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Ramachandran Plot
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Plot statistics
Residues in most favoured regions [A,B,L] 2502 86.3%
Residues in additional allowed regions [a,b,l,p] 392 13.5%
Residuesin generously allowed regions [~a,~b,~l,~p] 6 0.2%
Residues in disallowed regions 0 0.0%
Number of non-glycine and non-proline residues 2900 100.0%
Number of end-residues (excl. Gly and Pro) 12
Number of glycine residues (shown as triangles) 308
Number of proline residues 232
Total number of residues 3452

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

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
2QJP
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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 (156)

Chi1-Chi2 plots
2QJP

Arg (128)
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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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Bad contacts per 100 residues %-tage of residues in most favoured regions

Standard deviation (kcal/mol)

Main-chain parameters

20JP

OOa Ramachandran plot quality assessment
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78' Measure of bad non-bonded interactions

Zg' Peptide bond planarity - omegaangle sd

0 d. Alpha carbon tetrahedral distortion
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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 2900 86.3 74.8 10.0 11 BETTER
b. Omegaangle st dev 3424 11 6.0 3.0 -16 BETTER
c. Bad contacts/ 100 residues 69 2.0 12.2 10.0 -1.0 BETTER
d. Zetaangle st dev 3144 11 31 16 -1.3 BETTER
e. H-bond energy st dev 2203 0.9 0.9 0.2 -0.4 Inside
f. Overall G-factor 3452 0.3 -0.6 0.3 3.0 BETTER
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Side-chain parameters
2QJP

a. Chi-1 gauche minus b. Chi-1 trans
50 50
8 8 a0
o4 oy
= =
5 5§ 307
B B
-2,3 -§ 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 50 d. Chi-1 pooled standard deviation
8 40 g
o4 oy
= =
§ %07 5
B B
g 201 g
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
2QJP
s 20
e
@
©
& 104
n
10 15 20 25 30 35 40
Resolution (Angstroms)
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 322 13.7 23.6 6.5 -15 BETTER
b. Chi-1 trans st dev 902 14.4 234 53 -1.7 BETTER
¢. Chi-1 gauche plus st dev 1320 14.0 22.0 4.9 -1.7 BETTER
d. Chi-1 pooled st dev 2544 14.2 22.8 4.8 -1.8 BETTER
e. Chi-2 trans st dev 801 15.2 23.6 5.0 -1.7 BETTER
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Residue properties
2QJP

a. Absolute deviation from mean Chi-1 value (excl. Pro)
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£ 601
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o
3 10 15 20 25 30 35 40 45 50 55 60 65 70 75 8 85 90 95 100
Residue number
. b. Absolute deviation from mean of omegatorsion
©
5
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&
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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

ABFAAAAL AAAAAAAATABABIAAAAAAAAAAIBARL  AAAAAAATIA
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
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall
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80
60
40
20

Chi-1 abs. mean dev.

Residue properties e
2Q0P

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

Omega abs. mean dev.
P N W s~ O

Zeta abs. mean dev.
N A OO O

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

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

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

d. Secondary structure & estimated accessibility

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

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

AAAFERAAAAAA AAAAR 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)

+
*

g. G-factors

. H M
= - " T e
H H H T
O T T T T T T T e T e T T T T T
T T T A A A T
e e
O T T T T T T
HHHH‘\HH‘HHMH\c\‘H\H‘\\H\‘HH\‘HH\‘H\HJ\H\‘\H\\‘\\\H‘\HH‘\HH‘\H\\‘HHHHHH\H‘HHHH
03 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
C = cis-peptide
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Residue properties
2QJP

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

% 100
% 80 -
g 60
8 401
< 20
o
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
g 4
E 3
g 2
o 1
S
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 number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

MANANAS — A m NNANINNANGE Al -

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

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

ABAAAR AAAAAAAAAAABIAEAAREEAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
FVIAALVAIHIWAFHSTGNNNPTGVEVRRTSKAEAQKDTVPFWPYF | | KDVFALAVVLLVFFAIVGFMPNYLGHPDNY | EANPL STPAH I VPEWYFLPFY

f. Max. deviation (see listing) :
5
Pt e taromrnt G om0 Lol e et
g. G-factors
Phi i [ NN [ I T
Aifte o e TR auitis
Chi3 & chi4 [T [ 11 [ [ [ [ ]
Omega [ [T [ [ [ [T
Dihedrals  [(TT T T T T T T IT T T T T T T IO T T LTI T T T T T T T T T TP T T TP T T LTI T T T I T I T
MCbonds T T T T T 1
MCangles [T e e P P
Mainchain (T T T T T T T T T TP T TP T T TP T T T T TP T T T T IT T I I T
Overall \‘\HHH‘\HH‘H\H‘\HHH\H‘HH\H\H‘\\HHCH\\‘HHHHH‘\HH‘\H\H\\H‘\H\\‘H\HHHHHH‘HHHH
203 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300

C = cis-peptide
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Residue properties
2QJP

