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Ramachandran Plot
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Plot statistics
Residues in most favoured regions [A,B,L] 1618 82.6%
Residues in additional allowed regions [a,b,l,p] 314 16.0%
Residuesin generously allowed regions [~a,~b,~l,~p] 20 1.0%
Residues in disallowed regions 8 0.4%
Number of non-glycine and non-proline residues 1960  100.0%
Number of end-residues (excl. Gly and Pro) 16
Number of glycine residues (shown as triangles) 192
Number of proline residues 117
Total number of residues 2285

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.
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Ramachandran plots for all residue types

3vr8
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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
3vr8
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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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Main-chain parameters
3vr8
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Comparisonvalues  No. of
No.of Parameter Typicd Band  band widths

Stereochemical parameter datapts  value vaue  width  from mean

a. %-tageresiduesinA, B, L 1960 82.6 70.7 10.0 1.2 BETTER
b. Omega angle st dev 2277 7.1 6.0 3.0 04 Inside

c. Bad contacts/ 100 residues 39 1.7 16.0 10.0 -1.4 BETTER
d. Zetaangle st dev 2093 21 3.1 16 06 Inside

€. H-bond energy st dev 1457 0.8 1.0 0.2 08 Inside

f. Overall G-factor 2285 -0.2 -0.7 0.3 1.7 BETTER
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Side-chain parameters
3vr8

a. Chi-1 gauche minus b. Chi-1 trans
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Plot statistics
Comparisonvalues  No. of
) No.of Parameter Typicd Band  band widths
Stereochemical parameter datapts  value vaue  width  from mean
a. Chi-1 gauche minus st dev 318 21.4 25.5 6.5 -0.6 Inside
b. Chi-1 trans st dev 601 20.2 25.0 53 -0.9 Inside
c. Chi-1 gauche plus st dev 841 20.1 23.6 4.9 -0.7 Inside
d. Chi-1 pooled st dev 1760 205 244 4.8 -0.8 Inside
e. Chi-2 trans st dev 519 24.0 24.8 5.0 -0.2 Inside
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Residue properties
3vr8

a. Absolute deviation from mean Chi-1 value (excl. Pro)
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Residue number
5 5 b. Absolute deviation from mean of omegatorsion
©
;
&
@
g
S
o

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 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\ 2 /8NN

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

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

0 = ABAAAAAAAAAAAAAAAATRL  AARIA  AABIAAAAAAAAAAAAA  ARTEA
T T T T T T T T T T T T T T T T T T T T
AQYKV I DHAYDVV | | GAGGAGL RAAMGL GEAGFKTAVVTKMFPTRSHT TAAQGG | NAAL GSMNPDDWKWHFYDTAKGSDWL GDONAMHY L TRNAVEAVTE

f. Max. deviation (see listing)

g. G-factors
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MCangles [T T T e e e
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Overall \\H\\H‘\H\\‘H\H‘\H\\‘H\H‘\\H\‘H\\\‘\\H\‘H\\\‘\\H\‘\H\\‘\\\H‘\H\\‘\\\H\H\\‘H\H‘HHHHHHHHH
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
3vr8

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

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

50

Residue number
b. Absolute deviation from mean of omegatorsion

40
30
20
10

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

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

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

Vi S i AAY o e e

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

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

i BENAAAAA AAAAAARL ; NTV\/\AN‘INTV\ A A AAAARINAAABNABAAABIAAAAARL A AAARAAR i i
LENFGVMPFSRTPEGK | YORSFGGQSNNYGKGGVAKRTCCVADRTGHSMLHTLYGNSLRCHCTFF I EYFALDLLMDKGRCVGV | ALCLEDGT | HRFRSKRT

f. Max. deviation (see listing) "
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Residue properties
3vr8

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

% 100
% 80
£ 60
éf 40
< 20
G
233 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330
Residue number
5 5 b. Absolute deviation from mean of omegatorsion
g 0
E 30
2 2
S 10
&
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 e A e | A Ren 7 AR

