTLALFSPNLLGDPENFTPANPLVTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAASVLILFL | PFLHKSKQRTM

f. Max. deviation (seelisting) .
5 +5% 4
R I I L L A st T STt S T T s s e Tt L2 AT TOOE
g. G-factors
Phi-psi M ﬁ T T o ] [T [
Rk . aaats e
Chi3 & chi4 [ ] I [ [ [T 11
Omega [ [ [ [ [T
Dihedrals I T I I T T T T I I I T T s T T T T T T T I T T T T T I T T I T T I T I I T I T I T T T I TIIIIITIT]
MCbonds [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
MCangles [T [T T e e T T
Mainchain [T T T T T[T T I I T I I I I T LT T L L L T L L L L T L L LT T L L L L T LT LI LT T L LT T L L L T LT L L LT T I LT T T LTI
Overall \J\\\\\ﬂ M\\\\M\\\\\\\\\\\\\\\\ \\\M\\\\\\\\\\\\\\\\\\\ \\\\\M\\\\M\\\\\\\\\\J\\ \\\\\\M\\\\\J\\\\\\\\\\
217 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315
C = cis-peptide

pdb3cwb_06.ps




PROCHECK

Resid t -
pdb3cwb

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

o

g 80

£ 60

g w0

< 20

o

317 325 330 335 340 345 350 355 360 365 370 375 380 5 10 15 20 25

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

8 4

o 2

S

o 317 325 330 335 340 345 350 355 360 365 370 375 380 5 10 15 20 25
Residue number

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

g

E o

g 4

N

317 325 330 335 340 345 350 355 360 365 370 375 380 5 10 15 20 25

Residue number Highlighted residues are those that

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

AN AN =

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

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

AABAAAAAAAAAANAAAAAAAAA  AAABIAAATIAAA  AAAAAAAAAAARIAAAAA AAAAAAAI rl/\/\/‘\/\/\l_l_l/‘\l_l/\/\ﬂ‘ I_I_I/\/‘\/\I_I_I/\/‘\/\
TFRPLSQTLFWLLVANLL I LTWIGSQPVEHPFI | IGQMASLSYFTILLILFPTIGTLENKMLNY GELELHPPAFPWSHGGPL SALDHSSV
f. Max. deviation (see listing)
+ + +
+ * * + + + * * * 4
W + + e o4FR 4 o4+ 4 Hgp o Rkk gk kg ++ kL ko *EOp444 4+ 4+ +  xx
FESTROUE S SRS U S0 5 S U SRS S S S S S S S F L ont G
g. G-factors
C
i H I H I_H H o #,,ﬂ T T T
Chil-chi2
Chilonly
Chi3 & chi4 I [ [] 17T
Omega [ [T [ [T
Dihedrals T T T I T T I I T T I T T I T T I T T T T T T LTI IO T T T T T T T 1 [T T T T T T T T T I T
MCbonds (T T T T T T A T I T T T
MCangles [T T P P P T T T A e e e o
Mainchain (T T T T T T T T T T T I T T T T LT T TP T T T T TTTT] T T I T I I T IT I TTT]
9
Overall T T T T T T T T T T T T T I TTT T T T T T T ITT T ITITITITTTTT] I T T I ITTITITITTT]
317 325 330 335 340 345 350 355 360 365 370 375 380 5 10 15 20 25

C = cis-peptide

pdb3cwb_06.ps
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Page 14

Residue properties
pdb3cwb

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

80
60
40 -
20

Chi-1 abs. mean dev.

27 35 40 45 50 55 60 65 70 75 8 8 90 95 100 105 110 115 120 125

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

27 35 40 45 50 5 60 65 70 75 80 8 90 95 100 105 110 115 120 125

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

27 35 40 45 50 5 60 65 70 Y5 80 8 90 95 100 105 110 115 120 125

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

d. Secondary structure & estimated accessibility

M e

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

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

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

\

\

\

\

‘ T T T T T T T T T T
27 35 40 45 50 5 60 65 70 75 80 8

ettt et e e LD R

o1
o0 O O

C = cis-peptide

pdb3cwb_06.ps
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Page 15

Residue properties
pdb3cwb

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

80
60
40
20

Chi-1 abs. mean dev.

127 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

127 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

127 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225

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

d. Secondary structure & estimated accessibility

i o AV NANANANS

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

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

VFSLLTGYCDPPAGVVVREGLHYNPYFPGQA | GMAPPI YNE | LEYDDGTPATMSQI| AKDVCTFLRNVAAEPEHDQRKRMGLKMLL | SALLTSLLYYMKRHK

f. Max. deviation (see listing) .
5

TR VUL s AUV SOV TUE s S 0 s SRS 2 SO ST S e s T s SO ST e IoT:

g. G-factors
i-psi | IEEEN 1] [NEN |l | IEEE
Citenz e i e
Chi3 & chi4 RN L]
Omega RN [
Dihedrals T T T I T T T T T T T T T T P T T T T T T T T T T R T T T T T T T T T T T T T I T I T T T T T
e  HHHHH R A
Mainchain [T T T T T LTI LTI I LI T T T LT L L LT L L L L L L L T LT T L L L L L L L L I T L L T L T L T L L LT T I LT LT L LT LI T LTI
Overall \‘HHHHHHH\H\‘HHH\HHHHH\H‘\H\HHH‘\HH‘HHHHH‘H\H‘HH\HH\‘HHHHH‘HHHHH‘H

127 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225

pdb3cwb_06.ps




PROCHECK

Resid t -
pdb3cwb
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
o
227 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
5 10 b. Absolute deviation from mean of omegatorsion
g 8
E 6
8 4
o 2
S
O 227 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N
227 235 240 5 10 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

SNGLy— E

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

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

AFIA
WSVLKSRKMAYRPPK VHNDVTVPDFSAYRREDVMDATTSSQTSSEDRKGFSYLVTATACVATAYAAKNVVTQF | SSLSASADVLALSKIE

f. Max. deviation (see listing)

