PROCHECK

Ramachandran Plot

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] 1735 88.1%
Residues in additional allowed regions [a,b,l,p] 226 11.5%
Residuesin generously allowed regions [~a,~b,~l,~p] 6 0.3%
Residues in disallowed regions 3 0.2%
Number of non-glycine and non-proline residues 1970  100.0%
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
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Ramachandran plots for all residue types
4ysz
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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
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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

4ysz
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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.

4ysz_02.ps



Page 1
4ysz

Chi1-Chi2 plots

PROCHECK
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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
4ysz
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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

4ysz

Resolution (Angstroms)

78' Measure of bad non-bonded interactions 20,0 d. Alpha carbon tetrahedral distortion
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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 88.1 50.1 10.0 29 BETTER
b. Omega angle st dev 2286 6.7 6.0 3.0 0.2 Inside

c. Bad contacts/ 100 residues 29 13 27.2 10.0 -2.6 BETTER
d. Zetaangle st dev 2104 17 31 16 -0.9 Inside

e. H-bond energy st dev 1457 0.8 11 0.2 -1.7 BETTER
f. Overall G-factor 2296 -0.0 -0.9 0.3 3.0 BETTER
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Side-chain parameters
4ysz
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Resolution (Angstroms)
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 292 17.6 30.0 6.5 -1.9 BETTER
b. Chi-1 trans st dev 598 17.7 28.6 53 -21 BETTER
¢. Chi-1 gauche plus st dev 886 15.7 27.3 4.9 -24 BETTER
d. Chi-1 pooled st dev 1776 16.8 28.1 4.8 -23 BETTER
e. Chi-2 trans st dev 570 194 27.4 5.0 -16 BETTER
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Residue properties
4ysz

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

% 100
% 80 -
£ 601
8 401
< 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 5 b. Absolute deviation from mean of omegatorsion
©
;
&
@
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

Zeta abs. mean dev.
N A OO

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 ABAAAAAAAAAANBIAAAAAT  AARIA  ABAAAAAAAAAAAAAA
T 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)

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

Dihedrals [T

MChbonds [
MCangles []

Mainchain  []

Overall [1
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Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

Chi3 &
Omega

Overall

=
o
o

Dihedrals

MC bonds
MC angles

Mainchain

ECK
Page 2

Residue properties
4ysz

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

80
60
40
20

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

6 b. Absolute deviation from mean of omegatorsion

40
30
20
10

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

c. C-aphachirality: abs. deviation of zetatorsion

N B O

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 St AU A o

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

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

‘ ‘ : A AAMAAAANL _ARATR A/TI/\/\/W‘HNTI/\ ‘ A AAAAABAAANABAAABAAAARE A AAAAAAANL AAAAAAR
VTELENFGMPFSRTPEGK | YQRSFGGQSNNYGKGGVAKRTCCVADRTGHSMLHTLYGNSLRCHCTFF I EYFALDLLMDKGRCVGV | ALCLEDGT | HRFRS

f. Max. deviation (see listing)

chi4
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Residue properties
4ysz

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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

6 b. Absolute deviation from mean of omegatorsion

40
30
20
10

Omega abs. mean dev.

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

Zeta abs. mean dev.
N A OO

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 Generousll Disallowed

AAAAARIA [l BAAAAAAAAAAIA A ‘ AAAABAABAAAAANL AA W A :  AAAFAA AR ‘
KRT IVATGGYGRAYFSCTTAHMNTGDGTALATRAGIALEDLEFIQFHPTGI YGVGCL | TEGSRGEGGFLVNSEGERFMERYAPKAKDLASRDVV SRAET |

f. Max. deviation (see listing)

g. G-factors

Phi-psi 1] H [
A, [T : i i
Omega I:]I:i | [l II::IileZ:Z- [DEEE IZIIiZ::f-
Dihedrals  [(TTT T TT TT T T T T LTI T N T LT LT T T T T T T T T TR T T T T T T T T T T T T T T T T T T T T T LTI T
MCbonds T T T T T
MCangles [T e P e P P
Mainchain (T T T T T T T T T T T T T T TP T T T T T T T PP T TP T T T T T T
Overall T T T T I T T T T T T T T LT T T T T T T T T T T T T T T T T T T T T T I T I T T T IT I ITTTTTT

230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325
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Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.
N A OO

=
o
o

80
60
40 -
20

50
40
30
20
10

PROCHECK

Residue properties e
4ysz

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

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

b. Absolute deviation from mean of omegatorsion

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

c. C-aphachirality: abs. deviation of zetatorsion

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

Dl N AN e — — ——

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAT AAAAAAARIA AAAABIAAAAARIIAREARA  AAABAAIAAAAAAAA AAATAAAA

T T 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 (see listing)

+

g. G-factors

Phi-psi I N mom me B - c m
i, e E e .

