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Ramachandran Plot
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Plot statistics

Residues in most favoured regions [A,B,L] 3944 90.7%

Residues in additional allowed regions [a,b,l,p] 404 9.3%

Residuesin generously allowed regions [~a,~b,~l,~p] 2 0.0%

Residues in disallowed regions 0 0.0%

Number of non-glycine and non-proline residues 4350  100.0%

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
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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
2QJY
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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
2QJY
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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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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
2QJY

OOa Ramachandran plot quality assessment
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f. Overall G-factor
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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 90.7 78.2 10.0 1.2 BETTER
b. Omega angle st dev 5136 13 6.0 3.0 -16 BETTER
c. Bad contacts/ 100 residues 46 0.9 9.0 10.0 -0.8 Inside

d. Zetaangle st dev 4716 12 31 16 -1.2 BETTER
e. H-bond energy st dev 3316 0.8 0.9 0.2 -0.6 Inside

f. Overall G-factor 5178 0.3 -0.6 0.3 28 BETTER

2QJY_04.ps




Side-chain parameters
a. Chi-1 gauche minus b. Chi-1 trans
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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 492 14.6 21.8 6.5 -1.1  BETTER
b. Chi-1 trans st dev 1313 13.8 220 53 -1.5 BETTER
¢. Chi-1 gauche plus st dev 2011 12.6 20.5 4.9 -1.6 BETTER
d. Chi-1 pooled st dev 3816 134 21.2 4.8 -1.6 BETTER
e. Chi-2 trans st dev 1208 14.1 22.6 5.0 -1.7 BETTER
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Residue properties .
2QJY

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

80~
60
40
20

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.

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.

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

Key:- <™ Helix

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

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

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

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)

+
*

:::#:]
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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

=
o
o

Residue properties e
2QJY

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

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

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

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

AAAFERAAAAAA AAABAAAAAAAAAAAAAAA
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)

*******

C = cis-peptide
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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

Residue properties e
2QJY

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

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

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

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

SANNNAS —giA m NNININNAAGS i~

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

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

ABAAAA AAAAAAAAAAATIAAABAABIAAAAAAAA
T T 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) :
5

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

\
\
I I \
I i \
\ il \
I I I
[ I [TITTTT,
203 210 215 220 2
C = cis-peptide
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Residue properties
2QJY

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 ABRAAAAAAAAAAAAAAAAAAAN
T 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)

+ * ok +
* 4 + + * ++ + o+ + o+ Y+ o+ o+
* Kk kkx x x % Kk k ok ok * % % % * Kk Kk

+
+
* %
+
+

*****

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

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

o

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

E o

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

DY ETv. - S SEVVVIvEEvIEmS:.

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

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

AAABAAAAAA ‘ : AAAAAARAAATIA BAAAAAAAAATIA  AAAAAA
YFLVILPILGA| EKPVAPPAT | EEDFNA AGGGHVEDVPFSFEGPFGTFDQHQLQRGLQVYTEVCAACHGMKFVP I RSL SEPGGPEL PEDQ
f. Max. deviation (see listing)
+ +
IS A : R S S PR SS SR R O SO 0
g. G-factors
(F;ﬁi--%hiZ RN H N o M H:
Chilonl
Chi3 & chi4 [
Omega [T
Dihedrals  [TTTI T T T T I T TTIT LI ITTTTTT111] T T A T T T T T T T T T T T T T T T T T T I T T I T
MChbonds [T T T T T T T T T T
MCangles [T T T e e e e A e T T T e e e T T e T T T T A T T T T
Mainchain [T T T T T I I IITTITTTT111] 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
Overall O I LT I T T T LI TT] OO T L I T T L T T LTI T T T
403 410 415 420 425 430 5 10 15 20 25 30 35 40 45 50 55 60
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Residue properties
2QJY

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

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

Omega abs. mean dev.
N

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

Zeta abs. mean dev.
N A OO O

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

N e i\ =

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

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

AAAAAAAAAAAANTIA AR AAAAAAATIAEL BAAA
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)

+ + * ok ok g +kok g + o+ *4 + x4
* % * * x * % % % % ok Kk K KAk KA P N T L I

g. G-factors

Phi-os
chifen2 L*‘H H i .:.—H H::
Chilonl |
Omega [

[

[

[

[

[

Chi3 & chi4
Dihedrals ]

[TTTTTTTTTTITTT
MC bonds [T T T[T TTTITT]
MCangles [T
[TTTTITTTTTTTTT
[TTTITTITTTITTI

Mainchain  []

]

B
EEEEEEEEE
RN
EEEEEEEEE
EEEEEEEEE

Overall [ : [TTTITITT]

63 70 75 80 85

C = cis-peptide
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Residue properties
2QJY

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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

Omega abs. mean dev.
N O ©

163 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

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

e m e AN\ N

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

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

AAAAAAATIAA AABAAAAAAAAAAAAAAAAATIAAAAAAAAA |
T T T T T T T T T T T T T T T T T T T
GSVPDTCKDANGVKTTAGSWI AMPPPLMDDLVEYADGHDA SVHAMAEDV SAFLMWAAEPKLMARKQAGFTAVMFLTVLSVLLYLTNKRLWAGVK

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals [

[TT
MC bonds \}H
[TT
[TT

MCangles |
Mainchain |

Overall
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Residue properties
2QJY

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-RAARANRAARAR B S m— AN I T

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

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

BEAAAAAAAAAA AAAAAAAAAAATIAA EIA
T T T T T T T T T T T T T T T T T T T T
GTRRDFLYYATAGAGAVATGAAVWPL | NOMNPSADVQALAS| FVDVSSVEPGVQLTVKFLGKPI FIRRRTEAD | ELGRSVQLGQLVDTNARNAN | DAGAE

f, Max. deviation (see listing)
5

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

it [ H r n H H AammEm
Chilonly B
[l

[T T IIIITTTT
MC bonds [T T T T[T
MCangles [T T
[T T IIITTTTT
[T I I ITIITTTT

Mainchain  []

Overall {1
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PROCHECK

Resid t -

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

o

g 80 -

g 60

8 401

< 20

o

109 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 10

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

£ 4

o 2

S

O 109 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 10
Residue number

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

g

g 4

N

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

EEEEEEe——— T o

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

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

HAAAAAAAAAA A AAANE WAAA WA ANl AAAAATL AAABIBIA AARIE AAAAAAAAAANBIAABAIAAAA
ATDQNRTLDEAGEWLVMWGVCTHLGCSP | GGV SGDFGGWFCPCHGSHYDSAGR | RKGPAPENLPI PLAKFIDETTIQLG G| PHDHYEPRT

f. Max. deviation (see listing)

+ +  * 4 + + ++ + + + + + o+ *oook g
* * x % * * % x% x % % * *x % * * ok xkkx k% % * % kkx %

g. G-factors
i T T o | o o [T
A ui Exfaued
Chi3 & chi4 17 [T
Omega [T [T
Dihedrals T T T T T T T T T T I T T O T T LT T T T T T T T T T T T T T T [ITTTTTTTTTd
MCape FHHHHHHHHHHHH A FHHHHHH
Mainchain [T T T T T T T T T T LTI T T T T LT T TP T TP T TP T T T [T TITTTTT]
Overall T T T T T T T T T TP T T T T LTI T T TT T I TT T T T T T I T T TITTTITTTITTT ] CTTTTTTT

