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Psi (degrees)

Ramachandran Plot
pdb Isgx

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] 1654 90.2%
Residues in additional allowed regions [a,b,l,p] 160 8.7%
Residues in generously allowed regions [~a,~b,~l,~p] 11 0.6%
Residues in disallowed regions 8 0.4%
Number of non-glycine and non-proline residues 1833 100.0%
Number of end-residues (excl. Gly and Pro) 19
Number of glycine residues (shown as triangles) 140
Number of proline residues 109
Total number of residues 2101
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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

Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Asp (96)

Asn (78)

Chi1-Chi2 plots
pdblsgx

Arg (117)
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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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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
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Oa. Ramachandran plot quality assessment
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2153). Peptide bond planarity - omega angle sd

%-tage of residues in most favoured regions
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d. Alpha carbon tetrahedral distortion

; 8 Measure of bad non-bonded interactions
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Plot statistics

Comparison values No. of

No.of Parameter Typical Band  band widths
Stereochemical parameter data pts value value  width  from mean
a. %-tage residues in A, B, L 1833 90.2 74.8 10.0 1.5 BETTER
b. Omega angle st dev 2089 9.7 6.0 3.0 1.2 WORSE
c. Bad contacts / 100 residues 1 0.0 12.2 10.0 -1.2 BETTER
d. Zeta angle st dev 1961 2.0 3.1 1.6 -0.7  Inside
e. H-bond energy st dev 1368 0.7 0.9 0.2 -1.1  BETTER
f. Overall G-factor 2101 -0.1 -0.6 0.3 1.6 BETTER
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Side-chain parameters
_ pdblsqx |
50 a. Chi-1 gauche minus 50 b. Chi-1 trans
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pdblsgx

Standard deviation (degrees)

10 1.5 20 25 30 35 40
Resolution (Angstroms)
Plot statistics

Comparison values No. of
No.of Parameter Typical Band  band widths

Stereochemical parameter data pts value value  width  from mean

a. Chi-1 gauche minus st dev 238 19.8 23.6 6.5 -0.6  Inside
b. Chi-1 trans st dev 579 20.9 23.4 5.3 05 Inside
c. Chi-1 gauche plus st dev 839 20.0 22.0 4.9 -0.4  Inside
d. Chi-1 pooled st dev 1656 21.0 22.8 4.8 -0.4  Inside
e. Chi-2 trans st dev 507 25.4 23.6 5.0 0.4  Inside
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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

—_
o
S

80

40
20

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omega torsion

125
100
75
50
25

Omega abs. mean dev.

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

c. C-alpha chirality: abs. deviation of zeta torsion

Zeta abs. mean dev.

5 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

S e = pmm—m 2\, — S o e

Key:- <™ Helix |:> Beta strand = Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions a Most favoured & Allowed [l Generous Il Disallowed
BAAAAAAIAAAAAAA AAABIA AAABIA AAAAAANTARIAAAAAAA
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TATYAQALQSVPETQVSQLDNGLRVASEQSSQPTCTVGVWIDAGSRYESEKNNGAGYFVEHLAFKGTKNRPGNALEKEVESMGAHLNAYSTREHTAYY IK

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

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

N A X o
S 5 & o 3
1 1 1 1

Chi-1 abs. mean dev.

105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number

b. Absolute deviation from mean of omega torsion

125
100
75
50
25

Omega abs. mean dev.

105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

Zeta abs. mean dev.

105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200

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

d. Secondary structure & estimated accessibility

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed

AAAAAAAAAAAAAAAAAAIIIIAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAI AAAAAAAA AAAAAAABIAAAAAAAAAAATIIAAAAAAAAAA

ALSKDLPKAVELLADIVQNCSLEDSQIEKERDVILQELQENDTSMRDVVENYLHATAFQGTPLAQSVEGPSENVRKLSRADLTEYLSRHYKAPRMVLAAA

f. Max. deviation (see listing)
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g. G-factors
Phi-psi _ T I
et et ety
Omega  EOW T S ERERsEEmEEE | o HEN M EEMT SEEENT R E N EEEREAE S AR EE
Dihedrals T T T T T T T T T I T LT T P T T T T T T T T T T TR T T T T T [T T T T I
NEeuts - FEPEEEPEEFEF PP AP R R
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Overall O T T T L T T T T T T T T T T T LT T T T T T T T T AT T T T T T T T T T T T T T T T I T T I TTIITTITT]
105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

N A X o
S 5 & o 3
1 1 1 1

Chi-1 abs. mean dev.

