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Plot statistics
Residues in most favoured regions [A,B,L] 834 88.5%
Residues in additional allowed regions [a,b,l,p] 104 11.0%
Residuesin generously allowed regions [~a,~b,~l,~p] 4 0.4%
Residues in disallowed regions 0 0.0%
Number of non-glycine and non-proline residues 942  100.0%
Number of end-residues (excl. Gly and Pro) 7
Number of glycine residues (shown as triangles) 97
Number of proline residues 46
Total number of residues 1092

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

Page 1

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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pdb3aeb

Ramachandran plots for all residue types

Page 2

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
pdb3aeb
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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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As (53)

Chi1-Chi2 plots
pdb3aeb

Arg (59)
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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
pdb3aeb
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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%-tage of residues in most favoured regions

78' Measure of bad non-bonded interactions

Main-chain parameters
pdb3aeh

OOa Ramachandran plot quality assessment
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Plot statistics
Comparisonvalues  No. of
) No.of Parameter Typicd Band  band widths
Stereochemical parameter datapts  value vaue  width  from mean
a %-tageresiduesin A, B, L 942 88.5 66.5 10.0 2.2 BETTER
b. Omega angle st dev 1088 4.4 6.0 3.0 -05 Inside
c. Bad contacts/ 100 residues 15 14 20.0 10.0 -1.9 BETTER
d. Zetaangle st dev 995 14 31 16 -1.1  BETTER
e. H-bond energy st dev 706 0.7 1.0 0.2 -1.6 BETTER
f. Overall G-factor 1092 0.2 -0.8 0.3 3.3 BETTER
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Side-chain parameters
pdb3aeh
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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 143 14.1 27.2 6.5 -20 BETTER
b. Chi-1 trans st dev 294 13.6 26.4 53 -24 BETTER
¢. Chi-1 gauche plus st dev 423 14.3 25.0 4.9 -2.2 BETTER
d. Chi-1 pooled st dev 860 14.4 25.8 4.8 -24 BETTER
e. Chi-2 trans st dev 247 155 25.8 5.0 -21 BETTER
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Residue properties .
odb3aeb

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

H
o ©
3 3 8

Chi-1 abs. mean dev.
N D
o O

10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.

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

c. C-aphachirality: abs. deviation of zetatorsion

Al B —mm)— \/N\/N\/

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

10 15 20 25 30 35 40 45 50 5 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\ \/\ SWAVAVAV AN
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

EEAAAAAAAAAAAAR [ ABAAAAAAAAAAABIAAAAAT. — AAATIA
T T T T T T T T T T T T T T T T T T T T
STQYPVVDHEFDAVVVGAGGAGLRAAFGL SEAGFNTACVTKL FPTRSHTVAAQGG | NAALGNMEEDNWRWHFYDTVKGSDWL GDQDA | HYMTEQAPASVV

f. Max. deviation (see listing)

+ T ++ X4 o4 ko + * + + ok kg 4 ++ ++
Xk kkkKk K kkkK K KAKK KA KK Kk KAKAKKEKK KAKK  *k K kk kkkkk ok k  kk Kk Kkk *k  kkk kK

g. G-factors
o [Tl [N D NEEN H H

[ Il H T T I H

10 15 20 25 30 35 40 45 50 5 60 65 70 75 80 8
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o0 O -
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Residue properties
pdb3aeb

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

=
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80
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40 -
20

