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Ramachandran Plot
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Plot statistics
Residues in most favoured regions [A,B,L] 1674 87.8%
Residues in additional allowed regions [a,b,l,p] 220 11.5%
Residues in generously allowed regions [~a,~b,~l,~p] 10 0.5%
Residues in disallowed regions 3 0.2%
Number of non-glycine and non-proline residues 1907  100.0%
Number of end-residues (excl. Gly and Pro) 20
Number of glycine residues (shown as triangles) 141
Number of proline residues 100
Total number of residues 2168

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
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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
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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
1kb9

" Tyr (96) . va (156)
b |
m O
90 B 41 90
u
L 0 1) 0
-90 1 90
J 33
[ |
— : : - . : :
-180 -90 0 90 180 -180 -90 0 90 180
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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Asp (110)

Chi1-Chi2 plots
1kb9
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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
1kb9

% OOa Ramachandran plot quality assessment Zg' Peptide bond planarity - omega angle sd
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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 1907 87.8 79.8 10.0 0.8 Inside

b. Omega angle st dev 2152 12 6.0 3.0 -1.6 BETTER
c. Bad contacts/ 100 residues 4 0.2 7.6 10.0 -0.7 Inside

d. Zetaangle st dev 2027 14 31 16 -1.1  BETTER
e. H-bond energy st dev 1397 0.7 0.9 0.2 -0.8 Inside

f. Overall G-factor 2168 0.3 -0.5 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 256 11.7 20.9 6.5 -14 BETTER
b. Chi-1 trans st dev 606 145 21.2 53 -1.3 BETTER
¢. Chi-1 gauche plus st dev 895 138 19.8 4.9 -1.2 BETTER
d. Chi-1 pooled st dev 1757 13.9 20.5 4.8 -1.4 BETTER
e. Chi-2 trans st dev 500 14.7 22.0 5.0 -15 BETTER

1kb9_05.ps




PROCHECK

Residue properties .
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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Omega abs. mean dev.
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Zeta abs. mean dev.
N A OO

Residue number
b. Absolute deviation from mean of omegatorsion
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Residue number

c. C-aphachirality: abs. deviation of zetatorsion
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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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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N
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Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

227 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

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

d. Secondary structure & estimated accessibility
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e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
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f. Max. deviation (see listing)
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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Residue number

b. Absolute deviation from mean of omegatorsion
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335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

327

N B O

335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425

Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
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d. Secondary structure & estimated accessibility
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

Residue properties
1kb9
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Chi-1 abs. mean dev.
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Residue number

b. Absolute deviation from mean of omegatorsion
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Omega abs. mean dev.
N
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Residue number

c. C-aphachirality: abs. deviation of zetatorsion

25 30 35 40 45 50 55 60 65 70 75

Zeta abs. mean dev.
N A OO

427 435 440 445 450 455

Residue number

25 30 35 40 45 50 55 60 65 70 75
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility
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Key:- <™ Helix

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
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f. Max. deviation (see listing)
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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

76 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175

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

Omega abs. mean dev.
N
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Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

176 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275

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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f. Max. deviation (see listing)
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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©
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Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

276 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
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f. Max. deviation (see listing)

+
+ * * + +* ++ 4+ HH++* 4 +* 4k 4 kg o +  *4 +
xx % % Xkx Kk Kk kKA K Xk Kk Kk KAKE kA KAKKKX K kk x  xk kxk %

g. G-factors

Chi3 & chi4
Omega
Dihedrals ]

[T T T T T I T T I
MC bonds [T T T T T ]
MCangles [T
[T T T T T IT T II TTT
[T T T T I T T TIT

Mainchain  []

Overall {1

1kb9_06.ps



PROCHECK

=
o
o

Chi-1 abs. mean dev.

Zeta abs. mean dev.
N A OO

80
60
40 -
20

Omega abs. mean dev.
N

Resid t -
a. Absolute deviation from mean Chi-1 value (excl. Pro)
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Residue number
b. Absolute deviation from mean of omegatorsion
1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Residue number
c. C-aphachirality: abs. deviation of zetatorsion
1 10 15 20 25 30 35 40 45 50 5 60 65 70 75 80 8 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
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Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
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f. Max. deviation (see listing)
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Residue properties
1kb9