205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
Residue number

b. Absolute deviation from mean of omega torsion

125
100+
75 1
50 4
25 1

Omega abs. mean dev.

205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

Zeta abs. mean dev.

205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300

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

d. Secondary structure & estimated accessibility

N = N\ N\ -mE N

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed

T T T T T T T T T T T T T T
GGLEHRQLLDLAQKHFSGLSGTYDEDAVPTLSPCRFTGSQICHREDGLPLAHVATIAVEGPGWAHPDNVALQVANAT IGHYDCTYGGGAHLSSPLASTAAT

f. Max. deviation (see listing)
5+ + 84 % +
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_***_*****_*»*********_*****************_****__**_***_***********__*__*

s

g. G-factors

Phi-psi
Chil-chi2 #
chiih,

i3 & chi:
Omega H:H]ji:]iljﬂﬂii::ﬂi:ﬁI]IIm
Dihedrals [T
MC bonds
MC angles
Mainchain

Overall
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Residue properties
pdblsgx

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

_
o )
3 & 8

\®}
(e}

Chi-1 abs. mean dev.
N
=)

305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
Residue number

b. Absolute deviation from mean of omega torsion

125
100+
75 1
50 4
25 1

Omega abs. mean dev.

305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

Zeta abs. mean dev.

305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400

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

d. Secondary structure & estimated accessibility

[ mmm— NN IANANR BN A

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed

ABAAAAAAAABIAANTIEA AAAAAAABAAAAAANAA  AAAAAAAAAANTIR
T T T T 7 T T T i T T T T T T T T 7 T 7
NKLCQSFQTFNICYADTGLLGAHFVCDHMS I DDMMFVLQGQWMRLCTSATESEVLRGKNLLRNALVSHLDGTTPVCEDIGRSLLTYGRRIPLAEWESRIA

f. Max. deviation (see listing)
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g. G-factors

R
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Dihedrals [T T T T T T T TR T TR T TR T T T I T T T T T e T T T T T A T T T T T T I T T T T T T
e e e e S R e e e SRR e A R R e A RS
Mainchain [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 T T T T I T T T T T T
Overall T T T T T T T T T T T T T LTI T T T T T T T T T I T T T T I T T T T T T I AT T T T ITTTITTTTT]
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Page 5

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

80

40
20

Chi-1 abs. mean dev.

405 410 415 420 425 430 435 440 445

25 30 35 40 45 50 55 60

Residue number

b. Absolute deviation from mean of omega torsion

125
100+
75 1
50 4
25 1

Omega abs. mean dev.

405 410 415 420 425 430 435 440 445

25 30 35 40 45 50 55 60

Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

15
12

Zeta abs. mean dev.

Phi-psi
Chil-chi2
Chil only
Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

405 410 415 420 425 430 435 440 445

Residue number

d. Secondary structure & estimated accessibility

AR o P

Key:- <™ Helix

|:> Beta strand = Random coil Accessibility shading: MW Buried

25 30 35 40 45 50 55 60

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

ot ——

0 Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed

EVDARVVREVCSKYFYDQCPAVAGFGP I EQLPDYNR IRSGMFWLRF

f. Max. deviation (see listing)

* T+ #* * + o+
# * * kg ok

4k * % % + * 4 %
sk dkk | kkok Rk okokokokokok kR ook R ko ok ok ok Rk Rk Rk sk ok ok ok ok ok R Rk
I I I I i I I I I

