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] 1749 88.8%
Residues in additional allowed regions [a,b,l,p] 210 10.7%
Residuesin generously allowed regions [~a,~b,~l,~p] 7 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
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Ramachandran plots for all residue types

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

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

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

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

Stereochemical parameter datapts  value vaue  width  from mean

a %-tageresiduesin A, B, L 1970 88.8 66.5 10.0 22 BETTER
b. Omega angle st dev 2286 6.0 6.0 3.0 0.0 Inside

c. Bad contacts/ 100 residues 9 0.4 20.0 10.0 -20 BETTER
d. Zetaangle st dev 2104 15 31 16 -1.0 BETTER
e. H-bond energy st dev 1454 0.8 1.0 0.2 -14 BETTER
f. Overall G-factor 2296 0.0 -0.8 0.3 28 BETTER
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Side-chain parameters
4ytn

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 294 17.9 27.3 6.5 -14 BETTER
b. Chi-1 trans st dev 600 16.0 26.4 53 -20 BETTER
¢. Chi-1 gauche plus st dev 882 14.1 25.0 4.9 -2.2 BETTER
d. Chi-1 pooled st dev 1776 155 25.8 4.8 -21 BETTER
e. Chi-2 trans st dev 568 17.0 25.8 5.0 -1.8 BETTER

4ytn_05.ps



PROCH

ECK
Page 1

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

& 100
gso—
£ 601
8 401
< 201
o
30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g5 24
£ 18
8 12
o 6
£
O 30 35 40 45 50 55 60 65 70 75 8 85 90 95 100 105 110 115 120 125
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
Py
S
30 35 40 45 50 55 60 65 70 75 8 85 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
flg S— AN\ AN S AN AN
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
: ‘ : : I ‘ A_AN ABAAAAAAAAAANBAAAAAN _ AAAA : ‘ : AABIA 4 ‘ ‘
SNI1AQYKV IDHAYDVV | | GAGGAGL RAAMGLGEAGFKTAVVTKMFPTRSHT TAAQGG | NAALGSMNPDDWKWHFYDTVKGSDWL GDQNAMHY L TRNAVEA
f. Max. deviation (see listing)
g. G-factors
Phi-psi ] T [
Gl TRLLATE :
0nf|1egaCI H:::i} h [ BT [ [ [ H H
Dihedrals T T T I I T T T T TR T T T T T LT 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
MCbonds T T T T I
MCangles [T e P P P P T
Mainchain (T T T T T T T T T T LT T T T T T LT T T T T TP T T T T T TP TP TP T T T T
overall [T T T T T LT T T T T T T T L T T T L T LT T LTI LI T[T T[]
30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125
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Residue properties
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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 A OO

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

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

d. Secondary structure & estimated accessibility

AT T AU AT o —"  —

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

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

AAAAFRAAABABAAAATAAATE AAAAAAAT
T T T T T T T T T T T T T T T T T T T T
VTELENFGMPFSRTPEGK | YQRSFGGQSNNYGKGGVAKRTCCVADRTGHSMLHTLYGNSLRCHCTFF I EYFALDLLMDKGRCVGV | ALCLEDGT | HRFRS

f. Max. deviation (see listing)
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g. G-factors
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Residue properties
4ytn

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 Generous ll Disallowed

AAAAARIA [l AAAAAAAAAAATEL A ‘ AAAAAAABIAAAAAL AA B BIAAAA  AAAFAA AR ‘ : ‘ ‘
KRT IVATGGYGRAYFSCTTAHMNTGDGTALATRAGIALEDLEFIQFHPTGI YGVGCL | TEGSRGEGGFLVNSEGERFMERYAPKAKDLASRDVV SRAET |

f. Max. deviation (see listing)

+ *o4 * + *ok o ppq kpg ++ +* 4 * Fio4 ot LT T s S
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g. G-factors

Chi3 & chi4
Omega [N
Dihedrals [

[
MChbonds []
MCangles []
[

[

Mainchain |

Overall [
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Residue properties
4ytn

