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Ramachandran Plot

K)
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Phi (degrees)
Plot statistics
Residues in most favoured regions [A,B,L] 3715
Residues in additional allowed regions [a,b,l,p] 619
Residuesin generously allowed regions [~a,~b,~l,~p] 16
Residues in disallowed regions 0
Number of non-glycine and non-proline residues 4350
Number of end-residues (excl. Gly and Pro) 18
Number of glycine residues (shown as triangles) 462
Number of proline residues 348
Total number of residues 5178

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

2QJK
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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
2QIK
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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

2QJK
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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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Asp (234)

Chi1-Chi2 plots
2QIK

Arg (198)
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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
2QJK

§ OOa Ramachandran plot quality assessment Zg' Peptide bond planarity - omegaangle sd
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Plot statistics

Comparisonvalues  No. of
No.of Parameter Typical Band  band widths

Stereochemical parameter datapts  value vaue  width  from mean

a %-tageresiduesin A, B, L 4350 85.4 64.1 10.0 21 BETTER
b. Omega angle st dev 5136 13 6.0 3.0 -1.6 BETTER
c. Bad contacts/ 100 residues 222 43 22.3 10.0 -1.8 BETTER
d. Zetaangle st dev 4716 12 31 16 -1.2 BETTER
e. H-bond energy st dev 3371 0.9 11 0.2 -0.8 Inside

f. Overall G-factor 5178 0.2 -0.8 0.3 3.3 BETTER
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Side-chain parameters
a. Chi-1 gauche minus b. Chi-1 trans
50 50
8 8 a0
o4 oy
= =
5 5§ 307
B B
%3 -§ 20
o ©
@ &
© ©
& g 10
n 0]
10 15 20 25 30 35 40 10 15 20 25 30 35 40
Resolution (Angstroms) Resolution (Angstroms)
50 c. Chi-1 gauche plus d. Chi-1 pooled standard deviation
8 40 g
o4 oy
= =
§ %07 5
B B
g 20- B
e ©
@ &
© ©
g 10 8
n 0]
10 15 20 25 30 35 40 10 15 20 25 30 35 40
Resolution (Angstroms) Resolution (Angstroms)
50e. Standard deviation of Chi-2 trans angle
8 a0-
o4
=
S 304
E 2QJK
s 20
e
@
©
& 104
n
10 15 20 25 30 35 40
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Plot statistics
Comparisonvalues  No. of
) No.of Parameter Typical Band  band widths
Stereochemical parameter datapts  value vaue  width  from mean
a. Chi-1 gauche minus st dev 476 15.2 28.2 6.5 -20 BETTER
b. Chi-1 trans st dev 1327 13.9 27.1 53 -25 BETTER
¢. Chi-1 gauche plus st dev 2013 13.7 25.8 4.9 -25 BETTER
d. Chi-1 pooled st dev 3816 14.0 26.6 4.8 -26 BETTER
e. Chi-2 trans st dev 1185 15.2 26.3 5.0 -2.2 BETTER
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Residue properties
2QJK

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 10 b. Absolute deviation from mean of omegatorsion
©
;
&
@
g
S
o

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

Zeta abs. mean dev.
N
1

3 10 15 20 25 30 35 40 45 50 5 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

AAAATFAATEEAFFAAAAAAAAARTER
T T T T T T T T T T T T T T T T T T T T
G| PHDHYEPRTGI EKWLHSRLPIVALAYDT IMI PTPRNLNWMWIWGVVLAFCLVLQIVTGIVLAMHY TPHVDLAFASVEHIMRNVNGGFMLRYLHANGAS

f. Max. deviation (see listing)

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

Chi3& chi4 [ TTT17
Omega [T
Dihedrals [T T
MC bonds TTT17
HH\H

[TTTT

[TTTT

MC angles
Mainchain

Overall
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Residue properties
2QJK

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

Omega abs. mean dev.
N O ©

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 O

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

AAABABAAAAAA AAAAAAAAATIFIAA AAATE AAARIA AAABABAAAAAAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
LFFIAVYLHI FRGLYYGSYKAPREVTWIVGML | YLAMMATAFMGYVL PNGQMSFAVGATV | TGL FGA | PGI GHS | QTWLLGGPAVDNATLNRFFSLHYLLP

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

C = cis-peptide
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Residue properties
2QJK

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

Omega abs. mean dev.
N O ©

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

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

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

d. Secondary structure & estimated accessibility

MANANAS — A m N NANNNA S i —

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

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

T T T T T T T T T T T T T T T T T T
FVIAALVAIHIWAFHSTGNNNPTGVEVRRTSKAEAQKDTVPFWPYF | | KDVFALAVVLLVFFAIVGFMPNYLGHPDNY | EANPLRTPAHIVPEWYFLPFY

f. Max. deviation (seelisting) :
4 5
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T + * +4 o FEE Rk kgk g g +* + o+
Kk E KKKA KRAKKRA * FREKKK KKK KKARAFAAKKK KKK AKK K K% * %%
.

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

\ I

\ I

\ \

\ I

C TTTLT,
203 210 2
C = cis-peptide
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Residue properties
2QJK

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

Omega abs. mean dev.
N O ©

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

Zeta abs. mean dev.
N A OO O

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

Residue humber 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

ABHAAAA AAAAAAAAAAAAAAAATIA. ABRAAAAAAAAAAAAAAAAAANA
T T T T T T T T T T T T T T T T T T T
AILRAFTADWWVQIANF I SFGI I DAKFFGVLAMFGA | LVMALVPWLDTSPVRSGRYRPMFK | YFWLLAADFV I LTWWGAQQTTFPYDWI SL | ASAYWFA

f. Max. deviation (see listing)

+ + * o + + * *
*opkok +k 4 Kk kg T + K prg *ook +* 4+ 4 +++ TR T e S
Kk kKK Kk kKKK K KAk kk Kk KKk KKK AKKK KAKKX KKK AR Kk k ok kKKK AKX KAKKAKKK K KA KKK KKK KA KKK K

g. G-factors

Phi-psi

Chil-chi2 :#
Chilonly

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

\

\

\ [ \

\ H \

\ ] \

\ [ I
C TTTITITL]
303 310 315 3
C = cis-peptide
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Resid t -

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

o

% 80 -

g 60

8 401

< 20

6 T =7

403 410 415 420 425 430 5 10 15 20 25 30 35 40 45 50 55 60

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

£ 4

o 2

S

O 403 410 415 420 425 430 5 10 15 20 25 30 35 40 45 50 55 60
Residue number

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

g

g 4

N

403 410 415 420 425 430 5 10 15 20 25 30 35 40 45 50 55 60

Residue humber Highlighted residues are those that

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

DV ELV. oSN SEVVVIvEEvIEmS:

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

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

AAABABAAAA AAAAAAFAAATA BEEAAAABAAAIA  ABAAAAA
YFLVILPILGAI EKPVAPPAT | EEDFNA AGGGHVEDVPFSFEGPFGTFDQHQLQRGLQVYTEVCAACHGVMKFVP | RSL SEPGGPEL PEDQ
f. Max. deviation (see listing)
+ +
S AM S SE S I SR 5 20 . SUNE S S & S S A SO S G 0
g. G-factors
Phi-psi . EEE_SEN M o T T I::l,#
Chil-chi2
Chilonl
Chi3 & chi4 [T
Omega [T
Dihedrals  [TTTIT T T T T TT I IITTTTTT111] T T T A T T T T T T T T T T T T T T T T T T T T
MChbonds [T T T T T T T T T T T T T
MCangles [T T e e e e e T T T T T e T T T T A T T T T
Mainchain [T T T TTI I IITITTTT111] 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
Overall O T L T T I LT T LTI OO T T T T T T T T T T L I T LI T]
403 410 415 420 425 430 5 10 15 20 25 30 35 40 45 50 55 60
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=
o
o

80
60
40
20

Omega abs. mean dev. Chi-1 abs. mean dev.
N

Zeta abs. mean dev.
N A OO O

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Residue properties e
2QIK

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

63 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

63 70 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

63 70 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160

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

d. Secondary structure & estimated accessibility

78 A\ =

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

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

AAAABAAAAAAAATIA  AATIA AAAABAAATIA A
T T T T T T T T T T T T T T T T T T T T
VRAYATQFTVTDEETGEDREGK PTDHFPHSALENAPDL SLMAKARAGFHGRMGTG I SQLFNGI GGPEY | YSVLTGFPEEPPKCAEGHEPDGFYYNRAFQN

f. Max. deviation (see listing)

g. G-factors

L,,ﬂ I_H>,J H>,J : | H>,I::

