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Ps (degrees)

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] 1685 85.6%
Residues in additional allowed regions [a,b,l,p] 269 13.7%
Residuesin generously allowed regions [~a,~b,~l,~p] 9 0.5%
Residues in disallowed regions 5 0.3%
Number of non-glycine and non-proline residues 1968  100.0%
Number of end-residues (excl. Gly and Pro) 16
Number of glycine residues (shown as triangles) 192
Number of proline residues 117
Total number of residues 2293
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Ramachandran plots for all residue types
4yt0

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.

- Ala(210) - Arg (124) 0em DAsn (74)
- o 5
901 904 EHL -
. 0
H
0 0-
FB1490
R
-90 -90
E 300
L]
180 -180 90 0 90 180 -180 ) 0 90 180
Phi Phi
- Cys (58) . _ GIn (62)
LS s
904 W 90
B 97 m
0 0-
I% Ef@%
-90- -90-
A 504
- 0 ]
-180 90 0 90 180 -180 -90 0 90 180 -180 -0 0 90 180
Phi Phi Phi
Glu (124)
180 180
e
O
90 - 90
_ &
£ 0 0
90 90+
-180 -0 0 90 180 -1 180

4yt0_02.ps




PROCHECK

4yt0

Page 2

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

4yt0
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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.

4yt0_02.ps



Page 1
4yt0

Chi1-Chi2 plots
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Chi-1
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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Chi1-Chi2 plots
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Main-chain parameters
4yt0

% 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 1968 85.6 48.8 10.0 3.7 BETTER
b. Omega angle st dev 2283 6.2 6.0 3.0 0.1 Inside

c. Bad contacts/ 100 residues 26 11 373 10.0 -36 BETTER
d. Zetaangle st dev 2101 14 31 16 -1.1  BETTER
e. H-bond energy st dev 1461 0.8 1.2 0.2 -1.8 BETTER
f. Overall G-factor 2293 -0.0 -11 0.3 35 BETTER
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Side-chain parameters
4yt0
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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 294 16.0 333 6.5 -27 BETTER
b. Chi-1 trans st dev 593 16.1 313 53 -29 BETTER
c. Chi-1 gauche plus st dev 887 15.2 30.0 4.9 -30 BETTER
d. Chi-1 pooled st dev 1774 15.8 30.9 4.8 -3.1 BETTER
e. Chi-2 trans st dev 572 17.9 29.4 5.0 -23 BETTER
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Residue properties
4yt0

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

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

d. Secondary structure & estimated accessibility

A A it £ i s A AAA

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

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

m ABAAAAAAAAAANBABIAAAI  AAARIA  AABIAAAAAAAAAAAAA Al FAAAAAAAAAAAAAA
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)

*o+4 o+ * + * o4 ++ * * +* 4R gk + + + 4+ + +* x4 +* 4+
*************************************************************************

| X H |
Gimoge " niam | o l
Dihedrals

MC bonds
MC angles

Mainchain

Overall
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Residue properties
4yt0

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 12
o 6
£
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

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

N " b "\ e e

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

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

‘ ‘ : A AAAAAANL  AARIA A/WW\N‘HNTI/\ ‘ A AAAAAAAAAAABIAAAAAAAAARL £ AAMARAAR ‘
VTELENFGMPFSRTPEGK | YQRSFGGQSNNYGKGGVAKRTCCVADRTGHSMLHTLYGNSLRCHCTFF I EYFALDLLMDKGRCVGV | ALCLEDGT | HRFRS

f. Max. deviation (seelisting) -
55

S s s P rt e e Pl e yenateB Bttyr o rorrrn. L oL Lt 1L

g. G-factors
Phi-psi I I
iR i
Ormega mmi e EAMMTEE ARTTETEERTEN [T W m N
Dihedrals [T T T T T T T T T [T T T T e T T T T T T T T T T T I T T I I T T T I I T T T TTT
MCbonds [T 1T T T T T T T T T T T T T T T T T T T T T T T T T
MCangles [T T T e e e
Mainchain [T T T T T[T T I I I I LI T T T T LT L L LT T L L L L L L T LT T L L L L T L T LI T L T LI T L T L LT T I LT LT L LT LT T LTI
Overall HHHH\H‘HHHHHHH\‘HHHHH‘HH\‘\HH‘\HHHH\‘\HHH\H‘HHHHH‘HHHHH‘HHHHH‘HH\

