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Ramachandran Plot
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Based on an analysis of 118 structures of resolution of at least 2.0 Angstroms
and R-factor no greater than 20%, a good quality model would be expected
to have over 90% in the most favoured regions.
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Plot statistics
Residues in most favoured regions [A,B,L] 4011 92.2%
Residues in additional allowed regions [a,b,l,p] 339 7.8%
Residuesin generously allowed regions [~a,~b,~l,~p] 0 0.0%
Residues in disallowed regions 0 0.0%
Number of non-glycine and non-proline residues 4350 1000%
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
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Ramachandran plots for all residue types
pdb6nin
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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
pdb6nin

lle (330) - Leu (456) - Lys (120)
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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
pdb6nin

. Tyr (192) . Val (408)
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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.

pdb6nin_02.ps



Page 1

Asp (234)

Asn (168)

Chi1-Chi2 plots
pdb6nin

Arg (192)
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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
pdb6nin
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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
pdb6nin

OOa Ramachandran plot quality assessment

80

60 -

40

201

Zg' Peptide bond planarity - omega angle sd

N
o
1

=
o1
1

=
o
1

Standard deviation (degrees)
ul

%-tage of residues in most favoured regions

Resolution (Angstroms)

78' Measure of bad non-bonded interactions
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Plot statistics

Comparisonvalues  No. of
) No.of Parameter Typicd Band  band widths

Stereochemical parameter datapts  value vaue  width  from mean

a. %-tageresiduesin A, B, L 4350 922 50.6 10.0 42 BETTER
b. Omega angle st dev 5136 4.6 6.0 3.0 -0.5 Inside

c. Bad contacts/ 100 residues 6 0.1 355 10.0 -35 BETTER
d. Zetaangle st dev 4716 12 31 16 -1.2 BETTER
e. H-bond energy st dev 3275 0.7 12 0.2 -23 BETTER
f. Overall G-factor 5178 0.2 -1.0 0.3 42 BETTER
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Standard deviation (degrees) Standard deviation (degrees)

Standard deviation (degrees)

Side-chain parameters

pdb6nin

a. Chi-1 gauche minus
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c. Chi-1 gauche plus

b. Chi-1 trans

10 15 20 25 30 35 40
Resolution (Angstroms)

d. Chi-1 pooled standard deviation
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Plot statistics
Comparisonvalues  No. of
) No.of Parameter Typicd Band  band widths
Stereochemical parameter datapts  value vaue  width  from mean
a. Chi-1 gauche minus st dev 494 9.5 32.7 6.5 -36 BETTER
b. Chi-1 trans st dev 1314 11.4 30.8 53 -3.7 BETTER
c. Chi-1 gauche plus st dev 2014 10.3 29.6 4.9 -39 BETTER
d. Chi-1 pooled st dev 3822 10.7 30.4 4.8 -41 BETTER
e. Chi-2 trans st dev 1212 12.6 29.0 5.0 -33 BETTER
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Residue properties .
pdb6nin

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

Chi-1 abs. mean dev.

Omega abs. mean dev.

N A D
S8 8 3 8
| I I S|

3 10 15 20 25 30 35 40 45 50 5 60 65 70 75 80 8 90 95 100

Residue number

b. Absolute deviation from mean of omegatorsion

10 15 20 25 30 35 40 45 50 5 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 55 60 65 70 75 80 85 90 95 100

Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Key:- <™ Helix

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

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

AAAAAAAATIA

AAAAABANBAANTAAAAAAAAAABAR

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)

g. G-factors
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3 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
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Residue properties
pdb6nin

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

=
o
o

D o
o O

N
o

Chi-1 abs. mean dev.
N
o

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

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
e}

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

AAAAAAAAAAA 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 PNGOMSPAVMGATV | TGLFGA | PGIGHS 1 QTWLLGGPCVDNATLNRFFSLHYLLP

f. Max. deviation (see listing)

***********************************
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C = cis-peptide
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Residue properties
pdb6nin

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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

2 b. Absolute deviation from mean of omegatorsion

16
12

N

Omega abs. mean dev.
e}

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

SANANAS — A m NNININNAANGE Al -

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

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

ERAAAA AAAAAAAAAABIAAABIAAAAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
FVIAALVAITHIWAFHSTGNNNPTGVEVRRT SKAEAQKDTVPFWPYF | | KDVFALAVVLLVFFAIVGFMPNYLGHPDNY | EANPLSTPAHIVPEWY FLPFY

f. Max. deviation (see listing) .
5
R T Tt LTt £t s TN S JOE L T S SUUN SV 2o 2 SO
g. G-factors
Ph . I |
Shilone 0 m
Chi3 & chi4 [ 1 [ I [ []]
Omega [NEENEN [EEEENEN [T | T TR
Dihedrals [T T T T T T T I T I T LT 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 T T T T I T T P T
MChbonds [T T T T T T T P P P P P P P T T P P P T P T P P T T P T PP
MCangles [T T e e e P P T T T P P T
Mainchain [T T TP TP T T T T T LT T T T T L L LT T T T T T TP LTI
Overall \‘\H\\H‘\HH‘H\HJH\\H\H‘\\H\H\\\‘\\H\‘\c\\\\‘\\H\‘\H\\‘\\\H\H\\‘\\\H\H\\‘HHHHH‘HHHHH‘H\
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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Chi-1 abs. mean dev.

Residue properties e
pdb6nin

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

N A D
S 8 8 38 8
| I I S|

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.
e}

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

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

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

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

\ I

\ I

\ \

\ \

C TT11
303 310 3

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

AABAAAA AAMAAAAAAAAAAAAAATIA. ABAAAAAAAAAAAAAAAAAAANA
T T T T T T T T T T T T T T T T T T T T
AILRAFTADWWVQIANFI SFGI | DAKFFGVLAMFGA | LVMALVPWLDTSPVRSGRYRPMFK | YFWLLAADFV | LTWWGAQQTTFPYDWI SL | ASAYWFA

f. Max. deviation (see listing)

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

g. G-factors
n

C = cis-peptide
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Resid t o
pdb6nin
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
g 80 -
g 60
8 401
< 20
6 T 1
403 410 415 420 425 430 5 10 15 20 25 30 35 40 45 50 55 60
Residue number
5 20 b. Absolute deviation from mean of omegatorsion
Ee
E 12
2 8
o 4
S
O 403 410 415 420 425 430 5 10 15 20 25 30 35 40 45 50 55 60
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4
N
403 410 415 420 425 430 5 10 15 20 25 30 35 40 45 50 55 60
Residue number Highlighted residues are those that

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

AR e

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

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

AAABABAAAA ‘ ‘ AAAAAARAAATIA BAAAAAAAAAAA  AAAAAA
YFLVILPILGA| EKPVAPPAT | EEDFNA AGGGHVEDVPFSFEGPFGTFDQHQLQRGLQVYTEVCAACHGMKFVP I RSL SEPGGPEL PEDQ
f. Max. deviation (see listing)
+
ol T % 1555 SN AU U S S
g. G-factors
bee I = . . " "
Chilonly | [T
Chi3 & chi4 h H
Omega W 0|
Dihedrals  [TTTIT T T I TT T I ITITTTT111] T T T T T T T T T T T T T T T T T I T T T T I I T I I T
MChbonds [T T T T T T T
MCangles [T T T e e e e e e T T e e T e e T T T A T T T T
Mainchain [T T T I T T IITITTTT111] T T T T T T T T T T T T T T T T T T T T T T T T T T I T TITTTTT
Overall O LI T T LI LTI OO T L T L T T T L I T T LI LTI
403 410 415 420 425 430 5 10 15 20 25 30 35 40 45 50 55 60
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Omega
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K
Page 6

Residue properties
pdb6nin

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

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

N
w

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

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

d. Secondary structure & estimated accessibility

W — i VA =

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

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

AAAAAAAATIA TAAA
T T T T T T T T T T T T T T T T T T T T
VRAYATQFTVTDEETGEDREGKPTDHFPHSAL ENAPDL SLMAKARAGFHGPMGTGI SQLFNGI GGPEY | YSVLTGFPEEPPKCAEGHEPDGFYYNRAFQN

f. Max. deviation (see listing)

+ +* 4 * 4 +* + + *ok g *o44 +
xkEk* X Kk * Kk Kk Xkk KKk K kkx ok * % Kk Kk kK ] * kkk k%

g. G-factors

O
[ : :
63 70 75 80 8
C = cis-peptide

]
(o3 m M i |
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Residue properties e
pdb6nin