g. G-factors

H H B H H:::fﬁ::: ::# W m
e EEEEEY mmmE EEns ] CE T | msm
T T T A T T T T T T I T T T T T T T T T A T T T T T T T T A I T I T TR T T T
T T T P P T T TP P T T E T T P P T T TP T
A T e e A P P T T T T T P T L I A P T P T T T T T T T
[EEEEEEEEEEEEEEEE NN NN RN R [EEEENEEEEEEEEEEEEEEEEE NN
EENENEEN NN NS EENE NN SN NN N NN AN N T L e T T T [T
405 410 415 420 425 430 435 440 445 25 30 35 40 45 50 55 60
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EE ey g ok * 4
Ok ok kR ok kokok kR Rk ok
I I i
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60
£ 40
<
- 20
2
61 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
Residue number
: b. Absolute deviation from mean of omega torsion
é 125
% 100+
E 75-
£ 50
& 254
=
© 61 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 15
= 12
QE) 9
£ 6
<
s 3
N
61 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
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
ARA AAAAAAAAAANAAA TAAAAAAA AAAA — AAAAAAAAAAAAAAAAABIAAAAAANAAAANAAATIIAATAAAAAAAAAAAAAAAAAAAAAANAAAAN
NNLGTSHLLRLASSLTTKGAS SFKITRGIEAVGGKLSVTSTRENMAYTVECLRDDVDILMEFLLNVTTAPEFRRWEVAALQPQLR IDKAVALQNPQAHV I
f. Max. deviation (see listing) . .
10 cle o 4
g. G-factors
Phi-psi _ I H
Bt SiHitain H
Omega n mmHES EmSEMEEECEESE"CMH NS SN EMSES EMN EER B HEN HEmNS mEE-SEE
Dihedrals [T T T T TTTT T TR T T T I T T T P T I T T T I I T T T TR T T I T T T T T T T T T T T T I T T
e (LTI AT LRI T AT
Mainchain [T T T T T T T I T T T T T T T T T T I T T T T T T T T T T T I T T
Overall [T T I T T T T T e T T T e e T T T I T T I T TR LTI
61 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
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Omega abs. mean dev.
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Residue properties
pdblsgx

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

> 100
3
= 80 1
S
g 60 -
£ 401
[5]
- 20+
0
O

161 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260

Residue number

b. Absolute deviation from mean of omega torsion

100+
75 1
50 4
25 1

161 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260

Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

= 15
S
o 12
S 9
=
£ 6
<
s 3
N
161 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions a Most favoured & Allowed [l Generous Il Disallowed
ENLHAAAYRNALANSLYCPDYR I GKVTPVELHDYVQNHFTSARMAL [ GLGVSHPVLKQVAEQFLN I RGGLGL SGAKAKYHGGE | REQNGDS LVHAALVAE
f. Max..deviation (see listing) s s .
74% + +4 * 64 £77 5 0% +
+ L * * ++ RO L .o+ * +*
Fgpo R QTH 4 ki kg +ELEE e 4 *T+ Fpdkppq kg *k4 58 HAEPQ R kg gk kR Q R g ok kR g
ARk RokkoRoRR Rk ok R kR Rk Rk R R ROR Rk R ok ROk R ROk Rk R R R KRR R R kR KR R KRR R kR Rk ok kR R R R R R Rk R ok ok
g. G-factors
5}1‘111 2ehi2 u H FA HZ:#:H‘F ] :H
| : ‘ siferitinsiata il -
Omega li::] [EEENE [ I::I:i:h [ H:l:w:i:ﬁ:-:ﬂ:wmi
Dihedrals [T T T T T T TR T I T T T T T T T T T I T T T T T T T T T T T T I s T I T T T T PR T
C bonds
MC angles - (HHHH A A A A A
Mainchain [T T T T T T T T I T TTTTTETIT E T TT T E TT  TT  TT T  TT T TIT T T T TIT TTTTTTTTTT
Overall [T LIL T LT O TR LT LT R LT LT LT e LR LT T I ERLE LTI LT
161 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260

pdblsgx_06.ps
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Page 8

Residue properties
pdblsgx

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

—_
o
S

80
60
40
20

Chi-1 abs. mean dev.

261 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
Residue number

b. Absolute deviation from mean of omega torsion

125
100+
75 1
50 4
25 1

Omega abs. mean dev.