+
*

+
* + o+ + >k

- SRk kK k gk gk Kk 4 ppgk Kk pyk pkx 4 kg ok Kk xk

Kk ok KKK KA KAKKAKK KAKKKKKKA KKK KKK KKK KKK KK KKk KKK KA K

* o4 + + 4+ ++ 4+
KkEE Kk K KAk Kk ok kk kK Kk *

g. G-factors

Dihedrals

MC bonds
MC angles

Mainchain

|

Overall

[

I

\

\

‘ T
227 235 240 5

pdb3cwb_06.ps



PROCHECK

Page 17

Residue properties
pdb3cwb

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

% 100
g 80 -
g 60
8 401
< 20
o

76 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175

Residue number
. b. Absolute deviation from mean of omegatorsion
g
§ 8
E 6
8 4
o 2
£
O 76 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

g
E o
g 4
N

76 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175

Residue number Highlighted residues are those that

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

B R e o — o S v s =

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

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

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

I KLSD | PEGKNVAFKWRGK PL FVRHRTQAE I NQEAEVDV SKLRDPQHDLDRVKKPEW | LVGVCTHLGCVP I ANSGDFGGYYCPCHGSHYDASGR | RKGP

f. Max. deviation (see listing)

pdb3cwb_06.ps




PROCHECK

R . d t Page 18
pdb3cwb

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

o

% 80 -

g 60

8 401

< 20

o

176 185 190 195 15 20 25 30 35 40 45 50 55 60 65 70 75

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

g 4

® 21

S

O 176 185 190 195 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number

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

g

g 4

N

176 185 190 195 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

ey S AV A\, — BN/ N AN AN A

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

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

EAAAAAAAAAAAAA _AAAA AAAAAAAAIIAAAAAAAAAAAIAAAAAAAAAAAAAAAAAAAIAIAAAA
APYNLEVPTYQFVGDDLVVVG GRLMDR | RKWYYNAAGFNKYGLMRDDTLYEDDDVKEALKRL PKDLYNERMFR I KRALDL SLKHR I LPKE

f. Max. deviation (see listing)

* + +
* + + Kk kk ok kk b kg - x4
* kx *

+ *
++ FoRK g Kk gk kg ++
FRAKKKAKK KK KE KKK AK K KKK KKKAKKKAKKKRAKIK KA XKKKA KR KKK KK KX KK

* 4

g. G-factors
Phi-psi . | NN NEEE NN [ 5 T T N RN
T n

[T

[T

[

[T

[T

3

Chil-chi2 ]

Dihedrals [N

MChbonds |
MCangles |

Mainchain |

[TTTT
[T
INENERE]
[TTTTTT

Overall [ITTTTTT

I EREEN
I T
\ ENEEE
I [TTIT]
I ENEEN
17 185 190 1

pdb3cwb_06.ps



PROCHECK

Resid t -
pdb3cwb

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

o

% 80

£ 60

g w0

< 20

o

79 8 90 95 100 105 5 10 15 20 25 30 35 40 45 50 55

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

g 4

® 21

S

O 79 8 90 95 100 105 5 10 15 20 25 30 35 40 45 50 55
Residue number

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

g

E o

g 4

N

79 8 90 95 100 105 5 10 15 20 25 30 35 40 45 50 55

Residue number Highlighted residues are those that

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

A —— /NN AN G——————D = —ANANANNRNARNARN®

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

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

AA
QWKYEEDKPYLEPYLKEV | RERLEREAWNK GIHFGNLARVRHI I TYSLSPFEQRA | PN| FSDAL PNVWRRFSSQVFKVAPPFLGAYLLY

f. Max. deviation (see listing)

+ + o+
+ + + o+ * k4 +
SR & S U & SO i, SO S I ¢ P S SRS S SRS S S S
g. G-factors
Phi-psi . :::I::Ili]:l T T T RN H II::IiI H EE IZH
Chil-chi2
Chilonly
Chi3 & chi4 I [ [ [ [
mega [ [ [T [T [
Dihedrals [T T T IR T IT T T T T I TTT] T T T T T T T S T T T A T T T T T T A T T
MChbonds (T T T T T A T T T T T A
MCangles [T e e e e e T A A T T T e T T T T A T
Mainchain T T T I T T T ITITITTTTTTT] T T T T T T T T T T T T T T T T T T T T T T T T TTITT]
Overall O I L T T T LT LT T LT OO T L L T T R T I T T I T T I I R T T T T T]
79 8 90 95 100 105 5 10 15 20 25 30 35 40 45 50 55

pdb3cwb_06.ps



PROCHECK

Page 20

Residue properties
pdb3cwb

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

& 100
% 80 -
g 60
8 401
< 20
o
60 65 70 75 80 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
5 10 b. Absolute deviation from mean of omegatorsion
E 61
g 4
P 21
S
O 60 65 70 75 80 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

60 65 70 75 80

15 20 25 30 35 40 45 50 5 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

SARG—— (P —
Key:- <™ Helix

H — 2\ NE=—AAVAAA = AVAVAVAUANA

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

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

T T T T
SWGTQEFERLKRKNPADY ENDQ

EEEELVDPLTT | REHCEQTEKCVKARERL ELCDARVSSRSHTEEQCTEEL FDFLHARDHCVAHKL FNK

f. Max. deviation (see listing)