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

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 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

FEEAAAA AAAAAAAAAAAAAAAATIA
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)

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

Chi3 & chi4
Omega
Dihedrals ]

[TTTTTTT]
MCbonds [T TTTTTTTT
MCangles  [TTTTTTTTT]
[TTTTTTT]
[TTTTTTTI

Mainchain  []

\
\
I 1 \
I | I
\ il \
I I I
Overall [ I [TIITTT,
303 310 315 320 3
C = cis-peptide
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Resid t -

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

. b. Absolute deviation from mean of omegatorsion
©

4
g 2
o 1
S
O 403 410 415 420 425 430 5 10 15 20 25 30 35 40 45 50 55 60

Zeta abs. mean dev.
N A OO O

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

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

VS ETV. - S SEVVVIvEEvIES:

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

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

AAABARTHAAA AAAAAAFIAAATA BAAAAAAAAAAR
YFLVILPILGA| EKPVAPPAT | EEDFNA AGGGHVEDVPFSFEGPFGTFDQHQLQRGLQVYTEVCAACHGMKFVP I RSL SEPGGPEL PEDQ
f. Max. deviation (see listing)
+
S S N S Prroa R S P EJUUU 5 % ST TE P U SUE S04 SO
g. G-factors
(F;*p]ii- -Scihiz EEE [N H H o M H::::
Chilonl
Chi3 & chi4 I [
Omega [ [T
Dihedrals [T T T T T III T IITTTTTT111] T T I T T T T T T T T T T T T T T T T T T T I T I T
MChbonds [T T T T T T T T T
MCangles [T T T T e e e e e e T T T T T T e T e T T T T T A T T T T
Mainchain [T T T T T IITT I IITITTTT11] 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 TTTT
Overall O LI I LI T OO T T L T T T T T LI LTI T T
403 410 415 420 425 430 5 10 15 20 25 30 35 40 45 50 55 60

2QJP_06.ps




PROCHECK

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

Omega 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
2Q0P

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

A V- =

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

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

VRAYATQFTVTDEETGEDREGK PTDHFPHSALENAPDL SLMAKARAGFHGRMGTG I SQLFNGI GGPEY | YSVLTGFPEEPPKCAEGHEPDGFYYNRAFQN

f. Max. deviation (see listing)

\
\
\
\
‘\ T T T

63 70 75 80 8
C = cis-peptide

a1
o O 0Ea o

2QJP_06.ps




PROCHECK

Residue properties e
2QJP

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 4
E 3
8 2
o 1
£
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

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

Chi3 & chi4

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

d. Secondary structure & estimated accessibility

e m e \N\NN\ N

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

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)

+ * * ok +
+ 4+ * * % FF Kk ok pk ok *
koK kK K

KoKk koK koK Kk K * %
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Residue properties e
2Q0P

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

& 100
%80—
g 60
8 401
< 201
o
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
g
5 4
E 3
8 2
o 1
£
© 9 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
G 4 -
RS
S
9 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 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—AARAARRAAAS ) B — N\ L
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
GTRRDFLYYATAGAGAVATGAAVWPL | NQUNPSADVQALAS| FVDVSSVEPGVQLTVKFLGKP| FI RRRTEAD | ELGRSVQLGQLVDTNARNAN | DAGAE
f. Max. deviation (seelisting) .
+ 5
T S e SO L S e St S SR T SO SO~ SC S oSN
g. G-factors
Ph [ [TH W T [ H W W TH]
Chil-chi2
chi3 8 s H:H ﬁ
Omega [T [
Dihedrals  [(TT T T TT T I T T T T T T T T T T LT T T T T T T T T T T T T T T O T T T T T T T TP T T T T T
MCbonds T T T 1
MCangles [T T e P P e P P T P T
Mainchain (T T T T T T T T T T T LT T TP T T PP T TP T TP T T T T T T T
overall [Tl T T T L I L T L LT T T LT T LT L L T T T I 1T]
9 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
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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
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
©
4
g 2
o 1
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 number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

M el e e — T

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

DEEEES

O Accessible

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

ATDQNRTLDEAGEWLVMWGVCTHLGCV P | GGV SGDFGGWFCPCHGSHYDSAGR | RKGPAPENLPI PLAKFIDETTIQLG

f. Max. deviation (see listing)

g. G-factors
i-psi H [ WA H 0 T T T T T T T T o [
Chil-chi2
Chilonly
Chi3 & chi4 I
Omega [
Dihedrals T TT T T T I T T T T T T T T O T T LT T T T T T T T T T TP T T T T T T T LTI I
ety FEEFEE A
Mainchain [T T T T T T T T T T T T TTTT T T T TP TP T TP T T TP T TT
Overall T T T T T T T T T TP T 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
109 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185

