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Plot statistics
Residues in most favoured regions [A,B,L] 1031 68.1%
Residues in additional allowed regions [a,b,l,p] 373 24.7%
Residues in generously allowed regions [~a,~b,~l,~p] 82 5.4%
Residues in disallowed regions 27 1.8%
Number of non-glycine and non-proline residues 1-5“1-3 IE)-(;-(-)?%
Number of end-residues (excl. Gly and Pro) 30
Number of glycine residues (shown as triangles) 166
Number of proline residues 115
Total number of residues I-E;-2-4

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

1VF5
Ala (144) Arg (49) Asn (65)
180 80
L] 3_@ %:ﬁi@ o #8 Eﬁ
90 + 90 B . ﬁ @ .05
. ] O O
A~ o % @.20 =
% B 34 Qi4
-90- Qil s 5%’
H m 0.23 i70
0 90 0 90 180
Phi Phi
” Cys (22) G.ln (66)
o 121 %@
Ui
90 - B as
HQ17
o Q ﬁss m
A~ E 30
i I & N
L
909 QSm .
1 B0
P 196
T T . T T
0 90 0 ) 180
Phi Phi
Glu (80) Gly (166) His (26)
180 221 B 7%
ﬁﬁo | Iy P 99 %D OJ
gl O a9 o144 W D 73
90 M [ oe sz n ™
o m B lI5 = = "
7} [ ] )] [ |
A ol %% -
P 5,
mEE o B Bwiio
907 e 18?. | ] u
Q% m
] n B o173
. - T T T . T . T U
-180 -90 0 90 0 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.

1VF5_02.ps



PROCHECK

Tyr (70
180 y ( ) Q102180
[%%[39. @gﬂ
OO [ |
90 | 90
124
5 %W <
= & J
A 04 NIWQF ) 046
"o
5
25
-90 | 26 -90
d\IﬁS H 219
_. T T T
-180 90 0 90 180 -180
Phi

1VFS

Val (190)

Ramachandran plots for all residue types

Q 93
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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
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Plot statistics
Comparison values No. of

No.of Parameter Typical Band  band widths

Stereochemical parameter data pts value value  width  from mean

a. %-tage residues in A, B, L 1513 68.1 66.5 10.0 0.2 Inside

b. Omega angle st dev 1806 1.4 6.0 3.0 -1.5  BETTER
c. Bad contacts / 100 residues 200 11.0 20.0 10.0 -0.9 Inside

d. Zeta angle st dev 1658 1.1 3.1 1.6 -1.3 BETTER
e. H-bond energy st dev 993 0.9 1.0 0.2 -0.7 Inside

f. Overall G-factor 1824 -0.1 -0.8 0.3 2.5 BETTER
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Side-chain parameters
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Plot statistics

Comparison values No. of

No.of Parameter Typical Band  band widths
Stereochemical parameter data pts value value  width  from mean
a. Chi-1 gauche minus st dev 243 18.9 27.2 6.5 -1.3  BETTER
b. Chi-1 trans st dev 466 18.8 26.4 53 -14  BETTER
c. Chi-1 gauche plus st dev 690 18.2 25.0 4.9 -1.4  BETTER
d. Chi-1 pooled st dev 1399 18.7 25.8 4.8 -1.5 BETTER
e. Chi-2 trans st dev 373 17.8 25.8 5.0 -1.6  BETTER

1VF5_05.ps




PROCHECK
Page 1

Residue properties
1VFS

a. Absolute deviation from mean Chi-1 value (excl. Pro)
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d. Secondary structure & estimated accessibility
A LNNNANANA T B AN BEAAANANANG
Key:- <™ Helix |:> Beta strand = Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions a Most favoured @ Allowed [l Generous Il Disallowed
AAAAAAAAAAAAAAAAAAAAAAATIARTIA
EIQALADDVTSKYVPPHVNIFYCLGGITLTCFLIQFATGFAMTFYYKPTVTEAYASVQY IMNEVSFGWL IRS THRWSASMMVLMMI LHVFRVYLTGGFKK
f. Max. deviation (see listing)
? : * + ++ + + ¥
i: * :* :*::**Z**i:*_***_::*_**__:_:_*;I:i:*_¥*_*:_L _______ :::* ***I** EX3 I:$I*_*:i»_*__:i:::*i__::
g. G-factors
ChiPehi EEE-EEY T
G T R = £ Skl
Chi3 & chi4 [ ] [ 1] [ [ [ [ [ [
Omega [ [T [T [ [ [T [ [
Dihedrals I TR S I T T T T T T T T T e T T T T e T T T T T T T T T T T T T T
C bonds
MC angles  (HEHRH A AR AR AR AR
Mainchain [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
Overall [T T TR e T T T T T T T T I T L I T T T
13 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110