Omega ::iiI] [] H HZ::III:i H [l I IZ]ID:j | H
Dihedrals [T T T T I T I T T T T T T T LT T T T T T T T P T T T LT T T T T T T T T T T T T T T I I
MCbonds T T T T T T T
MCangles [T e P P
Mainchain [T T T T T I T T T T T T T O TP T T P T T T T TP T T T T T T T T
Overall \\\\\M\\\\M\\\\M\\\\\\\\\\H\\\J\\\\J\\\\J\\\\J\\\\J\\\\\\\\M\\\\M\\\\M\\\\M\\\\\\\\\H\\\\\\\\\Jﬂ\\\

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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PROCH

Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

Chi3 &
Omega

Mainch

Overall

=
o
o

Dihedrals

MC bonds
MC angles

ECK
Page 5

Residue properties
4ysz

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

80
60
40 -
20

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

6 b. Absolute deviation from mean of omegatorsion

40
30
20
10

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

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

~ANAA O

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

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

FAAAAAAAAA AAAAAAAANAAAR
T T T T T T T T T T T T T T T T T T T T
ANRLGANSLLDAVVFGRACSINIKEELKPDEK | PELPEGAGEES | ANLDAVRYANGDVPTAELRL TMQKTMQKHAGV FRRGD | LAEGVKKMMDL FKELKR

f. Max. deviation (see listing)
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Residue properties
4ysz

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

% 100
g 80 -
g 60
8 401
< 20
o
530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605 610 615 620 625
Residue number
5 5 b. Absolute deviation from mean of omegatorsion
g 40
E 30
2 2
S 10
£
o 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605 610 615 620 625
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

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

AT = — 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 ] [N ] [l

Gl HER R s

Of%egac I i::l } } o li H]:ﬁ:f:l [ [l IZH ]
Dihedrals T TT T T T T T T T T T T T T TP T T T T T T T T R T T T T T T I T T T T T T T T T T
MCbonds T 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 O T TP T T T T T TP T TP T TP T T T T T 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 I T T T T TT T IT I IT I AT TTITITTT]

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 5 b. Absolute deviation from mean of omegatorsion
g 40-
E 301
8 20-
© 10-
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
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

iy — = - -

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

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

AABAAAAAAAAAAT /\/\/\/\/\/\/\/\/\/\/\/\/W\/\/\/\/\/\/\IWW HA AAE
T T T T T T T T T T T T T T
LDPAEVDWI PPI I RSY KRIKTFEI YRFNPEEPGAKPKLQKFDVDLDKCGTMVLDAL | KIKNEVDPTLTFRRSCREGI| CGSCAMN | AGENT

f. Max. deviation (see listing)

+ *ok ok gk * PRI * ok ok * 4+ 4+ 4+ + + O+* 4+ * * ok kK * 4
* * ko k kkk Kk kkkkkkk Kk Kkkkkk Kkk Kk Kk Kk kk Kk kkkk kkkkkkkkk Kk kkkkkkkk  Kkk kk Kk K

g. G-factors

Phi-psi . = NN

Omega LI

Dihedrals [T T TT [T

T A T I T T T T AT T T T T T T T T T T I T T
MC bonds A T TP T P T PP TP PP P T T TP 0T
MCmgI&% T e T T e P P T T T T T T P P T T T T
IEEEEEEENEEE NN RN
T T T T T T T I T T L T T I T T T I TP TT I TTIT T I

Mainchain - CTTTTTTTTTTTTTTT]

[

[

|

overall EEEEENENEEN NN : : ‘
630 635 640 645 4 45 5
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Residue properties
4ysz

