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Ramachandran Plot
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Plot statistics
Residues in most favoured regions [A,B,L] 1727
Residues in additional allowed regions [a,b,l,p] 234
Residuesin generously allowed regions [~a,~b,~l,~p] 4
Residues in disallowed regions 5
Number of non-glycine and non-proline residues 1970
Number of end-residues (excl. Gly and Pro) 16
Number of glycine residues (shown as triangles) 192
Number of proline residues 118
Total number of residues 2296

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

5c2t
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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
oc2t
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90 90 4 72
: My E587 “m n
g 0- e o1 &
2 L
-90 -904
- ; : . : .
180 90 0 % 180 -180  -%0 0 %0 180
Phi Phi

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.

5c2t_02.ps



Page 1

Chi1-Chi2 plots
oc2t

Arg (124)
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Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
ps

Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
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Phe (98)

Chi1-Chi2 plots
oc2t

Lys (144)
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Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.

Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
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Main-chain parameters
oc2t

% OOa Ramachandran plot quality assessment Zg' Peptide bond planarity - omega angle sd
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Plot statistics

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

Stereochemical parameter datapts  value vaue  width  from mean

a %-tageresiduesin A, B, L 1970 87.7 71.9 10.0 1.6 BETTER
b. Omega angle st dev 2286 6.2 6.0 3.0 0.1 Inside

c. Bad contacts/ 100 residues 9 0.4 14.9 10.0 -14 BETTER
d. Zetaangle st dev 2104 16 31 16 -1.0 Inside

e. H-bond energy st dev 1473 0.8 1.0 0.2 -1.1  BETTER
f. Overal G-factor 2296 0.0 -0.7 0.3 24 BETTER
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Side-chain parameters
a. Chi-1 gauche minus b. Chi-1 trans
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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 285 18.0 25.0 6.5 -1.1  BETTER
b. Chi-1 trans st dev 605 16.9 24.6 53 -1.4 BETTER
¢. Chi-1 gauche plus st dev 886 155 232 4.9 -1.6 BETTER
d. Chi-1 pooled st dev 1776 16.5 239 4.8 -1.5 BETTER
e. Chi-2 trans st dev 566 18.2 24.5 5.0 -1.2 BETTER
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Zeta abs. mean dev.
N
1
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Residue properties .
oCc2t

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

% 100
% 80
£ 60
g w0
< 20
o
30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
©
;
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@
g
S
o

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

c. C-aphachirality: abs. deviation of zetatorsion

30 35 40 45 50 55 60 65 70 75 80 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

Gl =— NN\ LN\ AN AN

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

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

m AAAAAAAAAAAANBIAAAAATL  AAIIIA  AABEAAAAAAAAAAAA  ARTEA
T T T T T T T T T T T T T T T T T T T
SNITAQYKV IDHAYDVV | | GAGGAGL RAAMGLGEAGFKTAVVTKMFPTRSHTTAAQGG | NAAL GSMNPDDWKWHFYDTVKGSDWL GDQNAMHY L TRNAVEA

f, Max. deviation (see listing)
4
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Residue properties
oCc2t

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

& 100
% 80
g 60
g w0
< 20
o
130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225
Residue number
5 3 b. Absolute deviation from mean of omegatorsion
g 2
£ 18-
8 121
® 61
£
O 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225

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

d. Secondary structure & estimated accessibility

AT T A ] o e’ o

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
VTELENFGMPFSRTPEGK | YQRSFGGQSNNYGKGGVAKRTCCVADRTGHSMLHTLYGNSLRCHCTFF | EY FALDLLMDKGRCVGV | ALCLEDGT | HRFRS

f. Max. deviation (see listing)

g. G-factors

Phi-psi |
! AR RE e e "
Of%egac I h } } -:H:t::ﬁ:i } } I "HEN NEENCEENEN
Dihedrals [T T T T T I IO T T T T T T T T T LTI T T T I T T T T T T T T T T T T T T I T T T T T T T I I T T ]
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130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225
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Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.
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Residue properties
oCc2t

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

80
60
40 -
20

230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18
12

6

230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325

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 Generous ll Disallowed

AAAAARIA [l AAAAAAAAAAATIA A ‘ AAAAAAABIAAAAAL AA B AAAANL : ‘ ‘ ‘ : ‘ ‘
KRT IVATGGYGRAYFSCTTAHMNTGDGTALATRAGIALEDLEFIQFHPTGI YGVGCL | TEGSRGEGGFLVNSEGERFMERYAPKAKDLASRDVV SRAET |

f. Max. deviation (see listing)
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Residue properties e
oCc2t

