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Ramachandran Plot
ILEQQ)beI u

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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Plot statistics
Residues in most favoured regions [A,B,L] 1198 88.1%
Residues in additional allowed regions [a,b,l,p] 144 10.6%
Residuesin generously allowed regions [~a,~b,~l,~p] 16 1.2%
Residues in disallowed regions 2 0.1%
Number of non-glycine and non-proline residues 1360 1000%
Number of end-residues (excl. Gly and Pro) 16
Number of glycine residues (shown as triangles) 138
Number of proline residues 102
Total number of residues 1616
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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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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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Chi-1

Chi1-Chi2 plots
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Chi-1
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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
pdb2yiu
o LYS(42) _MesH L P
| o _ gl _ ) N N I T ____ Lk " I DR, oy
N 270 3 3 EE[;DD 270- i i % 270- i ‘ 5’%
£ 3 JE— 3 3 ‘ i i i
O 180{-gt------ . ————DE!%—.——lso-——D——}— ————— E%ED———E[ !7180-777717 ——————— e - - -
- sf” 89 l l N l l l
Pty e Rt L =P T ) DO WO 5 O
. e . ol . F o
0 90 180 270 360 0 %0 180 270 360 0 90 180 270 360
Chi-1 Chi-1 Chi-1
360 ‘ Trp (54) = 360 : Tyr ‘(66) :
l l L l i l
B R e il oy Sl R it '%
= l l l l l l
O 1g0{- -~ - PR - ————- - -=-
o 4 B e @ e
i 0 3 3 3 3
0 90 180 270 360 0 %0 180 270 360
Chi-1 Chi-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.

pdb2yiu_03.ps




Main-chain parameters
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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 1360 88.1 729 10.0 1.5 BETTER
b. Omega angle st dev 1598 6.8 6.0 3.0 03 Inside

c. Bad contacts/ 100 residues 102 6.3 13.9 10.0 -0.8 Inside

d. Zetaangle st dev 1478 21 31 16 -0.6 Inside

e. H-bond energy st dev 1037 0.8 1.0 0.2 -0.6 Inside

f. Overall G-factor 1616 -0.1 -0.7 0.3 19 BETTER
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Side-chain parameters
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50 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 124 16.5 245 6.5 -1.2 BETTER
b. Chi-1 trans st dev 441 18.4 24.2 53 -1.1  BETTER
¢. Chi-1 gauche plus st dev 629 17.0 22.8 4.9 -1.2 BETTER
d. Chi-1 pooled st dev 1194 175 235 4.8 -1.2 BETTER
e. Chi-2 trans st dev 386 20.5 24.2 5.0 -0.7 Inside
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

% 100
% 80 -
£ 601
8 401
< 20
o
3 10 15 20 25 30 35 40 45 50 55 60 65 70 75 8 85 90 95 100
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
©
:
2
@
g
O 10 15 20 25 30 35 40 45 50 55 60 65 70 75 8 85 90 95 100
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4 -
N

3 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 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

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

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

AAAAFAABAAABIAAAAAAAAAAAAR
T T T T T T T T T T T T T T T T T T T T
G| PHDHYEPKTGFERWLHRRLPIVSLVYDTLMI PTPKNLNWAWIWG I VLAFCLVLQIATGIVLVMHY TPHVDLAFASVEH IMRDVNGGYMLRYLHANGAS

f. Max. deviation (see listing)

+ + + * ++
* kg ok 4k * * * * * * % * %

g. G-factors
Phi [ 1 Bl H
By, TR st
Omega A :I:ﬂﬂi::ﬂ 5 [T [NEEE HZjZZI NN m
Dihedrals [T T [T T T T T T T TR T T LTI T T T T T T T T T T T T T T T T T T T TP T T T LI
MCbonds (T T T I
MCangles [T T e e e
Mainchain (T T T T T I I T T T TP T T T T T TP T T T T T T TP T TP T TP T T T T T T T
Overall OO T T T T R T T T T T T T L T T T LR T T T T L T LT T I T T T T
3 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

103 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number

” b. Absolute deviation from mean of omegatorsion

32
24
16

8_

Omega abs. mean dev.

