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Ramachandran Plot
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Plot statistics
Residues in most favoured regions [A,B,L] 810 85.6%
Residues in additional allowed regions [a,b,l,p] 128 13.5%
Residuesin generously allowed regions [~a,~b,~l,~p] 6 0.6%
Residues in disallowed regions 2 0.2%
Number of non-glycine and non-proline residues 946 1000%
Number of end-residues (excl. Gly and Pro) 10
Number of glycine residues (shown as triangles) 89
Number of proline residues 50
Total number of residues 1095

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
pdb2h89
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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
pdb2h89
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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

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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Phe (34)

360

Chi1-Chi2 plots
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Lys (60)
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Chi-1
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.

Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
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Main-chain parameters
pdb2h89

OOa Ramachandran plot quality assessment

Resolution (Angstroms)
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e. Hydrogen bond energies
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0 d. Alpha carbon tetrahedral distortion

17.5-
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Resolution (Angstroms)

f. Overall G-factor
1.0

0.51

0.0

-0.54
-1.0
-1.54
-2.01

10 15 20 25 30 35 40
Resolution (Angstroms)

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 946 85.6 78.2 10.0 07 Inside

b. Omegaangle st dev 1088 13 6.0 3.0 -16 BETTER
c. Bad contacts/ 100 residues 97 8.9 9.0 10.0 0.0 Inside

d. Zetaangle st dev 1004 1.0 31 16 -1.3 BETTER
e. H-bond energy st dev 703 0.8 0.9 0.2 -0.7 Inside

f. Overall G-factor 1095 0.3 -0.6 0.3 28 BETTER
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Side-chain parameters
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a. Chi-1 gauche minus b. Chi-1 trans
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Resolution (Angstroms)
Plot statistics
Comparisonvalues  No. of
) No.of Parameter Typicd Band  band widths
Stereochemical parameter datapts  value vaue  width  from mean
a. Chi-1 gauche minus st dev 132 12.0 21.8 6.5 -15 BETTER
b. Chi-1 trans st dev 275 13.1 220 53 -1.7 BETTER
¢. Chi-1 gauche plus st dev 451 125 20.5 4.9 -1.6 BETTER
d. Chi-1 pooled st dev 858 12.6 21.2 4.8 -1.8 BETTER
e. Chi-2 trans st dev 293 14.8 22.6 5.0 -16 BETTER
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Residue properties
pdb2h89

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

% 100
% 80 -
£ 601
8 401
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o
9 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105
Residue number
5 10 b. Absolute deviation from mean of omegatorsion
©
;
&
@
g
S
o

9 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

9 15 20 25 30 35 40 45 50 5 60 65 70 75 80 8 90 95 100 105

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

d. Secondary structure & estimated accessibility

s %% VA VA VAN

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

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

| ABAAAAAAAAAAABIANAAAATL.  AABTEA AABAAAAAAAAAAAAA EIEAA
T T T T T T T T T T T T T T T T T T T T
STQYPVVDHEFDAVVVGAGGAGLRAAFGL SEAGFNTACVTKL FPTRSHTVAAQGG | NAALGNMEDDNWRWHFYDTVKGSDWL GDQDA | HYMTEQAPAAV |

f. Max. deviation (see listing)

+ + K * + o+ ++* + + * * * + + + + + Rt
Kk Kk K kkk K kxkk  kkk kkk K Kk Kk Kk kK Kk Kk kx kkk  kkk  Kk* K kkk K*AKAKKKK  *

g. G-factors

Chi3 & chi4
Omega
Dihedrals
MChbonds [
MCangles []
Mainchain  []

Overall {1
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Residue properties
pdb2h89

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

109 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

109 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

P N W b~ O

Zeta abs. mean dev.

109 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205

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

d. Secondary structure & estimated accessibility

DTl T AU\ o e’ e e

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
: FEAAANAA A/ ANV V5 AV ) FAVAV ) S AN : AAAAABAAARAAAAAAABAAR AAAAAANT AAAAAAAA
ELENYGMPFSRTEEGK | YQRAFGGQSLQFGKGGQAHRCCCVADRTGHSLLHTLYGRSLRYDTSYFVEY FALDLLMENGECRGV | ALCI EDGT | HRFRAKN

f. Max. deviation (see listing)

+ o+ +
++ + +* ko * + + + + o4 4k ok 4 4 ++
xx % x * kK kx ok kk PR S T T A * ok ok k Kk KRk Kk k * Kk KkKX Kk KKKK K%

g. G-factors

Chi3 & chi4
Omega
Dihedrals [T

[T
MChbonds [TTT7]
MCangles [T
[T
[T

Mainchain [T

Overall [1
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Residue properties
pdb2h89

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

209 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

209 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

P N W b~ O

Zeta abs. mean dev.