H H EEERERE H

T T T T T T T T T T A T T T T R T T T T T T T T T T T T I T T T A T T I T T T R T T T T
T T T T T T T T T I T A
e e e e e e e e e e e e e e e e T T T T e T T P T T T T T T T A 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 T T I T T I T T T T
\‘\H\\H‘\HH‘H\H‘\H\\‘H\H‘HH\‘H\\\‘\\H\‘HH\‘\\\C\\‘\H\\‘\\\H‘\H\\‘\\\H\H\\‘H\H‘HHHHH‘HH\‘H\
63 70 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160

C = cis-peptide
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Residue properties e
20K

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

& 100
% 80 -
g 60
8 401
< 20+
o
163 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 8
E 6
£ 4
o 2
£
O 163 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
S
163 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255
Residue humber 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
GSVPDTCKDANGVKTTAGSWI AMPPPLMDDLVEYADGHDA SVHAMAEDYV SAFLMWAAEPKLMARKQAGFTAVMFLTVL SVLLYLTNKRLWAGVK
f. Max. deviation (see listing)
g. G-factors
Phi-psi . | NEEEE [EEE [T H Sl
e : ittt
Chi3 & chi4 [ I [ [
Omega [ [T [ [
Dihedrals [T T T TT T I T T T T T T IO T T T T T T T T T T T T T T T T T T T T T P T I T T LI T T T TTT]
MCbonds T T T T T P I I
MCangles [T T P P P P P T
Mainchain (T T T T T T I T T LTI T T T TP T T TP T T T TP T T TP T T T T T TTT]
overall [T LI I L I LT T LT T T T T T T T I L T L T T T T T L T I T I T T T]
163 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255
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Residue properties
2QJK

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

9 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

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

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

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

d. Secondary structure & estimated accessibility

C-RAARARAAR » O fm— NN

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

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

AN
GTRRDFLYYATAGAGAVATGAAVWPL | NOMNPSADVQALAS| FVDVSSVEPGVQLTVKFLGKPI FIRRRTEAD | ELGRSVQLGQLVDTNARNAN | DAGAE

f, Max. deviation (see listing)
5

. + + *
T+ 4+  + K4 Kppxk gk gk * + +* o+ o+ 4t * +4 Kk gk
FAK KKK KK KAk KKKKK AKKK KKE K KKK L e A T T * Kk ok kK Kk

.

g. G-factors

MC bonds
MC angles

Mainchain

Overall

2QJK_06.ps
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Resid tl -
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
g 80 -
g 60
8 401
< 201
o
109 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 10
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 @
E 6
£ 4
o 2
£
O 109 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 10
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
]
i .
£ 67
G 4 -
LY
S
109 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 10
Residue humber Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
S e e —may St R
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
: ‘ : ‘ AN BAAA WA Bl AAAAAN AAABINA AANE ‘ ‘ : ‘
ATDQNRTLDEAGEWLVMWGVCTHLGCSP | GGV SGDFGGNFCPCHGSHYDSAGR | RKGPAPENLPI PLAKFIDETTIQLG G| PHDHYEPRT
f. Max. deviation (see listing)
g. G-factors
i-psi T e | o M o HEEN
Aty . Gaadcd Extenn
Grhega " H H -
Dihedrals T TT T T T T T I T I T T T I T T O T T LT T T T T T T T T T LTI T T T T TR T T T T I T T [T T
AR ENEAEANEENEENENE HEENSNSERESNSNEANSENSSESNSENSENSRSENSESSSEANSEE EEEEEN FHHHHH
Mainchain [T T T T T T T T T T T LTI T O TP TP T TP T T TP T TP T T T TTTTTTT T [TITTTITITTTT]
overall [T T T T I T T I LI T L T T T T T T T T L L T T LI T T 1] (I
109 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 10

2QJK_06.ps
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Residue properties
2QJK

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

14 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N O ©

14 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

14 20 25 30 35 40 45 50 5 60 65 70 75 80 8 90 95 100 105 110

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

d. Secondary structure & estimated accessibility

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

AAAARAATEEAFFAAAAAAAAANTTER AAAAATAAAAAAA
T T T T T T T T T T T T T T T T T T T T
Gl EKWLHSRLPIVALAYDT IMI PTPRNLNWWWIWGVVLAFCLVLQIVTGIVLAMHYTPHVDLAFASVEH IMRNVNGGFMLRYLHANGASLFFIAVYLHIF

f. Max. deviation (seelisting) .
+4
O TN T SO L S T SOt s U SO S T SON Y T P PSP aE e Cab e JUF SUE TN 2P
g. G-factors
Phi T | Tl ]
Aty B Bz musEziEztey
Chi3 & chi4 ] [ [ [
Omega [ [ [ [
Dihedrals [T T T T T T T T T T I T T T I T T T T T T T T T T T T T T T s TR T T T T I T I T T T I T T T T T T T T
MCbonds [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
MCangles [T T T ]
Mainchain [T T T T T[T T I I I I I I T LT L L L LT L L L L T L L L LT T L L L L L I L LT L L L T L L L L T LT T L LT T I LT T T LTI T]
overall  [TTTTTTITTRL T LTI TGO T LT T LIRSS TR T LT I LI T LTI LI T TLIT I
14 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110

2QJK_06.ps
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Residue properties
2QJK

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N O ©

114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO O

114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

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

AAAFABAAAAAA  AAAAAAAAARIEIAA AAATE AAABAAAAAAAAAAAAAAAAAAAAAAAAAA
T T T T T T T T T T T T T T T T T T T
RGLYYGSYKAPREVTWIVGML | YLAMMATAFMGYVL PWNGOQVMSFWGATV | TGLFGA | PGI GHS | QTWL LGGPAVDNATLNRFFSLHYLLPFVIAALVAIHI

f. Max. deviation (see listing)

5+ ¢ 44+ 4+*4 4 Fopk pxk g +  * * 4 * + * * 4+ + +H+F R4 *p o444 +* 4+
g. G-factors
Phi-psi . [l
it AR ms S5 e g
Chi3 & chi4 [] H HEEE [
Omega [ [T [T
Dihedrals  [CTTTTTTT T T T T T T I TP I T T T T LT T T T T P LT T e T TP T LT T T T P T TP I T T T T
MChbonds [T T T T T T T e T P P P P T P T P T P P P P P T P P T T T T P P T
MCangles [T T T T T T P T T T e T T T T P P T T P T T P PP T T T T
Mainchain [T T T T T T LI TP PP TP TP T LT PP LT P T TP TP T LT TP T T L LTI T T T
Overall \‘\H\H‘HHC\JHH‘HH\‘\HH‘HHHHH‘H\H‘\HH‘HHHHH‘HH\‘HH\‘HHHHH‘\HHH\H‘HHHHH‘HH
114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

C = cis-peptide

2QJK_06.ps
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Residue properties
2QJK

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

214 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N O ©

214 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO O

214 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310

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

d. Secondary structure & estimated accessibility

A e et AN S — A

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

WAFHSTGNNNPTGVEVRRTSKAEAQKDTVPFWPYF | | KDVFALAVVLLVFFA|VGFMPNYLGHPDNY | EANPLRTPAHIVPEWY FLPFYA | LRAFTADVW

f. Max. deviation (see listing)
4

Jeto, - S LT " 1 S
g. G-factors
Phi-psi . I . ﬁ H M
bz T ks m a R
Chi3 & chi4 [ [ [ 117 [ [ |
Omega [ [T [T [ [ [T
Dihedrals [T T T T I T T T T T T T T T T T T T T T T T I T T TP T T T T L T T T T T T T T T LTI T T
MCbonds T T T T T I
MCangles [T e P e P e e P T P P
Mainchain [T T T T T T T T T T T T T O T T TP T T T T TP T T PP T T TP T T T T T T
Overall M\\\\\M\\\\M\\\\M\\\\M\\\\M\\\Hjﬂ\\\\\\\\J\\\\J\\\\J\\\\\\\\M\\\\\\\\\\\\\\M\\\\\\\\\M\H\\J\\\\J\\\
214 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310

