PROCHECK

Ramachandran Plot
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Plot statistics
Residues in most favoured regions [A,B,L] 1747 88.7%
Residues in additional allowed regions [a,b,l,p] 211 10.7%
Residuesin generously allowed regions [~a,~b,~l,~p] 8 0.4%
Residues in disallowed regions 4 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

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.

4ysy Ol.ps




PROCHECK
Page 1

Ramachandran plots for all residue types
Aysy

Ala(210) - Arg (124) s Asn (74)
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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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Tyr (80) Val (124)
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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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Asn (74)

Chi1-Chi2 plots
Aysy

Arg (124)
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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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Phe (98)

Chi1-Chi2 plots
Aysy

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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OOa Ramachandran plot quality assessment
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78' Measure of bad non-bonded interactions

Main-chain parameters
4ysy

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 88.7 64.1 10.0 25 BETTER
b. Omega angle st dev 2286 6.1 6.0 3.0 0.0 Inside
c. Bad contacts/ 100 residues 10 0.4 223 10.0 -2.2 BETTER
d. Zetaangle st dev 2104 15 31 16 -1.0 Inside
e. H-bond energy st dev 1471 0.7 11 0.2 -1.6 BETTER
f. Overall G-factor 2296 0.1 -0.8 0.3 3.2 BETTER
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Side-chain parameters
Aysy

50 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 289 17.8 28.2 6.5 -1.6 BETTER
b. Chi-1 trans st dev 593 16.8 27.1 53 -20 BETTER
¢. Chi-1 gauche plus st dev 894 15.1 25.8 4.9 -2.2 BETTER
d. Chi-1 pooled st dev 1776 16.2 26.6 4.8 -21 BETTER
e. Chi-2 trans st dev 573 17.4 26.3 5.0 -1.8 BETTER
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Residue properties
4ysy

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

=
o
o

80~
60
40 ~
20

Chi-1 abs. mean dev.

30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125
Residue number

. b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.

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\ N\ 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  AAIIA  AABIAAAAAAAAAAAAA
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)
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Mainchain [T

Overall [1

4dysy 06.ps



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 2

Residue properties
4ysy

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

. b. Absolute deviation from mean of omegatorsion

24
18
12

(o3}

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 T AU AT o —r ——

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

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

‘ ‘ : ‘ : : ‘ ‘ ‘ ‘ ‘ A AAARBNAAAAABAAABAAAARE A AAAAAAANL AAAAAAR
VTELENFGMPFSRTPEGK | YQRSFGGQSNNYGKGGVAKRTCCVADRTGHSMLHTLYGNSLRCHCTFF I EYFALDLLMDKGRCVGV | ALCLEDGT | HRFRS

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

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

. b. Absolute deviation from mean of omegatorsion

24
18+
12

6_

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

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 ‘ AAAAAAABINAAAATL AA W A :  AAAFAA AR ‘ : ‘ ‘
KRT IVATGGYGRAYFSCTTAHMNTGDGTALATRAGIALEDLEFIQFHPTGI YGVGCL | TEGSRGEGGFLVNSEGERFMERYAPKAKDLASRDVV SRAET |

f. Max. deviation (see listing)

+ + + * +
+ *o4 * + o+ * ok +* gk kg Fit o 4+ + +* bt pRE +*
* * k% * kx k% k% ok kA Kk k| kKR KAKAKK KKk K KAk kK Kk Kk KAKKKKKKE Akx K kKK

g. G-factors

Omega mETTE o
Dihedrals [

[TT
MC bonds \}H
[TT
[TT

Chi3 & chi4 j
I

MCangles |
Mainchain |

Overall
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Residue properties
4ysy

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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

24
18
12

6

Omega abs. mean dev.

