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Ramachandran Plot
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Plot statistics
Residues in most favoured regions [A,B,L] 1552 79.1%
Residues in additional allowed regions [a,b,l,p] 381 19.4%
Residuesin generously allowed regions [~a,~b,~l,~p] 21 1.1%
Residues in disallowed regions 8 0.4%
Number of non-glycine and non-proline residues 1962 1000%
Number of end-residues (excl. Gly and Pro) 16
Number of glycine residues (shown as triangles) 192
Number of proline residues 118
Total number of residues 2288

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

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.

3vra
Ala(210) Arg (124) Asn (70)
180- - = ig&80 — N
% m ?ﬁ%%ﬂl =
90 904 HHPAZs
[ - ? = m a
g O .
c. 0- ;% ! 0 3 0 iﬁ%‘m
Aﬂﬁﬁn -90 . -90- -
-180 -90 0 %0 o 180 %o 0 90 180 -180 -0 0 90 180
Phi Phi Phi
Asp (118) Cys (58) Gin (62)
18?E L@ i E%ﬂzﬁso——% 80 2 5
s e gos
90 i@ 90 g 90 F 150
ﬂhsﬂ
£ 0- r .D] 0
. o
-90 -90- ‘84
=
-180 - -s'ao‘ 0 %0 180 -180 -90 0 90 180 -180 -0 0 90 180
Phi Phi Phi
Glu (124 Gly (192 His (70
180 %? ( ) Ei'saso = % Ai::gl( F;% = 180——=— = ( )
? 90 il. G 111849 r 90 = E%
] - =
| 5 R
: | | e
o, | e
904 A 563 "y 904G .59 .
= 31 A?%q = ﬁm Iiﬂﬁp
-1@. ) 0 90 180 -180 D-E% 0 90 180 -180 -0 0 90 180
Phi Phi Phi

3vra 02.ps




PROCHECK

Page 2

Ramachandran plots for all residue types
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Ramachandran plots for all residue types
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Asn (72)

Chi1-Chi2 plots
3vra

Arg (124)
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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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Met (66)

Chi1-Chi2 plots
3vra

Lys (144)
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Main-chain parameters
3vra

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

g 80 @ 20

g g

B 60 S 151

1S B

£ 3

Q40 S 10+

3 3

8 2- £ s

G 0]

[}

-08) T T T T T I T T T T T 1
& 10 15 20 25 30 35 40 10 15 20 25 30 35 40
° Resolution (Angstroms) Resolution (Angstroms)

78' Measure of bad non-bonded interactions 20,0 d. Alpha carbon tetrahedral distortion

8 60- @17.5—
o
S $ 1251
= 40- =
g 8 100
0 30+ g
g 5 75-
= i )
g 2 ? 5.0
8 1 g 25
N
10 15 20 25 30 35 40 10 15 20 25 30 35 40
Resolution (Angstroms) Resolution (Angstroms)
20 e. Hydrogen bond energies 10 f. Overall G-factor
3
S
]
3
5 <]
O -
g 8
& )
e
e
@
°©
5 201
10 15 20 25 30 35 40 10 15 20 25 30 35 40
Resolution (Angstroms) Resolution (Angstroms)
Plot statistics

Comparisonvalues  No. of
No.of Parameter Typicd Band  band widths

Stereochemical parameter datapts  value vaue  width  from mean

a %-tageresiduesin A, B, L 1962 79.1 55.3 10.0 24 BETTER
b. Omega angle st dev 2280 75 6.0 3.0 05 Inside

c. Bad contacts/ 100 residues 74 3.2 30.9 10.0 -28 BETTER
d. Zetaangle st dev 2096 22 31 16 -0.6 Inside

e. H-bond energy st dev 1430 0.9 11 0.2 -1.3 BETTER
f. Overall G-factor 2288 -0.3 -1.0 0.3 22 BETTER
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Side-chain parameters
3vra
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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 324 222 313 6.5 -14 BETTER
b. Chi-1 trans st dev 608 21.3 29.7 53 -1.6 BETTER
¢. Chi-1 gauche plus st dev 830 20.7 284 4.9 -1.6 BETTER
d. Chi-1 pooled st dev 1762 215 29.2 4.8 -1.6 BETTER
e. Chi-2 trans st dev 517 255 28.2 5.0 -05 Inside

3vra 05.ps



PROCHECK
Page 1

Residue properties
3vra

a. Absolute deviation from mean Chi-1 value (excl. Pro)
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5 a0 b. Absolute deviation from mean of omegatorsion
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Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

