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Ramachandran Plot
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Plot statistics
Residues in most favoured regions [A,B,L] 3126 91.6%
Residues in additional allowed regions [a,b,l,p] 281 8.2%
Residuesin generously allowed regions [~a,~b,~l,~p] 3 0.1%
Residues in disallowed regions 2 0.1%
Number of non-glycine and non-proline residues 3412  100.0%
Number of end-residues (excl. Gly and Pro) 49
Number of glycine residues (shown as triangles) 257
Number of proline residues 198
Total number of residues 3916

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
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Chi1-Chi2 plots
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Chi1-Chi2 plots
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Main-chain parameters
pdb5nmi
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Plot statistics

Comparisonvalues  No. of

) No.of Parameter Typicd Band  band widths

Stereochemical parameter datapts  value value  width  from mean

a %-tageresiduesin A, B, L 3412 91.6 53.6 10.0 38 BETTER
b. Omegaangle st dev 3880 55 6.0 3.0 02 Inside

¢. Bad contacts/ 100 residues 9 0.2 32.6 10.0 -3.2 BETTER
d. Zetaangle st dev 3658 1.3 31 1.6 -1.1 BETTER
e. H-bond energy st dev 2561 0.7 1.2 0.2 -21 BETTER
f. Overall G-factor 3916 0.1 -1.0 0.3 3.8 BETTER
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Side-chain parameters
pdb5nmi
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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 471 10.2 31.8 6.5 -3.3 BETTER
b. Chi-1 trans st dev 1095 125 30.1 53 -3.3 BETTER
c. Chi-1 gauche plus st dev 1521 11.8 28.8 4.9 -35 BETTER
d. Chi-1 pooled st dev 3087 11.8 29.7 4.8 -3.7 BETTER
e. Chi-2 trans st dev 1007 15.1 285 5.0 -27 BETTER
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Residue properties
pdb5nmi

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

& 100
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8 401
< 201
o
2 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Residue number
o b. Absolute deviation from mean of omegatorsion
g
£
)
<
(1]
g
£
© 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
5 o]
£ 67
g 4
Py
S
2 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
AN el i MR 00w i—
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
: : ‘ A AAMAAAAAIAAAAA AANTIA AAAAAAARIA 4 : A AAANIA BAAAAAAAAA A/ ‘ : ‘
ATYAQALQSVPETQV SQLDNGLRVASEQSSQPTCTVGVWI DAGSRY ESEKNNGAGY FVEHLAFKGTKNRPGNAL EKEVESMGAHLNAY STREHTAYY | KA
f. Max. deviation (see listing)
g. G-factors
Phi NN |
i - .
0nf|1egaCI [ ] H [ [ }HI:-Z::] hIIB
Dihedrals  [(TT T T T T T I T T T T T T IO T T T T T T T T T T T T T T T T T T T T T T T T T T T T T I T T
MCbonds T T T 1
MCangles [T e e P P P
Mainchain (T T T T T T T T T T LT T T T T T LT T T T T TP T T T T T TP TP TP T T T T
overall [T LI LT L I T I T T T T T T L L T L T T T T T T T L T LI I T T T
2 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
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Residue properties
pdb5nmi

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

Chi-1 abs. mean dev.
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Residue number

b. Absolute deviation from mean of omegatorsion

02

16
12
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Omega abs. mean dev.
N

=
o

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

102

Chi3 & chi4
Omega

Dihedrals
MC bonds
MC angles
Mainchain

Overall

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

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

L SKDLPKAVELLADIVQNCSLEDSQI EKERDV | LQELQENDTSMRDVVFNYLHATAFQGTPLAQSVEGPSENVRKL SRADLTEYL SRHYKAPRMVLAAAG

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

f. Max. deviation (see listing)
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Residue properties
pdb5nmi

100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
&
= 80+
§ 60
8 401
< 20
© 202 210 215 220 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
e}

202 210 215 220

235 240 245 250 255 260 265 270 275 280 285 290 295 300 305
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

202 210 215 220 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305

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

AN g e mmm AN -mEg VA

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
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GLEHRQLLDLAQKHFSGLS AVPTLSPCRFTGSQI CHREDGL PLAHVA | AVEGPGNAHPDNVALQVANA | | GHYDCTYGGGAHL SSPLASIAATNKLCQ

f. Max. deviation (see listing)
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Residue properties e
pdb5nmi

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

& 100
%80
£ 60
g w0
< 20
o
306 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 16
E 12
£ s
o 4
£
O 306 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
S
306 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405
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
AAAAAAAATIATEL AA ‘ ‘ ‘ : ‘ : A AAAAAAAAAAATIA ‘ AAAARA AAAAAAAAAAAAAAANTAA
SFQTFNICYADTGLLGAHFVCDHMS | DDMMFVLQGQMRLCT SATESEVLRGKNLLRNALVSHLDGTTPVCED I GRSLLTYGRRI PLAEWESR I AEVDAR
f. Max. deviation (see listing)
g. G-factors
Phi-psi [ EENENEN |
i i AEER"
Chi3& chi4 [T] [ I [ [ [ ]
Omega EEEER [ [ O o m [ | [NENECEEE
Dihedrals [T T T T T T I T T I I IO T IO T LT T T T T T T T T T T T T T T T T LT T T T I T T T T T T
MCbonds T T T T T T 1
MCangles [T e P P P T P
Mainchain (T T T I T T TP T T O T T TP T T TP T T TP TP T TP T T T T T T T
overdll [T T T LI T T T T L L T LI T L T T T T LT LI T I T LTI L]
30 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405
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Residue properties
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pdb5nmi