109 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 10
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Residue properties
2QJY

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

AAAAAAAABAAATRIAAAAAAAAANTIAR
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 (see listing)

Chi3 & chi4
Omega
Dihedrals ]

[T T T TIT I T
MC bonds [T T T T T T T T ]
MCangles [T T
[T T I T
[T T I T

Mainchain  []

Overall [1

2QJY_06.ps



PROCHECK

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

=
o
o

Page 11

Residue properties
2QJY

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

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

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

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

AAAFRHAAAAAA AAABAAAAAAAAAAAAAAAAAAAAAAAAAA
T 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)

* 4 * + + + +* + + o+ o+ +
ok k kx ok %k * % Kkkk kK Kk kKA KA x * %k Kk ok kA KA Kk * KAk * %

g. G-factors

; R ; RHI

[
[
[ITTTTTTT I
[T TTTITTTTT
T,
[ITTTTTITTTTT

c
[TTTTTTITTTTT
T T

I I
I I
\ \
I I
T ‘ ‘ T
114 120 125 130 1
C = cis-peptide

2QJY_06.ps
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Residue properties
2QJY

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

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

SN AN N e N\

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 (seelisting)
4

+*E b4 4 QR px kg + * 4 * ++ + * ok
Kk kKA KKK KKE K KRKEKK AKX Kk * * Kk Kk Kk AR * ok ok kk Xkk * Kk ok Kk
.

Chi3 & chi4
Omega
Dihedrals

[
MChbonds |
MCangles |

[
[

Mainchain

Overall

C = cis-peptide

2QJY_06.ps
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Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

Page 13

Residue properties
2QJY

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

=
o
o

80
60
40 -
20

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

N B OO

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

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

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

ABHAAAA ABFAAAAAAAAAAAAAAAAANAAD . AAAAAAAAAAAAAAAAAAAAAAANTIAAANA
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)

+ + + o+ K
* %% * X kkkE x K x Kk xEkE xAK

g. G-factors

Chi3 & chi4

Omega

Dihedrals [

MChbonds |

MCangles |

Mainchain |

Overall [

I

\

\

I

‘ T
314 320 325
C = cis-peptide

2QJY_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

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

S - EmE avvvNmarmwems vEe

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

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

AAABAAAAAA AMAAABIAAATIA BAAAAAAAAATIA — ABAAAAAAAAAAAAATIAA
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)

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

MC bonds
MC angles

Mainchain

Overall

2QJY_06.ps
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Residue properties
2QJY

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omegatorsion

74

Omega abs. mean dev.
N O ©

74 80 8 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.

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

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

—N

N AN

o e —

i

Key:- <™ Helix

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AANA AABA AAAAAAAAATL BAAA AAAAAAAIAA

T T T T T T T T T T T T T T T T T
DEETGEDREGKPTDHFPHSALENAPDL SLMAKARAGFHGPMGTGI SQL FNGI GGPEY | Y SVLTGFPEEPPKCAEGHEPDGFYYNRAFQNGSVPDTCKDAN

f. Max. deviation (see listing)

Loxy

T ©

C = cis-peptide

2QJY_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

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

E 61

g 4

® 21

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

. VAV A AARNRNARNARNNRN— F Ay

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

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

AAFAAAAAAAAAAAAAAAAATIATIAAAAAAA |
éVKTTAéSNI AMPPPLI\‘/IDDLVI‘EYADGI‘—iDASVI‘—iAMAEbVSAFILMWAAEPK LMARKQA(‘BFTAVI\‘/IFLTVI‘_SVLL\‘(LTNKI‘?LWAG\‘/K GTRRDFL
f. Max. deviation (seelisting) .
+ 5
S S0 SN 3% ST T OO SO SIS SRS s SN S S5 8,111
g. G-factors
Phi | Ll o W] [
Aty Basaitclziall
Chi3 & chi4 [ [ [
Omega [ [ [
Dihedrals [T T T T T T T T I T T T T T I T T T T T T T TP T T T T P T T T T T T [TTTTTT]
Vewss T A T PR
Mainchain (T T T T T T T T T T T T T TP TP T T TP T T T P T T TP I T TI T IITITTT] [TTTTTT]
Overall T T T T L L T T T T T T I T T T T EEEREEN|
174 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 15

2QJY_06.ps
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Residue properties
2QJY

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 A OO O

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

= ) A\ e\

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

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

AAAAAAAAAAATIAA BABAAAAAA
T T T T T T T T T T T T T T T T T T T T
YYATAGAGAVATGAAVWPL | NOUNPSADVQALAS| FVDVSSVEPGVQLTVKFLGKPI FI RRRTEAD | ELGRSVQLGQLVDTNARNAN I DAGAEATDQNRT

f. Max. deviation (see listing)

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

Dihedrals [T TTT T ITTTTTTTTTII]
MC bonds [T T T[T T T I TTTT]
T T T
[TTTTTTTTITTITTITT
[TTTTTTTITTTITITTT

MCangles []
Mainchain  []

Overall

2QJY_06.ps
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R . d t Page 18
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 80 -
g 60
8 401
< 201
o
116 125 130 135 140 145 150 155 160 165 170 175 180 185 10 15 20
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 @
E 6
£ 4
o 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
]
% 8
e 6
g 4
LR
S
116 125 130 135 140 145 150 155 160 165 170 175 180 185 10 15 20
Residue humber Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
g Ty =y m et B
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
: AA_AAANEL BAAA A Al AAAAATL AAABIA AAAE AAAAAAAAAAAAARAIAAAA AAAAAAAATEL 4 :
LDEAGEWLVMWGVCTHLGCSP | GGV SGDFGGWFCPCHGSHYDSAGR | RKGPAPENLP I PLAKFIDETTIQLG G| PHDHYEPRTGI EKWLH
f. Max. deviation (see listing)
g. G-factors
Phi-psi T T T | RN H [T [T T
S alae Eukeint
Chi3 & chi4 [T [ [
Omega [T [ [
Dihedrals  [(TTT T T T I T I T T I LTI T T TP I T T LT T O T LTI T T T T T I [T [T TETTTITTITITTIT]
A MEREENEEEANES BENBNSENBENSNSEREENSESANESNSEESNSENEENSNSSNSENSEESSEE EEEEES EEEEEEEEEEE
Mainchain (T T T T T T T T T T IO T T T T T TP T TP T T T TP T T T T I I ITTT] T T TITTIITTIT]
L0 17 | T T T OO T I LI
116 125 130 135 140 145 150 155 160 165 170 175 180 185 10 15 20

2QJY_06.ps
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Residue properties
2QJY

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

N B OO

Omega 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

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

AAAAAAAABAAABIAAAAAAAAANTIAR
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 (see listing)

+ +4* + * + ++ + + ++ + * 4 + * * 4
* * ok kk *x x *k ok N T I * Kk K kKK kK Kk x Kk KAK KKk * * % * %k