103 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

103 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200

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

d. Secondary structure & estimated accessibility

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

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

AAAFAAAAAAA AAFRAAAAAAAAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
LFFLAVY IHI FRGLYYGSYKAPREVTWIVGML | YLMMMGTAFMGYVL PNGQMSFAMGATV | TGL FGA | PGVGEA | QTWLLGGPAVDNPTLNRFFSLHYLLP

f. Max. deviation (see listing)

+* 4 + + +
* * * * xk * *

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

C
Phi-psi
Chil-chi2
Chil on{ # H><H m

T 5 ]
| sifndiihiil, 1 pildishd
Gmega " I “TEa""Sa"mam  NENSN HEN [T [l H 5 i
Dihedrals [T T T TR T T T T T I T T T T T T T T T T T R T T TR LT T
MC bonds [ A A R T e e e A R
MC angles [ R
Mainchain [T T T LTI T T T T L R T LTI T
Overal  [ETTTTEEEIT I IT LI EE T TEEL T[T I L C TR LT TR FEC T T T IT LT T T T T

103 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200

C = cis-peptide
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Residue properties
pdb2yiu

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

203 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
Residue number

” b. Absolute deviation from mean of omegatorsion

32
24
16

8

Omega abs. mean dev.

203 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

203 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300

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

d. Secondary structure & estimated accessibility

AN — A m NN Sl -

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

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

‘ : ‘ HAAAA A BAAAAAAAAAAAAAAAANAAAAAAAAAAAAAAAAAA ABIAAAA ABAAAAABAAAAAAATIIABIAAAAAAAA
FVIAALVVVHIWAFHTTGNNNPTGVEVRRGSKEEAKKDTL PFWPY FV | KDL FALAVVLVVFFA | VGFMPNYLGHPDNY | EANPLVTPAH | VPEWY FLPFY

f. Max. deviation (seelisting) :
5

+ + + L+ + * kx4
* % * o * * %

+ + + +*¥ 4+ +B6F +* 4+ + + + o+ KRR R + +*+ + +++
g. G-factors
Phi . [
e : rhisiieniiadectine
Omega [REEEE INEEN N RN ENENENEEA m h Hilj\ | EEENEECEECEEEN
Dihedrals [T T T T T T T T T T I T T TR T T TP T I T T T T T T T T T T T TP T T T T T T T T T T T T T T T F T T T T ]
ek REAMEREES NENANSEMSNBNSENENSNSESEEBSSESSNSREESSNSNSESSNSNSRSSNSRESNSNCRERSENERSRSERSSESEEREREREE
Mainchain [T T T T T T T T T T LTI T LT TP T P T T T T TP T T TP I T T T T T T T T
Overall \J\\\\\M\\\\M\\\\M\\\\\\\\\M\\\\M\\\\M\\H\Jﬂ\\\\\\\\J\\\\J\\\\J\\\\J\\\M\II\M\\\\\\\\\M\\\\\\\\\MH\
203 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300

C = cis-peptide
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Residue properties
pdb2yiu

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

303 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
Residue number

” b. Absolute deviation from mean of omegatorsion

32
24
16

8_

Omega abs. mean dev.

303 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

303 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400

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

AAMAAAAAAAATIAAAATIIA. AAAAAAARIAAAAAAAAAAAAANA
T T T T T T T T T T T T T T T T T T T T
AILRAFTADWWVMLVNWL SFGI | DAKFFGV | AMFGA | LVMALVPWLDTSRVRSGQYRPL FKWWFWL LAVDFVVLMWGAMPAEGI Y PY | ALAGSAYWFA

f. Max. deviation (see listing) .
5
+ * ++ + .+
+ K * + b 44 + * + + + * +EE g * ++ * 4 x5 oxx 4+ +
**************************************************************************

993
Z
SS
2%
[
i
il
|

| X |

Simage ™ ol e SEEEEE 5 b o m

Dihedrals (TR T T T I T T T T I T T T T T T T I e T e T T T T T T T T T T T T T T T I T I T T T T T T T T

Medee M A A T A

Mainchain [T T T[T T I LTI I LI T T T T LT L L L T T L L L LT L T LT L LT T L L T LT LI T L T LI T L I L LT T I T L L T T LTI T T I T I T IT]

