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Ramachandran Plot
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Plot statistics
Residues in most favoured regions [A,B,L] 3118 87.3%
Residues in additional allowed regions [a,b,l,p] 430 12.0%
Residuesin generously allowed regions [~a,~b,~l,~p] 16 0.4%
Residues in disallowed regions 7 0.2%
Number of non-glycine and non-proline residues 3571 1000%
Number of end-residues (excl. Gly and Pro) 40
Number of glycine residues (shown as triangles) 263
Number of proline residues 196
Total number of residues 4070

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
pdb3I74
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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

pdb3174
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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
pdb3I74
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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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Chi1-Chi2 plots
pdb3I74
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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
pdb3l74

% 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 3571 87.3 717 10.0 1.6 BETTER
b. Omega angle st dev 4038 12 6.0 3.0 -1.6 BETTER
c. Bad contacts/ 100 residues 52 13 15.1 10.0 -14 BETTER
d. Zetaangle st dev 3790 1.0 31 16 -1.3 BETTER
e. H-bond energy st dev 2706 0.8 1.0 0.2 -1.0 BETTER
f. Overall G-factor 4070 0.3 -0.7 0.3 34 BETTER
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Side-chain parameters
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 456 11.7 25.1 6.5 -21 BETTER
b. Chi-1 trans st dev 1051 11.6 24.6 53 -25 BETTER
¢. Chi-1 gauche plus st dev 1675 11.3 232 4.9 -24 BETTER
d. Chi-1 pooled st dev 3182 11.6 24.0 4.8 -26 BETTER
e. Chi-2 trans st dev 1057 12.2 24.5 5.0 -25 BETTER
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Residue properties
pdb3l74

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

=
o
o

80~
60
40 ~
20

Chi-1 abs. mean dev.

2 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
[ep)

3_;.*;“#%_‘_*“
10 15 20 25 30 35 40 45 50 55 60 65 70 75 8 8 9 95 100

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

2 10 15 20 25 30 35 40 45 50 5 60 65 70 75 80 8 90 95 100

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

d. Secondary structure & estimated accessibility

AN ot s o MA )\ e s

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
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f. Max. deviation (see listing)
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Residue properties
pdb3l74

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

N A B
S 8 8 38 8
| I I S|

Chi-1 abs. mean dev.

102 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
[ep)

=
o

102 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

102 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200

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

d. Secondary structure & estimated accessibility

= A AYA N

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

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

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

L SKDMPKVVEL LADVVQNCALEESQI| EKERGV | LQELKEMDNDMTNVTFDYLHATAFQGTALARTVEGTTEN I KHLTRADLASY | DTHFKAPRMVLAAAG

f. Max. deviation (see listing)

*
* * +

+R k4 + * * o4 + + + ++ + * * 4 *6
Kk k kK Kxkk Kk kxk kKK KKK kK Kk K Kk K K K kxk * % * * %

g. G-factors
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Residue properties
pdb3l74

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

% 100
g 80 -
g 60
8 401
< 20
o
202 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
Residue number
5 15 b. Absolute deviation from mean of omegatorsion
Ee
E 9
2 6
o 3
£
O 202 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

202 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300

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

d. Secondary structure & estimated accessibility

AN e A\ R AR

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

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

AAAAAAANAAAANTIL AABAAAAAAAAAAAAAAAA BAAAAARAAAAAAAAAAAAA A TIAAAAAAAAAAAAAAA  ARIATIEN BEAAAAAAAAAAAAA
G| SHKELVDAARQHFSGVSFTYKEDAVP| L PRCRFTGSE | RARDDAL PVAHVALAVEGPGNADPDNVVLHVANA | | GRYDRTFGGGKHL SSRLAALAVEH

f. Max. deviation (see listing)

*

+ + *o4+ 4 + + * + *ok *
kKKK KKk EE K * Kkk  x %k % * * * N R T * *

* ok k4

g. G-factors

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

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

& 100
%80
£ 60
g w0
< 20
o
302 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 12
€ 9
£ 6
o 3
£
O 302 310 315 320 325 330 335 340 345 350 355 360 365 370 375 3850 385 390 395 400
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
RS
S
302 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
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
FAAABAAAABIAAAAAR AAAAAAAAAAAAAAAAAAAAAAAAAATIEIR EAAFAAAAAAAAAA
I‘(LCHSFQTI‘:NTSY‘SDTGL l‘:GFHF\‘/ADPL‘SI DDMl\‘llFCAQ(‘SEV\MRI‘_CTST'i'ESEVI‘(RAKNlliLRSAI\‘/IVAQLIZ‘)GTTP\‘/CET | (‘BSHLLILIYGRRI‘ SL EE\)\/DSRI éA
f. Max. deviation (see listing) .
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t Pt H PRI 0T e e BTt ad i t t
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Phi-psi . RN [ H
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gﬂ%g(nlcm I H H H
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MCbonds T T T T T 1
MCangles [T e P P P
Mainchain [T T T T T T T T TP T T T T T T T TP T T TP T T TP T TP T T T T
overall [T LI LI T IO T T T T T L L L L T L T T T T T T T T T LI T T T T T
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Resid t o
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 20
o
402 410 415 420 425 430 435 440 19 25 30 35 40 45 50 55 60 65
Residue number
5 15 b. Absolute deviation from mean of omegatorsion
©
12
£ 6
o 3
S
O 402 410 415 420 425 430 435 440 19 25 30 35 40 45 50 55 60 65
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N
402 410 415 420 425 430 435 440 19 25 30 35 40 45 50 55 60 65
Residue number Highlighted residues are those that