Phi-psi T
Chil-chi2 u H:H H
Chilonly
Chi3 & chi4 |
Omega [

[

[

[

[

[

Dihedrals ]

[ [T T I ITIT
MC bonds [T T T T T T TT]
MCangles [T ]
[TTTTTTTTITTITIITITITT
[TTTTTITITTITIITITIT

Mainchain  []

Overall [1

2QJY_06.ps
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Residue properties
2QJY

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

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

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

AABEHAAAAAA 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 :j

[ \ [ [ N

il \ il il B
Dihedrals [T LTI T T T T T T T T T T T T T
o A
MC angles [
Mainchain [T T T L T T T I T
Overall \‘H\C\\HH‘\HH‘HHHHHH\H\HHHHHH\‘HHHHH‘HHHHH‘HHHHH‘H\HJH\HHH‘HHHHH‘\
121 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220

C = cis-peptide

2QJY_06.ps
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Residue properties
2QJY

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N O ©

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

Zeta abs. mean dev.
N A OO O

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

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

d. Secondary structure & estimated accessibility

——— = VNN NN\ S Y

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

AAAAA AAAAAAAAAAAAAABIAAAAAAAAAAAAANAAAAAAAAAAAAA ABIAAAA AAAAAAAAANATAAAAAAAAAAAAAAAAAAABAAAAAAAAAAAA
NNNPTGVEVRRTSKAEAQKDTVPFWPYF I | KDVFALAVVLLVFFA I VGFMPNYLGHPDNY | EANPLRTPAH | VPEWYFLPFYA | LRAFTADWWVQIANF

f. Max. deviation (seelisting)

+ *E 44 4+ 0% 4++ + * 4+ * * ++ + *x + + o+
g. G-factors
Phi RN ﬁ AN H
St D it ok
Chi3 & chi4 I I [ [
Omega 1 B B B
Dihedrals [T T I T T T T T T e T L T I T T T
o A
MC angles [T e e O
Mainchain [T T T T T T T I T
Overall uHHmu\HHmu\HucmmHwHwHwHwHwH\HHwHummHumwHmmmw
221 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320
C = cis-peptide

2QJY_06.ps
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Residue properties
2QJY

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

: ABBAAAA : ‘ : ‘ A ABIRAAAAAAAAAAAAAAAAAAAN AAAAAAAAAAAAARAAAAAAAAANTAAAAA  AAAIAAAA
| SFGI I DAKFFGVLAMFGA | LVMALVPWLDTSPVRSGRYRPMFK | YFWLLAADFV | LTWWGAQQTTFPYDWI SL | ASAYWFAYFLVILPILGAIEKPVAP

f. Max. deviation (see listing)

+ o+ K + o+ ++ + 4+ + o+ F+ o+ 4 + b
X kkkk K Kk Kk kxkk* Kk % * x % ) K kk K kAR KKK Kk

g. G-factors

Chi3 & chi4
Omega
Dihedrals [

IEEEEEEEEEEE NN NN NN R R R R
MC bonds [T T T T T T T T T T
MCangles [T T e T
HEEEEEEEEEEE NN NN NN NN NN EE
IEEEEEENEEEE NN NN NN RN EE

Mainchain  []

Overall {1

C = cis-peptide

2QJY_06.ps



PROCHECK

Resid t .
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

AAABAAAAAA AAAAARAAATA BEAAAAAAAATIA — ABAAAAAAAAAAAAAAAAAATTIEL A
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)

*o4 * + + * +44* + + %4 * +
* % K KAk kA KA K AR ARk * * x K kA kKK K K Kk Kk kKA *

g. G-factors

Chi3 & chi4
Omega
Dihedrls [T TTTTITTT]

T T T T A T I T I T T T T T T T T T T T T T I T TP T T
MC bonds T e P e e T P P P T TP T PP PP T T TP PP T T
MCEHQ"SW A e e e e P T T T T T T T A P T A T T T T T P P T T T T T T P P P T
[EEEENEEEEEEEEEEENE NN NN NN NN NN
[EEEENEEEENEEEENENE NN NN NN RN

Mainchain  [TTTTTTTTT]

I

I

|
Overdl  [ITTTIIILL) L
421 430 5

2QJY_06.ps



PROCHECK
Page 24

Residue properties
2QJY

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

Omega abs. mean dev.
N O ©

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

e NN\ e

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

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

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

f. Max. deviation (see listing)

*o4 + + * + +H* kg + o+ 4+
*k ko * * * kK Kk kK kK * kx ok
.

* *  x

g. G-factors

Chi3 & chi4
Omega H
Dihedrals

MC bonds
MC angles
Mainchain

Overall

C = cis-peptide

2QJY_06.ps
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R . d t Page 25
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 80 -
g 60
8 401
< 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
£
© 1a 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
-g 8_
£ 67
G 4 -
RS
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 TPVAVVAVARRNANAARAARNARARNAS— | AARAS
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
|
éNIAMPPPLMDDLVI‘EYADGHDASVI‘-{AMAEI‘DVSAFLNWAAEPKLMARKQAéFFAVMFLTVLSVLL\‘(LTNKIL'QLWAG\‘/K GTRRDFLYYATAGA
f. Max. deviation (seelisting) .
+ 5
st LN O s I S
g. G-factors
Chii_-scihiz FTHT [ M [
i :
Dihedrals  [(TT T T T T I T IX T T T T TR T T LT T T T T TP T T TP T T LTI [EEEEREREEENENE
ek R AMASENSEMENBNSEMERBNSENERSSSENERSSSENSESSSERSNSESSSSNSESESSESESEEERERY EHEHHHAS
Mainchain [T T T T T T T T T T O T TP T T T TP T T TP T LTI ITT0T [EEEEREREEENENE
Overall [T LTI LI LT L T G L L L T L T LI T L LT T T LI T O LI
181 190 195 200 205 210 215 220 225 230 235 240 245 250 255 15 20

2QJY_06.ps




PROCHECK
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Residue properties
2QJY

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

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

o M Commmt AN T i T

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

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

AAAAAAATIAAATAA BABAAAAAAAAAA AR
T T T T T T T T T T T T T T T T T T T T
GAVATGAAVWPL | NOMNPSADVQALAS| FVDVSSVEPGVQLTVKFLGKPI| FI RRRTEAD | ELGRSVQLGQLVDTNARNAN | DAGAEATDONRTLDEAGEW

f. Max. deviation (see listing)

g. G-factors
Phi Tl T T
Gl auAEERE SRl e
Chi3 & chi4 [ [ Il I
Omega [ [ [T [
Dihedrals  [TTTTTIITTITITIITIITII] T T T T T T T T T T T T T T T I T T T T T T T I I T T T I T T T T T T
N BB R A " ERa RS A A R RARERaRA A A RERARaEn s R ERSESEn AR RS SEeEAED
Mainchain [T T[T T T T e T T T T T T T T T T T T T A LT T T T T T T LTI
Overall OO T T T R e T T T T T T T L T T L T T T L LT T T T T T T
23 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120