*

*pk k4 +
*

koK ok Kk Kk K * % * x *

g. G-factors

MC bonds
MC angles

Mainchain

Overall

*

+ ++ + + * ok +x
b o4 Krgpkgp k% 4 Kk ppk Rk b %k p ppr gk kg * ok ok kK
KKKk kKKK Kk K Kkk KRKKAAK KAk Kk * Kk Kk Kk kk KKK KKK KKK KK
. . . .
[ o T o NN I_H:,#::
[ [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 I T T T T T
T T T T T T T A T A
A e e e e e e T e T A 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 TTITT]
T A T T T T T T T T I T T T T I T T T I T T T T T T T T I T T I I T I
T T T T T T T T T T T T T

pdb3cwb_06.ps




PROCHECK

Resid t -
pdb3cwb

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

o

% 80

£ 60

g w0

< 20

6 T T

77 35 40 5 60 65 70 75 10 15 20

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

g 4

® 21

S . —

O 77 35 40 5 60 65 70 75 10 15 20
Residue number

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

&

© 8

E o

g 4

R

N -

77 35 40 55 60 65 70 75 10 15 20

Residue number Highlighted residues are those that

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

r = =4 ! - J AR Ay
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
A 1 _

T T T T T
LK UUU U U UUUUUUUUUUUUUUU RPLLCRESMSGRSARRDLVAGI SLNAPASVR ALLRQAYSALFRRTSTFAL
nnn n n nnnnnnnnnnnnnnn
kkk k k kkkkkkkkkkkkkkk

f. Max. deviation (see listing)

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

. -~

g. G-factors
Phi-psi EEE o H .
S FHETEARR i P
e e B
Dihedrals [T IO 0 0O OO0 TTIITIT O A T T T T e T T T A T I TTTT]
et 00 0 0 R ST D
Mainchain  [T] IO 0 0O OO TITIITTIT T T T T T T T T T ITTTTT]
Overall a 00 0 0O I TTITITTTT O T T T T I T I T I T I TTITTITTITTITTITIT
77 35 40 55 60 65 70 75 10 15 20

pdb3cwb_06.ps



PROCHECK

Resid t .
pdb3cwb
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 20
o
23 30 35 40 45 50 55 60 3 10 15 20 25 30 35 40 45 50
Residue number
5 10 b. Absolute deviation from mean of omegatorsion
E 61
8 49
® 21
S
o 23 30 35 40 45 50 55 60 3 10 15 20 25 30 35 40 45 50
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4
N
23 30 35 40 45 50 55 60 3 10 15 20 25 30 35 40 45 50
Residue number Highlighted residues are those that

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

e - — —

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

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

A/\/\/\/\/\/\N\/\/\/\/\/\/\/\J‘V\/\/\/\/W\/ﬂ?/\/\/TV\AN_V\
TVVLGAVL FERAFDQGADA | FEHLNEGKLWKH | KHKY EASEE +YAQTLQNI PETNVTTLE)NGLR\}ASEEéSQPTéTVGM}VI GAG_":,RYENI‘E
f. Max. deviation (see listing)
+ + *x + * + + +
koK *R k44 +* 4+ + + + * * +* 44+ + + o+ 4* * 4 * *
****************************************************************************************
g. G-factors
Phi-psi . RN NEEE E H li;r]:: EEEESEEN | [EE N H:l
Chil-chi2
Chilonly
Chi3 & chi4 ] 1] [l
mega [ [T [
Dihedrals  [(TTTTTTT T I T T T T T T IT T TITTTITIIT T T I TITIT] T T T T T T T T T T T T T T T I T I TR T T T T
MCbonds (T T T T T T T T T T T T T T A A
MCangles [T T T T P T T e e T T T T T T T
Mainchain (T T T T I T I T T I T I T TITTTIT] T T T T T T T T T T T I T I I T T T T T I T
Overall OO T T T L T T T T LT T R T T OO L L T L T T T T T T T
23 30 35 40 45 50 55 60 3 10 15 20 25 30 35 40 45 50

pdb3cwb_06.ps




PROCHECK

Page 23

Residue properties
pdb3cwb

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

% 100
% 80
£ 60
g w0
< 20
o

51 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150

Residue number
- b. Absolute deviation from mean of omegatorsion
g 10
§ 8
E 6
8 4
o 2
£
O 51 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

g
E o
g 4
N

51 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150

Residue number Highlighted residues are those that

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

AR 1\ e e s A A DY

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

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

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

AAA
KNNGAGY FVEHLAFKGTKKRPCAAFEKEVESMGAHFNGY TSREQTAFY | KAL SKDMPKVVEL LADVVQNCALEESQI EKERGV | LQELKEMDNDMTNVTF

f. Max. deviation (see listing)

*

++
* ok k

+

+ * 4 +
GREK kg o4 kg 4

KRk Kk KKk Kk Kk Kk k* kK

+ R
KKKk K kKA KK

4+ KRk ok 4y gy
KKK KKK KKK KKK KA KK
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Residue properties
pdb3cwb

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

151 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

151 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

151 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250

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

d. Secondary structure & estimated accessibility

A e A A s it A

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

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

AA
DYLHATAFQGTALARTVEGTTENIKHLTRADLASY IDTHFKAPRMVLAAAGG| SHKELVDAARQHFSGVSFTYKEDAVP | L PRCRFTGSE | RARDDAL PV

f. Max. deviation (see listing)
5 + *

g. G-factors

Phi-psi S| 5 WAl EEEEEN T 5 i
Sy o of e
Chi3 & chi4 I [ [
Omega [1 [1 [
Dihedrals [T T T T T L T T T TP L TP P T TP T P T T T T T P T T T T T T T TP TP P T T T T LTI T T T I T T
MC bonds [T T A P T P T P P P T T P P P P T P T T T
MCangles [T T T T T T T T T e T T T T T P T T T
Mainchain [T T T T T T LTI T T TP L TP TP T T T T P L T T T T P TP P TP T T T TP TP LT T TP PP TP T T
Overall LT T T T T T T T T T T T T e LTI T T T T T T I T T T T T T T T T T T T T T I ITITTITITTTTT]

151 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250
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Residue properties
pdb3cwb