33 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130

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

d. Secondary structure & estimated accessibility

g s— NN\ = /8RR AN, AN

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

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

AQYKV I DHAYDVV | | GAGGAGL RAAMGL GEAGFKTAVVTKMFPTRSHT TAAQGG | NAAL GSMNPDDWKWHFYDTAKGSDWL GDONAMHY L TRNAVEAVTE

f. Max. deviation (see listing)

g. G-factors
Phi-psi . T ] ] T
AT, e T e ST e
Gmege " ot -1 S8 MERSmms-smea-msmE" R mmmmmmes H En"“mmmmn
Dihedrals  [(TTTT T TI T T T T T T T T LT T O T TP T T T T T T T T T T T O T LTI T T T T I T T T T T 11
MCbonds T T T T 1
MCangles [T e T e T P
Mainchain (T T T T T I I T T T T TP T  TC TTT O T T T T TP T T TP P T T T TTTTITT I IT I TT
Overall GO T T T T T e T e T T T T T T T T e L T T G T I T L T T I T I LT LTI T 1]
33 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130

3vra 06.ps



PROCH

Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.
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Residue properties
3vra

a. Absolute deviation from mean Chi-1 value (excl. Pro)
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40
20

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

” b. Absolute deviation from mean of omegatorsion

32
24
16

8_

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

c. C-aphachirality: abs. deviation of zetatorsion

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

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

d. Secondary structure & estimated accessibility

= ™ N\ e e S e

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
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Residue properties
3vra

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

% 100
% 80 -
g 60
8 401
< 20
o
233 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
E
£ 24
2 16
o 8
£
O 233 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

233 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330

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

d. Secondary structure & estimated accessibility

e AV s | A fep AR

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

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

A
IVATGGYGRAY FSCTTAHMNTGDGTALATRAGIALEDLEF I QFHPTGI YGVGCL | TEGSRGEGGFLVNSEGERFMERYAPKAKDLASRDVVSRAET | EIM

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

80
60
40 -
20

Chi-1 abs. mean dev.

333 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430

40

Residue number
b. Absolute deviation from mean of omegatorsion

32
24
16

8

Omega abs. mean dev.

333 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

333 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430

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

Tt ERAD T o———— | ——

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

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

BAR AABAAAATE ARFAFAAABAABAARAAA — AAMAAAABIAAAATIAAR AREA
T T T T T T T T T T T T T T T T T T T T
EGRGVGPEKDH | YLQLHHL PAEQLHQRL PG| SETAK | FAGVDVTKEPI PV I PTVHYNMGGI PTNYKAQV | KY TKEGGDK | VPGLYACGECACHSVHGANR

f. Max. deviation (seelisting)
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Residue properties
3vra

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

% 100

% 80

£ 60

g w0

< 20

o

433 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525 530

Residue number

5 a0 b. Absolute deviation from mean of omegatorsion

E

£ 241

£ 16-

® 81

S

O 433 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525 530
Residue number

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

g

E o

g 4

N

433 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525 530

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

BAAAAAFAAA H_AAAAAAAAAAAATTE EAABAAAAAAAAAABIAAAR BEAAAAAARRIAAAAAAT
T T T T T T T T T T T T T T T T T T T T
LGANSLLDAVVFGRACSINIKEELKPDEK | PELPEGAGEES I ANLDAVRYANGDVPTAELRL TMQKTMQKHAGV FRRGD | LAEGVKKMMDL SKELKRLKT

f. Max. deviation (see listing)

£ aras t
Lnamras reeweensgaenante gty g g e e ey wepany e o8 ey s Tegeede peengetay
g. G-factors
Phi-psi O ] ] 1] ] ] T
s 2 RS 2 T L R e
Omega ™ ol it SRR AR SRR CEEE “EEEE" ot 1
Dihedrals [T T T T T T T T T T e T T I T T T T T T P T I T T T T I T T IR 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
MCangles [T T T e
Mainchain [T T T T T[T T I I T I LI T T LT L L LT T L L LT L L L T LT T L L L L LT T L T L L L L T L T L L LT T I LT LT L LT LT T LTI
Overall \‘\H\\H\H\\‘H\H‘HHHHHHHHH\H\H\‘H\\H\H\‘\HH‘\HH‘HHHHH‘HH\‘H\H‘HH\‘HHHHH‘H\
433 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525 530
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Residue properties
3vra

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

% 100
% 80
£ 60
g w0
< 20
o
533 540 545 550 555 560 565 570 575 580 585 590 595 600 605 610 615 620 625 630
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
E
£ 241
£ 16-
® 81
S
O 533 540 545 550 555 560 565 570 575 580 585 590 595 600 605 610 615 620 625 630
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N