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

406 415 420 425 430 435 440 445

25 30 35 40 45 50 55 60 65

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
e}

406 415 420 425 430 435 440 445

25 30 35 40 45 50 55 60 65
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

406 415 420 425 430 435 440 445

Residue number

25 30 35 40 45 50 55 60 65

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

d. Secondary structure & estimated accessibility

NN = mm T I S

I =

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

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

EEAAREAAAAAAA
T T T T T T T T
VVREVCSKY FYDQCPAVAGFGP | EQLPDYNRI RSGMFWLR

f. Max. deviation (see listing)

+
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g. G-factors
[
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Dihedrals [T T TT T T T T T T [T T T I T T T T TTTI]
Vewss T T T
Mainchain [T T T I T T IT T T I T T I T TTITTTIITTLITTITTTIT1
Overdl \‘\HHH\\‘\HH‘\H\HHH\HH‘HHHHH?\
406 415 420 425 430 435 440 445

C = cis-peptide

AAABAABAAAAAATIA AAATA AAAABIARIEA
T T T T T T T T T
VPPHPQDLEFTRLPNGLV IASLENYAPASRIGLFIKAGSRYENSNNLGTS

m o o o H
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Residue properties
pdb5nmi

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

67 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165
Residue number

b. Absolute deviation from mean of omegatorsion

N
o

I
N O

N

Omega abs. mean dev.
e}

67 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

67 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165

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

AAAAAATABAABAAAAAAAATIAAAAAAAAAAAAABAATAAAAAAAAAAAANANAAAAAAAAAAAAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
HLLRLASSLTTKGASSFK | TRGI EAVGGKL SVTSTRENMAYTVECLRDDVD | LMEFLLNVTTAPEFRRWEVAALQPQLR I DKAVALQNPQAHV | ENLHAA

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega ]
Dihedrals ]

[T T T T I T T T T T T T T T T I 70T
MC bonds [T T T T T ]
MCangles [T e T T
[T T T T T I T T T T I T T TTTTTTT
[T T T T T LTI I T T T T T T T T I T LTI ITT

Mainchain  []

Overall [1
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Residue properties e
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

Chi-1 abs. mean dev.

80
60
40 -
20

167 175 180 185 190 195 200 205 210 215 220 225 230 240 245 250 255 260 265

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
e}

167 175 180 185 190 195 200 205 210 215 220 225 230 240 245 250 255 260 265

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

167 175 180 185 190 195 200 205 210 215 220 225 230 240 245 250 255 260 265

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

e N e .

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

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

T T T T
AYRNALANSLYCPDYRIGKVTPVELHDYVQNHFTSARMAL | GLGVSHPVLKQVAEQFLNIRGGL KAKYHGGE | REQNGDSLVHAALVAESAA | GSAEA

f. Max. deviation (see listing)

* +
+ ++ 4+ + Kok g * + *
Kk kKKK Kk kkk K Kk KkKkKAKK ok * wx * Kk kEkkE ok

*+
*+
+
*
*+
T
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Residue properties
pdb5nmi

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

% 100
% 80 -
g 60
8 401
< 20
o
270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365
Residue number
5 20 b. Absolute deviation from mean of omegatorsion
Ee
E 12
2 8
o 4
£
O 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365

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

d. Secondary structure & estimated accessibility

NN — S N\ ) — = AN NN

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

AAAAAAAAARL B AAAARL ARIRAAAAAAAAAA ABINAAAAAAAAAAAATIEL AA AAAAAIAAAA AAAAAAAAAAAAAATL BIAAAAAAAANAAAAANA AA
NAFSVLQHVLGAGPHVKRGSNATSSLYQAVAKGVHQPFDV SAFNASY SDSGL FGFY T | SQAASAGDV | KAAYNQVKT I AQGNL SNPDVQAAKNKLKAGY L

f. Max. deviation (see listing)

g. G-factors
Phi-psi W] [T
i i e . .
Omega SEY EEE EEEE E i o ot SEEEEE
Dihedrals [T T T T T T T T T T T T T T T I T T T T T R T T T P T T T T T T T T I T I T TR T T T T I T T T
MCbonds [T 1T T T T T T T T T T T T T T T T T T T T T T T
MCangles [T T e e
Mainchain [T T T T T[T T I I I I LI T T T T LT L L LT T L L L L L L T LT T L L L L T L T LI T L T LI T L T L LT T I LT LT L LT LT T LTI
Overall \‘\HH‘H\HHH\H\H‘HH\HHH\H\‘\H\HHH‘\H\HHH‘\HHH\H‘HHHHH‘HH\‘HHHHH‘HHHHH
270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365
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Residue properties
pdb5nmi

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

&

= 80+

§ 60

8 401

< 20

© 370 375 380 385 390 395 400 405 410 415 420 425 430 435 8 15 20 25

Residue number
b. Absolute deviation from mean of omegatorsion

N
o

=
()]

[iny
N

N

Omega abs. mean dev.
e}

370 375 380 385 390 395 400 405 410 415 420 425 430 435
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

370 375 380 385 390 395 400 405 410 415 420 425 430 435 8 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

EN NN AT TR

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

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

MSVESSEGFLDEVGSQALAAGSYTPPSTVLQQI DAVADADV | NAAKKFV SGRKSMAASGNLGHTPF | DEL HPLMK I VNNAF IDLPAPSNI

f. Max. deviation (see listing)

g. G-factors
Phi-psi e T o
gﬁi%'éﬂiz,4 H H H \F IR
Oﬂlmac I } } HZ::- } } I -Z:i II:iih:
Dihedrals T T T T T T T A T T T T T T T T T T T T TR T T T [EEEENEREE NENENEEEEE]
MCbonds T T T T T T T e
MCangles [T P P T P A A e
Mainchain (T T T T I I T T T T T T T T TP TTT CCTTTTTTT TTTTTTIT I ITTTITTIIITTT] T T T TITITTITITT]
Overall T T T T T T T T T T T T T T T T I T I T IT I T T ITTTITTT] T ITTT I I TITTIT]