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

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

AFIA AAA
IVATGGYGRAY FSCTTAHMNTGDGTALATRAGIALEDLEF I QFHPTGI YGVGCL | TEGSRGEGGFLVNSEGERFMERYAPKAKDLASRDVVSRAET | EIM

f. Max. deviation (see listing)

g. G-factors
Phi I [l i
R Mih i i e
Omega :]I:i t] [NEREN [ HZI::IZIZ- [l H [ Hiii [ -Ii:
Dihedrals [T T T T T T T T T T T IO T T T T T TP T I 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 LTI T T
MCbonds T T T T 1
MCangles [T T T P P P P T P
Mainchain (T T T T T T T T T T TP T T T T T LT T TP T T TP TP TP T T T T
Overall T T T T T T T T T T T T T T T T I T T T T T T T T T T T T T T AT T T T T T I T I T T T IT I TT T ITITTTIT TITITTT]

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
3vr8

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

N Ny m— e —

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

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

‘ : ‘ : ‘ A AAAAAAAARL AAAAIAAAAAAAAAIAAA ~ ANBIAAAAAAAAAAA A : AAABANAA_ABIA
EGRGVGPEKDH | YLQLHHL PAEQLHQRL PG| SETAK | FAGVDVTKEPI PV I PTVHYNMGGI PTNYKAQV | KY TKEGGDK | VPGLYACGECACHSVHGANR

f. Max. deviation (see listing)

+ * * * x +
* koK gk Kk * ok * x *

g. G-factors

Phi [ EENEEEN A T [N
i, T RN EPERE A A L
Omega EEECE ENC NN [l [ \H IIHZI h i [ [l h \t] ﬂiI::
Dihedrals [T T T T T I IO T T IO T T T T T TR T T T T T T T T T T T T T T T O T T T TR T I T T T T T T
VeSS LTI T T
Mainchain [T T T T T T T T T T T T TP T T TP T T T T T T T T T TP T T TP T T T I T T T
Overall T T T T T T T T e T T T T T T T T T T T T T T T TP T TT I T T T T I T T T T T TT T T T T T T T

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
3vr8

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 5 b. Absolute deviation from mean of omegatorsion

g 40

E 30

2 2

S 10

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

LGANSLLDAVVFGRACSINIKEELKPDEK | PELPEGAGEES I ANLDAVRYANGDVPTAELRL TMQKTMQKHAGV FRRGD | LAEGVKKMMDL SKELKRLKT

f. Max. deviation (see listing)

* 44 4

*+

+ + +
bk k Rk pkky o b okxk gk kyxk 4 T S Kk ok ppk ppk Kk g b Kk gk ok
Kk kK KKk KKk KRR KK KKK KKK KK K kK KA KK KKK KA KA KK

Kk Kk KKk Kk ok kK Kk K Kohkkkk Kk Kk kkkkkkk Kk * * ok ok ok

Loxg

g. G-factors

Phi-psi _ T BT . -
W, UM R S R A :
mega tttth IENRRREE Hi\\\\ h [T [T [ NN \hll
Dihedrals [T T T T TIT T T T LTI TR T I T T T T T T T T T T T T I e T T T T T T TP T T T T T T T T T T T T
MCbonds (T T T T T T T
MCangles [T P P e T A P T
Mainchain (T T T T T T T T T T T T T O T T TP T T T T TP T T T TP T T T TP T T T T T T T T
Overall T T T T T T T T T T I T T T T T T T T T I T T T T T TT T T LI T I T T T T I T T T IT T IT I TTITITITTITTITIT]

433 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525 530
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Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

Chi3 &
Omega

Dihedrals

MC bonds
MC angles

Mainch

Overall

=
o
o

ECK
Page 6

Residue properties
3vr8

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

80
60
40
20

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 A

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

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

AR = e

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

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

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

f. Max. deviation (see listing)
. .
+ o+ +% * * * +
‘

chi4

ain
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Resid tl e
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 80 -
g 60
8 401
< 201
o
633 640 645 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 407
£ 30
8 20-
© 10-
£
O 633 640 645 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Residue number
0 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
— e
B:::bzc:%wzw —
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
‘ ‘ /‘\AAAA/‘\AAAA/‘\AN_V\‘/VV\N‘VVW\/‘V\NVW_VV\N‘W_H/W HA _AAAAAA AAAAAR
AEVDWI PPI I RSY KRIKTFEI YRFNPEEPGAKPKLQKFDVDLDKCGTMVLDAL | KI KNEVDPTLTFRRSCREG| CGSCAMN I AGENTLAC
f. Max. deviation (see listing)
g. G-factors
Phi-psi . EEEEREN ] H ]
Gl R % adEualaSiEEE
Omega :]jij [ d:h [ I:::I::I:I:ﬁﬂ:f:-