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

& 100
% 80
e 60
g w0
< 20
&
101 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g o
€ 6
8 41
® 21
£
© ;1 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
% :
e 6
g 4
R
S
101 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
ANNININNNIN\— NN\~
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
: AAAARAAAAAAA ‘ : ‘ : ‘ : ‘ ‘ ‘ ‘ AAABAAAAAAAAAAAAAAAAAAAAAAAAAAAA
LYYGSYRSPRVTLWNVGV | | FTLTIATAFLGYCCVYGQMSHWGATV | TNLFSA | PFVGND | VSWLWGGFSV SNPT | QRFFALHYLVPFI | AAMV IMHLMA
f. Max. deviation (see listing)
g. G-factors
Phi-psi . I [T
G EETHEN cifsEEcal .
Chi3 & chi4 i I [T [
Omega [ [T [
Dihedrals [T T T T I T T T T T T T T T O T T LT T T TP T T TP T T T TP T T T T T T T
MCbonds T T T T T 1
MCangles [T e e P P T P
Mainchain [T T T T I T T T T LT T T O T LT T T TP T T TP T PP T TP T TP I T
Overall 0 H\H\C\‘\\\H‘\HH‘H\H‘\H\\‘H\H‘HH\‘H\H\\H\‘HH\‘\\H\‘\H\\‘\\H\‘\H\\‘\\\HJHH‘H\H‘\HH‘H\H‘\
101 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
C = cis-peptide

1kb9_06.ps
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Residue properties
1kb9

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

201 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

201 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

201 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300

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

d. Secondary structure & estimated accessibility

N — e S NN NN e — A AN

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

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

ABAAA A /\N_V\/\/\/\/\IN\/\N\/\N\/\/\N\/\/V\/\/V\/\/\N\N_V\/\/\/\ AAAAAAAAAAAAAAAAAAAAAAAAATIAAAA
T T T T T T T T T T T T T T T T T T T T
LHIHGSSNPLGI TGNLDRI PMHSYF | FKDLVTVFLFML | LALFVFYSPNTLGHPDNY | PGNPLVTPASIVPEWYLLPFYAILRSIPDKLLGV I TMFAAIL

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals ]

[T TTITTTTT
MC bonds [T T T[T TTTITT]
T T e
[TTTTITTTTTTITTT
[TTTTTTTITTITTIT

MCangles []
Mainchain  []

Overall

1kb9_06.ps




PROCHECK
Page 12

Residue properties
1kb9

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

301 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

301 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

301 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385

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

d. Secondary structure & estimated accessibility

BV YN 0

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

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

AAAAAAAAAABINAA AABAAAAAAAAAAAAAAAAAA AA AAAABIAAAAA AAAAAAAAAAAABINAAAAAAAAAAAAAA AR _AAAA
VLLVLPFTDRSVVRGNTFKVL SKFFFFI FVFEFNFVLLGQI GACHVEVPYVLMGQIATFIYFAYFLI IVPVISTIENVLFY | GRVNK MTAAE

f. Max. deviation (see listing)

+ * +
* * * px %

g. G-factors
Ph W] u ]
Chil-chi2 [ ]
L . i o
Omega [T [T [T
Dihedrals [T T T T T T T T T LT T LTI T T LTI EEEEN]
ek R AMERESEEMERSESENERBNSENENSNSENERSESEESN ESRSSNSESESSNSRSRSSNSESESSRSRSESERERERE HH
Mainchain (T T T LT LT T L T LTI T LT LTI 1] EEEEN]
Overall T T T L T T LT T T T T L L LTI LI T LTI T T] EEEEN]
301 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385

1kb9_06.ps



PROCHECK

Page 13

Residue properties
1kb9

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

67 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

67 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

67 75 80 8 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

- EYIERENE AL

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

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

A AAAAAAIAAAA ‘ ‘ AAAAAARAAARAABAAAAAAAAA IIAAAAAAAAAAAAAAAAAABIAA  AANTIA AAAAARIA : ‘
HGLHAPAYAWSHNGPFETFDHAS | RRGYQVYREVCAACHSLDRVAWRTLVGV SHTNEEVRNMAEEFEYDDEPDEQGNPKKRPGKL SDY | PGPY PNEQAAR

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega

Dihedrals ]
MChbonds []
MCangles []
Mainchain  []

Overall [1

1kb9_06.ps
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Residue properties
1kb9

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

167 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

167 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

167 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265

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

d. Secondary structure & estimated accessibility

T A e R T RAAAAYRD

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

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

AATE AAAAAAABAAABAA AAATIA AAAAAABAAABAABIAAA  AABAAAAAAAAAAAAAAAAATIAAAAAA
T T T T T T T T T T T T T T T T T T T T
AANQGAL PPDL SL | VKARHGGCDY | FSLLTGY PDEPPAGVAL PPGSNYNPY FPGGS | AMARVL FDDMVEYEDGT PATTSQMAKDVTTFLNWCAEPEHDER

f. Max. deviation (see listing)
o .