370 375 380 385 390 395 400 405 410 415 420 425 430 435 8 15 20 25

pdb5nmi_06.ps
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Residue properties
pdb5nmi

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
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

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

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

AAABAAAAAA
T T T T T T T T T T T T T T T T T T T T
SSWWFGSLLGICLILQILTGLFLAMHYTSDTTTAFSSVTHI CRDVNYGWI | RYMHANGASMFF | CLYMHVGRGLYYGSYTFLETWNIGV I LLLTVMATA

f. Max. deviation (see listing)

g. G-factors
Phi-psi . N
i, N ity
Omega [ [ [INEEEN B '] lj:hjii-
Dihedrals  [(TT T T T T I T T T T LTI T OO T LT T T O T LT T P T T T T T T LT TP T T T T T T LI T T
MCbonds T T T T I
MCangles [T e 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 T I T T T T T T T T LT T T T T T LTI T T T T T T T T T T T LI T T T T T T T T IT T T T ITITITTTITITIT]
28 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125

pdb5nmi_06.ps
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Page 11

Residue properties
pdb5nmi

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

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

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

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

AAAAR AAAAAAAAAAAAAR AAAFAAAAAAAAAAAATAAAAAAAAAAAAAAAAAAA ABBRAABAAAAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
FMGYVL PWGQMSFWGATV | TNLLSA | PY | GTNLVEWIWGGFSVDKATLTRFFAFHFILPFI IMATAMVHLLFLHETGSNNPTGI SSDVDK | PFHPYYT I K

f. Max. deviation (see listing) .

5+
TR TN T U S SOU S ORI S S SN SO 52 SN UC N P SUUUUR SRR IITe:

g. G-factors

Phi T [T ‘

ik ; :

Omega ' [Tt | i o i o
Dihedrals [T T TR T T I I T T T T T s T 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 T T T T T T I TT]
MCbonds [T 1T T T T T T T T T T T T T T T T T T T
MCangles [T T e T
Mainchain [T T T T T[T T I I T I LI T IO T LT T L L LT T L L L L L L L T LT L L LT L L T L L LI T L L T L T L T L L LT T I LT LT L LT LT T LTI
Overall \‘\HHH‘\H\\‘H\H‘\HHH\H‘HH\‘H\H‘HH\‘HHHHH‘HHHHH‘\HHH\H‘\HH‘H\HHH\‘H\HHCHHH
128 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225

C = cis-peptide

pdb5nmi_06.ps
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Residue properties
pdb5nmi

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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

2 b. Absolute deviation from mean of omegatorsion

16
12
8
4

Omega abs. mean dev.

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

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

Residue 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

AAA AAAAAAAAAAAAAATAAAA  AAAAAAAARIAATIAAATIAABIAAAAAAAAAAAAAAAAAA — AAAAAAAAAAAAAAAAAABMNAAAANATIIAAAAAAAAA
DILGALLLILALMLLVLFAPDLLGDPDNYTPANPLNTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAFSILILALIPLLHTSKQRSMMFRPL SQCL FWA

f. Max. deviation (see listing)

+ + +
* * *

g. G-factors
Phi [T [
. Sl
Omega 5 H I H l::i::] [l I [0
Dihedrals  [(TT T T T T T I T T T T T LI T I T T T T TR T T T T T T T T T LT T T T T T T T T T T I T T T I T T T I T T T
MCbonds T T T T T A 1
MCangles [T P P P P T
Mainchain (T T T I T T TP T T O T T TP T T TP T T TP TP T TP T T T T T T T
Overall T T I T T T T T T T T e T T T T T T T T T T T T T T T T T T T LI T T T T I T I T T T I T T I T IT T TTIITTTTIT]
228 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325

pdb5nmi_06.ps
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Residue properties
pdb5nmi

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

& 100
% 80
£ 60
g w0
< 20
o
328 335 340 345 350 355 360 365 370 375 2 10 15 20 25 30 35
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 16
E 12
£ s
o 4
£
O 328 335 340 345 350 355 360 365 370 375 10 15 20 25 30 35
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
g - ok
328 335 340 345 350 355 360 365 370 375 2 10 15 20 25 30 35
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
MNAN SR NANNAN AN AN
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
‘ : AABAAAAAAA : ‘ ‘ AAAAAAARL
LVADLLTLTWIGGQPVEHPY | TIGQLASVLYFLL I LVLMPTAGT | ENKL LKW DLELHPPSYPWSHRGLL SSLDHT S| RRGFQVYKQVCSS
f. Max. deviation (see listing)
g. G-factors
EnTen e H L T
adiit . .
Omea i mnt 5 | I i
Dihedrals  [(TT T T T T I I T T T T T I T T T T T T I T T T T T ITTTTT1] T T A T T T T T T T
MCbonds T T T T T I M T T A A O
MCangles [T T T T P P T T e e e T T T T
Mainchain [T T T T I T T T T T T T T T T TP TIT T T I I TTT] T T T T T T T T T T T TTTTT
Overall \‘\HHH‘\H\\‘H\H\CHH‘H\H‘\\H\‘HHHHH‘HH\‘HH\ G L L L I LI T LI T I T[T
328 335 340 345 350 355 360 365 370 375 2 10 15 20 25 30 35
C = cis-peptide

pdb5nmi_06.ps
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Residue properties
pdb5nmi

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

4 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130 135
Residue number

b. Absolute deviation from mean of omegatorsion

16
12

N

Omega abs. mean dev.
e}

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

c. C-aphachirality: abs. deviation of zetatorsion

=
o

Zeta abs. mean dev.
N A OO

40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135

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

d. Secondary structure & estimated accessibility

A A A\

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

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

BFAABAAAAAAAAA ABAA AAAAAAAAAAAAAAAAAAATIA
T T T T T T T T T T T T T T T T T T T T
CHSMDYVAYRHLVGVCY TEDEAKALAEEVEVQDGPNEDGEMFMRPGKL SDY FPKPY PNPEAARAANNGAL PPDL SY | VRARHGGEDYVFSLLTGYCEPPT

f. Max. deviation (see listing)