533 540 545 550 555 560 565 570 575 580 585 590 595 600 605 610 615 620 625 630

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

d. Secondary structure & estimated accessibility

M\ = s e

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

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

Al
TDRSL IWNSDLTESLELQNLMLNATQT | VAAENRKESRGAHARDDFPKREDEYDY SKP | EGQTKRPFEKHWRKHTL TKQDPRTGH | TLDYRPV I DKTLDP

f. Max. deviation (see listing)

g. G-factors
Phi- ] ] qF H ] [ [l L
gﬁi%éﬂ;czmq‘::ﬂ\ HZiH B [ 7%”‘ 7ﬂH H Hﬂ:\\\ HZiii
Omega ii\ [ [ [T H::I HH:H Hwﬂ:h\\ I]::H::Ii T ETET
Dihedrals [T T T I T T T T T T T T O T T T T T T T T T T T T T T T o W T T T T I T T T T T T T T T I 1T
VeSS FTH T TR
Mainchain (T T T T T I T T T C T T TP T TP T  TP TTTT TTTTP P  T  TTIT I T I  T TITTTITTT
Overall T T T T T T T T T T T T I T T T T T T T T T T A R T T LT T T T T T T I T T T T T T T T T T T I ITTTTTTTIT]

533 540 545 550 555 560 565 570 575 580 585 590 595 600 605 610 615 620 625 630
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Resid t -
3vra
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 20
o
633 640 645 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
E
£ 241
£ 16-
81
S
O 633 640 645 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N
633 640 645 40 45 50 55 60 65 70 75 80 85 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

= . -

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

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

AAAAAANTIAAAAAAA /\/\/\/\/\/\/\/\/\/\/\/\N_I_I/\/W\J_I/\/W’_IT EA AARTFAL
T T T T T T T T T T T T T T
AEVDWI PPI I RSY KRIKTFEI YRFNPEEPGAKPKLQKFDVDLDKCGTMVLDAL | KIKNEVDPTLTFRRSCREGI CGSCAMN I AGENTLAC

f. Max. deviation (see listing)

+ ++ + + * * + + o+
* % * ok x * ok kg * % * % ok x

g. G-factors
Phi-psi . | [ 5 [T T
G ROEES  CECRETETR el e
Omega " (] it BSS HS " JENEECREENESHEL | " “EEEN NN EEE-HSEE '
Dihedrals [T R AT T T T T T T T T T T T T T T T T e T T A T
VESSS  [ETHTTD O S
Mainchain  [TTTTTITTITTT] 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
Overall [T TITTTT] T T T T T T T T T T T T I T T T T T T TT A T I T IT T ITTTTTTITTTITTT]
633 640 645 40 45 50 55 60 65 70 75 80 8 90 95 100 105

3vra 06.ps



PROCHECK

Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

Chi3 & chi4
8 SERA"E

mega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

=
o
o

80
60
40 -
20

40
32
24
16

Residue properties
3vra

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

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

b. Absolute deviation from mean of omegatorsion

8_

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

c. C-aphachirality: abs. deviation of zetatorsion

N B O

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

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

d. Secondary structure & estimated accessibility

=== L/ O U e

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

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

AA
ICNIDQNTSKTTKIYPLPHMFV I KDLVPDMNL FYAQYAS | QPWLQKKTK INLGEKQQYQS | KEQEKLDGLYEC| LCACCSASCPSYWWNADKY LGPAVLM

f. Max. deviation (see listing)
+ * 4+
* 4 * +F kx4 + o+

+ + * 4 +
SRk kg Kk Kkkk Kk pyppry 4k +
kKK KKk AK KA kKK AXKAXK Kk *

g. G-factors

3vra 06.ps




PROCHECK

Resid ti o
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 80
£ 60
g w0
< 20
o
210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 40 45 50
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 327
£ 24
£ 16-
P 8-
£
O 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 40 45 50
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o)
% 8
e 6
g 4
22
S
210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 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
D e AR e CAAARR
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAA ABBEAAAAA AABAAAA AAA ;
QAYRWI | DSRDDSAAERLARMQDGFSAFKCHT IMNCTKTCPKHLNPARA | GE I KMLL TKMKTKPAPL PTPAN EKTP I QUWWVGADY LMRQRA
f. Max. deviation (see listing) .
+ 4 *
Cot e B e rame e nnde s el Dol
g. G-factors
Phi-psi . I W T TR T [ 1 N |
A R P Ny i
Gmega - "+ - tiab bt SREER"E" H et m it
Dihedrals  [(TTTT T TI T T T IO T I I I T TR T T T T P T T P T T T T T T T T T T T e T TTTITTTITTT T
ek A ERENSRMENBNSENERBNSSSEASNSESEESRSESSNSNSRSERERSRSENESEESEEEREEN EHHHHHHHHHS
Mainchain (T T T T T T T T LTI T T T TP T T TP T T T T TP T T T I I TTT] T I T ITTTIT]
Overall [T T T T o e L O T L T T T T e L L ] EEENEENEEEENEENENN]
210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 40 45 50

3vra 06.ps




PROCHECK

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

40
32
24
16

Omega abs. mean dev.