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

% 100
% 80 -
g 60
8 401
< 20
o
330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
g 2
£ 18
8 12
o 6
£
o 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425

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

d. Secondary structure & estimated accessibility

D AN e —— "~ ———

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAEL W AAAAAAAATL AAAARIAAAAAAAAAAAA  AAAAAIAAAAAAAA AAATAAAR

T T T T T T T T T T T T T T T T
EIMEGRGVGPEKDH | YLQLHHL PAEQLHQRL PGI SETAK | FAGVDVTKEPI PV I PTVHYNMGG | PTNYKAQV | KY TKEGGDK | VPGLYACGECACHSVHG

f. Max. deviation (seelisting) .
+ 5

ot oy e v e e ey ey ey

g. G-factors
Phi-psi . 1 W] [ 0] .
g, R Eeee hadit i :
Omega [T \h [l i\ .:::i .:f. .j [T I I [ [T
Dihedrals I T T I T I T I T [T I I I T I T T T T T I T T I T I T I I T T T A T T T T I T T T I I TR
MCbonds [T 1T T T T T T T T T T T T T T T T T T T T T
MCangles [T T T e T T
Mainchain [T T T T T[T T I T I I I LI T T T T LT L L LT T L L L L L L L T LT T L L L L L L L L I T L T L L T L T L L LT I I LT LT L LT LT T LTI
Overall \\H\\‘H\H‘\\HHHH\\H\H\\H\H\‘HH\‘\\H\‘\H\\‘\\\H\HH‘H\H‘\H\\‘H\H\\HHHH‘HHHHH‘\CHH

330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425

C = cis-peptide
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Residue properties
oCc2t

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18
12

6

Omega abs. mean dev.

430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525

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

ANRLGANSLLDAVVFGRACSINIKEELKPDEK | PELPEGAGEES | ANLDAVRYANGDVPTAELRL TMQKTMQKHAGV FRRGD | LAEGVKKMMDL FKELKR

f. Max. deviation (see listing)

g. G-factors

Phi N ] 1 W] 1
i, ToEnC ntliig i i
Omega [l t::HZ:ZI H [l i:::HZZI NEEE o [l ii:i
Dihedrals [T I TIT T T T T LTI T T T T T TP T T T T T T T T T T T T T LT T T T T T LI T T T T
MCbonds T T T T I
MCangles [T e e P
Mainchain [T T T T T T T T T T T TP TT T TP T TP T TP T T TP T TP T T T ITTTITT T
Overall T T T T T T T T T T T T T T T T T T T T T T A T I T T T T T T T T T I T T T IT T T IT I ITITIITTITTIT]

430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525
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Chi-1 abs. mean dev.

6

Omega abs. mean dev.

=
o
o

80
60
40 -
20

30
24
18
12

Zeta abs. mean dev.
N

Residue properties
oCc2t

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

530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605 610 615 620 625
Residue number

b. Absolute deviation from mean of omegatorsion

530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605 610 615 620 625
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605 610 615 620 625

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

d. Secondary structure & estimated accessibility

o e M\ = o — a—

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

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

LKTTDRSL IWNSDLTESLELQNLMLNATQT | VAAENRKESRGAHARDDFPKREDEYDY SKP | EGQTKRPFEKHWRKHTLTKQDPRTGH I TLDYRPV I DKT

f. Max. deviation (see listing)

g. G-factors
Phi-psi [T 1 17 [
Sl : S5t il 8
Chi3 & chi4 [ \H:H [ [ ] | |
Omega [l [T I [ [ [N ENE ERENERENN
Dihedrals [T T T T T TT LTI OO T T LT LT T T T e T L e e T P L LT T T T T T LT T L T T I I T T
MChbonds [T T T T P T T P P P P P T P T P P P P P P T P P T T T T PP
MCangles [T T T T T T P P T P P T T P P T P T T T P PP T T T T
Mainchain [T T T T T TP T T TTT TCP P T P P P TTT P T P T P PT P TCP P P TPTTT TP TP T TP TP T T T TP LTI T T T
Overall T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T I T T T T T T T IT I TTITTITTIT]
530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605 610 615 620 625
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Resid t -
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
g 80 -
g 60
8 401
< 20
o
630 635 640 645 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
©
§ 24 1
£ 18-
8 12-
® 61
S
o 630 635 640 645 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N
630 635 640 645 40 45 50 55 60 65 70 75 80 85 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

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

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

BEAAAAAAAAAAAAATT AABAAAAAAAAAAA AAAAAAAAAAAA.IIAAAAAAAIAAA EA ABAAAAA AAE
LDPAEVDWI PPI I RSY KRIKTFEI YRFNPEEPGAKPKLQKFDVDLDKCGTMVLDAL | KIKNEVDPTLTFRRSCREGI| CGSCAMN | AGENT

f. Max. deviation (see listing)