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

g. G-factors

Phi-psi . [ l

Chilonly :H H
Chi3 & chi4 []
Omega
Dihedrals [

T T T T [T T T
MC bonds [T T T T T T T T T T
MCangles [T T T
[T T T T TTTT
[TTTTIT I T T T T I ITTTITTIIT

=

Mainchain  []

Overall I : : : : : : : :
40 45 50 55 60 65 70 75 80 8
C = cis-peptide

o1

[ o 2 Ny I N B oy
oH HFH B
o1

[R i R
= H HEH
o

AR i |
= H HEE H
a1

AP i o i

pdb5nmi_06.ps
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Residue properties
pdb5nmi

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
e}

140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235

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

d. Secondary structure & estimated accessibility

L I e nr VR NONAANARNRNRNRN =

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

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

GVSLREGLYFNPYFPGQA | GMAPP I YNEVL EFDDGT PATMSQVAKDVCTFLRWAAEPEHDHRKRMGLKML LMMGL L L PLVYAMKRHKWSV LK SRKLAYRP

f. Max. deviation (see listing)

g. G-factors

Phi-psi [ 1] | T [
Shilone o o
Chi3 & chi4 H I
Omega [NEEN [ [T [T
Dihedrals [T [T T T T T TP T T T LT T T LT T T P T TP LT T T T T T T I T T T T T T T
MChbonds [T T T T T T T T P P P T T P T T P T P P P T T P T P PP PP T
MCangles [T T e e e P P T e P P T T T P P T
Mainchain [T T T[T T T T TLT T T LT L T T T T T T T T LT T T T T T T LT LTI T T
Overall T T T T T T T T T T e T T T T T T T T T T T T I T T T T T T T T T IT T T T T T I IT T I T ITITIITITTT]

140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235

pdb5nmi_06.ps
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Residue properties
pdb5nmi

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

&

= 80+

§ 60

8 401

< 20

© 240 5 10 15 20 25 30 35 40 45 50 5 60 65 70 75 80 85

Residue number

2 b. Absolute deviation from mean of omegatorsion

16
12

Omega abs. mean dev.
e}

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

=
o

Zeta abs. mean dev.
N A OO

240 5 10 15 20 25 30 35 40 45 50 5 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

— E -8y ARAARAARNANRAS AN -

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

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

L AAAAAARIAAAAATIAAATIAAAAAAAAAAANAAA  AAAAAAAAAAA  AAAAAAAAAAAAANAAATANAAAAAARAARIIAAAAAAA BIAAA
PK SHTD I KVPDFSDYRRPEVLDSTKSSKESSEARKGFSYLVTATTTVGVAYAAKNVV SQFVSSMSASADVLAMSK | EI KL SD | PEGKNMA
f. Max. deviation (seelisting) .
4
+ + o+ + ¥ +
* ++* + + * o4 4+ 4+ +% + +** * 8*+4+ +* + o+ * 4
g. G-factors
C
Phi-psi T u
Chid-chi2 REREs mEEAn H :1
chi3 8 s H H u| [
| cni [ [l | || ]
mega ,,]IHZI,ﬂ [N [ | t,,I,I,
Dihedrals [ T A T T T T T T T T T T T T T T T T T T T A T T I T T T
MC bonds T T T T A T T T T T T T T T T T T A
MC angles e e e e e e e e e e e e e e e e e e e T T T e e T e T T T T T T A T
Mainchain  [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
Cc
Overall o OO T T T T T L T T T T T L T T L T T L T T T T
240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
C = cis-peptide

pdb5nmi_06.ps
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Residue properties
pdb5nmi

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

Chi-1 abs. mean dev.

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

89 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185

20

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.

=
o

89 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

89 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

\
[0 I }\
M EEEEN
O EEEEN
O [TTTT]
[ [TTTTT,
89 95 100 10

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

d. Secondary structure & estimated accessibility

) o Y ittt e el e T

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

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

FKWRGK PL FVRHRTKKE | DQEAAVEV SQLRDPQHDL ERVKKPEWV | L | GVCTHLGCVP I ANAGDFGGYYCPCHGSHYDASGR | RKGPAPLNLEVPSYEFT

f. Max. deviation (see listing)

+
o4 FoppRKk 4ok gy K + Kk ok g4 oo +E 4+ 4+ + K + o+
Kk kK K K Kk kkkkkkk kKA Kk KAk EEEAKE KK Kk KA KA KERE % kkkk % *

+ o+
* k%

g. G-factors

. . ptteasnaslt . S, il

EEREECERERE

a1
=~ H HFHE H
=
o
~H HFH H

C = cis-peptide

pdb5nmi_06.ps




PROCHECK

Resid t -
pdb5nmi
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
o
189 195 20 25 30 35 40 45 50 55 60 65 70 75 8 8 90
Residue number
5 20 b. Absolute deviation from mean of omegatorsion
Ee
E 12
8 8
o 4
S
o 189 195 20 25 30 35 40 45 50 55 60 65 70 75 8 8 90
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4
N
189 195 20 25 30 35 40 45 50 5 60 65 70 75 80 8 90
Residue number Highlighted residues are those that

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

> = BV —\ /N AN\ NN A

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

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

AAAAAAAAATIAAAAAAAAAAAAAAAAAAANAAAANAAAANANAAAAAAAAAAAAAABIIAATIAAAAA
T T T T T T T T T T T T T T T
SDDMV I VG WLEGI| RKWYYNAAGFNKLGLMRDDT | HENDDVKEA | RRLPENLYNDRVFR I KRALDL SMRQQ! L PKEQWNTKY EEDKSYL EPY

f. Max. deviation (see listing)