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

% 100
g 80
£ 60
g w0
< 20
o
107 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g 401
£ 30-
8 20-
© 10-
£
O 107 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o)
% 8
e 6
g 4
22
S
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
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
LACICNIDQNTSKTTKIYPLPHMFV I KDLVPDMNL FYAQYAS| QPWLQKKTK INLGEKQQYQS | KEQEKLDGLYEC| LCACCSASCPSYWWNADKYLGPA
f. Max. deviation (see listing) . .
; . 5
crnndnio v vt ey e e e e b
g. G-factors
Phi-psi . (rrm I [ I T [TH
Aty : e i ad
Ghega " CR-HT oo i ot i Hal m H W]
Dihedrals  [(TT T T T IT I T T T T T T I OO T T T I TR T T T T T T T T T T T T e T T T T T T I T T T I T I T T T I
MCbonds T T T P T P T T e T P P P T T T T T ]
MCangles [T e P e P T P
Mainchain (T T T T T I I T T T T LTI T T T LT T T TP T T TP T T TP TP T T T I T
overall [T L I L T I T LT T e e L T T T I T T LT LI LT LTI
107 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
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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

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

Residue number
5 5 b. Absolute deviation from mean of omegatorsion
g 40-
E 301
8 20-
© 10-
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
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
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)

+
*pt o4 * + + + +
Kk kkkkKk KAk K KKk Ak %

*+
* %
* %
* %
+
*
* *
*+
*+
*+

koK k ko k

g. G-factors

Ph
A, RS B
Omega COCETT HZ::j H:HZ::HZ::] i::::l 5 CEEEEEE ElTTT e e
Dihedrals  [(TTTT T T T T W T T TTT T T T T I0 I0 T T T T LT T T T T T T T T IT T ITTTIITITI] I T T
MCbonds T T T T T T T T E}EE}EE}}E{}E{}E{}E{}
MCangles [T T P T P T P T
Mainchain (T T T T T T T T LTI T T O T LT TP T T TP T T TP LTI T T
Overall LTI T T T T T T T T T T AT I T T T T I T T T T T T IT T I TTITITITTITTITTIT CITTITITTTTIT

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

4ysz 06.ps



PROCH

ECK
Page 10

Residue properties
4ysz

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

& 100
%80
£ 60
g w0
< 20
o
48 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 407
£ 30
8 20
© 10-
£
O 48 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
-g 8_
£ 67
g 4
LY
S
48 55 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
o AN =N == NANAAVANAVA U
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
‘ : ‘ : ‘ : ‘ AABIA ‘ : ‘ A ABAAAAAAAAAAAAAAAAAAAAA AAABA
RQRALKRPIAPHLT I YKPOMTWMV SGLHRVTGCAMAGTLL | GGVGFSVLPLDFTTFVEFIRGLGI PW I LDTFKF I | AFPIAFHTLNGI RF I GFDMAKGT
f. Max. deviation (see listing)
g. G-factors
Phi-psi [l [ || 1
i R R
mega O T e NN EEmmS" B
Dihedrals [T TT T T T T T T IO T T LTI T T T T LT T T T T T T T T T T T T T T T T T T T T LTI T T I T T I T T
MCbonds T T T T T 1
MCangles [T P P e P P T P
Mainchain (T T T T T I T T T TP TT T O T TP T T T TP T T T TP TP TP T T T T T ITTIITTTT
L0 T T T T
48 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145

4ysz 06.ps




PROCHECK

Residue properties
4ysz

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

Page 11

% 100
% 80 -
g 60
8 401
< 20
5 m B
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 40
£ 30
8 20
S 10
£
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 -
RS
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
ANNAAAAAANANN = D=—=0)
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 7 4
Ceetrrrde st L e sdemer iy st
g. G-factors
Phi 1 T 1 M
e s e L s e e
Omega " Eamusn “HEMRREmA RN B MR mmm e Boams ] E munus
Dihedrals I TT T TT T I T T T T T T IT T T I T T T IT 1T ] [ T T T T T T T T T T T T T T T T I T T T
ek RAMEREASENERSESENERBESERERSEEEEERE EaBSERARESEESSSENEAEMEACH SERSEEREESESEEEEEEEEEEEEE
Mainchain [T T T T T T I T T T I T IITTTTTT11] EEEEEEEEEEEEEEEEEEEREEEEN EEEEEE RN NN NN R R R EEE
overall [T LTI LI T LI T TR OO T L I T G T LI T LTI LTI LI
148 155 160 165 170 175 180 185 35 40 45 50 55 60 65 70 75

4ysz 06.ps




PROCHECK

Resid t -

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

o

% 80

£ 60

g w0

< 20

o

79 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 35 40

Residue number

5 5 b. Absolute deviation from mean of omegatorsion

g 40-

E 301

8 20

© 10-

S

O 79 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 35 40
Residue number

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

g

E o

g 4

N

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

=2\ NA AN AN =N AN A= E——FL
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