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

251 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

251 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

251 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350

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

d. Secondary structure & estimated accessibility

m— AN\ B W mm— AN

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

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

BABAAAAAAAAATIAAA  AATIEAL WTI/\/\/\/\/\/\/\/\/\/TI/\/WTI/\/\/\N_I/\/\/\/\/H BFAAAAAAABABIAAAAAAA AAAAAAATIAA
T T T T T T T T T T T T T T T T T T T T
AHVALAVEGPGWADPDNVVLHVANA | | GRYDRTFGGGKHL SSRLAALAVEHKLCHSFQTFNTSY SDTGL FGFHFVADPL S| DDMMFCAQGEWMRLCTSTT

f. Max. deviation (see listing) .
* + *6
I I IO T T s TR s JE T £ SO UUUTUE o S JUUE e S SR S L Lt P S e SR SE P oo
g. G-factors
Phi [T ] T T W] T
e R RE L ninte 1 = s -
Chi3 & chi4 [ [ 111 [ [ [ [ ]
Omega [1 [T [1 [ [ [1
Dihedrals [T T T I T I I T T T T T T T T T T T T I I T I T T T T TR T T T T T I T [T T I I I
MCbonds [T 1T T T T T T T T T T T T T T T T T T T T T
MCangles [T T e T T
Mainchain [T T T T T[T T I I LI T T T T LT L L LT T L L L L L L T LT T L L T L L L L L LI T L L L L T L T L LT T I LT LI L LT LT T LTI
Overall \‘\H\\H\\‘\\\H\H\\‘\\\H‘\HH‘H\H\\H\H\H‘\\H\H\\H\H\‘\HH‘HHHH\\‘\\\H‘\HH‘HHHHH‘HHH
251 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350
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Residue properties
pdb3cwb

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

351 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

351 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

351 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440

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

d. Secondary structure & estimated accessibility

AAA
ESEVKRAKNHLRSAMVAQLDGTTPVCET I GSHLLNYGRR | SLEEWDSR | SAVDARMVRDVCSKY | YDKCPALAAVGP | EQLLDYNRI RSGMYWI

f. Max. deviation (see listing)

+ + *xp * +

g. G-factors
Phi-psi . o] [ NN RN N [
Lt o e L BuaedsEEENEE, ]
i3 & chi4 T [ [ [T | [ 11 [
Omega [T [T [ [T [ [T [
Dihedrals  [(TT T T T T I I T T T T T T I T T T T T T TP T T T T T T T T T T T T LT T T T T T T T TR T T T T T ]
MCbonds T T T T T T T I [T
MCangles [T P P T P P T T
Mainchain [T T T T T I T T T T T LTI T T T T TP T T T TP T T T TP T T T T T T T T T T T T T TTT
Overall LT T T T T T T T T T T TP T T T LTI T T T T T T T T T T I T I T T IT T T I T T I T ITITTTIT T

351 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440
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Residue properties
pdb3cwb

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

18 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

18 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

18 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

O i e A AN e

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

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

CPGAEDLEI TKLPNGL | ASLENFSPASRIGVFIKAGSRYETTANLGTAHLLRLASPLTTKGASSFRI TRGI EAVGGSL SVY STREKMTYCVECLRDHVD

f. Max. deviation (see listing)

g. G-factors
Phi-psi . [ T | EEEEEN M T LT T T
Aty n it
Chi3 & chi4 [T [T [
Omega [T [T [
Dihedrals [T T T I T I T T T T TR T T T LT I T T T T T O T TP T T P T T T TP T T O T I T T I T
MCbonds T T T T T
MCangles [T e P P
Mainchain [T T T T T T T T T T T TP TT T O TP TP T T P T  T  TTT TPT T TTTTP  TTTTTTTTTT I TTTITTITT T
Overall O L T T T T T T T T T T T L T T T L LI T T I T T
18 25 30 35 40 45 50 55 60 65 70 75 8 85 90 95 100 105 110 115

pdb3cwb_06.ps
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Residue properties
pdb3cwb

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

118 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

118 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

118 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215

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 Generousll Disallowed

TVMEYLLNVTTAPEFRPWEVTDLQPQLKVDKAVAFQSPQVGVLENLHAAAYKTALANPLYCPDYRIGK | TSEQLHHFVQNNFTSARMALVGI GVKHSDLK

f. Max. deviation (see listing)
.o . : P .
+ Fpprx + KRR pk g ppxx +** ++ *4 *

Khk Kk Kk kkhkk Khkk Kk Kk Ak Kk kkhkkhkk *khkkkkkk*k**

g. G-factors

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdb3cwb_06.ps



PROCHECK
Page 29

Residue properties
pdb3cwb

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

218 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

218 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

218 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315

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

d. Secondary structure & estimated accessibility

B i e L\ e /e m—

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

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

QVAEQFLNI RSGAGT SSAKATYWGGE | REQNGHSLVHAAVVTEGAAVGSAEANAFSVLQHVLGAGPL | KRGSSVTSKLYQGVAKATTQPFDASAFNVNY S

f. Max. deviation (see listing)

+++ *
Kok kK kKK K

KoKk Kk Kk Kok kK *

+ + +
+++ + + gk pp KRk ok
*kk xk * % K kKKK KA KA K KKK *

*+
*+

-
*4
+
T
*
*
+
*
+
*

+
+ o+ *
* ok

g. G-factors
Phi-psi . -Ifi-I:I:Ii- [NENEEEN R T e II:IH:::I::Z-

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdb3cwb_06.ps
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Residue properties
pdb3cwb

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

318 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

318 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

318 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415

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

d. Secondary structure & estimated accessibility

DSGLFGFYT I SQAAHAGEV | RAAMNQLKAAAQGGV TEEDVTKAKNQLKATYLMSVETAQGLLNE I GSEALLSGTHTAPSVVAQK I DSVTSADVVNAAKKF

f. Max. deviation (see listing)