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 AN e —— — ——

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

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

AAARL A : ‘ : ‘ A AAAAAAAARL AAAABAAAAARIAAAAA ~ AAAAAAAAAAAAAA A : AAABIAAAA
EIMEGRGVGPEKDH | YLQLHHL PAEQLHQRL PGI SETAK | FAGVDVTKEPI PV I PTVHYNMGG | PTNYKAQV | KY TKEGGDK | VPGLYACGECACHSVHG

f. Max. deviation (seelisting) .
+4 +

L R R IO L R IO TR KA 3 s DUt aE S AU TUUVE N 25 It NNV JOUE T aOe

g. G-factors
Phi 1] ] ] | IEE NN .
g, RS i
13& chi4 [ ] [ | [ I [ [
Omega ] i [T i [ [T T T T i [T Il I [UEEE EEEN ]
Dihedrals [T T T T I T T T T T T T T I T I T T T T T T B T T T T T T T T P T I T T TR 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 T e e T T
Mainchain [T T T T T[T T I I I LI T T T T LT L L LT T L L L L L L L T LT L L L L L L L L LI T L L L T L T L L LT I I LT LT L LT LT LI T]
Overall \‘\H\\H\H‘\\H\‘H\H\\H\H\\\‘\\H\\H\\‘\\H\‘\H\H\\H\H\\‘H\H‘\H\\H\H\\HHHH‘HHHHH‘\CHH

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

C = cis-peptide
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Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.
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Mainch
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Residue properties
4ytn

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

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

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

ANRLGANSLLDAVVFGRACSINIKEELKPDEK | PELPEGAGEES | ANLDAVRYANGDVPTAELRL TMQKTMQKHAGV FRRGD | LAEGVKKMMDL FKELKR

f. Max. deviation (see listing)
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g. G-factors
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Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

Chi3 &
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Mainch

Overall
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Residue properties
4ytn

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

80
60
40 -
20

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

24
18
12

6

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 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)

+
*
*

* k4

+ +
* * 4 *ok ok ++ + 4+ 4 *Fooopgk kR 4 kg 44y + o+ *
ok ok kK K kKK Kk Kk kKKK KKK KKK KK K kk Kk KK KKK KERK  KkE KK KKK Kok kKK K

* % %

g. G-factors

chi4

ain
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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
LDPAEVDWI PPI | RSY KRIKTFEI YRFNPEEPGAKPKLQKFDVDLDKCGTMVLDAL | KI KNEVDPTLTFRRSCREG| CGSCAMN I AGENT
f. Max. deviation (see listing)
g. G-factors
Phi-psi . o BT H
: : S
Gmega ' I o _ Smn PHa BYmESmEERE
Dihedrals [T T T TTTITT] T T T T T T T T W T T T T T I A A T T
MCape FHHHHHHHHH 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] T T L T T T R T T T T T T T T L T LT 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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Residue properties
4ytn

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
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 A OO

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

Ao 1 VS — 0 5

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 (seelisting) :
+ + + 7
e T LI T DL LEIT L L tht trAEmTIrIr R on L1t Lttt b,
g. G-factors
Phi-psi [ o M NN [T [l [T
i R e L
Omega o N it i H - H
Dihedrals  [(TT T T T T IO T T T T T T T I 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 TP T T T T W T T T T T I
MCbonds T T T T T T 1
MCangles [T T P P T P
Mainchain (T T T T I T T TP TTCCT T TTT C TT T TT C TTT TTTP P  T TTTTTT I TTITT I ITTTT
Overall T T T T T T I T T T T T T T T T T T T T T T T I T T T T T T T T T I T IT T T T I T ITTT I T ITTTIT 17T
107 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
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Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

PROCHECK

Residue properties
4ytn

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

% 100
g 80
£ 60
g w0
< 20
£ | e o R L
207 215 220 225 230 235 240 245 250 255 260 265 270 275 280 40 45
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
©
g 241
£ 18-
8 12-
® 61
£
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

Zeta abs. mean dev.
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

UYSESVE EESVESVVS- I 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)

Chi3 & chi4

g. G-factors
NN

H::H HHH H

H [l ] H:HH BT [T H CHTTE
T T A T T T T e e T T T T T T T T T T T T T T A T T T T T I
T T A A T T T T T T A %
e e e e e e e e e e e e e e e A T T T T T e T P P T T
T T T T T T T T T T T T T T T T T T T T T T T T I T T T T T T T T
LT T T T T T T T T T T T I T T T T T T TP TT I T T T T T IT T I T I T I ITTITTTTIT] CTTTITITTTTIT]
207 215 220 225 230 235 240 245 250 255 260 265 270 275 280 40 45

4ytn_06.ps




PROCHECK
Page 10

Residue properties
4ytn

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

48 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18
12

Omega abs. mean dev.