261 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

= 15
3
- 12
S 9
g
£ 6
<
s 3
N
261 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions a Most favoured & Allowed [l Generous Il Disallowed
SAAIGSAEANAFSVLQHVLGAGPHVKRGSNATS SLYQAVAKGVHQPFDVSAFNASYSDSGLFGFYTI SQAASAGDVIKAAYNQVKT IAQGNLSNPDVQAA
f. Max. deviation (see listing) .
4 R tol
g. G-factors
Phi-psi _ i
s R : i :
Omega " o nt-1 i m NN SEEN i | | EEENCEE  §-NEESEE EEEN
Dihedrals BT T T T T T T T T T T T T T T TR T T T e T T P T T T T T T T T T TP T T T T T T
v sngies - IEFRHHHRHHHRFHFRFAFFH AR A A A A A
Mainchain - T T T T T T TP T T T T T P T T T T T T P T T T T T
Overall I T I TR T T R e e T e T T T T T TR T
261 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360

pdblsgx_06.ps
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R . d . Page 9
pdblsgx
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 80
g
g 60
£ 40
<
- 20
£
361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 2 10
Residue number
: b. Absolute deviation from mean of omega torsion
é 125
% 100
E 751
2 50 -
& 254
=
© 361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 2 10
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 15
= 12 ~
o]
£ 67
<
g 37
N
361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 2 10
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
A e N A e s €A
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAABAAAAAAAAAATIAAAAAAAAAAAAAA BAAAAAA
l‘(NKLKAGYLI\‘/ISVESéEGFL[‘)EVGS(‘)ALAA&SYTPI"STVLéQ I DA\‘/ADAD\‘/ I NAA]‘(KFVSC‘%RKSMAASGNILGHTPI‘: IDEL TNIRKSHPLMK
f. Max. deviation (see listing) .
E + * + *I * +>{< * * I + §+ *"*.vk
g. G-factors
Phi-psi _ ]
e . : e
Omega H B EMAEEEmE SR B SiEN__ EESH §EN B ESac mamasa
Dihedrals  [TTTTTTTITITTTT T T T I T T T P T T T I I T LTI T T I I T T T T TIT T T T
MC angles - EHHHHH AR A A
Mainchain [T T T T T T T T T I T T I T T T T T T T T T T T T T T I T T T [IITTTITTTT]
Overall [T I T LT T T I LT LT LTI I T CITT I
361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 2 10

pdblsgx_06.ps
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Residue properties
pdblsgx

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

—_
o
S

D X
(e )

\®}
(e}

Chi-1 abs. mean dev.
N
=)

13 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Residue number

b. Absolute deviation from mean of omega torsion

125
100+
75 1
50 4
25 1

Omega abs. mean dev.

13 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

= 15
S
o 124
S o9
=
£ 67
<
g 37
Q
N
13 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
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
IVNNAFIDLPAPSNISSWWNFGSLLGICLILQILTGLFLAMHYTSDTTTAFSSVTHICRDVNYGWI IRYMHANGASMFFICLYMHVGRGLYYGSYTFLET
f. Max. deviation (see listing)
L5 9 + * + +
**' L+ + * * + * + *+ *
g. G-factors
Phi-psi  [TT] EEE-weN W] ] 1]
R ; et e
Omega " BE "B SmES SHmHa EESENECNCCENE EEEEEE S u| Tl 1 1 i [ Eann
Dihedrals [T T T I T T T TRCT T T T I T T I T T I I T T I I T T T T T T T T T T T T I I T T T I T T T T TR
C bonds
st s B S e e B A SR SR B RS SA SR e R SR SRR e
Mainchain [T T T T T T T T T T AT 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
Overall [T I T TR T T T T T T T T e T R T T T T T T TR I
13 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110

pdblsgx_06.ps
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Residue properties
pdblsgx

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

N A X o
S 5 & o 3
1 1 1 1

Chi-1 abs. mean dev.

113

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 omega torsion

125
100+
75 1
50 4
25 1

Omega abs. mean dev.

113

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

c. C-alpha chirality: abs. deviation of zeta torsion

15
12

Zeta abs. mean dev.

113

Key:-

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

NNNINNNN\— N\

0 Accessible

™ Helix

|:> Beta strand = Random coil Accessibility shading: MW Buried

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed

AAABAAAAAAAAAAAAAAAAAAAAAAANAAAAAAAA

T T T T T T T T T T T T T T T T T T T
WNIGVILLLTVMATAFMGYVLPWGQMS FWGATVITNLLSAIPYIGTNLVEWIWGGFSVDKATLTRFFAFHFILPFI IMAIAMVHLLFLHETGSNNPTGI S

f. Max. deviation (see listing)