Dihedrals [T I TR [T

T T T I T T T T I T T T T T T T T I T T 7 T
MC bonds A T e T T P P P TP PP P P T TP T T
MCB“Q"S% T A P T T T P P P T T T T T P T T T T T T T
[IEEEEEEEEEEEEEE NN NN NN R
T T T T T T T T T I T T LT I I T T T T T I T T T P T T TTTT

Mainch

Overall

ain  [TTTTTTTTTTTT]

[
[
l
EEENEEENEEREN T
633 640 645 40 4
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Residue properties
3vr8

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

g 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

S

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

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

g

E o

g 4

N

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

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

d. Secondary structure & estimated accessibility

i 142 N e\ & Y

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

f. Max. deviation (seelisting) . 1
* + o+ 7 7
prrnterr vt e e o ety ey v s n ndte L At
g. G-factors
i-psi ] EEE ] T
I I G 1 R g
e N RaEEEARR" e R R ECEETTE T AN EEEEEECEE i “Eat
Dihedrals W T T T T I S T T T T T T T T T T e e T T T e T T T I T T I T T T T I T T T T I T I T T T T
MCbonds [T 1T T T T T T T T T P T T T T T T T T T T T T T T
MCangles [T [T T T e e
Mainchain [T T T T T[T T I T I I I T LI T T T T I T L T T L L L LT L L T LT L L T L L L L T L T L T L T L L L T I LT LT L LT LT LI LTI
Overall \‘\H\\‘H\H\\H\‘H\H\\H\‘H\\\‘HH\\H\\‘\\H\‘\H\\‘H\H\H\\‘H\H\H\\H\H‘\\H\‘HHHHH‘HHHHH
110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205

3vr8 06.ps




PROCHECK

Resid t -
3vr8

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
5 5 b. Absolute deviation from mean of omegatorsion
g 40
E 30
2 2
S 10
S
O 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 40 45 50
Residue number

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

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

PEESI EEERVVNE = s

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

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

AAT AAAAARIA
QAYRWI | DSRDDSAAERLARMQDGFSAFKCHT IMNCTKTCPKHLNPARA | GE| KMLL TKMKTKPAPL PTPAN EKTP I QVWGADY LMRQRA
f. Max. deviation (see listing)
+ + + + + o+ o+ o+ ++ + o+ +
+ 4+ K44 4+ F px px g + +% 44+ + +F x4 ++ 4+ +

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

g. G-factors
i-psi ] ] ] 1 H
i TR AR e R T :
Grmege At ol o o o ot ] " Samas ssus-ma o
Dihedrals [T T T T I T T T T T T I T T IO T W T T T TP T T T T I T LI T T T T T I T AT I T T I TTTIT
MCbonds (T T T T T T T T T I A A I T
MCangles [T T T T P P P T T e e
Mainchain (T T T T T T T T T T T T LTI T T T T TP T T TP T T T TP T T I I TTT] T T I T TIITTIT]
Overall LT TR T T T T T T T T T T T T A T T T T T T T T T T I T T T T TT T T T 17T OTTITTITTITITITTIT]
210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 40 45 50

3vr8 06.ps



PROCHECK
Page 10

Residue properties
3vr8

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

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

6 b. Absolute deviation from mean of omegatorsion

40
30
20
10

Omega abs. mean dev.