C = cis-peptide

2QJK_06.ps



PROCHECK

Omega abs. mean dev. Chi-1 abs. mean dev.
N O ©

Zeta abs. mean dev.
N

Chi3 & chi4

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

=
o
o

80
60
40
20

Page 13

Residue properties
2QJK

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

314 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410
Residue number

b. Absolute deviation from mean of omegatorsion

314 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

314 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410

Residue humber 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

AFHARAA AAAAAAAAAAAAAAAATIA. ABRAAAIAAAAAAAAAAAAANAADN AAAAAAAANAAAAAAAAAAAAAAANTIAAAAA
T T T T T T T T T T T T T T T T T T T T
VVQIANF I SFGI | DAKFFGVLAMFGA | LVMALVPWLDTSPVRSGRYRPMFKIYFWLLAADFV | LTWWGAQQTTFPYDWI SL | ASAYWFAYFLVILPILGA

f. Max. deviation (see listing)

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

I I [ [ \

I I H B I

\ \ ] ] \

I I [ [ I
[ : [TTTT T : [TITTT
314 320 325 330 335 340 345 350 3
C = cis-peptide

2QJK_06.ps
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R ] d t Page 14

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

o

% 80

£ 60

g w0

< 20

o

414 420 425 430 5 10 15 20 25 30 35 40 45 50 55 60 65 70

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

£ 4

o 2

S

O 414 420 425 430 5 10 15 20 25 30 35 40 45 50 5 60 65 70
Residue number

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

g

E o

g 4

N

414 420 425 430 5 10 15 20 25 30 35 40 45 50 55 60 65 70

Residue humber Highlighted residues are those that

Chi3 & chi4

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

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

B N

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

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

AAABABIAAAA AAMAAABAAATA BEAAAABAAATIA — ABAAAAAAAAATIAAATIAA
T T T T T T T T T T T T T T
| EKPVAPPAT | EEDFNA AGGGHVEDVPFSFEGPFGTFDQHQLQRGLQVYTEVCAACHGMKFVP | RSL SEPGGPEL PEDQVRAYATQFTVT

f. Max. deviation (see listing)

+ o+ + o+ +++ + ko + o+ T T T
* * Kk Kk kkkkk KKK AK KKK Kk Kk KAKKAK AKKK KKkKA* Kk Kk kKK

+
+
L sy
* 4
+

2QJK_06.ps
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Residue properties
2QJK

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

74 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N O ©

74 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

74 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170

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

d. Secondary structure & estimated accessibility

B RN =

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
ANTLTTTA A ‘ : ‘ ; ‘ ; ‘ ‘ ; M ANNENATA TTIAAMNTNA AMANTITAN
DEETGEDREGKPTDHFPHSAL ENAPDL SLMAKARAGFHGPMGTG I SQL FNGI GGPEY 1 Y SVLTGFPEEPPKCAEGHEPDGFYYNRAFQNGSVPDTCKDAN

f. Max. deviation (see listing)

*
+ *
*
*

g. G-factors
Phi-psi . (o [T N < o T [T
e Slsiissitls ud
Chi3 & chi4 ] [ [
Omega [T [T I [T
Dihedrals [T T T T T I I T T T T L T T T e T T T I T
o A
MC angles [T O
Mainchain [T T T O T T T T T
Overall \‘\HH\‘HH\‘\HHJ\H\‘\H\\‘\\\H‘\HH‘H\CH‘\H\\‘H\HJ\H\‘H\\H\HH\HM\H\‘\HH‘HHHHH‘\HH‘HH
74 8 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170
C = cis-peptide

2QJK_06.ps



PROCHECK

Resid t .

100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 20
o

174 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 15

Residue number
5 10 b. Absolute deviation from mean of omegatorsion
g 8
E 6
£ 4
o 2
S
O 174 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 15
Residue number

10 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4
N

174 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 15

Residue humber Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

e & AAAANI N\ ANANAANAN—

Key:- <™ Helix

F = N\¢

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

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

GVKTTAGSWI AMPPPLMDDLVEYADGHDA SVHAMAEDV SAFLMWAAEPKLMARKQAGFTAVMFLTVL SVLLYL TNKRLWAGVK

f. Max. deviation (see listing)

GTRRDFL

+ *k K kg F—
* *kk ok

* * koK ok Kk

* 4 *
Fokkpo pk o kkk g 4 ++++ +
I I T

- 01
*+
+
*4
*+

+
* ok ok 4 * ok x
kk Kkk Kk Kk KKk Kk Kk kKK Kk Kk Kk Kk *k

Chi3 & chi4

Omega

Dihedrals

MC bonds

MC angles

Mainchain

Overall

JEE

2QJK_06.ps




PROCHECK
Page 17

Residue properties
2QJK

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

16 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

16 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

16 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115

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

d. Secondary structure & estimated accessibility

e AV e\

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

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

: ‘ : ‘ ‘ ‘ : ‘ AAAAAATE AAAABAAAAAAAAIA ABAAA AAAAAAAAAANTIA ‘ :
YYATAGAGAVATGAAVWPL | NOUNPSADVQALAS| FVDVSSVEPGVQLTVKFLGKPI FI RRRTEAD | ELGRSVQLGQLVDTNARNAN I DAGAEATDQNRT

f. Max. deviation (see listing)

+ + + * + +
* * * * * kg ok xR * %

g. G-factors
Phi-psi . M [T T [NEN rm
A W il o Eriediecit
Chi3& chi4 [] [ [ [ ]
Omega [T [ [T [T
Dihedrals  [TT T T T T I T I T T T T IO T T LT T T T T T I T T T T T T T T T T T T T T T T T T I LTI I I I
MCbonds T T T T 1
MCangles [T e e e P P T P
Mainchain (T T T T I T T T T T T TP T T T TP T T TP T T T LT TP T T T T T I I T
Overall G L T T T T L T I T T T L T T T T T T T LT T LT I LT LI 1T

16 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115

2QJK_06.ps
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Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.
N A OO O

Resid t -
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
80
60
40
20
116 125 130 135 140 145 150 155 160 165 170 175 180 185 10 15 20
Residue number
0 b. Absolute deviation from mean of omegatorsion
8 -
6 -
4 -
2 -
116 125 130 135 140 145 150 155 160 165 170 175 180 185 10 15 20
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
116 125 130 135 140 145 150 155 160 165 170 175 180 185 10 15 20

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Residue humber Highlighted residues are those that

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

= == - . R

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
: ANAAAA BRANNE BAAA WA AR AAAAAN AAABIA AABIA ‘ ‘ : ‘ AAAAAAAAIA 4 :
LDEAGEWLVMWGVCTHLGCSP | GGV SGDFGGWFCPCHGSHYDSAGR | RKGPAPENLP I PLAKFIDETTIQLG G| PHDHYEPRTGI EKWLH

f. Max. deviation (see listing)

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

:u:

2QJK_06.ps
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Residue properties
2QJK

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

21 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N O ©

21 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

21 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120

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

d. Secondary structure & estimated accessibility

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

AAAARAATEEAFFAAAAAAAAARIAR
T T T T T T T T T T T T T T T T T T T T
SRLPIVALAYDT IMI PTPRNLNWMWIWGVVLAFCLVLQIVTGIVLAMHYTPHVDLAFASVEHIMRNVNGGFMLRYLHANGASLFFIAVYLHI FRGLYYGS

f. Max. deviation (seelisting) .
+ +4

R S T L ST T T Lo LT B R R T L R N St I st AT EE S I

g. G-factors
Phi (T | ] T
Chlen . 3 oEa o n o
Chi3 & chi4 ] ] [ [ [
Omega [ [ [ [ [
Dihedrals (T T T T T T I I T T T LT T T T T T T T T T T T e T T T T T T T T T T T T I T T T T T BT T T I
MCbonds [T 1T T T T T T T T T T T T T T T T T T T T T T T
MCangles [T T T e e e e
Mainchain [T T T T T[T T I T I I T T T T LT T L LT T L L L LT L L T LT L L L T L L L L L I T L L T L T L L L T T LT LT L LT LI T LTI
Overall (TR ET T T T LTI L L T LT LTI I T LRI T TLITTTTTIITT]

21 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120

2QJK_06.ps
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Residue properties
2QJK

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

121 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

121 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO O

121 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220

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

d. Secondary structure & estimated accessibility

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

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

AABABAAAAAA AAAAAAAAATIEAA AAARTE AAARIA AMABAAAAAAAAAAAAAAAAANAAAAAAANANAAAA
T T T T T T T T T T T T T T T T T T T T
YKAPREVTWIVGML | YLAMMATAFMGYVL PWNGOMSFWGATV | TGLFGA | PGI GHS I QTWLLGGPAVDNATLNRFFSLHYLLPFVIAALVAIHIWAFHSTG

f. Max. deviation (see listing)

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

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

Overall {1

C = cis-peptide

2QJK_06.ps
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=
o
o

80
60
40
20

Chi-1 abs. mean dev.