209 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305

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

d. Secondary structure & estimated accessibility

2l N\ e /e R NN

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

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

AAAEA W EAAAAAARAAARIN ‘ A AAAABINABAAAAANL A A BIAARIA : AAABIAA ‘ ‘
TVIATGGYGRTYFSCTSAHTSTGDGTAMV TRAGL PCQDLEFVQFHPTGI YGAGCL | TEGCRGEGGI L | NSQGERFMERYAPVAKDLASRDVVSRSMT I E|

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals [T

[T
MChbonds [TTT7]
MCangles [T
[T
[T

Mainchain [T

Overall [1
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Residue properties
pdb2h89

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

309 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

309 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

P N W b~ O

Zeta abs. mean dev.

309 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405

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 L m———m— 3

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

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

: : ‘ ‘ ‘ ‘ AAAAAAATE AABABAAAAAAAARIIAAA  AAABIAA AAAAAATL AAAAAR A AAAAAAA ABIA
REGRGCGPEKDHVYLQLHHL PPQQLATRLPGI SETAMI FAGVDVTKEP | PVLPTVHYNMGG | PTNYKGQV | THVNGEDKVV PGLYACGEAASASVHGANR

f. Max. deviation (see listing)

******

Chi3 & chi4
Omega
Dihedrals [
MChbonds |
MCangles |
Mainchain |

[

Overall

C = cis-peptide
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Residue properties
pdb2h89

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

409 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

409 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

. 5
o
g 4
= 3
g 2
R
S
409 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505
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
: ‘ ‘ ‘ ‘ ABAAAAABARL AAAAAAAAAAAAAR ‘ ‘ ‘ : ‘ ‘ : ‘ :
LGANSLLDLVVFGRACALTIAETCKPGEPVPSI KPNAGEESVANLDKLRFADGT | RTSEARLNMQKTMQSHAAVFRTGS | LQEGCEKL SQI YRDLAHLKT
f. Max. deviation (see listing) .
+5
I U - SN AT O U SO SRR LE- T SO SN TR
g. G-factors
il . e
Chilonl
Chi3 & chi4 I
Omega [1
Dihedrals  [(TIT T T T T I I T T T T T T T T T O T LT T T T T T T T P T T TP T TP P T TP T T T]
MCbonds T T T T 1
MCangles [T P P P P P
Mainchain (T T T T I T T T T T C T TT C TP TTTP TT TTTT P  T TTTTTTTTTITT I IT I TT
Overall T T T T T T T T T T LT T T T LTI T T T I T T T T I T T T LI T T T I T T T T T IT T I T ITITITITITIT]
409 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505
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Residue properties
pdb2h89

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

509 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

509 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

P N W b~ O

Zeta abs. mean dev.

509 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605

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

d. Secondary structure & estimated accessibility

R\ NN\ = sl e

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

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

FDRGIVWWNTDLVETLELONLMLCALQT | YGAEARKESRGAHAREDYKLR I DEFDY SKPLQGQQKRPFEEHWRKHTL SYVDVKSGKVTLKYRPV I DRTLNE

f. Max. deviation (see listing)

*

ko kg * + +
FR kKKK KKK K kKK Kk K K Kk

g. G-factors

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall
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Resid ti e
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
g 80
£ 60
g w0
< 20
o
609 615 620 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 @
E 6
£ 4
o 2
£
O 609 615 620 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
o
T 4
E 3
)
R
S
609 615 620 15 20 25 30 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
|
— i
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
EDCSSVPPAIRSY ATSRIKKFS|YRWDPDKPGDKPRMQTY EVDLNKCGPMVLDAL I KIKNELDSTLTFRRSCREGI CGSCAMN I AGGNTL
f. Max. deviation (see listing) .
5 7
: T O N S JUNE ++ SR 4 S
g. G-factors
(F;p]ii- -Scihi 2 T N M o T rZZII: EEERECE
Chilonly
Gega " H
Dihedrals ~ [TTTTTITTIITT] AT 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 A T I T T T T T
MCage FHHHHHH e A A A A A A A A A A AR
Mainchain  [TTTTTITTITTT] 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 AT T T T T T T T
Overal  [TTTIITIIIIT1] T T T T T T T L T LT T T I T LTI 1T
609 615 620 15 20 25 30 35 40 45 50 55 60 65 70 75 80
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Residue properties
pdb2h89