*

g. G-factors
Phi-psi _ ] ]
el il
Omega (o “HEmE"ms NEEN__NEE mE_§ i B EMANESE S EEE EE
Dihedrals [T TT T T TT T T T T T I T T T TR T T T I T I T T T TR T T T T T TR T T T T T T T T T T T I T I I T T
et PP R L R A
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 I T T T T I T T T T T T
Overall T I T 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 I T T LI T I T T T T T IT T T I T T T T ITITTIITTTIT]
113 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

pdblsgx_06.ps
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Residue properties
pdblsgx

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

> 100
3
= 80 1
S
g 60 -
£ 401
[5]
- 20+
0
O

213 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310
Residue number

b. Absolute deviation from mean of omega torsion

125
100+
75 1
50 4
25 1

Omega abs. mean dev.

213 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

Zeta abs. mean dev.

213 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310

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

d. Secondary structure & estimated accessibility

A-N\N\r—n

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed

SDVDKIPFHPYYTIKDILGALLLILALMLLVLFAPDLLGDPDNYTPANPLNTPPHIKPEWYFLFAYATLRSIPNKLGGVLALAFSILILALIPLLHTSKQ

f. Max. deviation (see listing)
5

+ § + *6 +
* + >{<+ * * + * * * * * %k *

. . + + ¥ * * + +
o444 ko ok * kok %k ok ok * ook kokokock ok + ¥ ****7++ * + ®k  kyp o4 * * 4k + +% Fg
Lk Rk K kR kol Rk R R R R Rk ok ok R kol R sk R kR Rkl Rk R kR kol Rk R kR ROk R ROk ROk Rk Rk R Rk Rk Rk kR ok ok Rk R kR Rk Rk Rk Rk
. . . i . . i . . . . . . . i i . .

g. G-factors

E}?ﬁ o2 CHm " H m !ZZHi
Chil onl; | |

i1 only u H
Gmega ™t - o m “SE R EC CHE EEE EE S ECH AR EESE il o
Dihedrals (T T T T T T T T T T T T I I T T T T T T T T T T T e T T I T T T T I T T T T T T BT ]
ME hogies - IR A A A A A A A A A A A A A A A A A A A A
Mainchain - [T T T T T T T I T T T T T T I T T T T LT T T T T T T T T T I T T T T T T T T T T T T I T I T T T T I LTI
Overall \\HHH‘\\C\\\‘H\H‘\H\\‘H\H‘\\H\‘HH\‘HH\‘H\\\‘HH\‘H.H\\H‘\HH‘\HH‘\H\\‘H\H‘HH\‘H\H‘HHHH

213 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310

¢ = cis-peptide

pdblsgx_06.ps
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pdblsgx
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 80
g
g 60 -
£ 401
<
= 20 A
2
313 320 325 330 335 340 345 350 355 360 365 370 375 5 10 15 20
Residue number
: b. Absolute deviation from mean of omega torsion
é 125
§ 100
E 75
£ 50
& 25
=
© 313 320 325 330 335 340 345 350 355 360 365 370 375 5 10 15 20
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 15
= 12 ~
o]
£ 67
<
g 37
N
313 320 325 330 335 340 345 350 355 360 365 370 375 5 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
o
—ANNANSZINANNN AN i
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
RSMMFRPLSQCLFWALVADLLTLTWIGGQPVEHPYITIGQLASVLYFLLILVLMPTAGT I ENKLLKW SDLELHPPSYPWSHRGLLSSLDH
f. Max. deviation (see listing) .
5
g. G-factors
Phi-psi _ o
Gl HEHER s e aie! . akae
Omega [ BEas HAEENS RN R EEERE EER" o “HaE (| BomaEs
Dihedrals [T T T TT T T T T IT I T T T I I T T T T I T T I T T I T LI T T O T I T I T s T
MC angles - HHHHHHHHAH A A A EHHHHHHHHAN
Mainchain [T T T T T T T T I T T TT T IT T T T T T T T I T T T T T T T T T T [EENEEEEEEEEENEE NN RN
Overall [T I I T L T T T T I I T T T O I T T R T
313 320 325 330 335 340 345 350 355 360 365 370 375 5 10 15 20

pdblsgx_06.ps




PROCHEC

_
o )
3 & 8

Chi-1 abs. mean dev.
SN
S S

125
100
75
50
25

Omega abs. mean dev.

Zeta abs. mean dev.