48 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

48 5 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145

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

d. Secondary structure & estimated accessibility
Y =——————A\NAVANUNANANNAN = NN = NAAVAVARAUAUA
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

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

f. Max. deviation (see listing)

+ +
* * * % * % P

g. G-factors
Phi-psi . T [ [
et ey FE
mega Smansm o EENERESHESES HEEE'| H o
Dihedrals [T T T T T T I TIT TR T T T TR T T LT T LT T T T T T T T T T T T T T T T T T T T T TP T T T T
MCbonds (T T T T T T
MCangles [T e P P P P
Mainchain (T T T T T T T T T T T T TP T T T O T TP TP T T TP T TP TP T T T T T T T
Overall T I T T T T T T T T T T T T T LTI T T T T T T T T T T T T T T T T T T T T I T T I T ITITTIITTTTIT]

48 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145

4ytn_06.ps



PROCHECK

Resid t .
4ytn

100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 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
©
§ 24
£ 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

c. C-aphachirality: abs. deviation of zetatorsion

NL__JLJ a Ll L.L di

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

Zeta abs. mean dev.
N A OO

d. Secondary structure & estimated accessibility

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

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

AN AAAAAAAAAAAAT
T T T T T T T T T 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)

g. G-factors
Phi T [
G, e e :
Omega ' M H It O o EEE N
Dihedrals I TT T T T T ITT T I T T I T II T T IIT T 1] T T T T T T T e S T T T T T T T T
MCbonds (T T T T T T T T T T A T A
MCangles [T T A T e T T T 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 T T T T T T T T T T T T T T TT
Overall T I T T T I T T T I T T ITTTITITITT T ] T T I T I T T T T T T T A T T T T T T TITITITTITTTT]
148 155 160 165 170 175 180 185 35 40 45 50 55 60 65 70 75

4ytn_06.ps



PROCHECK

Resid tl e
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
g5 24
£ 18
8 12
o 6
£
© 79 85 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
% :
e 6
g 4
LR
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
= AVAVAVAVAUAAG—ANGmNAANANACAN A E—e—_
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
N ‘ ‘ ‘ ‘ ‘ : ‘ : ‘ : AAAAAAABIA ‘ :
| HGREMDL CLALALTLHVHWGVWGVVNDYGRPFVLGDTLAAAVRVGAY | FTACLLAGLLYFNEHDVGL TRAFEMVWEL SNITAQYKV | DHA
f. Max. deviation (see listing)
g. G-factors
i-psi Il [ 5
i o B oSt
Omega O [ BT T 0 [ HI ii:
Dihedrals [T T T I IT T T T T T T I T T T T T T T T T T T T T T T T T TP T T T T AT
MC e FHHHHHHHHHHHAH A A HHHHHHH
Mainchain [T T T T T T T T T T T T T TP T TP T T LTI T IIT T I
overall [T T IO T T T I T L T T T T L T T T L L T LT T LTI T I 1] T ITTL]
79 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 35 40

4ytn_06.ps
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Page 13

Residue properties
4ytn

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
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
RS
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
VA VANEVA VA )
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
‘ nl ‘ ‘ ‘ : ‘ ‘ — AAAIA ABAAAAAAAAAAAAAA AIIA A ‘ ‘ ‘ A ABAN
YDVV | | GAGGAGLRAAMGLGEAGFKTAVVTKMFPTRSHTTAAQGG | NAALGSMNPDDWKWHFYDTVKGSDWL GDQNAMHY L TRNAVEAVTELENFGMPFS
f. Max. deviation (see listing)
g. G-factors
(Féﬁ{-scihiz N H o
Chilonly I
Chi3 & chi4 ] || ,,i,
Omega TEEECECE EEC NEEE NN [T [ 5 I INEEN
Dihedrals  [(TTT T T TR I T T T T T T TT R T T T T LT T T T T T T T T T T T T T T T T I TP T I T T T T IT T
MCbonds T T T T 1
MCangles [T e P e 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
overdll [T I T T T T T T T T T T L T L L LT T T T T T T T LI T I T T LTI
42 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140

4ytn_06.ps




PROCH

Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

=
o
o

ECK
Page 14

Residue properties
4ytn

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

80
60
40 -
20

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

. b. Absolute deviation from mean of omegatorsion

24
18
12

(o3}

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

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

C TR TEAYA o — —

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAAAN  AAATIN /\N_I/\J_I/\N_I/\I_I/\ AAAAREAAAAARAAAARAAAAR AAAAAAARL AAAAAAAAAAAAIA

