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Ramachandran Plot
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Plot statistics

Residues in most favoured regions [A,B,L] 1598 81.4%
Residues in additional allowed regions [a,b,l,p] 336 17.1%
Residuesin generously allowed regions [~a,~b,~l,~p] 23 1.2%
Residues in disallowed regions 5 0.3%
Number of non-glycine and non-proline residues 1962  100.0%
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
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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

pdb3vr9

lle (150)
180+ 180
90 90
E A 501 01
£588
[ |
-90- -90-
. T T T T T T T
180 90 0 90 180 -180 90 0 90 180 -180 -0 0 90 180
Phi Phi Phi
180 Met (66) 180 180
__E] —
B J
Ug: [
90 90 90
£ 0 % 0 0
[ |
-90- -90- -90-
T T T _. T T T T T T
180 90 0 90 180 -180 -90 0 90 180 -180 -90 0 90 180
Phi Phi Phi
Ser (86) Trp (36)
180
i 51% it
Eﬁé
90 D!g n 90
|| [
g - 0 L
0 04 [ [
g e = %
¥
-90- -90-
A 629
[ |
180 90 0 90 180 -180 -90 0 9 180 -180 -90 0 90 180
Phi Phi Phi

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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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
pdb3vr9
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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
pdb3vro
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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 1962 814 66.3 10.0 1.5 BETTER
b. Omega angle st dev 2280 7.2 6.0 3.0 04 Inside

c. Bad contacts/ 100 residues 36 16 20.2 10.0 -1.9 BETTER
d. Zetaangle st dev 2096 21 31 16 -0.7 Inside

e. H-bond energy st dev 1433 0.8 1.0 0.2 -1.1  BETTER
f. Overall G-factor 2288 -0.2 -0.8 0.3 20 BETTER
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Side-chain parameters
pdb3vro

a. Chi-1 gauche minus b. Chi-1 trans
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Resolution (Angstroms)
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 320 21.8 27.3 6.5 -0.8 Inside
b. Chi-1 trans st dev 637 212 26.5 53 -1.0 Inside
c. Chi-1 gauche plus st dev 805 20.6 25.1 4.9 -09 Inside
d. Chi-1 pooled st dev 1762 213 25.9 4.8 -0.9 Inside
e. Chi-2 trans st dev 522 239 259 5.0 -04 Inside
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Residue properties
pdb3vro

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

% 100
% 80 -
£ 601
8 401
< 20
o
33 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g 40
E 301
8 20-
© 10-
S
o 33 400 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 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

gl s—— NN\ 28R AN AN

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

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

: : ‘ I AAAANL A AN AAAAAAABEAAABAAAAAR _ AARINA ABRAAAAAAABIANAAAA ARIA AAAAAAAAAAAAAAAAA
AQYKV I DHAYDVV | | GAGGAGL RAAMGL GEAGFKTAVVTKMFPTRSHT TAAQGG | NAAL GSMNPDDWKWHFYDTAKGSDWL GDONAMHY L TRNAVEAVTE

f. Max. deviation (see listing)

g. G-factors
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33 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130
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Residue properties
pdb3vro

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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

6 b. Absolute deviation from mean of omegatorsion

40 -
30
20
10 A

Omega abs. mean dev.

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

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

ViR i EAAA o — — —

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

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

i ANARAARN AAAAAARL  AAATIN NTV\/\AN‘INTV\ A A AAAAABAAABNABAAABIAAAAREL A i i i i
LENFGVMPFSRTPEGK | YORSFGGQSNNYGKGGVAKRTCCVADRTGHSMLHTLYGNSLRCHCTFF I EYFALDLLMDKGRCVGV | ALCLEDGT | HRFRSKRT

f. Max. deviation (see listing)

+ + * % + + o+ +
* % * * ok x *pk Kk K * * ok *

g. G-factors
Phi [T ] [T HEEEEN m
S, P P R Y A ey e
Omega i\ \\\H:I:i H::ﬂ\\ IENRRRREESEEN H H:tI::I |
Dihedrals  [(TTT T T I T T T T T [T T T T I I T T T T T T T T T T T T T T T I T T T T T T T T LI I 1T
MCbonds T T T T T 1
MCangles [T T e P e P T T
Mainchain (T T T T T I T T T T T T TP T T TP T T TP TP T T ITTTTTTITT I ITTTT
Overall T T T T T T T T T T T T T T T T T T T T T T T T T T T I T I T T T T T T T T T T T T IT T IT ITITTTITTITIT]

133 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230
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Residue properties
pdb3vro

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

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

6 b. Absolute deviation from mean of omegatorsion

40 -
30
20
10 A

Omega abs. mean dev.