130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225
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Residue properties
4yt0

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

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

AANAANA [l AAARAAAAAANIA A ‘ AAAAAAABIAAAAANL A AAABA  AAAFAA AR
KRT IVATGGYGRAYFSCTTAHMNTGDGTALATRAGIALEDLEFIQFHPTGI YGVGCL | TEGSRGEGGFLVNSEGERFMERYAPKAKDLASRDVV SRAET |

f. Max. deviation (see listing)

g. G-factors

e EPHFCRRRRE . masiuatn e A

G ™4 i W - b i “CEE Cman mE ECE

Dihedrals [T T W T [ [T I T T T T LTI T T T LT T T T T S T T [T T T T T T T T T I T 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
MCangles [T T e e P P T e P P T T T P T T
Mainchain [T T T[T T TP T CTC CTC L L TTT T C T CT L  T L LTTCT T T T T TP T LTI
Overall \J\\\\J\ \\\\\\\M\\\\\\\\\\J\\\ M\\\\\\\\\\\\\\\\\\\\J\ \\\\\\\\\\\\\\\\\\J\\\\\ \\\M\\\\\\\\\\J\\\\\\\\\

230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325
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Residue properties
4yt0

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

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

Dl N e —— '~ ——

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

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

‘ H : ‘ ‘ ‘ A AAAAAAIAA AAAABAAAAAAAAAABIA  AAABIAAAAAAABAATL  AAAA AAABIAAAA
EIMEGRGVGPEKDH | YLQLHHL PAEQLHQRL PGI SETAK | FAGVDVTKEPI PV I PTVHYNMGG | PTNYKAQV | KY TKEGGDK | VPGLYACGECACHSVHG

f. Max. deviation (see listing)

g. G-factors
Ph T T T T T T I W T e
§E5%§212,4 HEN HH :\F #* jﬁ H H> \F—H \F] :H
Gmega " S EEN NN HASN" AR MENEEEEEEECEE . AR “MSEEE E - -
Dihedrals [T TT T TREE TR T TR T T T T T TR EE e T TR TR R E B TR T TR R T TR LTI LI T I Tl
MC bonds [T
MC angles [T e A A A A AR
Mainchain [T TT T TTT T TT T T T T T T T T T L T L T T T T T T
N o i 5 W 0 W M MW N AN N A W N NN NN RN N AN NS NN N RN AN NN NN NS NN N NN N AN A RN AN RN RN ENRRRARRRES

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
4yt0

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

& 100
-§80—
g 60
8 401
< 201
o
430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g5 24
£ 18
8 12
o 6
£
O 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
S
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
‘ FAAAAAABIAA : ‘ ‘ ‘ AAAAAAAAAATIAA AAAAAAAAAAAAAAAAAARL : AAAAAAAAAAAAAR
ANRLGANSLLDAVVFGRACSINIKEELKPDEK | PELPEGAGEES | ANLDAVRYANGDVPTAELRL TMQK TMQKHAGVFRRGD | LAEGVKKMMDL FKELKR
f. Max. deviation (see listing)
g. G-factors
Phi M 1 1 W
g et mrirted
Omega DEEE H [N NERNCEEEENN h o [EEET H H
Dihedrals  [(TT T IT TTIT T T T T LI T T T T I T I O T T T T I T T T T T P T LT T T T T T T T T T T T T
MCbonds T T T T T A 1
MCangles [T P P P P T
Mainchain (T T T I T T TP T T O T T TP T T TP T T TP TP T TP T T T T T T T
Overall T T T T T T T e T T T T T T T T T T T T T T T T T T T T LT T T T IT T I T TT T I T I T ITITTIT]
430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525
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Zeta abs. mean dev.
N

PROCHECK

Residue properties
4yt0

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

% 100
% 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 a0 b. Absolute deviation from mean of omegatorsion
g 2
£ 18
8 12
o 6
£
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