++ o+ * 7 * + + + + * * + + * + x4+
ke Kk Kk kkkk Kk K * % * ok ok * kx| % * * * ok *k x * * * x *

g. G-factors

Chi3 & chi4
Omega
Dihedrals ]

[T T T A T I T T T T I T T T LTI T T T I T ITTTTT
MC bonds [T T T T T T T T
MCangles [T A A T
IEEEEENEEENE NN NN NN RN
[T T T T T LTI T T T T T T T I T I T LTI T T T I T AT T

Mainchain  []

Overall {1

1kb9_06.ps
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Resid t -

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

o

% 80 -

£ 60

8 401

< 20

&

267 275 280 285 290 295 300 305 35 40 45 50 55 60 65 70 75

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

8 4

o 2

S

O 267 275 280 285 290 295 300 305 35 40 45 50 55 60 65 70 75
Residue number

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

g

g 4

N

267 275 280 285 290 295 300 305 3 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

AANANNANNANG Ayt E

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

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

AAAAAAAAATAA AAAAABABAAAAARRAAARIA
T T T T T T T T T T T T T T T T T
KRLGLKTVI I LSSLYLLSIWKKFKWAGIKTRKFVFNPPKP KSTYRTPNFDDVLKENNDADKGRSYAY FMVGAMGL L SSAGAKSTVETF |

f. Max. deviation (see listing)

+ + +
* oo +X 4+ 4+ ++ * * + + +
*k x * L kExkk Kk Kk xEkk* *

Dihedrals [T

[TTT
MChbonds  [TTTTT]
MCangles  [TTTTTT
[TTT
[TTT

Mainchain [T

Overall [1

1kb9_06.ps
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Residue properties
1kb9

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175

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

d. Secondary structure & estimated accessibility

i e e S\ S 8 S

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
: ‘ : ‘ : ‘ ‘ AAAAAARAAAAAAAAANAAAAAANTIIAAAAAAAAAAAAAAAA . AANTIEL A A AN
SSMTATADVLAMAKVEVNLAA | PLGKNVVVKWQGKPVF | RHRTPHE | QEANSVDMSALKDPQTDADRVKDPQAL IMLGI CTHLGCV P | GEAGDFGGWVFCP

f. Max. deviation (see listing)

++ + * + + o+ * 4 + +* + *o4 * 4t
* % * *k ok ok * k% * % * ko x * ok k k xkx % *kx x * % ® * %k

Phi-psi _ T T H o T T

Chi3 & chi4
Omega
Dihedrals ]

[T T I T T T T T T T T I T T T LTI T T T T T T T T T T I T T
MC bonds [T T T T T T T T
MCangles [T T e
IEEEEEEEEENE NN NN NN NN
[T T TP I LT T I T L T T T T T I L T T T T T T LI LT T T T T T TTTTTTT

Mainchain  []

Overall {1

1kb9_06.ps
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)

o

% 80 -

£ 60

8 401

< 20

o

180 185 190 195 200 205 210 215 80 85 90 95 100 105 110 115 120 125

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

8 4

o 2

S

O 180 185 190 195 200 205 210 215 80 8 90 95 100 105 110 115 120 125
Residue number

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

g

E o

g 4

N

180 185 190 195 200 205 210 215 80 8 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

e =y PO NN R—— =0

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

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

ANTEEEAAABAAAA
CHGSHYD | SGRI RKGPAPLNLEI PAYEFDGDKV I VG VTDQLEI£)LREHl‘:KNTEI‘EGKAL\‘/HHYEI‘ECAER\‘/K | QQ(‘;)QPGY/-‘\DL EHI‘<EDCVI‘EEF
f. Max. deviation (see listing)
g. G-factors
Phi-psi
Chil-chi2 NN
i sl it
mega [T [T [T
Dihedrals  [TTT T T T IT T I I T II I IITITTT1T1] T T I T T T T T T I T I T I T T I
MChbonds (T T T L T T T P P P PP T T TP PP T 7T
MCangles [T T T e T A P P T T T T T T P P T T T T
Mainchain [T T T T I T T T T T T T I T TIITTIITTITTIT1] [EEEEEEEEEEEE NN NN
Overall OO T LI T L LI T T LT T T T T OO T T T T LT L LT
180 185 190 195 200 205 210 215 80 85 90 95 100 105 110 115 120 125