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

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

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

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

AANA W AAAAABAAAAANIA 4 : AAAARAABAAAAANL A AANEA AN A AAAIAA AR ‘ : ‘ : ‘
IVATGGYGRAY FSCTTAHMNTGDGTALATRAGIALEDLEF I QFHPTGI YGVGCL | TEGSRGEGGFLVNSEGERFMERYAPKAKDLASRDVVSRAET | EIM

f. Max. deviation (see listing)

+ + + * + * + +
* * % ok * x4 x *kpx kK * ok k kK *k ok ok x *k x *

g. G-factors
Phi-psi m I W7 B CECESEE
gﬁ%éﬂi:m H H \F:H N :H T <H H
Gmega 1l i m . T it T
Dihedrals [T T T T T T T T T T [T TR T T T e W TR LTI T T T T T T B TR T T T T T T
MG bonds [T e e A e e e e e e e
angles [ e e A A A
Mainchain [T T T T T T T T T T T T T T T T T T L T T L T T T T
Overdl (TR IR T T T T TR T LTI LT BT LR T T LT T T T TR TR T T TTTTTIT]
233 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330
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Residue properties
pdb3vro

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

=
o
o

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
Residue number

6 b. Absolute deviation from mean of omegatorsion

40
30
20
10

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

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

d. Secondary structure & estimated accessibility

. ARy mm— 5w e—

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

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

(B : ‘ : ‘ A AAAAAAANA AAAABIAAABAAAABIARIA ‘ ‘ ‘ ‘ : ‘/\/\N_I/‘ﬂ/\/\ ABA
EGRGVGPEKDH | YLQLHHL PAEQLHQRL PG| SETAK | FAGVDVTKEPI PV I PTVHYNMGGI PTNYKAQV | KY TKEGGDK | VPGLYACGECACHSVHGANR

f. Max. deviation (seelisting) .
5 5

RS TUTE S IO T TSIt T LI TR s T TUE L L OUUU S SRS F AL JOUE L TR T e si2 e SOUNIVE s 0 1 A

g. G-factors
i-psi 1] (] H T Hﬂ
gEi%émCZM H:. tiiﬁ [T fﬁ\ }<H H\ \\7 H
mega H .:ﬂi.” \HHH\ RN i H.j\ I [ Hi:. [
Dihedrals [T T T T T T T T W T T T E T T T R T T E T T T T I T EE T T T T T T T T T T T T I T R T T
MCbonds [T 1T T T T T T T T T T T T T T T T T T T T T T T T
MCangles [T e e e e T s T
Mainchain [T T T T T[T T I I I LI T T T T LT L L L T LT L L L L L T LT T LT L L L T LI T L L T L T L T L L LT T I LT T LT LT LI T T
Overall \‘\H\\H‘\H\\‘H\H‘\HH‘H\H‘HH\‘HHH\H\H\\\‘\\H\‘\H\HHH\HH‘\\\H‘\H\\‘H\HHHHHH‘HHHH

333 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430
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Residue properties e
pdb3vro

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
o b. Absolute deviation from mean of omegatorsion
g
g 401
£ 30-
8 20-
© 10-
£
O 433 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525 530
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o)
% 8
e 6
g 4
22
S
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
LGANSLLDAVVFGRACSINIKEELKPDEK | PELPEGAGEES| ANLDAVRYANGDV PTAEL RL TMQKTMQKHAGV FRRGD | LAEGVKKMMDL SKELKRLKT
f. Max. deviation (see listing)
5 + + 4+
hlede By et ol ey o Tt et e ety Bt e T
g. G-factors
i-psi H [T H [ ﬂ [T T [T 1T [ H::
gﬁi%éﬂﬁm 7# H [ [T H:fH:H H> HZiHH
mega H:H:ji: HERD H% AT ] HHH [EEEREN [ [NEERNE HH:::
Dihedrals [T T [T T T T T T I T T T T T T T T T T T T T T T T T T T T T T T T T R T T T T T T T
MCbonds T T T T T 1
MCangles [T T P P P P P T
Mainchain (T T T T I I T T T T T T TCT T LT TP T TP T PP TP
Overall [T TR e T T T L T L T L T T T T T L L LTI T L LT T 1]
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
pdb3vro

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

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

6 b. Absolute deviation from mean of omegatorsion

40
30
20
10

Omega abs. mean dev.

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
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

e\ = ai e

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

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

AAA AFIA
TDRSL IWNSDLTESLELQNLMLNATQT | VAAENRKESRGAHARDDFPKREDEYDY SKP | EGQTKRPFEKHWRKHTL TKQDPRTGH | TLDYRPV I DKTLDP

f. Max. deviation (see listing)

