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Ramachandran Plot
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Plot statistics

Residues in most favoured regions [A,B,L] 795 84.4%

Residues in additional allowed regions [a,b,l,p] 134 14.2%

Residues in generously allowed regions [~a,~b. 11 1.2%

Residues in disallowed regions 2 0.2%

Number of non-glycine and non-proline residues 942 1000%

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

pdblzoy
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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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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
pdblzoy
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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
pdblzoy
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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.

pdblzoy 03.ps




PROCHECK

80

60

40

20

%-tage of residues in most favoured regions

78' Measure of bad non-bonded interactions

Main-chain parameters
pdblzoy

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 84.4 78.2 10.0 0.6 Inside
b. Omegaangle st dev 1088 12 6.0 3.0 -16 BETTER
c. Bad contacts/ 100 residues 87 8.0 9.0 10.0 -0.1 Inside
d. Zetaangle st dev 995 1.0 31 1.6 -1.3 BETTER
e. H-bond energy st dev 698 0.8 0.9 0.2 -0.6 Inside
f. Overall G-factor 1092 0.3 -0.6 0.3 27 BETTER
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Side-chain parameters
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 135 155 21.8 6.5 -1.0 Inside
b. Chi-1 trans st dev 308 17.2 220 53 -0.9 Inside
¢. Chi-1 gauche plus st dev 417 145 20.5 4.9 -1.2 BETTER
d. Chi-1 pooled st dev 860 15.8 21.2 4.8 -1.1  BETTER
e. Chi-2 trans st dev 252 138 22.6 5.0 -1.8 BETTER
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Residue properties .
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

% 100
% 80 -
£ 601
8 401
< 20
o
10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Residue number
. b. Absolute deviation from mean of omegatorsion
g 4
E 3
g 2
o 1
S
o

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N
1

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

gl A\ S\ s\ AN

Key:- <™ Helix

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

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

|

AAAAAAAAAAAAAAAAANTL  AATA AABAAAAAAAAAAAAA

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)

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

g. G-factors

Chi3 & chi4

Omega

Dihedrals

MC bonds

MC angles

Mainchain

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

% 100
% 80 -
g 60
8 401
< 20
o
110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
Residue number
. b. Absolute deviation from mean of omegatorsion
g 4
E 3
g 2
o 1
S
o

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 A OO

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

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

d. Secondary structure & estimated accessibility

e M\ B e S s

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

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

: ABNAAAAA A : ARA A AAR V\N‘I A ‘ AAAAARAAABABAAAAAAAARIA ‘ ‘ : ‘
ELENYGMPFSRTEDGK | YQRAFGGQSLKFGKGGQAHRCCCVADRTGHSLLHTLYGRSLRYDTSYFVEYFALDLLMENGECRGV | ALCI EDGS|HRIRARN

f. Max. deviation (see listing)

++ ++  F* + * 4 * + * + + kg + kx4 + +
****************************************************

Ch|3& chi4
Omega
Dihedrals ]

[T
MChbonds [TT]
MCangles [1]
[T
[T

Mainchain  []

Overall {1
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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

% 100
% 80 -
g 60
8 401
< 20
o
210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305
Residue number
. b. Absolute deviation from mean of omegatorsion
g 4
E 3
g 2
o 1
S
o

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

Zeta abs. mean dev.
N A OO

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 AL Bt A R’ MM

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAEA B BAAAAAAAAAARIA ‘ ‘ ‘ ‘ A A A BAABA A/ : ‘ /WHINTK\/\/@W\/W\/\/W\/\/\/\
TVVATGGYGRTYFSCTSAHTSTGDGTAMVTRAGL PCQDLEFVQFHPTGI YGAGCL | TEGCRGEGGI L I NSQGERFMERYAPVAKDLASRDVV SRSMTLE

f. Max. deviation (see listing)

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

Chi3 & chi4 I
Omega [
Dihedrals [T

[
MChbhonds [T] }
[
[

MCangles [
Mainchain [T

Overall
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Residue properties
pdblzoy

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

% 100
% 80 -
g 60
8 401
< 20
o
310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405
Residue number
. b. Absolute deviation from mean of omegatorsion
g 4
E 3
g 2
o 1
S
o

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

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

. DA s me—

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

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

AV : ‘ : ‘ AAAAAAAAR ABAARAAAAABABINIAAA A AAAAAARL ‘ A AAABABIAA ABIA
REGRGCGPEKDHVYLQLHHL PPEQLAVRLPGI SETAMI FAGVDVTKEP | PVLPTVHYNMGG | PTNYKGQVLRHVNGQDQVV PGLYACGEAACASVHGANR

f. Max. deviation (see listing)