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
e}

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
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

e M\ S el s

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

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

AAAAABAAABABAAARIAAAAAA AAAAAAAR
T T T T T T T T T T T T T T T T T T T T
ELENYGMPFSRTEDGK | YQRAFGGQSLKFGKGGQAHRCCCVADRTGHSLLHTLYGRSLRYDTSYFVEYFALDLLMENGECRGV | ALCI EDGS|HRIRARN

f. Max. deviation (see listing)

g. G-factors
Phi-psi | H
Gl g xs e
Chi3 & chi4 [ I h [T
Omega (T o [T [ [T [ [
Dihedrals [T T T T T T T T T T T LT T L LT T T T T LT T LT T T T T T T T T T L LT T T T T T T ]
MChbonds [T T T T T T P P P P P P P T P P P P P T P P T T P T PP
MCangles [T T e e P P e T e e P P T T T P P T
Mainchain [T T T[T TP T T P T T T T T T T T T P T L O LT P T T T T T TP LTI
Overall HH\\‘H\H‘\\HHHH\HH‘H\HHH\HHH\H\‘\H\HHH\HH‘H\HHH\HHH\HHHH‘HHHHH‘HH\
110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205

pdb3aeb_06.ps



PROCHECK
Page 3

Residue properties
pdb3aeb

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

H
o ©
3 3 8

Chi-1 abs. mean dev.
N D
o O

210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305
Residue number

2 b. Absolute deviation from mean of omegatorsion

16
12
8
4

Omega abs. mean dev.

210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305

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

d. Secondary structure & estimated accessibility

/e B/ e R R N\

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

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

AAAEA B AAAAAAAAAAARIA ‘ A AAABAAAAAAAAR A _AAEIA_AA AAABAA : ‘ ‘ ‘ ‘
TVVATGGYGRTY FSCTSAHTSTGDGTAMV TRAGL PCQDLEFVQFHPTGI YGAGCL | TEGCRGEGGI L | NSQGERFMERYAPVAKDLASRDVVSRSMTLEI

f. Max. deviation (see listing)

+
+ + ++ * * ++  * o+ + Yo+ 44 ++  ++ + F 4 Fpp ook o4 4 +
* % *x x * ok * Kk kxkk k% Kk kkkk K xkkkkAkkKk Kkk KrkK K KEKE * kKKK K Kk K K%

g. G-factors

Chi3 & chi4 ] H
Omega T
Dihedrals [

[T T T T T T T T T T T T T T I I T A T T T TT] [
MC bonds [T T T T T T T T T T I
MCangles [T T e T T [
EEEEEEEEEEENEEE NN NN NN RN RN [
[T T I T LTI T T T T AT T T T T T T LTI T T T T T T T I ITTTT [

Mainchain |

Overall [
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Residue properties
pdb3aeb

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405
Residue number

2 b. Absolute deviation from mean of omegatorsion

16
12
8
4

Omega abs. mean dev.

310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

=
o

Zeta abs. mean dev.
N A OO

310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405

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

d. Secondary structure & estimated accessibility

e — i VA m——m— 3

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

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

AR B @ ‘ ‘ : ‘ : ‘ AAAARAAAAAARAARABA : ‘ : ‘ A AAABABIAA
REGRGCGPEKDHVYLQLHHL PPEQLAVRLPGI SETAMI FAGVDVTKEP | PVLPTVHYNMGG | PTNYKGQVLRHVNGQDQVV PGLYACGEAACASVHGANR

f. Max. deviation (see listing)

+ .
+ + + ++  *4 * o4 *3++ + + + *po kg * + +* 4 +
kK kkk Kk KKKk KKKk Kk Akkk KAXKERKAK KKk KA KK Kk Kk kkkk K Kk ok xkk K kkkxkx

g. G-factors

S Loz L‘H L‘H u| u| L‘H u
i, o |

Omega H::H::] h

Dihedrals

MC bonds
MC angles

Mainchain

Overall
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Residue properties .
odb3aeb

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

[0]
o

2]
o

N
o

8
4

Omega abs. mean dev.