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
o b. Absolute deviation from mean of omegatorsion
g
5 16
E 12
£ 8
o 4
£
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
-g 8_
£ 67
g 4
LY
S
163 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255
Residue 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
AABAAAABIAA A : ‘ ‘ ‘ AABAAAAAAAAAAAAAAAAATFAIAAAAAAA ‘ ‘ : ‘ H
GSVPDTCKDANGVKTTAGSWI AMPPPLMDDLVEYADGHDA SVHAMAEDV SAFLMWAAEPKLMARKQAGFTAVMFLTVLSVLLYLTNKRLWAGVK
f. Max. deviation (see listing)
g. G-factors
Phi-psi T N ul
i ol
Chi3 & chi4 [
mega I I [1
Dihedrals [T T T T T T T T T I T T T T T T T T T T T T T T T LT T TP T T TP T I T T T T T ]
MCbonds T T T T T P I I
MCangles [T T e P P P T
Mainchain (T T T T T T I T T T LTI T T T TP T T TP T T T TP T T TP T T T T T TTT]
Overall LT T T 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 I T T T T T IT T T T T T ITTTITTITITTT]
163 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255
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Residue properties
pdb6nin

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

N A D
S 8 8 38 8
| I I S|

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

2 b. Absolute deviation from mean of omegatorsion

16
12

N

Omega abs. mean dev.
e}

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

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

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

d. Secondary structure & estimated accessibility

C— ARARARRA RS e e A e

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

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

BEAAAAAAAAAA AAAAAAAAAAATIAA
T T T T T T T T T T T T T T T T T T T T
GTRRDFLYYATAGAGAVATGAAVWPL | NQUNPSADVQALASI FVDVSSVEPGVQLTVKFLGCPI FI RRRTEAD | ELGRSVQLGQLVDTNARNAN I DAGAE

f. Max. deviation (see listing)

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

Phi-psi
Chil-chi2 He H H n "
Chilonly

[TTT
MChbonds  [TTT[]
MCangles [TTTT7
[TTT
[TTT

Mainchain  []

Overall {1
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Resid t -
pdb6nin

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 20 b. Absolute deviation from mean of omegatorsion

Ee

E 12

2 8

o 4

S

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

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

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

EEEE R T

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

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

HAAAAAAAAAA A AAANE BAAA A Al AAAAARL AAABIAA AABIE AAAAAAAAAAAAARAIAAAA
ATDQNRTLDEAGEWLVMWGVCTHLGCVP | GGV SGDFGGWFCPCHGSHYDSAGR | RKGPAPENLPI PLAKFIDETT IQLG G| PHDHYEPRT

f. Max. deviation (see listing)

+
+ + ++ o+ +  *F* * * o4 + + + + * + +
ok kkk Xk kkkk Kk K Kk Kk kkk ok x kkkkkxkk Kk * *%k * ok k kkx Ak kk * xk k%

g. G-factors
i-psi W] || I} [ ]
e e N o
Chi3 & chi4 H 1] [T I
Omega = [0 [N O = [T
Dihedrals  BCTTTTTTTIT T T T I T TR T TP P T T P T T P T T T T P T T T T T T LTI [T TTTTT
Mc oo THHHHHFHHHHRHR R AR A FHHHH
Mainchain [T T T T T T LTI T T TP TP TP TP T TP P T L LT T T TP T LTI T T [ITTTTTTTT]
Overall T T I T T T T T T T P T I T T T I T T T T I T T T T T T T T T T ITTTITTTITTTT] CTTTTTITT
109 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 10

pdb6nin_06.ps
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Page 10

Residue properties
pdb6nin

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
o b. Absolute deviation from mean of omegatorsion
g
5 16
E 12
£ s
o 4
£
O 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
% 8_
£ 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
AAAAAAAABAAABIAAAAAAAAANTIAR
él EKWLASRLPI‘VALA\‘(DTIMI‘ PTPRI\‘ILMI\MI‘\IIV\IGV\‘/LAFCI‘_VLQI \‘/TGIVI‘_AMHY'i'PHVDI‘_AFAS\‘/EHIMI‘?NVNG(‘SFMLR\‘(LHAN(‘SASL Fl‘:IAVYI‘_HI F
f. Max. deviation (see listing)
g. G-factors
Phi-psi [T i
" ifeziazts
Gega " CHEEERE - H me _
Dihedrals [T T T T T T IO T I T T T T LT T LT T T TP T T T T T T T T T T TP T T TP T T T T T
MCbonds T T T T 1
MCangles [T e e P P P T
Mainchain (T T T T T I T T T TP T T C T TT T C TTT T TTP TTTT TTTP TTTTTTTTTTITT I ITTTT
overall [T LI T T T LT LTI T T L I LT T T T T L L LT L T T T T I LTI T[]
14 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110

pdb6nin_06.ps
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Residue properties
pdb6nin

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
e}

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

AAAATAAAAAAA AAAAR AAABAAAAAAAAAAAAAAAAAAAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
RGLYYGSYKAPREVTWIVGML | YLAMMATAFMGYVL PNGQMSPWGATV | TGLFGA | PGI GHS I QTWLLGGPCVDNATLNRFFSLHYLLPFVIAALVAIHI

f. Max. deviation (see listing)

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

g. G-factors

Phi-psi H
Chil-chi2
S, i
13 & chi
[

Omega
Dihedrals

[
[
[T
MChbonds []
MCangles []
[T

[1

Mainchain

]

|

]

c
Overall [

O N O mE T
T
T

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

pdb6nin_06.ps
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Page 12

Residue properties
pdb6nin

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

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

20
16
12
8
4

Omega abs. mean dev.

Zeta abs. mean dev.

Residue number
b. Absolute deviation from mean of omegatorsion

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

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

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

214 220 225

Residue number Highlighted residues are those that

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

SN m N A N e N\

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

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

ERAAAA AAAAAAAAAAATIAAATBAAAAAAAAAAAAAAAATIAAAAA
T T T T T T T T T T T T T T T T T T T T
WAFHSTGNNNPTGVEVRRT SKAEAQKDTVPFWPY F 1 | KDVFALAVVLLVFFA | VGFMPNYLGHPDNY | EANPL STPAHIVPEWYFLPFYA | LRAFTADVW

f. Max. deviation (seelisting)
5

+ o+ . +
x4 x x bk gxk * * *
*x x x x Kk Kk K KKK KARKKKAKE Kk *

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

g. G-factors

EENEECERED

C = cis-peptide

pdb6nin_06.ps
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Residue properties
pdb6nin

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

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

2 b. Absolute deviation from mean of omegatorsion

16
12
8
4

Omega abs. mean dev.

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

=
o

Zeta abs. mean dev.
N A OO

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

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

AAAAAANAAA AABIAAAA AAAAA AAAAAAAAAAAAAAAAA ABAAAAANAAAAAAAAANAAAALN  ADAANAAAAAAAAAAAAAAAAAAANTIANAAAA [T
VVQIANFI SFGI | DAKFFGVLAMFGA | LVMALVPWLDTSPVRSGRYRPMFK | YFWLLAADFV | LTWGAQQTTFPYDWI SL I ASAYWFAYFLVILPILGA

f. Max. deviation (see listing)

+ +
+ + o+ kx + * + o+ + 4+ * 4 + 4 x
***** K kkk kK K kK AKEKX * * * k% *x x * Kk ok kk K kkkk k% * %

Chi3 & chi4
Omega [0
Dihedrals [

[
MChbonds | }
[

MCangles |
Mainchain |

I I [ [ 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

pdb6nin_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
o b. Absolute deviation from mean of omegatorsion
g
5 16
E 12
£ 8
o 4
£
O 414 420 425 430 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
G 4 -
LY
T
N | _.I_ 1
414 420 425 430 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
R i ENAVAVA R e~V i
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAABARIAAAA ‘ : AAAAAARAAATIA BAAAAAAAAAAA  ABAAAAAAAAAAAAAAAA
| EKPVAPPAT | EEDFNA AGGGHVEDVPFSFEGPFGTFDQHQLQRGLQVYTEVCAACHGMKFVP I RSL SEPGGPEL PEDQVRAYATQFTVT
f. Max. deviation (see listing)
g. G-factors
Eﬁ{-scihiz [ A [l [ [l
h3e%ia
Omega :h |
Dihedrals BT T T T ITTTITTT] T T T T T T T T T T T T T T T T T T T T T T T A T I T T
MCages EHHHH A A A A A A A A A A
Mainchain  [TTTTTTITITTTIIT1] 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
Overdl  FITTTILITIILIITLT] OO T T L T T T T I T T I T L T T LTI T I T T[T 1T
414 420 425 430 5 10 15 20 25 30 35 40 45 50 55 60 65 70

pdb6nin_06.ps
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Residue properties
pdb6nin