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

e M\ e e

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 ] W]
T e ekt R e il
Omega :::i [ RN [0 [ H Hl::j [ h EEESEEE|
Dihedrals  [(TTTTT T T T T T T T IO T T LT P T T T T T T T T T P T T T T T T T T T T T T T T T T T T I I
MCbonds T T T T 1
MCangles [T P P P
Mainchain (T T T T T T T T T TP T T O T TP T TP T T TP TP TP T T T T T T I I T
Overall T T T T T I 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 I T T I I T T T T T T I T IT I IIT I
530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605 610 615 620 625
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Residue properties e
4yt0

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

630 635 640 645

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

b. Absolute deviation from mean of omegatorsion

30
24
18
12

6

Omega abs. mean dev.

630 635 640 645

4 45 50 55 60 65 70 75 80 8 90 95 100 105
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

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

e TN e = =

) Betastrand == Random coil Accessibility shading: m Buried (1 Accessible

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

KRIKTFEI YRFNPEEPGAKPKLQKFDVDLDKCGTMVLDAL | KIKNEVDPTLTFRRSCREGI| CGSCAMN | AGENT

LDPAEVDWI PPI I RSY

f. Max. deviation (see listing)

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

g. G-factors
IZIFZ,

Chilonl |
Dihedrals
Mainchain  [TTTTTITTITTTITT]

Ban hiih

MC angles

Overall  [IITTTIIITTIIIIT]
630 635 640 645
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Residue properties
4yt0

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

% 100
% 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
5 a0 b. Absolute deviation from mean of omegatorsion
g 2
£ 18-
8 12-
® 61
£
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

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

St e 2

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| LCACCSASCPSYWWNADKY LGPA

f. Max. deviation (see listing)

T : 7

R T IO S JOUUE S e PR AL ST O T SUE SO Se b St T PRSP SO SUE SDUSUURNNNURT T3 PO LIP3

g. G-factors
Phi 1 ] ] [T [EEERCEC ] ]
A, T aiBiidintines . esEsiaali]
Omega I [T h H [T [ Hi:ji:
Dihedrals [T T T A T I T I T I T T T T P T T T T T I T T T e T T T T I T T T T T T I e S T T T T T T TR 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 e e e e
Mainchain [T T T T T[T T I I I I T T T T LT L L L T T L L L L L L T LT T L LT L L L L I T L L LI T L T L L LT T I LT LT L LT LT T T]
Overall HHHH\‘HHH\\H‘HH\HHHH\\‘H\H‘\\HHHH‘HH\‘\HH‘HH\‘H\H‘\\H\H\\\‘\HH‘HHHHH‘HH\‘H

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 tl .
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 80 -
g 60
8 401
< 201
o
207 215 220 225 230 235 240 245 250 255 260 265 270 275 280 40 45
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 247
E 18-
8 12-
® 61
£
O 207 215 220 225 230 235 240 245 250 255 260 265 270 275 280 40 45
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
]
i .
£ 67
G 4 -
LY
S
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 | KMLL TKMKTKPAPL PTPANF EKTP I QVWGADY LM
f. Max. deviation (see listing)
g. G-factors
Phi-psi T
Ay, EdiSHEa R e
Omega [ i | I:::H:H::i DHEN i:“ji::I: [EEEEEE
Dihedrals  [(TTT T T T T TR T T I T T T T T I I T T T T T LTI T T I I T T T T T T T T e T T T T
AR EENEAEANEENSENSNEENEENEREENEEEARESNSENSNSENSENSNSEREENSREANSEREREEEEN HHHHHHHAS
Mainchain [T T T T T T T T T LTI T T O TP TP T T T TP T TP T LTI IITTTT] T
overall  [TTT I LT LI T T IO T T T T T LT T T T T I T LT T LT T L LT LI T O LI
207 215 220 225 230 235 240 245 250 255 260 265 270 275 280 40 45