Page 21

Residue properties
2QJK

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

221 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320

Omega abs. mean dev.
N O ©

Zeta abs. mean dev.
N A OO O

Residue number
b. Absolute deviation from mean of omegatorsion

221 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

221 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

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

d. Secondary structure & estimated accessibility

——— N\ = NN N NN\ S

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

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

AAAAA ABAAAAAAAAAAAABIAAAAAAABAAAAAABINAAAAAAAAAA  ABIAAAR AAAAAAAAANTIIAAAIAAAAABIAAAAAAAAAABAAAAAAAAAAAA
NNNPTGVEVRRTSKAEAQKDTVPFWPYF I | KDVFALAVVLLVFFA I VGFMPNYLGHPDNY | EANPLRTPAH | VPEWYFLPFYA | LRAFTADWWVQIANF

f. Max. deviation (seelisting)

. + +
P— R Lk I S T T SR Lx + o4+ + * k4 ok pEx S KKk pkxk
* KRR KKK KKK KAKEKKKKE K KKKk KKK * * * * kKK kKK
.

C = cis-peptide

2QJK_06.ps
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Residue properties
2QJK

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

321 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N O ©

321 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO O

321 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420

Residue humber 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

| SFGI I DAKFFGVLAMFGA | LVMALVPWLDTSPVRSGRYRPMFK | YFWLLAADFV | LTWWGAQQTTFPYDWI SL | ASAYWFAYFLVILPILGAIEKPVAP

f. Max. deviation (see listing)

++ + + * * +
+ x4k + o+ KRk * % +*+ o+ +4* Fad o4+ K pptd 4* 4 kg + +
* kkx ok Kk Kk KKK KKK KK K K kk Kk Kk K KKK KKK Kkk K KKK KKKKKRKAKRKA Kk Kk Kk kkkkk Kk * *

g. G-factors

Chi3 & chi4
Omega
Dihedrals [

T T T T T T T T T I T I
MC bonds [T T T T T T T T T T
MCangles [T T T
HEEEEEEEEEEE NN R R RN
[T I T T I T LT T T T I T T T TITITTT

Mainchain  []

Overall {1

C = cis-peptide

2QJK_06.ps
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R . d t Page 23
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 20
o
421 430 5 10 15 20 25 30 35 40 45 50 5 60 65 70 75 80
Residue number
5 10 b. Absolute deviation from mean of omegatorsion
g 8
E 6
£ 4
o 2
S
O 421 430 5 10 15 20 25 30 35 40 45 50 5 60 65 70 75 80
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N
421 430 5 10 15 20 25 30 35 40 45 50 5 60 65 70 75 80
Residue humber Highlighted residues are those that

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

LV - VvV g

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

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

AAATABIAAAA ABAAAAAAA AAAAAARIAAATA BAAAAABAAATIA — ABIAABAAAAAAAABAAAAAARIE
T T T T T T T T T T T T T T T T
PAT | EEDFNA AGGGHVEDVPFSFEGPFGTFDQHQLQRGLQVYTEVCAACHGMKFVP | RSL SEPGGPEL PEDQVRAYATQFTVTDEETGED

f. Max. deviation (see listing)

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

g. G-factors
S Loz H:” u nmEaE ! u anm

Chi3 & chi4 I
Omega [T
Dihedrls [T TTTTITTT]

LTI T T T T T T T T T T T A T I T T T T T T T T T T I T
MC bonds T e e P e P T P P e T PP P TP Tl
MCang"Sm T T T e P P T T T T T P T A T T T T T T P P P T T T T T P P P T
[EEEEEEEEEEEEEEEEEE NN NN E RN
LTI TP T T T I T T AT T T T I T T T T T T T T T T LTI T T T T I T T

Mainchain  [TTTTTTTTT]

KH HH 5=

I

I

|
Overdl  [ITTIIIILL) L
421 430 5

2QJK_06.ps
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Residue properties
2QJK

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

81 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

10

©

3 8

E 6

g 4

2 2

=

S 81 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

Zeta abs. mean dev.
N A OO O

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

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

d. Secondary structure & estimated accessibility

- -~ b CEEe 1

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

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

BA A
T T T T T T T T T T T T T T T T T T T T
REGKPTDHFPHSALENAPDL SLMAKARAGFHGPMGTGI SQL FNGI GGPEY 1Y SVL TGFPEEPPKCAEGHEPDGFYYNRAFQNGSV PDTCKDANGVKTTAG

f. Max. deviation (see listing)

g. G-factors
Ph [] I . W] 1] [
Sl gE R iR nt i m
Chi3 & chi4 I I I [ 1] I
Omega [ [ [T I [ [T [
Dihedrals [T T T T T IO [T T T T T T TP T T T T LT LT T T T T P T T T T T T T P T P TP I T TP L T LT T T I T T T
MCbonds T T P P T P T ] T A T
MCangles T T T T P T T P T T Y T T T A T T T T T T T T T T
Mainchain [T T T T T T LTI T TP PP TP TP L LT TP T P PP T T T TP TP T LT T T T T TP L LTI T T T
Overall \‘\HHH\HHH‘\H\\‘\\\HJH\\‘H\CH‘\\H\H\H‘\\H\‘H\\HHH‘HHH\HHHH‘\HH‘\HHH\H‘\HH‘HHH
81 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180
C = cis-peptide

2QJK_06.ps
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 80
£ 60
g w0
< 20
o
181 190 195 200 205 210 215 220 225 230 235 240 245 250 255 15 20
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 8
E 6
8 4
o 2
£
O 181 190 195 200 205 210 215 220 225 230 235 240 245 250 255 15 20
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o)
§ o]
£ 67
b4 4 -
22
S
181 190 195 200 205 210 215 220 225 230 235 240 245 250 255 15 20
Residue humber Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
e LPWAVAVAVARNANAARNARNARAARNARS— | AARAS
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
|
éNIAMPPPLMDDLVI‘EYADGI‘-iDASV}‘-iAMAEE‘)VSAFI‘_I\/WAAI‘EPKLM‘ARKQA(‘SI——I'AVI\‘/IFLTVI‘_SVLL\‘(LTNKIL'QLWAG\‘/K GTRRDFLYYATAGA
f. Max. deviation (seelisting) .
5
LRI e W hOLLINTL WL h it on P
g. G-factors
i [ [ [T T Tl [N T T T Il
e Y i -
Chi3 & chi4 I [ [ 117
Omega [ [ [ [T
Dihedrals [T T T TR T TT T T T T IO T T LT T T T T T T T I T T T T T T I T T T T T T0T]
ek R AMARENSEMENSNSEMERBESENERSSSENENSNSENSNSNSENSNSESSSSESESESSESESEESREEE EEEHHHHHH
Mainchain [T T T T T T T T T T T I T T T LT TP T T T TP T TP T T T]
overall [T I T L T I T L I L L L LTI T T T LI T ]
181 190 195 200 205 210 215 220 225 230 235 240 245 250 255 15 20

2QJK_06.ps
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Residue properties
2QJK

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

23 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N O ©

23 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

23 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120

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

d. Secondary structure & estimated accessibility

e S g

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

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

AA
GAVATGAAVWPL | NOMNPSADVQALAS| FVDVSSVEPGVQLTVKFLGKPI| FI RRRTEAD | ELGRSVQLGQLVDTNARNAN | DAGAEATDONRTLDEAGEW

f. Max. deviation (see listing)

g. G-factors
Phi EEEEC [T H BT A
Siier: aRalti nsl i e
Chi3 & chi4 I [ [T [
Omega [ [ [T []
Dihedrals [T T T T T T T T I T T T T O T I T O T LT T T T TP T T T T TP T T T T T T T T T T T I T I T T T
ek RAMEREEEEMERSES" . EBEEESERSNSESERSESESSNSRSESSNS-RSENSRSESSNSRNENSNERSESENERSRSESERSESEREREEEN
Mainchain (T T T T T T I T T T LTI T LT T LT T T T T TP T TP T TP T T T T T T T IT T IITITT
Overall GO T T T T T T T T T T T T I L T T I T L I L T T I T LTI T 1]

23 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120

2QJK_06.ps
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Residue properties
2QJK