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

=
o
o

D o
o O

Chi-1 abs. mean dev.
N D
o O

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

2 b. Absolute deviation from mean of omegatorsion

16
12

Omega abs. mean dev.
H 00

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

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

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

d. Secondary structure & estimated accessibility

S v Nmaaa =

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

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

T T T T T T T T T T T T T T T T T T T
DEETGEDREGKPTDHFPHSAL ENAPDL SLMAKARAGFHGPMGTGI SQL FNG I GGPEY | Y SVLTGFPEEPPKCAEGHEPDGFYYNRAFQNGSVPDTCKDAN

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

Chi3 & chi4
Omega l:ji] I H D HES [ u INERE
I I
[ [
[ [
[ [
[ I

Dihedrals

MC bonds
MC angles

[
[
[

Mainchain  [T17]
[TTT
T

Overall

I
I
\
I
1
74 80 85
C = cis-peptide

pdb6nin_06.ps
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Resid ti .
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 201
o
174 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 15
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 16
E 12
£ 8
o 4
£
O 174 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 15
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
-g 8_
£ 67
G 4 -
LY
S
174 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 15
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
L R AAAAYUR \NNNNANNP— G
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAFAAAAAAAAAAAAAAAAATIATIAAAAAAA |
éVKTTAéSNIAMPPPLMDDLVI‘EYADGIliDASVHAMAEE)VSAFLNWAAI‘EPKLMARKQA(‘BFTAVI\‘/IFLTVI‘_SVLL\‘(LTNKI‘QLWAG\‘/K GTRRDFL
f. Max. deviation (see listing)
g. G-factors
Phips_ W o b
= i
mega CH [ :i:::
Dihedrals  [(TT T T T T T T T IO T T T T LT T T T T T T T T P T LTI T IT T I T TTIT] [TTTTTT]
ek R AMARENBEMERSESENERBSSENERSNSENERSSSENSRSNSENSNSSSESSNSSSESSNSESESSESESEERERE HHHH
Mainchain (T T T T T T T T T I T T T T T T TP TP T T P T T T TT] [TTTTTT]
overall [T T T LI LT T LI L T T T T T T I T L T T L T T T LI T TT] EEEEREN]
174 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 15

pdb6nin_06.ps




PROCHECK

Page 17

Residue properties
pdb6nin

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

H
o ©
3 3 8

Chi-1 abs. mean dev.
N D
o O

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

2 b. Absolute deviation from mean of omegatorsion

16
12

Omega abs. mean dev.
e}

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

d. Secondary structure & estimated accessibility

NN e = A S\

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

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

AAAAAATIA AAAAAAAAAAATIAA  ANBIAAAAAA
T T T T T T T T T T T T T T T T T T T T
YYATAGAGAVATGAAVWPL | NQUNPSADVQALASI| FVDVSSVEPGVQLTVKFLGCPI FI RRRTEAD | ELGRSVQLGQLVDTNARNAN | DAGAEATDQONRT

f. Max. deviation (see listing)

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

%
S
N

]

1=
=
|

Chi3 & chi4
Omega
Dihedrals [

[TTTTTTTTITTTITITT
MC bonds [T T T[T T T T TTT]
MCangles [T
[TTTTTTTTITTITTITT
[TTTTTTTITTTITIITT

Mainchain  []

Overall 1

pdb6nin_06.ps




PROCHECK

Resid t -
pdb6nin

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

116 125 130 135 140 145 150 155 160 165 170 175 180 185 10 15 20

Residue number
5 20 b. Absolute deviation from mean of omegatorsion
Ee
E 12
£ s
o 4
S
O 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

g
g 4
N

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

i ) Cn e— —

Key:- <™ Helix

K L~ Ro

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

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

‘ A AAABEL BAAA A Al AAAAATL AAABIAA AABIE AAAAAAAAAAAAARAIAAAA
LDEAGEWLVMWGVCTHLGCVP | GGV SGDFGGWFCPCHGSHYDSAGR I RKGPAPENLPI PLAKFIDETTIQLG

f. Max. deviation (see listing)

++ o+ * oo o+ * o4 + + + *ox *+
Kk kKR kK K Kk kK Kk k Kk KKk KKk Kk K Kk kK kK kkk K

g. G-factors

i-psi
Chil-chi2 1]
Chi3 & chi4 H
Omega
Dihedrals ]

[T T T T T T T I T [T T T T T T
MC bonds [T T T T T T T T T T T
MCangles [T T T T
[T T T I T T T I T T T T T IITTT
[T T I T I T T T T I T TP I T T T I T I T IT T ITIT

Mainchain  []

Overall {1

AAAAAAAATA
T T T
G| PHDHYEPRTGI| EKWLH

pdb6nin_06.ps
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Residue properties
pdb6nin

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

Omega abs. mean dev.
e}

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

AAAAABAABAAABAAAAAAAAANTIAR
T T T T T T T T T T T T T T T T T T T T
SRLPIVALAYDT IMI PTPRNLNWMWIWGVVLAFCLVLQIVTGIVLAMHYTPHVDLAFASVEH IMRNVNGGFMLRYLHANGASLFFIAVYLHI FRGLYYGS

f. Max. deviation (see listing)

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

Phi-psi _ [

. T
Smags 4 o 28 EEE -
Dihedrals [I

T T T T T T T T T T LTI T T T T T I T T T T LT T T T TP T T T T ITTT
MC bonds [T T T T T T T
MCangles [T T e e
IEEEEEEEEEEE NN NN R R R RN
IEEEEEEEEEE NN NN R R RN

Mainchain  []

Overall [1

pdb6nin_06.ps
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=
o
o

80
60
40
20

Chi-1 abs. mean dev.

121

20
16
12

Omega abs. mean dev.
e}

=
o

Zeta abs. mean dev.
N A OO

121

Page 20

Residue properties
pdb6nin

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

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

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

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

ININININNNN— NN\

Key:- <™ Helix

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

AAABAAAAAAA AAAAR AAABAAAAAAAAAAAAAAANAANAAAAAAAAANAAAA
T T T T T T T T T T T T T T T T T T T T
YKAPREVTWIVGML | YLAMMATAFMGYVL PNGOMSFWGATV | TGLFGA | PGI GHS | QTWLLGGPCVDNATLNRFFSLHYLLPFVIAALVAIHIWAFHSTG

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

f. Max. deviation (see listing)

g. G-factors
Phips  CTT 0
Sfee HP 1 .
Gmega " - SRER HTEE" | BT
Dihedrals [T TTTTIT T T T I T PTG T T T LT T T T T T LTI T T T T T T LT TP T T T T T P TP LT T T T T T T T T ]
MC bonds [T A T P T P P T P T P P T T P T P P P P T P P P T T
MCangles [T T T T T P T T P T T P T P T P T T T P P T T T T T
Mainchain [T T T T T T TP T P TP T T T T T L LT T T T T P T LT T T T T TP L TP TP T TP PP PP T T T
Overdll \‘\HC\\H\\‘\HH\H\\‘H\H‘\HH‘H\H‘\\H\‘H\H‘HH\‘H\\\‘\\H\‘HH\‘\\H\‘\H\H\\H‘\HH‘H\H‘\HH‘H\H‘\
121 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
C = cis-peptide

pdb6nin_06.ps
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Page 21

Residue properties
pdb6nin

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

2 b. Absolute deviation from mean of omegatorsion

16
12

N

Omega abs. mean dev.
e}

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

=
o

Zeta abs. mean dev.
N A OO

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

= R NN NN N e NN\ S Y

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

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

ERAAAA AAAAAAABAAABIAAABAAAAAAAAAAAAAAAATIAAAAAAAAAAAN
T T T T T T T T T T T T T T T T T T T T
NNNPTGVEVRRT SKAEAQKDTVPFWPY F | | KDVFALAVVLLVFFA | VGFMPNYLGHPDNY | EANPLSTPAHIVPEWYFLPFYAILRAFTADWWVQIANF