4yt0_06.ps
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Page 10

Residue properties
4yt0

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
5 247
E 18-
8 12
® 61
£
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
o
5 o]
£ 67
g 4
RS
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
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
EEAAAAAAAAAAAAAAATIAAAAA AAATA
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 . RN 1 H [ [l
" af RS nlaabatite ainidanaditt
Omega Ll SEmSTEEEEE N N o ottt i SREaTEEm-EETEEETE
Dihedrals [T T T T T T T TR T T T IO T T T T T T T T T T T T T T T T T T T T T T T T T T LTI T I T T T I T T I
MCbonds T T T T T 1
MCangles [T e P P T 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
overall [T LI T T T T T T T T T L T L T T T T L L T T T T T I T L T T I T L T ]
48 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145

4yt0_06.ps
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R d t Page 11
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 201
6 -I_I_I
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
g5 24
£ 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
5 o]
£ 67
G 4 -
LY
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
NANAAANA =N D—)
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
EEAAA CNTTTTIA
IZ‘)I PSI YRéAYLVILGLAAIL | SLA\‘/VVY Pll\’WERHI‘(KATL}"T TSAAVTGA‘APPQI‘:DPIAA‘EKGFP‘(PLHSHGTL Fkl ERY l‘:AAAM\‘/PL | PAAYF
f. Max. deviation (see listing)
g. G-factors
Phi-psi ] 0 n
o, EEENTECREER £ ety
mega H “Eam I 1] EEE 50 H It o
Dihedrals  CITT T T T I T T T T I IT T T T TIT TITITTTT1m] R T T T T T T T S S T T T T A T T T AT
MCbonds (T T T T T T T T T T A T A
MCangles [T T A T e e T A T A T e T P T T T
Mainchain [T T T T T T T T I I IITTITTT11] T T T T T T T I I I T T T T I T T T T T ITTTTTT]
overdl [T LI T I LI I T T I T I I LI TR OO T T T L T T I T T I T T T LT LTI T
148 155 160 165 170 175 180 185 35 40 45 50 55 60 65 70 75

4yt0_06.ps




=
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

MC bonds
MC angles

Mainchain

Overall

PROCHECK

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

O\ NN\ NN 2 e NN NN NN/ N s NN E g —
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

AAAAR AAAAAATIEA
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 (seelisting) .
5

+ + +
* * (% *

S 0% S0 SO S5 . 04 T SN« U SR o & S o5 Pt
g. G-factors
RN 1 EENEEN RSN
. ettt SRR
COT T [T I:ﬁ [T H ii:
T T T T T T T T T T T s T T T T T T T T T T T T T T T T T T T T ORI
L B B B M M B B B A B A M A N M NN N AN BN BN BN RE RS HHHHHH
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 IT T T [T
GO L T T T T T T T L T T T T T T T T EEEEENEEREEN]
79 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 35 40

4yt0_06.ps
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Residue properties
4yt0

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-
® 61
£
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

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

VA it s N AA At ANAVAVAY - &

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

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

AAA Al
YDVV | | GAGGAGLRAAMGL GEAGFKTAVVTKMFPTRSHT TAAQGG | NAAL GSMNPDDWKWHFYDTVKGSDWL GDONAMHY L TRNAVEAVTEL ENFGMPFS

f. Max. deviation (see listing)

g. G-factors
Phi-psi [T W] [l
Ciia, AT - ! et
Omega :::Zli [ H II:I::ZHZZI H | [T HZ::Iﬂ
Dihedrals [T T [T T [ [T T[T T [ I M T T T LT O LT T T T T L T T T T LT LTI T T T T T LT T W LT 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
MCangles [T T e e e P e e T P P T
Mainchain [T T T[T TP T T P T T T T T T T T T P T L O LT P T T T T T TP LTI
Overall GO T T T e T T T T T T T L T T I L I L I T T T I LI T LI T I ]
42 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140

4yt0_06.ps



Zeta abs. mean dev.
N

PROCHECK

Page 14

Residue properties
4yt0

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

% 100
% 80
£ 60
g w0
< 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

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

" /) e S m— )

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
NANAAAN  AAABIA /\N_I/\J_I/\N_I/\I_I/\ AAAAATAAAAAAAAAAAAATI AAAAAAARL AAAAAAAAAIAAA

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)