1VF5_06.ps



PROCHECK
Page 2

Residue properties
1VFS
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c. C-alpha chirality: abs. deviation of zeta torsion
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Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility
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Residue properties
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d. Secondary structure & estimated accessibility
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d. Secondary structure & estimated accessibility
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d. Secondary structure & estimated accessibility
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
g. G-factors
Phipsi EEENSE BB W T u T [T
B R P
i TS T L T -
Dihedrals [T TT T T T T T T I T T I T T T T I T T T T T I T T T T T T T T T T T T T T A T T I TR T T
MC angles - FEFHHHAR AR A A AR A
Mainchain [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
Overall [T I T T T T T e T R T T e T I TR LT T T
41 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140

1VF5_06.ps



PROCHECK

—_
o
S

Page 6

Residue properties
1VFS

a. Absolute deviation from mean Chi-1 value (excl. Pro)
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b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
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Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

N A~ N

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

d. Secondary structure & estimated accessibility
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Residue properties
1VFS

a. Absolute deviation from mean Chi-1 value (excl. Pro)
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c. C-alpha chirality: abs. deviation of zeta torsion
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d. Secondary structure & estimated accessibility
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
B EENAAREEAA aamansasamm Al am
GQDDTE I VLQDPNRVKWMI AF I CLVMLAQLML I LKKKQVEKVQAAE DMGRRQFMNLLAFGTVTGVALGALYPLVKYFIPPSGGAVGGGTT
f. Max. deviation (see listing)
ta M & S O A S A S S O ok Z *’;X*EIIUIM P 4 S vt
g. G-factors
Phipsi [T B B EESEAEN B - W mwcRbl
e Moo iR Euleiieitiy o
Chi3 & chi4 I [ [ [ T17 [ [ [ [
Omega [T [ [ [T [ [T [ [
Dihedrals  CTTTITTT T T T ITTITITTTTIT I T T ITTITIT I T ITIITTTT] T T T A S T T T T T I T T T T TR
MC angies - EHHEH A A A A
Mainchain [T T T T T T T T T T T T T TTT TCTTTTTTTTTTTTTTTTTTT T T I T T T T T I T T T T T T T T T T T T T T T
Overall T T I T T I T T IT T I T T ITITTITT] T I T T T T IT T I T T I T T T I T TITTTT]
241 250 255 260 265 270 275 280 285 20 25 30 35 40 45 50 55

1VF5_06.ps




PROCHECK

R . d . Page 8
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 80-
B
g 60
2 401
<
< 20
z
56 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155
Residue number
: b. Absolute deviation from mean of omega torsion
z 10
= 81
]
g 61
£ 4
5 21
g
© 56 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
: 6
£ 0]
£ 47
<
g 27
N
56 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155
Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

AN i T R e

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed

AA,
AKDKLGNNVKVSKFLESHNAGDRVLVQGLKGDPTYIVVESKEATIRDYGINAVCTHLGCVVPWNAAENKFKCPCHGSQYDETGRVIRGPAPLSLALCHATV

f. Max. deviation (see listing)

+ + + +
FIE N N * * * * *® o4
4 g Ry + ok woowE Fpoo 4w + + +EEL 4 4 gk g # gk
* dokokokok  kkokkok kokok ok wokok ok wockok ok Rk kkok ok kkokokkok Rk kokok ok kok kR kR kokkokokok kR Rk EEEE Ckkk Rk %
. . i . . . i . . i . i . . .