+ * + * * + * + + * 4k * * ok k +
* kK * ko ok kkkkk kkkkkk  kkk Kk K Kk K kkkk  kkkkKkKkKk X * kK k * *

g. G-factors

Phi-psi
Qoo B .
H

Chi3 & chi4
Omega ﬁII: |
Dihedrals [T T T BT[]

T T T T T T T T T T T T [TTTTTTIT T
MC bonds I NN TITTTTTIIIITT
MCmgI&% EEEEEEEEEEEEENEEEENEEEENENEEEEEEEEN EENENNENNENE
[EEEEEEEEEEEE NN NN [TTTTTTTTTTTT
O I T T I T I T T LTI [TTTTTTTTITIT

Mainchain - CTTTTTTTTTTTTTTT]

[T

[T

T

Overdl [T I LTI ; ; L
630 635 640 645 40 45 50
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=
o
o

80
60
40
20

Chi-1 abs. mean dev.

30
24
18
12

Omega abs. mean dev.

Zeta abs. mean dev.
N A OO

Residue properties
oCc2t

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

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

b. Absolute deviation from mean of omegatorsion

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

c. C-aphachirality: abs. deviation of zetatorsion

107 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

g. G-factors

EEN o [ [ [T
: SiomEnoElEd ot

B Eamscsamn i HEun"En H - H

[ T T AT TR T T AT AT I T T T T T T T T T T T T T I T T A T T T T T T T T T

I T T A T T T T A A T T T T T T T A

e e e A e e e e e e e e e e e e T e e e e e e e P T T T e T P P T

T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T I T T

T T T T T T T I T T T T T T T T T I T T T T T T T T T T T T T T IT IT T IT I I T TITTTITITTT]

107 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205

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

d. Secondary structure & estimated accessibility

A s ot W\ N e\ o

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

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

BAAAAAABAAAAAAAAAAATAATIAA
T T T T T T T T T T T T T T T T T T T T
LACICNIDQNTSKTTKIYPLPHMFV I KDLVPDMNL FYAQYAS | QPWLQKKTK INLGEKQQYQS | KEQEKLDGLYEC| LCACCSASCPSYWWNADKY LGPA

f. Max. deviation (see listing)

* ++

* 4
+
+
.
+
T
+
*

5c2t_06.ps




PROCHECK
Resid t -

100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
g 80
£ 60
g w0
< 20
o

207 215 220 225 230 235 240 245 250 255 260 265 270 275 280 40 45

Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
©
g 241
£ 18-
8 12-
® 61
S
O 207 215 220 225 230 235 240 245 250 255 260 265 270 275 280 40 45
Residue number

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

207 215 220 225 230 235 240 245 250 255 260 265 270 275 280 40 45

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

d. Secondary structure & estimated accessibility

UY=L EEOVESVWVS- Ei . cann

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

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

VLMQAYRWI | DSRDDSAAERLARMQDGFSAFKCHT IMNCTKTCPKHLNPARA | GE | KMLLTKMKTKPAPL PTPANF EKTP I QVWGADY LM

f. Max. deviation (see listing)

+

g. G-factors
Phi-| 1 i
N sighitie : :
Omega IERRRRR RN hj:ﬂl [ N [T [ [
Dihedrals  [(TTT T T T T T I T T IT T T T T T I TR T T T LTI O T T T T T T LTI T T T I ] I T
ek A RAMAEENSEMENBNSEMERSNSENERSSSENERSSSENSRSSSENSNSESESSNSESESSESESEESREEE HHHHHHHAS
Mainchain [T T T T T T T T T LTI T T O LT TP T T TP T T T T T LTI T0T] T
Overall LTI T T T T LTI T T T T T T T T T T T T TP T I T T T T T IT T I TTITITITTITTTTIT] CTTTTITITTTTIT]
207 215 220 225 230 235 240 245 250 255 260 265 270 275 280 40 45

5c2t_06.ps




PROCHECK

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

30
24
18
12

Omega abs. mean dev.