Chi3 & chi4

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

Chi-1 abs. mean dev.
N
o

20
16
12

410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505
Residue number

b. Absolute deviation from mean of omegatorsion

410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505

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

BAAAAAAAAA ABAAAAAAAA AAAAAAAAAAAATIE BAAAAAAAAAAAAAAAAATIIAAAA
T T T T T T T T T T T T T T T T T T T T
LGANSLLDLVVFGRACAL SIAESCRPGDKVPS|KPNAGEESVMNLDKLRFANGT | RT SELRL SMQK SMQSHAAV FRVGSVLQEGCEK | LRLYGDLQHLKT

f. Max. deviation (see listing)

*pox ++ ¥ +* % + ++ + + + *okok 4 4 + Kk ok + o+ 4+
Kk Kk KAk KA * * kkk ok kk% Xk ok kK x kkk  x kA k * % Kk kK Kk K kkk kAKX KAk KAKK

g. G-factors
e R e R

pdb3aeb_06.ps




PROCHECK
Page 6

Residue properties
pdb3aeb

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

H
o ©
3 3 8

N
o

Chi-1 abs. mean dev.
N
o

510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
e}

510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

=
o

Zeta abs. mean dev.
N A OO

510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605

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

d. Secondary structure & estimated accessibility

e\ = sl | it

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

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

FDRGMVWWTDLVETLELQNLMLCALQT | YGAEARKESRGAHAREDFKERVDEYDY SKP | QGQQKKPFQEHWRKHTL SYVDVKTGKVSLEYRPV I DKTLNE

f. Max. deviation (see listing)

* + 0+ o+ * + o+ 4 ++ *opp koK ++ o+ *
Kok Kk kK K Kk k% ok kE x * xx % %

g. G-factors

Phi-psi [ R
Chil-chi2 *:H
Chilonly

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall
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Resid t -
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 20
o
610 615 620 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Residue number
5 20 b. Absolute deviation from mean of omegatorsion
£ 15-
£ 121
8 81
P 41
S
O 610 615 620 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4
N
610 615 620 15 20 25 30 35 40 45 50 5 60 65 70 75 80 85
Residue number Highlighted residues are those that

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

e I e N\ e

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

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

BEAAAAAAAAAAAAAA /\/\/\/\/\/\/\/\/\/\/\/WWW\/\/\/“TI/\ EA ABAAA
T T T T T T T T T T T T T T T
ADCATVPPAIRSY PRIKKFA|YRWDPDKTGDKPHMQTYE I DLNNCGPMVLDAL | KIKNEIDSTLTFRRSCREGI CGSCAMN I NGGNTLAC

f. Max. deviation (see listing)

+ +* + o+ + + + ++ Kok *o4 o+
* * A T * ok k kEk A% Kk k kK Kk kKK KkKK KKK Kk* k%

g. G-factors

Chi3 & chi4
Omega

Dihedrals [T TTTTTTT]

[
[T
[T
MC angles [T
[TTT
[TTT

Mainchain  [TTTTTTTTTTTT]

I

[

l

Ovedl  [TIIITITIIIIT I
610 615 620 1
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Residue properties
pdb3aeb

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

86 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185
Residue number

b. Absolute deviation from mean of omegatorsion

16
12

Omega abs. mean dev.
e}

86 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

=
o

Zeta abs. mean dev.
N A OO

95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185

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

(0]
(o3}

d. Secondary structure & estimated accessibility

B i O 1 A Y

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
ﬁJvMNAﬁfVV\KAﬁfVVNKAﬁFVVNNNAFLvMNAﬁfVVNKAA/VV\NATVVMNAﬁfVVNKA

BAAAABIABAAAAAAAAAAAR
T T T T T T T T T T T T T T T T T T T T
TRRIDTNLDKVSK1YPLPHMYV IKDLVPDLSNFYAQYKS| EPYLKKKDESQEGKQQYLQS| EEREKLDGLYECI| LCACCST SCPSYWAWNGDKY LGPAVLM

f. Max. deviation (seelisting) :
+ 5 8
SIS S 5 : B ol e e Dirorrrbnndng

g. G-factors
Phi [ [ T T
o Mo R ] -
Chi3 & chi4 H I I I [
Omega i i [T 1 NN
Dihedrals [T T T T I T T T T T T T T T LT T T T T T T T T T T T T TP T T T T P T I T T T T T LTI T T
MCbonds (T T T T T T T
MCangles [T e e P T P
Mainchain (T T T T T T T T T T T T TP T T T O T TP TP T T TP T TP TP T T T T T T T
Overall EEEEEEEEEEEENES NSNS SN SN SN EEEEEEEEEEEEEEEENEEE NN NN NN NN
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Resid t -