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega NN EEEEE
Dihedrals [

[T T T T I
MC bonds [T T T T T T TT]
MCangles [T T
[T T IIITTTTT
[T IT T

Mainchain  []

Overall {1

C = cis-peptide

pdb6nin_06.ps
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Page 22

Residue properties
pdb6nin

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

& 100
%80
£ 60
g w0
< 20
o
321 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 167
E 12-
8 8-
S 4-
£
© 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
o
5 o]
£ 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
| SFGI| | DAKFFGVLAMFGA | LVMALVPWLDTSPVRSGRYRPMFK I YFWLLAADFV | LTWWGAQQTTFPYDWI SL I ASAYWFAYFLVILPILGA | EKPVAP
f. Max. deviation (see listing)
g. G-factors
(Féﬁ{-scihiz [l [ 5
Chilonly |
Chi3 & chi4 i
Omega [
Dihedrals [T TT T TT T I T T T T T T T T O T T T T T O T T T T T T T T T T T T T T T I T I T T T T T
MCbonds T T T T 1
MCangles [T e P P P T
Mainchain (T T T T T T I T T T TTT T T O T TP T T T T TP T T TP T T T T IT T TITTT
Overall \‘\H\\H\\‘\HH\H\\‘H\H\HH‘H\H‘\\H\‘H\H‘HH\‘H\\\‘\\H\‘HH\‘\\\c\\‘\H\\‘\\\H‘\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

pdb6nin_06.ps
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Page 23

Residue properties
pdb6nin

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

& 100
% 80 -
g 60
8 401
< 20+
o
421 430 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 16
E 12
£ 8
o 4
£
© 4 430 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
% 8
e 6
g 4
R
S
421 430 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
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
AAABARIAAAA ‘ : AAAAAARAAATIA BAAAAAAAAAAA  ABAAAAAAAAAAAAAAAAAAAA_ AA
PAT | EEDFNA AGGGHVEDVPFSFEGPFGTFDQHQLQRGLQVYTEVCAACHGMKFVP I RSL SEPGGPEL PEDQVRAYATQFTVTDEETGED
f. Max. deviation (see listing)
g. G-factors
(Féﬁ{-scihiz A [l [ [l
Chilonly
Chi3 & chi4
Omega |
Dihedrals  [TTTTTTTTT] 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
MCages T EHHHH A A A A A A A A A A A A AR
Mainchain  [TTTTTTTTT] T T T T T T T T T T T T T T T T T T T T T T T T I T T T T T T T
Overal  [TTTIITTIT] O T T T L T L T T L T L T LT T T LTI T I
421 430 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80

pdb6nin_06.ps




PROCHEC

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

20
16
12

Omega abs. mean dev.
e}

Zeta abs. mean dev.
N

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

K
Page 24

Residue properties
pdb6nin

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

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

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

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

- R~ 1 CEEe

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

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

AAAAAAAATIA BAAA
T T T T T T T T T T T T T T T T T T T T
REGKPTDHFPHSAL ENAPDL SLMAKARAGFHGPMGTGI SQLFNG I GGPEY | Y SVLTGFPEEPPKCAEGHEPDGFYYNRAFQNGSVPDTCKDANGVKTTAG

f. Max. deviation (see listing)

g. G-factors

. : .
u “ERCEER | | WEES | - S| i S ENA|
I T T T I T T I T T T T T T T T T I T T T T T T T A T T T BT T T T T T T T T T T I T T I I T
I T T A T T T A T T T T T T T T T A
e e e e e e e e e e e e e e e e e e e e e e e e e T T T e 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 I T I T T T T T T
\‘\H\\H\HHH‘\HH‘\\\H‘\H\\‘H\CH‘HHHHH‘HH\H\\H\H\‘\H\\‘HHHHH‘\\\H‘\HH‘HHHHH‘H\H‘\
8l 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180
C = cis-peptide

pdb6nin_06.ps




PROCHECK

'—\
o ©
3 3 8

Chi-1 abs. mean dev.
N D
o O

Residue properties
pdb6nin

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

Page 25

181 190 195 200 205 210 215 220 225 230 235 240 245 250 255

20
16
12

Omega abs. mean dev.
e}

=
o

Zeta abs. mean dev.
N A OO

Residue number
b. Absolute deviation from mean of omegatorsion

15 20

181 190 195 200 205 210 215 220 225 230 235 240 245 250 255

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

15 20

181 190 195 200 205 210 215 220 225 230 235 240 245 250 255

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

d. Secondary structure & estimated accessibility

15 20

R WAV NARNANANARNAARN— M= AARRy

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

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

|
éNIAMPPPLMDDLVI‘EYADGIliDASV}liAMAEE)VSAFI‘_M\NAAI‘EPKLMARKQAéFTAVMFLTVLSVLL\‘(LTNKI‘QLWAG\‘/K GTRRDFLYYATAGA
f. Max. deviation (see listing)
g. G-factors
Phi-psi . N H [T [
Chil-chi2
i d i -
mega [1 [ [T [T
Dihedrals  CTT T T T TIT TI T T T T LTI T T T LT T T T TP T T TP T T LTI T0] [T T T T
VEwss T T CEFEFHD
Mainchain [T T I T T T T T T L T T T T T T T T T T LT T T
Overall LTI T T LTI T T T T T T T LI T I T T T I T IT T I I IT T T ITTTITIT T CITTITITTTTIT]
181 190 195 200 205 210 215 220 225 230 235 240 245 250 255 15 20

pdb6nin_06.ps
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Residue properties
pdb6nin

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.
e}

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

23 30 35 40 45 50 55 60 65 70 75 80 85 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 e NN

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

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

AAAAAATIA AAAAAAAAAAATIAA  ANBIAAAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
GAVATGAAVWPL | NQUNPSADVQALASI FVDVSSVEPGVQLTVKFLGCPI FI RRRTEAD | ELGRSVQLGQLVDTNARNAN | DAGAEATDQNRTLDEAGEW

f. Max. deviation (see listing)

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

993
Z
SS
2%
|
SRR
i
i
.

Chi3 & chi4
Omega
Dihedrals [T

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

Mainchain [T

Overall [1

pdb6nin_06.ps



PROCHECK

Resid tl e
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
g 80 -
g 60
8 401
< 201
o
123 130 135 140 145 150 155 160 165 170 175 180 185 10 15 20 25
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 167
E 12-
g 8-
P 41
£
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
5 o]
£ 67
g 4
LY
S
123 130 135 140 145 150 155 160 165 170 175 180 185 10 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
e T — e © AN
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 AAARIAA AARE AAAAAAAAARNAAARIABIAAAA
LVMWGVCTHLGCVP | GGV SGDFGGWFCPCHGSHYDSAGR | RKGPAPENLPI PLAKFIDETTIQLG G| PHDHYEPRTGI EKWLHSRLPIVA
f. Max. deviation (see listing)
g. G-factors
Phi-psi . EEEE- NN | o H H T
St e -
Chi3 & chi4 H [[]
Omega [ [ HEED [
Dihedrals [T TT I TT TIT T T T I T IO T T T T T I T I I T T I T T T LTI T T I 01] T T T T I T T T IT TT
MCbonds T T T T T T T T I T
MCangles [T T T P P T P P AT T e T
Mainchain [T T T T T T T T T LTI T TP T TP T T T IITT1] T T T T TTT
overdll [T I T T T T T L T L T T T LT LI T LT T T T T] OO I T LI LTI ]
123 130 135 140 145 150 155 160 165 170 175 180 185 10 15 20 25

pdb6nin_06.ps
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Residue properties
pdb6nin

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

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

N
o

I
N O

N

Omega abs. mean dev.
e}

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

AAAAABAABAAABAAAAAAAAANTIAR AAAATAAA
T T T T T T T T T T T T T T T T T T T T
LAYDT IMI PTPRNLNWMWIWGVVLAFCLVLQIVTGIVLAMHYTPHVDLAFASVEH IMRNVNGGFMLRYLHANGASL FFIAVYLHI FRGLYYGSYKAPREV

f. Max. deviation (see listing)

g. G-factors
Phi-psi £ 1]
: ; e e
Gmega Ha mmn 5 o H ms in " “amn
Dihedrals [T T T TI T T 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 T T T T T T T I T T I T T T )
MCbonds T T T T T T
MCangles [T P P P P
Mainchain (T T T T T T T T T T T T TP T T T O T TP TP T T TP T TP TP T T T T T T T
Overall \‘\H\\H‘\HHH\H‘\H\\H\H‘HH\‘H\\\‘\\H\‘HH\‘\\H\‘\H\\‘\\\H‘\H\\‘\\\HJH\\‘H\H‘HH\‘H\HHHC\‘H\