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)

Ll 5 5 .
T o SO T L T o oe SURNU S U0 e e SR e L P S S SONUr = JUUNE SO SN SUU
g. G-factors
Phi-psi . W] ] [0
A, R by i
Omega [ [ t]j I Il H:. liﬂ:f:lfﬁ T T T T Ii
Dihedrals [T T T T S T T T T T o T T T T T T T I I T T T T I T T T T T T T TR T [T I T I 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 T
Mainchain [T T T T T[T T I I I I LI T T T T LT T L LT T L L L L L L L T L T L L L L T L LI T L LTI T L T L L LT T I LT LT L LT LT T LTI
Overall \‘HH\HHHH‘HH\HHH\HHH\HHH‘\HHH\HHH\‘HHH\HHHH‘HH\‘HH\‘HHHHH‘HH\‘\HH‘H
142 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240

4ytn_06.ps
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Page 15

Residue properties
4ytn

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
5 247
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
AAAAAAAAAATIA A ‘ AAAABAABAAAAANL A WAAAA AAARIAA_AR :
AYFSCTTAHMNTGDGTALATRAGIALEDLEFIQFHPTGI YGVGCL | TEGSRGEGGFLVNSEGERFMERYAPKAKDLASRDVV SRAET | EIMEGRGVGPEK
f. Max. deviation (see listing)
g. G-factors
Phi NN N RN
A : S : e of
Gmega ™ H n oo i Wi o
Dihedrals  [(TT T T T T I T T T T T T T T T I LT LT T T T I T T T T T T T T T TP T T T T T T T T T I T I T I
MCbonds T T T T 1
MCangles [T e P 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 T T T T T T T T T T T T T T T T T T T T T T T I T I T T I T T IT I T ITTIITITTT]
242 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340

4ytn_06.ps
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Residue properties
4ytn

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

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 AN ) em——

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

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

‘ ‘ ‘ ‘ ‘ M AAAABAAAAABAAAIAAA ‘ : ‘ AAAA AAABAAAA ABAA [ ‘
DHIYLQLHHLPAEQLHQRLPGI SETAK | FAGVDVTKEPI| PV I PTVHYNMGG | PTNYKAQV | KYTKEGGDK | VPGLYACGECACHSVHGANRLGANSL LDA

f. Max. deviation (see listing)
4

e . b Pt U S U SO e Lt
g. G-factors
Phi-psi 1] [] [ :
ey, TUE EediaEaed > b
Omega [1 [T Il [ NN tiﬁ [ [ [ H::- T
Dihedrals [T T I T T T T T LTI T T T T LT I T T T T T T T T T T T T T T T T T T T O T T T I T I I T TR T I
MCbonds (T T T T T T 1
MCangles [T e P e T P T
Mainchain (T T T T T T T T LTI O T T LT T T TP T T PP T TP T TP T T I T I T
Overall \‘\HHH\‘H\\\‘HH\H\H‘HH\\HH‘H\H‘\H\H\\H‘\HHH\HHH\‘H\HHH\H\H‘HH\‘\CHH‘HH\‘\HH‘H
342 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440

C = cis-peptide

4ytn_06.ps



=
o
o

80
60
40
20

Chi-1 abs. mean dev.

30

Omega abs. mean dev.

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

PROCHECK

Page 17

Residue properties
4ytn

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

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

Residue number
b. Absolute deviation from mean of omegatorsion

24
18+
12

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

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

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

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

d. Secondary structure & estimated accessibility

NN AR NANAR—IANAANA 2w 2

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

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

AAA AAAAAAANTRIAAAAAAAAAATIA. A AAAAAAAAANAAAATL AAAAAAAAAAAAAANAAATL AAAA _AAAAA AAAAAAAAAAAAIAAIIAAAAAIAA
VVFGRACSINIKEELKPDEK | PELPEGAGEES| ANLDAVRYANGDV PTAELRL TMOQK TMQKHAGV FRRGD | LAEGVKKMMDL FKELKRLKTTDRSL IWNS

f. Max. deviation (see listing)

+
+ *pk + + +* 4 * *x + KKK kg k4 kg
* ok ok kk

++ o+ ++ ++ + +++ o+ +
* %k Xkk ok xkx kK xkx kk ok e Kk Kk kkkk Kkkx K KAk* AkkX *