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

& 100
g 80
£ 60
g w0
< 20
o
123 130 135 140 145 150 155 160 165 170 175 180 185 10 15 20 25
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 @
E 6
£ 4
o 2
£
O 123 130 135 140 145 150 155 160 165 170 175 180 185 10 15 20 25
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
% 8
e 6
g 4
R
S
123 130 135 140 145 150 155 160 165 170 175 180 185 10 15 20 25
Residue humber Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
T e —— N
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
: ANANN WAAA WA B AAAAANL AAARINIA AABA ‘ ‘ : ‘
LVMWGVCTHLGCSP | GGV SGDFGGWFCPCHGSHYDSAGR | RKGPAPENLPIPLAKFIDETTIQLG G| PHDHYEPRTGI EKWLHSRLP I VA
f. Max. deviation (see listing)
g. G-factors
Phi-psi . [T T ey | EEEEES M o [T [T T
St : it Balaeat
Chi3 & chi4 [ [N [T
Omega [ [T [T
Dihedrals [T T T TT T T TI T T T I T T T T T LTI T T T T I T T T I T I T I I [EEEEENEEENEEEEEEEREEE NN
A REEMARCEEEMENSNSENERSNSESERSNSESEASNSESERSNSRSENEREEES EEEEER EHHHHH A
Mainchain (T T T T T T T T T T T T TP TIT T TTTTTT I T TTTTTTIT I T I TT T I T T I T T TTTT
overdll [T LI I T LTI T T LI LT T LI T LI T T LT T T T T] OO T T LI LT T ]
123 130 135 140 145 150 155 160 165 170 175 180 185 10 15 20 25

2QJK_06.ps
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Residue properties
2QJK

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

28 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

28 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO O

28 35 40 45 50 55 60 65 70 75 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

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

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

AAMAAFRAATEEAFFAAAAAAAAARIAR AAATARIAA
T T T T T T T T T T T T T T T T T T T T
LAYDT IMI PTPRNLNWMWIWGVVLAFCLVLQIVTGIVLAMHYTPHVDLAFASVEH IMRNVNGGFMLRYLHANGASLFFIAVYLHI FRGLYYGSYKAPREV

f. Max. deviation (see listing) .
+4

IO L IO S I I T st R R S R s R T e R T e VU TN s TN SO

g. G-factors
Phi I T . ]
W 5 .
Gnega ™ H H H H H W
Dihedrals [T T T I T I I T T T I T T T T T T T PR TR 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
MCbonds [T 1T T T T T T T T T T T T T T T T T T T T T T T T T
MCangles [T T e e e e T T
Mainchain [T T T T T[T T T I I I LI T T T T LT T L LT T L L L L L L T L T L LT T L L L L L LI T L T T L T L T L L LT T I LT LI L LT LTI LTI
N o i 5 W B W W S 0 X MR NN AN AN NN NN AN AN RNN AN NS NN NN N AN NN A NN NN RN N AN N NN AN NN N RN ENR RN RNRNSRNE

28 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125

C = cis-peptide

2QJK_06.ps
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Residue properties
2QJK

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

128 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

128 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO O

128 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225

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

d. Secondary structure & estimated accessibility

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

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

AAAAAAAATIEAA AAATIR AAABAAAAAAAAAAAAAAANAANAAAAAAANANAAAA
T T T T T T T T T T T T T T T T T T T T
TWIVGML | YLAMMATAFMGYVL PWGOMSFWGATV | TGLFGA | PGI GHS | QTWL LGGPAVDNATLNRFFSLHYLLPFVIAALVAIHIWAFHSTGNNNPTGV

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals [

[TTTTTTTTTTTITTTTT
MC bonds [T T[T T T T T TTT]
MCangles [T
[TTTTTTTTITTITTITT
[TTTTITTTITITTIITT

Mainchain  []

Overall {1

2QJK_06.ps
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Residue properties
2QJK

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

228 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N O ©

228 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

228 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325

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

d. Secondary structure & estimated accessibility

A= AN — e\

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

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

EVRRT SKAEAQKDTVPFWPYF | | KDVFALAVVLLVFFAIVGFMPNYLGHPDNY | EANPLRTPAHIVPEWYFLPFYAILRAFTADWWVQIANFI SFGI ID

f. Max. deviatign (seelisting)

S U U R . et e e 4
g. G-factors
i CIl,, NEN | [NEREE
Aty - ik aiiiiies
Chi3 & chi4 [l [ [ [
Omega [T [ [ [
Dihedrals [T T T I I T T T I T T T T OO T T T TP T T TP O T T T T T TP T T TP P T T T T T T T T
MCbonds T T T T T T 1
MCangles [T T e e e e P P T
Mainchain (T T T T T T T T T T T T O T TP T T TP T T T TP TP T T T T T T
Overall \‘\HHH‘\H\\‘H\H‘\CHHH\H‘\\H\‘HHH\H\H\\HHH‘\H\\‘\HH‘\H\HHH‘\HH‘H\HHH\‘HHHHH‘H\
228 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325

C = cis-peptide

2QJK_06.ps
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Residue properties
2QJK

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

328 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

328 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO O

328 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425

Residue humber 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

AKFFGVLAMFGA | LVWMALVPWLDTSPVRSGRYRPMFK | YFWLLAADFV I LTWWGAQQTTFPYDWI SL | ASAYWFAYFLVILPILGA | EKPVAPPAT | EED

f. Max. deviation (see listing)

+ ++ oo + *
+X 4wk + 4 Fpark *ox +X 4 + + *
Kk KEAXKKKAKKKAKK KKKKK K K K Kk K KKK Kk KKKRKKKKAKKRAK FRAKERAKKK KKKA K KKKKK KKK KX KA

g. G-factors

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

C = cis-peptide

2QJK_06.ps
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)

o

% 80 -

g 60

8 401

< 20

o

428 5 10 15 20 25 30 35 40 45 50 5 60 65 70 75 80 85

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

8 4

® 21

S

O 428 5 10 15 20 25 30 35 40 45 50 5 60 65 70 75 80 85
Residue number

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

g

E o

g 4

N

428 5 10 15 20 25 30 35 40 45 50 5 60 65 70 75 80 85

Residue humber Highlighted residues are those that

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

o= K :::HIFWM—%& )

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

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

AAATABIAAAA AMAAARIAAATIA BAAAAABIAAATIA — ABIAAAAAAAAAAAAAAAAAATIR /\J_H/\
T T T T T T T T T T T T T T T T T
FNA AGGGHVEDVPFSFEGPFGTFDQHQLQRGLQVYTEVCAACHGMKFVP | RSL SEPGGPEL PEDQVRAYATQFTVTDEETGEDREGKPTD

f. Max. deviation (see listing)

+ + + + o+ +++ + ko + o+ Fpk o4 o4+ 4+t 4+ Y 4 * o4
* % * % * Kk kKKK KEKK KAKAXKKEK K Kk Kk kkAk KAk KKKK KKk KAK K KX Kk Kk K %
a4

g. G-factors
il % o W M TH TN I:r
Chilonly

Dihedrals  [1T1]

T T T T T T T T T T I T A T T T A LTI T T T T I T I T T I I T T

MC bonds T e e e e e PP P P e e PP T T PP P P P TP T
MC angles O e A T e e P T T T T T T P T T T T T T T T P T P P T T T T T T T P P T T T
EEEEEEEEEEEEEE NN NN NN

T T I T I T T T T TT T T L L T T T T LTI T T T T TP LTI T I T I T T LTI TTITTIT]

Mainchain  [TT]

I

|

g
Overall [ [
428 5

2QJK_06.ps
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Residue properties
2QJK

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

83 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N O ©

83 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO O

88 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185

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

d. Secondary structure & estimated accessibility

)\ A i i

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

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

AAAABAAREA A
T T T T T T T T T T T T T T T T T T T T
HFPHSALENAPDL SLMAKARAGFHGPMGTGI SQL FNGI GGPEY | Y SVL TGFPEEPPKCAEGHEPDGFYYNRAFQNGSVPDTCKDANGVKTTAGSWI AMPP

f. Max. deviation (see listing)

g. G-factors
Phi [T SRR < o T [T
G R e . .
Chi3 & chi4 I [ 11 [ [
Omega B u [l B B
Dihedrals [ T T T T T e T T T T T T T e T T T T T L T T T T T
o |
MC angles [T O
Mainchain [T T T T T e T T T T
Overall HHHH‘\HH‘HHMH\\‘H\CH‘\\H\‘HH\‘HH\‘H\\H\H\‘\H\\‘\\\H\HH‘\HH‘\H\\H\H‘HHHHHHHHH
88 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185
C = cis-peptide

2QJK_06.ps
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Resid t .