+ ++ +
* * kK * k%

g. G-factors

Phi-psi . EE_SEEE NN [T o T T T [ B
St i B R e

Chi3 & chi4 [ T1] [ [ [ [

Omega [T [ [ [ [T

Dihedrals  [(TTT T T T T IO T T LTI T T T T T TP T T T T T T O T T T T T T T TP T T T T T T T T T I T
ek R AMAREESEMAERSNSENENSNSENERSNSESENSNSESSNSNSESSNSRSRSSNSRERS NRSESSNSRNSSENSRSESENERERS EEREEEN
Mainchain [T T T T T T T T T OO T T TP T T TP T T T T T T TP T T T TP T T T T T T T T T
Overall T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T I T I T T T T T I T IT T ITTITTITTT]

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

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

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

Omega abs. mean dev.
N

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

Zeta abs. mean dev.
N A OO

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  AAAAAAAAAATIAA  AAATEAAAA AAAAAAAAAAAATIA AAAAAAAAAAAAAAAAANTIEAAAA ABAAAAA
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 (seelisting) .
4
L o ST SO Y S S e O JOUNE LI SOUUNNUENENIE S S SO SUOUUE P SO ST AN
g. G-factors
Phi [DEEEN [NEN T H
Chil-chi2 ]
A, . i ceecssitaies
Omega [ [ [ [
Dihedrals [T [T T T T T T L T T T T T T L I T T LT LT T LT T T T T T T T LTI
MChbonds [T T T T T T T T P P P P T T P P P P T T T T T P P P P TP
MCangles [T T e e e P P T T e e P P T T T P P T T
Mainchain [T T T[T T T I T PT C L T C L  CTC LTC T T  T T T CT L  C L LT TC PT T T T T T T T TTT L TTTTTTTTd
Overall [1 \\\\\\\\\\\\MH\\\\\\\\\\\\\\\\\\J\\\\\\\\\\\\\\\\\\M\\\\\\\\\\\\\\M\\\HJ\\\\J\\\\J\\\\\\\\\J\\\\
410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505
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Residue properties
pdblzoy

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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.
N

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

Zeta abs. mean dev.
N

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

A = O it it 1

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

equence & Ramachandran regions & Most favoured = Allowed [ Generous l Disallowed

AAI.AAAAAAAAAAAAAAAAAAAAA AAARRRIAA AAAAAAIIAIIIAIIIIIIAI AAAAAARIAAABIANAAAAATAAAA  ANAAIAAAAAANTIATIA
FDRGMVWWTDLVETLELQNLMLCALQT | YGAEARKESRGAHAREDFKERVDEYDY SKP | QGQQKKPFQEHWRKHTL SYVDVKTGKVSLEYRPV I DKTLNE

f. Max. deviation (see listing)

g. G-factors
i N i
e RN R R SEanse e R of
Chi3 & chi4 I 1= [T 1= [ [ [T
Omega [T [ [T [ [ [T [
Dihedrals [T T T T I T I T T T T T T T OO T T TP T T T T T T T T T T T T LT T T T T T T T T T I LI T
MCbonds (T T T T T T T I
MCangles [T e P P T P T T
Mainchain (T T T T T T T T T T T I T T T O TP TTT TTTT T T  T TT TTPT TTTTT  TTTTTTTTT I TTTITTTIT T
Overall EEEEENEEEEEENEEEEEEES NSNS SN SN NSNS SN NSNS NN SN NN NN NN NN
510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605
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Resid t -
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
g 80 -
g 60
8 401
< 20
o - =L
610 615 620 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Residue number
. b. Absolute deviation from mean of omegatorsion
©
4
g 2
o 1
S
O 610 615 620 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Residue number
10 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

I e M\

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

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

ADCATVPPAIRSY PRIKKFA|YRWDPDKTGDKPHMQTYE I DLNNCGPMVLDAL | KIKNEIDSTLTFRRSCREGI CGSCAMN I NGGNTLAC

f. Max. deviation (see listing)

+ +  +++ ++ + * o4+ 4+ + * o4 4 + * * % + + +
K kw wwx % kxR kk K % KKKk KK KRKKKK K KkK * kx| % ok kxx % * %
g. G-factors

Phi-psi HaN [T

chifehiz W I::i- [T #:ZIIH:,,]

Chilonly

Chi3 & chi4

Omega

Dihedrals ~ [TTTTTTTIITTT]

EEEERREEEE
MC bonds % T [T
MC angles [EEEEEEEEEE
EEEERREEEE
EEEEREREEE

Mainchain  [TTTTTTTTTTTT]

[

[

|

Ovedl  [TTTITITIIIIT \
610 615 620 1
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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