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

Zeta abs. mean dev.
N A OO

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

NVAANANNANNNNEEN

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

d. Secondary structure & estimated accessibility

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
AABA /\I_I_IN_FH/\/\/\/\/\I_I/\J_I/\ =

T T T T T T T T T T T T T T T T T
LKRPIAPHLT I YKPOMTWMV SGLHRVTGCAMAGTLL | GGVGFSVLPLDFTTFVEFIRGLGI PW I LDTFKFI |AFPIAFHTLNGI RFI1GFDMAKGTD | PS

f. Max. deviation (see listing)

+ o+

* 4 + ++ + 4R Kgk gy + + + +
FRNUE SO SO - SUUNE S S0 U - ST U U SEN: SU T

g. G-factors
o ~
e e e o mmmien e SEE R i sl R
Ch3Wia o N N ‘ N EERSEMNEEEES NN

| chi

Omega ot | EENAN “EEENEE EE  BENEES RCEEEE SESEE SEREl CREEN i
Dihedrals [T T TR T T T T T T T T T T T T T T T T T T T e e T BT T TR T T LT T T T T T B
MC bonds [T T
MC angles [T e e e e A A A A
Mainchain [T T T T T T T T T T T I T T T T T L L T T T L T T T
Overdl [T T T T I T T I T I T T T T T T L T T TR FC TR LT T T T T T T T TT ]

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

3vr8 06.ps



PROCHECK
Resid t -
3vr8
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 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
5 5 b. Absolute deviation from mean of omegatorsion
g 40
E 30
8 20
S 10
S
O 152 160 165 170 175 180 185 3 40 45 50 55 60 65 70 75 80
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N
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

SONAUAYAAAANN === D SN ANN/N/N/N/ 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
I'YRGAYLVLGLAAL | SLAVVVYPRWERHKKATLPT

f. Max. deviation (seeljsting)
* 56

A S DA -1 N [ S S S DDA S S S0 S ol

g. G-factors
S gk B e PRt AR
Ch3Wia HEN H I ‘ EREENEN ! I
Omega Ml oo S I WENC BT . i i
Dihedrals  ETTTTTTT FTET TR TT TT T E [ TTTI [T TR §50 ANEANCANCANEANE] N NEAERINEENNANNARAARANREAREINNTE
MC bonds [T e e
MG angles [ A N s M
T i i i W W W WA R A N R R W N WA N A NN
Ovedl [T TR T TITT I I TITT I CCTERI T I T I TR T CFE BT BT T T T T ]

152 160 165 170 175 180 185 35 40 45 50 55 60 65 70 75 80

3vr8 06.ps




PROCHECK

Resid t -
3vr8

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 30

8 20

S 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

NN DA AR e AN N AR — E e —

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

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

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

f. Max. deviation (see listing)

.
g. G-factors

Ph i [

M : St e e

Omega [1 [ [ I::::H:I:I [ [ H H IERRERN :H\IH

Dihedrals T TT T T II T T T T T T T IO T T T T T T T T T T T T T T I I T T T T T T T I T IT I T T ITT]

M aes  HEFHHHHH AR AR AR AR AR AR EHHHHHHH

Mainchain [T T T T T T T T T T T LT LT T T TP T T TP T T TTTT] T TITT]

Overall G T T T I T T L T T L T T T T T LT OO T T
8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 40 45

3vr8 06.ps



PROCH

Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

Chi3 &
Omega

Dihedrals ~ T [TTTTTTT
MChbonds  [TTTTTTTTITTT]
MCangles [T T IT]
Mainchain  [TTTTTITTITTT]

CITTTTTITTIT T

Overall

=
o
o

Poips ., [N H mT I::EIIH SEEE H s JHLW ns

ECK
Page 13

Residue properties
3vr8

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

6 b. Absolute deviation from mean of omegatorsion

40
30
20
10

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

N B O

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

IAAA s 1 i AAA At AR ALY T2

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

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

AA
AGGAGLRAAMGLGEAGFKTAVVTKMFPTRSHTTAAQGG | NAAL GSMNPDDWKWHFYDTAKGSDWL GDOQNAMHY L TRNAVEAVTEL ENFGMPFSRTPEGK |

f. Max. deviation (seelisting) .

*opk . * ++
*
*

IS

* ok ok +4 HFR R p 4 4k pgkg
Kk A K KKK KKK KKK KK KKK KKK KKK KKk A Kk

*+
*~y

g. G-factors

o AR N MR ECCmECEE ESER

3vr8 06.ps




PROCHECK

Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.
N A OO

mega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

=
o
o

50
40 -
30
20
10 A

Sl ] e oo
BE

Page 14

Residue properties
3vr8

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

80
60
40
20

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

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

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 ALY o e o e

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
/\J_I_I_I/\/\I_I_I/\I_I/\ AAAAREAAABNARAAARAARIARE AAAAAAARL AAAAAAAAAAAARIA