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

. 5
)
% 4
= 3
g 2
g
S
84 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
BAAAANABIAAAAAAAAAAAII ABIAA ABIA
ACTKKIDPDLSKTTKIYPL PHMYVVKDLVPDI‘_SNFYA‘QYKSI‘ EPYLI‘(KKDE‘SKQGKI‘EQYLQ‘SI EDR(‘QKLDGI‘_YECI ILCACCéTSCPéY\MNNéDKYLéPAV
f, Max. deviation (see listing)
; .
R S TR S U SO SO SURE = NN SUURUE SURNUORIE SOR T ST S
g. G-factors
(F;ﬁl--%hiZ T [T T T T H I
Chilonl
Chi3 & chi4 [
Omega [T
Dihedrals  [CTTTTTTTTIT T T T TP P TP P T T LT P T T T P P LT TP T T TP T LT T T T T TP LT T T T T T T T
MCbonds T T P P P T e P T T P T P T T T T T T ]
MCangles [T T T T T e T T e P T T P T P T P T T T P T T T T
Mainchain [T T T T T TP TTT TCP P TPP P T TT P T PT P TP TP P P P T P TT T TP TP T L P T P T T TP L LTI T ITTTTTT]
Overall T T T T T T T T T T T T T T T LT T T T T I T T T T I T T T LI T T T T T T T T T IT T I TITTTITITTTTT]
84 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180
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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
184 190 195 200 205 210 215 220 225 230 235 240 245 10 15 20 25
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 %
€ 6
8 4
® 21
£
O 184 190 195 200 205 210 215 220 225 230 235 240 245 10 15 20 25
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
]
S 4
E 3
g 2
LR
S
184 190 195 200 205 210 215 220 225 230 235 240 245 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
POV SV C—ARA——
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AFA
I‘_MQAYFN‘\Ml DSI‘QDDYTI‘EERLA(‘QLQDPI‘:SLYR(‘:HT | MNCTRT(EPKGLNPGKA I‘ AEI KI‘(MMAT\‘(KE ATTAKEEMARFWEKNTKSSRPLSPHI
f. Max. deviation (see listing)
g. G-factors
Phi H H | EEEEEE B W
Chil-chi2
glq%gnlcm I H
Omega [T [
Dihedrals [T T T T T T I T T T T I T T T T T T T I T T T LTI T T LTI T T I TTT0] T T T I I T I T T I T T
ME e  FHHHHHHHHHHHH A HHHHHHH A
Mainchain [T T T T I T T I T T T T T T T T LT T T T TP T T T T T I TTTT] T T I T TTT
overdll [T LI I T T LT T L L T L T T I I T I LT T[T 1] O LT LTI
184 190 195 200 205 210 215 220 225 230 235 240 245 10 15 20 25
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Residue properties
pdb2h89

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

& 100
%80
£ 60
g w0
< 20
o
28 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 8
E 6
£ 4
o 2
£
O 28 35 40 45 50 55 60 65 70 75 8 85 90 95 100 105 110 115 120 125
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
o
g 4
e 3
g 2
R
S
28 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
SN NNGI=——NNNAVAVAVAN SN
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
él YKWSL I‘DMAMSI‘ THRG+GVAL§LGVSL FSLAALLLPI‘EQFPH“(VAVVkSLSL‘SPAL | \‘(SAKF/-‘\LVFPI‘_SYHTV‘VNGI RlliLVMDMGKGFkL SQVI‘EQSGV\‘/VL
f. Max. deviation (seelisting) .
4
g. G-factors
Phi-psi H [
Chil-chi2
e :
mega [ [ [
Dihedrals [T T T T T T I T T T T T I OO T T LT T T O T T T TP T T TP T TP T T T T T T T
MCbonds T T T T T 1
MCangles [T e T P T P
Mainchain (T T T T T I T T T T T T T O TTT T TTP T T TT CTPTT TTTTT P T T  TTTTTT I TTITT I IT I TT
overall [T LI LI L T T T T T T T T L L T T T L L T I T I T LI T T T T LTI T]
28 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125
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Residue properties
pdb2h89