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 e — |~ ———

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

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

AAARL A : ‘ : ‘ ‘ ‘ AA_ABAABAAAAABAAAAAL  AAAAABIANAAAAAARL £ : AAABIAAAA
EIMEGRGVGPEKDH | YLQLHHL PAEQLHQRL PGI SETAK | FAGVDVTKEPI PV I PTVHYNMGG | PTNYKAQV | KY TKEGGDK | VPGLYACGECACHSVHG

f. Max. deviation (see listing)

g. G-factors

Phi-psi ] W NN .
o, Eifirigdiiees .
Omege " ol -1 BEan N NEN EmES HE EHEEEE-EEESE"EES" i mms
Dihedrals  [(TT T T T I T T T T T T T T T LT T T T T T T T T T T T T T T T T T T T T T T T T T T T T
MCbonds T T T T T T
MCangles [T e e P P
Mainchain [T T T T T T T T T T T T T T T TP PT TTTT T  TTT  TTPP TTTTT  TTTTTT T TTTTTTTITTTIT T
Overall LT 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 I I T T I T IT T T ITT \\\M\\\\M\\\\\\\\\\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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Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

=
o
o

ECK
Page 5

Residue properties
4ysy

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

. b. Absolute deviation from mean of omegatorsion

24
18
12

6

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

—— AR SR AN SRS AL —IAAANA

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

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

ABAA BAAAAAAAAA AAAAAAAAAAAAAANAAAAATIA AAAAAAAAAAAAAAAAATIR 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)

g. G-factors

Phi-| [0

i et . . :
Omega IENRRREEN IZHZi u [NEEN TTH [l [ l:i
Dihedrals [T T T T T TOT T T T T T T T T P T T T T T T T T T T e T T T T T T TP T I I T
MCbonds T T T T T
MCangles [T P P P P T P
Mainchain [T T T T T T T I T T T T T T T TT TC C T TTT T T T T T T T TP T P T T TTTTT  TTTTPTTTTTTTITTTTT T
Overall T T T T T T T T T TP T T T T T T T T T T T I I T T T T T T T IT T I T T T TT I T I T ITITTIITITTT]

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.

Zeta abs. mean dev.
N A OO

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

=
o
o

80
60
40 -
20

30
24
18
12

Chi3 & chi4

PROCHECK

Page 6

Residue properties
4ysy

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

S AR = — a—

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

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

LKTTDRSL IWNSDLTESLELQNLMLNATQT | VAAENRKESRGAHARDDFPKREDEYDY SKP | EGQTKRPFEKHWRKHTLTKQDPRTGH I TLDYRPV I DKT

f. Max. deviation (see listing)
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Resid tl e
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
g 80 -
g 60
8 401
< 201
o
630 635 640 645 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g5 24
£ 18
8 12
o 6
£
O 630 635 640 645 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
]
5 o]
£ 67
G 4 -
LY
S
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
‘ ‘ AAAM(\AMA(\AN_V\‘AMM\N\N\NWWNV\NMWW\‘MMAMW
LDPAEVDWI PPI | RSY KRIKTFEI YRFNPEEPGAKPKLQKFDVDLDKCGTMVLDAL | KI KNEVDPTLTFRRSCREG| CGSCAMN I AGENT
f. Max. deviation (see listing)
g. G-factors
Phips [ W]
: Siffstiettees
Omega H::I:I H::Ijﬂﬂ [
Dihedrals [T TTI I TTTTT1TT] T T T T T T A T T T T T T T T T T T T T A T I
MCape FHHHHHHHHH A A A A A A A A A A A A A A A
Mainchain  [TTTTTITTITTTITT] 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
Overall  [TTTTLITIITIIIIT] L T T T T T T T T T T T L T I T LI T LI T T T
630 635 640 645 40 45 50 55 60 65 70 75 80 85 90 95 100 105
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=
o
o

Chi-1 abs. mean dev.

Page 8

Residue properties
4ysy

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

80
60
40 -
20

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

30
24
18
12

Omega abs. mean dev.

