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Plot statistics

Residues in most favoured regions [A,B,L] 1713 87.0%

Residues in additional allowed regions [a,b,l,p] 242 12.3%

Residuesin generously allowed regions [~a,~b,~l,~p] 10 0.5%

Residues in disallowed regions 5 0.3%

Number of non-glycine and non-proline residues 1970  100.0%
Number of end-residues (excl. Gly and Pro) 15
Number of glycine residues (shown as triangles) 193
Number of proline residues 117
Total number of residues 2295

Based on an analysis of 118 structures of resolution of at least 2.0 Angstroms

and R-factor no greater than 20%, a good quality model would be expected
to have over 90% in the most favoured regions.
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Ramachandran plots for all residue types
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Ramachandran plots for all residue types
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Ramachandran plots for all residue types
4ytm

. Tyr (80) . Val (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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Chi1-Chi2 plots
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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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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
4ytm

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

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

Stereochemical parameter datapts  value vaue  width  from mean

a %-tageresiduesin A, B, L 1970 87.0 56.4 10.0 3.1 BETTER
b. Omega angle st dev 2285 6.2 6.0 3.0 0.1 Inside

c. Bad contacts/ 100 residues 14 0.6 29.8 10.0 -29 BETTER
d. Zetaangle st dev 2102 15 31 16 -1.0 Inside

e. H-bond energy st dev 1430 0.8 11 0.2 -1.8 BETTER
f. Overall G-factor 2295 -0.0 -1.0 0.3 3.2 BETTER
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Side-chain parameters
4ytm
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Resolution (Angstroms)
Plot statistics
Comparisonvalues  No. of
) No.of Parameter Typicd Band  band widths
Stereochemical parameter datapts  value vaue  width  from mean
a. Chi-1 gauche minus st dev 279 16.4 30.9 6.5 -2.2 BETTER
b. Chi-1 trans st dev 594 16.4 29.4 53 -24 BETTER
¢. Chi-1 gauche plus st dev 901 155 28.1 4.9 -26 BETTER
d. Chi-1 pooled st dev 1774 16.0 289 4.8 -27 BETTER
e. Chi-2 trans st dev 571 16.9 28.0 5.0 -2.2 BETTER
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Residue properties
4ytm

a. Absolute deviation from mean Chi-1 value (excl. Pro)
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o
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Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
©
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Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N
1

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 =— AN\ LN\ 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 ABAAAAAAAAAAAAAAAAAN _ AAAA ARAAAAAAAAAAAAA ABIIA A ‘ ‘
SNITAQYKV IDHAYDVV | | GAGGAGL RAAMGLGEAGFKTAVVTKMFPTRSHTTAAQGG | NAAL GSMNPDDWKWHFYDTVKGSDWL GDQNAMHY L TRNAVEA

f. Max. deviation (see listing)

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

MChbonds |
MCangles |

Mainchain |

Overall [
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Zeta abs. mean dev.
N

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

Chi3 & chi4
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Residue properties
4ytm

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

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 i AU AN o e

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

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

‘ ‘ : A WAAAAAA  AAATIN AANREAAL I/\J A ‘ A AAAABNAAANAAAAAIAAAARIEL A AMAAAAR ‘
VTELENFGMPFSRTPEGK | YQRSFGGQSNNYGKGGVAKRTCCVADRTGHSMLHTLYGNSLRCHCTFF I EYFALDLLMDKGRCVGV | ALCLEDGT | HRFRS

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

Omega abs. mean dev.

mega
Dihedrals

Overall

=
o
o

30
24
18
12

6

Zeta abs. mean dev.
N A OO

Chi3 & chi4 H

O EECEEEE H [ HZII::- H
[T [

MChbonds [TT]

MCangles [T

Mainchain  [T17]
[T

PROCHECK

Residue properties
4ytm

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

80
60
40
20

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

b. Absolute deviation from mean of omegatorsion

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 Generousll Disallowed

AAAAARIA [l IAAAAAAAAAATEL A ‘ AAAABAAAAAAAAL AA B AAABA  AAAFAA AR ‘
KRT IVATGGYGRAYFSCTTAHMNTGDGTALATRAGIALEDLEFIQFHPTGI YGVGCL | TEGSRGEGGFLVNSEGERFMERYAPKAKDLASRDVV SRAET |

f. Max. deviation (see listing)

**************************************
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Residue properties
4ytm

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 TR i ———

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
= AAAATAAAAAAAAATIAAA /\/W\/“\/\/\/\A/\/\A AAATAAAA