2QJY_06.ps



PROCHECK

Residue properties
2QJY

Page 27

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

& 100
% 80 -
g 60
8 401
< 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
g °
€ 6
g 4
® 21
£
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
LR
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
s e ANA—AY
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
: AAABE WAAA WA AN AAAAANL AAARINA AAAN AAAAAAAAAAABAARIABIAAAA AABABIAAL AAAAAAARRAAA
LVMWGVCTHLGCSP | GGV SGDFGGWFCPCHGSHYDSAGR | RKGPAPENLPIPLAKFIDETTIQLG G| PHDHYEPRTGI EKWLHSRLP I VA
f. Max. deviation (see listing)
g. G-factors
Phi-psi . C T T | o o [T T
A B Extuiis
Chi3 & chi4 17 [ T1]
Omega [T [T
Dihedrals [T T TTT T I T I T T I T T T T LT LT T T T T T T T LTI T T I (M T T T I T ITITT]
MChbonds  [TTTTTTTT] T T T T T T A R I T I A
MCangles  [TTTTTTTT] T e T T A T T T T T T T A T T O e o
Mainchain (T T T T T T I OT T I T T I T T T O TP T TTTTTT T T T TTT I T I T I TIIIIITT 1] T T I T T TTTT
Overall T T OO T I LI LTI ]
123 130 135 140 145 150 155 160 165 170 175 180 185 10 15 20 25

2QJY_06.ps
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Residue properties
2QJY

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

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

AAAAAAAABAAABIAAAAAAAAANTIAR AAATERAA
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)

+++ + o+ * + ++ + + ++ + ++ * * * 4
Kk KK K KKK K kKKK K * * * *kk xk Kk ok kKR kKK Kk* K * % * k%

g. G-factors

Phi-psi _ I

Chi3 & chi4
Omega
Dihedrals [T

[TTTTTTT
MC bonds H\HH}H
[TTTTTTT
[TTTTTTT

[e]e)
2.3
=
sg
N
© [0 0o fom

MCangles [
Mainchain [T

\ \ [
I \ H
\ \ ]
I \ [
Overall [ T \ [
28 35 40 45 50
C = cis-peptide

2QJY_06.ps
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Residue properties
2QJY

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

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

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)

*****

g. G-factors

Chi3 & chi4
Omega
Dihedrals [T

[1T
MChbonds  [TTT[]
MCangles [TTTT7

[1T
[1T

Mainchain [T

Overall [1

2QJY_06.ps



PROCHECK
Page 30

Residue properties
2QJY

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 A OO O

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= A NN — e\ N

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)

. +
+ *x ++ + 2% +%  * 4+ 44 *+ * + ++ 4+ * x ++
Kk KRk KKk K KKKk K KKK AR Kk K * K koK kKK * ok k ko Kk kK Kk Kk kKKK KKKk * %

g. G-factors

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

C = cis-peptide

2QJY_06.ps
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Residue properties
2QJY

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

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

ARFAAAAAAAAAAAAAADAAAADN  AAAAAAAAAAAAAAAAAAAAAAANBAAAAA  AAAAAAANBAAAAAA
T T T T T T T T T T T T T T T T T T T T
AKFFGVLAMFGA | LVWMALVPWLDTSPVRSGRYRPMFK | YFWLLAADFV I LTWWGAQQTTFPYDWI SL | ASAYWFAYFLVILPILGA | EKPVAPPAT | EED

f. Max. deviation (see listing)

+ 4 ** + + + + 4+ + o+ 4 o+ 4 + + x* *ox +* 4+
* kkxk k% * Kk kkk kkk kK x kK k Kk Kk Kk K KKK xk AkkKX Kk K% * %k

g. G-factors

Chi3 & chi4
Omega
Dihedrals [T

[1T
MChbonds  [TTT[]
MCangles [TTTT7
[1T
[1T

Mainchain [T

Overall [1

C = cis-peptide

2QJY_06.ps



PROCHECK

Resid t .

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 49

® 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

So= K :::HIFWM—%& )

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

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

AAABAAAAAA AAAAARIAAATIA. BAAAAAAAAATIA — ABIAAAAAAAAAAAAAAAAAATIA  AATIA
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)

+ * + + + * ++* X4 ok * * +
* % *% Kk kkkkkkk kKA KKk Kk Kk KkkKK Kkk Kk Kk kK * ok kkx %

a4

g. G-factors
Phi-psi [
e % . wiuzuzez 258

Dihedrals  [1T1]

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

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

T T I T T T AT T T T T T L L LT T T T T LT LTI T T T T T I LTI I T I T T LTI TTITTIT

Mainchain  [TT]

I

|

g
Overall [ [
428 5

2QJY_06.ps



PROCHECK

=
o
o

80
60
40
20

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

Zeta abs. mean dev.
N A OO O

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Page 33

Residue properties
2QJY

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

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

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

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

e\ AR 0 i i

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

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

AAAAAAATRAR BAAA
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)

* % *

* + +4* k4 + o+ 4+ + * + *
* %k Kk kK Ak * xx ok * *

+ +
* *

P
*
*

*+

* *

g. G-factors

\ I I \
\ I I I
\ \ \ \
\ I I I
C [TITTT I
88 95 100 105 1
C = cis-peptide

2QJY_06.ps




PROCHECK

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

Residue number

Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

TV VNV A AARNAARARNARARN—

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 T
PLMDDLVEYADGHDA SVHAMAEDV SAFLMWAAEPKLMARKQAGFTAVMFLTVL SVLLYLTNKRLWAGVK

f. Max. deviation (see listing)

g. G-factors
Phi-psi . [T o ]
e TEOERAS
Chi3 & chi4 A RN
mega [ [ [T [
Dihedrals O T T T I TIT T I T T T T T TP T T T T T LTI T TP T T
VeSS TR T
Mainchain [T TT T T T T TITTTT TT T T T T T T T TP T TP TP I T T
Overall T T T T T T T T T T T I T T I T T T T T IT T I I T I TTTITITITTIT]
188 195 200 205 210 215 220 225 230 235 240 245 250 255

BEAAAAAAAAAA
T T T
GTRRDFLYYATAGAGAVATGA

*********

2QJY_06.ps
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Residue properties
2QJY

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

e =\ e\

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

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

AAAAAAAAAAATIAA BABAAAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
AVWPL | NOUNPSADVQALAS| FVDVSSVEPGVQLTVKFLGKPI FI RRRTEAD | ELGRSVQLGQLVDTNARNAN | DAGAEATDQNRTLDEAGEWVLVMWGYC

f. Max. deviation (see listing)