& 100
% 80
g 60
g w0
< 20
o
86 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185
Residue number
5 s b. Absolute deviation from mean of omegatorsion
g 4
E 3
8 2
o 1
£
O 86 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

86 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

d. Secondary structure & estimated accessibility

= a —_ Y

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

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

BAAAAARAAAAAAAAAAABMAAABRBAAAAAAAAAAAAAAABIAAAAAAANAA  ANAAATIAAAAANAAA TIAAAAAABAAAAAAAAAAATL AAAA AAAAA
TRRIDTNLDKVSK1YPLPHMYV IKDLVPDLSNFYAQYKS| EPYLKKKDESQEGKQQYLQS| EEREKLDGLYECI| LCACCST SCPSYWAWNGDKY LGPAVLM

f. Max. deviation (see listing)

*+
*
P
*+

+ o+ o+ * *
*kk Kk kK xk Ak

L %oo: ~ *

g. G-factors

(F;?p]ii- -Scihi 2 I H [ I H I_H H>,J:I H
Chilonl
Omega }

[

[

[

[

[

Chi3 & chi4
Dihedrals
MC bonds
MC angles

Mainchain

Overall
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Resid t -
pdblzoy
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
. b. Absolute deviation from mean of omegatorsion
©
4
g 2
o 1
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
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

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

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

PSS S EVVVE A

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

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

AAAAAAAAANAAABAAAAAAAARAARIABRAABAABIANAA BIAAA ABIA  AAAAAAANAAABIAA : : : : :
QAYRWM I DSRDDFTEERLAKLQDPFSLYRCHT IMNCTGTCPKGLNPGKA | AEI KKMMATYKE TTAKEEMERPWNKNLGSNRPLSPHITIY

f. Max. deviation (see listing)

+ + * + +
+ * * + 4 St * * * * + * * +
*************************** * x * * % * % kkx ok *
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Residue properties
pdblzoy

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

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

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

NN =N SONNAANVAVANVAN ANNANA
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 T T T T T
RWSL PMAMS | CHRGTGI AL SAGVSLFGLSALLLPGNFESHLELVKSLCLGPTL | YTAKFGIVFPLMYHTWNG| RHL IWDLGKGLT I PQLTQSGVVVLILT

f. Max. deviation (see listing)

+ + . :
+ o+ * +4* * + kAR 4 koK gk *+ +70 + * + * + * + + * 4+ +4+*
Kk kkk Kk kk kkkk k  k  k kkk Kk Kk kkAKkKXK KKk kKA K KKK Kk * * ok ok kK Kk kKK kk* kA K kK

g. G-factors

Dihedrals ]

MChbonds []
MCangles []

Mainchain  []

Overall {1
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pdblzoy
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
o
134 140 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Residue number
. b. Absolute deviation from mean of omegatorsion
©
4_
8 21
® 11
S
O 134 140 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4
N
134 140 40 45 50 55 60 65 70 75 80 8 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

SO = D — 2NN ANAVANAVANANA == NN N\
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

ABAAAAAAA AAAAAAATAAAAAAAAAAAANAAAA ABAAAAAAA
T T T T T T T T T T T T T T T
VLSSVGLAAM SSKAASLHWTGERVVSVLLLGLLPAAYLNPCSAMDY SLAAALTLHGHWG | GQVVTDYVRGDALQKAAKAGLLAL SAFTFA

f. Max. deviation (see listing)

+ + + +
+ + + + + +++ + +* 4 + ++ + + +* 4 + + +
*************************************************************
Chi3 & chi4 |
Omega []

Dihedrals  [TTTTTTTTT]

LTI T T T T T I T I T T T I T T T T T T T T T T IITTT [TT1]
MC bonds T e T P e TP P PP P T TP TP PP T T TP [T
MCEHQ"SW T e P P T T T T e P P T T T T T P P P T T T P T RN
[EEEEEEEEEEEEEEEEEEEEE NN NN R R [TT1]
[EEEEENEEEEEEEEEEEE NN NN NN RN R [TT1]

Mainchain  [TTTTTTTTT]

Phi-os -
Chli -Slchiz .H HH | H . H
Chilonly |
[
[
[
[
[
[

I
I
|
Overdl  [TTTITTITT] I
134 140 4
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& 100
% 80 -
g 60
8 401
< 20
&
115 120 125 130 135
Residue number
5 s b. Absolute deviation from mean of omegatorsion
©
4
8 2
o 1
£
O 115 120 125 130 135
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

Dihedrals

[
MChbonds [TT]
MCangles [1]

[
[

Mainchain [T

Overall

Zeta abs. mean dev.
N

Residue properties
pdblzoy

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

Page 12

115 120 125 130 135

d. Secondary structure & estimated accessibility

SN =A==

Residue number

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

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

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

AAAAATIEA AAAAAAAAAR
T T T T T
GLCYFNYHDVGI| CKAVAMLWK L

f. Max. deviation (see listing)

***************
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Main-chain bond lengths

PROCHECK

156 1.60 1.64

CA-CB
(Ala)

[
N-CA
(except Gly,Pro)

j

149 153 157

123 127 131 135

I

111 115 119
T
133 137 141

1.48

140 1.