. s ;oo

O T L LS e SN O O ST e O S O 2 AN e O I rat e Teob s Se T ST T I

g. G-factors
L il e i et e i e
Omega = [ [ EEN 1 [T 1 HH NN t:I:jﬂ::jﬂ:Hﬂ
Dihedrals T T I T I T T T T T I T T T T T T T T T T e e [T T T T I T T P T T T T T e [T T T ]
MCbonds [T 1T T T T T T T T T T T T T T T T T T T T T T T T T
MCangles [T T T e e e e
Mainchain [T T T T T[T T I T I T T T L L LT T L L L L L L T LT T L L L T L I LT L L L L T L T L L LT T LT LI L LT LI T LTI
Overall \‘\H\\H‘\H\\‘HHHH\\‘H\H‘\\HHHH‘\\H\H\\HHH‘HHH\\H‘\H\HHH‘\H\\H\H‘HHHHH‘HHHH

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 -

pdb3vro

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 5 b. Absolute deviation from mean of omegatorsion

g 40-

E 301

8 20-

© 10-

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

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
AAAAAAAAAAAAANTL A ‘ ‘ AAAAAAAAANATARRREAAAAABNARNE BA AAAAAAN ANBAAA
AEVDWI PPI I RSY KRIKTFEI YRFNPEEPGAKPKLQKFDVDLDKCGTMVLDAL | KI KNEVDPTLTFRRSCREG| CGSCAMN I AGENTLAC

f. Max. deviation (see listing)

++ ++ + + + + + o+ ++
*ok kK * ok k * * ok

+ KKk Kk ++ +++ 4 + ++* o+ + ++*+ + o+
****************************************************************************************
Phi-psi N
Chil-chi2 ]
Chilonl |

Dihedrals [T T IO [T

MC angles

Mainchain  [TTTTTTTTTTTT]

™
Simoge " [alee il H:F:] i e o

[

[

l

Overdl  [TTTIIITIEETT] I
633 640 645 40 4
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Residue properties
pdb3vro

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

% 100
% 80 -
g 60
8 401
< 20
o
110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
Residue number
5 5 b. Absolute deviation from mean of omegatorsion
g 40
E 30
2 2
S 10
£
O 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

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

B 1 4 2 O U & el

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)

prowmr et ety e Tee T ey s Ty e et E ey e s Tt
g. G-factors
i ] [N ]
i, TR i Bt tenadiondie e e e
megn it e i e EE EmEEET T 5 E i EEaEE
Dihedrals W T T T T T A T I T T T T T T I T E T T T s T T T T T P T T T T I T B T T T T T T
MCbonds [T 1T T T T T T T T T T T T T T T T T T T T T T T T
MCangles [T T e e e
Mainchain [T T T T T[T T I I I I I LI T T T T T L LT T L L L LT L L T LT L L LT LT L T LT L T L L L T L T L L LT T I LT LT L LT LT T LTI
Overall HHH‘H\H\\H\‘\HH‘HH\H\\\‘H\H‘HHH\H\\HH‘\HH\H\\‘H\H‘H\HH\H‘\\HHHHHH\‘HHHHH
110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205

pdb3vr9 06.ps



PROCHECK

Resid ti e
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 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
o b. Absolute deviation from mean of omegatorsion
g
5 407
£ 30
8 20-
© 10-
£
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
% 8_
£ 67
G 4 -
LY
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
N\ —— AN A AN C—AARRS
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
QAYRWI | DSRDDSAAERLARMQDGFSAFKCHT IMNCTKTCPKHLNPARA | GE | KML LTKMKKAPL PTPAN EKTPI Q\‘/\NGNDY‘LMRQI‘?A
f. Max. deviation (see listing)
g. G-factors
Phi-psi ] ] HHH [ Il
gﬁ%’éﬂi:m ”fﬁiﬁ H> JH EREEE J\:\F ﬁ#‘jﬂ; T H
Omega BEmums B EEEEREEHE WA N “Hus mEmERETEES" S O iR
Dihedrals  [(TTTT T [T TT T W T LT I T TIT I W T TR T T T LT T T T T LTI T T T T T T T I ETTIT T I I TTTTT
ek R ASERERERMENBNSRSERSNSESERSNEESESSNSESSNSNSRSERERSEERS ESSSSEEREEER EHHHHHHHH S
Mainchain (T T T T T T I T T T T T LTI T T T T TP T T T T T T T T LTI T T T T TR T T T TT] T T T T ITTTIT]
Overall [T LI I L o I e LT T I T T T L LT o LT ] O T IIIIT0]
210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 40 45 50

pdb3vr9 06.ps




PROCHEC

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

50
40
30
20
10

Omega abs. mean dev.

Zeta abs. mean dev.