Phi-psi ] Il

ohipsi o sz!ﬁ:-:II:- I:],:HEHI::-:- -:]:ilz,]I,,l, W #E:
Chil only [

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

¢ = cis-peptide

1VF5_06.ps



PROCHECK

R . d . Page 9
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
=
2
<
5
165 170 175 5 10 15 20 25 30 5 10 15 20
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
5 0]
E 6
g 41
D21
=
© 156 165 170 175 5 10 15 20 25 30 5 10 15 20
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= %]
E 6
£ 47
<
g 27
N
156 165 170 175 5 10 15 20 25 30 5 10 15 20
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
iy | E RN F =cNANANANNNG
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
; ‘ B ‘ ; ‘ ;
QDDNIVLTPWTETDFRTGEKPWWV MILGAVFYIVFIALFFGIAVGIIFAIKSIKLI MTEEMLYAALLSFGL I FVGWGLGV
f. Max. deviation (see listing)
g. G-factors
Phi-psi _ W] I F ] F Hliimr M
ﬁ i # i :
Dihedrals [T T T T T T TT T T [T T T T T T I T T T ] T TT A TIT T A I
MC angles - HHHH A HH A FEHHA A
Mainchain [T TTTTTTTTTTTTTTTTIITITT [EEEEEEEEEEE NN [EEEENENEEEE NN RN
Overall I ITIT T T I ITTTITTT] T T IT T IT T I TITTITITITTIT] T ITITITIITTTITTTT]
156 165 170 175 5 10 15 20 25 30 5 10 15 20

1VF5_06.ps




PROCHECK

—_
o
S

80

40
20

Omega abs. mean dev. Chi-1 abs. mean dev.

N A~ N

Zeta abs. mean dev.

Phi-psi
Chil-chi2
Chil only
Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

. d . Page 10
a. Absolute deviation from mean Chi-1 value (excl. Pro)
25 30 15 20 25 30 10 15 20 25 13 20
Residue number
b. Absolute deviation from mean of omega torsion
25 30 IS 20 25 30 10 15 20 25 13 20
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
25 30 15 20 25 30 10 15 20 25 13 20
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Q= G NG — H =N N——
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
EAA HAABAAAAAAAAAAAAA
LLLKIQGAE LVLGLV]‘:ATLG‘GLFYA/;\YQQYI‘(R IDVLGWV/-‘\LLVVI‘:TWS IMWéRNGL EIQALADDVTS
f. Max. deviation (see listing)
> +’+ + ++ + . i
g. G-factors
seicel s ool il sl
[T [HEEI [T [l [ [ [T HH:::
[TTTTITTTT] O IT T T AT T TR T T [T T T
HHHHA HEHHH Fia H
[TITTTTTT] (I T T T T [T TTITET T
(IR CCC O I TR T I LI T OO [ LTI T AERERERAEEN]
25 30 15 20 25 30 10 15 20 25 13 20

1VF5_06.ps




PROCHECK

Chi-1 abs. mean dev.

—_
o
S

Page 11

Residue properties
1VFS

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

80

40
20

24 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120
Residue number

b. Absolute deviation from mean of omega torsion

5 10
o
% 8
E 6
2 4
& 2
=
© 24 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
510
= 87
S 64
=
£ 47
<
g 27
N
24 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAMAABAARIAAAAAAAAAAAAAAAATEL AAAAAAAARIAAAAAAAAAAAAAAAAARE
KYVPPHVNIFYCLGGITLTCFLlQFA'ILGFAMTFYYKPTVTEAYASVQYIMNEVSFGWLIRSIHRWSASMMVLMMILHVFRVYLTGG]‘:KKPRELTWISGV[
f. Max. deviation (see listing)
g. G-factors
Phi_—si_ m T T -
. i H i i ;
Dlhedrals T BT B T T T T T T T I T T T T T T T T T I T T T T T T I T T T I T T T T
MC bonds T T T e T T P P P P P TP P PP TP T P P P P TP PP PP T
MC angles T e P T T T T T A T T T T T T T A P P P T T T T T T T P T T T T T T P T T T T
Mainchain [T TR T LTI T LI T T T T T T T T T T T T T T T T T T T T I T T T
Overall L T T T LT T T T T T LT T T T T T T T T T I T T T I T T LI T T T T T T T T T T IT T TR T TTTITTTTIT]
24 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120

1VF5_06.ps
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Page 12

Residue properties
1VFS

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

—_
o
S

80
60
40
20

Chi-1 abs. mean dev.