Phi-psi
Chil-chi2
Chil only
Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

K
Page 14

Residue properties
pdblsgx

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

24 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120
Residue number

b. Absolute deviation from mean of omega torsion

24 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

24 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

o R &

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed

EEAAAAAAAAAAIAAAAAA AABIA
T i T T T T T T 7 T T ; T T i 7 T i 7 T
TS IRRGFQVYKQVCS SCHSMDYVAYRHLVGVCYTEDEAKALAEEVEVQDGPNEDGEMFMRPGKLSDYFPKPYPNPEAARAANNGALPPDLSY I VRARHGG

f. Max. deviation (see listing
* 6

* + +++ * Lk * §+++ + o+ o+ *5+i +++++§*+
:?*I : ***:i:::¥i:i:::* i*:igziizz :** * i+: : :é: i::t I::I:*: Z*:*Q*i*i*1¥$* * :*I:**i:il:::*:**
g. G-factors
R indifishidifniiinhinl

| EEN [l Hlii[i\\\ [l I::.Iﬂ:“ﬂ:f:l]]:‘[l‘:l:] [l Hﬂill\
T AT T T T T T T I T A T A T T T T T T T T I T T I I T T T T I T I T AT T T
A T e e e e e T PP e P P P e P T T P P P P P P T PP PP P P P T TP PP T T T ITPIrTT
A e e e e P T T T T T e P P P T T T T T P P T T T T T T P P P T T T T T P T P P T T T T T
[EEEEEEEEEEEEEEEEEEEE NN NN NN
T T T T T T T T I T T T T T T T e T T I T A T T T T T AT T R T T T T T T T T I T T R T T T
24 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120

pdblsgx_06.ps
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Page 15

Residue properties
pdblsgx

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

[N I e e ]
S o O O

Chi-1 abs. mean dev.

124

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 omega torsion

125
100+
75 1
50 4
25 1

Omega abs. mean dev.

124

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

c. C-alpha chirality: abs. deviation of zeta torsion

15
12

Zeta abs. mean dev.

124

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

Phi-psi
Chil-chi2
Chil only
Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

d. Secondary structure & estimated accessibility

N e L i AR I AAANAA

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed

AAAAAAATIA AAATR ABEAAAAAAAAAAAANAAANTAAAAAAAAA
T T T T T T T T T T T T T T T T T T
EDYVFSLLTGYCEPPTGVSLREGLYFNPYFPGQAIGMAPP I YNEVLEFDDGTPATMSQVAKDVCTFLRWAAEPEHDHRKRMGLKMLLMMGLLLPLVYAMK

f. Max. deviation (see listing)
56 *

o4
e Lok ok
sk ok ok R £TOQ ko *
dok ok kk ok kR ok b Rk kokkkok kR k Rk kR
I I i I I I

*

*

sk ko
i

+ + *

+ * * * 44 + EE RS

B Lok kR sk kokok | koRokokokokoRok Rk ok Rk ok ok
i . i . . i .

. G-factors

=

.
Em =

=

o H O HEH

o H HFH H
St HEEH

pdblsgx_06.ps
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pdblsgx
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
<
£ 60
£ 40
<
- 20
2
224 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
: b. Absolute deviation from mean of omega torsion
é 125
% 100+
E 75-
£ 50
& 254
=
© 224 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 15
= 12
QE) 9
£ 6
<
s 3
N
224 230 235 240 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
NN p— E
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
RHKWSVLKSRKLAYRPPK SHTDIKVPDFSDYRRPEVLDSTKS SKESSEARKGFSYLVTATTTVGVAYAAKNVVSQFVSSMSASADVLAMS
f. Max. deviation (see listing)
g. G-factors
Phi-psi _ u|
- e
Omega EEmE EEME"N o i I N “HEn - min
Dihedrals  [TTTITTTTTTTTTTTTT T AT T T T A T P T T T I T T I I T T T T T T T T T T e T
MC angles - A A A A A A A A A
Mainchain  [TTTTTTTTTTTTTTTTT] [EEEEEEEEEEEEEEE NN NN NN
Overall [T T O T T e T T T I T T T T T ]
224 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70

pdblsgx_06.ps
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Residue properties
pdblsgx

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

—_
o
S

80 1

401
201

Chi-1 abs. mean dev.