Zeta abs. mean dev.
N A OO

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Page 10

Residue properties
3vra

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

52 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

52 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

52 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

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

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

‘ ‘ ‘ ‘ ‘ : AABIA /\/\/‘\/ﬁ_l/\/‘\/\/\/\/\/‘ﬂ_l_l/\ H_AAAAAABAAAAAAAAAAAAAAA ‘/\/\/ﬂ/‘\ AAARIA
LKRPIAPHLT I YKPOMTWMV SGLHRVTGCAMAGTLL | GGVGFSVLPLDFTTFVEFIRGLGI PW I LDTFKFI |AFPIAFHTLNGI RFI1GFDMAKGTD | PS

f. Max. deviation (see listing)

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

g. G-factors
] [ ] [ [
Eotid e il L E o ELE S
BomEtmm o mannan " Sams
T S T T T T T T T T T 1T T e e e T T T T T T T T T T T T T T T T e
I T A A T T T A T T T T T T T A
A e e e e e e e e e e e e e e e T e T A T e e e 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 I T T T T T T T
OO T T T R L T T T T T T e o T T L T e T L LT T T L T T T T T T T
52 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150

3vra 06.ps




PROCHECK

Resid t .
3vra
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
g 80
£ 60
g w0
< 20
6 I- T
160 165 170 175 180 185 35 40 45 50 55 60 65 70 75 80
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
E
£ 241
£ 16-
® 81
S
O 152 160 165 170 175 180 185 3 40 45 50 55 60 65 70 75 80
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

35 40 45 50 55 60 65 70 75 80

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

152 160 165 170 175 180 185

d. Secondary structure & estimated accessibility

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

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

I YRGAYLVLGLAAL | SLAVVVYPRWERHKKATLPT TSAAVTGAAPPQFDPI AAEKGFKPLHSHGTLFK | ERY FAAAMVPL | PAAY F I HGR
f. Max. deviation (see listing) .
+ 4 +
I S e e . e .. o,
P S S S &+ S 6 4% + 4 44 K % KX kkgkk Rk ppxkx 4k 4 ko4 kg kg
g. G-factors
i-psi M N
U U R Y SR S R LS
Ch3Wia AENAENEEEEEEEEN| ‘ EERERENEEEN
| chi
mege " EECH BT H e MR E'EE ENES EESE mAEE" e
Dihedrals [T T FEFTTE T T TTTTT T [T R TTTE ] CEiTAERASERANERNNREAD AANNAA RRANSAARENRRANEE ARRINNEE|
MC bonds [T e e T
MC angles [ I A
T i A B M W W W W W T O T E T T
Oveal  [ECECTERLITEC P [TTTITTR TR TR IS SEEENNNNNNNEEENEES NN)SENSEENNINNINEEEENANN NN REE)
152 160 165 170 175 180 185 35 40 45 50 55 60 65 70 75 80

3vra 06.ps




PROCHECK
R ) d t Page 12
3vra

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

o

g 80

£ 60

g w0

< 20

o

83 90 95 100 105 110 115 120 125 130 135 140 145 150 155 40 45

Residue number

5 a0 b. Absolute deviation from mean of omegatorsion

Hp

£ 24

2 16

o 8

£

O 83 90 95 100 105 110 115 120 125 130 135 140 145 150 155 40 45
Residue number

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

g

E o

g 4

N

83 90 95 100 105 110 115 120 125 130 135 140 145 150 155 40 45

Residue number Highlighted residues are those that

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

QYOO AEAANANNNNNBRN— e

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

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

T T T T T T T T T T T T T T T
EMDLCLALALTLHVHWGVWGVVNDYGRPFVLGDTLAAAVRVGAY | FTACLLAGLLYFNEHDVGL TRAFEMVWEL AQYKVIDHAYDVVI IG

f. Max. deviation (seelisting) .
+ + + +5

st ey g oafee g e et T BT e e ety ey 2D s Lt

g. G-factors
i PR RS i T
Omege " a1 RRA" “EE A EEE R - "REaEE e SNRE
Dihedrals T T T T T T T T T TS T R B T T T T T T T T T T T W T T T T T [TTTIIT I I
S R S A EMSEEESSEESSEEESSESESSSEESSSEE BESESSSEESSEEESSSEESSSEESSSEESEEE aRSNRRREEEEERERE
Mainchain [T T T T T I T T I I I I I I I LT T L L LT T L L R T L L L LT T LT LI L I I LTI T T T T T] [T TITITITITTITT]
overall [T T T T T T T T A T T I R T L T T