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

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

SN, YR m—m— 7]
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

AA AA AAAAABARAAAATA EAABIA AAAAAAARTE
T T T T T T T T T T
VDARMVRDVCSKY | YDKCPALAAVGP I EQLLDYNRI RSGMYWI PGAEDLEI TKLPNGL | IASLENFSPASRIGVFIKAGSRYETTANLGT

f. Max. deviation (see listing)

******************************
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Residue properties
pdb3l74

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

66 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165
Residue number

b. Absolute deviation from mean of omegatorsion

=
(6)]

=
N

Omega abs. mean dev.
w o ©

[e2]
o

75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

=
o

N B O
[ B

Zeta abs. mean dev.

(o2}
(o3}

75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165

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

d. Secondary structure & estimated accessibility

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

AAAAAAAAAAATIA AAAR  AAMAAAABABAAAAAAABAATIFAAAAAAAAAAAAATAAAAAAAAAAAAAAAAAAAAABAAAAA
T T T T T T T T T T T T T T T T T T T T
AHLLRLASPLTTKGASSFRI TRGI EAVGGSL SVY STREKMTYCVECLRDHVDTVMEYLLNVTTAPEFRPWEVTDLQPQLKVDKAVAFQSPQVGVLENLHA

f. Max. deviation (see listing)

*
+ + +* + + + *o4 4 + * * o4+ b+ ¥ + + + 4+ +* + +
* kk k% T T Xk ok ok x Kk K % kKA KKK Kk K X kkk kK kkk K KkKAKKE K* Kk K

Chi3 & chi4
Omega
Dihedrals ]

[T T T T T T T I T T T T T I I T T T I T LTI T I T I I ILT
MC bonds [T T T T T T T T T
MCangles [T A
IEEEEEEEEEEE NN NN
[T T T T T T T T T T L T LT T I T I T T T T T T T LTI T I TIIT

Mainchain  []

Overall [1
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Residue properties
pdb3l74

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

N A B
S 8 8 38 8
| I I S|

Chi-1 abs. mean dev.

166 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
[ep)

166 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

=
o

Zeta abs. mean dev.
N A OO

166 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265

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

d. Secondary structure & estimated accessibility

e VN e/ e

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

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

AAAAAAAARL  AAAAR
T T T T T T T T T T T T T T T T T T T
AAYKTALANPLYCPDYRIGK | TSEQLHHFVQNNFTSARMALVGI GVKHSDLKQVAEQFLN I RSGAGT SSAKATYWGGE | REQNGHSLVHAAVVTEGAAVG

f. Max. deviation (see listing)

+* 4+ ++ + + + + ok 4k ko gk kg + +* 4k + * +
*kk x * ok x * % kk kkk Kk kK K Kk kK KKK KAK KKK K * kxkxx * % * * % * *

g. G-factors

Phi-os
Chli -?:hiZ [ H .A [ H [T B
Chilonl |
Omega [
[
[
[
[
[

Chi3 & chi4

Dihedrals ~ [TTTTITT

MC bonds H\}HH
[TTTT
[TTTT

MCangles [
Mainchain [T

Overall [1
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Residue properties
pdb3l74

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

266 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365
Residue number

5 b. Absolute deviation from mean of omegatorsion

12

Omega abs. mean dev.
[ep)

266 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

=
o

Zeta abs. mean dev.
N A OO

266 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365

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

d. Secondary structure & estimated accessibility

AL U it e AR 3 AADY

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

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

FAAAAAAAAAAAAA B /W\/ﬂ AAABAAAAA  ANAAAAAATIIAAAAAAAATIEL AAABAAAAAA AAAAAAAAAAAAANRL : ‘ :
SAEANAFSVLQHVLGAGPL | KRGSSVTSKLYQGVAKATTQPFDASAFNVNY SDSGL FGFY T | SQAAHAGEV | RAAMNQL KAAAQGGV TEEDVTKAKNQLK

f. Max. deviation (see listing)

+ + + + * + + + +* + o+ o+ 4+ + 4*rp 4 + +
* KAk K kk ® * * ok kkk  kkk Kk kkxkk ok ok k% K kkkk  kk * Akkkkk Kk Ak Kk kKKK

g. G-factors

Chi3 & chi4
Omega
Dihedrals

MChbhonds [T]
MCangles [

Mainchain [T

Overall [1
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Resid t o
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 20
o
366 375 380 385 390 395 400 405 410 415 420 425 430 435 5 10 15
Residue number
5 15 b. Absolute deviation from mean of omegatorsion
©
12
8 61
® 31
S
O 366 375 380 385 390 395 400 405 410 415 420 425 430 435 5 10 15
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4
N
366 375 380 385 390 395 400 405 410 415 420 425 430 435 5 10 15
Residue number Highlighted residues are those that