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

Zeta abs. mean dev.
N

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 o Ut U S T

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

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

BAAAABABAAAAAAAAAAATAATIAA
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) :
; . :
Prant o e r e, ottt P v et L mnnnrfroa
g. G-factors
Phi-psi 1 T [T 1] ] [T
e BT adEeds adfadteneeiaed ud
Omega ™ E-Halal - mintmii o it n H ERCE AEEE A AR H
Dihedrals (T T T I T T T T T T R I T I TR T T T T T T T T T T R e LT T P T T T T T T T T e T T I [T T T T
MCbonds [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
MCangles [T T e e T T
Mainchain [T T T T T[T T LTI T I LI I T I LT L L L L T L L L LT L L LT T L L L L L LT LI LT T L LT T L L L T LT L L LT T I LT T T LTI
Overall \J\\\\\\ \\\\\M\\\\\\\\\\J\\\\\ \\\M\\\\\\\\\\J\\\\J\\\ M\\\\M\\\\\\\\\\\\\\\J\\ \M\\\\M\\\\\\\\\\J\\\\J\
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

£ 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

©

§ 24

£ 18

8 12

o 6

£

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 EESVESVWVS 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-psi RN A
iy, e i
Omega HH I:il B B CHl
Dihedrals  [(TTT T T T T T T T T T T T T T I T I T T T T LTI T T T T T I I I] I T
ek R AMERENSEMENSNSEMERBESENERSSSENENSSSENSNSSSENSNSSSESSNSESESSESESEESREEE HHHHHHHAS
Mainchain [T T T T I T T T T T LTI T T O T LT TP T T T T T T T T T T0T] T
Overall LTI T T A T T T T T T T T I T I I T T T T T TP TT I TT I IT TTTT T IT T I I T ITTITITTITTITTIT] CITTITITTTTIT
207 215 220 225 230 235 240 245 250 255 260 265 270 275 280 40 45

4dysy 06.ps



PROCHECK

Page 10

Residue properties
4ysy

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 2
£ 18
8 12
o 6
£
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
= NAVAUANANNNP == NN NAAVAVAVAA U,
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAREA
I‘?QRALKRI‘DIAPHI‘_T | YK}‘DQ\/ITW\‘/IVSGLHRVTG(‘ZAMAG"I'LL | G(‘BVGFS\‘/LPLDI‘:TTFVI‘EFI RGILGI P\N\‘/I LDTI‘:KFI IAFPIAI‘:HTLN(‘BI RFIéFDMAkGT
f. Max. deviation (see listing)
g. G-factors
Phi-psi HEEN ] o [
aftauatse ad i asaubileEe
i3 & chi I H\ I H: [T HH
mega [ [ [1 [ | 1 [T H [ [N
Dihedrals  [(TTTTT T T I T I TR T T T IO T T T LT 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 LT T I T LI T
MCbonds T T T T 1
MCangles [T e P P T P T
Mainchain (T T T T T I T T TP T T T T T LT T T TP T T TP TP TP TP T T T T T T
Overall 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 TI T T I T T T T I T T T I TTIT T ITTTITITTT]
48 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145

4dysy 06.ps




PROCH

Chi3 &
Omega

Mainch

Overall

Dihedrals

MC bonds
MC angles

ECK
Page 11

Residue properties
4ysy

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

g 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
5 a0 b. Absolute deviation from mean of omegatorsion
g 2
£ 18
8 12
o 6
S
O 148 155 160 165 170 175 180 185 35 40 45 50 55 60 65 70 75
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4
N
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
FNNAAAAAA AN = D ——)

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
DI PSIYRGAYLVLGLAAL | SLAVVVY PRWERHKKATLPT TSAAVTGAAPPQFDP I AAEKGFKPLHSHGTL FK | ERY FAAAMVPL | PAAY F

f. Max. deviation (see listing)

+ o+ o

* 4+ Fhdre 44 4 + 4 * o * 4 ISR SE T S S

KK KKKA KK KKKKK KAE X KoKk KAk Kk KK RAAKAE * M
.