124 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

124 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

=~ 10
3
- 8
S 6
g
3 4
<
s 2
N
124 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
WAAA
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandmions A Most favoured B Allowed [ Generous I Disallowed
mil
ILAV I TVéFGVTC‘%YSLPV‘VDQVGWAVKI‘VSGV]‘)EAl PVVGVLE SDLLI‘QGGSS\‘/GQAT]‘_,TRYYéAHTF\"LPWL‘IAVFMI‘_‘LHFLI\‘/II RKQél SGP
f. Max. deviation (see listing)
g. G-factors
Phi-psi . [TH T [ ] ] [ Il
S e e i : it
Dihedrals [T I LI T TR T e T T T T T T TR TR
v sngies - EEFRHHHRHHHRHRERRAH AR A A A A A A
Mainchain [T T T I T I I LT T LT L L T L L L T T T LT
Overall [T I e T e T T O I LR TR
124 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

1VF5_06.ps



PROCHECK

Page 13

Residue properties
1VFS

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

—_
o
S

Chi-1 abs. mean dev.

80 1

401
201

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

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

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

c. C-alpha chirality: abs. deviation of zeta torsion

Zeta abs. mean dev.

0]

Phi-psi
Chil-chi2
Chil only
Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

18 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115

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

A A

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

d. Secondary structure & estimated accessibility

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed

AAA
T T T T T
LAKGMGHNYYGEPAWPNDLLYVFPVVIMGTFACIVALSVLDPAMVGEPANPFATPLEILPEWYLYPVFQILRSLPNKLLGVLLMASVPLGLILVPFIENV

f. Max. deviation (see listing)

RARAEE . 8 T
B S e SO oS I o3 e SUE SN JESOF UL U ST S St Tt S LE 0 S ST SN Se T
g. G-factors

el B aaua Bl ulaaabe s BB B B al BN EuaBau A EaE Eu a4 e Eu ait fana o AR AR A"
[ [ T[] [T [ [T [ 11 [ [ [ [

[ [T [T T [ [T [T [1 [ [ [1

[T T T T o e T T T T T I T T T T R T T T T e B T T T T T T T T T T T I T T T I T I T T I
ot A
[T T T T T o 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 I T
(T T e T T LT T T, T T T T TR T T L T L T T LT T LTI
18 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115

1VF5_06.ps




PROCHECK

R . d . Page 14
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 80
g
g 60 -
£ 401
<
= 20 A
£
118 125 130 135 140 145 150 155 5 10 15 20 25 30 35 40 45 50
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
5 0]
E 6
g 41
D2
=
© 118 125 130 135 140 145 150 155 5 10 15 20 25 30 35 40 45 50
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= %]
E 6
£ 47
<
g 27
N
118 125 130 135 140 145 150 155 5 10 15 20 25 30 35 40 45 50
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
PRAY I R o E
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions 4 Most favoured m Allowed [ Generous l Disallowed
.‘Vﬂ‘l‘(ﬁ]fﬂﬁl‘{_lwvww ) ) ‘ AAAAAAATIAAAAAAAA  AAAATIAATAAAATIAAAAAAAAAATAAAATATIAT
NKFQNPFRRPVATTIFLFGTLVT IWLGIGAALPLDKTL YPFWAQQTYPPTPREPTGR I VCANCHLAAKPAEVEVPQSVLPDTVFKAVVKI
f. Max. deviation (see listing
* 5 67  + oo +
g. G-factors
Phi-psi ] m W ] [T [NEEES
. Eiif e ;
Dihedrals BT TT R T TR TTTTTT T T T T AT T T I T T T T T T [T T LI I T I
MC angles - EFHHH A EH A A A
Mainchain [T T T T T T T T T T T T T TR TTITITTTT EEEEEEEENEEEEEEEENE NN NN
Overall [T I T T T T T T L] O T A T T T T T
118 125 130 135 140 145 150 155 5 10 15 20 25 30 35 40 45 50

1VF5_06.ps
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Page 15

Residue properties
1VFS

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

—_
o
S

80 1

401
201

Chi-1 abs. mean dev.