Khkkkkkkkkk K KKKk
L

* k4

g. G-factors

4ytn_06.ps
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Page 18

Residue properties
4ytn

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 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
o
5 o]
£ 67
g 4
LY
S
542 550 555 560 565 570 575 580 585 590 595 600 605 610 615 620 625 630 635 640
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
I
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
A
DLTESLELONLMLNATQT | VAAENRKESRGAHARDDFPKREDEYDY SKP | EGQTKRPFEKHWRKHTL TKQDPRTGH | TLDYRPV | DKTLDPAEVDWI PP
f. Max. deviation (see listing)
g. G-factors
Phi-psi [ [ [ S
e P T
8h|3&0|4 [T ,,j I I [ [
mega [NEREEN AN [ [N [1 [ [ NENNE
Dihedrals  [(TT T T T T ITIT T T T T T T IT T T T T T T T TP I T T T T I T T T T T T I T LT T T T T T T T T I I
MCbonds T T T T A 1
MCangles [T e P P 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 LT I T I T T T T T L T I T T T T T T T T I T LI I T T T T ]
542 550 555 560 565 570 575 580 585 590 595 600 605 610 615 620 625 630 635 640

4ytn_06.ps




PROCHECK

Resid t -
4ytn

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 B e .y

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

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

| RSY KRIKTFEIYRFNPEEPGAKPKLQKFDVDLDKCGTMVLDAL | KIKNEVDPTLTFRRSCREGI CGSCAMNIAGENTLACICNIDQNTS

f. Max. deviation (see listing)

+ + ++ ++ + + + + + +0 + + + + +++* 4+

g. G-factors
Phi-psi _ 5| ] SHEE M
A : P d
mega EEmmER® B0 Hammmn n mMS"msSmmaEE" et
Dihedrals 111 T A T T T T T T e T T T T e T s S T T I T T T T T T ]
MC bonds T T T T T T T T T T
MC angles e e e e e e e e e e e e e e e e e T T T e T e e T T T T
Mainchain  [TT1T] T T T T T T T T T T T T T T T T T T T I T T T T T T T T T ITTTTT
Overall EEEN O T T T L L T T T T T T L T T T T T T T T

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

4ytn_06.ps



PROCH

Chi3 &
Omega

Overall

Dihedrals

MC bonds
MC angles

Mainchain

ECK
Page 20

Residue properties
4ytn

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 oAp A AN\

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)

+ 4+ +4 K X gk ++ +* 4 kR kR kg ko kgpg + + + ++ X 4
Kk kk Kk kkk Kk Kk kkKKk Kk KAKKE K Kk K KKK AKKKKAKAKK KK KKK KX K KAk Kk K KKk kxkk KKK KX Kk k%

* %k

g. G-factors

chi4

4ytn_06.ps




PROCHECK

Resid t -
4ytn

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

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

EVYEEESVERVVVE = conanas—

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
RDDSAAERLARMQDGFSAFKCHT IMNCTKTCPKHLNPARA | GEI KMLLTKMKTKPAPL PTPANF EKTPI QVWGADY LMRQRALKRP | APH

f. Max. deviation (see listing)

g. G-factors
Phi-psi T m
e ;
Omega " 11 A “aamE" | SEEEEN mETmAN i H
Dihedrals [T I TIT T T T T T T T T T T I T T T I T T I I I I T T I 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 I T T T
MCangles [T [T ] T e e e e e e e e
Mainchain [T T T T T[T T I I I I I LI I T I T LT T L LI T LI L L LTI LI T LT T LTI I T] [T I I IIrrTd
Overall HH\\\‘\\H\HHH\H\‘\H\H\\H‘\H\\‘HHHHHHHHHH‘HHHH H\\H\‘H\H‘HH\‘HHHHH
219 225 230 235 240 245 250 255 260 265 270 275 280 40 45 50 55

4ytn_06.ps



PROCHECK

Page 22

Residue properties
4ytn

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

Zeta abs. mean dev.
N A OO

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

NANANAYAANANANG == N UNAANANARA U NG
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

ABAAAAAAAAAAAAAAAAAAANA 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)

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

Phi-psi

ChiT oy :# H H::H:#:#
e,

i3 & chi

Omege " -l i
Dihedrals [T

MChbonds |
MCangles |

Mainchain |

Overall [

4ytn_06.ps
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R . d t Page 23
4ytn
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
= 80
§ 60
g w0
< 20
© 160 165 170 175 180 1ég 35 40 45 50 55 60 65 70 75 80 85 90
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
c 24
8 12
o 6
S
o