Zeta abs. mean dev.
N A OO

Dihedrals

MC bonds
MC angles

Mainchain

Overall

Page 10

Residue properties
oCc2t

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

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

b. Absolute deviation from mean of omegatorsion

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

c. C-aphachirality: abs. deviation of zetatorsion

48

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

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

d. Secondary structure & estimated accessibility

N A Vam /A /NANNNN/NE

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

Key:- <™ Hélix
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

T T T T T T T T T T T T T T T T T T T T
RQRALKRPIAPHLT I YKPQMTWMV SGLHRVTGCAMAGTLL | GGVGFSVLPLDFTTFVEFIRGLGI PWW I LDTFKF | IAFPIAFHTLNGI RF I GFDMAKGT

f. Max. deviation (see listing)

g. G-factors

NN

sl ] skl

I::j [T [ H [ [ HH
T T T T T T A T T T e T T T e T T T s T T T T T T I T T T T A T T
I T T A T T T A A T T T T T T T A O
e e e e e e e e e e e e e e e e e T e e e e e e P T T T T e T P T T
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T I T I T
OO T T T T T L T T T R T T T T L T T T T L T L T LT T T T
48 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145

5c2t_06.ps




PROCHECK

Page 11

Residue properties
oCc2t

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

% 100
% 80 -
g 60
8 401
< 20
o
148 155 160 165 170 175 180 185 35 40 45 50 55 60 65 70 75
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g 2
£ 18
8 12
o 6
£
O 148 155 160 165 170 175 180 185 35 40 45 50 55 60 65 70 75
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o)
§ o]
£ 67
G 4 -
AR
S
148 155 160 165 170 175 180 185 35 40 45 50 55 60 65 70 75
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
NAAAANANANAANAN = D—=)
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
DI PSIYRGAYLVLGLAAL | SLAVVVY PRWERHKKATLPT TSAAVTGAAPPQFDP I AAEKGFKPLHSHGTLFK | ERY FAAAMVPL | PAAY F
f. Max. deviation (seelisting) . . \
5 + +4 *+4
ot e e e errr o ur L, nnn e oand
g. G-factors
Phi-psi . [T Trm
gﬁil}?ﬂiz, H H H ﬁ \F <H> . hL
Gega " H H "8 mEmm mECH B EE ESTEE CEREERET RS H
Dihedrals [T TTTTT T I I TT T I I TIT T T IIT I m] R TS T T T T e e T T T T T I
MCbonds [T T T P T T T T T A T A
MCangles [T T T e e e T T e T T P T T T
Mainchain  [(TTT T T T T T T T I I IITTTTTT11] T T T T T T T I T T T T T T T T T T ITT TIITTTITTTTTT]
overal [T T LI LTI I T T T TR R T e e T LI L LTI LI T T]
148 155 160 165 170 175 180 185 35 40 45 50 55 60 65 70 75

5c2t_06.ps




PROCHECK

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

30
24
18
12

6

Omega abs. mean dev.

Zeta abs. mean dev.
N A OO

MC bonds
MC angles

Mainchain

Overall

R . d t Page 12
a. Absolute deviation from mean Chi-1 value (excl. Pro)
79 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 35 40
Residue number
b. Absolute deviation from mean of omegatorsion
79 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 35 40
Residue number
c. C-aphachirality: abs. deviation of zetatorsion
79 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 35 40
Residue number Highlighted residues are those that

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

I\ NN\ NN e NN AN/ N NN E—FL __
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

‘ ‘ ‘ ‘ ‘ ‘ : ‘ : ‘ : ‘/\/\/\/\/‘\/\ITV\‘ ‘ :
| HGREMDLCLALAL TLHVHWGVWGVVNDYGRPFVLGDTLAAAVRVGAY | FTACLLAGLLYFNEHDVGL TRAFEMVWEL SNITAQYKV | DHA
f. Max. deviation (see listing) .

+ * 4

ORI ST S0 2 Le T L eo s SVOU S AP OTE s L IO S o S OOUE sE T T I
g. G-factors
] R
[ ceibuditeecs: il

ht] [T HH T T [T N NN
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 I T T I T T T O ETTTITIETT
AR A HHHHH
[T I I 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 T IT T d [TTITTTITITTT]
OO L RS e T L T L T I ENSEENNESNRS]
79 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 35 40

5c2t_06.ps




PROCHECK
Page 13

Residue properties
oCc2t

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

% 100
% 80
£ 60
g w0
< 20
o
42 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
g 2
£ 18
8 12
o 6
£
O 42 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

42 5 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130 135 140

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

d. Secondary structure & estimated accessibility

AN\ AN BB AN AN

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

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

AATHA AAREAAAAAAAAAAAA Al
T T T T T T T T T T T T T T T T T T T T
YDVV | | GAGGAGLRAAMGL GEAGFKTAVVTKMFPTRSHT TAAQGG | NAAL GSMNPDDWKWHFYDTVKGSDWL GDONAMHY L TRNAVEAVTEL ENFGMPFS

f. Max. deviation (see listing)

+
*
*

* % %

+ + * g * ++ + * *oko + o+ +4x kg
* Kk kkk KKK E KK KK KK kKKK KKK AKE *
.