g. G-factors

chi4

ain

4dysy 06.ps
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R . d t Page 12
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 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
o b. Absolute deviation from mean of omegatorsion
g
g 2
£ 18
8 12
o 6
£
© 79 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 35 40
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o)
% 8
e 6
g 4
22
S
79 8 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
=——ANVAVAVAVAUAA NN =A== E
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
N ‘ ‘ ‘ ‘ ‘ : ‘ : ‘ : AAAAAAIAA ‘ :
| HGREMDL CLALALTLHVHWGVWGVVNDYGRPFVLGDTLAAAVRVGAY | FTACLLAGLLYFNEHDVGL TRAFEMVWEL SNITAQYKV | DHA
f. Max. deviation (seelisting) .
47
Lt ottt e et e mr e e nmh LR
g. G-factors
Phi-psi ] | u H
i Watueeis it IR it E
Gmega " Lot ot 1 EeR MEES' B SEEEESE “EER"EETEE e aaEac"Eaa
Dihedrals TR TT T I TT T T T T T T T T T T T T T T T T T T T T T T T LTI T I T T T T T TTTTTT
ek RAMERENSEMENBNSENERBNSENERSNSESERSNSESSNSNSESSNSNSESSNSRSRSSRSRSESERERERE HHHHHH
Mainchain [T T T T T T T T T T T T T TP T TP T T LTI T IIT T [T TITTITITT]
Overall [T LI LI T L T L L L L L L L L LI T LI T I LTI T TR AN ENAENEERE
79 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 35 40

4dysy 06.ps




PROCHECK
Page 13

Residue properties
4ysy

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

& 100
gso—
g 60
8 401
< 201
o
42 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 2
£ 18
8 12
o 6
£
© » 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130 135 140
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
S
a2 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
‘ nl ‘ A Al A : ‘ ‘ — AANNA AARAAAAAAAAAAAAA AABIA A ‘ ‘ ‘ AA_ A
YDVV | | GAGGAGLRAAMGLGEAGFKTAVVTKMFPTRSHTTAAQGG | NAALGSMNPDDWKWHFYDTVKGSDWL GDQNAMHY L TRNAVEAVTELENFGMPFS
f. Max. deviation (see listing)
g. G-factors
Phi I [
o m x ] :
Chi3 & chi4 I [ []] [ [
Omega [ NE [INERRNREE WD [ [ u [ N
Dihedrals [T TT T T T T T T T T T T I R T T LT LT T T T T T T T T T LT T T T P T T T TP T T
MCbonds T T T T T T 1
MCangles [T e P T P
Mainchain (T T T I T T TP T T O T T TP T T TP T T TP TP T TP T T T T T T T
L0 7 o T T T T
42 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140

4dysy 06.ps
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Page 14

Residue properties
4ysy

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

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

B i Y e e e S —

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

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

i i AAABA /‘\N_I/\J_I/‘\/TIN_‘I/\ i A AAAAABAAABABAAABAAAARIE 4 AAAAAAARL AAMAAAAAAAAAARIA B T
RTPEGK | YQRSFGGQSNNYGKGGVAKRTCCVADRTGHSMLHTLYGNSLRCHCTFF | EYFALDLLMDKGRCVGV | ALCLEDGT | HRFRSKRT I VATGGYGR

f. Max. deviation (see listing)

) R 5 5

TR s SO o J0 o SOUUNUONUURIE B Lo L SO P IO SOUE S TP SUC SRR =7 3P SUUNE AP S
g. G-factors

Phi-psi I
aEieti e e i
Omega [ i:f. t:& AT h = [EEE .I:ﬂ
Dihedrals [T T T T T T T e T I T I T T T T T T T T T I T T I T T T T I I T T T T T T I T T T T [T T 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 T T
MCangles [T T e e e T
Mainchain [T T T T T[T T I I I I LI T T T T LT L L LT T L L L L L L T LT T L L L L T L T LI T L T LI T L T L LT T I LT LT L LT LT T LTI
Overall HHHH\H\\\‘\\H\H\H‘\\HHHH‘\\HHHH‘HHHHH‘H\H\\H\‘H\H‘\\H\H\H‘\\HHHH‘HHHHH‘H
142 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240