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

g. G-factors

Phi-psi

chifehiz H r [ H H HTTHE A T
Chilonly

Chi3 & chi4
Omega

Dihedrals  [TTT1
MC bonds \HH
[T
[T

MCangles [
Mainchain [T

Overall

I [
I N
\ [l
I [
I 1
30 35 40 45

2QJY_06.ps



PROCHECK

Resid t -

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

o

% 80 -

g 60

8 401

< 20

o

130 135 140 145 150 155 160 165 170 175 180 185 10 15 20 25 30

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

£ 4

o 2

S

O 130 135 140 145 150 155 160 165 170 175 180 185 10 15 20 25 30
Residue number

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

g

g 4

N

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

SRS GRS

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

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

AN EAAA WA AR AAAAANL AAABIA AABE AAAAAAAAAAABIAARAIAAAA
THLGCSP | GGV SGDFGGWFCPCHGSHYDSAGR | RKGPAPENLPI PLAKFIDETTI QLG G| PHDHYEPRTGI EKWLHSRLPIVALAYDT IM

f. Max. deviation (see listing)

*o4 + + + + + + o+ + x4 + o+ +++
* * * % % * *x ok * * ok kkkk * Kk * Kk kkkEE Kk Kk xk kkkk%

g. G-factors

Phi-psi . EEEEC T H H :H:H:HZ,:- TH
Chil-chi2

Chilonly

Chi3 & chi4
Omega
Dihedrals [TTTTT
MC bonds
MC angles
Mainchain [T

[1T
[T
[T
[1T
Overall [ITTTTTITT

I I I
HHHHHHH

[TTT1 I I

[TTTT [T,

130 135 140 145 1

2QJY_06.ps
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Residue properties
2QJY

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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

Omega abs. mean dev.
N

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

Zeta abs. mean dev.
N A OO O

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

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

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

BAAAAAATAAAAA AAAAAAAATIAAABIAAAAAAAAAAAAR AAAFRHAAAAAA
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
St : r : o FESEEEEEE
Chi3 & chi4 1 I [ [ H
Omega 1 [1 [ [
Dihedrals T T T T T T T T T T T e [T
o |
MC angles [T e O
Mainchain [T T T T L T I
Overall \‘\H\\‘H\H‘HH\‘H\H‘HH\‘HHM\H\‘\H\\‘HHHHH‘H\H‘\HH‘H\H‘\H\\‘H\HJ\H\‘HH\‘HHC\‘H\H‘HH\
3 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130
C = cis-peptide

2QJY_06.ps
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Page 38

Residue properties
2QJY

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

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

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

LA Vo VA Ve VA VA VANV
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

AAABAAAAAAAAAAAAAAAAANAAAAAAANANAAAA
T T T T T T T T T T T T T T T T T T T T
I'YLAMMATAFMGY VL PWNGOMSFWGATV | TGLFGA | PGI GHS | QTWL LGGPAVDNATLNRFFSLHYLLPFVIAALVAIHIWAFHSTGNNNPTGVEVRRTSK

f. Max. deviation (see listing)

g. G-factors

Phi H [T
S L EEE, R R
Chi3 & chi4 [ [ [ [ [ [
Omega [T [T [T [T [ [
Dihedrals [T T T T T T T T T I T T T T T O T T TP T T T T T T T T T T TP T T T TP T T T T T I T T T
MCbonds (T T T T T
MCangles [T P e P e P T T T P
Mainchain [T T T T T T I T T TTTTTTTT TCCTTTTT T TP T T TP TP TP T T TP T TTTTITTIIT T
Overall EEEEESEEEESENEENEEEESEEE SN NSNS NN NN NN SN NN NN NN NN NN N

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

2QJY_06.ps
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Residue properties
2QJY

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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

Omega abs. mean dev.
N O ©

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

Zeta abs. mean dev.
N A OO O

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

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

AAAAANTAAANAAAAAAAAAAAAAANAAAAANAA ABIAAAA _AAAAAAAAAAABIAAABIAAAAAAAAAAAAANAAABMAAAAAAAAAAAAAAA NBIIAANA AA
AEAQKDTVPFWPYF I | KDVFALAVVLLVFFAIVGFMPNYLGHPDNY | EANPLRTPAHIVPEWY FLPFYA | LRAFTADVWYVQIANFI SFGI | DAKFFGVL

f. Max. deviation (seelisting)
5

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

Chi3 & chi4
Omega
Dihedrals  [TTTTT1
MChbonds  [TTTTT]
MCangles  [TTTTT]
Mainchain  [TTTTT]T
[TTT1

(1] I
W I
] \
[T I
Overall [ TTT] [T,
235 240 245 250 2
C = cis-peptide

2QJY_06.ps
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Residue properties
2QJY

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

AAAAAAAAAAAAAAAAAAAAAAAAIAAANAA  AAAIAAANBIAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
AMFGA | LVMALVPWLDTSPVRSGRYRPMFK | YFWLLAADFV I LTWGAQQTTFPYDWI SL | ASAYWFAYFLVILPILGA | EKPVAPPAT | EEDFNA

f. Max. deviation (see listing)

+ K4 kK + + + + + 0+ + o+ * 4+ 4 + *ookk ok * + +
I Kk kkk kkk kK %k kkkK Kk Kk KKk KKKKKAKK Kk K Kk KKk Ak

g. G-factors

Chi3 & chi4
Omega
Dihedrals ]

[T I T T T T T I T T T T T TTI
MC bonds [T T T T T T T ]
MCangles [T T
IEEEEEEEEEEE NN NN NN R R EE
[T I T I TP T I TTT I T I T TITT I TTTTITTTITTITITTTTT

Mainchain  []

Overall {1

C = cis-peptide

2QJY_06.ps



PROCHECK

Resid t e
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
g 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

- T I 2 H ]

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

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

AAABAAAAAA AAAAAABIAAATIA. BAAAAAAAAAAA — ABIAAAAAAAAAAABIAAAARIEA
T T T T T T T T T T T T T T T T T T T T
AGGGHVEDVPFSFEGPFGTFDQHQLQRGLQVYTEVCAACHGMKFVPI RSL SEPGGPEL PEDQVRAYATQFTVTDEETGEDREGK PTDHFPHSAL ENAPDL

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals ]

[T T T T T T T T T T T T T T I I T T T T T T T T T T T T I T T T T T I T TP
MC bonds [T T T T T T T T T
MCangles [T T T e e e e A T
HEEEEEEEEEEE NN NN NN NN
[T T T T T T T T T TP LT LT T T T I T T T T T T LT T T T T T T T T T T T TP TITITTTT]

Mainchain  []

Overall {1

2QJY_06.ps



PROCHECK

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

Page 42

Residue properties
2QJY

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

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

Omega abs. mean dev.
N O ©

Zeta abs. mean dev.
N A OO O

Residue number
b. Absolute deviation from mean of omegatorsion

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

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

Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

\ \ \ [TTIT]

\ I I T

\ \ \ ENEEN

\ I \ [TTIT]

\ c\ I [TITT]
101 110 115 120 125 1

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

d. Secondary structure & estimated accessibility

g NN\ e

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

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

AANBNEAA AA AN ‘ : ‘ A AAAAAAAAANL AAA A/ ‘ ‘ ‘ ‘ : ‘ : ‘ :
SLMAKARAGFHGPMGTGI SQL FNGI GGPEY | YSVLTGFPEEPPKCAEGHEPDGFYYNRAFQNGSVPDTCKDANGVKTTAGSWI AMPPPLMDDLVEYADGH

f. Max. deviation (see listing)

*
*
+
+
T
*
*
*
*+
*+
*+
*
*
+
+

g. G-factors

[ M I:I_H H H,,,J_H,,,lﬂ T

C = cis-peptide

2QJY_06.ps




PROCHECK

=
o
o

Residue properties

2QJY

Page 43

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

80
60
40
20

Chi-1 abs. mean dev.