* ok ko k kK kok Kk kK * * Kk K kKK Kk K *

b o o
* k4

g. G-factors

Chi3 & chi4
Omega O
Dihedrals

MC bonds
MC angles
Mainchain

Overall

5c2t_06.ps
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Page 14

Residue properties
oCc2t

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

% 100
% 80 -
g 60
8 401
< 20
o
142 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
g 2
£ 18
8 12
o 6
£
O 142 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

142 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240

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

d. Secondary structure & estimated accessibility

R V) e e S — e —

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

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

AAAABEAAABABAAAAAAA AT AAAAANTL AAAAAAAAAAAATIA B [
T T T T T T T T T T T T T T T T T T T T
RTPEGK | YQRSFGGQSNNYGKGGVAKRTCCVADRTGHSMLHTLYGNSLRCHCTFF | EYFALDLLMDKGRCVGV | ALCLEDGT | HRFRSKRT I VATGGYGR

f. Max. deviation (see listing)

g. G-factors
Ph W] mEEE T
§E5%§212,4 H> | HH H> !\ ﬁ
Omega "' EE EmSEEE R ETET R SEEEE R EEEE SN EEE HEE EOEE R EE E EiEEE|
Dihedrals [T T T I T T I T s T T T T I B T T T T T I I T T I T T T I B T T T T R T T T T I T [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
MCangles [T T T e e
Mainchain [T T T T T[T T T I I I I LI T T T T LT L L L T LT L L L L L L L T L L L L L L L L T L I T L L L L T L T L L LT I I LT LT L LT LT T LTI
Overall \‘HHHHHH\‘HHHHH‘HHHHH‘\HH\HH‘H\H\HH‘H\HHH\‘H\H‘HH\HH\‘HH\‘HHHHH‘H\H‘H
142 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240

5c2t_06.ps
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Page 15

Residue properties
oCc2t

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

242 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18+
12

Omega abs. mean dev.

242 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

242 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340

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

d. Secondary structure & estimated accessibility

e A s S EAMMAAY

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

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

AAAAAAAAAATIA A AAAAAARL AAAABAAAAAAAARL 4 WAAAA —AAARIAA NTI/\/\/\/\/‘WW\.N_VTI/‘\/\/\N\/‘\/\/\/\/\/‘\/\/W i AAN
AYFSCTTAHMNTGDGTALATRAGIALEDLEFIQFHPTGI YGVGCL | TEGSRGEGGFLVNSEGERFMERYAPKAKDLASRDVVSRAET | EIMEGRGVGPEK

f. Max. deviation (see listing)

+ . + * * * + +
+* + 4 x kg + 4% 4 T4 FEkgg + +4+* *pooo4x 4ok ++ +R R kg
*x* * kk K Kk kK KKk KKK K KA KAKKKXKKE K Kk kkkk KAKAKK KAKAK K K KKAKKKKAKK KKK Kk

g. G-factors

Chi3 & chi4
Omega |l
Dihedrals [

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

Mainchain |

Overall [

I ERERE
I EEEEN
\ [
I [T
I [T,
24 250 255 2

5c2t_06.ps
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Page 16

Residue properties
oCc2t

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

342 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18
12

Omega abs. mean dev.

342 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

342 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440

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

d. Secondary structure & estimated accessibility

Tt AN ) m——_

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

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

‘ ‘ ‘ HA_AAAAAAAAR AAAARIAAAAABAAABAAA ‘ : ‘ : : AAABAAAA 4 HAAAAAA
DHIYLQLHHLPAEQLHQRLPGI SETAK | FAGVDVTKEPI| PV I PTVHYNMGG | PTNYKAQV | KYTKEGGDK | VPGLYACGECACHSVHGANRLGANSL LDA

f. Max. deviation (see listing)
5

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

Phi-psi ] W]

Chil-chi2 ]

gﬂ:%g(n{ " :H <H
i3 & chi

Cmega mmnn

Dihedrals [T

MChbhonds [T]
MCangles [

Mainchain [T

\

I I
l l
Overall [T TTTT
342 350 3
C = cis-peptide

5c2t_06.ps
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Page 17

Residue properties
oCc2t

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

442 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525 530 535 540
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18
12

Omega abs. mean dev.