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

C = cis-peptide

pdb6nin_06.ps
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Residue properties
pdb6nin

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

=
o
o

D o
o O

N
o

Chi-1 abs. mean dev.
N
o

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

2 b. Absolute deviation from mean of omegatorsion

16
12
8
4

Omega 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

c. C-aphachirality: abs. deviation of zetatorsion

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

NNINININNNN—ANNNN\S
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 PMGQMSPWGATV | TGLFGA | PGIGHS I QTWLLGGPCVDNATLNRFFSLHYLLPFVIAALVAIHIWAFHSTGNNNPTGV

f. Max. deviation (see listing)

+* 4+ ++ + + ++ +* + ++ Y+ o+ * + gk
Kk Kk Kk K kR k kA kKA RKAK K kkkKKK K Kk K xk kk*k X kkk Kk ko

g. G-factors

Chi3 & chi4
Omega H
I
[
[
[
I

H
B

Dihedrals  [TTTTTITTTTTTITTITT]
MC bonds [T T T T T T T
T T
[T I
[TTTTITTTTTITIITIT

MCangles []
Mainchain  []

Overall

993
=
EE;
N
O H O mETm
T
T

of O o

pdb6nin_06.ps
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Page 30

Residue properties
pdb6nin

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

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

N
o

I
N O

N

Omega abs. mean dev.
e}

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

d. Secondary structure & estimated accessibility

A= NN — e\ A

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

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

ERAAAA AAAAAAABAAABIAAABAAAAAAAAAAAAAAAATIAAAAAAAAAAANAAA  AAT
T T T T T T T T T T T T T T T T T T T T
EVRRTSKAEAQKDTVPFWPYF | | KDVFALAVVLLVFFA|VGFMPNYLGHPDNY | EANPLSTPAHIVPEWYFLPFYAI LRAFTADWWVQIANF I SFGI ID

f. Max. deviatign (seelisting)
5

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

Chi3 & chi4
Omega AT INERED
Dihedrals ]

[TTTTTTT T T I T I
MC bonds [T T[T T T T I TTT]
MCangles [T
[TTTTTTTTITTITTITT
[TTTITTITTTITTTIT]

Mainchain  []

Overall {1

I

I

\

I

\
228 235 240 2
C = cis-peptide

pdb6nin_06.ps
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Page 31

Residue properties
pdb6nin

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.
e}

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

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

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

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

AAAA AAAAA  ADAAAAAAAAAAAAAAATIA ABAAAAAAAAAANAAAANAAAAA  AAAAAAAANAAAAAAAAAAAAAAATAAAAA BRABAAAAAAAAAAA
AKFFGVLAMFGA | LVMALVPWLDTSPVRSGRYRPMFK | YFWLLAADFV | LTWWGAQQTTFPYDWI SL IASAYWFAYFLVILPILGA| EKPVAPPAT | EED

f. Max. deviation (see listing)

+ +
+ 4 ** + + o+ ++ * 4 + +*x * 4
I Kkk kR kA Kk Kk Kk Kk k kkkk  k*  kkk kkx K AKEKKKKKE X

g. G-factors

Chi3 & chi4
Omega
Dihedrals [T

[TT
MC bonds H\}H
[1T
[1T

MCangles [
Mainchain [T

Overall [1

C = cis-peptide

pdb6nin_06.ps
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Residue properties
pdb6nin

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

& 100
%80—
g 60
8 401
< 20+
o
428 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 167
E 12-
8 81
5 4]
£
O 48 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
% 8_
£ 67
g 4
RS
S
428 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
N P:%%%—I-;M{H:M%ﬁ e —
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAABARIAAAA ‘ ‘ AAAAAARAAATIA BAAAAAAAAAAA  ABAAAAAAAAAAAAAAAAAAAA_ A ‘
FNA AGGGHVEDVPFSFEGPFGTFDQHQLQRGLQVYTEVCAACHGMKFVP I RSL SEPGGPEL PEDQVRAYATQFTVTDEETGEDREGKPTD
f. Max. deviation (see listing)
g. G-factors
Chii_-scihiz % A [l [ [l
Chilonl I
Chi3 & chi4 H
mega | [0 0
Dihedrals  [1TT1] T T T T T T T T T T T T T T T T T T T P T T T I T T T T T T T T T T T T T T T T I T
MC bonds T T T T T
MC angles e e e e e e e e e e e e e T T T e T e e T e e T T T T T T
Mainchain  [TT] 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 TTT
ovedl  [TT] O L T L T T T T T T I L T T I L LI T T I T I T LI T 11
428 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85

pdb6nin_06.ps




PROCHEC

N A D
S 8 8 38 8
| I I S|

Chi-1 abs. mean dev.

20
16
12

(o]

Omega abs. mean dev.
N

=
o

Zeta abs. mean dev.
N A OO

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

K
Page 33

Residue properties
pdb6nin

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

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

88

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

95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185
Residue number Highlighted residues are those that

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

Vot e m

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

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

AAAAAAAATIA TAAA
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

88

f. Max. deviation (see listing)

g. G-factors

1 ° 8k

ERRAE o RN | W i ENEH| m

T I T T I I T R T T T T T T I T T T T T T T T T LTI T I T T T T I T T I T T T I I T T TT
I T T A 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 P T T T T P T T
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T I T I T T T T T T
\‘\H\\H‘\HH‘H\H‘\H\\‘H\CH‘HH\‘H\\\‘\\H\‘HH\‘\\H\‘\H\\‘\\\H‘\H\\‘\\\HJH\\‘H\H‘HH\‘H\H‘HH\‘H\
88 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185
C = cis-peptide

pdb6nin_06.ps




PROCHECK

Resid tl o
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
o b. Absolute deviation from mean of omegatorsion
g
g 16
£ 12
£ 8
o 4
£
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
LR
S
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
e AN — NN N N Y N T 2 VY VAV
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AARNAAABIAAA A : ‘ : ‘ ‘ : ‘ : ‘ ‘ | HAAAAAAAAAA ‘
PLMDDLVEYADGHDA SVHAMAEDV SAFLMWAAEPKLMARKQAGFTAVMFLTVL SVLLYLTNKRLWAGVK GTRRDFLYYATAGAGAVATGA
f. Max. deviation (see listing)
g. G-factors
Phi-psi . T T H W] [
Chil-chi2
i i :
mega H [T i [T
Dihedrals I TTIT T T T T T T T T T T T TP T OO TP T T T TP T T T LTI 0] [T T T T T TTIITTTT]
MCope FHHHHHHHHHHH A ENANENANEEEEEREREREEE
Mainchain (T T T T T T T T T T T T T T T T T TP T T T T TP T T T T I T T T
overall [T LI T T T T L L L T T LT LTI ] EEEEEENEE NN AN NN
188 195 200 205 210 215 220 225 230 235 240 245 250 255 15 20 25

pdb6nin_06.ps




PROCHECK

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

20
16
12

Omega abs. mean dev.
H 00

Zeta abs. mean dev.
N

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Page 35

Residue properties
pdb6nin

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

30 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

30 35 40 45 50 55 60 65 70 75 80 85 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