83 90 95 100 105 110 115 120 125 130 135 140 145 150 155 40 45

3vra 06.ps




PROCH

Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

Chi3 &
Omega

Dihedrals [

MC bonds
MC angles

Mainch

Overall

=
o
o

B e T R P

ECK
Page 13

Residue properties
3vra

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

80
60
40 -
20

49 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145
Residue number

” b. Absolute deviation from mean of omegatorsion

32
24
16

49 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

49 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145

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

d. Secondary structure & estimated accessibility

AT AN MNANNANEE R

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

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

+ +*x ++
4ok kkky kggk kg Kk ik
AR AKKRAKKR KKK AKFAAKKK KKK AKKRA *

Khkkkkkhkkkhk Kk khkk Kk * k% * ok * Kk * * ok ok Kk * kK K

chi4

ain

3vra 06.ps




PROCHECK
Page 14

Residue properties
3vra

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

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

” b. Absolute deviation from mean of omegatorsion

32
24
16

8_

Omega abs. mean dev.

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

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

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

d. Secondary structure & estimated accessibility

T A ANY o o me————

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

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

YQRSFGGQSNNYGKGGVAKRTCCVADRTGHSMLHTLYGNSLRCHCTFF | EYFALDLLMDKGRCVGV | ALCLEDGT | HRFRSKRT | VATGGYGRAYFSCTT

f. Max. deviation (see listing)

g. G-factors

i [ [T HEN RN [
A TR e HHL T i

mega tttthu::ld[tud[ll hhhl li[ttl[l[u [ I RN ::l[l::d[u B
Dihedrals [T T T W [ [T TR 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 I T T I T T T
MCbonds T T T T T T T
MCangles [T T e e e P P
Mainchain (T T T T T T T T T LTI T T O T TP T T T T T TP T T T TP T TP T T T T T T I T T
Overall [T T T T T T T T T T T A T T T I T T T T T T T T T T T T T T T T T T T TT

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

3vra 06.ps



PROCHECK
Page 15

Residue properties
3vra

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

249 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345
Residue number

” b. Absolute deviation from mean of omegatorsion

32
24
16

8

Omega abs. mean dev.

249 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

249 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345

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

d. Secondary structure & estimated accessibility

D\ /e e e\

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

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

ANANA A AAARIAA A ‘ ‘ : /‘\N_H/\‘ : : NTI/\/\/\/\/‘WWJTI/\/\N_I/‘\/\/\/\NTI_V\/\/\/‘\/\/\A H_A BAAAAAAAAR
AHMNTGDGTALATRAGIALEDLEFIQFHPTGI YGVGCL | TEGSRGEGGFLVNSEGERFMERYAPKAKDLASRDVVSRAET | EIMEGRGVGPEKDH I YLQL

f. Max. deviation (see listing)

+ * 4 + + * * * * ok x 4 +*
* ok ok ok * ok x * % * ok * ok x

g. G-factors
Phi-psi . 1 [T W] T
A, TR TV PRI U R L P P
Omega [T I:::H [T i:t:j [l H \H i::l M HI:H
Dihedrals T T T S T T T B T T T T e T T T T R T
MCbonds T T T T T T T T 1
MCangles [T T e T e P P P
Mainchain (T T T T T I I T T T T TP T I T T T LT P T TP T T T TP T TP TP T TP T
Overall T T T T T T T T T T T T T T I T LTI T T T T e T T T T T T T T I T T T T T I T I T T I T T T TTITT T
249 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345

3vra 06.ps



PROCH

Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

Chi3 &
Omega

Dihedrals  [T1

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

Mainch

Overall

=
o
o

Cithy DT T EE] H R

ECK
Page 16

Residue properties
3vra

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

80
60
40 -
20

349 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 445
Residue number

” b. Absolute deviation from mean of omegatorsion

32
24
16

8

349 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 445
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

349 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 445

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

d. Secondary structure & estimated accessibility

CANRAAT T it | e———AY

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

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

AAAAABANAAATINA ABIAAAAARE ‘ : ‘ I WAAABAAAAAAAAAA 4 : AAANFEAA ABA BAAAARIAAAA
HHLPAEQLHQRL PG| SETAK | FAGVDVTKEPI| PV I PTVHYNMGG | PTNYKAQV | KY TKEGGDK | VPGLYACGECACHSVHGANRLGANSL LDAVVFGRAC

f. Max. deviation (see listing)
45

++
+ o+ .. * % + * + + +* +  ++
KRk pddd 4k gk g TH4Nppx kK kk Kk kx gk * % g% 4k 4 x4y R K pp KA KKK PP