Overall \‘\H\\H‘\H\\H\H‘\H\\H\HHH\HH\‘HHHHHHHHH\\‘H\H\H\\‘H\H‘\H\\‘H\H‘\.CH‘HHHHH‘\H
303 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400

C = cis-peptide
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
o
403 410 415 420 425 430 60 65 70 75 80 85 90 95 100 105 110 115
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
Hp
£ 24
2 16
o 8
S
O 403 410 415 420 425 430 60 65 70 75 8 8 90 95 100 105 110 115
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N
403 410 415 420 425 430 60 65 70 75 80 8 90 95 100 105 110 115
Residue number Highlighted residues are those that

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

ITASEE UM v B

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

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

MAAAAA AMAAABAAAAA BAAAAAAAAAAA
YFLI ILPLLGI | EKPDAMPQT | EEDFNA D1 SFSFEGPFGKFDQHQLQRGLQVYTEVCSACHGLRYVPLRTLADEGGPQL PEDQVRAYAAN
f. Max. deviation (see listing)
+‘,1 * *k ok ++ ¥ + +
ARG o 00 TS S S A AR S R DA S 0 A A e O P & i SO v S &
g. G-factors
T -
Gt AR s mEASNSEs iARianicimaz n
Chi3 & chi4
Gmega " |-imatat 1ottt ol o] Norm s H HEE E H EEEEE RS
Dihedrals [T T T A T TR T [T I T T T I I T I I T I T I T I T I T T T T T I I T T I T
MCbonds [T T T[T T T[T I ITIT[] [T T T T T T e e P T e P P T T T T T P P P ]
MCangles [T T A e e e e e e e e e e e e e e e e e e e e e e e e
Mainchain  [TTT T T[T T I ITITIITIITIIITITT] [T I T I I T T I I T I T T I I T I T I I I
Overall \HH\H‘\HH‘HHHHHHHH \\H\H‘\\H\‘H\\\‘\HH‘\H\\‘\\H\‘\H\\‘\\\H‘\HH‘H\H‘HHHHH‘\
403 410 415 420 425 430 60 65 70 75 80 8 90 95 100 105 110 115

pdb2yiu_06.ps



PROCHECK
Page 6

Residue properties
pdb2yiu

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

116 125 130 135 140 145 150 172 180 185 190 200 205 210 215 220 225 230
Residue number

” b. Absolute deviation from mean of omegatorsion

32
24
16

Omega abs. mean dev.

116 125 130 135 140 145 150 172 180 185 190 200 205 210 215 220 225 230
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

116 125 130 135 140 145 150 172 180 185 190 200 205 210 215 220 225 230

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

ARl FH
T T T T
FDI TDPETEEDRPRVPTDHFPTV SGEGMGPDL SLMAKAR | GGPEY IHAVLTGYDGEEK VLYHNAAFAGNWI QVAAPL SDDQVTYEDGTPATVDQVA

f. Max. deviation (see listing)

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

g. G-factors
Phi-psi 77IIH ] | g [ | [
gﬁi%'éﬂiz,4 N fﬁ H:. m NN ﬁﬂ H #*
Omega "' I o n e 1 e tEEEET fE CECEtEE H i
Dihedrals [T T EE T T T T T T TR I T T T TITTI] R IT T ITT IE R ETTT] CETT T E o E T TE [T T R EEe T
MCbonds [T T T T T T T T T T T T T T T B T T T T T T T T T T
MCangles [T T ] CE e e e ) e e e
Mainchain [T T T T T[T T T I ] OO T I I ) O T LI L L LT T LTI LT LT LI I LTI
Overall \‘HHHH\‘\HH‘\H\HHH‘\HH‘HHHHH\‘HHHH‘H\H‘HHHHH\‘H\H‘\CHH‘HHHHHHHHHH‘HH

116 125 130 135 140 145 150 172 180 185 190 200 205 210 215 220 225 230

C = cis-peptide
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Resid t -
pdb2yiu