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

f. Max. deviation (see listing)

g. G-factors

Phi-psi ] | 1 M NN .
} I i
Oﬂfgegac I l:::j I } } T rE } H } I‘ [ | HEEC [DEEE B
Dihedrals [T TTT T T T T T IO T T T LI IO T T T LT T T T T T T T T T T T T P T T LT T T T T T T T T T T T T I I
MCbonds T T T T T T T
MCangles [T e P P P P T P T
Mainchain (T T T T T T T T T T T T T T O LT TP T T T T T TP T PP T TP T T T T T T I T T
Overall T T T T T T T T T T T T T T T T T I T T T T T T T T T I T T T I T T T T IT T T TT T T TTT \\\\\\\\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.

Chi3 &
Omega

Mainch

Overall

=
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o
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MC bonds
MC angles

ECK
Page 5

Residue properties
4ytm

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

~ANAN A BB AN s AN

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

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

ARAA BAAAAAAAAA AAAAAABIANAAAAAATIAAAAAARL A _AAAAAAAAAAAAATL BAAAAAAAAAAAAANAAATL AAAA AAAAN AAANAAAANAAAAR
ANRLGANSLLDAVVFGRACSINIKEELKPDEK | PELPEGAGEES | ANLDAVRYANGDVPTAELRL TMQKTMQKHAGV FRRGD | LAEGVKKMMDL FKELKR

f. Max. deviation (see listing)

4 o i
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Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

=
o
o

ECK
Page 6

Residue properties
4ytm

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

NN =i m— aee

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-| [ [ T T W M NN NN
Ay, R rigiedee it
Omega I:IHZHZIZ::I] RN H I i::fl HZIZ
Dihedrals  [(TT T T I TN T T T T T LI IO T T T TP T T T P T I T T T T T T T TR T T LT 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 P P P P P
Mainchain [T T T T T T T T T T T T T T TP T T T T TP T PP TP T T TP T T I T I T ]
Overall 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 I T T T T T I I T T T T T I IT T IT TIT I 1T

530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605 610 615 620 625
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Resid t -
4ytm
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
g 80 -
g 60
8 401
< 20
o
630 635 640 645 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
©
§ 24
£ 18
8 12
o 6
S
o 630 635 640 645 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N
630 635 640 645 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Residue number Highlighted residues are those that

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

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

AAAAAAAAARNTIFIAA  AABIAAAAAAAAAAAT AAAAAAAAAAAAAIIAAIAAAAIAAA EA ABAAAAA AAA
LDPAEVDWI PPI I RSY KRIKTFEI YRFNPEEPGAKPKLQKFDVDLDKCGTMVLDAL | KIKNEVDPTLTFRRSCREGI| CGSCAMN | AGENT

f. Max. deviation (see listing)

g. G-factors
Phi-psi . [T M o ]
Gl LT o Euaiadies
Oﬁlmam [N H [ I [NEEE (iﬂﬁ i
Dihedrals [T T TTITTT] T T T T T I T T T T T T A T T T T T T T T T T T T E T T T T
MCape FHHHHHHHHH e 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 [TTTTTTTTTTITTTT] T T T T T T T T T T T T T LTI T T T I T TT T T T I T T T TIT T ITTITTTIITTTT]
630 635 640 645 40 45 50 55 60 65 70 75 80 8 90 95 100 105
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Residue properties
4ytm

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
o b. Absolute deviation from mean of omegatorsion
g
5 247
£ 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
o
5 o]
£ 67
G 4 -
RS
S
107 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
LACICNIDQNTSKTTKIYPLPHMFV I KDLVPDMNL FYAQYAS| QPWLQKKTK INLGEKQQYQS | KEQEKLDGLYEC| LCACCSASCPSYWWNADKYLGPA
f. Max. deviation (seelisting) .
+ * * 6
It Lo SOOI ST O T SORUUURNE JOE L BENUE O TIE CT S S SO U
g. G-factors
Phi-psi . rrm I [ HTTT Wl [ [T
e : " AT e
Ghega " [ i i . oR-EAC o SA EERE °H
Dihedrals  [(TT T T T T T T T T T T T T T T T T T TR T T T T I T T T I T e T T T T T T T I I T T T T T T T T )
MCbonds T T T T T 1
MCangles [T e e P P P
Mainchain (T T T T T T T TP TT T O T TTT TP TP TP TP T TTTTTITTIITITT
overall [T LI T T T LT T e e L T T L I e I T LT L L LTI
107 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
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Resid t -