T T T 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) .
* 9 9
* 4+ + * 4 L+ L+ + + * +
FFK gk k +* A4 ++4 K * * +4+ FH+JFFFpE R *ok 4 4 + * +4++ + 4 FEX +* * +  *

* kK k Kk koK ok Kk kkkkhkkkhk Kk Kk k Kk Kk kK k KAk KKk KR KAk KKKk kX K k% ko kK kK KKk K KKK KKK *ok kK Kk K *

g. G-factors

T R

3vr8 06.ps




PROCHECK
Page 15

Residue properties
3vr8

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

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

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

W\ N\ e e\ N\

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
NIA ‘ ‘ ‘ ‘ ‘ WA ‘ : — AAARIAA /\ITI/\/\/\I_I/‘\I_V\I_V\ITI/\J_I_V\/‘\/\/V\/\/‘\I_V\/V\/‘V\/\W B A AAEEEAAAAN
AHMNTGDGTALATRAGIALEDLEF I QFHPTGIYGVGCL | TEGSRGEGGFLVNSEGERFMERYAPKAKDLASRDVV SRAET | EIMEGRGVGPEKDH I YLQL

f. Max. deviation (see listing)

+ + + + + + * + + + +
* % * % * % %k * *k ok kg * ok k% * *

g. G-factors
Phi-psi . [T | [ M [N W e
e [P ol EsEtnal il alad il s
Omega " et st EENSMES Mo SEE N EEEEY o 1 i i It
Dihedrals T T T T T T T T T T T I OO 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 I LI I 1
MCbonds T T T T T 1
MCangles [T T T e e P A P P
Mainchain (T T T T I T T T T LTI T T T T LT T T TP T T TP T TP T TP T T T T T
Overall T T T T T T I T T T T T E T T I T T T T T T T T T T T T T T T T T T T T T T T T T T T T IT T T ITTTTTTTIT]

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

3vr8 06.ps



PROCH

ECK
Page 16

Residue properties
3vr8

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

% 100
% 80 -
g 60
8 401
< 20
o
349 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 445
Residue number
5 5 b. Absolute deviation from mean of omegatorsion
g 40-
E 301
8 20-
© 10-
S
O 349 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 445
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N

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

o NRAD T it | em—— Y

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

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

AAAAAAAAAATIA AAAAAAATT AAAAAARAAAAANAA /\/\/\J_I/ﬂ/\A ABAA AABAAAAAAA
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 (see listing)
+* 45

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

g. G-factors
Phi-| ] [ 1 |
B FETEEHRERET ' P T
Omega Cl HHZZIZ‘EEZZ- li:ﬁ:] H CECEAC \Hiifl H [l IZHZ:
Dihedrals [T TT T T T I T T T LTI T T T LT T I T T T T T T T T T T T T T I T T T T T I e T R T T T I T T T
MC e  FHHHHHHHHH A A AR A
Mainchain (T T T T T I T T TP IT T T O T T LT T T TP T T T TP T TP T TP T T LTI T T
Overall T T T T T T T T T T T T T T T T T LTI T I T T T T T T I T I T T T T T T I T I I T T T TTTTITTTITTTITT]

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

3vr8 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

ECK
Page 17

Residue properties
3vr8

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

6 b. Absolute deviation from mean of omegatorsion

40
30
20
10

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

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

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

AAAAAANAAAANATIIAAAA. A _AAAAAAAAANAATIA BIAAAAAAAAAAAAAAAAATL AAAA _AAAAA AAAAAAAAAAAAAAAAIAAIIAI.AAAAAAAA
SINIKEELKPDEK | PEL PEGAGEES| ANLDAVRYANGDVPTAELRL TMQKTMQKHAGV FRRGD | LAEGVKKMMDL SKELKRLKTTDRSL IWNSDLTESLE

f. Max. deviation (see listing)

+4* + k% + * + + * * + ++

J A + 44 * kkgpy ko * R b oKk * phgt g4 * * Lk

KK KK KKK KKK KKK KKK KXk Kk Kk KKKk KAKKE KAK KKK AR KAX AR KA * Kk ok Kok kK KKk kKK KKK KK KKK KKK K KKK KKK KKk
.