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

o

g 80

£ 60

g w0

< 20

o

186 195 200 205 210 215 220 225 230 235 240 245 10 15 20 25 30

Residue number

5 20 b. Absolute deviation from mean of omegatorsion

Ee

E 12

2 8

o 4

S

O 186 195 200 205 210 215 220 225 230 235 240 245 10 15 20 25 30
Residue number

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

g

E o

g 4

N

186 195 200 205 210 215 220 225 230 235 240 245 10 15 20 25 30

Residue number Highlighted residues are those that

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

PV VN CAAA———

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

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

: ‘ : ‘ ‘ ‘ : AAA_ARA ‘ ‘ ‘ ‘ ‘ A AAAAAAABIAABIA
QAYRWMM I DSRDDFTEERLAKLQDPFSLYRCHT IMNCTGTCPKGLNPGKA | AEI KKMMATYKE TTAKEEMERPWMNKNLGSNRPLSPHITIY
f. Max. deviation (see listing)
g. G-factors
Phi-psi . ] RENC
%Eigéﬂiz,4 H \Iﬁ HH H .HEHE
Gihega " hi HEnComamtin Wi EEEEENEREEENSE
Dihedrals [T T T T T ITT T T T T T T I T I T T T T T T TP T T T T LTI TT] T T T T T A T T T e
MCbonds T T T T T A I A T A Y I
MCangles [T T T P P T T e T e
Mainchain (T T T T T T I IT T T I T T T T IO TP TP TP T I T TTTTTTIT I IIITITTT] T T I I T I T
Overall LTI T T I LTI T T I T T T T T T T T T IT T TITTITTTITTTTITTIT] OTTIITT T I T T ITTITTT I
186 195 200 205 210 215 220 225 230 235 240 245 10 15 20 25 30
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Residue properties
pdb3aeb

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

=
o
o

D o
o O

N
o

Chi-1 abs. mean dev.
N
o

34 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130
Residue number

2 b. Absolute deviation from mean of omegatorsion

16
12

Omega abs. mean dev.
e}

34 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

=
o

Zeta abs. mean dev.
N A OO

34 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

—ANANAARARS SVAVNANNN/N NN

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

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

AAAAAAAAATIIFAR EAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
RWSL PMAMS | CHRGTGI AL SAGVSLFGLSALLLPGNFESHLELVKSLCLGPTL | YTAKFGIVFPLMYHTWNG| RHL IWDLGKGLT I PQLTQSGVVVLILT

f. Max. deviation (see listing)

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

g. G-factors

Chi3 & chi4
Omega
Dihedrals

[
[
[T
MC bonds H
[T
[T

MC angles
Mainchain

Overall

B
I

i

i

T ‘\‘

34 40 45
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Residue properties
pdb3aeb

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

& 100
% 80 -
g 60
8 401
< 20+
o
134 140 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 16
E 12
£ 8
o 4
£
O 134 140 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
% :
e 6
g 4
R
S
134 140 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
AN G D — NN GAARAVAVAVA A== AN\
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
ABAAAAAAA ‘ AAAAAAABAAAAAAAAAAAAAAAA AAAAAATIA A ‘ ‘ ‘
VLSSVGLAAM SSKAASLHWTGERVVSVLLLGLLPAAYLNPCSAMDY SLAAALTLHGHWG | GQVVTDYVRGDALQKAAKAGLLAL SAFTFA
f. Max. deviation (see listing)
g. G-factors
(Féﬁ{-scihiz [T [ I H
Chilonl
Chi3 & chi4 [
mega Il [
Dihedrals  [TTTTTTTTT] 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 T T T T I T T
MCages T EHHHH A A A A A A A A A A A A A A A
Mainchain  [TTTTTTTTT] 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
Overal  [TTTIITIIT] O L L T T I T T T L T T T L T T T T T LI T T
134 140 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
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PROCHECK