4ytm

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

o

% 80 -

g 60

8 401

< 20

o

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

Residue number

5 a0 b. Absolute deviation from mean of omegatorsion

©

§ 24 1

£ 18-

8 12-

® 61

S

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

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

g

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

PVEESIL SEOVESVYYN EX . 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 . [T T [ o '
Gl oAt TR R o
Omea NEENS"H NN HNEN NECNEEEE" us HER"imEESE EEER" i
Dihedrals  [(TTT T T TT T T T T T TR T T T I T I T T T T T T T T P T T T T T I T I0T] T T
ek R AMREESEMENSESEMERBNSENERBSSENENSSSENSRSSSENSRSESER:ESNSEESESESEESREREE HHHHHHHAS
Mainchain (T T T T T T T LTI T T T T TP T T T TP T T T T T T I TITTTT] T
Overall LTI 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 T T IT T I T T ITTITTT 1T CTTTTITITTTTIT]
207 215 220 225 230 235 240 245 250 255 260 265 270 275 280 40 45

4ytm_06.ps
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Page 10

Residue properties
4ytm

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
o NN/ NN N N NN NN NINININ /NN,
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
ABAAAAAAAAAAANAAAAAAAAAA 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 T || 1]
Aty aatan it a
Chi3 & chi4 [T [ ] [ H:. [ [] ||
mega i WA ] T B [EEEEE [
Dihedrals [T TT T T T T I T I T LTI T T T T T T LTI T T T T T T T T T T T T T TP T T T T T T T T I T T T I T T
MCbonds T T T T T 1
MCangles [T T e P P P P T P
Mainchain (T T T T I I T T T T T T T T T LT T T TP T TP T TP TP T T T T
L0 T T T O T R M
48 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145

4ytm_06.ps
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Page 11

Residue properties
4ytm

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

& 100
% 80 -
g 60
8 401
< 201
o
148 155 160 165 170 175 180 185 35 40 45 50 55 60 65 70 75
Residue number
o b. Absolute deviation from mean of omegatorsion
g
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
ANACAVAANA G AN GNP = D—0) NG =
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
‘ : ‘ : ‘ : ‘ : BEAAA AAAARAAAIAAAA AL : ‘ ‘ ‘ ‘
DI PSIYRGAYLVLGLAAL | SLAVVVY PRWERHKKATLP TSAAVTGAAPPQFDP I AAEKGFKPLHSHGTL FK | ERY FAAAMVPL | PAAYF |
f. Max. deviation (see listing)
g. G-factors
Phi-psi [
ary FEEIE S SR 5
Oﬁlmam i::::l H H H IZ:ZII:]]:HZ i:l [NENEEN }HH H H H
Dihedrals T TT T IT T T IT T I I TIT TTTTIITTTTTIT] N T T T T A A T T T T T T T T T T T
MChbonds (T T T A A T T T A
MCangles [T T e e e A T e T P P T T
Mainchain (T T T T T T T I T IIIIIIIITTTTITT1] T T T T T T T T T T T T T T T T T T T I T
overdl [T I T T T LI T ITIITITTIL] T T T
148 155 160 165 170 175 180 185 35 40 45 50 55 60 65 70 75

4ytm_06.ps




PROCHECK

R . d t Page 12
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 80 -
g 60
8 401
< 20
o
80 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
£
O 8 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
ﬁ; 8
e 6
g 4
22
S
80 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
SANAVANVAUANUAA === NN = E:::
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
H ‘ : ‘ : ‘ AAEA A ‘ ‘ ‘ AAAAAABIAA ‘ :
HGREMDLCLALALTLHVHWGVWGVVNDYGRPFVLGDTLAAAVRVGAY | FTACLLAGLLYFNEHDVGL TRAFEMVWEL SNIAQYKV | DHAY
f. Max. deviation (seelisting)
+ 4
TR e o TSNS SOy Lo e S L ST SO ORNE S IE SIRE P L AP e e
g. G-factors
Phi-psi [ [Nl
ey T ' 'ﬁ 5 BB T
Gesa " T H SEE “HEER " EREE N n H aE H
Dihedrals TR T T T T I T T T I T T TN T T I T T W T T T T LTI T T T T I T T T T T T T T T T I AT T T
ek R AMEREESENERSESENERSESENERSESENERSESENSESRSENSESEEERSESRSERSESEEERSREEEE EEHHHHHH
Mainchain (T T T T T I T T T T LT T T TP P TP T TP T TP T ITT] [EEEREREEREEEE|
Overall [T I I LI L T T LI T L T L T T LTI T (ORI
80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 35 40