R B Raa ARE

ain

3vr8 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

ECK
Page 18

Residue properties
3vr8

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

80
60
40 -
20

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

6 b. Absolute deviation from mean of omegatorsion

40 -
30
20
10 A

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

N B O

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

Y : T T L

|
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed

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

f. Max. deviation (see listing)

chi4

ain

3vr8 06.ps




PROCH

Chi3 &
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

ECK
Page 19

Residue properties
3vr8

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

% 100
% 80
£ 60
g w0
< 20
o
33 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130
Residue number
5 5 b. Absolute deviation from mean of omegatorsion
g 40
E 30
2 2
S 10
S
o 33 400 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N

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

R e\ =S e

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

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

Al AAA
KRIKTFEI YRFNPEEPGAKPKLQKFDVDLDKCGTMVLDAL | KIKNEVDPTLTFRRSCREG| CGSCAMN I AGENTLACICNIDQNTSKTTKIYPLPHMFV |

f. Max. deviation (see listing)

+ o+ ++ + + *
* ok k kK Lr x4 * % % X4 ok k% gy kg gk
kKK KKK KKK KKk KKk KA AK KKK Kk Kk K K KKK AR KA KKK KKK

+ ++
b od* kg kg 4 Kk ppkkk Rk gy Kk
kK Kk Kkkk KkKK Kk AKKK Kk KK KKK KAKK KKK KE KA KKK

g. G-factors

. i !
R e RE CEE A EETEEE AR

3vr8 06.ps




PROCHECK

=
o
o

Page 20

Residue properties
3vr8

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

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

50

Residue number
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

b—» LN S VNS NN\ RV

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

c oy . ; . 6 .
R I T S T TR S R A e S T IS e I e O0e s FOE TR S P T oS JOE Pa
g. G-factors
[

T eafialze i
T .j\ [T \\H:H:f:.:::i” ] H::::. T H\ [ Hﬂ
[T TR T T I T T EE T T T P e e T T T T T T T T T T T T T T I T T T I T T T T [T T T I T T T T
[T T T T T T T T P e T e T T T P e P T P T T T P P T P P P T T P T T P P T P P T PP I
A 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 A e T e T T e
[T I I I T T T I T T T T T T T T T I T T T T I T T T I T T T I T I T T T T I T T I T I I I
\\H\\H‘\H\\‘H\H‘\H\\‘H\H\\H\‘H\\\‘H\H‘HH\‘HHHHH‘\HH‘HHHHH‘\HH‘H\H‘HH\‘H\H‘HHHH
133 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230

3vr8 06.ps




PROCHECK

R . d t Page 21
3vr8

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

o

g 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

5 5 b. Absolute deviation from mean of omegatorsion

g 40

E 30

2 2

S 10

S

O 233 240 245 250 255 260 265 270 275 280 40 45 50 55 60 65 70
Residue number

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

g

g 4

N

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

N

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
GFSAFKCHT IMNCTKTCPKHLNPARA | GE | KMLLTKMKTKPAPL PTPAN EKTP1 QUWGADY LMRQRALKRPIAPHLT I YKPQMTWMV SGL

f. Max. deviation (see listing)

+ + o+ + * + + o+ +
* ok * o * ok ok ok * * o * * *

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

Dihedrals [

11T
MChbonds  [TTTTTT]
MCangles  [TTTT11]
[TTTT
[TTTT

Mainchain [T

Overall \‘\ [
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=
o
o

80
60
40
20

Chi-1 abs. mean dev.

50
40
30
20
10

Omega abs. mean dev.

Zeta abs. mean dev.
N

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall
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Residue properties
3vr8

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 NN e NN, SONAAANVANAUANN ANANANANAAAN
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

AATA AAATIA
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)

+ ++ o+ + + * * + + +
Kk ok kkK Kk P *

g. G-factors
1 | [N

.\i\. -A HZi:H H H HHHfA\:fH H

[ H HH H O H [N [ HHHi\H H
T e T T e T T e T T T T T T T T T T T T T T T T T T I T T T T I
I T T T T T A T T T T T T A I
O e e e e A e e e e e e e e e e e e e e e e e e e e e e P T T T T 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 I T T T T T T T T T T I T T T T T T
T T T I T T T T T T T T T T T T T T T T T T T I T I T T T T T T AT T T T T IT T I T IITTITITTITTITTT
75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170
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Resid t -
3vr8