100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 20
o

188 195 200 205 210 215 220 225 230 235 240 245 250 255 15 20 25

Residue number
5 10 b. Absolute deviation from mean of omegatorsion
g 8
E 6
£ 4
o 2
S
O 188 195 200 205 210 215 220 225 230 235 240 245 250 255 15 20 25
Residue number

10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N

188 195 200 205 210 215 220 225 230 235 240 245 250 255 15 20 25

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

= R NANANN.— NN VA

Key:- <™ Helix

L == ANANANANN

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

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

|
T T T T T T T T T T T T T
PLMDDLVEYADGHDA SVHAMAEDV SAFLMWAAEPKLMARKQAGFTAVMFLTVL SVLLYLTNKRLWAGVK

f. Max. deviation (see listing)

+ * 4 *
+ ok x4 s X4k b4 P Kk ok o4k KKKy o4 P +
* ok kkk  * Kk Kkk Kk KKk Kk khkk kKK KKk K Kk Kk khkkhkx Kk ARk Ak Kk kA kK hkkk KKk KK

g. G-factors

[EREA ﬂ:ﬁ,,J [N

BEAAAAAAAAAA
T T
GTRRDFLYYATAGAGAVATGA

*
5

. +
T+ ++ o+ Kt K
Kk Kk kkk kkk Kk Kk K

2QJK_06.ps
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Residue properties
2QJK

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N O ©

30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO O

30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125

Residue humber 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

AA
AVWPL | NOUNPSADVQALAS| FVDVSSVEPGVQLTVKFLGKPI FI RRRTEAD | ELGRSVQLGQLVDTNARNAN | DAGAEATDQNRTLDEAGEWVLVMWGYC

f. Max. deviation (see listing)

+ * ++ +
K kk Kk K KKK K KAk * %%

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

2QJK_06.ps
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Residue properties
2QJK

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

Page 36

& 100
% 80
£ 60
g w0
< 20
o
130 135 140 145 150 155 160 165 170 175 180 185 10 15 20 25 30
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g °
€ 6
g 4
® 21
£
O 130 135 140 145 150 155 160 165 170 175 180 185 10 15 20 25 30
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
S
130 135 140 145 150 155 160 165 170 175 180 185 10 15 20 25 30
Residue humber Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
i s e VNG
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AN EAAA WA BEAAAAANL AAABIA AANE ‘ ‘ : ‘
THLGCSP 1 GGV SGDFGGWFCPCHGSHYDSAGR | RKGPAPENLPI PLAKFIDETTIQLG G| PHDHYEPRTGI EKWLHSRLPIVALAYDTIM
f. Max. deviation (see listing)
g. G-factors
Phi-psi . EEENS RN WS M o [T [T T N
Aty ; aduslzt Exiuua
Chi3 & chi4 [ [N INEEEN
Omega [ [T [T
Dihedrals  [(TT T T T T I IT T I T T T T OO T T T TP IT IOT T T T I I T T T I 1T TR T T I T T T I T T T
R EMARBNBREENSNSESEESNSESEASNSESSSBNSESSEEESEER" EEEEEN RN RARARANENENENANNENSNRARARERERE
Mainchain [T TT T T T T T T T T T T T T TP T I T I ITTTTTT I TT I TTTTTTT I TIT T 1] T T I T I T T T T
overdll [T I IO LI LTI LTI T L T LI T T I I T T T OO T T LTI T I T]
130 135 140 145 150 155 160 165 170 175 180 185 10 15 20 25 30

2QJK_06.ps
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=
o
o

80
60
40
20

Omega abs. mean dev. Chi-1 abs. mean dev.
N

Zeta abs. mean dev.
N

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Page 37

Residue properties
2QJK

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

35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130
Residue number

b. Absolute deviation from mean of omegatorsion

35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130

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

d. Secondary structure & estimated accessibility

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

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

FAARAAREAAAAA AAAAAFRAATEEAFFAAAAAAAAATIER AAAAATAAAAAAAA AAAFABAAAAAA
T T T T T T T T T T T T T T T T T T T T
| PTPRNLNWMWIWGVVLAFCLVLQIVTGIVLAMHYTPHVDLAFASVEH IMRNVNGGFMLRY LHANGASL FFIAVYLHI FRGLYYGSYKAPREVTWI VGML

f. Max. deviation (see listing)

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

g. G-factors
. C

i Bt ettt LB

[T [T [ [ [ H
T T T A T T e 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 T T A T T T T T T T T A
O e e e e e e e e e e e e e e T e T e T e e e e P T T T T P 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 T T T T T T T T T T T T T
\‘\H\\‘H\H‘HH\‘H\H‘\\H\‘HH\‘\\H\‘\H\\‘\\H\‘\H\\‘\\\HJH\\‘H\H‘\H\\‘H\H‘\HH‘HH\‘HHC\‘HH\‘HH\
35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130

C = cis-peptide

2QJK_06.ps
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Residue properties
2QJK

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N O ©

135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO O

135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230

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

d. Secondary structure & estimated accessibility

A VA VA Ve VA NVA VAN
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

AAAAAAABIEAA AAARIE : ‘ ‘ ‘ ‘ ‘ AAABABAAAAAAAAAAAAAAAAAAAAAAAAAAAAAA A ABAAAAAA
I'YLAMMATAFMGY VL PWNGOMSFWGATV | TGLFGA | PGI GHS | QTWL LGGPAVDNATLNRFFSLHYLLPFVIAALVAIHIWAFHSTGNNNPTGVEVRRTSK

f. Max. deviation (see listing)

g. G-factors

Phi-psi . I .
S uh £ E I : afREIE.
Chi3 & chi4 NN [ [ [ [
Omega [T [ [T [ [
Dihedrals  [(TT T T T T IT I T I T T T T T T T T L T T T T T T T TP T T T T T TP T T TP T T I
MCbonds T T T T T T
MCangles [T P P e P T P T
Mainchain [T T T T T T T T T T TCTTTTTP TCTTP TT T TP C TTTTTT  TTTTTP TTTTTT TTTTTTITTTITT T
Overall T T T T T T T T T T T T T T T T T T T T T T T T T I T T T T T T T I T I T T T T T I T I I ITTIITITTT]

135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230

2QJK_06.ps



PROCH

Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

Chi3 &
Omega

Dihedrals

MC bonds
MC angles

Mainch

Overall

=
o
o

ECK
Page 39

Residue properties
2QJK

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

80
60
40 -
20

235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330
Residue number

b. Absolute deviation from mean of omegatorsion

N B OO

235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330

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

d. Secondary structure & estimated accessibility

I = NANANNA A= S —— NN\ SR AR AN

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

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

AAA
AEAQKDTVPFWPYF I | KDVFALAVVLLVFFAIVGFMPNYLGHPDNY | EANPLRTPAHIVPEWYFLPFYA| LRAFTADVWWVQIANF I SFGI | DAKFFGVL

f. Max. deviation (seelisting)

4% + * *
* + Sk ok * kK k o4+ 4 +* + o+ * + *
Kk KkkkkkkKhkkKkkhkk kkkkkk Kk Kk kk kk Kk kK k ok ok ok * * % * x * Khkkkkk Kk Kk Khkk kK kk*k * *k Kk Kk

g. G-factors

chi4

ain

2QJK_06.ps
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Residue properties
2QJK

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N O ©

335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO O

335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430

Residue humber 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

AMFGA | LVMALVPWLDTSPVRSGRYRPMFK | YFWLLAADFV I LTWGAQQTTFPYDWI SL | ASAYWFAYFLVILPILGA | EKPVAPPAT | EEDFNA

f. Max. deviation (see listing)

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

g. G-factors

Chi3 & chi4
Omega
Dihedrals ]

[TTTTTTTTTITTITTITT
MC bonds [T T[T T T T TTT]
MCangles [T
[TTTTTTTTITTITTITT
[TTTTTTITTITTITTITT

Mainchain  []

Overall {1

C = cis-peptide

2QJK_06.ps
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R . d t Page 41
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 20
o
1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Residue number
5 10 b. Absolute deviation from mean of omegatorsion
E 61
8 4
® 21
S
o 1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4
N
1 10 15 20 25 30 35 40 45 50 5 60 65 70 75 80 8 90 95 100
Residue humber Highlighted residues are those that

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

R T O

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

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

AGGGHVEDVPFSFEGPFGTFDQHQLQRGLQVYTEVCAACHGMKFVPI RSL SEPGGPEL PEDQVRAYATQFTVTDEETGEDREGK PTDHFPHSAL ENAPDL

f. Max. deviation (see listing)

*4
+
+
+
+

*
+
T
+

*

*+

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

2QJK_06.ps
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Residue properties
2QJK