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

o SEeEER

ain - [T]

I I
I I
\ \
I I
I [T
349 355 3

3vra 06.ps




PROCH

Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

=
o
o

ECK
Page 17

Residue properties
3vra

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

80
60
40
20

449 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525 530 535 540 545
Residue number

” b. Absolute deviation from mean of omegatorsion

32
24
16

8

449 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525 530 535 540 545
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

449 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525 530 535 540 545

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

d. Secondary structure & estimated accessibility

AAAAAARIA AAA
SINIKEELKPDEK | PEL PEGAGEES| ANLDAVRYANGDVPTAELRL TMQKTMQKHAGV FRRGD | LAEGVKKMMDL SKELKRLKTTDRSL IWNSDLTESLE

+ +
* ++ * * 4+ * 44 *
+  ** *x T e T A T T T e o
Kok kk kkkkk K Kk kkk KAk Ak h KKKk KRRk KKK KR Ak kKKK Kk Kk Kk KKk

+ * + +
Kk g Kk Kk ok kxk x4 4 4 + Lxx *
Kk KA KKK KKK KKK KK KKKKAKE KKK KK Kk Kk KKK *

g. G-factors

Phi- [
iy, oI e L TR e i

mega R H:H:h:l Hi\ t:h]j\\\\t::] ETE HHII\IIIﬁ\ [N
Dihedrals [T T T T I T BT T T T T T T O e T T T T T T T T T T T LT T T T T T T I T T
MCbonds (T T T T T T
MCangles [T e e P P T T T
Mainchain [T T T T T T T T T T T T T T TP T T T P T T TP T T T T TP T T TP T I I T T
Overall T T T A T T T e T T T T T e T LT T T T T T T T T T T T T T T T T T T T T T T T IT T I T I T T T ITTTTT]

449 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525 530 535 540 545

3vra 06.ps




PROCHECK
Page 18

Residue properties
3vra

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

549 555 560 565 570 575 580 585 590 595 600 605 610 615 620 625 630 635 640 645
Residue number

” b. Absolute deviation from mean of omegatorsion

32
24
16

8

Omega abs. mean dev.

549 555 560 565 570 575 580 585 590 595 600 605 610 615 620 625 630 635 640 645
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

549 555 560 565 570 575 580 585 590 595 600 605 610 615 620 625 630 635 640 645

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

d. Secondary structure & estimated accessibility

B 1 o

AA|
LONLMLNATQT | VAAENRKESRGAHARDDFPKREDEYDY SKP | EGQTKRPFEKHWRKHTLTKQDPRTGH | TLDYRPV I DKTLDPAEVDWI PPI | RSY

f. Max. deviation (seelisting) .
+ 4 + *

e LRI Lt thrnrr e prareedeenee oy b T e ey

g. G-factors
Phi-psi I R T 1] F [NEN ] 1] ]
gﬁ%’éﬂi:m i ﬂ F\ ﬂ \F i H H_H:”#”
Omega I o e | e | RRREE" SRR CHEEET R EET"EtEE
Dihedrals [T T T T I T T T I T I T T T e T T T T T T T T T T T T T TR T T T T T T R TR T
MCbonds [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 T
Mainchain [T T T T T[T T I I I I LI I T I T LT L L L T L L L L L L LT LT L L LT L L LT T I T T I LT L L L L T I L LT T T L LTI T]
Overall HHH\‘\\HHHH‘\\H\\HH‘\\\H‘\HH‘H\\-HH‘H\H‘\\H\‘HH\‘\\H\‘HH\‘\\H\‘\HH‘HHHHHHHH

549 555 560 565 570 575 580 585 590 595 600 605 610 615 620 625 630 635 640 645

3vra 06.ps



PROCHECK
Page 19

Residue properties
3vra

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

33 4 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130
Residue number

” b. Absolute deviation from mean of omegatorsion

32
24
16

Omega abs. mean dev.

33 4 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

33 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130

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

d. Secondary structure & estimated accessibility

) e A = e — =

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

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

Al
KRIKTFEI YRFNPEEPGAKPKLQKFDVDLDKCGTMVLDAL | KIKNEVDPTLTFRRSCREG| CGSCAMN I AGENTLACICNIDQNTSKTTKIYPLPHMFV |

f. Max. deviation (see listing)

FHEpp4R g pRE kR gk
kKKK KKK KRR KKK kKKK KK

g. G-factors
Phi-psi . [T [ [T e [T T 1
e ed el e e el e e il B S 2
o e hh aCmmfSE NsC EEASENEESEESE MOSESORCEESENS®C NS SammmEs M mmmmsstm N
Dihedrals  [(TTTT T T T T T T T T T I T T T T T I T T T I T T e T T T T T T T T TR T T T T LT T I T T T T
Mgtxmds T A T T T T T A T T T T A M A I H [T
angles [T T T P e e [T
Mainchain [T T T T T T T T T T T LT T T T T LT T TP T T T T T T T T T T T T T T T T T T T T T T
Overall O T T T T T e e T T T T T o T e T LT e T T R T T T T T L TR T LT T T T
33 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130