4dysy 06.ps
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Residue properties
4ysy

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

& 100
gso—
g 60
8 401
< 20+
o
242 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 24
E 18-
8 12-
® 61
£
O 242 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
S
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
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAAAAAANTEL ) ‘ AAAABAABAAAAANL A AAABA ‘AA/\JTV\ANTW\/\/\/‘WWUN_IN\/‘W\N\/‘\N\N\A‘N\/\‘ AAN
AYFSCTTAHMNTGDGTALATRAGIALEDLEFIQFHPTGI YGVGCL | TEGSRGEGGFLVNSEGERFMERYAPKAKDLASRDVV SRAET | EIMEGRGVGPEK
f. Max. deviation (see listing)
g. G-factors
Phi-psi Il HIIH [
Ghians H H I r <H
Chi3 & chi4 [ [] [ H H [ [1]
Omega [ [ mTTE | [N EERE R [l NENSENC RN
Dihedrals  [(TT T T TT T T RI 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 LTI T T I T T I
MCbonds T T T T 1
MCangles [T e P P T P T
Mainchain (T T T I T T TP T T O T T TP T T TP T T TP TP T TP T T T T T T T
Overall T T 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 AT T T T T IT I T TTTTIITT 17T
24 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340

4dysy 06.ps



PROCH

Chi-1 abs. mean dev.

Omega abs. mean dev.

Chi3 &
Omega

Mainch

Overall

=
o
o

Dihedrals

MC bonds
MC angles

ECK
Page 16

Residue properties
4ysy

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

80
60
40
20

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

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 PG | ——

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

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

‘ ‘ ‘ ‘ ‘ A AAABAAAAABAAAIAAD  AAMABAABINAAAAAANL A : AAABAAAA ABAA BABAAAA
DHIYLQLHHLPAEQLHQRLPGI SETAK | FAGVDVTKEPI| PV I PTVHYNMGG | PTNYKAQV | KYTKEGGDK | VPGLYACGECACHSVHGANRLGANSL LDA

f. Max. deviation (see listing)

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

chi4

ain

\ I
\ I
\ \
\ I
C T
342 350 3
C = cis-peptide

4dysy 06.ps
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ECK
Page 17

Residue properties
4ysy

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

& 100
%80
£ 60
g w0
< 20
o
442 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525 530 535 540
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g5 24
£ 18
8 12
o 6
£
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
o
5 o]
£ 67
g 4
LY
S
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
AAAAAAAAAAAAAI AAAAAAAAAAAAAAAAAAT
\‘/VFGRACSI‘ NI KEI‘ELKPDI‘EKI PELPEGAéEESIANLDA\‘/RYANéDVPTAELRL'I"MQKTI\‘/IQKHA(‘BVFRRéDI LAI‘EGVKKI\‘/IMDL FI‘(ELKRI‘_KTTDI‘QSL IMS
f. Max. deviation (see listing)
g. G-factors
Phi. HERE [NEN EECEN
e 1= SIE netics 12
Chi3 & chi4 [ [T [ [ [ [ ] [ [
Omega EEE e T e [T [l [ [0 EE [T
Dihedrals [T TT T T T T I T T T T T IO T T L T T T T T T T T T T T TP T T T T T T T T T I T I T
MCbonds T T T T T T 1
MCangles [T P T P T
Mainchain (T T T T T T T T T CTTTTT C TT T TP TTPTT TTTTTT T TTTTTTTTTITTIITTTT
Overall T T T T T T T T I T T T T T T T T T T T T T T T T T T T T I T T T T I T T T T IT I ITTITTTTIT I 1]
442 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525 530 535 540

4dysy 06.ps
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Page 18

Residue properties
4ysy

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

80
60
40
20

Chi-1 abs. mean dev.