201

210 215 220 225 230 235 240 245 250 255
Residue number

15 20 25 30 35 40

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

201

210 215 220 225 230 235 240 245 250 255
Residue number

15 20 25 30 35 40

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

201

210 215 220 225 230 235 240 245 250 255
Residue number

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

d. Secondary structure & estimated accessibility

AN — NN VN N

Key:- <™ Helix

15 20 25 30 35 40

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

O =RNANANNANNANG ——

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

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

|
T T T T T T T T T T T
DASVHAMAEDV SAFLMWAAEPKLMARKQAGFTAVMFLTVL SVLLYLTNKRLWAGVK

BAAAAAAAAAA AAAAAAAAAAATIAA
T T T T T T
GTRRDFLYYATAGAGAVATGAAVWPL | NOUNPSA

f. Max. deviation (see listing)

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

2QJY_06.ps
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Residue properties
2QJY

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

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

o) ot A A A i Tl

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

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

: : ‘ : ‘ : ‘ ‘ AAAARL AAAAAAAAAAATIAA ABAAAAAAAAAA A AAANE BAAA WA
DVQALASI| FVDVSSVEPGVQLTVKFLGKPI| FIRRRTEAD | ELGRSVQLGQLVDTNARNAN | DAGAEATDQNRTLDEAGEWLVMWGVCTHLGCSP I GGV SG

f. Max. deviation (see listing)

g. G-factors
(F;ip“ %2 E:E [ H H H HTTHHE T T e I W
Chilonl
Chi3 & chi4 I [ I [
Omega [ [ [ [T
Dihedrals  [(TTTTIT T T I T I T T LTI T T T T LT 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 I I
et P R A
Mainchain (T T T T T T T T T LT T T T LT T T T TP T T TP T T TP T T T T T T T T T
Overall [T T T T T T T T T T T T T T T T T T T T T T T I T T T T T T T I T T T T I T T TTT T T
43 5 5 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140

2QJY_06.ps
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Residue properties
2QJY

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

143

150 155 160 165 170 175 180 185

10 15 20 25 30 35 40 45
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N O ©

143

150 155 160 165 170 175 180 185

10 15 20 25 30 35 40 45
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO O

143

150

10 15 20 25 30 35 40 45

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

155 160 165 170 175 180 185
Residue number

d. Secondary structure & estimated accessibility

T — —— P AR AN e

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

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

DFGGNFCPCHGSHYDSAGR I RKGPAPENLPI PLAKFIDETTIQLG

f. Max. deviation (see listing)

+ + + + + o+
*k ok k * % * k% % * % kkxk

g. G-factors

Phi-psi |

chifehiz [T o [T IZH
Chilonly

Chi3 & chi4
Omega

Dihedrals [TTTTT
MC bonds H\}H
[1T
[1T

MCangles [
Mainchain [T

Overall [1

G| PHDHYEPRTGI EKWLHSRLPIVALAYDT IMI PTPRNLNWMWIW

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

2QJY_06.ps
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Residue properties
2QJY

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

AAAFERAAAAAA
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 (see listing)

+
+ ++ * i + * 4 + o+ * * 4 * + +
* * Kk ok Kk KRk Kk Kk ok Kk kK Kk Kk K kA k K * % *akk |k x * kx * ok k

g. G-factors

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

2QJY_06.ps



PROCHECK

80
60
40
20

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

Zeta abs. mean dev.
N A OO O

Chi3 & chi4

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

=
o
o

Page 47

Residue properties
2QJY

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

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

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

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

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

d. Secondary structure & estimated accessibility

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAR : ‘ : ‘ : ‘ AAABAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAA A AAAAAAAAAAAAAATIAAAAAA
VLPWGQMSFWGATV I TGLFGA | PGI GHS | QTWLLGGPAVDNATLNRFFSLHYLLPFV IAALVAIHIWAFHSTGNNNPTGVEVRRT SKAEAQKDTV PFWPY

f. Max. deviation (see listing)

*
Fro- B *
* o

+ +* * + + o+ o+ +x o * + FE 44 4
B 2 T T A T L A L *x k% *xx x * Kk KEE KKK KEE %

T8 . -

I I I
| HHHHHH
\ I I I
C [TITTT I
148 155 160 165 1
C = cis-peptide

2QJY_06.ps
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Residue properties
2QJY

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

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

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

: : ‘ : ARAAAA AAAAAAAAAAABIANAABAAAAAAAAAAAAAAAABIAAAAAAAAAAAAAAA  ABIAAAA ‘ : ‘
F1 IKDVFALAVVLLVFFAIVGFMPNYLGHPDNY | EANPLRTPAHIVPEWYFLPFYA | LRAFTADVWWVQIANF I SFGI | DAKFFGVLAMFGA | LVMALVP

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals [T

[1T
MChbonds  [TTT[]
MCangles [TTTTT
[1T
[1T

Mainchain [T

Overall [1

2QJY_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

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

SRV VYVVVIVVSEEDS.  of

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)

g. G-factors
Phi-psi B || 5
o i g
Chi3 & chia H o
Omega [
Dihedrals [T T T e T T T T T T EEERNEE]
MSs  CFEEFEEREEFEEFEEFEEFEEFEEFEEFEF R R R
Mainchain [T T T T T T ENEENEE|
Overall \‘\HHH‘\HH‘H\H‘\HHH\H‘HH\‘HH\‘H\CHH\HHHHHH‘H\HHHHHH\HH‘H\H‘\ NEERREN]
348 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 5
C = cis-peptide

2QJY_06.ps
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Residue properties
2QJY

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

I ENOFEESE- VI oHE- I
—/

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

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

BAAAAAA AAAAAABIAAATA BEAAAAAAAAAA — ABIAAAAAAAAAAAAAAAAIAAA AAAAAAAAAAAAAAAAAAAAANTIA
T T T T T T T T T T T T T T T T T T T T
DVPFSFEGPFGTFDQHQLQRGLQVYTEVCAACHGMKFVP | RSL SEPGGPELPEDQVRAYATQFTVTDEETGEDREGK PTDHFPHSAL ENAPDL SLMAKAR

f. Max. deviation (see listing)

+
+ * * + + *ogx + o+ * 4 + ok * + + +
* kx| ok ok kR xAkKRERAKKAE Kk KKk Kk Kk KAAKKK K KKRAKE X * kxx | xx * * %% *

Chi3 & chi4
Omega
Dihedrals [

[TTT
MChbonds  [TTT[]
MCangles [TTTT17
[TTT
[TTT

Mainchain  []

Overall {1

2QJY_06.ps
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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

=
o
o

Page 51

Residue properties
2QJY

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

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

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

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 - = i

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
Al AAAAAAAIARL BAAA AAAAAAATIAA EAAAAABAARRIAAAAAATL AAAAAAA

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)