1kb9_06.ps
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Residue properties
1kb9

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

& 100
%80
e 60
g w0
< 20
o
128 135 140 145 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 @
E 6
8 4
o 2
£
O 128 135 140 145 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
% 8_
£ 67
g 4
RS
S
128 135 140 145 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
NN USSRV N/ — . S E/NNTIAA
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAAAAAATAAAAAAAAAAAAAAAAAAAA
FHLQHYLDTATAPRL FDKLK QSFTSIAI‘?I GDYI‘ LKSP\‘/L SKLéVPVANQFI NI‘_AGYKI‘(LGLKI‘:DDL IAEENPI‘MQTAI‘_RRL PI‘EDESYA‘RA
f. Max. deviation (see listing)
g. G-factors
Phi-psi
Chif-chi2 EEE
chi3 8 s .—# H
mega [T [T
Dihedrals  [TTTTITTTITTTITITITT1] T T T T T T T T T I I T T T T T T T T T T P T LTI T T
MChbonds [T T T T ] T T T T T T T T T T A
MCangles [T T e e e e e e e T e T e e T A T e T T A T T T
Mainchain  [TTTTTTTIITITTTIT1TT1] 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 LT T T T ITT T
ovedl  [TTTIIILITITTITIIITIT] O T T T T T I L T T T L T L T T L LI T LTI T ]
128 135 140 145 10 15 20 25 30 35 40 45 50 55 60 65 70

1kb9_06.ps
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R . d t Page 19

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

o

% 80

e 60

g w0

< 20

&

73 80 85 90 95 100 105 110 115 120 125 10 15 20 25 30 35

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

8 49

® 21

S

O 73 80 85 90 95 100 105 110 115 120 125 10 15 20 25 30 35
Residue number

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

g

g 4

N

73 80 8 90 95 100 105 110 115 120 125 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

0 BNV~ H m—

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

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

AAAAAAANAAAAABAAAAAABIAAAAATNIIAAAAAAAANAAAANAAAAANAAAAAA N_V\A Al ’TV\ : : : :
YRI I RAHQTELTHHLL PRNEWI KAQEDVPYLLPY | LEAEAAAKEKDELDN I EVSK GPPSGKTYMGMVGHMGGPKQKG I TSYAVSPYAQKP

f. Max. deviation (see listing)

+
*

g. G-factors
Phi-psi
Chil-chi2 NN
chi3 8 s hb#ﬂ
mega [T [
Dihedrals  [(TTT T T T I I T T T T T I T T I TP T IITT101 1 T T T T T A T T T T TTTTT]
MCbonds T T T T T T T T A A T A
MCangles [T T T P P T T A A T T
Mainchain [T T T T I T T T T T T T T TP I I IITTI0 1] T T I T T I T T T T T TTITT
Overall OO L T L T L T T L T L T LT OO L T L T LT T T T T
73 80 8 90 95 100 105 110 115 120 125 10 15 20 25 30 35

1kb9_06.ps
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Residue properties
1kb9

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

Page 20

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

37

5 60 65 70 75 80 85 90 4
Residue number

b. Absolute deviation from mean of omegatorsion

10 15 20 25 30 35 40 45

Omega abs. mean dev.
N

55 60 65 70 75 80 85 90 4
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

10 15 20 25 30 35 40 45

Zeta abs. mean dev.

d.
H NN =N ==
Key:- <™ Hélix

5 60 65 70 75 80 85 90 4
Residue number

10 15 20 25 30 35 40 45
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

Secondary structure & estimated accessibility

I = NN =

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

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

-

—

MC bonds
MC angles

Mainchain

Overall

. Max. deviation (seelisting)

EEAAAAAAAAAA

T T T T T T T T
RRFKSQFLYVL | PAGI YWYWWKNGNEYNEFLY SKAGREEL ERVNV

T T T T T T T T T
SSLYKTFFKRNAVFVGT | FAGAFVFQTVFDTA | TSWY ENHNK

G-factors

A it ”

1] [ [ [T 1 [ ]

[T [1 [1 [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 T T T P P P T P T T T T P T ) [T T T T P T T T A P T T T P T T T T T T

A T e e e e e e e e e e e A e e e e e r e e e e e e e e

[T T T I I I IIId [T T I T T I T T T T I T T T

OO T T T I T LT LT T LT T OO L T T T I T T T T L L T T LI T
55 60 65 70 75 80 85 90 4 10 15 20 25 30 35 40 45

1kb9_06.ps
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Resid t -

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

o

% 80 -

£ 60

8 401

< 20

o

46 55 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

8 4

o 2

S

O 46 55 5 10 15 20 25 30 35 40 45 50 5 60 65 70 75
Residue number

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

g

g 4

N

46 55 5 10 15 20 25 30 35 40 45 50 5 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