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

o

% 80

£ 60

g w0

< 20

- al

175 180 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105

Residue number

5 5 b. Absolute deviation from mean of omegatorsion

g 40

E 30

8 20

S 10

£

O 175 180 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105
Residue number

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

g

E o

g 4

N

175 180 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105

Residue number Highlighted residues are those that

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

o — H eeeeaec NS ——x A NN AANVAVA A AA =
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

IAA AAAABAAANANEN ARBEANA AAAAAAAAAAAAAAAAAAAAATIARL BAAAAAAAAAAAAAAAA A ‘
RWERHKKAT TSAAVTGAAPPQFDP I AAEKGFKPLHSHGTL FK | ERY FAAAMVPL | PAAY F I HGREMDLCLALAL TLHVHWGVWGVVNDYG

f. Max. deviation (seelisting) . H
+ o+ * 4 + % 4 2+
c el IR T T L et R T T T R I R TN s St S
g. G-factors
Phi-psi ] [ 1]
A TN T TN T
Gmega " ] “EE AR EAR  EEEE EEEEEE SEEAEE T EEE
Dihedrals [T T T TR T TR TS B T T T I T I T T T R L T T P T T I T T T T T T T T T I T
Mesee HHHHH A A A A
Mainchain  [TTTTTT[T] [T I I I I I T I I I LI T T I T T T T T e T I T T I T I I I I
Overall m H\\H\\‘\\\H‘\HH‘H\H‘\H\\‘H\H‘\\H\‘H\\\‘\\H\‘H\\\‘\\H\‘\H\HHH‘HHHHH‘HH
175 180 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
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Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.
N A OB

100
80
60
40
20
50
40
30
20
10
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Residue properties
3vr8

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

109 115 120 125 130 135 140 145 150 155
Residue number

b. Absolute deviation from mean of omegatorsion

109 115 120 125 130 135 140 145 150 155
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

109 115 120 125 130 135 140 145 150 155

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

d. Secondary structure & estimated accessibility
RANNANAAANAA AN

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

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

AAATA AAAAAAAAATL AAAAAATIEA AAAAAAAAARL
T T T T T T T T T T
RPFVLGDTLAAAVRVGAY | FTACLLAGLLYFNEHDVGL TRAFEMVWEL

f. Max. deviation (seejjsting).
09 6

+ + L. + 4+ +

A S ST P 5 AR AP DA (NS S S 4

g. G-factors
o Ave
?:'ﬂ'{ hi2 i[l,«H HZZEIZJ H:ﬁ 0%
Ch3Wia H NN 0%
mega ht:ﬂ H I h H\H -0.77
Dihedrals [T T T [T T T[T T[T Tl [ [ R LTI T T e [ -0.56
MC bond 046
Mcages  FHHHTHTHHHHHHHHHHHHTHHHHAHH H 829
Mainchain [T TT T T T T T T T LI T T T T T I T T I TITTTIIT] [ 035
Overall R R L TR T T I T R [ -0.20

109 115 120 125 130 135 140 145 150 155
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C-N

Main-chain bond lengths
3vr8

C-N
(except Pro)
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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 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
1 I I I\
101 106 111 116 121 126 101 106 111 ﬁlﬁl 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
105 110 115 120 125 130 107 102 17 12 17 1% 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%’ﬁS 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

Freguency

Freguency

88

Black bars> 2.0 st. devs. from mean.

T
93

98 103 108 113

Frequency

Frequency

Frequency

3vr8

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)

6 101 106 111 116 121

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

ASN

3vr8

ARG

RM S distances from planarity

PROCHECK
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0.04

HIS
TYR

0.00 001 0.02 0.03

0.00 001 0.02
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3 3 3 3 . 3 3
Aouanbai4 Aouanbai4 Aouanbai4

04

T

04
0.04

GLU
TRP

i

0.00 001 0.02 0.03

000 001 002
000 001 002

I

0.04
0.04
0.04

0.03
0.03

GLN
PHE

0.00 001 002 0.03

000 001 0.02
000 001 0.02

A

|

260
@
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IL 30
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@
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260-

uenba.l

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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