442 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525 530 535 540
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

442 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525 530 535 540

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 AAAAAAAAANAAAAANATIAAATIA. A AAAAAAAAANAAATEL ABAAAAAAAAAAAANAAAATL AAAA _AAAAA AAAAAAAAAAAAAAAIIAAIAAIAA
VVFGRACSINIKEELKPDEK | PELPEGAGEES| ANLDAVRYANGDV PTAELRL TMOQK TMQKHAGV FRRGD | LAEGVKKMMDL FKELKRLKTTDRSL IWNS

f. Max. deviation (see listing)

g. G-factors

Phi ] M M
sl i
Gmega it o o i  Emmmmn mN
Dihedrals  [(TTTT T TT T IT T T I T T T IO T IO T LT 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
MCbonds T T T T I
MCangles [T P P T
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 T T T T T T A 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 I T T T TT T IT T T I T TITT I 1]

442 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525 530 535 540

5c2t_06.ps



PROCHECK

Page 18

Residue properties
oCc2t

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

& 100
% 80 -
g 60
8 401
< 201
o
542 550 555 560 565 570 575 580 585 590 595 600 605 610 615 620 625 630 635 640
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 247
E 18-
8 12-
® 61
£
O 542 550 555 560 565 570 575 580 585 590 595 600 605 610 615 620 625 630 635 640
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
S
542 550 555 560 565 570 575 580 585 590 595 600 605 610 615 620 625 630 635 640
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
SMANANNANAS - I —
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
DLTESLELONLMLNATQT | VAAENRKESRGAHARDDFPKREDEYDY SKP | EGQTKRPFEKHWRKHTL TKQDPRTGH | TLDYRPV | DKTLDPAEVDWI PP
f. Max. deviation (see listing)
g. G-factors
Phi-psi I [ 1] N .
gﬁi%'éﬂiz,4 HH \H N H:**# H H:”*
Gmega ' _ HE MBS HEE"HHSENEMSEEMEHENSSEEEN H
Dihedrals  [(TT 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 TR I T T T LT T T T T T T T T T T T T T I T T
MCbonds T T T T T 1
MCangles [T P P P T P
Mainchain (T T T T T I T T T T T T T T TT C T T T TP TP T TP T T T T T ITTIIT I TT
L0 T o T T T N W W
542 550 555 560 565 570 575 580 585 590 595 600 605 610 615 620 625 630 635 640

5c2t_06.ps




PROCHECK

Resid t -

100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
g 80
£ 60
g w0
< 20
o

642 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115

Residue number

5 a0 b. Absolute deviation from mean of omegatorsion
©
§ 24
£ 18
8 12
o 6
S
o 642 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

642 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115

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

d. Secondary structure & estimated accessibility

I e B

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

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

BEAAAAAAAAAAAAAA AAAAAAAAAAAABABAAAAAAARERIE EA AAABAAA AABAAABIAAAAATIAA
T T T T T T T T T T T T T T T T
| RSY KRIKTFEIYRFNPEEPGAKPKLQKFDVDLDKCGTMVLDAL | KIKNEVDPTLTFRRSCREGI CGSCAMNIAGENTLACICNIDQNTS

f. Max. deviation (see listing)

+ + * 44 +* 4+ + ++  + 4+ * +7 * ++  * +* +  +F 4
g. G-factors
Phi-psi M H H
Y ik
mega & [l O l:ﬁ:“:::] | T EERCERECECEEET
Dihedrals  [TT] T T T T A T T T T T T T T T T T T T T T T I T T I T T T T T A T T
MC bonds T T T T T T T T T T
MC angles e e e e e e e e e e e e e e e e e e e T T T T T e e T T T T T T
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 T ITTTTT
Overall EEEN O T T T L L T T T T T T L LT T T T T T T
642 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115

5c2t_06.ps



PROCH

Chi3 &
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

ECK
Page 20

Residue properties
oCc2t

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

g 100

% 80

£ 60

g w0

< 20

o

119 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215

Residue number

5 a0 b. Absolute deviation from mean of omegatorsion

g 2

£ 18

8 12

o 6

S

O 119 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215
Residue number

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

g

E o

g 4

N

119 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215

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

d. Secondary structure & estimated accessibility

== > oAp

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

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

KTTK1YPLPHMFV I KDLVPDMNL FYAQYAS I QPWLQKKTK I NLGEKQQYQS | KEQEKLDGLYEC | LCACCSASCPSYWWNADKYLGPAVLMQAYRWI IDS

f. Max. deviation (see listing)

* ++ + * +
+ o+ Sk Kk pxk * 4 Kk kg gk kg kg
Kk kKK KK Kkk Kk kkAKK kKA KKE K Ak kKKK KKK KKK

chi4

5c2t_06.ps




Residue properties
oCc2t

Page 21

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

219 225 230 235 240 245 250 255 260 265 270 275 280
Residue number

30

40 45 50 55

b. Absolute deviation from mean of omegatorsion

24
18
12

6

Omega abs. mean dev.