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

o

g 80

£ 60

g w0

< 20

o

234 240 245 250 255 260 265 270 275 280 25 30 35 40 45 50 55

Residue number

5 a0 b. Absolute deviation from mean of omegatorsion

Hp

£ 24

2 16

o 8

S

O 234 240 245 250 255 260 265 270 275 280 25 30 35 40 45 50 55
Residue number

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

g

E o

g 4

N

234 240 245 250 255 260 265 270 275 280 25 30 35 40 45 50 655

Residue number Highlighted residues are those that

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

I

I

\

\

‘ T
234 240 2

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

AR AARARNARNANARNRN— € ARAAARAN—R—

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

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

AAAAAAAAAAAAAAAAATIRATRIAAAA
T T T T T T T T T T T T T T T T T
TDVAAFLMWTAEPKMMDRKQVGFVSV | FL IVLAALLYLTNKKLWQP I K DFLYYATAGAGTVAAGAAAWTLVNOMNPSADVQALASI QVDV

f. Max. deviation (see listing)

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

| =
RN t:]:l t::jiI H I
[T B
\0\ [
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Residue properties
pdb2yiu

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

80
60
40
20

Chi-1 abs. mean dev.

59

40

65 70 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155
Residue number

b. Absolute deviation from mean of omegatorsion

32
24
16

8_

Omega abs. mean dev.

59

65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

59

65 70 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155

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

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

d. Secondary structure & estimated accessibility

e Y e e s

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

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

‘ AAAAAAANL AA ‘ ‘ : : : ‘ : ‘ ‘ ANAAAA AAATN BAAA A T ARl AAAAAR
SGVETGTQLTVKWLGKPVF I RRRTEDE | QAGREVDLGQL | DRSAQNSNKPDAPATDENRTMDEAGEWLVM | GVCTHLGCV P | GDGAGD FGGNFCPCHGSH

f. Max. deviation (see listing)
+ 5

* *
R e *
e

g. G-factors

pdb2yiu_06.ps




PROCHECK

Resid t -
pdb2yiu
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
o
159 165 170 175 180 185 190 10 15 20 25 30 35 40 45 50 55 60
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
Hp
£ 24
2 16
o 8
S
O 159 165 170 175 180 185 190 10 15 20 25 30 35 40 45 50 55 60

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

159 165 170 175 180 185 190 10 15 20 25 30 35 40 45 50 55 60

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

d. Secondary structure & estimated accessibility

—m e L A AR AL ™A

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

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

AAAAAAATIRAAAAAAAAAANABIAAAAATAAAAA
T T T T T T T T T T T
YDTSGRI RRGPAPQNLH I PVAEFLDDTT IKLG G| PHDHYEPKTGFERWLHRRLPIVSLVYDTLMI PTPKNLNWAWIWG I VLAFCLVLQIA

f. Max. deviation (see listing)

.
S N S S A ST RN TUTE s SORL I TUE A s U SOUUE ORI 5F SRR S
g. G-factors

Phi-psi 1] |

e e e et e e

Omega :H:::i .j:“:- ::jﬂﬂ [T H:] [T T -::ﬁ [T

Dihedrals (AT T T T T T I T T T [T T T T T T T T T T T T T T R T I T T T [T TTT]

MCbonds [T T T I T T I T T T I T T T e P e T P T P P T T T P I T

MCangles [T [T AT O e e e e e e e e e e e e e e e e e e e e

Mainchain [T T T T T[T T T IITIIITIITITIIT] (I T I I I I I T I I T I I I T T I I

Overal  [ECTTTRITITT T RITRIIT] (TR [T LTI TR T T T T ER T T T ITTTTTTITT]
159 165 170 175 180 185 190 10 15 20 25 30 35 40 45 50 55 60

pdb2yiu_06.ps




PROCHECK
Page 10

Residue properties
pdb2yiu

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

61 70 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
Residue number

” b. Absolute deviation from mean of omegatorsion

32
24
16

Omega abs. mean dev.