G| PHDHYEPRT

2QJP_06.ps
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Page 10

Residue properties
2QJP

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

& 100
gso—
g 60
8 401
< 201
o
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
g
5 4
€ 3
g 2
o 1
£
© 14 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
S
14 20 25 30 35 40 45 50 55 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
: ‘ ‘ ‘ ‘ ‘ : ‘ : A AAAAAAAATABNABAAAAAAAAANAL.  AAAAAAATIA ‘ :
Gl EKWLHSRLPIVALAYDT IMI PTPRNLNWWIWGVVLAFCLVLQIVTGIVLAMHY TPHVDLAFASVEHIMRNVNGGFMLRYLHANGASLFFIAVYLHIF
f. Max. deviation (see listing)
g. G-factors
Phi-psi [T INNEN
Chil-chi2
i fin ersiEE:
Omega [T [ [
Dihedrals [T T T T T T IOT T I T T T I IO T T TP T T T TP T T T TP T T T I T T TP T TP T I T T T T
MCbonds T T T T 1
MCangles [T e P P P P
Mainchain (T T T T T I T T TP TTCCTTTTT TC  TTT TT TT TPTT TTTTPT TTTTTT I TTITTTITT
overall [T LI T T LT LT T T L I LT T T T T T L L LI L T I T T T LT LTI
14 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110

2QJP_06.ps




PROCHECK

Chi-1 abs. mean dev.

Omega
Dihedrals

[
MChbonds []
MCangles []
[

Mainchain |

Overall

=
o
o

Omega abs. mean dev.
N

Zeta abs. mean dev.
N A OO O

Chi3 & chi4 H
I

Page 11

Residue properties
2QJP

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

80
60
40
20

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 AAAAR 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)

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

g. G-factors

I I
I I
\ \
I I
[ : TTT] T
114 120 125 130 1
C = cis-peptide

2QJP_06.ps
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Page 12

Residue properties
2QJP

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

d. Secondary structure & estimated accessibility

N ——— A m AN VN 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 | EANPL STPAHIVPEWYFLPFYA | LRAFTADVW

f. Max. deviation (see listing
5

G
C
Chilonl
Chi3 & chi4
Omega

Dihedrals

[

[T
[T T T T T
MC bonds [T T T[T TTTITT]
MCangles [T
[T TT T
[ITTTITTTITTTITTITT

Mainchain

Overall

C = cis-peptide

2QJP_06.ps
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Page 13

Residue properties
2QJP

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

% 100
g 80 -
g 60
8 401
< 20
o
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
g 4
E 3
g 2
o 1
S
o

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

Zeta abs. mean dev.
N

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

ABHAAAA AAAAAAAAAAAAAAANTIA AAAAAAAAAAAAAAAAAAAAAAANBAAAAA T
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+ * * koookgp kg ok +++ ++ 4k +* 4+ + + *
* % * % kK k% Kkk Kk EAKK * K * K Kk k kK K kK Kk Kk kEk*  * K kkk Kk kK Kk kK K KAKR

g. G-factors

Chi3 & chi4
Omega
Dihedrals [

[
MChbonds | }
[

MCangles |
Mainchain |

I I [ [ \

\ I H H I

\ \ ] ] \

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

2QJP_06.ps
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Resid t .

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

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

Residue number

. b. Absolute deviation from mean of omegatorsion
©

4
g 2
o 1
S
O 414 420 425 430 5 10 15 20 25 30 35 40 45 50 55 60 65 70

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO O

414 420 425 430 5 10 15 20 25 30 35 40 45 50 5 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

SEMN - avvvvmormwems yya

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

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

AANBAREAAA AAAAABIAAATIA BAAAAAAAAAAR  AAAAAAAAAAAAABAAAA
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)

kg ko ++  * + + + * Koo ok kg X4+ 4 + o+ x ++
xkx K Kk kx kK * ok ok xx * * kK x ** x Kkk Kk KkK Kx Kk

g. G-factors

Chi3 & chi4
Omega
Dihedrals [

[
MChbonds []
MCangles []
[

[

Mainchain |

Overall [

41

~
'h‘ —

2QJP_06.ps
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Residue properties
2QJP

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

% 100
g 80
£ 60
g w0
< 20
o
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
g 4
E 3
g 2
o 1
£
O 74 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170
Residue number
0 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

S A =

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
EAHA FAAA mA AAMEA A AAAMAAATL BAAATIAAATL BAAA AAAAAAAATL AAAATTIATIAA

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

f. Max. deviation (seelisting) .
* 5+
i . pr BN ey e o e h RETIea
g. G-factors
; iE . T
Gt EET I 5 . Zeiitn
Grvgn ™ H n H H HHAH
Dihedrals [T T T T T T T T T LT T LT LT T T LT T T T L T T T T LT T T T T T L T L T T
mcsps A A R
Mainchain [T T T[T TT T T T T L T L T T T T T T T T T T T T T T T L TTTITTT
Overall \HHH‘HHHH\\‘\HH‘HH\‘\HH‘\HH‘H\CH‘\HH‘H\H‘HH\‘H\HHHH\H\‘\HH‘HH\‘\HH‘HHHHH‘HH
74 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170
C = cis-peptide