53 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 omega torsion

Omega abs. mean dev.
N BN

53 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

=~ 10
3
= 8
S 6
=
3 4
<
s 2
N
53 60 65 70 75 80 85 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
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
A A
PYDTKLQQVAADGSKVGLNVGAVLMLPEGFKIAPEERIPEELKKEVGDVYFQPYKEGQDNVLLVGPLPGEQYQEIVFPVLSPNPTTDKNIHFGKYAIHLG
f. Max. deviation (see listing)
g. G-factors
Phipsi (M EREANNEN EERRENCEN B WEEE W T m
s e R A N g e
i e R R gitd
Dihedrals [T T T T T T I T T T T T T T T T T T T T s T T T T T T T T T T T
v sngies - EFRHHHRHHHAHHAFAFHA AR A AR A
Mainchain [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
Overall [T T T T e T T T T T e e T TR I T L T
53 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150

1VF5_06.ps
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Residue properties
1VFS

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

—_
o
S

80 1

401
201

Chi-1 abs. mean dev.

153 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

153 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

Zeta abs. mean dev.

153 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250

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

d. Secondary structure & estimated accessibility

1 R e ==

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
FARTTIAR

AAAAA..AIIII [TAC]
ANRGRGQIYPTGEKSNNNVFTASATGT ITKIAKEEDEYGNVKYQVS IQTDSGKTVVDT I PAGPEL IVSEGQAVKAGEALTNNPNVGGFGQDDTE I VLQDP

f. Max. deviation (see listing)

bow % %%

Phi-psi
Chil-chi2
Chil onl;
Chi3 & chi4

Omega H
[T
[T
[
[T
[T
65

Dihedrals

MC bonds
MC angles

Mainchain

Overall

1VF5_06.ps




PROCHECK

R . d . Page 17
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
<
£ 60
£ 40
<
- 20
£
253 260 265 270 275 280 285 20 25 30 35 40 45 50 55 60 65
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
5 0]
E 6
£
5 2
=
© 253 260 265 270 275 280 285 20 25 30 35 40 45 50 55 60 65
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
§ 8
g 6
3 4
<
s 2
N
253 260 265 270 275 280 285 20 25 30 35 40 45 50 55 60 65
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
AAARNAASA—R=  Q —
R | ]
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
’_‘ T T T T T T T T T T
NRVKWMIAF I CLVMLAQLML I LKKKQVEKVQAAE DMGRRQFMNLLAFGTVTGVALGALYPLVKYF I PPSGGAVGGGTTAKDKLGNNVKVS
f. Max. deviation (see listing)
g. G-factors
Phi_— si_ 1 T[] 1] [ I T |
Sl T i ;
Dihedrals  [TTTTTTTTTITTTTITTITTITITTIITTITTTTITT T T T T I T T T T T T T I T I T T
et CFFEFEFFEFFEFAE AT PR R
Mainchain [T TTTTTTTITTTTTT T T T TITTTTITITITTT] EEEENEEEEEEEEEEEEEEE NN NN
Overall [T I T LI T T T OO T T T T T T T T T T ]
253 260 265 270 275 280 285 20 25 30 35 40 45 50 55 60 65

1VF5_06.ps
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Residue properties
1VFS

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

—_
o
S

80 1

401
201

Chi-1 abs. mean dev.

68 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

68 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

=~ 10
3
= 8
S 6
g
_g 4
<
s 2
N
68 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions 4 Most favoured ® Allowed [ Generous I Disallowed
KFLESHNAGDRVLVQGLKGDPTYIVVESKEAIRDYGINAVCTHLGCVVPWNAAENKFKCPCHGSQYDETGRVIRGPAPLSLALCHATVQDDNIVLTPWTE
f. Max. deviation (see listing) .
. . . . a3
g. G-factors
Phi-psi T B SEE _ EENSS NEN NS EES BN | BEm - mmas
it EEEEE— EmT———
Chi3 & chi4 [T | [l I [EEEEEEN] 1=
Omega [HEN [T [ [ ] [T [
Dihedrals  C T T T T T T T T T e T T e T T T T T T T T T T T T T ] s T
MCbonds T T A A A A A A A
MCangles T e e e e e e e e P
Mainchain O T T T T T P T T P T T T T T P P T T T T T T P T T T T
Overall \\H\\H‘\H\\‘H\H‘\H\\‘H\H\\H\‘H\\\‘\\H\‘H\\\‘\\H\‘\H\\‘\\\H‘\H\\‘\\\H‘\HC\\‘H\H‘HHHHH‘HHHH
68 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165