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

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

Omega abs. mean dev.
N O ©

101 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO O

101 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200

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

d. Secondary structure & estimated accessibility

o\ e = e

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAATNIAAA Al AAAARAAATIA EREA AMARNATAA HAAAAARAARIAAAAARTL

T T T T T T T T T T T T T T T T T T
SLMAKARAGFHGPMGTGI SQL FNGI GGPEY | YSVLTGFPEEPPKCAEGHEPDGFYYNRAFQNGSVPDTCKDANGVKTTAGSWI AMPPPLMDDLVEYADGH

f. Max. deviation (see listing)
+5 + +
* + +* * 44 ++ * ++ *

*
*
P

* kK K

Phi-psi _ A T o A H H 1 A RN

Chi3 & chi4
Omega H
Dihedrals

MC bonds
MC angles
Mainchain

Overall

\

\

\

\

C T
101 110 1

C = cis-peptide

2QJK_06.ps
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R . d t Page 43

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

o

% 80

£ 60

g w0

< 20

o

201 210 215 220 225 230 235 240 245 250 255 15 20 25 30 35 40

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

8 4

® 21

S

O 201 210 215 220 225 230 235 240 245 250 255 15 20 25 30 35 40
Residue number

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

g

g 4

N

201 210 215 220 225 230 235 240 245 250 255 15 20 25 30 35 40

Residue humber Highlighted residues are those that

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

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

A A N ANRNANRNARNARAR— ORARANRNARANARRRS——

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

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

| BAAAAAAAAAA

DASVHAMAEDV SAFLMWAAEPKLMARKQAGFTAVMFLTVL SVLLYLTNKRLWAGVK GTRRDFLYYATAGAGAVATGAAVWPL | NOUNPSA
f. Max. deviation (see listing)

+ * 4 * 5 + +
RS SO 06 S U5 S ST A4 S S SIS T S5 5 s £ 525 P00 T0t 2 S0t 5 SN SLA - SPRNL R
g. G-factors
?#,,J Sl L H W] H H
[EEEEN [
[EEEEN [T
T I T I T T T I P T T T T I LTI T T T ] T T I T T I T T I T
LT T e T T P T TP TP PP P T I T ITI E T I T e
T T T A P P T T T T T A T PP T T T T e e e T T e A
EEEEEEEEEEEEEEEEEEEE NN NN [EENENEEEEEE NN ]
LTI T I LTI T T T T T T T I I T I T T I TITTITITTITTTTT] T T I T IT T TITTITTTITITTITT ]
01 210 215 220 225 230 235 240 245 250 255 15 20 25 30 35 40

2QJK_06.ps
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Residue properties
2QJK

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

43 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N O ©

43 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO O

43 5 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130 135 140

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

d. Secondary structure & estimated accessibility

e S\ v g e

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

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

DVQALASI| FVDVSSVEPGVQLTVKFLGKPI| FIRRRTEAD | ELGRSVQLGQLVDTNARNAN | DAGAEATDQNRTLDEAGEWLVMWGVCTHLGCSP I GGV SG

f. Max. deviation (see listing)

Chi3 & chi4
Omega
Dihedrals

T A T T T T T
MC bonds [T T T T T T T T
MCangles [T A T T

T T T
[T T T TTTITITTT

Mainchain

Overall

2QJK_06.ps



PROCHECK

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

=
o
o

Residue properties
2QJK

Page 45

80
60
40 -
20

Chi-1 abs. mean dev.

143 150 155 160 165 170 175 180 185

Residue number

b. Absolute deviation from mean of omegatorsion

10 15 20 25 30 35 40 45

Omega abs. mean dev.
N

c. C-aphachirality: abs. deviation of zetatorsion

143 150 155 160 165 170 175 180 185

Residue number

10 15 20 25 30 35 40 45

Zeta abs. mean dev.
N

143 150 155 160 165 170 175 180 185

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

d. Secondary structure & estimated accessibility

S TP

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

Key:- <™ Helix

e. Sequence & Ramachandran r

DFGGNFCPCHGSHYDSAGR I RKGPAPENLPI PLAKFIDETTIQLG

f. Max. deviation (see listing)

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

NN

ions a Most favoured m Allowed [ Generousll Disallowed

G| PHDHYEPRTGI EKWLHSRLPIVALAYDT IMI PTPRNLNWMWIW

Chi3 & chi4

Omega

Dihedrals ]

MChbonds []

Mainchain  []

Overall {1

[ TTTTTTTTTTTITTT
[T rTT
MCangles [T
[TTTTTTTTITTITTITT
[TTTTTTTTITITTIITT

2QJK_06.ps
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Residue properties
2QJK

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

48 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N O ©

48 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

48 5 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145

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

AAABABAAAAAA AAAAAAAAATIFIAA
T T T T T T T T T T T T T T T T T T T T
GVVLAFCLVLQIVTGIVLAMHYTPHVDLAFASVEHIMRNVNGGFMLRYLHANGASLFFIAVYLHI FRGLYYGSYKAPREVTWIVGML | YLAMMATAFMGY

f. Max. deviation (seelisting)
* 44

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

Chi3 & chi4
Omega
Dihedrals ]

[
MChbonds [] }
[

MCangles []
Mainchain  []

Overall \‘\ [ i i i i i i
48 5 60 65 70 75 80 8
C = cis-peptide

o1
o0 DO O

2QJK_06.ps
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Residue properties
2QJK

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

148 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N O ©

148 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO O

148 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245

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

d. Secondary structure & estimated accessibility

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

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

AN AMABAFAAAAAAAAAAAAAAAAAAAAAANAAAAAAA ABAAAAAAAAAAAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
VLPWGOQMSFWGATV I TGLFGA | PGIGHS I QTWLLGGPAVDNATLNRFFSLHYLLPFV IAALVAIHIWAFHSTGNNNPTGVEVRRT SKAEAQKDTV PFWPY

f. Max. deviation (see listing)

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

g. G-factors

Phi-psi N ]

Chil-chi2 He .:.ﬁ
Chilonly

Chi3 & chi4
Omega
Dihedrals ]

[TITTTTT]
MCbonds [T TTTTTTT]
MCangles [T TTTTTT]
[TTTTTTT]
[TTTTTTTI

Mainchain  []

I I

I I

[T
Overall [ I [
148 155 160 1
C = cis-peptide

2QJK_06.ps
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Residue properties
2QJK

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

248 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N O ©

248 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO O

248 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345

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

d. Secondary structure & estimated accessibility

MAANNAE S\~ —— A\ N NN

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

F1 IKDVFALAVVLLVFFAIVGFMPNYLGHPDNY | EANPLRTPAHIVPEWYFLPFYA | LRAFTADVWWVQIANF I SFGI | DAKFFGVLAMFGA | LVMALVP

f. Max. deviation (see listing)

g. G-factors

Phi NN IEEEE H
Gife EEE Bk i
Chi3 & chi4 [l [ [ [ |
Omega [T [ [ [T [
Dihedrals [T T T T T I T T T T T T T OT CT T T T TP T T T TP T T TP T T LT TP T T T T T T T T]
MCbonds (T T T T T T T
MCangles [T T e e P e e e P
Mainchain [T T T T T T T T T T T T T LT O T TP T TP T T TP T TP T T T T T I I T T
Overall T T T T T T T T T T T T T T T T T LT T T T T T T T T T T T I T T T T T IT T T TIT T I T ITITITTIITITIT]

248 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345

2QJK_06.ps
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R . d t Page 49

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

o

% 80 -

g 60

8 401

< 20

6 T -I

348 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 5

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

£ 4

o 2

S

O 348 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 5
Residue number

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

g

g 4

N

348 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 5

Residue humber Highlighted residues are those that

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

VAN AN AN TR A —

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

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

WLDTSPVRSGRYRPMFK | YFWLLAADFV I LTWWGAQQTTFPYDWI SL | ASAYWFAYFLV I LPILGAI EKPVAPPAT | EEDFNA AGGGHVE

f. Max. deviation (see listing)

*+
T

*x
+
T
T
T
*
*
*
[
*
+
*
*
*

P
+
+
*+
+

g. G-factors
Phi-psi . 0 | NEEN EEE |
A AT st
Chi3 & chi4 I H [
Omega [1 [
Dihedrals [T T T T T T T T T T T T R T T T (I
Mese T T e T T BEEERH
Mainchain [T T T T L T LT (1T
Overall \‘\HHHJH\\‘H\HJHHH\H‘HH\H\\\‘\\\C\\H\\HH\HHH‘\\\H\HH‘HHHHH‘H\H‘\ (TIIT1T]
348 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 5
C = cis-peptide