*************************************************************
ot

g. G-factors

Dihedrals  CTTTTTT]

AT T I T T A T T T T T T T T AT T T T T T T T I T T T TP I
MC bonds T e e P e TP P PP P P P T T PP P PP P TP TP PP T TTTTT7T
MCanQ"S% A A P P T T T T P P T T T T T T P P P P T T T T T T T P P P T T T
[EEEENEEEEEEEEEE NN NN NN
T T T T T T T T T LTI T T T I T T T T I T I LTI T T I TP TITTTTT]

Mainchain - [TTTTTTT]

\
\
|

Overal  [ITTTITD I

189 195 2

pdb5nmi_06.ps



PROCHECK

Resid t -
pdb5nmi
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 20
o
94 100 105 110 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
5 20 b. Absolute deviation from mean of omegatorsion
Ee
E 12
8 8
o 4
S
O 94 100 105 110 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4
N
94 100 105 110 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

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

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

AAAAAATAAAAAAAAAAAANTIATIIAAA AAAAAAAAAAT
T T T T T T T T T T T T T T T T T T
LKEV | RERKEREEWAKK GRQFGHLTRVRHV I TY SL SPFEQRAFPHY FSKGI PNVLRRTRACI LRVAPPFVAFYLVY TWGTQEFEK SKRKN

f. Max. deviation (see listing)

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

[TTTTTITTTTITITT T
MC bonds [T T T[T T TTITTT]
MCangles [T T
[TTTTIITITTTITTT
[TTTTTTTITTITT I ]

Mainchain  []

Overall [1

pdb5nmi_06.ps



PROCHECK

Resid t -

pdb5nmi

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

o

% 80 -

g 60

8 401

< 20

o

74 20 25 30 35 40 45 50 55 60 65 70 75 55

Residue number

5 20 b. Absolute deviation from mean of omegatorsion

£ 15-

£ 121

8 81

P 41

S

O 74 20 25 30 35 40 45 50 55 60 65 70 75 55
Residue number

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

&

© 8

E o

g 4

N

74 20 25 30 35 40 45 50 55 60 65 70 75 55

Residue number Highlighted residues are those that

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

- H AN E—ANAANANA AN AAANA —— e 7
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

- AAAAAAAAAAANAIAAAAAAAAAAAAAAAAAAAAAANBIAAIAAAAAAAAAAAAAAAAATIAAAAA M |
P LVDPLTTVREQCEQL EKCVKARERLELCDERVSSRSQTEEDCTEEL LDFLHARDHCVAHKL FNSLK VLCRESLRG AA

f. Max. deviation (see listing)

: U5 S DU 5 OSSN S SUSE SUIDS S 45 SO S S & S e TE
g. G-factors
(Féﬁ{-scihiz H‘”J B i
chi3 8 s
mega I EEECEEECC [ HZI m
Dihedrals [ T T T T I T T T T T T T T T A I T T T T I T T I T T [T W
MC bond:
MCage [ A A A A A A A A A A HHHAA H
Mainchain ] 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
Overall | O T T L T L L T T L T I LI T T I (o m
74 20 25 30 35 40 45 50 55 60 65 70 75 55

pdb5nmi_06.ps




PROCHECK

Resid tl .
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 201
o
61 70 75 10 15 20 25 30 35 40 45 50 55 60
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 167
E 12-
8 8-
P 41
£
© e 70 75 10 15 20 25 30 35 40 45 50 55 60
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
g ]
g 4
LY
S
61 70 75 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
— ——T )= N N AN N NN AN N NN AN A\ K =8
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAAAAARRIIAAAAAAAAAAA A i AAAAAAAAIA AAAAAAAAATIRIA _AA
GRPLVASVSLNVPASVRY TLTARLYSLLFRRTSTFALTIVVGALFFERAFDQGADA | YEH I NEGKLWKH | KHKY ENK RNW
f. Max. deviation (see listing)
g. G-factors
(F;*p“ %2 N [T o 1] %
Chilonl
Chi3 & chi4 LI [[]]
mega COTH [EEE B I BT
Dihedrals ~ [TTITTTTTITIITTT 1] T T T T A T T T T A T T T T T T I T T T T T T T T T T T T [EEN]
MCages A B B M M M B A M BN M B E AN E A E AN NN AN RR N AR HH
Mainchain  [TTTTTTTIITTTITT111] T T T T T T T T T T T T T T T T T T T T T T T TITT] [EEN]
Overall [ITTTITTTITITITT T ENEEEESEEESEEEEESEEEEE NSNS NN NN NN NN NS [EEN]
61 70 75 10 15 20 25 30 35 40 45 50 55 60

pdb5nmi_06.ps
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. . Page 22
Residue properties
pdb5nmi

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

&

= 80

§ 60

g w0

< 20

© 18 25 30 3H 10 15 20 25 30 35 40 45 50 55 60 65 70

Residue number

2 b. Absolute deviation from mean of omegatorsion

16
12

Omega abs. mean dev.
e}

18 25 30 35 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

=
o

Zeta abs. mean dev.
N A OO

=
(o}

25 30 3H 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

N —

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

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

‘ : ‘ : ‘ ‘ A AAAAAABAAAAAAA AANBIA AAAAAAABIA 4 ‘ A AAANIA
VPTAQLWGAVGAVGLVSAT ATYAQALQSVPETQVSQLDNGLRVASEQSSQPTCTVGVWI DAGSRY ESEKNNGAGY FVEHLAFKGTKNRPG
f. Max. deviation (see listing)
+ * +
+ + x4 * ++ + Y4 x4+ e+ + + o+ * 4
S SO0 O TS G SR SN S0 U O SN 5.5 S S S R 5555 SPINS.
g. G-factors
Phi-psi
Chil-chi2 n H
Chilonly
Chi3 & chi4 HEN [ [ [ [
Omega RN [l O'H o [ I T
Dihedrals  [TTTTITTTITTTTIITT] T T T T T T T T T T T T T I T T A T T T T T I T
MChbonds [T TT T ] T A T T T T T
MCangles [T e e e e e e e e e T e T e e T e e T T T T T T T
Mainchain  [TTTTTTTIITITTTTT111] 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 TTTTTT
Overall O LI T T I OO T L L T T R L T T T T T T L T T
18 25 30 35 10 15 20 25 30 35 40 45 50 55 60 65 70

pdb5nmi_06.ps
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Residue properties
pdb5nmi