4ytm_06.ps
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Residue properties
4ytm

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

& 100
gso—
g 60
8 401
< 201
o
43 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
g5 24
£ 18
8 12
o 6
£
O 43 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
43 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
P—N\IN\I\G s Y\ NN\ —— NN AN\
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
‘ I ‘ A_Al A : ‘ ‘ — AANNA AARAAAAAAAAAAAAA AIBA A ‘ : ‘ A ABINAA
DVV | | GAGGAGLRAAMGLGEAGFKTAVVTKMFPTRSHT TAAQGG | NAALGSMNPDDWKWHFYDTVKGSDWLGDQNAMHY L TRNAVEAVTEL ENFGMPFSR
f. Max. deviation (see listing)
g. G-factors
Phi-psi [
: sty
Omega [ II:i:IZI Iiﬁ:ﬁ [ [ H
Dihedrals  [(TT T T T I T T T T T T I [T T T LTI T T T T T T T T T LT T TP T T T T T T T T LI
MCbonds T T T T T 1
MCangles [T e 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 TR T T T T T T T T T L T T L L I L T LI T T T T I T T LTI ]
43 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140

4ytm_06.ps



PROCH

Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

Chi3 &
Omega

Mainch

Overall

=
o
o

Gt TR canius ﬂ

Dihedrals

MC bonds
MC angles

ECK
Page 14

Residue properties
4ytm

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

80
60
40
20

143 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18
12

(o3}

143 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

N B O

143 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240

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

d. Secondary structure & estimated accessibility

T R AT T ) ) — ——

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

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

‘ AAAAAAL  AAATI AARREAAL IN‘V\ ‘ A AAAAAAAAAANBIAAAAAAAAARL A AAAAAAANL AAMAAAAAAAAAARIA T A
TPEGK | YQRSFGGQSNNYGKGGVAKRTCCVADRTGHSMLHTLYGNSLRCHCTFF I EYFALDLLMDKGRCVGV | ALCLEDGT | HRFRSKRT | VATGGYGRA

f. Max. deviation (see listing)

+ +
+ + * * x4 + *
+ * KoKk gk ok pgg + o+ KRRk g kg ok pg o +* + + * *
Kk Kk K KKK KAKE K K KKk Kk KAKAKKKKAKA Kk K AKAKKKKKKAKA Kk K KKk Kkk  KAKK KAKE kK *

g. G-factors

" o T o

ain

4ytm_06.ps
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Residue properties
4ytm

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

& 100
%80
£ 60
g w0
< 20
o
243 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 247
E 18-
8 12-
® 61
£
O 243 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
S
243 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340
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
AAAAAAAAATIA A : AAAARAABAAAAANL AA T BAABA ‘AA/\I_‘V\ANTVVVTI/‘\J_IN\/JTI/\NWVVV\/\/‘\/\NV\/‘VV\AW ‘
YFSCTTAHMNTGDGTALATRAGIALEDLEFIQFHPTGI YGVGCL | TEGSRGEGGFLVNSEGERFMERYAPKAKDLASRDVV SRAET | EIMEGRGVGPEKD
f. Max. deviation (see listing)
g. G-factors
Phi-psi H [ 1
gﬁ%’éﬂi:m H i \F H F\ O <H H
Omega -:H RN N H:lI:i I::hilj:f:. [ o
Dihedrals  [TTTTT T T T IO T XTI T T T T T T T T T T T T T T T T T I T T T T T R T I T T LTI T T T T
MCbonds T T T T T T 1
MCangles [T P P P P
Mainchain (T T T T T T T T T T T T LT T T TP T T TP PP T TP T T T T T I I T
Overall T T T T T T T T T T T T T T I T T I T T T T T T T T T T LI T T T T I T T I T T I T T T I TTITITITTIITITTT]
243 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340

4ytm_06.ps



Chi-1 abs. mean dev.

6

Omega abs. mean dev.