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

LSSV RSN T T

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

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

EEAABAAAAAAAAAAAAAAAAAAAAAAA I BAAAAAR
T T T T T T T T T T T T T T
ATYLMSVETAQGLLNE I GSEALL SGTHTAPSVVAQK I DSVTSADVVNAAKKFV SGKKSMAASGDLGSTPFLDEL MAPNI RKSHPLLKMIN

f. Max. deviation (seelisting)
4

Fheo 44 + * xR gk ok e + + + * +
*xk kEE K Kk * ok xkE* K KKk Kk KAKKRAERE ¥ * %% * % * kx x_xx * ok ko *

g. G-factors
Phi-ps N | i ] N
Chil-chi2 LI
chi3 8 s H ﬂ
Omega [ [T
Dihedrals [T LTI T T Tl T LT T T T LTI LTI T T ITTT] O T T ]
e e R R R e A A A A B En BB A R A R e G En R R R R AERRIRERERRREREE
Mainchain [T T T EENNEEEEEEEE NN
Overall G L T T T T I T L T T T LT T L LI T LI T T[T O]
366 375 380 385 390 395 400 405 410 415 420 425 430 435 5 10 15

pdb3174_06.ps
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Page 10

Residue properties
pdb3l74

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

N A D
S 8 8 38 8
| I I S|

Chi-1 abs. mean dev.

=
~

25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
[ep)

17 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

17 25 30 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

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

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

AAAAAFATERAABAAAAAAAAAAAATIR AAABIAAAAAA
T T T T T T T T T T T T T T T T T T T T
NSL I DLPAPSN| SAWWNFGSLLAVCLMTQILTGLLLAMHYTADTSLAFSSVAHTCRNVQYGWL | RNLHANGASFFFICIFLHIGRGLYYGSYLYKETWNT

f. Max. deviation (see listing)
56

.. +
*54 + +++ * + o+ * * * ok ++ 4+ + + + + + *

g. G-factors
Phi-psi . [ L<H [EEEEEN] H H H H

|

1

[

[

[

[

Chi3 & chi4
Omega
Dihedrals [T

[TTT
MChbonds  [TTTTT]
MCangles  [TTTTTT

[TTT
[TTT

Mainchain [T

Overall [1

I [
I N
\ [l
I [
I N
17 25 30

pdb3174_06.ps
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Page 11

Residue properties
pdb3l74

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

117 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
[ep)

117 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

117 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215

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

AAAAR /\/\/\/\/\/\/\/\/\/\/\/\l/\ ABABAAAAAAAAAAAAAAAAAAA  AAAAAAAAAAATL AIAAA
T T T T T T T T T T T T T T T T T T T T
GVILLLTLMATAFVGYVLPWGQMSPFWGATV I TNLFSA | PY | GHTLVEWAWGGFSVDNPTLTRFFALHFLLPFAITAGITI IHLTFLHESGSNNPLGI SSDS

f. Max. deviation (see listing)

+ + + ++ + * *ox + + *+ + + o+ + * + +
******** * ok k * ok * *kok * % * ok kxk kKKK Kk KKK AK K K* K kK % Kk Krk * * * * %

Chi3 & chi4
Omega

Dihedrals ]
MChbonds []
MCangles []
Mainchain  []

Overall {1

pdb3174_06.ps




PROCHECK

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

Page 12

Residue properties
pdb3l74

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

217 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315

15
12
9
6
3

Omega abs. mean dev.

=
o

Zeta abs. mean dev.
N A OO

Residue number
b. Absolute deviation from mean of omegatorsion

217 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

217 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

\ \
\ I
\ \
\ \
C TT11

217 225 2

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

d. Secondary structure & estimated accessibility

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

DK I PFHPYYSFKDILGLTLMLTPFLTLALFSPNLLGDPENFTPANPLVTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAASVLILFL | PFLHKSKQRTM

f. Max. deviation (seelisting)
5+ *

* A% 4% o4+ 4* kx4
Kk Kk KKK KKK K kk Kkkkk KKk KKK K * kK k K * kK K Kok ok * * * Kok ok K * * % Kohkok Kk Kk Kk k*k ok

g. G-factors

C = cis-peptide

pdb3174_06.ps
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Residue properties