R g == A e\

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

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

AAAAAATIA AAAAAAAAAAATIAA  ANBIAAAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
AVWPL | NOUNPSADVQALAS| FVDVSSVEPGVQLTVKFLGCPI FI RRRTEAD | ELGRSVQLGQLVDTNARNAN | DAGAEATDQONRTLDEAGEWLVMWGVC

f. Max. deviation (see listing)

g. G-factors

H M H H NN

[

IH H NN [NEE NIRRT [ H o
T T T T T A T T T e T T T T T T T T T T A T T T T T T T T T T T T I T
I T T T T T T T A T T T T T T T A I
A e e e e e e e e e e e e e e e e e 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 I T T T T T T T
OO T T T L T T L T T T T T T T T T LT T I T T T )
30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125

pdb6nin_06.ps




PROCHECK

Residue properties

pdb6nin

Page 36

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

& 100
% 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
o b. Absolute deviation from mean of omegatorsion
g
£
)
<
@
g
£
O 130 135 140 145 150 155 160 165 170 175 180 185 10 15 20 25 30
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
S
130 135 140 145 150 155 160 165 170 175 180 185 10 15 20 25 30
Residue 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
AN AL WA AN AAAAAR AAABAA AABE AAAAAAAAARAAAARAIAAAA
THLGCVPI| GGV SGDFGGNFCPCHGSHYDSAGR | RKGPAPENLPI PLAKFIDETTIQLG G| PHDHYEPRTGI EKWLHSRLPIVALAYDT IM
f. Max. deviation (see listing)
g. G-factors
Eibeno [T . u u u n i
3 ‘
Omega I:H H B t:::l [l [NEN
Dihedrals [T TT T T TITT T T T I T IO IO T I LI T I T T T I T T T T T I 11 T T T T T T T T T T T T T T T T T
MCbonds T T T T T I T T T A
MCangles [T T T T P P T AT e e A e e
Mainchain [T T T T T I T T I T T T T I T TP TIT IO TT 1T T T T I T T I T T T
Overall T T T T T T I T T T T T T T I T TP T T IT T T ITT T ITTTTITTITTT] T ITT T I T IT T T AT ITTTITTTT]
130 135 140 145 150 155 160 165 170 175 180 185 10 15 20 25 30
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=
o
o

80
60
40
20

Chi-1 abs. mean dev.

20

Omega abs. mean dev.

Zeta abs. mean dev.
N

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Page 37

Residue properties
pdb6nin

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

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

b. Absolute deviation from mean of omegatorsion

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

c. C-aphachirality: abs. deviation of zetatorsion

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

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

d. Secondary structure & estimated accessibility

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

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

AAAAAAATAAAAA AAAAAFAABAAABAAAAAAAAANTIAR AAAATAAAAAAA
T T T T T T T T T T T T T T T T T T T T
| PTPRNLNWMWIWGVVLAFCLVLQIVTGIVLAMHY TPHVDLAFASVEH IMRNVNGGFMLRY LHANGASLFFIAVYLHI FRGLYYGSYKAPREVTWIVGVL

f. Max. deviation (see listing)

g. G-factors
. C

: G
EEEEC \h [ [ \h i\ H
T T T T T T T T T T T T T T T T A T T T T I T T T T T T e T ITTTT]
T T T T T T T T T T T T T A
A e e e e e e e e e e e e e e e e e e e e e e e e A e P T T T T P T T
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T I T I T T T T T T
[ H\‘H\H‘\\H\‘H\H‘\\H\‘H\\\‘\\H\‘\H\\‘\\HMH\\‘\HH‘\H\\‘H\H‘\HHH\H‘\\H\HH\‘HHC\‘HH\‘HH\
35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130

C = cis-peptide
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Residue properties
pdb6nin

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

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

N
o

I
N O

Omega abs. mean dev.
H 00

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

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

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

d. Secondary structure & estimated accessibility

A VA VA Ve VA NVAVANVA
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
I'YLAMMATAFMGYVL PNGOMSPWGATV | TGLFGA | PGIGHS I QTWLLGGPCVDNATLNRFFSLHYLLPFVIAALVAIHIWAFHSTGNNNPTGVEVRRTSK

f. Max. deviation (see listing)

* 4 ++ + + ++ +* + ++ + o+ * g okox +
* ok kx * kkkkkkkkkkkk  x  kkkkk* k  x ok kk kkxkk X x K Kk Kk * * *

g. G-factors

|
-
“EEE

Chi3 & chi4
Omega ]
I
[
[
[
I

Dihedrals [T

[TTTTT
MChbonds  [TTTTTTTT
MCangles  [TTTTTTT]
[TTTTT
[TTTTT

Mainchain [T

Overall [1

\ [
I 7
\ i
\ I
I 1
135 140 145 15

993
=
EE;
N
O N O mETm
SR
T

=H B H
ol
N H HEE E
N H HEE B
o
[NCYY g

pdb6nin_06.ps
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Residue properties
pdb6nin

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

2 b. Absolute deviation from mean of omegatorsion

16
12
8
4

Omega 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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

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

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

‘ ‘ : ‘ : ‘ ‘ BRAAAA  AAAAAAABAAABIAAAAAAAAAAAAAAAAAAAAAAAAAAAAAANAAA  ANBIAAAA
AEAQKDTVPFWPYF | | KDVFALAVVLLVFFA|VGFMPNYLGHPDNY | EANPLSTPAHIVPEWYFLPFYAI LRAFTADWWVQIANF I SFGI | DAKFFGVL

f. Max. deviation (seelisting) .
5 5

RIS SO 2 S S SN 3 SO S SUNES & 4 SO U

g. G-factors
Phi 2 T 0
Shilone U m
Chi3 & chi4 ] [ I
Omega (o T I [0 T T T Il [
Dihedrals [T T T T LTI LTI T T T T T I P LT T T T I T T T T T T P e T T T T T T T T T T LTI LTI
MChbonds [T T T T T P T P P P P P P P P P T P P P P P T T P P T T P T PP
MCangles [T e e e P P T T e P P T T T e P P T
Mainchain [T T T TP TP T T T T LT LT L T T T O TP T T T T T T LTI LTI
Overall \‘\H\\‘H\H‘\c\H\‘H\HHH\‘H\\HHH\H\\‘\HH\H\HHH‘\H\\H\H‘\H\\‘H\H‘HHHHHHH\‘HHHHH

235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330
C = cis-peptide
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Residue properties
pdb6nin

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

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

2 b. Absolute deviation from mean of omegatorsion

16
12
8
4

Omega 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

c. C-aphachirality: abs. deviation of zetatorsion

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

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

AMFGA | LVMALVPWLDTSPVRSGRYRPMFK | YFWLLAADFV | LTWWGAQQTTFPYDWI SL | ASAYWFAYFLV I LPILGA| EKPVAPPAT | EEDFNA

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals ]

[T T T A T T T T LTI T T T T T TTT
MC bonds [T T T T T T T ]
MCangles [T T T
IEEEEEEEEEEE NN NN R R R
[T I T T P LTI T T I T T LTI T T T T T T T ITITTTTT

Mainchain  []

Overall {1

C = cis-peptide
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Residue properties
pdb6nin

100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
&
= 80+
§ 60
8 401
< 20
© 1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100

Residue number

2 b. Absolute deviation from mean of omegatorsion

16
12

N

Omega abs. mean dev.
e}

1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
)
§ o]
£ 67
g 4
AR
S
1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Residue number Highlighted residues are those that

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

T e . I
“d | B |

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

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

AAATABIAAAA AAAAAABIAAATIA BAAAAAAAAAAA — ABIAAAAAAAAAAAAAAAAAAAA AAAAABNAAAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
AGGGHVEDVPFSFEGPFGTFDQHQLQRGLQVYTEVCAACHGVKFVP | RSL SEPGGPEL PEDQVRAYATQFTVTDEETGEDREGKPTDHFPHSAL ENAPDL

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega [ l:ji]I,,,
Dihedrals ]

[T T T T T T T T T T T T T I LTI T T T I T T T T T T I T I T T T T T LT T T T I
MC bonds [T T T T T T T
MCangles [T T T e e
IEEEEENEEEE NN NN NN NN
[T T T T T LT T T T TP LT T T T I I LTI T T T T LTI T T I T T T T T I T T TP I ITITTIT]

Mainchain  []

Overall {1
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Residue properties
pdb6nin

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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

2 b. Absolute deviation from mean of omegatorsion

16
12

Omega abs. mean dev.
H 00

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

=
o

Zeta abs. mean dev.
N A OO

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

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

d. Secondary structure & estimated accessibility

ol NN\ e

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

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

T T T T T T T T T T T T T T T T T T T
SLMAKARAGFHGPMGTGI SQL FNGI GGPEY | Y SVLTGFPEEPPKCAEGHEPDGFYYNRAFQNGSV PDTCKDANGVKTTAGSWI AMPPPLMDDLVEYADGH

f. Max. deviation (see listing)

+* + +
* Kk ok * % *
.