3vra 06.ps



PROCH

Chi3 &
Omega

Dihedrals [T

MChbonds |
MCangles |

Mainchain |

Overall

ECK
Page 20

Residue properties
3vra

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

% 100
% 80
£ 60
g w0
< 20
o
133 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
E
£ 24
2 16
o 8
S
O 133 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N

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

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

d. Secondary structure & estimated accessibility

b—» AN P Y & A A

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

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

AFIA
KDLVPDMNL FYAQYAS I QPWLQKKTK I NLGEKQQYQS | KEQEKLDGLYEC| LCACCSASCPSYWMADKY LGPAVLMQAYRWI | DSRDDSAAERLARMQD

f. Max. deviation (seelisting) .

; ; . \

* + * + * + * 44 +* * ++
A

T ER
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Residue properties
3vra

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

& 100
% 80 -
g 60
8 401
< 201
o
233 240 245 250 255 260 265 270 275 280 40 45 50 55 60 65 70
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 32
£ 24
2 16
o 8
£
© 240 245 250 255 260 265 270 275 280 40 45 50 55 60 65 70
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
RS
S
233 240 245 250 255 260 265 270 275 280 40 45 50 55 60 65 70
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
TR A AL e SRR
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAA
GFSAFKCHT IMNCTKTCPKHLNPARA | GE | KMLLTKMKTKPAPL PTPAN EKTPI Q\‘/\NGND\‘(LMRQI‘?ALKRI‘DIAPHLT I YKPQMTWMV SGL
f. Max. deviation (see listing)
g. G-factors
Phi-psi . HI:: [ T TR T 1 H ]
gﬁi%'éﬂiz,4 N H H:”#*#* EERE T H ﬂﬁ
Cmege " El Tt i ENEMRESNRERERS" CEE i et o]
Dihedrals [ TT T T T II T IO T TT I TOT T T T T T T T T 1T T T T [EEEREEEEEEEEEEEEE S NN EEE NN
MCbonds T T T T T T T T T T A I
MCangles [T T T T P T T T e e e T A T A T T
Mainchain [T T T T IT T T I T T T I TP I I T I TT1] T T T T T T T T T T T T T I
L0 1 o T B O T I L T LT T R T LTI
233 240 245 250 255 260 265 270 275 280 40 45 50 55 60 65 70
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=
o
o

80
60
40
20

Chi-1 abs. mean dev.

40
32
24
16

Omega abs. mean dev.

Zeta abs. mean dev.
N A OO

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

Page 22

Residue properties
3vra

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

75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170

Residue number
b. Absolute deviation from mean of omegatorsion

75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

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

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

d. Secondary structure & estimated accessibility
NN G=N 2\ ONONAANVANANANA

ANNAANAAA

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
HARA /\/\/\N_I_l/\/\N\/\/\/\N_I/\ BEAAAAAAAAAAAAAAAAAAAAAA ABAAA AAAAAAANBABAAR

T T T T T T T T T T T T T T T T T T
HRVTGCAMAGTLL | GGVGFSVLPLDFTTFVEFIRGLGI PW I LDTFKF | IAFPIAFHTLNGI RF I GFDMAKGTD | PSIYRGAYLVLGLAAL | SLAVVVYP

f. Max. deviation (seelisting)
4+

+ sF i Feent ¥ *+:+ o B+ + ++: +HHE R g +++ + ++5 4+ +++ r*+ * 4o+ *:***r::

g. G-factors
[ M

e T e e Y T e
H NH MANE EEEENE" WESEE U EE EEEES B mEs ] ENEEEEE 5N EE
T T T T 1T T T T T T T T e e T T T T T T T T e T T T T T T T
R L B B B B B B M A N B A MM E M B R R R B 2
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 T T T T T
O T T T T T e T e T [ T L T T T T T T T L T T T T T T e
75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170
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Residue properties
3vra

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

% 100
g 80
£ 60
g w0
< 20
o
175 180 185 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
E
£ 24
2 16
o 8
£
O 175 180 185 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

175 180 185 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

————  H A A NZRVANNANNN

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

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

A AAA
RWERHKKATLPT TSAAVTGAAPPQFDPI AAEKGFKPLHSHGTL FK | ERY FAAAMVPL | PAAY FI HGREMDLCLALAL TLHVHWGVWGVVN

f. Max. deviation (see listing)