+* + * +* + + +
* *

g. G-factors
Phi-psi H | 5] T |
Chil-chi2
iy . .
Omega [T [T [
Dihedrals [T T T T T T I T T T T T T T T LT LT T T T T L L I T T T T LT T T
MC bonds T T A I
MCangles [T L T LT P e P e P P P T T T
Mainchain [T T T IO T T T T T LT T T L TETTTT I  TTTTITT)
Overall CE T T L T T L T T T L L L L L T LT L T T T T LI T T LT
318 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415

pdb3cwb_06.ps
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Resid t e
pdb3cwb

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

o

% 80

£ 60

g w0

< 20

o

418 425 430 435 2 10 15 20 25 30 35 40 45 50 55 60 65

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

£ 4

o 2

S

O 418 425 430 435 2 10 15 20 25 30 35 40 45 50 55 60 65
Residue number

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

g

g 4

N

418 425 430 435 2 10 15 20 25 30 35 40 45 50 55 60 65

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

v — 7 AN AN AN

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

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

Al AAAAANE BN AAAAAAR ‘!_VW\/\/\NTI_V\/\/\/‘\/\N_I_I_‘V\/\/\/\/‘\/\NJ_I/‘V\/\N\‘ ‘ : AARAARABNRRNANAAAAAAA
VSGKKSMAASGDLGSTPFLDEL APNIRKSHPLLKMINNSL | DLPAPSN | SAWWNFGSLLAVCLMTQILTGLLLAMHYTADTSLAFSSVAH

f. Max. deviation (see listing)

56
S T PN T ORI R O S L aE S COR TP T2 SUDNNE F e S
g. G-factors
| HEN ] FC T T[] 1 ] T 1] EEEC NN 1]
HZi J \\\7\\ [ HZiiH \\77fH
[1 [T [ [ [ [ [ ]
[T I I I I T T T T T T T I T T T T I T T T T T T I T T T I T I T T T T I 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 P T )
T T T e e e e T T e el [T e e e e e e e e e e e e e e e e
[(TITTTTTI I [T I I I I I I T T T T I T I T I T T I I T I T I
CCCCILIII LTI UM NANEN NN AN AN N NN NN N NN AN NN N NN AN AN A NN A NN S NN AN R RN AR A NRREN
418 425 430 435 2 10 15 20 25 30 35 40 45 50 55 60 65

C = cis-peptide

pdb3cwb_06.ps




PROCHECK
Page 32

Residue properties
pdb3cwb

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

70 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

70 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165

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

d. Secondary structure & estimated accessibility

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

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

AAAAATE : A AABAAAAAAAAA A AARIAAAAAA ‘ : A AAAANL AAAA_AA ‘ ‘ ‘ ‘
TCRNVQYGWL | RNLHANGASFFFICI FLHIGRGLYYGSYLYKETWNTGV I LLLTLMATAFVGYVL PNGQMSFWVGATV I TNLFSA | PY | GHTLVEWAWGGF

f. Max. deviation (see listing)

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

g. G-factors

Phi-psi W

Chil-chi2 L‘H H m H
Chilonly

Chi3 & chi4
Omega

Dihedrals ]

[TTTTTT
MChbonds  [TTTTTTTT
MCangles  [TTTTTTT]
[TTTTTT
[TTTTTT

Mainchain  []

Overall {1

70 75 80 8

o1
o0 0/ A
o0 HEH B

pdb3cwb_06.ps
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Residue properties
pdb3cwb

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265

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

d. Secondary structure & estimated accessibility

ANAANANN, ——m NNAANAMNA A

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

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

SVDNPTLTRFFALHFLLPFAIAGITI IHLTFLHESGSNNPLGI SSDSDK | PFHPYYSFKDI LGLTLMLTPFLTLALFSPNLLGDPENFTPANPLVTPPH I

f. Max. deviation (seelisting) : .
+ + 5* +5+
T TS LN SOOI P S oL P a2 RS SNUUUUC SIS L OL ¢ U U e SUUUNES Ot ST o S
g. G-factors
i-psi HEE NENE ﬁ INEN 0 ]
Chil-chi2
S, : o :
Omega [ [ [
Dihedrals [T T T T T O T I T T LT T T T T T P T T T T LT T T L LT T T T T P e T T P T LTI T T T
MChbonds [T T T T P T P T P P P P P P T P T T P P P P P T P T T T T PP
MCangles [T T e P e P P T T e P P T T e T P T P T T
Mainchain [T T T[T IO TTCL T T T T T L T T T L T P T T T T T T T T TTTTTTTT
Overall \\HH‘H\H\\H\‘H\HHH\‘H\\H\HHH\\‘HH\‘\HH‘\HCH‘\HHH\H\HH‘H\H‘HH\HH\‘HHHHH‘HH\
170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265
C = cis-peptide

pdb3cwb_06.ps
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Residue properties
pdb3cwb

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365

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

KPEWYFLFAYAI LRSI PNKLGGVLALAASVL I LFL I PFLHKSKQRTMTFRPLSQTLFWLLVANLL I LTWIGSQPVEHPFI | IGQVMASLSYFTILLILFPT

f. Max. deviation (see listing)

+ + + + * +
* % * % * * gk * * ok k * % * Kok kK gk

g. G-factors
Ph [T W] ] Cl ]
Gt [ et SisEEeE it
Chi3 & chi4 T [T I [ [
Omega [T [T [ [T [
Dihedrals  [TTT T T T I T TT TTTT L TT TP T T T LT LT LT T T T TP LT TP T T T TP P LT TP T T T T LTI T T T T
MCbonds T T T P P P T T e T P P T P T T T P T T ]
MCangles [T T T T T T T T P P T T P P P T P T T T T P PP T T T T T
Mainchain [T T T T T T T T P PP TP T P T LT PP PP T T PP LT T T TP T LT TP T T TP P LTI T T T
Overall \‘\HH‘H\HHH\‘H\HJ\H\‘H\\\‘HHMH\\‘\\H\\H\H\\H‘\H\\‘H\H‘\HH‘H\H‘HCHHHH‘HHHHH‘HH\