61 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

61 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160

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

d. Secondary structure & estimated accessibility

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

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

AAAAAAAAATIAAA AAAAAAAAAAA AAAAR
T T T T T T T T T T T T T T T T T T T T
TGIVLVMHYTPHVDLAFASVEHIMRDVNGGYMLRYLHANGASLFFLAVY IHI FRGLYYGSYKAPREVTWIVGML | YLMMMGTAFMGYVL PMGOMSFWGAT

f. Max. deviation (see listing)

+ 4% % + + +
*k ok ok gk * * ok * * gy ox ok k *

g. G-factors
Phi-psi . [N | .
N A e R aiidisy
Omea 8" mmmmmt Hm BCMEEE"mmn Han"CEE ENEEEEESNS HEE B “un
Dihedrals  [(TT T T T I TR T T T LTI T T T LT I T T T T T T T T T T T T T T T T T T T T T T T T T I T T T
ek R AMERENEENERBSSENERSNSESERSNSESERBNSEESEEN EESNSESESSNSNSESSNSRSESSNEREESERERSESSEEREESEEEREEEN
Mainchain (T T T T T I T T T TP T O T TP T T TP T T T T TP TP T T T T I I T
Overall 0 H\H\\‘\\\H‘\HH‘H\H‘\H\\‘H\H‘HH\‘H\H‘\\H\‘HH\‘\\H\\H\C\‘\\H\‘\H\H\\HJHHH\H‘\HH‘H\H‘\
61 70 75 8 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160

C = cis-peptide

pdb2yiu_06.ps
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Page 11

Residue properties
pdb2yiu

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

& 100
% 80
£ 60
g w0
< 20
o
161 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 32
£ 24
2 16
o 8
£
© 161 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
% 8
e 6
g 4
22
S
161 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260
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
HAAAA EAAAAAAAAAAAAAAAAAAAAAAAAAAA
\‘/I TGLFGAI I‘DGVGE/‘\ | QTWI‘_LGGPAVDNP'I"LNRFI‘:SLHYI‘_LPFV I‘ AALV\‘/VH IWAFHTTéNNNP'I"GVEVI‘QRGSKI‘EEAKKE‘)TL PF\)VPYFV I‘ KDL FALAVVL
f. Max. deviation (see listing) :
5
ot L it s fe et s P B e ey
g. G-factors
Phi-psi . <
A EL iRl .
Gmega et R EEREE"N | | W | N H _
Dihedrals  [(TTT T T T T T TR T T T T T TR T T T T T T T TP T T TP T T T T T T T TP T T T TP T T T T T T
MCbonds T T T T T T 1
MCangles [T P T P
Mainchain (T T T T I I T T T T TP T T T TTT TTTT T T TT TT  TPTT TTTT P T T TTTTITTTTTTITTTITTTT
Overall \‘\H\\H\\‘\HH‘\H\\‘H\H‘\HH‘H\H‘\\H\‘H\H‘HH\‘H\\\‘\\H\‘HH\‘\\H\‘\H\\‘\\\H‘\HH‘\CHH‘\HH‘H\H‘\
161 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260
C = cis-peptide

pdb2yiu_06.ps
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Page 12

Residue properties
pdb2yiu

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

& 100
% 80
£ 60
g w0
< 20
o
261 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g 327
£ 24
£ 16-
® 81
£
© 261 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
% 8
e 6
g 4
R
S
261 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
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
VVFFAIVGFMPNYLGHPDNY | EANPLVTPAHIVPEWYFLPFYA| LRAFTADWWVMLVNWL SFGI | DAKFFGV | AMFGA | LVMALVPWLDTSRVRSGQYR
f. Max. deviation (see listing)
g. G-factors
Phi-psi . | [] N
gﬁil}?ﬂiz, !\ H H H # H (o
Gega " o T ot S8 HUEEM R EEEEE °E'| SEMEEREE H S"REAS AR
Dihedrals  [(TTTT T T I IO T T T T T T T I T T T T T T T T T T T T I T T LT T T T T T T T T I T T T T T
MCbonds T T T T T T 1
MCangles [T T e P T A T e e P T T
Mainchain [T T T T T I T I T T TTT T T O T TP T T TP T T TP TP TP T T T T T TTTITTTITTTT
L0 T o T T
261 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360