30

542 550 555 560 565 570 575 580 585 590 595 600 605 610 615 620 625 630 635 640

Residue number
b. Absolute deviation from mean of omegatorsion

24
18+
12

Omega abs. mean dev.

542 550 555 560 565 570 575 580 585 590 595 600 605 610 615 620 625 630 635 640

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

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

= e

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

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

AAAAAANAAAAAAANAAAANAAAAAATIIIA  AAAAAATBIAAAAAAAAAAAA  AAAAAAAAAATIIAAAAAAAAAA  AAAAAAAAAAAATABIAAAAAAAAAA
DLTESLELONLMLNATQT | VAAENRKESRGAHARDDFPKREDEYDY SKP | EGQTKRPFEKHWRKHTLTKQDPRTGH | TLDYRPV I DKTLDPAEVDWI PP

f. Max. deviation (see listing)

+ +
* ok * o4 ++ ++ e A S
* Kk kk Kk K KKK KAKKE KKK Kk kKK Kk Kk kk*

g. G-factors

4dysy 06.ps
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Page 19

Residue properties
4ysy

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

& 100
g 80
£ 60
g w0
< 20
o
642 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g5 24
£ 18
8 12
o 6
£
© a2 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
G 4 -
RS
S
642 40 45 50 55 60 65 70 75 80 85 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
g t— ey m— S\ N\ o s
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
HAAAAAAAAAAAAAA AFAAAAA AABIAAARIAAAAAIAA
| RSY KRIKTFE I‘ YRFNI‘DEEPGAKPKL(‘QKFDVE‘)LDKC(‘STMVLE‘)AL | KI‘ KNEVI‘DPTLTI‘:RRSCI‘?EGI CéSCAMN | AGENTLACi CNI D(‘QNTS
f. Max. deviation (see listing) .
4
't ST UL TUUURE SUL I RN LS SUC SN J0- ORI LT SRUUE ST RN
g. G-factors
Phi-psi [] I} |
U erdfiEc i %
Omega it i “RCARER" o Eaa maRES | -
Dihedrals  [T11 T T T T T T T T T T T T T T T T T T T T T T T A T
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 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
Overdl  [ITT] CC L L T L R L L T L LR L LT LT T L T L T
642 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115

4dysy 06.ps
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ECK
Page 20

Residue properties
4ysy

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

== s aAp e AL NN

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

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

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

f. Max. deviation (see listing) .
+ 7
SOOI S I L S TRt IO s 2 s it e T IO o OV I e 2t SRUe T X SOUUURE Te SO
g. G-factors
Phi- ] Tl ] [EEEETE T
RRERE,E: Bake aiieit
Omega " M I T H ot “EEEA" BN
Dihedrals T T T T A T T T T T T T T T T T T T T T T e B I T LT T T T I T I T T T T e I T T T T T T T T T T T I T T T T
MCbonds [T 1T T T T T T T T T T T T T T T T T T T T T
MCangles [T T e e e T
Mainchain [T T T T T[T T T I T I I LTI T T LT L L LT T L L L L L L L T L T L L T L L T L I T L L L T L T L L LT T I LT LT L LT LTI LTI
Overall HH\H‘\HH‘\H\HHH‘\H\HHH‘\H\\‘HHHH\HHH‘\\H\HHH\H\‘HHH\H\‘HHHHHHHHHHHH
119 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215