2QJP_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

. b. Absolute deviation from mean of omegatorsion
©

4
£ 2
o 1
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

o AAVAASI N\ ANAANANANN—

S %

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

T T T T T T T T T T T T T T T T T
GVKTTAGSWI AMPPPLMDDLVEYADGHDA SVHAMAEDV SAFLMWAAEPKLMARKQAGFTAVMFLTVL SVLLYL TNKRLWAGVK

f. Max. deviation (see listing)

+ + + +
* % * ok px *

GTRRDFL

g. G-factors
Phi-psi . | o M ]
Aty ahaalf . o
Chi3 & chi4 I [ [ [
Omega [1 [1 [T [T
Dihedrals [T T T T T I T T T T I T I T T T T T T TP T T T T T T T T T T LTI TTT] [TTTTTT]
VEsss FTH e T FEFFEE
Mainchain (T T T T T T T T T I T T T T TP T TP T T T T T T I I TTT] [TTTTTT]
Overall G T T L T T T L T T T T T LTI )
174 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 15

2QJP_06.ps




PROCHECK

=
o
o

80
60
40
20

Chi-1 abs. mean dev.
R N W b~ O

Omega abs. mean dev.

Zeta abs. mean dev.
N A OO O

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

Page 17

Residue properties
2QJP

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

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

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

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 /e a—\-

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

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

YYATAGAGAVATGAAVWPL | NOUNPSADVQALAS| FVDVSSVEPGVQLTVKFLGKPI FI RRRTEAD | ELGRSVQLGQLVDTNARNAN I DAGAEATDQNRT

f. Max. deviation (see listing)

g. G-factors
o o [} 5 [ | EEESEE

: i i

T T T T T T T T T T T T e 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 T T I T T T T T I T T
I T T A T T A T T T T T T T O A A
e e e e e e e e e e e e e e e e T e e e e e e 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
OO L T T T T T T T L T T L L T L T T I T LT T T T
16 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115

2QJP_06.ps




PROCHECK

Resid tl .
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 80
£ 60
g w0
< 20
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
g 4
€ 3
8 21
® 11
£
© 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 number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
g g =y —m S B A
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
: ANAAAA ARANE BAAA WA AR AAAAANL AAAABIA AAAR AAAAARIAAARAAAARIINAAN ‘ ‘ :
LDEAGEWLVMWGVCTHLGCVP | GGV SGDFGGWFCPCHGSHYDSAGR | RKGPAPENLP I PLAKFIDETTIQLG G| PHDHYEPRTGI EKWLH
f. Max. deviation (see listing)
g. G-factors
Phi-psi . M [EEE | o H H [N VT T T o | RN
it RN s
Chi3 & chi4 I I [T
Omega [ [ [T
Dihedrals [T T T T T T I T T T T T T T T T IO T LT I T T T LT T T LTI T T T T I I ] [T T T TIT T TTTTT]
MC e FHHHHHHHFHH A S FHHA A
Mainchain (T T T T T T T T T T I T T T T T TP T TP T T TP T T TTT] T T ITTTITITTTT]
L0 T | T T T OO T T I LI
116 125 130 135 140 145 150 155 160 165 170 175 180 185 10 15 20

2QJP_06.ps




PROCHECK

=
o
o

80
60
40
20

Chi-1 abs. mean dev.
R N W b~ O

Omega abs. mean dev.

Zeta abs. mean dev.
N

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Page 19

Residue properties
2QJP

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

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

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

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

AAAAAAAABABABAAAAAAAAANIIARL  AAAAAAATIA
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)

g. G-factors
[ [ H
i i

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 T I T T T T
I T T A T T T T T T T T T T T T T A
O e e e e e e e e e e e e e e e e e e e e e e e e e A e e T 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
OO T L T T T T T L T L T L T T T T T T T T T
21 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120

2QJP_06.ps
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Page 20

Residue properties
2QJP

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

% 100
% 80
g 60
8 401
< 20
o
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
g
§ 4
€ 3
g 2
o 1
S
O 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

NNINNNNN— NN\~

Key:- <™ Helix

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

AABEHAAAAAA AAAAR 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

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

f. Max. deviation (see listing)

+++ + + o+ + o+ * o4 M T + + +
kK KKK EKK K Kk kKK K Kk K kKA K K Kkkk KKK Kk KxkE KK KX KX K kAR kA KK Kk

Chi3 & chi4
Omega :j

Dihedrals

MChbonds |

MCangles |

Mainchain |

Overall [

C = cis-peptide

2QJP_06.ps
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Page 21

Residue properties
2QJP

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

g 5

= 4

g 2

o 1

£

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

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

d. Secondary structure & estimated accessibility

——— N = NN AN\ S Y

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

AAAAA AAAABNBIAAAAAAABIAAAAAAAAAAAAAAAAAAAAAAAAAA  ABIAAAR AAAAAAAAANATABAABBRIAAAAAAAAAAAAABAAAAAAAAAAAA
NNNPTGVEVRRTSKAEAQKDTVPFWPYF I | KDVFALAVVLLVFFA I VGFMPNYLGHPDNY | EANPLSTPAH | VPEWYFLPFYA | LRAFTADWWVQIANF

f. Max. deviation (seelisting)