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

& 100
% 80
£ 60
g w0
< 20
o
73 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 16
E 12
£ s
o 4
£
© 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
o
% 8
e 6
g 4
R
S
73 80 8 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
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
BAAAAAAAAA AAAAAAAAAAAAAAAAAAAAANAAAAAAAAAAAAABAATIAAAAAAAAAAAAAAAAANAAAABINAAAAAAAAAAAATIA . AAAANAAA AAA
NALEKEVESMGAHLNAY STREHTAYY | KAL SKDLPKAVELLAD I VONCSLEDSQI EKERDV | LQELQENDT SMRDVVFNYLHATAFQGTPLAQSVEGPSE
f. Max. deviation (see listing)
g. G-factors
(Féﬁ{-scihiz [l [
Chilonly
Chi3 & chi4
Omega [NENEENRRCEE RN DR D HEE B
Dihedrals  [(TT T T T T TTIT T T T T T T T TR T T T T T T T T T T T T T T T T TP T T T T I I T T T
MCbonds T T T T T A 1
MCangles [T P P P P T
Mainchain (T T T I T T TP T T O T T TP T T TP T T TP TP T TP T T T T T T T
overall [T I LI LT T T T T T T T T T T T T T L L T I T I T I T LT T T
73 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170

pdb5nmi_06.ps
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Resid tl o
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 80
£ 60
g w0
< 20
o
173 180 185 190 195 200 205 210 215 220 235 240 245 250 255 260 265 270 275
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 16
E 12
£ s
o 4
£
O 173 180 185 190 195 200 205 210 215 220 235 240 245 250 255 260 265 270 275
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
]
i .
£ 67
G 4 -
LY
S
173 180 185 190 195 200 205 210 215 220 235 240 245 250 255 260 265 270 275
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
AAAFHARA
NVRKL SRADLTEYL SRHYKAPRMVLAAAGGLEHRQLLDLAQKHFSGLSGT VPTL SPCI‘QFTGS(‘\)I CHRéDGL PI‘_AHVA I‘ AVEGI‘DGNAH }‘DDNVAI‘_QVANA
f. Max. deviation (see listing)
g. G-factors
Phi-psi . 7 M ]
i, [ b, cif i Biihiis
Omega [l I:::I:th [l T :I::Iij H B NEEE
Dihedrals  [TTT T T T T I T T T T T T I TT T T I TR I T T T IO T T ) CO T T T T T T T T T T T T T LI T 1T
MCbonds T T T T T A I T
MCangles [T T T T PP PP P e A P P
Mainchain (T T T T I T T T T T T IO T LTI T T TP T T ) OO T TP T T T T T T
Overall T IR T TT T IT T I I T I ITTTTTTTITTIITT] OO T I T I T T T T T T I T I T T I T T T I TTTTITTIITTTTT]
173 180 185 190 195 200 205 210 215 220 235 240 245 250 255 260 265 270 275

pdb5nmi_06.ps
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Residue properties
pdb5nmi

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

276 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375
Residue number

b. Absolute deviation from mean of omegatorsion

N
o

=
()]

[iny
N

Omega abs. mean dev.
H 00

285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

276 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375

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

AAAAAAAAAAATIA
T T T T T T T T T T T T T T T T T T T T
| lGHYDCTYGGGAHL SSPLASIAATNKLCQSFQTFNICYADTGLLGAHFVCDHMS | DDMMFVLQGQMRLCTSATESEVLRGKNLLRNALVSHLDGTTPV

f. Max. deviation (see listing)

g. G-factors
Phi AN
Aty : Eiieds
Chi3 & chi4 \h [
Omega | [ [ [ m B H H
Dihedrals  [(TTT T T T TR T T T T T T T T T T T T T T T O T LT T LT TP I T T T T T T T T T I
MCbonds T T T T T 1
MCangles [T P P P P P P T
Mainchain (T T T I T T TP T T O T T TP T T TP T T TP TP T TP T T T T T T T
Overall T T L 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 I I T T T I IT T I ITITTTITTTTT]
276 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375
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Residue properties
pdb5nmi

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

&

= 80

§ 60

g w0

< 20

© 376 385 390 395 400 405 410 415 420 425 430 435 440 445 25 30 3H

Residue number

2 b. Absolute deviation from mean of omegatorsion

16
12

N

Omega abs. mean dev.
e}

376 385 390 395 400 405 410 415 420 425 430 435 440 445
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

376 385 390 395 400 405 410 415 420 425 430 435 440 445 25 30 3

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

d. Secondary structure & estimated accessibility

A= W= i . -

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

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

T T T
CEDIGRSLLTYGRRI PLAEWESRI AEVDARVVREVCSKY FYDQCPAVAGFGP | EQLPDYNRI RSGMFWLR VPPHPQDLEFTRLPNGLVIA

f. Max. deviation (see listing)

g. G-factors
Phi [ [T [ B
Sy TN nd . o
Chi3& chi4 [T I | [ [
Omega HERENE m H\ HZ,:I [ ] [
Dihedrals  [(TT T T T T I IT I 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 T T I T T T ] [T TT T TT I T T T
MCbonds T T T T T I I O
MCangles [T P P P T T T e e
Mainchain (T T T T IT T T T T LTI T TP TTT T CTTTTTTT TTTTTTTIT I ITTTITTIITTT] T T T ITTITITT]
Overall LTI T T T LTI T T T T I T T T I T T AT T T IT T T IT T T T I T ITITITT T ] LTI TTTIITITTITTTTT]
376 385 390 395 400 405 410 415 420 425 430 435 440 445 25 30 35
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Residue properties
pdb5nmi