270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365
C = cis-peptide

pdb3cwb_06.ps
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
g 80
£ 60
g w0
< 20
o
370 375 380 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 @
E 6
£ 4
o 2
£
O 370 375 380 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
% 8
e 6
g 4
R
S
370 375 380 5 10 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
W— < I N AA A A A
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
| GTLENKMLNY GELELHPPAFPWSHGGPL SALDHSSVRRGFQVYKQVCSACHSMDYVAFRNL | GVTHTEAEAKALAEEVEVQDGPDENGE
f. Max. deviation (see listing)
g. G-factors
Phi-psi . (1] [ T | T T W Cl::::
e WM e Seeer, :
Chi3 & chi4 I [ [ [
Omega I [T [T [ H
Dihedrals  [TTTITTTTTT] [ 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 1T
MCages HEFHHHHHTH R ENRNRNRANRENRNRNANNANENANANRNNANERENAN" HRNNNNENENRNNNNANENENRRNNSRSNSNENREN
Mainchain  [TTTTTTTTTT] T T T T T T T T T T T T T T T I T T T T T T T T I T T T T T I ITT
Overal  [TTTITITIIT] \\H\‘H\\\‘\\H\‘\H\\‘\\HMH\\‘\\\H‘\HHH\H‘\H\\‘H\H‘HH\‘HH\‘HH\‘HHC\‘HH\
370 375 380 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
C = cis-peptide

pdb3cwb_06.ps
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Residue properties
pdb3cwb

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

80
60
40 -
20

Chi-1 abs. mean dev.

80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175

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

Y i AR L

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

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

: : : ‘ : I AARAABBAAAAAAR ‘ ‘ ANAANA AAABA /\/\/\ITI/\/\/\/\‘H_I/\ AARAANTREENAAA ABINAA
L FMRPGK | SDY FPKPY PNPEAARAANNGAL PPDL SY | VNARHGGEDYVFSLLTGYCDPPAGVVVREGLHYNPY FPGQA | GMAPPIYNEI LEYDDGTPATM

f. Max. deviation (see listing)

*******************************************************
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Resid t e
pdb3cwb

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

o

% 80

£ 60

g w0

< 20

o

180 185 190 195 200 205 210 215 220 225 230 235 240 5 10 15 20 25

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

8 49

® 21

S

o 180 185 190 195 200 205 210 215 220 225 230 235 240 5 10 15 20 25
Residue number

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

g

g 4

N

180 185 190 195 200 205 210 215 220 225 230 235 240 5 10 15 20 25

Residue number Highlighted residues are those that

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

CANNAN.— NNV VA7 et R Ay

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

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

AAIAAAAAAAAAAAAIIAIAAAAAA AAAAAAAAAAAAAANTAAAAAAAAAAATIAAAATIRIA
SQI AKDVCTFLRWAAEPEHDQRKRMGLKMLL | SALLTSLLYYMKRHKWSVLKSRKMAYRPPK VHNDVTVPDFSAYRREDVMDATTSSQTS

f. Max. deviation (seelisting)
5

. +

* o B* 4 *ok g +H+ + bR+ K Kk g + + + o+ ++ ++ o+ +

* * KA KKK KKK KKK KKK KKK KK KKK R KKK KKK *  * Kk * Xk Kk kkkKK  K* K x *
.

-
*4
*+

MC bonds
MC angles

Mainchain

Overall
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Residue properties
pdb3cwb

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

29 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

29 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

29 35 40 45 50 5 60 65 70 75 80 8 90 95 100 105 110 115 120 125

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

o i A T

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

d. Secondary structure & estimated accessibility

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

SEDRKGFSYLVTATACVATAYAAKNVVTQF | SSLSASADVLALSK | EIKLSD | PEGKNVAFKWRGKPL FVRHRTQAE | NQEAEVDV SKLRDPQHDLDRVK

f. Max. deviation (see listing)

+ + + K * * * 4 +
S S 3o S S SR A O P U VR S T & S S
g. G-factors
Phips [ hL,,J I I lr (| |
Chilonl
Chi3 & chi4 I [
mega [T [
Dihedrals [T LTI T T T T T T o e e LT I T T T LT LI T T 1]
MC bonds [T T T A
MC angles [T e
Mainchain [T T T T LT L T T LT L LT I LTI LTI
Overall T L L T T T e e T T T I L L T I L T LT [T T
29 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125
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Residue properties

pdb3cwb

Page 39

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

129 135 140 145 150 155 160 165 170 175 180 185 190 195
Residue number

15 20 25 30

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

129 135 140 145 150 155 160 165 170 175 180 185 190 195
Residue number

15 20 25 30

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

129 135 140 145 150 155 160 165 170 175 180 185 190 195
Residue number

15 20 25 30

Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

e

S:W“

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

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

ABABAAAA ARANE ANBAANA AN ‘/\I_V\/\/‘\I_\AA/‘\I_V\/\/‘\/\I_V\/‘V\/\/\/\JTV\/W_I/‘\NH/N IAAR
KPEWV | LVGVCTHLGCVP | ANSGDFGGYYCPCHGSHYDASGR | RKGPAPYNLEVPTYQFVGDDLVVVG

f. Max. deviation (see listing)

+ +
* 4 * + o+ + o+ +++ * * + +* 4+
* % * ok kk Xk kK xk * %k * ok x X kK Kk kk KKk ARRK

g. G-factors
Phi-psi . (] [T T H H ] 1 [T
e R Bl
Chi3 & chi4 1 [ [T
Omega [T [ [T
Dihedrals  [(TT T T T T T T IO T T LT T T T T T T T O T T T T LT T T I T I T T LTI T
VESSS  FEFETEH TR A
Mainchain (T T T T T T I T T W T T T T T T TP T TP T T TP IT I T TTIIITTIT T
Overall LTI T T T T T T T T T T T I T T I T I T T T T T T T T T T TIT T ITTTITTTIT]
129 135 140 145 150 155 160 165 170 175 180 185 190 195