Al AAAAAATAA
T T T T T T T T T T T T T T T T
IHGREMDLCLALALTLHVHWGVWGVVNDYGRPFVLGDTLAAAVRVGAY | FTACLLAGLLYFNEHDVGL TRAFEMVWEL SNITAQYKV I DHA

f. Max. deviation (see listing)

kK k + * * 4
* * * kK x

g. G-factors
ey T F R T R R i
Grmege " LT B SmmEm" mmEsmN " “EEmma- s Fr
Dihedrals [T T TT T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T [T TTTTTTT
ek R AMARBNSEMERBNSENERBNSENERSESATENSNSESSNSNSESSNSRSESSNSNSRSSRSRSESERERERE HEHHHHH
Mainchain [T T T T T T T T T T LTI T T T TP T T T T T T T T T T TP ITTT] T
Overall T T I T T T T T T T T T TR T T T T T T I T T T T T T TT T IT T I T ITTTITTT] [CETTITTTIT
79 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 35 40

4ysz 06.ps
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Page 13

Residue properties
4ysz

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

42 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140
Residue number

6 b. Absolute deviation from mean of omegatorsion

40 -
30
20
10 A

Omega abs. mean dev.

42 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

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\ SN B AN AN

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

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

AAAAATL ‘ ‘ ‘ : ‘ ‘ — AAAIA AAABAAAAAAAAAAAA AABIA A ‘ ‘ ‘ AA_ A
YDVV | | GAGGAGLRAAMGL GEAGFKTAVVTKMFPTRSHT TAAQGG | NAAL GSMNPDDWKWHFYDTVKGSDWL GDONAMHY L TRNAVEAVTEL ENFGMPFS

f. Max. deviation (see listing)

* 4 + * +4 Rk ++ 4+ * gk + ++ + + +* x4 *opkpq 4ok *oopk g
Kkk K kkk K KAKKEKAKAK Kk Xk Kk Kk Kk Kk KKAKAFAKKKK K K Kk KKk KAKKKAKAKK  KKAKAKK KA KK

Chi3 & chi4 L
Omega
Dihedrals ]

[T T A TT I
MC bonds [T T T T T T T T TT]
MCangles [T ]
[T IITITIT
[TTTTIT T I

Mainchain  []

Overall [1

4ysz 06.ps
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Page 14

Residue properties
4ysz

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
o b. Absolute deviation from mean of omegatorsion
g
g 40
E 30
2 2
S 10
£
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
o
§ o]
£ 67
g 4
AR
S
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
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
‘ BAAAAA  AAAIA ‘ : ‘ ‘ A AAAAABAAABABAAABAAAABIA 4 AAAAAAAR ‘ ‘ ‘ nl
RTPEGK | YQRSFGGQSNNYGKGGVAKRTCCVADRTGHSMLHTLYGNSLRCHCTFF | EY FALDLLMDKGRCVGV | ALCLEDGT | HRFRSKRT | VATGGYGR
f. Max. deviation (see listing) .
+ 55
g b ateet o Lamhrr e coae b o et
g. G-factors
Phi-psi . [ ,,HF I [ [ [N
gﬁi%'éﬂiz,4 H H> 1] ﬂ m
0nf|1egaCI I:H]:- H ii::fh I:::]iﬂ:f:l:l [ [ mETTE
Dihedrals  [(TTT T T T T I IT IO T T T I T IO T T T T T T T T T T T I I T T T I T LT TP T T T I T T T T T T I I
ek R AMAREEESNENSNSENERBESEEENNSSESERSNSESSNSRSRSSNSNSRSSNSNSRSSNSRSESENERSESENERSESENERSESEREREEEN
Mainchain (T T T T T T T T T I T T OTTTTTT R T T T TP T T TP T TP TP T T T TTTTTTTITT I IT I TT
Overall [T T T T LT T T LT L R T I LT T L L L T T T LI T LRI
142 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240