+ +Rok g + 4+
Kk Kk K KKk A KKK PR

P
*4

+
* kK K KK * * * *k ko * *
i i

g. G-factors

CE

\ I

\ I

\ \

\ I

\ TTT]
108 115 1
C = cis-peptide

2QJY_06.ps




PROCHECK

Residue properties

2QJY

Page 52

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

& 100
% 80 -
g 60
8 401
< 201
o
208 215 220 225 230 235 240 245 250 255 15 20 25 30 35 40 45
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g °
E 6-
8 49
P 21
£
O 208 215 220 225 230 235 240 245 250 255 15 20 25 30 35 40 45
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
-g 8_
£ 67
g 4
RS
S
208 215 220 225 230 235 240 245 250 255 15 20 25 30 35 40 45
Residue humber Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
AR AAARNARNAARAR—  RAARARNARARARRN——
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
: : ‘ : : : ‘ ‘ ‘ H HAAAAAAAAAA : AAAAAAAAAAARANAAANTIRIEA
AEDV SAFLMWAAEPKLMARKQAGFTAVMFLTVLSVLLYLTNKRLWAGVK GTRRDFLYYATAGAGAVATGAAVWPL | NQUNPSADVQALAS
f. Max. deviation (see listing) .
5
T O ST T+ IS4 LSS SSSAMO IS S SO 5.5 S S S
g. G-factors
Phi-psi Il Il (T
Chil-chi2 [
i . f eriieEHd:
mega [ [T [ [
Dihedrals  [(TTT T T T T I IT T IO T I I T T T I T T I I I TT0T] T T T T T T T T T T T T I T I T T T T T T T T
MCbonds T T T T T T T T T T T A
MCangles [T T P T O T e e T T T T T T T T
Mainchain [T T T IT T I I T T T T I TP I I T IT T TT11] I T T T T T T T T T T T T T T
overdl [T I LI T LI T I T I T LI L] OO T L T T T T LT T T
208 215 220 225 230 235 240 245 250 255 15 20 25 30 35 40 45

2QJY_06.ps
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Residue properties
2QJY

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

50 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

50 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

5 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145

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

d. Secondary structure & estimated accessibility

s 10\ S — e\ e

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

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

AAAAIAAAAA ‘ : ‘ ‘ : A AAAAAAAAAAIAA BAIAAAAAAAAAA M AAANE BAAA WA AN
| FVDVSSVEPGVQLTVKFLGKPI FIRRRTEAD | ELGRSVQLGQLVDTNARNAN | DAGAEATDQNRTLDEAGEWLVMWGVCTHLGCSP | GGV SGDFGGWNVFC

f. Max. deviation (see listing)

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

g. G-factors
(F;*p]il- Scihi 2 EEEEC H H RS EE T T o W T

Chi3 & chi4
Omega
Dihedrals ]

[T TTTTTTT
MChbonds  [TTTTTTTTTT]
MCangles [T T
[TTTTTTTTTT
[TTTITTITIT

Mainchain  []

Overall {1

50 55 60 65 70 75 80 8

o1
[ o 20 Ny I I o

2QJY_06.ps



PROCHECK

Resid t .
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 20
o
150 155 160 165 170 175 180 185

Residue number
5 10 b. Absolute deviation from mean of omegatorsion
E 61
8 4
® 21
S
O 150 155 160 165 170 175 180 185

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

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

o T

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

PCHGSHYDSAGR I RKGPAPENLPI PLAKFIDETTIQLG

f. Max. deviation (see listing)

+ + + + o+
* * *x % % * % *

g. G-factors
Ave

Phi-psi . T -011
Chil-chi2 -0.14
chi3 8 s .:H @ 085
mega [T 0.56
Dihedrals  [TTT T T T T TITT I T T IIT T T T T IRITITI11] 0 0.16
VESyS  FTRHEHHETE AR A [ 8%
Mainchain  [TTT T T T T T I T IIIITTTTTT1] [0 048
Overall [T T T TTTTTITITTTTITTTTITTIT] [0 030

150 155 160 165 170 175 180 185
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Main-chain bond lengths
2QJY

C-N
(except Pro)

PROCHECK

|

123 127 131 135

(Al3)

JZ
N-CA
(except Gly,Pro)

CA-CB

156 1.60 1.64

1.48

2652

Aouanba.4

138 142 146

122 126 130 1.

111 115 119

2652

Aouanba.4

149 153 157

41 1.45

140 1.

2652

Aouanba.4

133 137 141

(Gly)

CA-C

155 159 163

&
CA-CB

1
(the rest)

1.47

139 1

2652

Aouanbali4

2652

Aouanbali4

1.64

152 156 1.

1.48

140 1.

2652

Aouanbali4

2652

CA-C
(except Gly)

CA-CB

148 152 156 1.60 164
(lle,Thr,val)

2652

fouanba.4

120 124 128 132 136 140 144

2652

fouanba.4

3 157 161 1.65

1o

N-CA
(Gly)

140 1.

2652

fouanba.4

141 145 149 1

2652

3
i
3
—
(@]
LD
wwwwwwwwwwwwwwwwwwwwwwwwwwww —
S
“““““““““““““““ S
[aN]
<
—
[o]
Lo
—
3
—
Aouanbai4
N~
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—
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—
[e))]
<
—
49
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—
<
—
N~
Lo
—
™
o
—
fouanba.4

Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.

Black bars> 2.0 st. devs. from mean.
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Main-chain bond angl .
CA-C-N CA-C-N CA-C-N
(except Gly,Pro) (Gly) (Pro)
1850 — 1850 — 1850 —
o) o) oy
5] 5] o)
> > >
g 8 8
L L L
101 106 111 116 121 126 131 100 106 111 ‘l't‘ 121 126 131 101 106 111 116 121 126 131
O-C-N O-C-N C-N-CA
(except Pro) (Pro) (except Gly,Pro)
1850 — 1850 — 1850 —
o) o) o
5] 5] o)
> > >
g 8 8
L L L
108 113 118 123 18 133 138 107 12 17 12 17 12 137 106 111 116 121 126 131 136
C-N-CA C-N-CA CA-C-O
(Gly) (Pro) (except Gly)
1850 — 1850 : : 1850 B
o) o) > :
5] 5] o) ;
> > >
8 g g |
L [ LC !
105 110 115 i% 125 130 135 107 12 107 12 17 12 1% 105 110 115 120 125 130 135
CA-C-O CB-CA-C CB-CA-C
(Gly) (Ala) (e, Thr,val)
1850 — 1850 — 1850 —
o) o) oy
5] 5] o)
> > >
g 8 8
L L L
105 110 115 120 15 130 135 95 100 105 1'!'0 115 120 125 94 99 104 109 114 119 124

Black bars> 2.0 st. devs. from mean.
Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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1850

Main-chain bond angles

CB-CA-C
(the rest)

Frequency

1850

95 100 105 110 115 120 125

Frequency

1850

Frequency

88

Black bars> 2.0 st. devs. from mean.