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

K
Page 10

Residue properties
pdb3vro

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

52 60 65 70 75 80 85 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 8 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
ANANANAAANANAN AN ==\ SAVAVAVAA Ay
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

‘ ‘ ‘ ‘ HAAAA A AANA A AARAARRAAAAAANEA W ‘ : ‘ ‘ : CAATEA ‘
LKRPIAPHLT I YKPOMTWMV SGLHRVTGCAMAGTLL | GGVGFSVLPLDFTTFVEFIRGLGI PW I LDTFKFI |AFPIAFHTLNGI RFI1GFDMAKGTD | PS

f. Max. deviation (see listing) .
+4
Prrrrro. p sty s fre bl s Bt et e et ey T e vy ey
g. G-factors
HEE |l Hm [ 1T |
:H H \F: F\i\. :H [ \\\7 H:H H H } ﬂH:7
:H:77[. [ i [T .:H::. HH:HH\ HH [1 [1 [ i H:.
[T T T T T T T I T T T T T T I T T T P T T o i T T o e T T TR T T R I T I T I T T T I T I T T T
[T T T T T T T T P e e T e e P e T P T P P T T P P P T P P P T P P T T P P T P P T P I T
A e T e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e
[T I I I I T I T T T T I T T T T T T T T I T T T I T T T I T T T T T T T T T T T I T T I I I
CECCC T T T [T TP [T T TR T TR B T T B B LT TR [T TR 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
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PROCHECK

Page 11

Residue properties
pdb3vro

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

& 100
g 80
£ 60
g w0
< 20
o
152 160 165 170 175 180 185 35 40 45 50 55 60 65 70 75 80
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g 40
E 30
2 2
S 10
£
O 152 160 165 170 175 180 185 35 40 45 50 55 60 65 70 75 80
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
% 8
e 6
g 4
R
S
152 160 165 170 175 180 185 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
d. Secondary structure & estimated accessibility
D—L) SN NN/t
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
‘ AAAARL Mwmmmrm EEAAA ARABAARARAR ARNANAA BAAAAAAAAABABINAAAAAAARAR
I YRGAYLVLGLAAL | SLAVVVYPRWERHKKATLPT TSAAVTGAAPPQFDPI AAEKGFKPLHSHGTLFK | ERY FAAAMVPL | PAAY F I HGR
f. Max. deviation (see listing)
g. G-factors
Phi-psi . [T 1] 1 N 1
%Ei%'éﬂiz,‘l# H:H:# m ﬂ N H\H I ## H\ ﬁ
Gmega "' i EREmE" EEm En - e = EmREREcER
Dihedrals I T T T 1T I T T T TR [ T T [ ] [T T T T T T I e T W T T T T T T T T ]
MC e THHHH AR AR R ENRNRNRANENENANRNRNNANENENENNNASENENRARNNNNNENENREN
Mainchain [T TT T T I I IT T T T I I IITIT ] T T T T T T T T I T T T T T T T T T T T T TTTTTT
L0 T o T O R O T T T T T R T G e T T T T T T T T T I ]
152 160 165 170 175 180 185 35 40 45 50 55 60 65 70 75 80

pdb3vr9 06.ps
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R . d t Page 12
pdb3vro

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

o

% 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 5 b. Absolute deviation from mean of omegatorsion

g 40-

E 301

8 20

© 10-

S

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

LRNVNNAE-AR AN A~ E e —

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

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

AARBAAARAAAAAAAA AA AANBIA AL ‘ ‘ ‘ ‘ AAAAAATIA AAAAARIEIA
EMDLCLALALTLHVHWGVWGVVNDYGRPFVLGDTLAAAVRVGAY | FTACLLAGLLYFNEHDVGL TRAFEMVWEL AQYKVIDHAYDVVI IG
f. Max. deviation (see listing) -
* + 45+
SN U S0 LS 6 S SO TG 5 SO ST OIS M S S 3 Ll it
g. G-factors
e R ceectie R LB L il
Chi3 & chi4
Gmege " Lt H “EEmamsan i |t i | SHaSm-mm
Dihedrals [T T T T T T T T T T T T I T e e T T T T T T e T o T T e T T
MC bond
meages A A A A FHHHHHHA
Mainchain [T T T I T T T T T T L LT T T T L T LTI T TIIIITITT]
Overall T T T I T T T T T I T T T T T T LTI T I T T T T T I T T TT T IT I T I T TTT T T 1 ITTTTITTTTITT I
83 90 95 100 105 110 115 120 125 130 135 140 145 150 155 40 45
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Residue properties
pdb3vro

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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

6 b. Absolute deviation from mean of omegatorsion

40
30
20
10

Omega abs. mean dev.

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

Zeta abs. mean dev.
N A OO

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

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

H ‘ A_All A ‘ ‘ : — AAAA AARBAAAAAAAAAAAA AABIA_ A ‘ : ‘ ‘ SRAVARE
AGGAGLRAAMGLGEAGFKTAVVTKMFPTRSHTTAAQGG | NAAL GSMNPDDWKWHFYDTAKGSDWL GDOQNAMHY L TRNAVEAVTEL ENFGMPFSRTPEGK |

f. Max. deviation (see listing)