537
537
537

Aouanbai4 Aouanbai4 Aouanbai4

1.64

155 159 1.63
T

1
CA-CB

146 150 154 158

152 156 1.

CA-C
(Gly)
=y

(therest)

1.47
148
T

122 126 130 1.34 1.38 142 146

T
T
134 138 142

139 1
140 1

537
537
537
537

fousnbai4 fousnbai4 fouenbai4 fousnbai4

149 153 157

N-CA
(Gly)
i

CA-C
(except Gly)

133 137 141 1.

148 152 156 1.60 164

120 124 128 132 1.36 140 144

CA-CB
(lle,Thr,val)
— e ,
141 145 149 153 157 161 1.65

140 1.

537
537
537
537

Aouanbai4 Aouanbai4 Aouanbai4 Aouanbai4

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)
414 — 414 — 414 —
o) oy oy
& & &
> >3 >
g 8 8
LL LL L
101 106 111 116 121 126 131 101 106 111 ‘ife‘_ 121 126 131 101 106 101 116 14 16 131
O-C-N O-C-N C-N-CA
(except Pro) (Pro) (except Gly,Pro)
414 T 414 - 414 —
> oy oy
& & o]
> >3 >
g 8 8
LL LL L
108 113 118 123 128 133 138 107 12 17 12 17 152 157 106 111 116 121 126 131 136
C-N-CA C-N-CA CA-C-O
(Gly) (Pro) (except Gly)
414 — 414 : : 414 —
o) o) ) :
S o o) !
> >3 >
8 g g |
LL L LC !
105 110 115 Igb 125 130 135 107 12 17 12 17 152 137 105 110 115 120 125 130 135
CA-C-O CB-CA-C CB-CA-C
(Gly) (Ala) (e, Thr,va)
414 — 414 — 414 I
o) oy oy
& & &
> >3 >
g 8 8
LL LL L
105 110 115 120 15 130 135 95 100 105 1*0‘ 115 120 125 94 99 104 109 114 119 124

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)

414

Freguency

414

Freguency

96 101 106 111 116 121 126

N-CA-CB

(Pro)
414 E
> |
o) |
> \\
g a
i ]

T T 4: T T
88 93 98 103 108 113 118

Black bars> 2.0 st. devs. from mean.

pdblzoy

N-CA-C
(except Gly,Pro)

414

Frequency

96

101 106 111 116 121 126

414

Frequency

100 105 110 115 120 125

N-CA-CB
(therest)

414

Frequency

100 105 110 115 120 125

414

Page 2

Frequency

414

Frequency

97 102 107 112 117 122 127

N-CA-CB
(lleThr,vVal)

96 101 106 111 116 121 126

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

pdblzoy
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[Te) [Te)
(@) (@)
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o} o}
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IN o IN
“““““““““““““““““ S DR, O
o o
- -
Lo Lo
o o
IS | ————— 2
S S
Q o Q o o © Q o Q o o ©
o < ™ N - o <t ™ N —
fousnbai4 fousnbai4
[Te) [Te)
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Histograms showing RM S distances of planar atoms from best-fit plane.
Black barsindicate large deviations from planarity: RMSdist > 0.03 for rings, and > 0.02 otherwise.

b signifies data points off the graph in the direction shown.
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Page 1
Main-chain bond lengths
CA 1540 CB
1.597
Alle 65
Bonds differing by > 0.05A from small-molecule values. Vaues shown: "ideal", difference, actual
Main-chain bond angles
N 111.2 C N 1125 C N 1112 cC N 111.2 cC N 111.2 C
CA CA CA CA CA
A Gln 12 A Gly 28 A Phe 52 A Ala402 B Tyr 213
Bond angles differing by > 10.0 degrees from small-molec values. Values shown: "idea", actual, diff.
Planar groups
\‘
|
|
cB CB _ Ci CB CB CB “
0.031 0.040 0.039 0.038 0.046 0.032
A Phe 52 A Tyr 173 A Phe 421 A Tyr 587 A Tyr 599 B Tyr 213
CB
0.059
C Tyr 100

Sidechains with RM S dist. from planarity > 0.03A for rings, or > 0.02A otherwise. Value shown isRMS dist.
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