Resid t -
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
= 801
é 60
8 401
< 20 I II
&
115 120 125 130 135

Residue number
5 20 b. Absolute deviation from mean of omegatorsion
Ee
E 12
8 8
o 4
£
O 115 120 125 130 135

Residue number

0 c. C-aphachirality: abs. deviation of zetatorsion
&
© 8
g 4
S e
N
115 120 125 130 135
Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

NN N/

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

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

GLCYFNYHDVGI| CKAVAMLWK L

f. Max. deviation (see listing)

*******

Dihedrals ]

[TTTTT
MChbonds  [TTTTTT]
MCangles  [TTTTT1]
[TTTTT
[TTTTT

Mainchain  []

Overall {1
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CA-CB
(Alg)

N-CA
(except Gly,Pro)
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fousnbai4

111 115 119 123 127 131 135

899

145 149 153 157

899

fousnbai4

133 137 141

Main-chain bond lengths
pdb3aeb

(except Pro)

PROCHECK

CA-C
(Gly)

(therest)

CA-CB

122 126 130 1.34 1.38 142 146
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fousnbai4
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1.64

152 156 1.

1

1.48

899
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140 1.
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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)
724 — 724 — 724 —
o I ) )
& P & &
> >3 >
8 1 g g
LL ; ; LL L
101 106 101 116 14 106 131 101 106 111 ﬂg 11 16 13 101 106 101 116 14 16 131
O-C-N O-C-N C-N-CA
(except Pro) (Pro) (except Gly,Pro)
724 1 724 — 724 —
> oy oy
& & o]
> >3 >
g 8 8
[ N s T
108 113 1l8 1!3 128 133 138 107 112 117 izz- 127 132 137 106 111 116 121 126 131 136
C-N-CA C-N-CA CA-C-O
(Gly) (Pro) (except Gly)
724 — 724 : : 724 —
> oy oy
& & o]
> >3 >
g 8 8
LL LL L
or : : | §
105 110 115 120 125 130 135 107 112 117 122 127 132 137 105 110 115 120 125 130 135
CA-C-O CB-CA-C CB-CA-C
(Gly) (Ala) (e, Thr,va)
724 — 724 — 724 I
o) oy oy
& & &
> >3 >
g 8 8
LL LL L
105 110 115 i;o 5 150 135 95 100 105 iﬁ)‘ 115 120 125 91 99 104 100 114 119 14

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
pdb3aeb

CB-CA-C N-CA-C N-CA-C
(therest) (except Gly,Pro) (Gly)
724 — 724 : ; 724 : :
%) ) ] ) .
o) o) ] o) |
> = > | |
g 8 ] 8 ]
L L i i L i i
96 101 106 111 116 121 126 97 102 107 112 117 122 127
N-CA-CB N-CA-CB
(Ala) (lleThr,Va)
) e ) | %) s
T | | & AN o) 0|
5 | > an S
g | g | g |
L i i L A K L 1 | 0
96 101 106 111 116 121 126 95 100 105 110 115 120 125 96 101 106 111 116 121 126
N-CA-CB N-CA-CB
(Pro) (therest)
5 | 5 |
o) ] o) |
> ol >3
g | g |
LC N w o
88 93 98 103 108 113 118 95 100 105 110 115 120 125

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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RM S distances from planarity

ndb3aeb
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Histograms showing RM S distances of planar atoms from best-fit plane.
Black barsindicate large deviations from planarity: RMS dist > 0.03 for rings, and > 0.02 otherwise.
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