+ i 1-*+ + * 3:* * 4 + + + i + * * 44 * +:++: + +++
g. G-factors
Phi CL RN AT
A ot funiate . i
Chi3 & chi4 [T NN [ [
Omega [ NN [ [
Dihedrals  [(TTT T T I IT T T T T T T T T LT T T TP T T TP T T T TP T T T T TP T T LTI T T T
MCbonds T T T T T 1
MCangles [T P P e T P T P
Mainchain (T T T T T T T T T LTI O T T T LT T T TP T T PP T T TP T TP T T T T T T T
Overall \‘\HHHH‘\HH‘\H\\‘\\\H\CH\\‘H\H\\H\H\H‘\\H\H\\HHH‘HHHHH‘HHHHH‘\HHH\H‘HHHHH‘\
221 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320
C = cis-peptide

2QJP_06.ps
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Page 22

Residue properties
2QJP

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

& 100
gso—
g 60
8 401
< 20+
o
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
g
g 4
E 3
g 2
o 1
£
© 3 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
% 8_
£ 67
g 4
RS
S
321 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420
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
: ABBAAAA : ‘ : ‘ ‘ ‘ : ‘ ‘ A AAAAAAAAAAAAAAAAAAAAAAAABAAAAA IAAAAAAA
| SFGI| I DAKFFGVLAMFGA | LVMALVPWLDTSPVRSGRYRPMFK | YFWLLAADFV I LTWWGAQQTTFPYDWI SL IASAYWFAYFLVILPILGA| EKPVAP
f. Max. deviation (see listing)
g. G-factors
(Féﬁ{-scihiz H u | S|
Chilonly |
Chi3 & chi4
Omega i
Dihedrals [T TT T T T T I T T T T T T T T O  T  TTT T T TTT TT TT TTTTT TTT T T T T I T T T
MCbonds T T T T 1
MCangles [T e P P P T T
Mainchain (T T T T I I T T T T T IO T T C T T TP TT C TT T T TT TTPTT TTTT P T T  TTTTTT I TTITTIITT
Overall \‘\H\\H\H\\H\H\\‘\\\H\H\\‘H\H‘\\H\‘H\H‘\\H\‘H\\\‘HH\‘\H\H\\C\\‘\H\HHH‘\HHH\H‘\HH‘H\H‘\
321 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420

C = cis-peptide

2QJP_06.ps
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R . d t Page 23
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
g 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
. b. Absolute deviation from mean of omegatorsion
©
4_
8 21
® 11
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

NV - vvVE v E

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

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

AAAAARAAA AAAAAARIAAATIA. BAAAAAAAAAAR  AAAAAAAAAAAAAANBIAAARTIE [BA
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

Chi3 & chi4
Omega
Dihedrals  [TTTTTTTTT]

CITT T I T T T T T I LT [TTT T I TTITTTTT
MC bonds (I [T TTTT7TT
MCang"Sm EEEEEEENEEENEEENNENEEEEEEEN T T T A T T T T
LTI T T I T [TTTTTTT T TTITTITTT
CITTTTTT T T IT I T ITT [TTTTTTITT I TITTTTITT

Mainchain  [TTTTTTTTT]

I

I

|
Overdl  [ITTITIILL) L
421 430 5

2QJP_06.ps
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Page 24

Residue properties
2QJP

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

% 100
% 80 -
g 60
8 401
< 20
o
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
g 4
E 3
g 2
o 1
S
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 number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

N\ e e e

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

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

mA ‘ : ‘ : WA A AAAANBA A AAAAAAAANEL BAAAAAAAANL AA AAAAAAAAR AAAABIIAIAA AAAA
REGKPTDHFPHSALENAPDL SLMAKARAGFHGPMGTGI SQL FNGI GGPEY 1Y SVL TGFPEEPPKCAEGHEPDGFYYNRAFQNGSV PDTCKDANGVKTTAG

f. Max. deviation (see listing)