219 225 230 235 240 245 250 255 260 265 270 275 280
Residue number

40 45 50 55

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

219 225 230 235 240 245 250 255 260 265 270 275 280

40 45 50 55

Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

NN AN e

Key:- <™ Helix

6 —AAARNRA——

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

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

AAAAAAAAAAAAAAAAR

AAA
RDDSAAERLARMQDGFSAFKCHT IMNCTKTCPKHLNPARA | GEI KMLLTKMKTKPAPL PTPANF

f. Max. deviation (see listing)

+
* %

T T T T
EKTPI QVWGADY LMRQRALKRP | APH

g. G-factors
Phi-psi M
i, T e R R : : :
Omega [l [ HZ::H]:::I N [l l:i:: CITETT i:
Dihedrals  [(TTTTT TTTITT T T I I T OO T T T LTI T T T LTI T T T T I T T T T TT TIT] T AT I T I T T I T I T T T
MCbonds (T T T T T A T T T T T
MCangles [T T T P T P T A A T T o
Mainchain (T T T T T T T T T LTI T T T T T LT T T TP T T T T TTTT] T T I T TTT
Overall LT T T T T T T T T T T T T T T T T T I T T T IT T T ITITTT T T TITT I ITITTTITTTITTT
219 225 230 235 240 245 250 255 260 265 270 275 280 40 45 50 55
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Residue properties
oCc2t

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

60 65 70

30

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

b. Absolute deviation from mean of omegatorsion

24
18
12

Omega abs. mean dev.

60 65 70

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

60 65 70

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

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

d. Secondary structure & estimated accessibility

ANANANAANGNNG =N = A NAAVARAVAUN
Key:- <™ Hélix

e. Sequence

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

& Ramachandran regions 4 Most favoured = Allowed [ Generous l Disallowed
AAAAAATAAAAAAAAA A TEABIAAAAAAAAAAAAAAAAANA AARTA

T T T T T T T T T T T T T T T T T T
LTI YKPOMTWMV SGLHRVTGCAMAGTLL | GGVGFSVLPLDFTTFVEFIRGLGI PW I LDTFKFI IAFPIAFHTLNGI RFIGFDMAKGTD I PSIYRGAYLV

f. Max. deviation (see listing)

***********

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

i
=5

MC bonds

MC angles

Mainchain

Overall

5c2t_06.ps
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5c2t

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

& 100
%80
£ 60
g w0
< 20
o
160 165 170 175 180 185 35 40 45 50 55 60 65 70 75 80 85 90
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 24
E 18-
8 12-
® 61
£
O 160 165 170 175 180 185 35 40 45 50 55 60 65 70 75 80 8 90
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
S
160 165 170 175 180 185 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
RANAA G (e H WW
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
BNAAA AAAAAAAAAAAATL BAABAIA AAAAAAAAAAAAAAAAAAAAATIARL ‘ :
LGLAAL | SLAVVVYPRWERHKKATLPT TSAAVTGAAPPQFDP | AAEKGFKPLHSHGTL FK | ERY FAAAMVPL | PAAY FI HGREMDLCLAL
f. Max. deviation (see listing)
g. G-factors
Gy FUEEEET  om ekt T
Gmega " - ot - _ H H “ERERESERASEER
Dihedrals [T T T T T T T T T T R T T T T T T T T T T T T T T T T s T T T
MChbonds [T T T T T T T T T T A A A O I
MCangles [T T e e e A T T e e T e e T T T T T T
Mainchain  [TTT T T T TIITTTITIIIIITTTTIT1T] 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
ovedl  [TTTITITIIT I T TTITTELT] 5 T T
160 165 170 175 180 185 35 40 45 50 55 60 65 70 75 80 85 90

5c2t_06.ps
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Residue properties

5c2t

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

Page 24

& 100
% 80 -
g 60
8 401
< 201
o
91 100 105 110 115 120 125 130 135 140 145 150 155
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 247
E 18-
8 12
® 61
£
© g 100 105 110 115 120 125 130 135 140 145 150 155
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
-g 8_
£ 67
G 4 -
RS
S
91 100 105 110 115 120 125 130 135 140 145 150 155
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
NN NN =N G=ANANAANAACA AN~
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
‘ ‘ ‘ ‘ ‘ ‘ : ‘ AAAAAATIIA ‘ ‘
ALTLHVHWGVWGVVNDYGRPFVLGDTLAAAVRVGAY | FTACLLAGLLYFNEHDVGL TRAFEMVWEL
f. Max. deviation (see listing) .
+6
TRUORE S L TUNE S S F: : it L L
g. G-factors
Ave
Phi-psi 0.22
Chil-chi2 [ ] -0.32
chi3 8 s #Jﬂ F @88&
mega [ [N [ [T [ -0.58
{2131’ £ I 2
MC e A AR H 638
Mainchain (T T T I T T T T LTI T IO TP T T OTTTTTTITT O TTTTTTIT I I I TTTIIIITTI07] [0 051
Overall [T T T T I T T T T AT T T T T T T I T I T TTTITITTTTTT [0 0.03
91 100 105 110 115 120 125 130 135 140 145 150 155
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Main-chain bond lengths
502t