pdb2yiu_06.ps




PROCHECK

Resid ti .
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 201
o
361 370 375 380 385 390 395 400 405 410 415 420 425 430 60 65 70
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 32
£ 24
2 16
o 8
£
O 361 370 375 380 385 390 395 400 405 410 415 420 425 430 60 65 70
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
g 8
e 6
g 4
R
S
361 370 375 380 385 390 395 400 405 410 415 420 425 430 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
SANANNNA T AN AR N/l S\
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
/\/\N_ﬂ AAAAAAAAAIAAAAA  AAAAAAAAAAAAAAAA
}5L FK\I\WF\NLI‘_AVDF\‘/VLM\N\‘/GAMPAEGI YI‘DY | ALAGSAY\)VFAYFIL 11l LPILLGI | EKPDAMPQTI I‘EEDFN/-‘\ DI SFSFEGPFGkFDQHéLQR
f. Max. deviation (see listing)
g. G-factors
e m meaEEEc e : i
8h|3&0|4 O i h [ [] t
mega A RN D [TTH [ DEENE [T REE [
Dihedrals I TT T T T I T T IT T T T T T T I LI T T T T T T LTI T T T I T T] O T T T T ITTTT]
ek R AMEREEEEMENSESENEESN. ENERSRSENSRCESENSESESENSEE-SERSESEEEESEEEEE ERENRERNRARRENENEER
Mainchain (T T T T I T T T T LI T T T T T T T T TP T TP T T T T T] T T T TITITTITITT]
Overall \‘\HHHH‘H\H‘\HH‘\HHJIC\\‘H\H‘HH\‘H\H‘HH\‘H\H‘HH\‘\HH‘HH\‘\ OO I T I IT1T]
361 370 375 380 385 390 395 400 405 410 415 420 425 430 60 65 70
C = cis-peptide

pdb2yiu_06.ps




PROCHECK

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

40
32
24
16

Omega abs. mean dev.

Zeta abs. mean dev.
N

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Page 14

Residue properties
pdb2yiu

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

74 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 172 180 185
Residue number

b. Absolute deviation from mean of omegatorsion

74 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 172 180 185
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

74 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 172 180 185

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

d. Secondary structure & estimated accessibility

MV A e ke

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

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

AAAAANBIAAAAA TIAAAAAAAAAAA — ABIAAAAAAAAAAAAAAAAAAATIIA ) : : ) ) : ‘ AA I
GLQVYTEVCSACHGLRYVPLRTLADEGGPQL PEDQVRAYAANFD | TDPETEEDRPRVPTDHFPTVSGEGMGPDL SLMAKAR | GGPEY | HAVL TGYDGE

f. Max. deviation (see listing)

g. G-factors
[ o [
piciils. aectalic,ad . s
[ [ [NEERNN [ \H mTE [ i
T T T T T T e T e T T T e T e T T T T T T I T ] LT T e T
I T T T T T A T A A
e e e e e e e T T e P T T T T T T T T P T T e A e e
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 I T T T T T T T I T IT I ] COT T
T T T T T T T T T T I T T T T I T I T T T T T I T T I T T T TP TIT T ITT T IT I ITTITTITTT] [ITTTTTITTITITT 7T
74 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 172 180 185

pdb2yiu_06.ps




PROCHECK

=
o
o

Page 15

Residue properties
pdb2yiu

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

80
60
40 -
20

Chi-1 abs. mean dev.

189

40

200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280
Residue number

b. Absolute deviation from mean of omegatorsion

32
24
16

Omega abs. mean dev.

189

200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

189

200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280

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

d. Secondary structure & estimated accessibility

= L AN — NV

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

Key:- <™ Helix

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

IAAAA AABAAAAAAAAAAAAAAAANTIANAAAAAAAA

T T T T T T T T T T T T T T T T T
EK  VLYHNAAFAGNWI QVMAAPL SDDQVTYEDGTPATVDQVATDVAAFLMWTAEPKMMDRKQVGFVSV | FL IVLAALLYLTNKKLWQP I K

f. Max. deviation (see listing)

+ + + + +

- gk b b pEEE x4 o4 + % P + Lok * * + x4

K kkk KAk kk Kk KKK KKE K K Kk KKkKk Kk K*AKAK Kk K Kk KKK KAK Kk X kk KK KA KEKA kK

i

g. G-factors
Phi-psi (] “mREss o8
%Ei%éﬂiz,4 % N % <H H H !\
0nf|16961CI N H ti} H H H t]]:l Tl
Dihedrals (1] [Tl T [T T Il T [0 TR T T T T T LTI T T T T IIT [ ]
MC bonds O I A A A
MC angles O e e T T
Mainchain (1] [T T LT T T LT L T T T LTI LTI 1]
Overall [ HH\‘HH\‘\C\H\‘HHH\HHHH‘H\H‘HHHHH‘\HHH\H‘HH\‘H\H‘\HH‘H\H‘HH\‘\HH‘H
189 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280
C = cis-peptide