*******

Chi3 & chi4
Omega
Dihedrals [

[T
MChbhonds [T]
MCangles [

[T
[T

Mainchain |

Overall [

C = cis-peptide

2QJP_06.ps




PROCHECK

Resid tl .
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 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 4
£ 3
£ 2
o 1
£
© 1; 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
5 o]
£ 67
g 4
LY
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
8 AR \NANANANANS— | —NAR
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
|
éNIAMPPPLMDDLVI‘EYADGI‘-iDASV}‘-{AMAEE‘)VSAFLNWAAEPKLMARKQAéFFAVMFLTVLSVLL\‘(LTNKIL'ELWAG\‘/K GTRRDFLYYATAGA
f. Max. deviation (see listing)
g. G-factors
Chlg -Scihiz a [ [
82:%35“(: i4 [ H H:H
Omega [ [T [T
Dihedrals T TT T T T T T T T T I T T T T LT T T T T TP T T T T TP T T0]
ek R AMARENSEMERSNSEMERSESENERSSSENENSNSENSNSNSENSESES" BENSESESSESESEESREEE EHHHHHHAS
Mainchain [T T T T T T T T T T T LTI T T O TP TP T T T TP T T TP T TITT0T]
overall [T TN T T T LTI T T LT T T L I I T T LI T T T T T
181 190 195 200 205 210 215 220 225 230 235 240 245 250 255 15 20

2QJP_06.ps
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Page 26

Residue properties
2QJP

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

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 g

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

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

Chi3 & chi4
Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

2QJP_06.ps
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Resid t .
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
g 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
©
4 -
8 21
® 11
S
O 123 130 135 140 145 150 155 160 165 170 175 180 185 10 15 20 25
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N
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

= — = - - - W WVE.

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

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

: ANANN BAAA WA AN AAAAANL AAAABIA AAAN AAABABIAAARAAAARIERINAAR
LVMWGVCTHLGCVP I GGV SGDFGGNFCPCHGSHYDSAGR | RKGPAPENLPIPLAKFIDETT I QLG G| PHDHYEPRTGI EKWLHSRLPIVA

f. Max. deviation (see listing)

******

Chi3 & chi4
Omega
Dihedrals [T

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

Mainchain [T

Overall [1

2QJP_06.ps
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Residue properties
2QJP

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

% 100
% 80 -
g 60
8 401
< 20
o
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
g 4
E 3
g 2
o 1
S
o

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

AAAAAAAABAAABIAAAAAAAAANBARL.  ADNAAAAATIA 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)

g. G-factors
Ph C::
o g ine } ! e
8h|3&c i4 [ 1] [ [ [ H:,,,
mega [T [ [ [ [T
Dihedrals [T T T T T T T T T T T I T OO T T T LT T T T T T T T T T T TP T TP T T T T T T T I T T T T 1
MCbonds T T T T T T 1
MCangles [T T P P P T P T P
Mainchain (T T T T T T T T T T T T T T T TT TTTT T TP T T T TP T TP T T I TTITT I IT I TT
Overall \‘\H\\H‘\HH‘H\H‘\H\\‘H\H‘HH\‘H\\\‘\\H\‘HH\‘\\H\‘\H\\‘\\\H‘\H\\‘\\\HJH\\‘H\H‘\HH‘H\H‘HHC\‘H\

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

C = cis-peptide

2QJP_06.ps



PROCHECK

Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

Chi3 & chi4

Omega

Dihedrals [TTTTT
MChbonds  [TTT[]
MCangles [TTTT7
Mainchain  [TTT1]

[1T

Overall

=
o
o

80
60
40
20

Page 29

Residue properties
2QJP

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

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

P N W b~ O

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

N B 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

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

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

AAAAR 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)

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

2QJP_06.ps




PROCHECK

Zeta abs. mean dev.
N A OO O

Chi3 & chi4

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

Page 30

Residue properties
2QJP

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

% 100
g 80 -
g 60
8 401
< 20
o
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
g 4
E 3
g 2
o 1
S
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

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 AN A — e\ NN

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

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

EVRRTSKAEAQKDTVPFWPYF | | KDVFALAVVLLVFFAIVGFMPNYLGHPDNY | EANPLSTPAHIVPEWYFLPFYAILRAFTADWWVQIANFI SFGI ID

f. Max. deviatign (seelisting)

* + * * +
+ ok Rk g4y 3* + + + * + * * 4t * +  +F 4+ + *pk 44 4
Kk Kk KAk KKK * %k x kK k kK Kk kK ok *kk ok k ko ok ok x Kk Kk kk kK Kk KKK Kk Kk KKK KKKK  *

g. G-factors

C = cis-peptide

2QJP_06.ps
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Page 31

Residue properties
2QJP

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

& 100
gso—
g 60
8 401
< 20+
o
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
g
g 4
€ 3
g 2
o 1
£
O 328 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
S
328 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
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
AAAAAAAAAAAAANAAAAAAAAAAAAAAAA TIAAAAAAAIAAAAAA
AKFFGVLAMFGAI‘ LVMAI‘_VP\NLI‘DTSPVI‘?SGRYI‘?PMFK‘IYFWLI‘_AADF\‘/I LTW\‘/GAQQ'I"TFPYE‘)\NI SL I‘ASAYV‘\IFAYFI‘_VI LP; LGAI I‘EKPVAI‘DPATI IéED
f. Max. deviation (see listing)
g. G-factors
Phi-psi : | I
St ; g
Chi3 & chi4 [ i
Omega [
Dihedrals [T T T T I T IT T T T T T T I T CO T T L T T O T T T T TP T T T TP T TP T T T T T T T I T T T
MCbonds T T T T 1
MCangles [T e P P P T P T
Mainchain (T T T T T I T T T T T C T LT TT CTT T TTP CTPTT T TTTP P  T TTTITTTTTT I ITT I ITTT
Overall HHHHH\\H\H‘\HHH\H‘HH\H\\\‘\\HHHH‘HH\‘HHHHCHH\HHH‘\H\\HHHHH‘HHHHH‘H\
328 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425