¢ = cis-peptide

1VF5_06.ps
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. d . Page 19
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
<
£ 60
£ 401
<
= 204
£
168 175 5 10 15 20 25 30 5 10 15 20 25 30 35
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
% 8
E 6
2 4
& 2
=
© 168 175 5 10 15 20 25 30 5 10 15 20 25 30 35
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= 8
QE) 6
3 4
<
s 2
N
168 175 5 10 15 20 25 30 5 10 15 20 25 30 35
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
- R seANANANANANN G — SN NN/ NN e
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
; ‘ v DO S LT ‘ ‘ ; o R
TDFRTGEKPWWV MILGAVFYIVFIALFFGIAVGIIFAIKSIKLI MTEEMLYAALLSFGLIFVGWGLGVLLLKIQGAEKE
f. Max. deviation (see listing) e
* +47
ot .t bl ity 19tk Plonadel Lnamied s
g. G-factors
Phi-psi [0 ﬂ ] ! ll:mr o
S = e : s
Dihedrals [T T TR [T T T T T I 1T T e T AT T I A T I T T T T T
MC angies - EEFHHH HHH A A A A
Mainchain  [TTTTTTTTTTT] [EENEEEEEEENEN NN R IEEEEEEEEEEEE NN EEE ]
Overall  [ITTTTTLITIL] OO I T E LTI O O T T T TR T
168 175 5 10 15 20 25 30 5 10 15 20 25 30 35

1VF5_06.ps
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. d . Page 20
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 80
<
£ 60
£ 40
<
- 20
£
15 20 25 30 35 10 15 20 25
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
% 8
E 6
2 4
& 2
=
© 9 15 20 25 30 35 10 15 20 25
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= %]
E 6
£ 47
<
g 27
Q
N
9 15 20 25 30 35 10 15 20 25
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
T PRI A= U == AN
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
EAA BAABAAAAAAAAAAAAA
ILVLGLVI‘:ATLGC‘iLFYA/‘%YQQYI‘(RPNE]L IDVLGWV/‘\LLVV]‘:TWS lMWéRNGL
f. Max. deviation (see listing) .
E * 3 1‘ *
R R TRR RIS cartn el iy
g. G-factors
Ave
Phi-psi _ I -1.11
e gEo bl i Eadh A @:s;%
Chi3 & chi4 [ 11] IEENEREEN [ INEEEN RN 0.38
mega RN [T [T [T RN 0.54
Dihedrals T TTTTTTTTT T TTE T [T T TR T T I T T T] [ -035
MC angles - A EEH A H 63
Mainchain [T TTTTTTTITTTTTTTTTITTTITTTT] T T I T O0.36
Overall ITTITTT T T I T I I TTTITTTT] T T T I TTTTTIT T [0 -0.05
9 15 20 25 30 35 10 15 20 25

1VF5_06.ps
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Page 1

Main-chain bond lengths

1VF5

C-O

1.23

CA-CB
(Ala)

C-N

(Pro)

131 135

127

1.15 1.19

709

Kouanbaig

1.11

r

1.34 138 142 1.46

CA-C
(Gly)

709

Kouanbai

122 126 1.30

709

Kouanbai

120 1.24 1.28 1.32 136 140 1.44

CA-C
(except Gly)

1.52 1.56 1.60 1.64

709

Kouoanbaig

140 144 1.48

R

1.51 1.55 1.59 1.63

709

Kouanbai]

139 143 147

709

Kouanbaig

140 1.44 148 1.52 1.56 1.60 1.64

N-CA
(except Gly,Pro)

CA-CB
(the rest)

CA-CB

(Ile,Thr,Val)

145 149 153 1.57

1.37 141

709

Kouanbaig

1.33

1.56 1.60 1.64

1.52

709

Kouanbai

140 144 148

1.61 1.65

1.49 1.53 1.57

1.45

709

Kouanbaig

1.41

N-CA
(Pro)