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

37 45 50 5 60 65 70 75 8 85 90 95 100 105 110 115 120 125 130 135

N
o

Residue number
b. Absolute deviation from mean of omegatorsion

I
N O

Omega abs. mean dev.
H 00

w
~

45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130 135
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OB

w
~

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130 135

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

d. Secondary structure & estimated accessibility

R~/ R\ R i AN\

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

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

AAAAAAAAATIA AAAIA  AAAATARIEIA AAAAAAFATAABAAAAAAAABAAAAAAAAAAAANBAABIAAAA
T T T T T T T T T T T T T T T T T T T T
SLENYAPASRIGLFIKAGSRYENSNNLGTSHLLRLASSLTTKGASSFK I TRGI EAVGGKL SVTSTRENMAYTVECLRDDVD | LMEFLLNVTTAPEFRRWE

f. Max. deviation (see listing)

+ * +
* * * * P * *

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

:u:

pdb5nmi_06.ps
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Residue properties
pdb5nmi

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

D o
o O

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

137 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230

20

Residue number
b. Absolute deviation from mean of omegatorsion

16
12

Omega abs. mean dev.
H 00

=
o

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

137 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230

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

d. Secondary structure & estimated accessibility
S AANENANAN—— A AN — = ANA g
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

AAAAAAAAAAAAANAAAANAAAAAAAAAAAAATBRIIAAAAAAAAAAAA  AANAAANAAAAANAANBINAAAATIAA. A _AAAANAAAANANTIIIAAA
VAALQPQLR I DKAVALQNPQAHV | ENLHAAAYRNALANSLYCPDYRIGKVTPVELHDYVQNHFTSARMAL | GLGVSHPVLKQVAEQFLNIRGGLG SGA

f. Max. deviation (see listing)

+ * gk x4 Kk
* kkk kK kk K K kK KK

Lot o* % %
*

g. G-factors
Phi-psi . M [N o[ T |
= afcEScRicl, %
Onf|1egaCI H [ EEE H:h B H
Dihedrals [T TT T T I TT T T T T T T T T T T T T LT T T T T LTI T T T T T T T T T T TR T T T T T TR T T T LI ] (I
e R AMEREESENENSESENENSESENERSESENENSESENSESESENSNSRSENSRSRSENSESENENSRSENERSRSEEEREREETE HH
Mainchain (T T T T T I T T T LTI T T T T T TP T T T TP T T TP T TP T TP T ] [
Overall [T T T T T T T T T T T T T P T T T T T T T T T T T T T T AT T T T T T T T I AT T T I ITTTTTTT I A T (I
137 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230
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Residue properties
pdb5nmi

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

H
o ©
3 3 8

N
o

Chi-1 abs. mean dev.
N
o

236 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335
Residue number

2 b. Absolute deviation from mean of omegatorsion

16
12

Omega abs. mean dev.
H 00

236 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

=
o

Zeta abs. mean dev.
N A OO

236 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335

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

d. Secondary structure & estimated accessibility

. /e /e ) 2L/

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

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

KAKYHGGE | REQNGDSLVHAALVAESAA | GSAEANAFSVLQHVLGAGPHVKRGSNATSSLYQAVAKGVHQPFDV SAFNASY SDSGL FGFY T | SQAASAGD

f. Max. deviation (see listing)

g. G-factors
P . m T
i B e
Omega il m T o " o
Dihedrals [T T T T T T T T T T T s T I T T T T T P T T T T T T T T T T T B T T T T T T T T I T T T T
MCbonds [T 1T T T T T T T T T T T T T T T T T T T T T T T T T
MCangles [T T e e e
Mainchain [T T T T T[T T I I I I LI T T T T LT L L LT T L L L L L L T LT T L L L L T L T LI T L T LI T L T L LT T I LT LT L LT LT T LTI
Overall \\H\HH\‘\\\H\HH‘\\\H\H\\‘H\H\\H\‘H\H\\H\H\\\‘HH\\H\H\H\\H\\‘\\\HHHHHH‘\HH‘HHH
236 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335

pdb5nmi_06.ps
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Residue properties
pdb5nmi

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

336 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
e}

336 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

=
o

Zeta abs. mean dev.
N A OO

336 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435

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

EEAAAAAAAAAAAAAA AAAAAR IAAAAAAAAAAAAAAAAAAAAAANAAAAA EAAA
T T T T T T T T T T T T T T T T T T T T
VIKAAYNQVKT | AQGNL SNPDVQAAKNKLKAGYLMSVESSEGFLDEVGSQALAAGSYTPPSTVLQQI DAVADADV | NAAKKFV SGRK SMAASGNLGHTPF

f. Max. deviation (see listing)

+ + * 4 + + + + * + 4+ o+ 4+ + +* k4 Ky
Kk k  kk kK Kk K Kk Kkkkkk kkk K kkk KkkkK K kkk K KKK AXKE KA * * % X Kk KKK KKE kK

g. G-factors

|
i
|

Chi3 & chi4 i
Omega
Dihedrals ]

[T T T T T T T T T T TTTTT
MC bonds [T T T T T T T T
MCangles [T T T T
[T T T T T
[T I T I T T T T TT T I T ITTTITITTTT

Mainchain  []

Overall {1
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Residue properties
pdb5nmi