pdb3l74

Page 13

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

H
o ©
3 3 8

Chi-1 abs. mean dev.
N D
o O

317 325 330 335 340 345 350 355 360 365 370 375 380

5 10 15 20 25

Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 12
€ 9
£ 6
o 3
£
O 317 325 330 335 340 345 350 355 360 365 370 375 380 5 10 15 20 25
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
S
317 325 330 335 340 345 350 355 360 365 370 375 380 5 10 15 20 25
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
[N |
CAAANAN —ENANAN AN A
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
TFRPLSQTLFWLLVANLL I LTWIGSQPVEHPFI | IGQMASLSYFTILLILFPTIGTLENKMLNY GELELHPPAFPWSHGGPL SALDHSSV
f. Max. deviation (see listing)
g. G-factors
Ph o <
Chil-chi2
chi3 8 s .—H
Omega [T
Dihedrals  [(TT T T T T I I I T T I T T T T T TP T T T T T T T LTI T T T TP T I T T TTTT] T T T T I T I T T
MCbonds (T T T T T T A T I T T T A A N N N |
MCangles [T T P P P A T T A e o
Mainchain (T T T T T T T I T T T T T T LT T T TP T T T T TTTT] T T I T TTT
Overall \‘\HHH\‘H\\\‘\\H\‘HH\‘\\H\‘\\C\\\‘\\\H‘\H\\‘\HH‘HHHHH‘HHH OO LI LT LT LI I
317 325 330 335 340 345 350 355 360 365 370 375 380 5 10 15 20 25

C = cis-peptide

pdb3174_06.ps




PROCHECK

3 100
g 80
£ 60
éf 40
< 20
e

O

15
12

Omega abs. mean dev.
[ep)

=
o

Zeta abs. mean dev.
N A OO

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Page 14

Residue properties
pdb3l74

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

N
~

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

27 35 40 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

27 35 40 45 50 5 60 65 70 Y5 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

M- e e

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

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

AA AAAAAABRAAARIAAAAAAAAAAA BIRIAAAAAAAAANAAAAAAAI ABIAA AAAAAA AAAAAAAAAAAAAAAAAAATIA AAAAAAATIAAAAAA — AAA
RRGFQVYKQVCSACHSMDYVAFRNL | GVTHTEAEAKALAEEVEVQDGPDENGEL FMRPGK | SDY FPKPY PNPEAARAANNGAL PPDL SY | VNARHGGEDY

f. Max. deviation (see listing) -
9
RPN & S SO : s T e T Beue
g. G-factors
o L CJ
i
T T A T T T T T T T T T T T T T T T T T e ET 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
I T A T T T T T A A T T T T T T T A A
e e e e e e e e e e e e e e e e e e e e e e e T T T e T T A 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 I T T T T T T TII T
\‘\H\\H\‘HH\‘\\H\‘H\\\‘\\H\‘\H\\‘\\\HJH\\‘\H\C\‘\H\\‘H\H‘\HH‘H\H‘\\H\‘H\H‘HH\‘\HH‘HH\‘\HH‘H
27 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125

C = cis-peptide

pdb3174_06.ps
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Page 15

Residue properties
pdb3l74

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

127 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
[ep)

127 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

=
o

Zeta abs. mean dev.
N A OO

127 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225

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

d. Secondary structure & estimated accessibility

A i o FMAAAAVER NANANANS

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

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

: ‘ : A AAAIAAAA TAA AABIAAAABAAAAAA ARAAAAAAAAAAAAAAAANAAAAAAAAA ‘ ‘ ‘ ‘
VFSLLTGYCDPPAGVVVREGLHYNPYFPGQA | GMAPPI YNE | LEYDDGTPATMSQI| AKDVCTFLRNVAAEPEHDQRKRMGLKMLL | SALLTSLLYYMKRHK

f. Max. deviation (see listing)

* 4 + ++ + % 4+ + + + * + + ++ +
* % ok * % * % ok k ok x ok k% * ko k * * * KKk xE x ok ok kk kk % *

Dihedrals [T

[TTT
MChbonds  [TTTTT]
MCangles  [TTTT1]
[TTT
[TTT

Mainchain [T

Overall [1

pdb3174_06.ps




PROCHECK

Resid t .
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
&
227 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
5 15 b. Absolute deviation from mean of omegatorsion
©
12
8 61
® 31
S
O 227 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4
N
227 235 240 5 10 15 20 25 30 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

SN )— E =0 =

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

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

WSVLKSRKMAYRPPK VHNDVTVPDFSAYRREDVMDATTSSQTSSEDRKGFSYLVTATACVATAYAAKNVVTQF | SSLSASADVLALSKIE

f. Max. deviation (see listing)

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

g. G-factors

:
:
:

Q
So=
=25
Q

=

Q
=
w
R
Q
2
[y

Dihedrals  [TTTTTTTTTTTITTT]

[EEEEEENNEEEN NN NN NN NN
MC bonds T T e T T e P P PP P P P T TP PP T TT T
MCmgI&% A A T T T e P P T T T T T A P P P T T T T P T T
[EEEENEENEEEEE NN NN E RN
[EEEENEEEENEEE NN NN RN

Mainchain  [TTTTTTTTTTTITTT

~ ] H

Overall

oH HEH

[

[

[

[
AERRENEERER NN B
227 235 240 5

pdb3174_06.ps



PROCHEC

N N =)
5 & & 8

Chi-1 abs. mean dev.
N
o

Omega abs. mean dev.