4dysy 06.ps
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R . d t Page 21

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

o

% 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

5 a0 b. Absolute deviation from mean of omegatorsion

©

§ 24

£ 18

8 12

o 6

S

O 219 225 230 235 240 245 250 255 260 265 270 275 280 40 45 50 55
Residue number

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

g

E o

g 4

N

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

EVVEESSVERVVVE = conanas—

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

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

AAAAAANAAAATIAR IAAAIAAAAIAAAAAIAAIAIAAAAA AAAAAAATAAAATIAAAAABIAA : : : :
RDDSAAERLARMQDGFSAFKCHT IMNCTKTCPKHLNPARA | GEI KMLLTKMKTKPAPL PTPANF EKTPI QVWGADY LMRQRALKRP | APH

f. Max. deviation (see listing)

g. G-factors
Phi-psi T |
i ol .
Omega " [iaia S EES EEEE “EEEEE mmERS Wi 5
Dihedrals [T I T I T T A T T T T T I T T T T I T I T T T T T T ] [(TTTTI T rE
MCbonds [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
MCangles [T [T A ] T e e e e e e e e
Mainchain [T T T T T I T T I T I I I LI I I I T LI L L L T LI L L LTI T LI T LT LI LTI T] [T I I IIrrTd
Overall \\H\\\‘\\H\‘\H\H\H\\H\\‘\\\H\H\\‘H\H‘\HHHHHHH‘HHHH H\\HHHH‘HH\‘HHHHH
219 225 230 235 240 245 250 255 260 265 270 275 280 40 45 50 55

4dysy 06.ps
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Residue properties
4ysy

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

60 65 70 75 80 85 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 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

N B O

Zeta abs. mean dev.

60 65 70 75 80 85 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

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

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

AABAAAAATAAAA 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)

+ + + +
+++ ¥ + +++  F4+ 4+ K x4 *obd 4+ 4 +* + +H+* * ++ +H++ ++
Kk k kkkx Ak Kk Kk Kk Kk KKKKE K KKK K KKK KAKK KKk K KAKKKK K Ak xk AKAKKKKKKA K KX KKK KK

g. G-factors

Dihedrals [T

MChbhonds [T]
MCangles [1]

Mainchain  [T17]

Overall [1T

(o}
o
[e2]
()]
~J
o
~
o
@
S
o]
(4]
[ (o 20 N R I I I
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Chi-1 abs. mean dev.

Omega abs. mean dev.

=
o
o

30
24
18+
12
6 .

Zeta abs. mean dev.
N
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Residue properties
4ysy

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

80
60
40
20

35 40 45 50 55 60 65 70 75 80 85 90
Residue number

b. Absolute deviation from mean of omegatorsion

160 165 170 175 180 185

35 40 45 50 55 60 65 70 75 80 85 90
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

160 165 170 175 180 185

160 165 170 175 180 185 35 40 45 50 5 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

BN e H—) WW

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

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

VV\‘ ‘ ‘ FWFWTMA AAAAAAAAAAAAAAAAAAAAAANT ‘
LGLAAL | SLAVVVYPRWERHKKATLPT TSAAVTGAAPPQFDP | AAEKGFKPLHSHGTL FK | ERY FAAAMVPL | PAAY FI HGREMDLCLAL
f. Max. deviation (see listing)
5+

THE Lt tes 0 R R TITE C ot T N T S AR S S E IO

g. G-factors
gﬁh’?ﬂiz ## | W \F \ H H H m H::
Chi3 & chi4
Ormega RERREE B'B" | u u 1 1 H “EE TRE"R'EER
Dihedrals [T T T I I T I I T [T T T I T T T T I T S T T T I T T I T I T T T T T T P T T 1T
MCbonds [T T T T[T T T[T T I ITITITIT] [T T T T T T T T T T T T T T T T P P P P T T
MCangles [T [T I T e e e e e e e e e e e e e e e e e e e e e e e e e e
Mainchain [T T T T TTTTITITTITIITITIITIT] [T I I I I I I I I I I I T I I T I T I I T I I IITIT
overall  [LTTITIIIITIIIIIITTIII T CCREC LA E L ST R LR LT LT T T LI LI E T I T

160 165 170 175 180 185 35 40 45 50 55 60 65 70 75 80 85 90
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Residue properties
4ysy

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

91 100 105 110 115 120 125 130 135 140 145 150 155
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18
12

Omega abs. mean dev.