C-N Cc-O0
(except Pro) (Pro)
o) ) ) :
& & & ;
> >3 >
8 g g |
LL L LC !
T T T T T T 1+ T T T T ‘ T T
120 124 128 1.32 136 140 122 126 130 1.34 138 142 111 115 119 123 127 131
CA-C CA-C CA-CB
(except Gly) (Gly) (Alg)
> oy oy
& & o]
> >3 >
g 8 8
LL LL L
140 144 148 152 156 160 139 143 147 iﬁnl.'SS 159 140 144 148 1!; 156 150
CA-CB CA-CB N-CA
(lle,Thr,val) (therest) (except Gly,Pro)
o) o) ) :
5 o o) !
> >3 >
g g g |
LL Ll LC !
142 146 150 154 158 152 141 145 149 153 157 161 133 137 141 145 149 153
N-CA N-CA
(Gly) (Pro)
o) oy
& &
> >3
g 8
LL LL
153 157 141 145 149 153 154 138 142 146 150 154

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

CA-C-N
(except Gly,Pro)

Freguency

101 106

111 116 121 126

O-C-N
(except Pro)

Freguency

108 113

118 123 128 133

C-N-CA

Freguency

(Gly)

105 110

15 120 155 1%0

CA-C-O

Freguency

(Gly)

Black bars> 2.0 st. devs. from mean.

105 110 115 igoLﬁS 130

Frequency

Frequency

Frequency

Frequency

5c2t

CA-C-N
(Gly)

101 106 111 ‘IEL 121 126

O-C-N
(Pro)

107 12 117 122 127 132

C-N-CA
(Pro)

107 112 1i?h1é2 1217 132

CB-CA-C
(Al3)

95 100 105 1*& 115 120

Frequency

Frequency

Frequency

Frequency

Page 1

CA-C-N
(Pro)

101 106 111 1‘i6‘ 121 126

C-N-CA
(except Gly,Pro)

106 111 116 121 126 131

CA-C-O
(except Gly)

105 110 115 120 125 130

CB-CA-C
(lleThr,vVal)

4 99 1 109 114 119

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

CB-CA-C
(therest)

Freguency

Freguency

Freguency

88

Black bars> 2.0 st. devs. from mean.

T
93

98 103 108 113

Frequency

Frequency

Frequency

5c2t

N-CA-C
(except Gly,Pro)

96 101 106 111 116 121

95 100 105 110 115 120

N-CA-CB
(therest)

95 100 105 110 115 120

Frequency

Frequency

Page 2

7 102 107 112 117 122

N-CA-CB
(lleThr,vVal)

6 101 106 111 116 121

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

ARG

RM S distances from planarity
oc2t

3

o
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o

o

[aN)
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§ 8 8 8 °
Aouanbai4

3

o

[s0]

o

o

N

\\\\\\\\\\\\\\\\\\\\\\\\\\\\\ =}

o

P

o

o

.lo

f f f =

IS o Q Q ©
SN (o] © ™
fousnbai4

30

|

0.04

0.03

000 001 0.02

HIS

GLU

GLN

S

o

[a2]

\\\\\\\\\\\\\\\\\\\\\\\\\\\\\ o)

o

N

S

o

-

S

o

f f f f 3

o o o
§ 8 8 &
Aouanbai4

S

o

™

LS

o

N

\\\\\\\\\\\\\\\\\\\\\\\\\\\\\ =)

o

-

LS

o

\.|TL0

S

o
§ 8 8 8
fousnbai4

<

LS

o

™

LS

o

[aN)

\\\\\\\\\\\\\\\\\\\\\\\\\\\\\ O

o

—

xS

o

Lo

T T T O.

IS o o o o
S (o] O ™
Aouanbai4

TYR

TRP

PHE

0.04

t
]
[N
-~

0.00 001 0.02 0.03

S 3 8
Aouanbai4

0.04

0.00 001 0.02 0.03

1L

0.04

0.00 001 002 0.03

b

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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