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

128 135 140

10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

128 135 140 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
o
g 4
= 3
g 2
R
S
128 135 140 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
NN/ =N = ANVAVANVAVAVAAN NN
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
ILTLLSSAAIASE SSKAASLHWT SERAVSALLLGLLPAAYLYPGPAVDY SLAAALTLHGHWGLGQV | TDYVHGDTP I KVANTGLYVLSAI
f. Max. deviation (see listing)
g. G-factors
S Loz HH u,
Chilonl){f
Cmgg%cmH
Dihedrals I TTTTTITITI1] T T T T T T T T T T A T T T T T T T T T T T I T T T T T I T
MCage FHHHHHH A B B R B B M A M HM B A MMM BN B R B R RERE A
Mainchain  [TTTTTTTTIT11] 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
Overall NN EEEERREEEN] O T L T T T T L T L T T LT T T LTI T 1T
128 135 140 10 15 20 25 30 35 40 45 50 55 60 65 70 75
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
&
% 80 -
g 60
8 401
< 201
e
&
85 90 95 100
Residue number
5 10 b. Absolute deviation from mean of omegatorsion
g 8
E 6
£ 4
o 2
£
© 85 90 95 100
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
&
T 4
g 5
£
)
R
o
N
85 90 95 100
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
SN =EAN =
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
TFTGLCYFNYYDVGI| CKAVAMLWS |
f. Max. deviation (see listing)
g. G-factors
Ave
Phi-psi . 1 [ -0.
il
mega [ 0.56
Dihedrals  [TTTTITTIITIITIITIIITIT0T] O 012
MCagtes EHEHHFHHFRHRFFFFRFAAF 5 8%
Mainchain  [TTTTTTTIITTITITTITIIITIT1T] O 050
Overall [IITTITITITTTITTITITTTTITT O 027
79 8 90 95 100
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Main-chain bond lengths
pdb2h89

PROCHECK

CA-CB
(Alg)

506

Aouanbai4
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(Gly)

CA-C

122 126 130 1.34 1.38 142 146

506

fousnbai4

CA-C
(except Gly)

120 124 128 132 1.36 140 144

506

Aouanbai4
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(except Gly,Pro)

149 153 157
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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)
388 — 388 — 388 —
o) oy oy
& & &
> >3 >
g 8 8
LL LL L
101 106 111 116 121 126 131 101 106 111 ‘Ifell 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)
388 — 388 — 388 —
> 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)
388 — 388 : : 388 —
g ) o) |
S o o) !
> >3 >
8 g g |
LL L LC !
105 110 115 120 125 130 135 107 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)
388 — 388 — 388 I
o) oy oy
& & &
> >3 >
g 8 8
LL LL L
105 110 115 120 15 130 135 95 100 105 1*5‘ 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 I e
CB-CA-C N-CA-C N-CA-C
(therest) (except Gly,Pro) (Gly)
388 — 388 : ; 388 ; ‘
o) 3 ! ! o) ! !
o) o) ] o) |
> >3 >
o] g ! ! g ! !
L i 1 1 L 1 1
96 101 106 111 116 121 126 97 102 107 12 17 12 127
N-CA-CB N-CA-CB
(Ala) (lleThr,Val)
388 — 388 — 388 —
& o ) & |
o) ] o) g o) ]
> ; >3 ; ; >
g | g | g "
LC ! ! (I 0 R i
% 101 106 111 116 121 126 95 100 105 110 115 130 125 96 101 106 111 116 121 126
N-CA-CB N-CA-CB
(Pro) (the rest)
388 — 388 ——
5 | >
& Vo &
> ol >3
g i 8
L 0 L
83 93 93 103 108 113 118 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

odb2h89
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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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Main-chain bond angles
N 111.2 C N 111.2 C N 111.2 C N 111.2 c
CA CA CA CA
A Phe 51 A Thr 255 B Phe 210 ClLeu 62
Bond angles differing by > 10.0 degrees from small-molec values. Values shown: "idea", actual, diff.
Planar groups
cB cB B LB . cB
0.034 0.035 0.052 0.038 0.051 0.048
A Phe 35 A Phe 51 ATrp 89 A His 159 A Tyr 365 A Phe 420
CB CB CB CB CB CB
0.047 0.038 0.031 0.047 0.040 0.034
A Tyr 586 B Tyr 128 B Tyr 142 B Tyr 171 B Tyr 213 CTyr 97
ics (
0.032
D His 48

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