* ¥
B R R T It Rt L O T L TE R I T s 0 Toe S OTE T I U1 A TR SOOE SOU ar S IP
g. G-factors
gﬁh’?ﬂiz ’ H II\F: W] HE| !\ . .
8rr]rl1:égg"§1 chi4 H:] t:ﬁ::i] [T h:. W ENTE
Dihedrals [T T T I T T T T I P T T T T T T T T T T T T T T T T T T T T L T T I 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
MCangles [T T e e e
Mainchain [T T T T T[T T I I I I LI T T T T LT L L LT T L L L L L L T LT T L L L L T L T LI T L T LI T L T L LT T I LT LT L LT LT T LTI
Overall \‘HHHH‘HHHHHH\\\‘\\H\‘\H\H\\H‘\H\H\\H\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

4yt0_06.ps
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Page 15

Residue properties
4yt0

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

& 100
gso—
g 60
8 401
< 201
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
g5 24
£ 18
8 12
o 6
£
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
AAAAAAAAAANTIA A AAAAAAR AAAABAAAAAAAA TIA ‘ : AAARIAA_AR : : ‘ ‘ ‘ ‘ ‘
AYFSCTTAHMNTGDGTALATRAGIALEDLEFIQFHPTGI YGVGCL | TEGSRGEGGFLVNSEGERFMERYAPKAKDLASRDVV SRAET | EIMEGRGVGPEK
f. Max. deviation (see listing)
g. G-factors
Phi-psi WA | IS NN NN 1
T Erieditair e,
Olewgac I I:::j } [ EECEEEE H H::]i EEEEE - ENEEE
Dihedrals [T T T T T TT IO T T T T T I T W T T T T T T T T I T T I T T T T T T T T I T T T T T T T 1
MCbonds T T T T 1
MCangles [T e P P T P T
Mainchain (T T T T T T T T TP T T T T T TT  TT T TTT TTT TTTTTT TTTTTTTTTTITT I ITTTT
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 I T T T T AT T T I T T T IT T T TTTTTITIT T
242 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340

4yt0_06.ps
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Page 16

Residue properties
4yt0

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 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 ABAABAAAAAAAAAAIA  AAMMAAABAAAAAAAA  IAAANL AAABAAANL A HAAAAAA
DHIYLQLHHLPAEQLHQRLPGI SETAK | FAGVDVTKEPI| PV I PTVHYNMGG | PTNYKAQV | KYTKEGGDK | VPGLYACGECACHSVHGANRLGANSL LDA

f. Max. deviation (see listing)

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

Chi3 & chi4 I i
Omega [T

Dihedrals [T
MChbonds |
MCangles |
Mainchain |

Overall L

C = cis-peptide

4yt0_06.ps
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Page 17

Residue properties
4yt0

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

& 100
g 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
% 8
e 6
g 4
R
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
AAAAAAAAAAAATIEL BRAAAAAAAAAAAAAAAAR AAAAAAAAAAAATAATHAFIAAARRIA
\‘/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-psi [T []
n Ralat B aisedpedied e
Omega [ - -t m o it I H "a"m EmaEm
Dihedrals [T T T T I T I TI T IO T LTI I T I T LI T T T T T T T T W T T LT T T T T T T T T T T T TP I T T T I T T T
MCbonds T T T T T A 1
MCangles [T P P P P T
Mainchain (T T T I T T TP T T O T T TP T T TP T T TP TP T TP T T T T T T T
Overall [T LI e T T T T LT T L T L L T T I T T LT LA LT L]
442 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525 530 535 540

4yt0_06.ps
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Residue properties
4yt0

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

% 100
% 80
£ 60
g w0
< 20
o
542 550 555 560 565 570 575 580 585 590 595 600 605 610 615 620 625 630 635 640
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
g 2
£ 18
8 12
o 6
£
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

Zeta abs. mean dev.
N A OO

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

SMANANNANA - I —

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

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

AAAAAANAAAAAAANAAAANAAAAAARIAA  AANAAAABIAAARIIAAAAAAAAA  AAAAAAAAAABINAAAANAAAAAA TAAAAAAAAAAAAAAAAAAANAANA
DLTESLELONLMLNATQT | VAAENRKESRGAHARDDFPKREDEYDY SKP | EGQTKRPFEKHWRKHTLTKQDPRTGH | TLDYRPV I DKTLDPAEVDWI PP

f. Max. deviation (see listing)