C = cis-peptide

2QJP_06.ps
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R . d t Page 32
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
g 80
£ 60
g w0
< 20
o
428 5 10 15 20 25 30 35 40 45 50 5 60 65 70 75 80 85
Residue number
. b. Absolute deviation from mean of omegatorsion
©
4
g 2
o 1
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

N N AR

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

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

AANBAREAAA AAMAAARIAAATIA. BAAAAAAAAAAR  AAAAAAAAAAAAAANTIEAAARIA /\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)

* g + + + * * +F 4k kg *o+4 o+ X4 ko ++ ++
* * x ok x Kk K Kk Kk K KAk kKA * ko Kk kKK AKX KEKK kK * KK kK

a4

g. G-factors

Pz % . H u - H I*:r”]
Chilonly ‘

\

I

I

\

\

I

Dihedrals  [1T1]

[T T T I T ITTTTT [TT T TTITTITTT

MC bonds L T T TP T [T TP T 7T
MC angles O I I P T T T T A T T T T T T
O I ITTTTT [TTTTTTITT I TTTTITTTTT

O IT I IT I TITITTITTT [TTTTTTTT I IITITITTITTTTT]

Mainchain  [TT]

I

I

g
Overall [ [
428 5

2QJP_06.ps
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Page 33

Residue properties
2QJP

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

% 100
g 80 -
g 60
8 401
< 20
o
88 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
g 4
E 3
g 2
o 1
S
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

e Ve e m R m

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

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

: : ‘ : WA A AAAABA A AAAAAAANEL BAAAAAAAARL BAA AAAAAAAATRL AAAABIIAIIAA AAAA TAAAAAA
HFPHSALENAPDL SLMAKARAGFHGPMGTGI SQL FNGI GGPEY | Y SVL TGFPEEPPKCAEGHEPDGFYYNRAFQNGSVPDTCKDANGVKTTAGSWI AMPP

f. Max. deviation (seelisting) .
5+

+ _* + + + * + +
- * * 4 % 4 FxO* * * % + * * x4y o4 * +
* x * % * ok kk * ok x * * * ok *

g. G-factors

Chi3 & chi4
Omega
Dihedrals [

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

Mainchain  []

I
I
l
Overall [ TTTT
88 95 1
C = cis-peptide

2QJP_06.ps



PROCHECK

Resid ti .
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 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
- b. Absolute deviation from mean of omegatorsion
g
g 4
E 3
8 2
o 1
£
O 188 195 200 205 210 215 220 225 230 235 240 245 250 255 15 20 25
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
§ 8
e 6
g 4
R
S
188 195 200 205 210 215 220 225 230 235 240 245 250 255 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
IV VIV RN ANAARARNAR— L —AARAAAS
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAARAAAATE : ‘ : ‘ ‘ : ‘ ‘ ‘ : | AAAAAAAAARIA ‘
PLMDDLVEYADGHDA SVHAMAEDYV SAFLMWAAEPKLMARKQAGFTAVMFL TVL SVLLYLTNKRLWAGVK GTRRDFLYYATAGAGAVATGA
f. Max. deviation (see listing)
g. G-factors
Chii_-scihiz [TH [ H
Chilonl
Chi3 & chi4 I [
mega [T [
Dihedrals T TT T TTIT T IO T T LTI T IO T T LT T T T LTI T TP T T T TTd I T T I T I T TTITTTT]
ek R AMARENEEMERBNSENERBESENENSNSENERSNSENSNSNSSSSNSESEESESESEESRERE EH A
Mainchain [T T T T T T I T T T T T T T T T T TP T T TP T T TP T T T I T T T
overall QI R T L I T L I L L L T T LTI TT] EEEEEENEE NN AN NN R
188 195 200 205 210 215 220 225 230 235 240 245 250 255 15 20 25

2QJP_06.ps




PROCHECK

=
o
o

80
60
40
20

Chi-1 abs. mean dev.
R N W b~ O

Omega abs. mean dev.

Zeta abs. mean dev.
N A OO O

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Page 35

Residue properties
2QJP

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

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

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

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

a0\ Ea e\

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

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

AVWPL | NOUNPSADVQALAS| FVDVSSVEPGVQLTVKFLGKPI FI RRRTEAD | ELGRSVQLGQLVDTNARNAN | DAGAEATDQNRTLDEAGEWVLVMWGYC

f. Max. deviation (see listing)

+
* * 4 + *p 4
+ * * 4 +* +++ K +* 4 Fo4x 4+ 44 *okok g4y +* 4
KKk K kKKK kK * % * Kk kx Kk Ak * % % K Kk KRk KKK K kAR * * % Xk * K K kkk kk
. .