=
o

Zeta abs. mean dev.
N A OO

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

K
Page 17

Residue properties
pdb3l74

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

85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
Residue number

b. Absolute deviation from mean of omegatorsion

76

85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175

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

76

d. Secondary structure & estimated accessibility

e 10— B e =

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

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

I KLSD | PEGKNVAFKWRGK PL FVRHRTQAE I NQEAEVDV SKLRDPQHDLDRVKKPEW | LVGVCTHLGCVP I ANSGDFGGYYCPCHGSHYDASGR | RKGP

f. Max. deviation (see listing)

g. G-factors
e M NN NN | H T [N [SEn
[
[
T T T T T A T T T T T T T A T T T T T T T T T T T R T T T T I T T AT T I T T T T T T T
\\HHH\H\\H\H\HHH\H\\H\HHH\H\H\\H\HHH\HHH\H\HHH\HHH\HHHHHHHHHH
e e e e e e e e A A e e e e e e T T T A T T T T T A A A 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 I T I T T I T T T T
OO L T T T L T L T T T L T L T T I T T T T T T T T
76 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175

pdb3174_06.ps




PROCHECK

Resid ti o
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 80 -
g 60
8 401
< 20
o
176 185 190 195 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g 121
£ 9
8 61
® 31
£
© 176 185 190 195 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
-g 8_
£ 67
G 4 -
RS
S
176 185 190 195 15 20 25 30 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
1w » VAL N\ — N ERAN N AN AN
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
APYNLEVPTYQFVGDDLVVVG GRLMDR | RKWYYNAAGFNKYGLMRDDTLYEDDDVKEALKRLPEDLYNERMFRIKRALDL SLKHR I LPKE
f. Max. deviation (see listing)
g. G-factors
Phi-psi . A
Chil-chi2
EEiég%"cm el ;
Dihedrals T T T T T TR 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 T T T I T T
MC e HHHHH HH A A A A A A A A A
Mainchain  [TTTTT T ITTTTTITTTTT] BT T T T T T T T T T T T T T T T T T A T T T T T T T I T
Overal  [ITTIIITILILITIIIILL] O L T O T T L T T LI T T LI T I L]
176 185 190 195 15 20 25 30 35 40 45 50 55 60 65 70 75

pdb3174_06.ps
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Page 19

Residue properties
pdb3l74

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

=
o
o

D o
o O

Chi-1 abs. mean dev.
N A
o O

79 8 90 95 100 105 110 5

10 15 20 25 30 35 40 45 50 55
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
[ep)

79 8 90 95 100 105 110 5

10 15 20 25 30 35 40 45 50 55
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

=
o

Zeta abs. mean dev.
N A OO

79 8 90 95 100 105 110 5

10 15 20 25 30 35 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

e /NN AN

Key:- <™ Helix

C——"T —— ANANNARNANNNR

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

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

QWKYEEDKPYLEPYLKEV | RERLEREAWNKK

f. Max. deviation (see listing)

* 4 + + +
P T

AR BAAAAAAAAAAAABNAAAAATAAAAATIAAAAAAAAAABAARTIAAAAA
T T T T T T T T T T T
GIHFGNLARVRHI | TYSLSPFEQRA | PN FSDAL PNVWRRFSSQVFKVAPPFLGAYLL

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

g. G-factors

Dihedrals [T

MChbhonds [T]

Mainchain [T

Overall

[T
[T
MCangles [T
[T
[T

pdb3174_06.ps
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Page 20

Residue properties
pdb3l74

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

& 100
%80
£ 60
g w0
< 20
&
59 65 70 75 80 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 127
€ 9
8 61
® 31
E =i T
© 5 6 70 75 80 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
% :
e 6
g 4
R
N
59 65 70 75 80 15 20 25 30 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
SN =——A g H —\A G ANANAVAA G AANANVANVAA
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
Y SWGTQEFERLKRKNPADY ENDQ EEEELVDPLTT I REHCEQTEKCVKARERLELCDARV SSRSHTEEQCTEEL FDFLHARDHCVAHKL FN
f. Max. deviation (see listing)
g. G-factors
il HE masE T . H
Chilonl
Chi3 & chia | H
mega 11 [T
Dihedrals  [TTT T I T IITTITTTTIIIITIT] 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
MChbonds [T T T T[T T T T T T T T
MCangles [T T e e e e e e T T e T e T e T T T T T
Mainchain  [TTTT T T ITTTITTITITIITT1T] 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
ovedl  [TTTITTITIITIIIITIIITLT] O T LT L T T T T T L LI T LT T L LTI T T II1T]
59 65 70 75 80 15 20 25 30 35 40 45 50 55 60 65 70 75

pdb3174_06.ps




PROCHECK

Resid t -
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 20
63 T T
76 35 40 5 60 65 70 75 10 15 20 25 30
Residue number
5 15 b. Absolute deviation from mean of omegatorsion
©
12
8 61
® 31
S
O 76 35 40 5 60 65 70 75 10 15 20 25 30
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
&
© 8
g 4
N
76 35 40 5 60 65 70 75 10 15 20 25 30
Residue number Highlighted residues are those that

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

Van I ! ——1 J NN ANNNNG
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

AA_ FABAAAAAEL AAARRIAAAA AAABIAAARIE AAAAAAAATAAAAAAAAAAANA
KLK UUUUUUULUUUUUUUU RPLLCRESI\‘/ISGRSA‘RRDL\‘/AGI SILNAPAéVR ALLRQA\‘(SAL FI‘?RTSTI‘:ALTV\‘/LGAVI‘_FE
nnnnnnnnnnnnnnn
kkkkkkkkkkkkkkk

f. Max. deviation (see listing)