pdb2yiu_06.ps
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Page 16

Residue properties
pdb2yiu

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

& 100
% 80
£ 60
g w0
< 20
o
17 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 32
£ 24
2 16
o 8
£
© 17 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
% 8
e 6
g 4
22
S
17 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115
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
EEA
E)FLYYATAéAGTVAAGAAAMLVNQMN PéADVQALASI éVDVSéVETG+QLTVk\NLGK }‘DVFI RF‘ZRTEDI‘E | QAGI‘QEVDLGQL | DRSAQNSNKPDAPATDEN
f. Max. deviation (seelisting) .
4 + 6 +
ST S D S O O O U S e ST U TUNE et s S e L SO SeTh L PE L Eo O UL SUCUUEE T SN
g. G-factors
Phi-psi . [ [ T [ [T
gﬁ%éﬂi:m # H #\ ) H H \F I ﬁ:if :\F:F
Omega H | I:H:I:]:jﬂﬂ [l i::hI:::H::-j::: H:ii [
Dihedrals BRI T T T T T I T A T T T T T T T T T e T T T O T L T T T T T T T T T T T T T T T T T T T T T T[]
MCbonds T T T T T T 1
MCangles [T e A P T P T
Mainchain (T T T T T I T T T T T T O T T TP TP T TP O T TP T TP T T T T
Overall [T LI T I T T I LT L T L T T T L el T I L LT L L]
17 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115

pdb2yiu_06.ps
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=
o
o

Page 17

Residue properties
pdb2yiu

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

80
60
40
20

Chi-1 abs. mean dev.

40

125 130 135 140 145 150 155 160 165 170 175 180 185 190
Residue number

b. Absolute deviation from mean of omegatorsion

32
24
16

Omega abs. mean dev.

125 130 135 140 145 150 155 160 165 170 175 180 185 190
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

125 130 135 140 145 150 155 160 165 170 175 180 185 190

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

d. Secondary structure & estimated accessibility

T

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

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

AAAABIA_AA AAANN WAAA B AAAAANL AAABIAA AAIA AAAAAAAAARIIAAAAAAAAA
RTMDEAGEWLVM I GVCTHLGCVP | GDGAGDFGGWFCPCHGSHYDTSGR | RRGPAPQNLH | PVAEFLDDTTIKLG

f. Max. deviation (see listing)

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

Chi3 & chi4

:
3

Omega

Dihedrals

MChbonds []

MCangles []

Mainchain  []

Overall

pdb2yiu_06.ps




PROCHECK

Main-chain bond lengths

C-N
(except Pro)
o) oy
& &
> >3
g 8
LL LL
120 124 128 132 1.36 140
CA-C
(except Gly)
> oy
& &
> >3
g 8
LL LL
140 144 148 152 156 1.60
CA-CB
(lle,Thr,val)
> oy
& &
> >3
g 8
LL LL
142 146 150 1.& 158 162
N-CA
(Gly)
o) oy
& &
> >3
g 8
LL LL
133 137 141 145 149 153

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.

pdb2yiu

(Pro)

122 126 130 1.34 138 142

CA-C
(Gly)

139 143 147 151 155 159

CA-CB
(therest)

141 145 149 153 157 161

N-CA
(Pro)

134 138 142 1.46 1.'::)0 1.'571

Frequency

Frequency

Frequency

Page 1

11 115 119 123 127 131

CA-CB
(Alg)

=

140 144 148 1.g2 l.g6 1.60

N-CA
(except Gly,Pro)