+ 4+ + + + + + + *ok g
+ ok gk kg gy *x x4 Kk kK pyppx x x4 F* ok h o+ 4% o+ 44 * 4 P
* x * Kk Kk kA KKK K KKk KKKKE KKKk KkKAK  KAKK Kk K KKk KKKAKE KKK KAKKKK KAKAK KK K KAKKKKAKA Kk

g. G-factors
Phi-psi ] ] RN W T T] NN
gﬁigéﬂizq ﬂ H:*# H o JH;# ﬂﬁ
Omega " o AR CEER" REER CEEE" EEmRER | I ot
Dihedrals TR TTTTTT T B0 TR TT T T T T T T T T T T o T T T T LT LTI T T T P TP T TP T T TP T T T T I T T T 1]
MC bonds [T T T T e T T P T P P e P T P P T P P P T T
MCangles [T T T T T T P T T T P T T P T P T P T T T T P PP T T T
Mainchain [T T T T T T T T T L L PP TP T T T T T PP T T PP T PP T T T P LT T TP PP P T T T T T I T T
Overall T T T T T T T T T T T T T T e T T T T T T LTI T T T T T I T T T T IT T T T T IT T T T T T T T 1T

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

pdb3vr9 06.ps
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Residue properties
pdb3vro

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

% 100
% 80 -
g 60
8 401
< 20
o
149 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245
Residue number
5 5 b. Absolute deviation from mean of omegatorsion
g 40
E 30
2 2
S 10
S
O 149 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

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

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

d. Secondary structure & estimated accessibility

A AR " —  ——

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

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

AMAAAARIA AAAABAAAABIAARIA |
T T T T T T T T T T T T T T T
YQRSFGGQSNNYGKGGVAKRTCCVADRTGHSMLHTLYGNSLRCHCTFF | EYFALDLLMDKGRCVGV | ALCLEDGT | HRFRSKRT | VATGGYGRAYFSCTT

f. Max. deviation (see listing)

g. G-factors
Phi RN RN 5 [l
R e R e i
Omega H\EZ-ZHZHZZIi:H\ RN o] [ I [TH
Dihedrals [T T T T [T T TR [T T T T T TR T LT T T LTI T T T T I T T T T T T T T T T T T T W I T T
MCbonds T T T T T T 1
MCangles [T e e P P T
Mainchain (T T T T T T T T LTI T T T LT T T T T TP T T TP T TP TP T T T IT T I T TT
Overall T T T T T T T T T T LT T T T LT T T T T T T T T I T T T T T I T T T T T I T T T T T ITT T AT I ITTTITTTTT]
149 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245

pdb3vr9 06.ps



PROCHECK
Page 15

Residue properties
pdb3vro

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

6 b. Absolute deviation from mean of omegatorsion

40 -
30
20
10 A

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

[\ —mmm N\, e e\ \ AR

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

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

AAABA A ‘ AAAABAABAAAAANL A AABIA — AAARIAA NTI/\/\/\/\/‘WWJTI/\J_IN_I/‘\/\/\/\/\/‘\/\/\/\/\/‘\/\/\A ‘ ANARAAAAAN
AHMNTGDGTALATRAGIALEDLEFIQFHPTGI YGVGCL | TEGSRGEGGFLVNSEGERFMERYAPKAKDLASRDVVSRAET | EIMEGRGVGPEKDH I YLQL

f. Max. deviation (see listing)

++ + + R + * +
* % kxk g ox * * * ok *k gy kg

+* 4 + +  +* R GR x4 + + +* + + +*4+ 4+ + + Y4 ++ +

g. G-factors
Phi T I T
Al RO e e
Grvese " oo - o n'm s msamamEm “EEmER" Sams mEEN Can" Hama mmms Em
Dihedrals [T T T TIT T T T T T T T T T I T T T T T T T T T T T T T T P T T T T I T I I LI T
MCbonds (T T T T 1
MCangles [T T e P P e P T P
Mainchain (T T T T T I T T T T T TT T T TP TP T T TP TP TP T TTTTTITTIITT
Overall T T T T T T T T T T P T T T T T T T T T T T T T T T T T TI T I T T T T T I T IT T T ITTTTTTTITT]
249 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345

pdb3vr9 06.ps
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Residue properties
pdb3vro

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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

6 b. Absolute deviation from mean of omegatorsion

40
30
20
10

Omega abs. mean dev.

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

Zeta abs. mean dev.
N A OO

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

TR T ——  —aY

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

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

AAABAAAAAAATIA AAAAAAAATL AAAAAARAAAAANAA /\/\/\J_I/J_I/\A/\J_I/\/\TI/\/\/\/\/\/\/\/\/\
T T T T T T T T T T T T T T T T T T T T
HHLPAEQLHQRL PG| SETAK | FAGVDVTKEPI| PV I PTVHYNMGG | PTNYKAQV | KY TKEGGDK | VPGLYACGECACHSVHGANRLGANSL LDAVVFGRAC

f. Max. deviation (seelisting)
5

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

g. G-factors

Phi H [ W] ] EEESEEN |
i, EEEE R R T
Gmege BN (-] Eamtce mrmms EEES En Emsmms S 55NN mEEEEE-EESESCSEE
Dihedrals T TT T T I T I T T T T T T T T I T T T T I T T T T T I T T T T T T T T T T I T T R T T T T T T 1]
MCbonds T T T T T
MCangles [T P e P e P T P
Mainchain [T T T T T T T T T T T T TC C T TP TP T O TTT T TTT  C TTTTTTTTP  TTTTTTT TTT I  TTTITTIIT T
Overall T T T T T I T T T T T T T T T T T T T T T T T T T T T T T T T T TP T T T T I T T T T T T T T T I ITTTITT