Zeta abs. mean dev.
N

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

=
o
o

80
60
40 -
20

30
24
18
12

Chi3 & chi4

PROCHECK

Page 16

Residue properties
4ytm

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

343 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440
Residue number

b. Absolute deviation from mean of omegatorsion

343 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

343 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440

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

d. Secondary structure & estimated accessibility

Tt A A A e ——  —

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

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

‘ : ‘ ‘ ‘ A AAAABAAAAATAAABABA — AAMAAAIAAAAAAANL A : AAABANAN ABAA [ ‘
HIYLQLHHLPAEQLHQRLPGI SETAK | FAGVDVTKEPI PV I PTVHYNMGGI PTNYKAQV | KY TKEGGDK | VPGLYACGECACHSVHGANRLGANSL LDAV

f. Max. deviation (see listing)

+ + + *
*ok g Fpkok 4o 44 Rk 4 g *ok ++ * * bt + * gk + +R K kg
K Kk K AKKKKKKAKAKK KKK AKAKK Kk K KkK* K kkx  kkk Kk KkKkK  *  kkkkk Kk k K Kk x KA KAKKKKX
i

G-factors

;
3

\ \ I

\ I I

\ \ \

\ I I

G TTT] T
343 350 355 3
C = cis-peptide

4ytm_06.ps
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PROCHECK

Page 17

Residue properties
4ytm

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

80
60
40
20

Chi-1 abs. mean dev.

30

443 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525 530 535 540

Residue number
b. Absolute deviation from mean of omegatorsion

24
18+
12

6_

Omega abs. mean dev.

443 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525 530 535 540

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

443 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525 530 535 540

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

d. Secondary structure & estimated accessibility

MANAA SN B NN — 9 AN/ e 2 B

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

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

AA AAAAAAAAABIAAAAAAAAAATIA. A AAAAAAAAAAATIAI BIRAAAAAAAAAAAAAAAAIL AAAA AAAAA AAAAAAAAAAAAIAAAIAAAAAIAAA
VFGRACSINIKEELKPDEK | PELPEGAGEES | ANLDAVRYANGDV PTAELRL TMQK TMQKHAGV FRRGD | LAEGVKKMMDL FKELKRLKTTDRSL IWNSD

f. Max. deviation (see listing)

+
+* *opkp 44 * + o+ o+ o+ * * ok + ++ +* +++ + K
Kkk Kk KK KAKK KAk Kk K KXk KKK KKKk Ak KXKKAK * Kk KAk kK * % % * kK ok kK

g. G-factors

4ytm_06.ps
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ECK
Page 18

Residue properties
4ytm

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

& 100
%80
£ 60
g w0
< 20
o
543 550 555 560 565 570 575 580 585 590 595 600 605 610 615 620 625 630 635 640
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g5 24
£ 18
8 12
o 6
£
O 543 550 555 560 565 570 575 580 585 590 595 600 605 610 615 620 625 630 635 640
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
% 8
e 6
g 4
R
S
543 550 555 560 565 570 575 580 585 590 595 600 605 610 615 620 625 630 635 640
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
LTESLELQNLMLNATQT | VAAENRKESRGAHARDDFPKREDEYDY SKP | EGQTKRPFEKHWRKHTLTKQDPRTGH | TLDYRPV | DKTLDPAEVDWI PPI |
f. Max. deviation (see listing)
g. G-factors
Phi-psi T NN H
it
Omega I m it (i | BEEE|  WESEE§ |
Dihedrals  [(TT T T T T T I T T T T T T T IO T T T T T T T T T T T T T T T T T T TP T T T I T T T T I I I
MCbonds T T T T 1
MCangles [T e P 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 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 T T T T T T T I T T T T IIT T ITTTIT I 7T
543 550 555 560 565 570 575 580 585 590 595 600 605 610 615 620 625 630 635 640

4ytm_06.ps




PROCHECK

Resid tl o
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
g 80
£ 60
g w0
< 20
o
643 35 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
5 247
E 18-
8 12-
® 61
£
O &3 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
]
5 o]
£ 67
G 4 -
LY
S
643 35 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_I
— F::ﬁ’::}w:mﬁ_HHzﬁz%
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
RSY TGKRIKTFEI YNPEEPGAKPKLQKFDVDLDKCGTMVLDAL 1K1 KVDPTLTFRRSCREGI CGSCAMN I AGENTLACICNIDQNT
f. Max. deviation (see listing)
g. G-factors
Phi-psi . ] ] ]
. O el :
mega :H I::H:::I::] i:::Ii [T i H::I::
Dihedrals  [1TT1] T T T T T T T T T T T T T T T T T T T T T T T T
MC bonds T T e T T T T T T
MC angles e e e e e e e e e e e e e e e e A T T e T e e T e T T T T T T T
Mainchain  [TT] T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T TTT
ovedl  [TT] O T I T T T T T T T T T T L T T O L e LI LT T I LI T T T I
643 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115