709

Kouanbai

134 138 1.42

141 145 149 153 1.57

709

Kouanbaig
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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
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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
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Black bars > 2.0 st. devs. from mean.
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q or ) signifies data points off the graph in the direction shown.
Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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RMS distances from planarity
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Histograms showing RMS distances of planar atoms from best-fit plane.
Black bars indicate large deviations from planarity: RMS dist > 0.03 for rings, and > 0.02 otherwise.
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p signifies data points off the graph in the direction shown.
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Main-chain bond lengths
CA 1540 CB CA 1540 CB CA 1525 C CA 1525 C N 1458 CA CA 1540 CB
1.602 1.590 1.575 1.579 1.512 1.593
H Thr 16 N Val 26 N Pro 28 N Val 30 O Lys 20 O Ile 145
Bonds differing by > 0.05A from small-molecule values. Values shown: "ideal", difference, actual
Main-chain bond angles
122.6 111.8 111.2 111.2 111.8 111.8
A Val 26 APro 27 A Pro 27 A Asn 31 A Arg 207 B Pro 30 B Pro 33
N 111.2 C N 1m2 ¢ N 111.2 C N 111.8 C N 111.2 C N 12 c
CA CA CA CA CA CA
B Asp 35 B Leu 36 B Val 39 B Pro 72 B Arg 125 B Ala 129
112.5 111.2 111.2 111.2 111.2 111.2
B Gly 144 B Tle 145 B Asp 152 C Leu 249 Dlle 43 D Ser 46
N 111.2 C N 111.2 C N 111.2 C N 1125 C N 111.2 C N 111.2 C
CA CA CA CA CA CA
D Thr 54 D Thr 55 D Val 66 D Gly 76 D Asn 105 D Cys 108
N 112.5 C N 111.2 C N 111.8 C N 111.2 C N 111.2 C N 111.2 C
CA A CA C CA
D Gly 112 D Lys 123 D Pro 143 D Leu 162 D Glu 167 E Phe 16
N 12 ¢ N 1112 ¢ N 111.2 C N 1112 ¢ N 111.2 C N 12 c
CA CA CA CA CA CA
G Gln 28 HAsp 4 HVal 5 NGln 15 N Ala 18 N Asp 20
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Main-chain bond angles (contd)
1112 1112 1112 1112 1118 1112
N Val 21 N Val 26 N H1s 29 N Asn 31 N Pro 60 N Thr 61
1112 1112 1125 111.2 111.2 1112
N Trp 140 N Arg 207 N Gly 210 0] Lys 20 (0) Tyr 26 0] Ala 31
N Hs8 ¢ N 2 ¢ N Ill2 ¢ N 12 ¢ N 125 ¢ N 112 ¢
CA CA CA CA CA CA
O Pro 33 O Asp 35 O Leu 36 O Val 39 OGly 63 O Glu 64
1112 1112 1125 1125 1112 RG
(0] Val 117 (0] Ala 129 (0] Gly 144 P Gly 99 P Leu 249 QPro 44 QPro 45
11138 1112 1112 1112
Q Pro 45 Q Leu 162 T Gln 28 U Val 5
Bond angles differing by > 10.0 degrees from small-molec values. Values shown: "ideal", actual, diff.
Planar groups
CB CB CB C CB CB
0.059 0.030 0.052 0.037 0.051 0.037
A Tyr 105 A Tyr 136 A Tyr 145 A Trp 146 B Tyr 38 B Tyr 80
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Planar groups (contd)
CB CB CB B CB 2
0.048 0.041 0.048 0.036 0.045 0.031
C Tyr 102 D Tyr 90 D Tyr 102 E Phe 16 G Tyr 23 H Trp 24
CB CB cY = CB CB
0.067 0.058 0.044 0.037 0.038 0.051
N Tyr 105 N Tyr 145 N Trp 146 N Trp 193 O Tyr 27 O Tyr 38
CB CB CB e B CB
0.049 0.031 0.045 0.035 0.032 0.043
P Tyr 102 Q Tyr 90 Q Tyr 102 R Phe 16 S Phe 17 T Tyr 23
‘B
0.032
U Trp 24

Sidechains with RMS dist. from planarity > 0.03A for rings, or > 0.02A otherwise. Value shown is RMS dist.
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