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

pdb3vr9 06.ps
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Residue properties
pdb3vro

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

% 100
% 80 -
g 60
8 401
< 20
o
449 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525 530 535 540 545
Residue number
5 5 b. Absolute deviation from mean of omegatorsion
g 40-
E 301
8 20-
© 10-
£
O 449 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525 530 535 540 545
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

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

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

f. Max. deviation (see listing)

e S AUt AU SRR OF e S S S SR S SO OV SO

g. G-factors
Phi-psi . [l ] | | [T ]
Y, TR R T G bt
Gmege " - i Bt SRaa i o anan o R4 EmamtmEs” mEN
Dihedrals [T T T T LT T T T T T T L T T e T T T LT T LT T T L LT T T T T T T I T T T T T T
MChbonds [T T T T T T P T P P P P P T P T P P P P P T P P T T T T P T
MCangles [T e e e P P T e P P T T T P T T
Mainchain [T T T[T TP TP T T T T LT T T T T T T T T T LT T T T T T LTI
Overall T T T T T T T I T T LT T T T T T T T T T T T T T T T T T T T T T T A T T T T T IT T I I T T IT T T ITTTTT]

449 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525 530 535 540 545
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Residue properties
pdb3vro

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

g 50

©

§ 40

E 30

£ 20

S 10

£

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

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

Zeta abs. mean dev.
N

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

Ay B BT TS

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

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

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

f. Max. deviation (see listing)

+

g. G-factors

Phi-psi [T [] ] [ [
citiadati o Eiiraeetetinag

mega [EEEEE E AT H NN ol hi::jﬂiﬁ
Dihedrals T T T T I T I T T T T T T T T I T T T T T T T T T T T T T T P T T T T TP P T T LTI T T T T T
MCbonds (T T T T T T T T T
MCangles [T T P P P P P P T P

Mainchain (T T T T T I T T T T T T T T T TP TP T T T T T T TP T T I T T ITT
Overall LT T T T T T T T T T T T T T R T T T T I T T T T T T T T T T T T T T I T T T T T TTTT I TIT I T T TT ]

549 555 560 565 570 575 580 585 590 595 600 605 610 615 620 625 630 635 640 645
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Residue properties
pdb3vro

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

& 100
% 80
g 60
g w0
< 20
o
33 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130
Residue number
5 5 b. Absolute deviation from mean of omegatorsion
g 40
£ 30
£ 20
S 10
£
o 33 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130
Residue number
0 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

ot AT T it e -

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

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

AAAA Al
KRIKTFEI YRFNPEEPGAKPKLQKFDVDLDKCGTMVLDAL | KIKNEVDPTLTFRRSCREG| CGSCAMN I AGENTLACICNIDQNTSKTTKIYPLPHMFV |

f. Max. deviation (see listing)

+

g. G-factors
Phi-psi . EENEEEEE N T [T [ M |
Ryt e e e
Omega Dj:fil \EZ-ZIZHZ::I:ﬁ Hlj:H\ -Z:ﬂ [ I ['] IZHZ:I:I:ZI
Dihedrals [T TT T TT T T T I T T T T T IT T T T T T LT T T T T T I T T T T T T T T T T T T T T T T TP T T T T W LTI T I T LTI T T T
MCbonds T T T T T T
MCangles [T e P P T T
Mainchain (T T T T T T I T T T T T T T TT TCCTTTTT T TP T TP TP TP T TTTIT TTTTTTITTTITT T
Overall T T T T T T T T T T T TR T T T T T T T T T T T T T T T I T T T T T T T T T R T T I ITTT T T T T ITTTTIT]
33 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130
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Residue properties
pdb3vro

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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

133

50
40 -
30
20
10 A

Omega abs. mean dev.

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

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

AR S A 0\

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

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

ARIA AA Al AAA
KDLVPDMNL FYAQYAS I QPWLQKKTK I NLGEKQQYQS | KEQEKLDGLYEC| LCACCSASCPSYWMADKY LGPAVLMQAYRWI | DSRDDSAAERLARMQD

f. Max. deviation (see listing)

* + + +HE gk * +
I S K Rk kkkkkkkk gk Kk pkpkkpp 44 *
KA KKK KKK KK K KAk KKk AKAKKAKAFAKAKN KA KKK AK KKK * %
.