g. G-factors

Chi3 & chi4
Omega d H [DEEE I [ B H [
I [ [
[ [ [
[ [ [
[ [ [
I [ [

Dihedrals

MC bonds
MC angles

Mainchain

Overall

\ 1 I I
\ i I I
\ il \ \
\ I I I
\ an I I

101 110 115 120 1
C = cis-peptide
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Residue properties
pdb6nin

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

&

= 80

§ 60

g w0

< 20

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

Residue number

2 b. Absolute deviation from mean of omegatorsion

16
12

Omega abs. mean dev.
e}

201 210 215 220 225 230 235 240 245 250 255 15 20 25 30 35 40
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
§ o]
£ 67
g 4
AR
S
201 210 215 220 225 230 235 240 245 250 255 15 20 25 30 35 40
Residue number Highlighted residues are those that

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

AN NN A U =~ ARARARRNRNNR—

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

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

DASVHAMAEDV SAFLMWAAEPKLMARKQAGFTAVMFLTVL SVLLYLTNKRLWAGVK GTRRDFLYYATAGAGAVATGAAVWPL | NQUNPSA
f. Max. deviation (see listing)
g. G-factors
i-psi H W] W
Chil-chi2
i ; ;
mega [ i [T [
Dihedrals [T T T I T T T T T T T T LTI T I T LT T LT T LT T ) T T T A T T T T T T I T T T T I
MCbonds T T T T T T L T T T T TP TP T
MCangles [T T T T T T T T T T T
Mainchain [T T T I T T T T LI LT T T LT T T T EEEENEEEEEEEEEE NN EEEE
Overdl [T T I LTI T T T T T I T T I T T I T T ITITITTITTITTT] T T T IT T IT T T TTITTTITTTTTIT]
201 210 215 220 225 230 235 240 245 250 255 15 20 25 30 35 40

pdb6nin_06.ps
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Residue properties
pdb6nin

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.
e}

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

43 5 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140

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

d. Secondary structure & estimated accessibility

P U ot A TR i

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

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

‘ : ‘ AAAAAATIA A ‘ ‘ : A AAAAAAAAAAATIAA AAIAAAAAAAAAA A AAATIEL A/ WA
DVQALASI| FVDVSSVEPGVQLTVKFLGCPI FI RRRTEAD | ELGRSVQLGQLVDTNARNAN | DAGAEATDONRTLDEAGEWLVMWGVCTHLGCVP I GGV SG

f. Max. deviation (see listing)

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

2
=
=
|
.
5
2

Q)
S=3.
e
Q
2.

Chi3& chi4 [T H H
Omega C [ [INENENN [
Dihedrals |

MChbonds |
MCangles |

Mainchain |

Overall [
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pdb6nin

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

o

g 80 -

g 60

8 401

< 20

o

143 150 155 160 165 170 175 180 185 10 15 20 25 30 35 40 45

Residue number

5 20 b. Absolute deviation from mean of omegatorsion

Ee

E 12

2 8

o 4

S

O 143 150 155 160 165 170 175 180 185 10 15 20 25 30 35 40 45
Residue number

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

g

E o

g 4

N

143 150 155 160 165 170 175 180 185 10 15 20 25 30 35 40 45

Residue number Highlighted residues are those that

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

Tl i — AN

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 G| PHDHYEPRTGI EKWLHSRLPIVALAYDT IMI PTPRNLNWWIW

f. Max. deviation (see listing)

* o4 + + * * + + +* + * 4
Kk kK Kk K Kk Kk kK kkk K Kk * xx %% T T

Chi3 & chi4
Omega [l Hl u [ I H B
[ [
[ [
[ [
[ [
[ [

Dihedrals [T T I T [T T 1111 [
MC bonds [T T T T T T T [
T T [
[T I [T
[TTTTITTTTTITTITIT [T

MCangles []
Mainchain  []

Overall {1

pdb6nin_06.ps
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Residue properties
pdb6nin

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.
e}

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

AAAAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
GVVLAFCLVLQIVTGIVLAMHYTPHVDLAFASVEHIMRNVNGGFMLRY LHANGASLFFIAVYLHI FRGLYYGSYKAPREVTWIVGML | YLAMMATAFMGY

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega [
Dihedrals [T
MChbhonds [T]
MCangles [
Mainchain [T

=

I

i

&
Overall  [TT : : : : : ; L]
48 5 60 65 70 75 80 85
C = cis-peptide

© 0 HEH HEEEE
[
[
[T Ho

pdb6nin_06.ps
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Residue properties
pdb6nin

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

N
o

I
N O

N

Omega abs. mean dev.
e}

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

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

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

d. Secondary structure & estimated accessibility

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

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

AAAR AAABAAAAAAAAAAAAAANANAAAAAAAAANAAAAAA
T T T T T T T T T T T T T T T T T T T T
VLPWGOQMSFWGATV | TGLFGA | PGI GHS | QTWLLGGPCVDNATLNRFFSLHYLLPFV IAALVAIHIWAFHSTGNNNPTGVEVRRTSKAEAQKDTV PFWPY

f. Max. deviation (see listing)

+ o+ + ++ o+t + + x4k * *pokox * + ok kR4
Kk Kk Kk KKk KKk kKK AKAKKK K kkkKE Kk Kk kk kkkk K kkk Kk Xk kK *  kkk k*kk Kxk%

i-psi i !
Chil-chi2 1]
Chilonly |
Chi3 & chi4 I h
Omega RN [
Dihedrals [TT I

MChbhonds [T]
MCangles [

Mainchain [T

I I
I I
[T
Overall [T TTT] [
148 155 160 1
C = cis-peptide
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Residue properties
pdb6nin

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

2 b. Absolute deviation from mean of omegatorsion

16
12
8
4

Omega 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

c. C-aphachirality: abs. deviation of zetatorsion

=
o

Zeta abs. mean dev.
N A OO

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

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

‘ : ‘ : BRAAAA AAAAAAARAAABIAAABAAAAAAAAAAAAAAAABIAAAAAAAAAAAAAAA  ANBIAAAA ‘ : ‘
F1 IKDVFALAVVLLVFFAIVGFMPNYLGHPDNY | EANPLSTPAHIVPEWYFLPFYAILRAFTADWWVQIANFI SFGI | DAKFFGVLAMFGA | LVMALVP

f. Max. deviation (see listing)
5

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

Phi-psi . N |

Chil-chi2 N

Chilonly

Chi3 & chi4 |

Omega 2 [
[
[
[
[
[

Dihedrals

MC bonds
MC angles

Mainchain

Overall
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 201
o
348 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 5
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 16
E 12
£ 8
o 4
£
O 3438 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 5
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
S
348 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 5
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
NN AN NS SR NSRS
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
WLDTSPVRSGRYRPMFK | YFWLLAADFV | LTWWGAQQTTFPYDWI SL IASAYWFAYFLVILPILGA| EKPVAPPAT | EEDFNA AGGGHVE
f. Max. deviation (see listing)
g. G-factors
Phi-psi . [
St z .
Gega " o o
Dihedrals T TT T T T I T T T T T T T T T T T TP T T T TP T T T T T T T TP T T T T LTI T T TT] [TTTTTT]
ek R AMRBEBEMERBESENERBSSENENSNSENERSSSENSNSSSENSNSESERSRSSSESSNSESSSSESESEESEERE HHHH
Mainchain (T T T T T T I T T I T LT T T T T T TP TP T P T T I TTT] [TTTTTT]
Overall \‘\H\\H‘\H\\‘H\H‘\H\\H\H‘\\H\‘H\\\‘\\\C\\H\\H\H\\H\\‘\\\HHHHHH\HH‘HHH ITTTTT]
348 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 5
C = cis-peptide
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Residue properties
pdb6nin

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

=
o
o

D o
o O

N
o

Chi-1 abs. mean dev.
N
o

8 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.
e}

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

=
o

Zeta abs. mean dev.
N A OO

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

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

d. Secondary structure & estimated accessibility

T T T = |
— I

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

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

FABAAAA AAAAAABIAAATIA BAAAAAAAAAAA — ABIAAAAAAAAAAAAAAAAAAAA AAAAABNAAAAAAAAAAAAAANAA
T T T T T T T T T T T T T T T T T T T T
DVPFSFEGPFGTFDQHQLQRGLQVYTEVCAACHGMKFVP | RSL SEPGGPEL PEDQVRAYATQFTVTDEETGEDREGKPTDHFPHSAL ENAPDL SLMAKAR

f. Max. deviation (see listing)

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

Q)
S=3.
e
Q
2.