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

. 10
o
§ o]
£ 67
g 4
AR
S
160 165 170 175 180 185 35 40 45 50 55 60 65 70 75 80 85 90
Residue number Highlighted residues are those that

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

VO —— R — H—0 NN

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

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

BEAAA AAAAAAAAAAAATL BABAIAA AAAAAAAAAAAAAAAAAAAAAAAR
LGLAAL | SLAVVVYPRWERHKKATLPT TSAAVTGAAPPQFDP | AAEKGFK PLHSHGTL FK | ERY FAAAMVPL | PAAYFI HGREMDL CLAL

f. Max. deviation (see listing)

g. G-factors
Phi.-Si. ] O ] mEN
oML s bR L
Omega [T I]jiiﬂﬁ [l :]Ii [ i\ [ Hh [1
Dihedrals [T T I T T T T T T T I [T ] [EN EEEENEENEEEEEEEEEENE BN EEEEEE NN R RN NN NN
MChbonds [T T T T T T T T T T Y O O O I
MCangles [T T T e e e A e T T e e T e e T T T T A T T
Mainchain  [TTTTTTTIITTTITIIIIITTITTIT11] 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
Overall OO T LI T I LI I I T T OO T T T LT T T o T T LT T T T T T T T T T

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

4ytn_06.ps
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Residue properties
4ytn

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
RN =AG=ANANAYANAAN G

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

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

AAAAAATIEA
T T T T T T T T T T T T T
ALTLHVHWGVWGVVNDYGRPFVLGDTLAAAVRVGAY | FTACLLAGLLYFNEHDVGL TRAFEMVWEL

f. Max. deviation (see listing)

+ ++ ++ +
(DA S SRNG5S v SR S SO S o SPON  SEOAM SA
g. G-factors
Ave
Phi-psi -0.24
Chil-chi2 H H:H H::# H:: -0.28
Ch3Wia H BN \ 0%
mega Il SEEEE EEE it w1 o 03
Dihedrals  [TTTTTTT IO T T T T TT PR T T T T T T TP L LT LT T T T T T T T T [0 -0.27
MC bond: 0.61
Mc angies - FHHHHHHHHHHHHHHAH AR H 8%
Mainchain [T T T T T I T T T TP LTI T T TP T LT LTI LTI [0 053
Overall [T T T T T T T T T AT T T T T T T T I T TTIT T T TTTITITTTT T O 0.05
91 100 105 110 115 120 125 130 135 140 145 150 155
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Main-chain bond lengths
4yt_n

C-N Cc-O0
(except Pro) (Pro)
o : oy )
& ; & &
> >3 >
8 | g g
[ ; s C
120 124 128 1.32 136 140 192 196 150 134 138 142 191 105 109 123 197 151
CA-C CA-C CA-CB
(excent Gly) (Gly) (Al3)
& : oy )
& ; & o]
> >3 >
8 | g g
[ ; s C
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
153 157 141 145 149 153 157 138 142 146 150 154

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
101 106 111 116 121 126 101 106 111 Lit 121 126 101 106 111 IE 1 16
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
108 113 118 123 128 133 107 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) ) :
S o o) !
> >3 >
8 g g |
LL L LC !
105 110 115 120 155 1%0 107 12 17 2 7 i 105 110 115 120 155 130
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+c'>‘ 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

|
|
|
|
|
|
|
|
|
|
|
|
|
|
|
|

a

96 101 106 111 116 121

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

4ytn

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

4ytn_08.ps
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ASP

000 001 0.2
00 001

0

ASN

4ytn

ARG

RM S distances from planarity

PROCHECK

s s 3
o o o
™ ™

s L
o wn o @

T =

0.02
T

8§ 8 8 S 8 8 © S 3 8
Aouanbai4 Aouanbai4 Aouanbai4

0.00 001 0.02 0.03

3
120+
120+

04

T

04
0.04

GLU
TRP

i

0.00 001 0.02 0.03

|

000 001 0.02
000 001 002

0

0

30
120+

0.04
0.04
0.04

0.03
0.03

GLN
PHE

|

000 001 0.02

0.00 001 002 0.03

0.00 0.01 0.02

N
R

120
30
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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