73 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170
Residue number

b. Absolute deviation from mean of omega torsion

125
100
75
50
25

Omega abs. mean dev.

73 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

Zeta abs. mean dev.

73 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

e ) N == === =

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed

AAAAAAAAAATL AAAAAAATL ANAAAANAAAAAAAAANAAAAANAAAANANAAAAANBIAAAAAAAA . AANBIL AAAAAAA AL AAAAARL AAABIAA AAR
KIEIKLSDIPEGKNMAFKWRGKPLFVRHRTKKE IDQEAAVEVSQLRDPQHDLERVKKPEWV ILIGVCTHLGCVP IANAGDFGGYYCPCHGSHYDASGRIR

f. Max. deviation (see listing)

+ +
* FE L 44 + ++ ¥ * + *
+ o+ * S+ E EE kg ko ok kg ok * ok * ko * +
s ockoR kR ROk Rk Rk ok kokokok R kR R R okoR kR kR skoRok R kokox RokoR ok kokok Rk Kok Rk ok
. . i . i . . . . .

4 + *
dkopkk ok gk gk ok
sk ok sk ok sk ok ok sk ok ok ok
I I

* %t

g. G-factors

Phi-psi

e P Ty it
Chil only [ [
Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdblsgx_06.ps
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pdblsgx
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 80
B
g 60
2 40
<
- 20
£
173 180 185 190 195 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
: b. Absolute deviation from mean of omega torsion
é 125
% 1004
E 751
2 50 -
& 254
=
© 173 180 185 190 195 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 15
= 12 1
o]
£ 67
<
g 37
N
173 180 185 190 195 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
) By SR PEVAVAVAVNZ —\.— N\, A/ RN AN
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions a Most favoured & Allowed [l Generous Il Disallowed
AAAAAAAARIRIAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAA
KGPAPLNLEVPSYEFTSDDMVIVG VSAS éRWLEé I RKW‘YYNAAéFNKLéLMRD[‘)T I HEI‘\IDDVKI‘EA I RRILPENL+DDRVI‘:R I KRL\LDLSI\"IR
f. Max. deviation (see listing)
5 +
g. G-factors
Phi-psi _
: pebiied
Omega " ittt S NN WEEN | "0 CHEES 5 SHAN B BESECEESE NN | W H
Dihedrals IR T T T T TR T T B T T T A T T T A P T T I T A A T T T T T T T T I T I I T
M sngies - EEEFHHHHHAFRFFFRFAFAFF EAERERAREREREREEERARSRAENEMENERENSNSNEESSSESRSREREREE-EREREREREREE
Mainchain [T TTTTTTTTTTTTTTTTTTTTIT] 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 I T
Overall [T LI TR T] B o T I I T T T T
173 180 185 190 195 10 15 20 25 30 35 40 45 50 55 60 65 70

pdblsgx_06.ps
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pdblsgx

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

>

]

T 80

<

£ 60

£ 40

<

= 20

z

72 80 85 90 95 100 105 110 5 10 15 20 25 30 35 40 45 50

Residue number

: b. Absolute deviation from mean of omega torsion

5125

£ 100-

]

E 751

£ 50

& 254

=

© 72 80 85 90 95 100 105 110 5 10 15 20 25 30 35 40 45 50
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

_§ 15

Z 2

29

% 6

<

s 3

N

72 80 85 90 95 100 105 110 5 10 15 20 25 30 35 40 45 50

Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility
N \v—— 2N/ G —)

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed

QQILPKEQWTKYEEDKSYLEPYLKEVIRERKEREEWAKK GRQFGHLTRVRHVITYSLSPFEQRAFPHYFSKGIPNVLRRTRACILRVAPP

f. Max. deviation (see listing)

P

+ ++ + o+ FF + + * * * + * + *OF * + *

ok Ekp g4k 4ok Fpokk kg kok +4 % + +F R +¥%4+ 4+ * 4 +k 4 kgpck ok kg % 4 ckRg ok kgpckgpakck ok
* sk %k ok kokok ko EE XS Aok sk ok ok ok ok ok kokok ok sk dkookokok ok ok ok skosk ok skoko ok ok ok ok ok ok ok ok
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Sidechains with RMS dist. from planarity > 0.03A for rings, or > 0.02A otherwise. Value shown is RMS dist.
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