EEAAABAAAAAAAA
T T T T
GRLMDR | RKWYYNAAGFNKYGL

*******************
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Resid tl e
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o]
% 80
g 60
8 401
< 20
o
32 40 45 50 55 60 65 70 75 80 85 90 95 100 105 5 10
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 %
E 6-
g 4
> 21
£
© 32 40 45 50 55 60 65 70 75 80 8 90 95 100 105 5 10
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
% :
e 6
g 4
LR
N
32 40 45 50 55 60 65 70 75 80 85 90 95 100 105 5 10
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
-, /N A NN PO AR~ T——
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAAAAIIAAAAAAAAAAAIAAAAAAIAAAAAAAAAAAAIAIAAAAAAAAIAAAAIAIAAAAAAAAAAAAIAAAAI
MRDDTLYEDDDVKEALKRL PKDLYNERMFRI KRALDL SLKHRI L PKEQWWKY EEDKPYLEPYLKEV | RERL EREAWNK GIHFGNLARVRH
f. Max. deviation (see listing)
g. G-factors
Phi-psi . M BT T T T ] [
Gt P adiad s
Gmega " HHHHH H H
Dihedrals [T TT T T T T T T T T IO TIT TOTTTT P  TT  TT  TTTT T TT T TTITTTTTTTITTIIT T [T TTTTTT
MCape FHHHHHHHHHH A A HHHHA
Mainchain (T T T T T T T LT T T T TP TP T T TP T T T T T TP IT T I
Overall [T LT T T LT L LT T LT LI L L R I LT LT T LI T LI
32 40 45 50 55 60 65 70 75 80 85 90 95 100 105 5 10
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pdb3cwb

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

13 20 25 30 35 40 45 50 55 60 65 70 75 12 20 25 30

Residue number
5 10 b. Absolute deviation from mean of omegatorsion
E 61
g 4
® 21
S
O 13 20 25 30 35 40 45 50 55 60 65 70 75 12 20 25 30
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

&
© 8
E o
g 4
N

13 20 25 30 35 40 45 50 55 60 65 70 75 12 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

A ANARNANNRNANNANNN A —
Key:- <™ Helix

e. Sequence & Ramachandran regions 4 Most favoured = Allowed ]

AAAAAARAAAAABAAAABABBABAAABAAAAAAAABIABIAAA  AABIAAAA  AAAAAAAAAAAABIAAA

I I TYSLSPFEQRA | PN I FSDAL PNVWRRFSSQVFKVAPPFLGAYLLY SWGTQEFERLKRKNPADYEN

f. Max. deviation (see listing)

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

g. G-factors

Si'l ::#

MChbonds |

MCangles |

Mainchain |

Overall [

U —AAAE=AVAY

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

Generous ll Disallowed

ELVDPLTT | REHCEQTEKCVKAR

*******************
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Residue properties
pdb3cwb

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

L

35 40 45 50 55 60 65 70 75 35 40 55 60

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

3

M -

35 40 45 50 5 60 65 70 75 35 40 55 60

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

3

35 40 45 50 55 60 65 70 75 35 40 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 ——— ANV VAN Vis = & V —V —Ry
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

n sl mmm [l
UUUUUUU  UUUUUU  RPLLCRESMSGRSARRDL

ERLELCDARVSSRSHTEEQCTEEL FDFLHARDHCVAHKL FNKLK uuwuw U u
nnn n n nnnnnnn nnnnnn
kkk k k kkkkkkk kkkkkk

f. Max. deviation (see listing)

+ + +
* * kK x *

g. G-factors
il HHHT IF H»w % @ @ EER ENEEE WO W
Chilonl
Chi3 & chi4 I
mega [
Dihedrals [T T IITTTTITIEIT I TTIT I TITTITIITITIITIIII]] OO0 O O OO0 [ CCCOICLITE IR L]
e e e e e e e 5 B B L
Mainchain [T [T T T T ITTTT T ITITITTIIIITITT] OO0 O O [0 O I
Overall GO L T L T T T T T T LI T T T 00 0 0O OO0W0 OO0 OO T
35 40 45 50 55 60 65 70 75 35 40 55 60
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Residue properties
pdb3cwb

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

& 100
% 80 -
g 60
8 401
< 201
o
65 70 75 10 15 20 25 30 35 40 45 50 55 60
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 8
E 6
£ 4
o 2
£
© & 7 75 10 15 20 25 30 35 40 45 50 55 60
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
% :
e 6
g 4
LR
S
65 70 75 10 15 20 25 30 35 40 45 50 55 60
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
L — Weed NN G AN g
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
VAGI SLNAPASVR ALLRQAYSALFRRTSTFALTVVLGAVLFERAFDQGADA | FEHLNEGKLWKH | KHKYEAS
f. Max. deviation (see listing)
g. G-factors
Ave
Phi-psi . 1 N _NENN T T Il -0.75
Sr G R
Chi3 & chi4 [N [ [ [T1] 045
mega [T [T [ [T 0.59
Dihedrals  [TTTT IT T TT] T T T A T T A T A T T I T T T T T T T | [ -0.08
MCages L HHHHHH AR B 8%
Mainchain  [TTTTTITTITTT] I T T N 24
Overal  [TTTILITIITIT] O L T T T L L L T L LT T LI T LT [ 0413
65 70 75 10 15 20 25 30 35 40 45 50 55 60
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Main-chain bond lengths

PROCHECK
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zg 5 33 % Jg &
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o=
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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 angles

pdb3cwb

CA-C-N CA-C-N
(except Gly,Pro) (Gly)
1234 — 1234 T
o) oy
& S
> >3
g 8
LL LL
101 106 111 116 121 126 131 101 106 111 1!6 121 126 131
O-C-N O-C-N
(except Pro) (Pro)
1234 — 1234 —_
> oy
& S
> >3
g 8
LL LL
108 113 118 123 128 133 138 107 12 17 12 17 152 157
C-N-CA C-N-CA
(Gly) (Pro)
1234 — 1234
> oy
& S
> >3
g 8
LL LL
105 110 115 150 125 130 135 107 12 17 12 17 152 137
CA-C-O CB-CA-C
(Gly) (Ala)
1234 — 1234 —
o) oy
& S
> >3
g 8
LL LL
105 110 115 &LQS 130 135 95 100 105 *)‘ 115 120 125

Black bars> 2.0 st. devs. from mean.