*+

g. G-factors

Phi-psi [T [ ] T
e B E8 S anasanaEni a8 SnakaEH A RRRATAREE Eds SRR s
Gmega "t Hrarin S ERCENRENETE N CCMASHECCER EEEES H “EENERCEE" BB o
Dihedrals [T T TTT T T T T T T e e T T T T T LT T T B T T T T T T I T T T T T T T T T T T T T T T
MChbonds [T T T T T T T P P P T T T P P P T P P T T P P P PP
MCangles [T T T T T P T e T T P T T T T T P P T T T T P T T T T T
Mainchain [T T T T T T T T LT T T T T T LT T T TP T T LT T T LT T T T T T T T T LTI T T
Overall T I T T T T T T T T T T T T T T T I T T T T T T T T T T I T T I T T T T T I T T T I T T ITITTTITITTT]

133 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230
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Residue properties
pdb3vro

Page 21

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 40 45 50 55 60 65 70
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g 40
£ 30
2 2
S 10
£
O 233 240 245 250 255 260 265 270 275 280 40 45 50 55 60 65 70
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o)
§ o]
£ 67
G 4 -
AR
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
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAAAAAAAAAAAAATINAAAARIAAAAAAA
GFSAFKCHT IMNCTKTCPKHLNPARA | GE | KMLLTKMKTKPAPL PTPAN EKTPI Q\‘/\NGND\‘(LMRQI‘?ALKRI‘DIAPHI‘_T | YKI‘DQMT\M\‘/IVSGL
f. Max. deviation (seelisting) .
* 5
et e e e il el S TN O ittt
g. G-factors
i-psi H H H [ o ] F ﬂ MI::HHI [ ﬁjﬁ
%Ei%émczm ‘ [ | H H H [ 7fH
mega W Emn e B BRmamE REH NEERATA" ER HENESR EEE
Dihedrals IR T T T IO T T T TR T T T T T T T T T T T T T T T T T T T T T T T
ek A RAMEREEEENERSESENERSESENERSESES ESESERSEEEEN RN ENRARARNNEAENENANANNANENENANANSEEERENEN
Mainchain [T T T T T T T T I T I T I TP II T IITTI  TIITTITIT T T T T T T T T T I T T T T T T ITTTT
Overall [T [ L L T LT LT T R L LT LR L T L L L L I 1]
233 240 245 250 255 260 265 270 275 280 40 45 50 55 60 65 70
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Residue properties
pdb3vro

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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

6 b. Absolute deviation from mean of omegatorsion

40
30
20
10

Omega abs. mean dev.

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

Zeta abs. mean dev.
N A OO

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 NN N e NN, ~ONAANVANAVAVUA ANANAZANA A=
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

ARRAABAAAAAAATIEA B BAAAAAAAAAAAAAAAAAAAAAA
T T 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 (see listing)
++ * o4k + ?5 * kg +++ * 4 + o+ + * kx4

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

i-psi
e o o

| i
[Tt i
Dihedrals [T T[T [ [ o] To0 T T Tolmll el [ [ T [ D [T IOl T T o [T e [T [T T e T T e e [T T T B [T T
MCbonds (T T T T T T T T T
MC angles [T T T
Mainchain [T T LI T I LT T T T LT L T L T L LTI T T T [TT1T]
Overll [T T LTI T 1T o0 T T [ TR T T T[T T I T T T BT T LI L L R L L T L I G LR ]
75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170
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Residue properties
pdb3vro

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

175 180 185

50

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

b. Absolute deviation from mean of omegatorsion

40
30
20
10

Omega abs. mean dev.

175 180 185

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

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

ENSESS—
Key:- <™ Helix

H—0) ARARNAN~NOVNNVNNAN

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

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

RWERHKKATLPT

f. Max. deviation (see listing)

+ o+ +
* %

**********

g. G-factors

?:ﬁ{ iz :I:Fﬁ
e, e
Gmega " - i

Dihedrals [T T TITTI]

MC angles
Mainchain  [TTTTTITITTT]

Overdl [T TN
175 180 185

ABAAA_ A : ‘ AA L AAAAAAAAAAAAAABAAAAAATIARL AAANRIIAAAAAAAAAAAA A :
TSAAVTGAAPPQFDPI AAEKGFKPLHSHGTL FK | ERY FAAAMVPL | PAAY FI HGREMDLCLALAL TLHVHWGVWGVVN

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

(i oot 1| mSECmuE MR SEERES

TR T T T T T I T T T T T T T T T T T e e o T T T T R [T ]

A A A A A A A e A A

R

ENERENENINNANANA NN R NN AR N NN RN NN AR N NN AN N NN NN NN AN N NN AR N RN RN

O T e T T T T T T R T T T T T T T T
35 40 45 50 55 60 65 70 75 80 8 90 95 100 105
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Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