N : : . N

: M : : R S T TP

S T S

g. G-factors
i-psi W ||
Chil-chi2 . H‘f’
Chilonly
Chi3 & chi4 [
mega [
Dihedrals  [1TT1] [TIITTITTTITTTITIT] AT T I T T T T T I T T T I I I T T T I T IITTIITTT
MC bonds T T T A A R A I T T A
MC angles AT A e e e e T T T T A T e
Mainchain  [TT] [CIITTTTTITTIT] O T T T T T T T T I I T I T I T T I T T ITTTT
Overall (o OO T O T T T T O L L T LT T T L T T T

76 35 40 55 60 65 70 75 10 15 20 25 30

pdb3174_06.ps



PROCHECK

Resid t .
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 20
o
33 40 45 50 55 60 3 10 15 20 25 30 35 40 45 50 55 60
Residue number
5 15 b. Absolute deviation from mean of omegatorsion
©
12
8 61
® 31
S
o 33 40 45 50 55 60 3 10 15 20 25 30 35 40 45 50 55 60
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N
33 40 45 50 55 60 3 10 15 20 25 30 35 40 45 50 55 60
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

AAAAAAAATI /\/\/\/\/\/\/\/\/\/\/\/\/\/\/\/ﬂ/\ AAAAAAATIEAAAAAA AAAABAATA
T T T T T T T T T T T T T T T T T T
RAFDQGADA | FEHLNEGKLWKH | KHKY EASEE TYAQTLQNI PETNVTTLDNGLRVASEESSQPTCTVGVWI GAGSRY ENEKNNGAGY FVE

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega

Dihedrals ]
MChbonds []
MCangles []
Mainchain  []

Overall {1

pdb3174_06.ps




PROCHECK

N N =)
5 & & 8

Chi-1 abs. mean dev.
N
o

Omega abs. mean dev.

=
o

Zeta abs. mean dev.
N A OO

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Page 23

Residue properties
pdb3l74

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

70 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
Residue number

b. Absolute deviation from mean of omegatorsion

61

70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

70 75 8 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160

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

61

d. Secondary structure & estimated accessibility

SR NN AN AN

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

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

HLAFKGTKKRPCAAFEKEVESMGAHFNGY TSREQTAFY | KAL SKDMPKVVEL LADVVQNCALEESQI| EKERGV | LQELKEMDNDMTNVTFDYLHATAFQG

f. Max. deviation (see listing)

g. G-factors
H CT T B
i H

T I T T T T T T T T T T A 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 T T T T T
I T T T T A T T T T T T T A I
e e e e e e e e e e e e e e e e e e e e T e e e e e e A e P T T T T e T 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 T T T T T T T T T T T T T I T I T T T T T T
OO L T L T T T T T L T L T L T T T T T T T T T
61 70 75 8 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160

pdb3174_06.ps




PROCHECK
Page 24

Residue properties
pdb3l74

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

=
o
o

D o
o O

N
o

Chi-1 abs. mean dev.
N
o

161 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260
Residue number

5 b. Absolute deviation from mean of omegatorsion

12

Omega abs. mean dev.
[ep)

161 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

161 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260

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

d. Secondary structure & estimated accessibility

T AT AN R e AN T )

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

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

BAAAAAAA  AAAAAAAAAAAAAAAAAARIIABIAAAAAAAA  AAAAAAANAAAANTIA AABIAAAATIAAAAAAAAAAA BIAAAAARIAAAANAAAAAAAA A
TALARTVEGTTENIKHLTRADLASY | DTHFKAPRMVLAAAGG| SHKELVDAARQHFSGV SFTYKEDAVP I L PRCRFTGSE | RARDDAL PVAHVALAVEGP

f. Max. deviation (seelisting)
5

‘4 6 +
o N

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdb3174_06.ps
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Residue properties
pdb3l74

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

261 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
Residue number

b. Absolute deviation from mean of omegatorsion

=
(6)]

=
N

Omega abs. mean dev.
w o ©

261 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

=
o

N B O
[ B

Zeta abs. mean dev.

261 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360

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

d. Secondary structure & estimated accessibility

N AN ) = AN AN

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

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

GWADPDNVVLHVANA | | GRYDRTFGGGKHL SSRLAALAVEHKLCHSFQTFNTSY SDTGL FGFHFVADPL S| DDMMFCAQGEWMRL CTSTTESEVKRAKNH

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals [

[TTTTTTTTITTTITTIT
MC bonds [T T T[T T T T T TTTT
MCangles [ ]
[TTTTTTTTITTTIT T
[TTTTTITITTTITTIIT

Mainchain  []