Chi3 & chi4
Omega |
Dihedrals ]
MChbonds []
MCangles []
Mainchain  []

Overall {1
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Residue properties
pdb6nin

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
e}

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

d. Secondary structure & estimated accessibility

SRR N = L

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

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

‘ : ‘ : ‘ A AAAAAAAANIA AAA A/ : AABAAAAIAA 4 HAAAAARAARIIAAABIAAA _ AAIAAAAA
AGFHGPMGTGI SQL FNGI GGPEY | YSVL TGFPEEPPKCAEGHEPDGFYYNRAFQNGSVPDTCKDANGVKTTAGSWI AMPPPLMDDLVEYADGHDA SVHAM

f. Max. deviation (see listing)

+ * kK 4 * 44 * * + * +
* kK K Kk kk Kk kk kK kk* * Kk * * * * ok * % * * *kk kkkk Kk ok KKk K

g. G-factors

Chi3 & chi4 [T
Omega EEEN | HTH | o O
I
I
|
I
I

Dihedrals [

[
MChbonds []
MCangles []
[

[

Mainchain |

I \

I I

[T
Overall \ TTT] [T,
108 115 120 1
C = cis-peptide
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PROCHECK

Resid t e
pdb6nin

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

o

% 80 -

g 60

8 401

< 20

o

208 215 220 225 230 235 240 245 250 255 15 20 25 30 35 40 45

Residue number

5 20 b. Absolute deviation from mean of omegatorsion

Ee

E 12

8 8

o 4

S

O 208 215 220 225 230 235 240 245 250 255 15 20 25 30 35 40 45
Residue number

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

g

g 4

N

208 215 220 225 230 235 240 245 250 255 15 20 25 30 35 40 45

Residue number Highlighted residues are those that

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

AR AANARRNNANARR— ¥ =AARNARRNARAS——

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

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

| EAAAAAAAAAA AAAAAAAAAAANAAAAAATIAAA
AEDV SAFLMWAAEPKLMARKQAGFTAVMFLTVL SVLLYLTNKRLWAGVK GTRRDFLYYATAGAGAVATGAAVWPL | NQUNPSADVQALAS
f. Max. deviation (see listing)
T SO fita SO0 555 ST GNP S 5. SO P S S0 o
g. G-factors
S Loz ! e He H
Chilonl
Chi3 & chi4 [ [
mega [TEE mrl
Dihedrals  [(TTTT T T T T IT T I T T I T I I T T I TT0T] T TT T T T T T T I T T I T I T I T T T TR
MCbonds T T T T T T T T T A
MCangles [T T T T P P T T 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
Overall LTI T I T T T T I T T I T IT I T ITITITTITT] LTI T T IT I T T T T I TT T IT I IT I ITTITTT]
208 215 220 225 230 235 240 245 250 255 15 20 25 30 35 40 45
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Residue properties
pdb6nin

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.
e}

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.

50 55 60 65 70 75 80 8 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

e —ra= 10\ A — "\ e e e

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

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

‘ ‘ AAAAAATIA A ‘ ‘ : A AAAAAAAAAAAIAA AAAAAAAAAAAA A AAANE BAAA WA AN
| FVDVSSVEPGVQLTVKFLGCPI FIRRRTEAD | ELGRSVQLGQLVDTNARNAN | DAGAEATDQNRTLDEAGEWLVMWGVCTHLGCVP | GGV SGDFGGWFC

f. Max. deviation (see listing)

+ + +* *htt o ++ +* 4+ 4 +* 4+ + + o+ e+ 4 4 * +
************** PR Kkk ok Kk KKK kK * * xk Kk ok Xk kkkK Kk K X xk  *

2
=
=

|
.

5
|
s
[

Q)
S=3.
e
Q
2.

Chi3 & chi4
Omega (e [INENENN H .:H
Dihedrals |

MChbonds |
MCangles |

Mainchain |

Overall [
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PROCHECK

Resid t -
pdb6nin
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 20 b. Absolute deviation from mean of omegatorsion
Ee
E 12
8 8
o 4
S
O 150 155 160 165 170 175 180 185
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
&
© 8
E o
g 4
N
150 155 160 165 170 175 180 185
Residue number Highlighted residues are those that

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

o TG o

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)

g. G-factors
o . Ave
P n @8283
Chilonly 1 0.16
Chi3 & chi4 1] 1] 0.66
Omega = |l NEEN RN I -0.27
Dihedrals I T TT XTI T I T T T T T T T I T I TEITTIIT 117 O 0.00
et T 0 8%
Mainchain [T T IT T T T T T IT I IIIITITTIT1] [0 053
Overall [T T TT T T T T TTTITITTTTTTITTITTI] O 022

150 155 160 165 170 175 180 185

pdb6nin_06.ps
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Main-chain bond lengths
pdb6nin

C-N Cc-O0
(except Pro) (Pro)
o) oy oy
& & &
> >3 >
g 8 8
LL LL L
150 104 198 152 136 140 122 126 1.30 1*'32 138 142 191 105 109 123 197 151
CA-C CA-C CA-CB
(except Gly) (Gly) (Alg)
> oy oy
& & o]
> >3 >
g 8 8
LL LL L
140 144 148 152 156 150 139 143 147 igl 155 159 140 144 148 152 156 150
CA-CB CA-CB N-CA
(lle,Thr,val) (therest) (except Gly,Pro)
> oy oy
& & o]
> >3 >
g 8 8
LL LL L
142 146 150 T!Z 158 162 141 145 149 153 157 151 153 157 141 145 149 153
N-CA N-CA
(Gly) (Pro)
o) oy
& &
> >3
g 8
LL LL
' "
133 137 141 1-’1_5 149 153 134 138 142 146 150 154

Black bars> 2.0 st. devs. from mean.
Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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Main-chain bond angl o
CA-C-N CA-C-N CA-C-N
(except Gly,Pro) (Gly) (Pro)
o : oy )
& ; & &
> >3 >
8 | g g
[ ; s T
: 1J | -\-
101 106 111 116 121 126 100 106 111 116 121 126 101 106 111 116 121 126
O-C-N O-C-N C-N-CA
(except Pro) (Pro) (except Gly,Pro)
> oy oy
& & o]
> >3 >
g 8 8
LL LL L
108 113 118 123 108 153 107 12 17 12 17 12 106 111 116 121 126 131
C-N-CA C-N-CA CA-C-O
(Gly) (Pro) (except Gly)
o) o) ) :
& & o] ;
> >3 >
8 g g |
LL L LC !
e o 1
105 110 115 1;6-&5 130 107 12 117 122 127 132 105 110 115 120 125 130
CA-C-O CB-CA-C CB-CA-C
(Gly) (Ala) (e, Thr,va)
o) oy oy
& & &
> >3 >
g 8 8
LL LL L
105 110 115 120 155 1%0 95 100 105 1*6 115 120 91 99 104 100 114 119

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

CB-CA-C
(therest)

Freguency

Freguency

Freguency

Black bars> 2.0 st. devs. from mean.

88 93 93 103 108 113

Frequency

Frequency

Frequency

pdb6nin

N-CA-C
(except Gly,Pro)

95 100 105 110 115 120

N-CA-CB
(therest)

95 100 105 110 115 120

Frequency

Frequency

Page 2

7 102 107 112 117 122

N-CA-CB
(lleThr,vVal)

96 101 106 111 116 121

Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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RM S distances from planarity
pdb6nin

ASP

ASN

ARG

o o
3 S
Aouanbai4

50

|

000 001 0.2

.

|

0.04

0.03

000 001 002

l

HIS

GLU

GLN

o o
3 S
Aouanbai4

50

0.04

0.00 001 0.02 0.03

l

0.04

0.03

000 001 0.02

|

TYR

TRP

PHE

0.04

0.00 001 0.02 0.03

o o
3 S
Aouanbai4

50

0.04

0.00 001 0.02 0.03

150+
001
OL
T T

Yo}

\Gcmm_co#_

0.04

0.00 001 002 0.03

50
00
0

o

- >ocwm_§u_

Histograms showing RM S distances of planar atoms from best-fit plane.
Black barsindicate large deviations from planarity: RMS dist > 0.03 for rings, and > 0.02 otherwise.
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