133 137 141 145 149 153

pdb2yiu_07.ps




PROCHECK

Main-chain bond angl o
CA-C-N CA-C-N CA-C-N
(except Gly,Pro) (Gly) (Pro)
o) oy oy
& & &
> >3 >
g 8 8
LL LL L
101 106 111 116 121 126 101 106 111 "1%' 121 126 101 106 111 116 121 126
O-C-N O-C-N C-N-CA
(except Pro) (Pro) (except Gly,Pro)
> oy oy
& & o]
> >3 >
g 8 8
LL LL L
108 113 118 123 128 133 107 112 117 ig_lh 132 106 111 116 121 126 131
C-N-CA C-N-CA CA-C-O
(Gly) (Pro) (except Gly)
> oy oy
& & o]
> >3 >
g 8 8
LL LL L
105 110 115 150 125 130 107 12 17 2 7 i 105 110 115 120 125 130
CA-C-O CB-CA-C CB-CA-C
(Gly) (Ala) (e, Thr,va)
o) oy oy
& & &
> >3 >
g 8 8
LL LL L
105 110 115 %1?5 130 95 100 105 IFO‘lis 120 94 99 104 109 114 119

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.

pdb2yiu_08.ps



PROCHECK
Page 2

Main-chain bond angles
pdb2yiu

CB-CA-C N-CA-C N-CA-C
(therest) (except Gly,Pro) (Gly)
o) oy oy
& & &
> >3 >
8 8 8
LL LL L
95 100 105 110 115 120 96 101 106 111 116 121 97 102 107 112 117 122
N-CA-C N-CA-CB N-CA-CB
(Pro) (Ala) (lleThr,vVal)
> oy oy
& & o]
> >3 >
8 8 8
LL LL L
_'_"—"l-p""_'_ t t ; : 1 t ) t ) |
96 101 106 111 116 121 95 100 105 110 115 120 96 101 106 111 116 121
N-CA-CB N-CA-CB
(Pro) (the rest)
> oy
& &
> >3
8 8
LL LL
88 93 93 103 108 113 95 100 105 110 115 120

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.

pdb2yiu_08.ps
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Page 1
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LS
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S
o
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o
g 8 & S
Aouanbai4
S
o
™
=
o
N
wwwwwwwwwwwwwwwwwwwwwwwwwwwww o
o
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S
o
o
T n T O.
o o) o o o
< ™ N -
fousnbai4
<
LS
o
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O
o

000 001 0.02
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o
N
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-
S
o
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o
g 8 & S
Aouanbai4
IS
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LS
o
N
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o
-
S
o
o
S
o Q o o ©
< ™ N —
fousnbai4
<
)
o
™
o)
o
[aN)
wwwwwwwwwwwwwwwwwwwwwwwwwwwww O
o
—
)
o
\,|,|io
S
o

TYR

TRP

PHE

0.04

0.00 001 0.02 0.03

0.00 001 0.02 0.03 0.04

0.00 001 002 0.03 0.04

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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C 1231 O

1614
D lle281

c 1226

CA C

Distorted geometry
pdb2yiu

Main-chain bond lengths

CA 1530 CB CA 1521 CB
1.583 1.457

A Trp 45 A Ala123

CA 1540 CB N 1451 CA
1.608 1512

Alle281 A Gly 387

CA 1540 CB CA 1540 CB
1.473 1.488

Clle 78 CThr 118

CA 1525 C N 1451 CA
1575 1515

D Tyr 302 D Gly 387

Main-chain bond angles

Aleu 23-APro 24 ATrp245- A Pro246 A Val 346 - A Pro 347

1226 CA C 1226 CA
1111 112.2 111.3
N N N

CVal 138-CPro 139 D Asn 188 - D Pro 189 D Val 346 - D Pro 347

N 1458 CA

e

394
A Trp 129

CA 1525 C

[
[
I

1.589
Bllel72

CA 1540 CB

1.488
Clle129

CA 1525 C

1.470
FVva 138

A Gly 387

111.2

N C
CA

E Asn 206

CA 1540 CB

—_—

1.488
A Thr 218

CA 1540 CB

1.592
Bllel72

CA 1530 CB

—_—

1.479
CCys137

CA 1525 C

1.470
FAsn173

Bonds differing by > 0.05A from small-molecule values. Vaues shown: "ideal", difference, actual

A Tyr 389 - A Pro 390

Page 1

CA 1540 CB

[

1595
A Val 249

CA 1525 C

1.472
B Thr 272

CA 1540 CB

[

1595
D Vdl 172

CGly 136

Bond angles differing by > 10.0 degrees from small-molec values. Values shown: "idea", actual, diff.
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Distorted geometry
pdb2yiu

Planar groups

e

0.030
D Phe 301

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