Overall {1

pdb3174_06.ps




PROCHECK

Resid tl e
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 201
o
361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 18
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 12
€ 9
£ 6
o 3
£
O 361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 18
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
S
361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 18
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
RSN AN AN —mm— A\~ R
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAAANTI : : : W\N_V\AM\AMAAAAAM\AMM\MANTV\AMAMAMTW\AAN_N\AAM‘NH
LRSAMVAQLDGTTPVCET | GSHLLNYGRR| SLEEWDSR | SAVDARMVRDVCSKY | YDKCPALAAVGP| EQLLDYNRI RSGMYWI CPGAED
f. Max. deviation (see listing)
g. G-factors
Phi-psi . H H T EE SN
Chil-chi2
i : : i
Omega [ [ [ [
Dihedrals [T T T T T T I T T T T LTI T T O T T LT T T T T T T T O T T TP T T T T T T T LTI T T T T [TETT]
e R AMERAESENERSESENENSEBENERSRSENERSESENSRSESENSESREENSRSRSENSRBSEERSESEEERSREEEE HHH
Mainchain [T T T I T T T LTI O TP T T TP T T TP T T T T I T ITT] [EEREEE]
Overall EEEEEEEEEEEENESEEEEE NSNS NN NN NSNS NN NN NN NN NN [ITTTT
361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 18

pdb3174_06.ps
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Residue properties
pdb3l74

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

=
o
o

D o
o O

N
o

Chi-1 abs. mean dev.
N
o

24 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
[ep)

24 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

=
o

Zeta abs. mean dev.
N A OO

24 30 35 40 45 50 5 60 65 70 75 80 85 90 95 100 105 110 115 120

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

d. Secondary structure & estimated accessibility

P —m A, N, g s AN

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

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

LEITKLPNGL | IASLENFSPASRIGVFIKAGSRYETTANLGTAHLLRLASPLTTKGASSFRI TRGI EAVGGSL SVYSTREKMTYCVECLRDHVDTVMEY L

f. Max. deviation (see listing)

Phi-psi _ [EREEEE SRR M H o N

Chi3 & chi4
Omega
Dihedrals

AT T T T T T T T T T T T T T T T T T T T T T T T TP T T T TP TTIITITTTTTIITITT]
MC bonds [T T T T T T T
MCangles [T T T e e e e e e

[EEEEEEEEEEEEEEEEEEEENE NN NN NN
[T T TP T T T T T T LT T T L AT L T T T T T T LT T T T T TP I T T T T I LTI I I T ITT]

Mainchain

Overall

pdb3174_06.ps
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Residue properties
pdb3l74

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

124 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
[ep)

124 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

124 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220

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

d. Secondary structure & estimated accessibility

LNVTTAPEFRPWEVTDLQPQLKVDKAVAFQSPQVGVLENLHAAAYKTALANPLYCPDYRIGK | TSEQLHHFVONNFTSARMALVGI GVKHSDLKQVAEQF

f. Max. deviation (see listing)

*+ +8 4 + + o+ + kxg + % +
Kk k¥ x % % M M M M

g. G-factors

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdb3174_06.ps
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Residue properties
pdb3l74

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

224 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
[ep)

224 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

224 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320

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

d. Secondary structure & estimated accessibility

R s ==pem—m A\ S/ m—

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

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

AAl A AAAAAAAANL  AAAAATL A : ‘ ‘AN_V\MMM\AMA‘WN_K\/HMN_V\MAAMMAAAM_V\MN_V\W‘
LN RSGAGT SSAKATYWGGE | REQNGHSLVHAAVVTEGAAVGSAEANAFSVLQHVLGAGPL | KRGSSVTSKLYQGVAKATTQPFDASAFNVNY SDSGL FG

f. Max. deviation (see listing)

++ +F 44k + + + * b+t * + + + +* 4
Kk ok xkxkkk kkxk Ak kk ok kkkkxkA* Kk * * ok ko * % % *kk k% * ko x

g. G-factors
Phi-psi EESED H T T H I W1
i i
[ [
[ [
[ [
[ [

Chi3 & chi4
Omega
Dihedrals [TETT

MC bonds I
MC angles [

Mainchain [T

[T
[T
[T
[T
Overall [TTTTTTITT

EREN \
T I
ENEH \
[TTTT \
‘\ ‘ T ‘ T
224 230 235 240 2

pdb3174_06.ps
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Residue properties
pdb3l74

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

324 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420
Residue number

b. Absolute deviation from mean of omegatorsion

=
(6)]

=
N
1

Omega abs. mean dev.
w o ©

324 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

324 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420

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

d. Secondary structure & estimated accessibility

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

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

AAABAAAAAA AAAAAAAAAAAAAAR /\N_I_I/ﬂ EEAABAAAAAAAAAAAAAAAAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
FYT | SQAAHAGEV | RAAMNQLKAAAQGGV TEEDVTKAKNQLKATYLMSVETAQGLLNE I GSEALL SGTHTAPSVVAQK I DSVTSADVVNAAKKFV SGKK S

f. Max. deviation (see listing)