4ysz 06.ps
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Page 15

Residue properties
4ysz

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

6 b. Absolute deviation from mean of omegatorsion

40 -
30
20
10 A

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

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 TRV s A s\ EAMMAAY

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

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

AABAAAAAAATIA A AAAAAARL AAAABAAAAAAATRL AA B AAAA —AAARIAA NTI/\/\/\/\/‘WWJTI/\J_IN_I/‘\/\/\N\/‘\/\/\/\/\/‘\/\/\/\ ‘ AAN
AYFSCTTAHMNTGDGTALATRAGIALEDLEFIQFHPTGI YGVGCL | TEGSRGEGGFLVNSEGERFMERYAPKAKDLASRDVVSRAET | EIMEGRGVGPEK

f. Max. deviation (see listing)

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

|
Chi3 & chi4 [ ||
Omega [T t,:l
Dihedrals [

[TTTTTTT
MChbonds  [TTTTTTTT]
MCangles  [TTTTTTTT]
[TTTTTT1T
[TTTTTT]

Mainchain  []

Overall {1

4ysz 06.ps
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Residue properties
4ysz

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

6 b. Absolute deviation from mean of omegatorsion

40 -
30
20
10 A

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

Zeta abs. mean dev.
N A OO

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 PG e | em———_

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

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

‘ ‘ ‘ ‘ ‘ A AAABAAAAAAAATARA  AARBAABANAAAAAANL A : AAABAAAA ABAA BAAABIAN
DHIYLQLHHLPAEQLHQRLPGI SETAK | FAGVDVTKEPI| PV I PTVHYNMGG | PTNYKAQV | KYTKEGGDK | VPGLYACGECACHSVHGANRLGANSL LDA

f. Max. deviation (see listing)

g. G-factors

Phi-psi . T T [ W] :
i R e Eekipdeee i frifnd
Omega il [ RN [ [N Hl::lj [ [ [ lji:l m Hiﬁ
Dihedrals T T T T T T T T T RN T T T T T T T T T T T T T T T T T T I T T T T T I T T T T T T T T T T T T
MCbonds (T T T T T I T
MCangles [T e e e P T A
Mainchain (T T T T T T T T T T T T T TP T T T TP T T T T T T T TP TP TP T T T T I T T T
Overall M\\\\\\\M\\\\M\\\\M\\\\H\\\\\\\\\\\\\\\\\\\J\\\\J\\\\\\\\\\\\\M\\\\M\\\\\\\\\M\\H\Jﬂ\\\ﬂ\\\\ﬂ\\\\ﬂ\

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

C = cis-peptide

4ysz 06.ps
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Residue properties
4ysz

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

% 100
g 80
£ 60
éf 40
< 20
G
442 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525 530 535 540
Residue number
5 5 b. Absolute deviation from mean of omegatorsion
g 40
E 301
8 20-
© 10-
&
O 442 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525 530 535 540
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

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

MNANR R B NN BB NN — AN e 2

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

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
VVFGRACSINIKEELKPDEK | PELPEGAGEES| ANLDAVRYANGDV PTAELRL TMOQK TMQKHAGV FRRGD | LAEGVKKMMDL FKELKRLKTTDRSL IWNS

f. Max. deviation (see listing)

g. G-factors

Phi W]
ake . b aaiipedinadait
Omega REMRRERCE" o "R R EEETEE ot o “as
Dihedrals [T T [T T T T T T T T T LT T T LT T T T T T T LT T T T T e T T T T T LTI T T T T T T LT T T
MChbonds [T T T T T T T P P P P P P T P T T P P T P T T P T P P P PP T
MCangles [T T e e P e e P P T T T P P T
Mainchain [T T T[T T TP T C T T T T P T T T T T T T T T LT T T T LT T T T LTI
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 I T T T T T I T T T T T T T T I T I T I TTTTTT

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

4ysz 06.ps
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Page 18

Residue properties
4ysz

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
5 407
£ 30
8 20-
© 10-
£
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 -
RS
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
u
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 HEN BN EENREEEES] o
iR gncad e et :
Omega LTI “REAR" EAE BE EmmstER"""EacE-ER" o I 1 |
Dihedrals  [(TTTTT T T T I T T T T I T T T T T T I T I T T T T T LT T T LT T T T T T T T T T T T I
MCbonds T T T T 1
MCangles [T e P e P P P T P
Mainchain (T T T T I T T T I OTTTTT  TT TTT T T TT TTTTPPT TTT P TTTTTTITT I IT I TT
Overall [T LI T I T T T e T L T T I T T LI LTI L]
542 550 555 560 565 570 575 580 585 590 595 600 605 610 615 620 625 630 635 640