2QJP_06.ps
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Zeta abs. mean dev.
N

Page 36

Residue properties
2QJP

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

% 100
g 80 -
g 60
8 401
- 204
o

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

Residue number

. b. Absolute deviation from mean of omegatorsion
©

4
2,
g >
o 1
5

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

c. C-aphachirality: abs. deviation of zetatorsion

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 e — -

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 AAAAIA AAAR AAAABAAARAAAAREIREAAR
THLGCVP | GGV SGDFGGWFCPCHGSHYDSAGR | RKGPAPENLPI PLAKFIDETTI QLG

f. Max. deviation (see listing)

g. G-factors
Pips . [EECETTECM | o 5 T T O o | | Eve;ggg
Chilonl 0.00
Chi3 & chi4 0.52
Omega 0.60
0114 S T T T N A 0 )
VESS  FTRTTFT A 8%
Mainchain (T T I T T T T T T I T IO TI11J [0 051
Overall OO T T T T T T T I L T LT 0 O 027

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

2QJP_06.ps
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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

CA-C-N

1415

Frequency

(except Gly,Pro)

101 106 111 116 121 126 131

O-C-N

1415

Frequency

(except Pro)

108 113 118 123 128 133 138

C-N-CA
(Gly)

1415

Frequency

110 115 120 125 130 135

CA-C-O

1415

Frequency

(Gly)

105

Black bars> 2.0 st. devs. from mean.
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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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4 or ) signifies data points off the graph in the direction shown.

Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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Black barsindicate large deviations from planarity: RMS dist > 0.03 for rings, and > 0.02 otherwise.

1»

0.02 003 004 O

05

20JP

150

ASN

120

Frequency

30

000 001

150

TRP

1»

0.00 001 0.02 0.03 0.04 O.

05

150

RMS distances from planarity

ASP

Page 1

120

Frequency
8 8

000 001 002 003 004 005

150

HIS

120+

B g0
§90
B 60
(i

30+

0.00 001 0.02 0.03 0.04 0.05

TYR

11»

0.00 001 0.02 0.03 0.04 0.05

Histograms showing RM S distances of planar atoms from best-fit plane.

b signifies data points off the graph in the direction shown.

2QJP_09.ps




PROCHECK
Page 1

Distorted geometry
2QJP

Main-chain bond angles

CA CA CA CA CA
B Gly 137 CGly133 DPne3s7-DP0388  EGly 137 FGly 133 GVal 242
1226 1125 1125 1112 1226 111.2
G Phe387 GPro3s8 H GIy 137 | Gly 133 JVaI 242 JPhe 387 JPro 383 K Lys 43
1125 1125
K GIy 137 L Gly 133

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

Planar groups
B B CB CB cB CB
0.050 0.031 0.031 0.041 0.042 0.032
A Trp 43 A Trp 47 A Phe 105 A Phe 269 A Tyr 302 A Phe 320
cB 3 cB cB cB cB
0.048 0.041 0.052 0.052 0.050 0.031
A Tyr 366 A Trp 368 A Tyr 399 B Tyr 32 B Tyr 130 B Tyr 156
B CB CB CB CB CB
0.030 0.033 0.031 0.031 0.032 0.032
B Trp 217 D Trp 43 D Trp 47 D Phe 53 D Phe 166 D Phe 195
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Planar groups (contd)

s cB B cB cB cB
0.042 0.046 0.039 0.052 0.055 0.051

D Phe 269 D Tyr 366 D Trp 368 D Tyr 399 ETyr 32 E Tyr 130
cB ig [ CB cB B CcB
0.034 0.032 0.037 0.044 0.033 0.031

E Tyr 156 E Trp 217 E Phe 236 FTyr 17 G Trp 47 G Phe 166
B cB cB B cB cB
0.043 0.043 0.043 0.039 0.052 0.053

G Phe 269 G Tyr 302 G Tyr 366 G Trp 368 G Tyr 399 HTyr 32
cB cB E cB cB cB
0.048 0.034 0.031 0.058 0.036 0.036

H Tyr 130 H Tyr 156 H Trp 217 H Phe 236 | Tyr 17 JTyr 9

CB CB CB CB CB CB
0.030 0.034 0.031 0.033 0.031 0.041

JTrp 43 JTrp 47 JPhe 53 J Phe 166 JPhe 195 J Phe 269
cB cB cB 3 cB cB
0.032 0.031 0.042 0.036 0.052 0.057

JTyr 302 J Phe 320 JTyr 366 JTrp 368 JTyr 399 K Tyr 32
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Distorted geometry
2QJP

Planar groups (contd)

cs | cs | cB 2 cB
0.048 0.031 0.036 0.032 0.035
K Tyr 130 K Tyr 155 K Tyr 156 K Trp 217 L Tyr 17

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