T
93

98 103 108 113 11

18

1850

2QJY

N-CA-C

(except Gly,Pro)

Frequency

1850

96 101 106 111 116 121 126

Frequency

100 105 110 115 120 125

N-CA-CB
(the rest)

1850

Frequency

100 105 110 115 120 125

Page 2

N-CA-C
(Gly)
3 ! !
o) ]
>
g ! !
L ! !

97 102 107 112 117 122 127

N-CA-CB
(lle,Thr,val)
o) .
o) |
>
g .
N .

96 101 106 111 116 121 126

Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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RMSdist f I ity
ARG ASN ASP
200 ; 200 ; 200 ;
150 | 150 | 150 |
g" : g : g :
8100 i 8100 i 3100 :
g | 8 | 8 |
s i s i L i
50 i 50 i 50 !
000 001 002 003 004 005 000 001 002 003 004 005 000 001 002 003 004 005
GLN GLU HIS
200 ; 200 ; 200 ;
150 | 150 | 1504 |
g s 9 s 9 s
35100 3 35100 3 51004 :
g | 8 | 8 |
s i s i L i
000 001 002 003 004 005 000 001 002 003 004 005 000 001 002 003 004 005
PHE TRP TYR
200 ‘ 200 ‘ 200 ‘
1 1 BT
150 | 1504 | 1504 |
g 3 g 3 g 3
31001 | =100 | 5100+ !
g | 8 | 8 |
s i s i L i
50_ 1 50" } 50_. 1
000 001 002 003 004 005 000 001 002 003 004 005 000 001 002 003 004 005

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.

b signifies data points off the graph in the direction shown.
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Main-chain bond lengths
CA 1540 CB CA 1525 C N 1458 CA
1.597 1.586 1.509
D Va 108 | val 44 JTrp 313
Bonds differing by > 0.05A from small-molecule values. Vaues shown: "ideal", difference, actual
Main-chain bond angles
1112 1226 1112 1125 112 1112
A VaJ 242 A Phe387 A Pro 388 B Lys 43 B Gly 137 C Ser 49 CArg 76
1125 111.2 1226 1125 111.2 111.2
C Gly 133 D VaI 242 D Phe387 DPo388 E Gly 137 F Ser 49 F Arg 76

N 125 ¢ N M2 ¢ N M2 ¢ 1 ¢ N M2 ¢ N 125 ¢

FGly 133 GTyr 9 GVa 242  GPhe3s7-GPo388  HThr 71 H Gly 137

CA N CA CA CA CA
| Va 44 I Val 44-1GIn 45 | GIn 45 | Ser 49 | Arg 76 I Leu 93
1125 111.2 N 1125 C N 111.2 © N 111.2 C N 1125 c
CA CA CA CA
| Gly 133 JVaI 242 K Gly 137 L Ser 49 L Arg 76 L Gly 133

N 2 ¢ N 112 ¢ N M2 ¢ N M2 ¢ N 125 ¢ N 112 ¢

W 121.3 100.4 W 126.1 100.

M Val 242 N Lys 43 O Ser 49 OArg 76 OGly 133 PVal 242
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Distorted geometry
2QJY

Main-chain bond angles (contd)

N 1125 cC N 111.2 C N 1112 C N 1125 c
CA CA CA CA
QGly 137 R Ser 49 R Arg 76 R Gly 133

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

Planar groups

- cB iCB ) o cB iCB
0.032 0.035 0.034 0.031 0.045 0.033

A Tyr 69 A Phe 105 A His111 A Trp 157 A Phe 166 A His212
cB cB LB ( cB . o8
0.039 0.043 0.030 0.035 0.044 0.031

A Trp 245 A Phe 269 A His291 A Phe 301 A Tyr 302 A Tyr 366
SE 2 cB cB CE cB
0.040 0.033 0.045 0.067 0.031 0.031

A Phe 367 A Trp 368 A Tyr 399 B Tyr 32 B Phe 154 B Tyr 155
cB cB cB LB 8 cB
0.042 0.032 0.036 0.033 0.034 0.046

B Trp 217 C Phe 51 D Phe 105 D His111 D Trp 157 D Phe 166
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Planar groups (contd)
LB ( cB cB B B
0.032 0.040 0.043 0.034 0.044 0.032
D His212 D Trp 245 D Phe 269 D Phe 301 D Tyr 302 D Tyr 366
cB cB ce cB cB e
0.038 0.034 0.031 0.046 0.066 0.031
D Phe 367 D Trp 368 D Phe 387 D Tyr 399 ETyr 32 E Phe 154
cB 2 c5 cB o cB
0.031 0.042 0.033 0.046 0.032 0.035
E Tyr 155 ETrp 217 F Phe 51 GTyr 9 G Tyr 69 G Phe 105
i CB cB CB . | CB ( cB
0.035 0.034 0.041 0.041 0.034 0.038
G His111 G Trp 157 G Phe 166 G Tyr 199 G His 212 G Trp 245
CB cB & & cB B
0.042 0.036 0.042 0.032 0.038 0.032
G Phe 269 G Phe 301 G Tyr 302 G Tyr 366 G Phe 367 G Trp 368
= cB cB € cB cB
0.034 0.046 0.064 0.040 0.032 0.039
G Phe 387 G Tyr 399 HTyr 32 H Trp 217 | Phe 51 JTyr 9
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Planar groups (contd)

- cB | ce ( B cB .
0.032 0.035 0.032 0.036 0.041 0.042

JTyr 69 JPhe 105 JHis111 JTrp 157 JPhe 166 JTyr 199
« ( B €3 B cB cB
0.032 0.038 0.042 0.035 0.043 0.032

JHis 212 JTrp 245 JPhe 269 JPhe 301 JTyr 302 JTyr 366
€ B cB cB B e
0.039 0.031 0.045 0.065 0.040 0.033

J Phe 367 JTrp 368 JTyr 399 K Tyr 32 K Trp 217 L Phe 14
cB - cB LB cB cB
0.032 0.032 0.035 0.033 0.032 0.041

L Phe 51 M Tyr 69 M Phe 105 M His 111 M Trp 157 M Phe 166
i ce ( cB cB cB B o8
0.032 0.039 0.042 0.037 0.041 0.033

M His 212 M Trp 245 M Phe 269 M Phe 301 M Tyr 302 M Tyr 366
St B CB cB ce e
0.037 0.031 0.044 0.062 0.035 0.032

M Phe 367 M Trp 368 M Tyr 399 N Tyr 32 N Trp 217 O Phe 51
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Planar groups (contd)
- - cB CcB B8 cB
0.058 0.033 0.034 0.033 0.034 0.041
PTyr 9 PTyr 69 P Phe 105 PHis111 P Trp 157 P Phe 166
cB ® B B e cB
0.037 0.034 0.039 0.041 0.038 0.041
P Tyr 199 PHis212 P Trp 245 P Phe 269 P Phe 301 P Tyr 302
cB ce cB cB cB B
0.033 0.038 0.031 0.046 0.061 0.035
P Tyr 366 P Phe 367 P Trp 368 P Tyr 399 QTyr 32 QTrp217
cB CB
0.030 0.032
R Tyr 17 R Phe 51

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