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

& 100
% 80 -
g 60
8 401
< 20+
o
436 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 167
E 12-
g 8-
5 4]
£
O 43 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
% :
e 6
g 4
LR
S
436 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
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
AAAAAAAATAAAAAAAAAAANAAAAAAA
| DEL HPLMK | VNNAFI E)L PAPéNI SSJ\WNFGéL LGI éL | LQI‘ LTGLI‘:LAMH\‘(TSDT'i'TAFS‘SVTH | (‘DRDVN\‘(GNI | I‘?YMHAI\‘IGASMI‘:FI C
f. Max. deviation (see listing)
g. G-factors
Phi-psi
o i e
Omega H:ﬂ] [ [l H D RN [
Dihedrals  [T1T] T T e e T T T T T T T T T T T T T I T T T T T T T T T T T
MG Spies SR EEREREREREEEEEEEENEAENERENSNENANEREESSSESESRSRSENERENERENSSENSESRSESSSESRSEEEEEEEEE
Mainchain  [TT1T] 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 T
Overdl  [TTTJ BT T R T LT T T L T I T L T L T L T T T I T L T T LI
436 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90

pdb5nmi_06.ps
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Residue properties
pdb5nmi

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

H
o ©
3 3 8

N
o

Chi-1 abs. mean dev.
N
o

94 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.

94 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

94 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190

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

d. Secondary structure & estimated accessibility

WAL At O A VA VA VANV A VA WE 0 VA VA VA —
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

AAABAAAAAA AAAAR AAAAAAAAAAAATI AAABAAAAAAAAAAAATINAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
LYMHVGRGLYYGSYTFLETWNIGV | LLLTVMATAFMGYVL PNGOMSPAVGATV | TNLLSA I PY | GTNLVEWIWGGFSVDKATLTRFFAFHFILPFI IMATA

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals [

[T [
MChbonds [TTT7] I
MCangles [TT17 [
[T [
[T [

Mainchain  []

Overall [1

pdb5nmi_06.ps
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Residue properties
pdb5nmi

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

194 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290
Residue number

b. Absolute deviation from mean of omegatorsion

N
o

I
N O

N

Omega abs. mean dev.
e}

194 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

=
o

Zeta abs. mean dev.
N A OO

194 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290

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

AAAAAAAAAAAAANBAAADN  AAAAAAAATAABAAAAARIAAAAAAAAAAAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
MVHLLFLHETGSNNPTGI SSDVDK | PFHPYYTIKDILGALLL I LALMLLVLFAPDLLGDPDNYTPANPLNTPPHIKPEWYFLFAYAILRSIPNKLGGVLA

f. Max. deviation (seelisting)
5+

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

g. G-factors

Q)
3=,
farra
QB Q.
e

Omega [0
Dihedrals [

[
MChbonds | }
[

Chi3 & chi4 H
H

MCangles |
Mainchain |

[T TIITI] I \

NN RN I I

EEEEEEEE] \ \

[TITII11] I I
Overall OO T LI T T ] I
194 200 205 210 2
C = cis-peptide

pdb5nmi_06.ps
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Resid ti o
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 80
£ 60
g w0
< 20
o
294 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 2
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 167
E 12-
g 8-
P 41
£
O 204 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 2
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
]
g 8
e 6
g 4
LR
S
294 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 2
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Q=——
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
LAFSILILALIPLLHTSKQRSMMFRPL SQCL FWALVADLLTLTWIGGQPVEHPY I TIGQLASVLYFLL I LVLMPTAGT | ENKLLKW DLEL
f. Max. deviation (see listing)
g. G-factors
Phi ] W 5 []
T . b
Omega " LIz N . - "Esaaca
Dihedrals T T T T T T T A A T T T T T T T T T T T T T T T T TR T T [T
MC e  FHHHHHHHFHHH A A A HHH
Mainchain (T T T T T T T T T T T TTT TP T TP P T TP [EEEE]
Overdll \‘\HH\‘\\H\‘\H\\‘\\H\‘\H\\‘\\\HJH\\‘H\H\H\\H\H‘\CHHH\\\‘\\H\‘HHHHH‘\HH‘\HH [
294 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 2

C = cis-peptide

pdb5nmi_06.ps
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Residue properties
pdb5nmi

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

20

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

16
12

(o]

Omega abs. mean dev.
N

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

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
|

e e\ A —

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

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

HPPSYPWSHRGLL SSLDHT S| RRGFQVYKQVCSSCHSMDYVAYRHLVGVCY TEDEAKALAEEVEVQDGPNEDGEMFMRPGKL SDY FPKPY PNPEAARAAN

V—I\
S

f. Max. deviation (see listing)

pdb5nmi_06.ps
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Residue properties
pdb5nmi

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

& 100
g 80
£ 60
g w0
< 20
o
106 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 16
E 12
£ s
o 4
£
© 106 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
% 8
e 6
g 4
R
S
106 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
HAARA AAAAAATIAAAAAAA
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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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RM S distances from planarity
pdb5nmi

ASP

ASN

ARG

o o
3 S
Aouanbai4

l

50

000 001 0.02

|

0.04

0.03

000 001 0.02

i

HIS

GLU

GLN

150+
00

>ocomcohu_

0.04

0.03

000 001 0.02

TYR

TRP

PHE

S
o
[a2]
\\\\\\\\\\\\\\\\\\\\\\\\\\\\\ o
o
N
Lo
o
-
S
o
(@) o o
3 8 3
— —
Aouanbai4
S
o
™
\\\\\\\\\\\\\\\\\\\\\\\\\\\\\ o
o
N
LS
o
-
Lo
o
Lo
t t t —
Q o o o
n Q o
— —
fousnbai4
<
LS
o
™
wwwwwwwwwwwwwwwwwwwwwwwwwwwww O
o
[aN)
Lo
o
-
Lo
o
|lo
T T T m
2 8 3
— —
Aouanbai4

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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