N — - — ——— -

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

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

: BAARREAAAAAAAAA BAAAA H/\/‘\/\/\/\/\/‘\/\/\ BNAAAA A AABAAAAAAABARARABAAAR
GKLWKDVKARIAA EVKLQESGAGLVQPSQSLSLTCSVTGYSI TSGYYWNWI RL FPGNKL EWVGY | SNVGDNNYNPSLKDRL S| TRDT SKN

f. Max. deviation (see listing)

+
+ * ++ o+ * +xk kg + + + +
ok k kk * xk  x ok x * ok x ok e T * * * ok xkk

g. G-factors

Chi3 & chi4
Omega
Dihedrals ~ [TTTTTITTITTT]

T T T A T T T
MCbonds% T T T P T T
MC angles O A e P T
[IEEENENEEEEE NN E RN
[T T T T I T

Mainchain  [TTTTTTTTTTTT]

I

I

|

Overdl  [ITTIITIILIID L
46 55 5

1kb9_06.ps
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Resid t .
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
e 60
g w0
< 20
o
78 85 90 95 100 105 110 115 120 125 5 10 15 20 25 30 35 40
Residue number
5 10 b. Absolute deviation from mean of omegatorsion
g 8
E 6
8 4
o 2
S
O 78 8 90 95 100 105 110 115 120 125 5 10 15 20 25 30 35 40
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4
N
78 85 90 95 100 105 110 115 120 125 5 10 15 20 25 30 35 40
Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

— e T

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

Key:- <™ Helix

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
IAAAIAAIAAAA.AAAAAAAAAA.AA.A ABAAAA A AAAAIAAAAAA

QFFLKLNSVTTEDTATYYCARSEYYSVTGYAMDYWGQGTTVTV SSAWRHP

DIELTQTPVSLAASLGDRVT | SCRASQD I NNFLNWYQQKP

f. Max. deviation (see listing)

*******

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

Omega

Dihedrals

MC bonds

MC angles

Mainchain

Overall

C = cis-peptide

1kb9_06.ps




PROCHECK

Chi-1 abs. mean dev.

Ch|3 & chi4

Omega
Dihedrals

MChbonds []

Mainchain  []

Overall

=
o
o

80
60
40
20

Omega abs. mean dev.
N A O ©

Zeta abs. mean dev.
N

Page 23

Residue properties
1kb9

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

41 50 55 60 65 70 75 80 85 90 95 100 105
Residue number

b. Absolute deviation from mean of omegatorsion

41 50 55 60 65 70 75 80 85 90 95 100 105
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

41 50 55 60 65 70 75 80 8 90 95 100 105

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

d. Secondary structure & estimated accessibility

o I T T Mt

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

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

ABAAAN B B BAAABAAAANARNAARAAAAAABAAAAAAA A TAAAA
DGT IKLLI YYTSRLHAGVPSRFSGSGSGTDYSLT I SNL EPED | ATYFCQHH | KFP\NTFGAGTKLEI K

f. Max. deviation (see listing)

+ * + o+ o+ o+ 5 + * r+ ++ +r+:
g. G-factors
[ c Ave
[ T T [T T [N 1] [ -0.21
e
T FH e H 855
T T T T T T T T T A T T T T e T T T T T T T T T T T 0413
mc ages  (EHHHHHHHRAFHA R AR H 689
[T T T T T T T T T T T T T T T I T TTITT [O0 055
\\HHH\HHH\H\H\\H\H\\H\H\\H\CH\H\\H\‘H\H(‘:HH\‘HHHHD0-30
41 5 55 60 65 70 75 80 85 90 95 100 105

C = cis-peptide

1kb9_06.ps
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149 153 157

123 127 131 135
52 156 160 164

1.45

|

CA-CB
(Ala)
N-CA
(except Gly,Pro)

T
1.48

1279

Aouanbai4

111 115 1.19
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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 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 I e
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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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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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Distorted geometry
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Main-chain bond angles
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Bond angles differing by > 10.0 degrees from small-molec values. Values shown: "idea", actual, diff.

Planar groups
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Distorted geometry
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Planar groups (contd)

CB CB
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Sidechains with RM S dist. from planarity > 0.03A for rings, or > 0.02A otherwise. Vaue shown iSRMS dist.
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