91 100 105 110 115 120 125 130 135 140 145 150 155
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

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
N/ NN e N VN NZNINZN/NY/N e N/ e

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
ALTLHVHWGVWGVVNDYGRPFVLGDTLAAAVRVGAY | FTACLLAGLLYFNEHDVGL TRAFEMVWEL

f. Max. deviation (seelisting) .
5
B il Een wm e Lt
g. G-factors
Ave
Phi-psi W 0 012
el
mega _EEES | H i g 05
Dihedrals  [(TTT T T T T II T T T T T T T TT IO T T T T T T T T IT T T T T TIT E T T T T] [0-0.15
MC e HHHHHHHHHH AR B 645
Mainchain [T T T I T T T T LTI T T T TP P TT T T T T T TIT T I T T T TTITIII T TTIITITT07] [0 0583
Overall [T T T T T T T T T AT T T T T T T T I T T IT T I I TTITITTTITT O 012
91 100 105 110 115 120 125 130 135 140 145 150 155

4dysy 06.ps
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Main-chain bond lengths
4y§%/

C-N Cc-O0
(except Pro) (Pro)
9 | ) o) |
& ; & & ;
> >3 >
8 | g g |
LT ! L LL i
120 124 128 1.32 136 140 122 126 1.30 ‘1.1;4u 138 142 191 105 109 123 197 151
CA-C CA-C CA-CB
(except Gly) (Gly) (Alg)
> oy oy
& & o]
> >3 >
g 8 8
LL LL L
140 144 148 152 156 160 159 143 147 151 155 159 140 144 148 1%2 156 150
CA-CB CA-CB N-CA
(lle,Thr,val) (therest) (except Gly,Pro)
> oy oy
& & o]
> >3 >
g 8 8
LL LL L
142 146 150 1.& 158 1.62 141 145 149 153 157 161 153 157 141 145 149 153
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 angl o
CA-C-N CA-C-N CA-C-N
(except Gly,Pro) (Gly) (Pro)
o) oy oy
& & &
> >3 >
g 8 8
LL LL L
Lo o
101 106 111 116 121 126 100 106 111 116 121 126 101 106 111 116 121 126
O-C-N O-C-N C-N-CA
(except Pro) (Pro) (except Gly,Pro)
> oy oy
& & o]
> >3 >
g 8 8
LL LL L
108 113 118 123 108 133 107 12 17 12 17 12 106 111 116 121 126 131
C-N-CA C-N-CA CA-C-O
(Gly) (Pro) (except Gly)
o) o) ) :
& & o] ;
> >3 >
8 g g |
LL L LC !
105 110 115 120 155 1%0 107 12 17 12 17 12 105 110 115 120 125 130
CA-C-O CB-CA-C CB-CA-C
(Gly) (Ala) (e, Thr,va)
o) oy oy
& & &
> >3 >
g 8 8
LL LL L
105 110 115 igol‘lé5 130 95 100 105 1+c7 115 120 94 99 104 109 114 119

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

CB-CA-C
(therest)

Freguency

Freguency

Freguency

88

T
93

98 103 108 113

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.

Frequency

Frequency

Frequency

4ysy

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

4ysy 08.ps
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04

0.04
04

ASP
HIS

000 001 0.02

0

TYR

0.00 001 0.02 0.03

§ 3 8 § 8 8 8

Aouanbai4 Aouanbai4 Aouanbai4

3
120+
920
60 L
30
0

04

T

04
0.04

ASN
GLU
TRP

el

0.00 001 0.02 0.03

l

000 001 0.02
000 001 002

0

0

30
120+

0.04
0.04
0.04

0.03
0.03

ARG
GLN
PHE

RM S distances from planarity
4ysy

|

000 001 002

0.00 001 002 0.03

0.00 0.01 0.02

30
30 I

)

) T

120
120+

(@] o
Aouanbai4 Aouanbai4 Aouanbai4

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