Page 1

CA-C-N
(Pro)

1234

Frequency

101 106 111 116 121 126 131

C-N-CA
(except Gly,Pro)

Frequency

106 111 116 121 126 131 136

CA-C-O
(except Gly)

Frequency

105 110 115 120 125 130 135

CB-CA-C
(lleThr,vVal)

Frequency

9

4 99 104 109 114 119 124

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

pdb3cwb

CB-CA-C N-CA-C
(therest) (except Gly,Pro)
1234 — 1234 ‘ :
41 ] ]
o ) : |
& & ; ;
> >3
g g |
LL LL ] ]
96 101 106 111 116 121 126
N-CA-CB
(Ala)
1234 — 1234 T
) ] ) N
o) ] o) g
> i i > | |
g ] g N
L i i L A K
96 101 106 111 116 121 126 95 100 105 110 115 120 125
N-CA-CB N-CA-CB
(Pro) (the rest)
1234 — 1234 ——
%) i )
& Pl &
> ol >3
g i 8
LL 0 LL
88 93 98 103 108 113 118 95 100 105 110 115 120 125

Black bars> 2.0 st. devs. from mean.

Page 2
N-CA-C
(Gly)
1234 . .
} } 2»
5 |
o) ]
> | |
g |
L ! !

1234

97 102 107 112 117 122 127

N-CA-CB
(lleThr,vVal)

Frequency

96 101 106 111 116 121 126

4 or ) signifies data points off the graph in the direction shown.

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

pdb3cwb

ASP

200
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o o
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xS S
o o
Q =) =) =) & & n m
s} 3 3 S s} 3 3
— — N — —
Aouanbai4 Aouanbai4
[Te) [Te)
(@) (@)
S S
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—
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1S 1S
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S S
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200

50
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o

- >ocwm_§u_
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TRP

PHE

il 4

200

t
o
o

>ocomcohu_

t
Q
D
I

B

0.00 001 0.02 0.03 0.04 0.05

200

150+
00

\Gcmm_coi

0+

Yo}

0.00 001 0.02 0.03 0.04 0.05

200

50+
OO_

- >ocwm_§u_

0

o

0.00 001 002 0.3 0.04 005

Histograms showing RM S distances of planar atoms from best-fit plane.
Black barsindicate large deviations from planarity: RMSdist > 0.03 for rings, and > 0.02 otherwise.

b signifies data points off the graph in the direction shown.
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Main-chain bond lengths
CA 1540 CB N 1451 CA CA 1540 CB CA 1540 CB
1.482 1519 1.484 1.487
Clle339 FGly 10 N Thr 309 P Thr 194
Bonds differing by > 0.05A from small-molecule values. Vaues shown: "ideal", difference, actual
Main-chain bond angles
111.2 111.2 111.2 111.2 111.2 111.2
A Ala192 A Leu 432 A Asp 433 C Asn 27 C Tyr 110 D Asp 44
1125 1112 1112 1125 1217 1112
D Gly 133 E Lys 73 EArg 118 E Gly 143 IUNK 34 IUNK 35 N Ala192
111.2 111.2 111.2 111.2 111.2 111.2
NThr 347 N IIe428 N Leu431 N Leu432 NAsp433 OIIe327

PAsn 27 QAsp 44 QGly 133 R Ser 72 RAsp 119 RGly 143

N 25 ¢ N M2 C - 1217 ca

N

R Gly 162 UHis 49 VUNK 35-VUNK 36

Bond angles differing by > 10.0 degrees from small-molec values. Values shown: "idea", actual, diff.
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Page 2
Planar groups

CB CB CB CB CB CB
0.044 0.032 0.036 0.038 0.040 0.031

A Tyr 89 A Tyr 152 A Tyr 185 A Tyr414 B Tyr 181 B Tyr 239
CB CB CB CB CB CB
0.031 0.053 0.052 0.058 0.035 0.037

C Tyr 56 CTyr 76 C Tyr 104 C Tyr 108 CTyr 110 C Tyr 132
CB = CB CB CB CB
0.042 0.034 0.030 0.050 0.039 0.047

C Tyr 225 C Phe 227 C Tyr 359 D Tyr 33 D Tyr 90 D Tyr 134
e CB CB CB &= CB
0.032 0.031 0.057 0.043 0.032 0.034

D His 148 D Tyr 165 D Tyr 220 D Tyr 221 E Phe 10 FTyr 20
cB cB €2 cB cB cB
0.034 0.032 0.042 0.054 0.051 0.034

G Tyr 56 JTyr 10 N Trp 40 N Tyr 89 N Tyr 152 N Tyr 314
CB CB s € cB CB
0.032 0.032 0.040 0.031 0.037 0.044

O Tyr 181 O Tyr 239 O Phe 307 P Phe 34 PTyr 76 P Tyr 104
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Distorted geometry
pdb3cwb

Planar groups (contd)

CB CB
0.033 0.052
P Tyr 108 P Tyr 110
CB CB
0.034 0.035
Q Tyr 126 QTyr134
CB
0.048
W Tyr 10

CB

0.037
P Tyr 132

CB

0.04
Q Tyr 220

CB CB CB
0.030 0.034 0.043
P Phe 303 QTyr 33 QTyr 90
CB CB CB
0.044 0.034 0.031
QTyr 221 R Tyr 156 STyr 20

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