+ + ++ + + * 4
* Kkk kK kkkK KkkA KK K kK
.

g. G-factors

Chi3 & chi4
Omega | ol
Dihedrals

MC bonds
MC angles
Mainchain

Overall

4yt0_06.ps



PROCHECK

Resid t -

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 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

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

I e e e ey

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

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

AFIA
| RSY KRIKTFEIYRFNPEEPGAKPKLQKFDVDLDKCGTMVLDAL | KIKNEVDPTLTFRRSCREGI CGSCAMNIAGENTLACICNIDQNTS

f. Max. deviation (see listing)

+ + +* 4 + o*kx g -
s e Hr B DA S S S o G SR S S DAURAS T ST A S S o S A A S
g. G-factors
s r SR
Chi3 & chi4
mega ot o o 5 " HEN EmE A i “Eaan
Dihedrals 0T T T T T T T T T T T T T T I T T T R T I T TR T I T I T T T T T ]
MC bonds [T T T T T T P e T P T P P e e T T P P P T T P P P T T P T T T I T
MC angles 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 e e e e e e e e e e e e e e e e e e e e e e e
Mainchain  [TTT] [T I I T T T T T T I T T T T T T T I T T T T I T T T I T I T T I I I I T I I
Overal  [ITT] OO O L T R T L T I LI I LI TR LITIIT]
642 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115

4yt0_06.ps
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Residue properties
4yt0

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

& 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
o b. Absolute deviation from mean of omegatorsion
g
g5 24
£ 18
8 12
o 6
£
O 119 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
§ o]
£ 67
G 4 -
AR
S
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
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
EAAAAAARAAAAAAAAAAATIAAIAA
KTTK1YPLPHMFV | KDILVPDMNL FYA(l\)YASI éﬂNLQkKTK | l‘\ILGEK(‘QQYQSI‘ KEQEI‘(LDGL\‘(ECI LéACCSASCPSMAE)KYLGI‘DAVLM(l\)AYRWI‘ IDS
f. Max. deviation (see listing) .
* " 6
st L e et e L nanin B e
g. G-factors
i-psi ] T T [
A, ST PR T
Omega ' SSmEEE B EeE mma RN o RmRmER T
Dihedrals  [TTT T T T T T IA T T I T I TR T T T T T T LT T T T TP P T T T LT T T T T I T T T T T T T T
MCbonds T T T T T 1
MCangles [T e P P P
Mainchain (T T T T T T T T LTI T T TP T T TP T T TP T T TP TP T T T T T T T
overall [T T [ L L T L e T T LT T I T T L L L I T L LTI ]
119 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215

4yt0_06.ps




PROCHECK

Residue properties
4yt0

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

Page 21

& 100
g 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
5 247
E 18-
8 12-
® 61
£
O 219 275 230 235 240 245 250 255 260 265 270 275 280 40 45 50 55
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
% 8
e 6
g 4
R
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 Q\‘/WGI\/D\‘(LMRQI‘QALKR}‘D I APH
f. Max. deviation (see listing)
g. G-factors
Pz H T maes s
ch3 s m e
Omega [ Hﬁ:ﬂ B IEENEEEEEE ETTe NEREN
Dihedrals [T T T T T T T T T I I IO T T T T LTI T T LTI T T T T I T T T I 1T T T T T I T T I T I A
MCbonds T T T T T T A T T T A T
MCangles [T T T P P P T T A e o
Mainchain (T T T T T T T T T T T T T T TP T T TP T T T T TTTT] T T I T TTT
overdll [T LI T I I I LI LTI T T T L T T I T T L T I 11T O I I LT
219 225 230 235 240 245 250 255 260 265 270 275 280 40 45 50 55

4yt0_06.ps
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Residue properties
4yt0

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.

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

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

PNANAAAANN =N =N === NAAVANANA VAN NG
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