+
*
*

Dihedrals

MC bonds
MC angles

Mainchain

Overall

[T

H H

[T [T

[ [Tl
175 180 185 35 40 45
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Residue properties
3vra

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

& 100
% 80
£ 60
g w0
< 20
o
106 115 120 125 130 135 140 145 150 155
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g 327
£ 24
8 161
® 81
£
O 106 115 120 125 130 135 140 145 150 155
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
§ 8
e 6
g 4
22
S
106 115 120 125 130 135 140 145 150 155
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
B RNAANANANAAN A G——
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
BE_AAAAN WAAAAAAAA A ‘ AAAAAATEE BAAAAAAATR
DYGRPFVLGDTLAAAVRVGAY | FTACLLAGLLYFNEHDVGL TRAFEMVWEL
f. Max. deviation (seelisting)
*5 5 + +
crnfo g Hner e Tt
g. G-factors
Ave
Phi-psi . -0.82
ey AR i afiE, 2 i @:8:29
Chi3 & chi4 HH I | [ 1] 0.26
mega [ [T [0 [T [ I 1] [ -085
Dihedrals [T TIT T T T T T T IO T T T T IIT T T T T T T T T T T T [1-0.70
MC aes  EHHHHEAHRHA AR AR AR FFAFAFRFAAA 83
Mainchain [T T T IT T T T T T T I TIIT T IT I IT I IITIITIITITT] 0029
L0 T o o 1
106 115 120 125 130 135 140 145 150 155

3vra 06.ps
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C-N
(Pro)

Main-chain bond lengths
3vra

C-N
(except Pro)

PROCHECK

146 150 154

134 1.38 142

145 149 153

- (@] [92]

Lo © )

— — —

|_/ [{o] S [©)]

S g [ S S

<>
R Q% ¥ 00 g
— — LI = S — —
5 Z§

o N~ - % [} —

L F % <

— — ~ —

3 3 &

— — —

o S %

— — —

Aouanbai4 Aouanbai4 Aouanbai4

N ()] —

< LD ©

— — —

[o] n N~

Lo L0 )

o — o= L N
““““““““““““““ *m Qs ;ﬂ QB 2 S
“““““““““““““““ =i %@\‘111111111‘1111L <g | 0 T N_mﬁ.\"l‘lllllllllll

o ~ 0= o

LD < < L

— — —

19 | < K

— — —

N [e)] —

N & <

— — —

fousnbai4 fousnbai4 fouenbai4 fousnbai4

Q o o

- © ©

— — —

(o] (o] (o]

Lo _ ) — >

— >l — Bd \\\\\\\\\\\\\\\\\\\\\\\\\\ —

o QO N O L

3 &3 Lk 0%

\ O © [t e E L LR \ A_n_lu — Z~ e

o] a [e0] C” wwwwwwwwwwwwwwwwwwwwwwwwwww Q

ln/_ ~ 4 ~ ) |

— — —

X 3 S i

— — —

S S S

— — —

Aouanbai4 Aouanbai4 Aouanbai4 Aouanbai4
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ps

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
101 106 111 116 121 126 101 106 111 116 121 126 101 106 111 116 121 126
O-C-N O-C-N C-N-CA
(except Pro) (Pro) (except Gly,Pro)
> oy oy
& & o]
> >3 >
g 8 8
LL LL L
108 113 118 123 128 133 107 12 17 12 17 12 106 111 116 121 126 131
C-N-CA C-N-CA CA-C-O
(Gly) (Pro) (except Gly)
> oy oy
& & o]
> >3 >
g 8 8
LL LL L
105 110 115 120 1% 1%0 107 12 17 12 17 12 105 110 115 120 125 130
CA-C-O CB-CA-C CB-CA-C
(Gly) (Ala) (e, Thr,va)
o) oy oy
& & &
> >3 >
g 8 8
LL LL L
105 110 115 i%iéS 130 95 100 105 1'*0> 115 120 94 99 104 109 114 119

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

Freguency

Freguency

88

Black bars> 2.0 st. devs. from mean.

T
93

98 103 108 113

Frequency

Frequency

Frequency

3vra

N-CA-C

(except Gly,Pro)

96 101 106 111 116 121

100 105 110 115 120

N-CA-CB
(therest)

100 105 110 115 120

Frequency

Frequency

Page 2

7 102 107 112 117 122

N-CA-CB
(lleThr,vVal)

9% 101 106 111 116 121

Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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RM S distances from planarity
3vra

ASP

0.00 001 0.02
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LL
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20

0.04
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HIS

GLU

GLN

i .

0.04

0.00 001 0.02 0.03

l

20

0.00 0.01 0.02

20

0.04
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000 001 0.02
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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.
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