4ysz 06.ps




PROCHECK

R . d t Page 19

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

o

g 80 -

g 60

8 401

< 20

o

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

Residue number

5 5 b. Absolute deviation from mean of omegatorsion

g 40

E 30

2 2

S 10

S

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

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

g

E o

g 4

N

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

— = M

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

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

EEAAAAABABAAAAA /\/\/\/\/\/\/\/\/\/\/\/\N_I_I/\/\/\/\/\/\/ﬂ_I/\A HA ABAAAAA AABAAABAAAAAAA
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)

+ + * + * +
+ kg kK +* +* ko * 4 +* + kx4 4 Kok ok +* 4 ++ o+ o+ F
* ok x * ok Kk kkk KKk K Kk Kkk Kk Kk kK Kk kkkkk Kk kAKKX KKk K Kk K* K Kk KAK KKK

o

g. G-factors

Chlg chi2 H [ [LH

3 & dia H

Omega [l [EEEES BT [l I::Hi:] IERENRENSRCEEEE

Dihedrals  [TT] [
H
[
[

MC bonds
MC angles

Mainchain  [TT1T]

I
|
1
Overal m]]] : [
642 40 4

4ysz 06.ps



PROCH

Chi3 &
Omega

Mainch

Overall

Dihedrals

MC bonds
MC angles

ECK
Page 20

Residue properties
4ysz

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 5 b. Absolute deviation from mean of omegatorsion

g 40

E 30

2 2

S 10

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

i i O

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

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

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

f. Max. deviation (see listing) :
: : , :
+ 8 7
* + +4* +  * * + . + .
* +++  +* * Kk 4 * FAFEF R R + + ++ ¥ + + + + 0+ * 9 ++ 4+ 4+
‘ ‘

ain

chi4 :h

4ysz 06.ps




PROCHECK

R d t Page 21
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 80
£ 60
g w0
< 20
o
219 225 230 235 240 245 250 255 260 265 270 275 280 40 45 50 55
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g 40
E 30
8 20
S 10
£
O 219 225 230 235 240 245 250 255 260 265 270 275 280 40 45 50 55
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
]
% 8
e 6
g 4
LR
S
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
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
RDDSAAERLARMQDGFSAFKCHT IMNCTKTCPKHLNPARA | GEI KMLLTKMKTKPAPL PTPANF EKTPI QUWVGADY LMRQRALKRP I APH
f. Max. deviation (see listing)
g. G-factors
Phi W B
o1 azeasEA iy i
0nf|1egaCI (I HHH i:7:] 5 I:Iﬂﬂ CITT T T DN
Dihedrals  [(TTT T T T T I T T I B TT T OT T T T LTI T T T T LTI T I T T T T T T T T ] T T T T T T T I T T T T
MCbonds (T T T T T T A T T T T
MCangles [T T T P T P T T A T T o
Mainchain (T T T I T T T I T LT T O T T T LT T T T TP T T T T T TTTT] T T I T TTT
Overall LTI T T T T I T T T T T I T T I T T I T T T IT T T ITIT T TT I 1T T TITT I ITITTTITTTTIT T
219 225 230 235 240 245 250 255 260 265 270 275 280 40 45 50 55

4ysz 06.ps



PROCHECK

=
o
o

Page 22

Residue properties
4ysz

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

80
60
40
20

Chi-1 abs. mean dev.

60 65 70

50

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

40 -
30
20
10 A

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
NI NN\ NN e /NN

SONAAVAVAVAUAUA NG

Key:- <™ Helix

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

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

ABAAAAAAAAAAAAAA A ABAAAAAAAAAAAAAAAAANANA AAARIA
T T 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)

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

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

MC bonds

MC angles

Mainchain

Overall

4ysz 06.ps




PROCHECK

Residue properties
4ysz

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

Page 23

% 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
g 401
£ 30-
8 20
© 10-
£
O 160 165 170 175 180 185 35 40 45 50 55 60 65 70 75 80 85 90
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Main-chain bond lengths

C-N
(except Pro)

Freguency

120 124 128 1.32 136 140

CA-C

Freguency

(except Gly)

140 144 148 152 156 1.60

CA-CB

(lle,Thr,val)

Freguency

142 146 150 154 158 162

N-CA

Freguency

(Gly)

133 137 141 145 149 153

Frequency

Frequency

Frequency

Frequency

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
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Main-chain bond angles
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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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RM S distances from planarity
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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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