4ytm_06.ps
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Page 20

Residue properties
4ytm

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

& 100
% 80 -
g 60
8 401
< 201
o
118 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g5 24
£ 18
8 12
o 6
£
O 118 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
§ o]
£ 67
G 4 -
AR
S
118 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215
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
BEAAAAFARAAAAAAAAAAATIAAIAA
SKTTKIYPLPHMFV | KDILVPDMNL FYAéYASI (5PWLQkKTK | NLGEKéQYQS; KEQEI‘(LDGLY‘ECI L(‘_‘,ACCSASCPS\‘(\MNNAE‘)KYLGI‘DAVLM(‘QAYRWI‘ 1D
f. Max. deviation (seelisting) .
* + 6
Lorrannld R Ll mennnr ot L8 nt L
g. G-factors
Phi- [l 1 W] [T [T
B S R . E
Gmese " 1 u o CREMREmERE" I H "5 HEA"ERERE"E
Dihedrals  [(TT T T T T T T T TR T T T T TP T T T T T T T T T T T T I T T T T T T I I T I T I T T T ]
MCbonds T T T T T 1
MCangles [T e P P P
Mainchain (T T T T T I T T T TP T T O TP T T TP T T TP T TP TP TP T T T T T
Overall T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T IT T T IT T ITTTITTT ]
118 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215

4ytm_06.ps




PROCHECK

R . d t Page 21

4ytm

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

o

g 80

£ 60

g w0

< 20

o

218 225 230 235 240 245 250 255 260 265 270 275 280 40 45 50 55

Residue number

5 a0 b. Absolute deviation from mean of omegatorsion

©

§ 24

£ 18

8 12

o 6

S

O 218 225 230 235 240 245 250 255 260 265 270 275 280 40 45 50 55
Residue number

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

g

g 4

N

218 225 230 235 240 245 250 255 260 265 270 275 280 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

EEVESEEENWERVVVE = ARAA—

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

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

AAAABIAAAAAAARIAA BAAAAARRARAAAAATAABAIAAAAA AAAAAAABIAAAATIAAAAABIAA : MAAMAMAMAW
SRDDSAAERLARMQDGFSAFKCHT IMNCTKTCPKHLNPARA | GEI KMLLTKMKTKPAPL PTPANF EKTPI QVWGADY LMRQRALKRPI AP

f. Max. deviation (see listing)

g. G-factors
Ph W I L
Gilte aie, aE,
Chi3& chi4 [ ] [ [
Omega (o [ [ [l [N [ H N
Dihedrals [T TT T T T I T T T T I I I I TR T T LI T T T T T T T T T T T T T T T T T T I T I TT T
MCbonds T T T T T T T A I I T I A
MCangles [T T T P P P T e o
Mainchain (T T T T T T T I T T T TTTOTTTTTTIT T TTTTTTIT TTTTTITTIITTITIITT1] T T I T T TTTT
Overall LTI T I T T T T T T T T T T I T T I T T T IT T T T I T ITITTITTIT 1T OTTITTIITTTITITITITIIT I
218 225 230 235 240 245 250 255 260 265 270 275 280 40 45 50 55

4ytm_06.ps
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Residue properties
4ytm

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

59 65 70 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18
12

Omega abs. mean dev.

5 65 70 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

59 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

NANN/NN/ NN/ SN/ NANANAVAVAANVAN SONA
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

AAAAARRAAAAAAAAA A ABAAAAAAAAAAANAAAAAAAAA AAATIA
T T T T T T T T T T T T T T T T T T T T
HLT I YKPQMTWMV SGLHRVTGCAMAGTLL | GGVGFSVLPLDFTTFVEFIRGLGI PW I LDTFKFI IAFPIAFHTLNGI RFI GFDMAKGTD | PSIYRGAYL

f. Max. deviation (see listing)

g. G-factors
i-psi ] | [
ot MM g g
8h|3&cl4HHhH [ [
mega [T [ [1 [ [ [
Dihedrals T T T T T T T T T T T T T LTI T T TP P T T P T T T T T I T LTI T T I T I T I
MCbonds T T T T T T 1
MCangles [T e P P
Mainchain (T T T T T I T T T T T T T O T TP T T T T T TP T T T TP T TP T T T T I T I I 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 T T T T T T T T T IT T I T TITTTTIT]
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Main-chain bond lengths
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Black bars> 2.0 st. devs. from mean.
Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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Histograms showing RM S distances of planar atoms from best-fit plane.
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