2QJK_06.ps
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Residue properties
2QJK

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

8 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

8 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 A OO O

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

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

d. Secondary structure & estimated accessibility

TR T T T o |
—/ I

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

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

DVPFSFEGPFGTFDQHQLQRGLQVYTEVCAACHGMKFVP | RSL SEPGGPELPEDQVRAYATQFTVTDEETGEDREGK PTDHFPHSAL ENAPDL SLMAKAR

f. Max. deviation (see listing)

er

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

2QJK_06.ps
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Residue properties
2QJK

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

108 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

108 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

108 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205

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

d. Secondary structure & estimated accessibility

SR N = N i ey

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
Al AAAABAAATIA EREA AAAAATATIAA BAAAAAABARIIAAAAARIE ABIAAAAA

T T T T T T T T T T T T T T T T T T
AGFHGPMGTGI SQLFNGI GGPEY | Y SVLTGFPEEPPKCAEGHEPDGFYYNRAFQNGSVPDTCKDANGVKTTAGSWI AMPPPLMDDLYVEYADGHDA SVHAM

f. Max. deviation (see listing)

g. G-factors
Phi-psi . I::%l o e H I L HEE ] |
A i it
Chi3& chi4 [T [ 11 [ [
Omega COm [l EEEEE
Dihedrals [T T T I T  TTTTTTTI TTT  T T  TT  T TT C L TT]
o |
MC angles [T O
Mainchain [T T T T T T I O T T
Overall \‘\H\\CH‘\H\\‘H\H‘\H\\‘H\H\\H\‘HH\‘\\H\H\\\‘\\H\‘\H\\‘H\H‘\H\\‘\HH‘\H\\‘H\H‘HH\‘H\H‘HH\‘H\

108 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205

C = cis-peptide

2QJK_06.ps
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R . d t Page 52

100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
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Residue humber 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
2QJK

a. Absolute deviation from mean Chi-1 value (excl. Pro)
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c. C-aphachirality: abs. deviation of zetatorsion
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d. Secondary structure & estimated accessibility
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Main-chain bond lengths
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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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Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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Main-chain bond angles
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Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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b signifies data points off the graph in the direction shown.
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Main-chain bond lengths
N 1451 CA CA 1540 CB CA 1540 CB CA 1521 CB CA 1525 C CA 1530 CB
AGly 3 A Vva 127 A Va 293 A Ala382 CGlu 181 CGlu 181
CA 1540 CB CA 1521 CB CA 1540 CB CA 1540 CB CA 1530 CB CA 1540 CB
Dlle 63 D Ala206 D va 209 D Thr 309 F Glu 181 GVa 64
CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1525 C CA 1530 CB
1.488 1.486 1.489 1.484 1.467 1.476
GVal 293 Glle321 Glle325 H Thr 178 | Glu 181 | Glu 181
CA 1521 CB CA 1540 CB CA 1521 CB CA 1525 C CA 1540 CB CA 1540 CB
1471 1.489 1.466 1.462 487 478
JAla138 JVal 293 JAla398 L Glu 181 PVva 127 PVal 315
CA 1525 C CA 1530 CB
1.454 1.450
R Glu 181 R Glu 181

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

Main-chain bond angles

N 1125 Cc N 111.2 c N 111.2 C N 111.2 C
N CA CA CA CA CA
A Phe 387 - A Pro 388 B Lys 43 B Gly 137 C Ser 49 CArg 76 CGlu181
c 1226 ¢cA N 12 ¢ N 125 ¢ N M2 ¢ N W2 ¢ N W2 ¢
N CA CA CA CA CA
D Phe 387 - D Pro 388 ELys 43 E Gly 137 F Ser 49 FArg 76 FAsp 95

FGlu 181 G Phe 387 - G Pro 388 HLys 43 H Gly 137 | Val 44
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Main-chain bond angles (contd)
1112 1112 1226 1125 112 1112
| Arg 76 | GIu 181 JPhe387 JPo3ss K Gly 137 L Ser 49 L Arg 76
1125 uz2 ¢ g 1226 ca N 1125 1112 1112
CA N CA
L GIy 133 LGlul8l MPhe3s7-MPro388 N Gly 137 o} Ser 49 o) Arg 76
1125 1112 I 1226 ca N M2 Cc N 125 ¢
CA N CA CA
@) Gly 133 O Ser 141 OGlu 181 P Phe 387 - P Pro 388 QThr 73 QGly 137
111.2 111.2 1125 111.2
R Ser 49 R Arg 76 R Gly 133 R GIu 181
Bond angles differing by > 10.0 degrees from small-molec values. Values shown: "idea", actual, diff.
Planar groups
B iCB iCB ) . . B
0.044 0.030 0.033 0.035 0.037 0.036
A Trp 47 A His 68 A His111 A Tyr 117 A Tyr 121 A Trp 129
B CB CB cB cB cB
0.038 0.035 0.038 0.060 0.038 0.066
A Trp 151 A Phe 156 A Trp 157 A Phe 166 A Trp 179 A Tyr 199
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Planar groups (contd)
CB CB cB B B B
0.034 0.044 0.032 0.034 0.042 0.048
A Phe 216 A Trp 245 A Tyr 302 A Trp 313 A Trp 391 B Trp 182
cB CB ° CB cB cB
0.053 0.041 0.033 0.032 0.033 0.030
CTyr 17 D Trp 47 D His 68 D His111 D Tyr 117 D Tyr 136
B CB B CB B cB
0.052 0.039 0.037 0.054 0.031 0.033
D Trp 151 D Phe 156 D Trp 157 D Phe 166 D Trp179 D Phe 216
CBl cB cB cB cB B
0.044 0.041 0.043 0.035 0.041 0.038
D Trp 245 D Tyr 302 D Trp 313 D Trp 368 D Phe 387 D Trp 391
cB cB @ 8 2 ° )
0.038 0.036 0.033 0.047 0.041 0.037
ETyr 32 E Tyr 130 FTrp 32 F Phe 144 GTrp 47 G His 68
CB cB ) B B CB B
0.031 0.032 0.030 0.036 0.036 0.035
G Phe 105 G His111 G Trp 129 G Trp 151 G Phe 156 G Trp 157
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CB

0.062
G Phe 166

B

0.043
G Trp 391

T

0.034
JHis 68

0.034
JTrp 179

0.040
JTrp 391

N

0.023
L Glu 181

Distorted geometry

Planar groups (contd)

CB

0.034
GTrp179

CB

0.033
HTyr 32

CcB

0.031
JTyr 121

CB

0.067
JTyr 199

CB

0.035
K Tyr 32

CB

0.044
M Tyr 9

203K

CB

—_—

CB

0.085 0.033
G Tyr 199 G Phe 216
cB CB
0.032 0.031
H Tyr 130 H Phe 236
B CB
0.045 0.037
JTrp 151 J Phe 156
CB cB
0.042 0.031
JTrp 245 JTyr 302
CcB CB
0.031 0.035
K Tyr 130 K Trp 182
B B
0.033 0.048
M Trp 43 M Trp 47

0.043
G Trp 245

CB

0.036
JTyr 9

0.037
JTrp 157

0.046
JTrp 313

0.036
K Trp 217

0.036
M His 68

Page 4

B

0.038
G Trp 313

CB

0.040
JTrp 47

CB

0.056
J Phe 166

CB

0.032
JPhe 320

CB

0.035
K Phe 231

B

0.033
M Trp 129
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Planar groups (contd)
B CB CB CB cB CB
0.041 0.032 0.047 0.036 0.038 0.031
M Trp 151 M Phe 156 M Phe 166 M Trp 179 M Tyr 199 M Phe 216
CB B cB cB B CB
0.039 0.046 0.031 0.047 0.053 0.033
M Trp 245 M Trp 391 M Tyr 399 N Tyr 32 N Trp 182 N Trp 217
cB EB ( cB c8 CB 3
0.033 0.032 0.036 0.043 0.038 0.046
OTyr 17 OTrp 32 PTyr 9 PTrp 47 P His 68 P Trp 151
CB CB B cB CB cB
0.030 0.057 0.035 0.110 0.038 0.039
P Phe 156 P Phe 166 PTrp 179 P Tyr 199 P Trp 245 P Tyr 302
c8 cB E cB B cB
0.034 0.031 0.044 0.045 0.037 0.032
PTrp 313 P Phe 387 P Trp 391 Q Tyr 32 QTrp 217 RTyr 17

Sidechains with RMS dist. from planarity > 0.03A for rings, or > 0.02A otherwise. Vaue shownis RMS dist.
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