Ch‘lf c.h|2 H:H::7:H H‘fj

Chllonl [ [
& chi4

Chi3

Overall \ [

Omega 77:“:,1:-
Dihedrals B
MChbonds [TT]
MCangles [1]
Mainchain  [T17]

[

Page 24

Residue properties
pdb3vro

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

80
60
40
20

=
o
E o

106 115 120 125 130 135 140 145 150 155
Residue number

6 b. Absolute deviation from mean of omegatorsion

40
30
20
10

[

106 115 120 125 130 135 140 145 150 155
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

N A OB

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
S=AGFANAAAAAA G =

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

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

HA AAAAN AAAAABAA AAAAAIAAAA
DYGRPFVLGDTLAAAVRVGAY | FTACL LAGL LY FNEHDVGLTRAFEMV\NEL

f. Max. deviation (seelisting)
*5 +

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

g. G-factors

=

O 00 S HOOES
4B 3 IBBLP

aH HFH B
o
= H OFEH BEH
o H HEH B
ol

T W [T ITTTT]
T
EEEENENE RN
[T T T T IT]
[ L I T T LTI T,
106 115 120 125 130 1
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PROCHECK

C-N

Main-chain bond lengths

pdb3vro

(except Pro) (Pro)
o) oy
& &
> >3
g 8
LL LL
120 124 128 1.32 136 140 192 196 150 134 138 142
CA-C CA-C
(except Gly) (Gly)
> oy
& &
> >3
g 8
LL LL
140 144 148 152 156 1.60 139 143 147 i.gl 155 159
CA-CB CA-CB
(lle,Thr,val) (therest)
> oy
& &
> >3
g 8
LL LL
142 146 150 1.; 158 152 141 145 149 153 157 161
N-CA N-CA
(Gly) (Pro)
o) oy
& &
> >3
g 8
LL LL
153 157 141 145 149 153 134 138 142 146 150 154

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.

Frequency

Frequency

Frequency

Page 1

=

CA-CB

11 115 119 123 127 131

(Alg)

N-CA

140 144 148 152 156 1.60

133 137 141 145

(except Gly,Pro)

149 153

pdb3vr9 07.ps




PROCHECK

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 Eﬁu 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
105 110 115 120 155 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.% 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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Page 2

Main-chain bond angles
pdb3vro

CB-CA-C N-CA-C N-CA-C
(therest) (except Gly,Pro) (Gly)
o) oy oy
& & &
> >3 >
g 8 8
LL LL L
95 100 105 110 115 120 96 101 106 111 116 121 97 102 107 112 117 122
N-CA-C N-CA-CB N-CA-CB
(Pro) (Ala) (lleThr,vVal)
> oy oy
& & o]
> >3 >
g 8 8
LL LL L
% 101 106 111 116 11 95 100 105 110 115 120 96 101 106 111 116 121
N-CA-CB N-CA-CB
(Pro) (therest)
> oy
& &
> >3
g 8
LL LL
88 93 93 103 108 113 95 100 105 110 115 120

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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Page 1

RM S distances from planarity
pdb3vr9

ASP

0.00 001 0.02

ASN

ARG

8 8 & R§
Aouanbai4
B2
o
[a0]
o)
o
(oY)
\\\\\\\\\\\\\\\\\\\\\\\\\\\\\ =}
o
-
o
o
o
t t t Q
o o ) ©
@ (] <
Aouenbal

LL
20'
t t

|

20

0.04

0.03

000 001 0.02

{

HIS

GLU

GLN

g -

0.04

0.00 001 0.02 0.03

|

20

0.00 0.01 0.02

20

0.04

0.03

000 001 0.02

TYR

TRP

PHE

80+

fous

40+

g

nba.-

20+

0.04

0.00 001 0.02 0.03

1.

0.04

0.00 001 0.02 0.03

80+

h

80

20

0.04

0.00 001 002 0.03

Histograms showing RM S distances of planar atoms from best-fit plane.
Black barsindicate large deviations from planarity: RMS dist > 0.03 for rings, and > 0.02 otherwise.
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Distorted geometry
pdb3vr9

Main-chain bond Iengths

CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB N 1458 CA CA 1525 C
1.602 1.590 1.596 1.601 1511 1.585
AVa 44 A Thr 81 A Thr 366 A Val 561 BLys 33 B Arg 90
CA 1540 CB CA 1540 CB CA 1540 CB CA 1521 CB CA 1540 CB CA 1540 CB
1.616 1.609 1.592 1579 1.590 1.600
B Thr 241 CVval 115 DVva 32 D Ala 45 Flle 159 F Thr 267
CA 1540 CB CA 1525 C CA 1540 CB
1593 1577 1.599
FThr 271 F Thr 278 Glle 88

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

Main-chain bond angles

CA CA CA
A GIn 594 B Asp 217 B Met 269 ClLeu184 F Met 269

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

pdb3vr9 10.ps