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

g. G-factors
Phi-psi EEE H SN | o T H

j

[

[

[

[

[

Chil-chi2 [
Chi3 & chi4
Omega

Dihedrals [

[
MChbonds []
MCangles []
[

[

Mainchain |

Overall [

32

N
wH 00 5

pdb3174_06.ps
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Resid t -
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 20
o
424 430 435 2 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
5 15 b. Absolute deviation from mean of omegatorsion
©
12
8 6
o 3
S
O 424 430 435 2 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N
424 430 435 2 10 15 20 25 30 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

il PN L e A Y U Y GAA o

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

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

AAAAAABAAAAAAAAFTIIAAAAAAAAIAAAAA AAAAAFAATEAABAAAAAAAAAAIIAA
T T T T T T T T T T T T T T T
MAASGDLGSTPFLDEL APNIRKSHPLLKMINNSL | DLPAPSN| SAWMMFGSLLAVCLMTQI LTGLLLAMHYTADTSLAFSSVAHTCRNVQ

f. Max. deviation (see listing)
+ +56 +
+ + * t+ **76 + — + o+

*****

g. G-factors
Phi-psi . M o N T ] T
Chi3 & chi4 # <H

Omega
Dihedrals  [TTTTTITTITTTITT]

MC angles
Mainchain  [TTTTTTTITITTITT]

[

[

|

Overdl  [IITTITTIIITIIIT G
424 430 435 2

pdb3174_06.ps
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Residue properties
pdb3l74

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

=
o
o

D o
o O

Chi-1 abs. mean dev.
N D
o O

76 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
Residue number

b. Absolute deviation from mean of omegatorsion

g 15
©
5 12 1
€ 97
8 6
® 31
£
© 7 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
S
76 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
NN\ — N =ANONININNNAN— NN\
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
H ‘ : ‘ : A AAAIAAAAAA i i A_AAAAN A AAAmwwyvvaIA i i AFABAAA
YGWL | RNLHANGASFFFICI FLHIGRGLYYGSYLYKETWNTGV I LLLTLMATAFVGYVL PNGQMSFWGATV | TNLFSA | PY | GHTLVEWAWGGFSVDNPT
f. Max. deviation (see listing)
g. G-factors
i I
Chil-chi2
. Eitiaeie ; ;
Omega [ [ [ [
Dihedrals [T T T T T T IT T T T T T T T IO T T LT T T O T T T T T T T T T TP T T T TP T T T T T TR T T T T I T
MCbonds T T T T T T
MCangles [T e e P e P P T P
Mainchain [T T T T T I T T T T T T T T O T TP TP TP T TP T T T TP T T T T T T T
Overall LT T T T T T T T T T T T LT T T T T T T T T T I T T T T T T T T T T T I T I TT T T I ITTTITITTTT]
76 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175

pdb3174_06.ps
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Residue properties
pdb3l74

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

& 100
% 80 -
g 60
8 401
< 20+
o
176 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 12 1
€ 9
8 61
® 31
£
© 176 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
S
176 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275
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
: ‘ A AAMAAAAAAAAN A AAAAABAAAAAAAAAAAAAA  AAAAAAAAAAAAAATIAAAA : ‘ : ‘ :
LTRFFALHFLLPFAIAGITI IHLTFLHESGSNNPLGI SSDSDK | PFHPYYSFKD I LGLTLMLTPFLTLALFSPNLLGDPENFTPANPLVTPPH I KPEWY F
f. Max. deviation (see listing) :
L
SO S S N h TR Lt SRUUUE eI L.t it
g. G-factors
Phi-psi EEEEEEN ﬁ H
Chil-chi2 1] ]
chi3 8 s %ﬂ H
Omega [ [ [T
Dihedrals [T T T I I I T T T T T T T T T O T T TP T T T T T T T TP T T T TP T TP I T T
MCbonds T T T T 1
MCangles [T e e P P T
Mainchain (T T T T I T T T T LT T T T TP T T T TP T T TP T TP T TP T T T T T
Overall \‘\H\\H\\‘\HH‘\H\\‘H\H‘\HH‘H\H‘\\H\‘H\H‘H\C\\‘H\\\‘\\H\‘HH\‘\\H\‘\H\\‘\\\H‘\HH‘H\H‘\HH‘H\H‘\
176 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275
C = cis-peptide

pdb3174_06.ps




PROCHECK

Page 34

Residue properties
pdb3l74

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

& 100
g 80 -
g 60
8 401
< 20+
o
276 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 12 1
€ 9
8 61
® 31
£
© 2 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
S
276 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375
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
AAAAAAAAANBIAIA _ AAAAAAABAAAAAAAABIAAAAAATIANAATNAAAAAAAAANAAAANAAAA  AAABIAAAAAAA  AAAAAAAAAAAARIANAAAA  AAAA
LFAYAILRSI PNKLGGVLALAASVLILFL I PFLHKSKQRTMTFRPLSQTLFWLLVANLL I LTWIGSQPVEHPFI | IGQMASLSYFTILLILFPTIGTLEN
f. Max. deviation (see listing)
g. G-factors
Phi-psi W I 8
Chil-chi2
chi3 8 s H ._H
Omega [ [T
Dihedrals  [(TT T T T T I T T RX T T T T T I T T T T LT T T TP T T TP T T TP T T LT T P P T T T T T I T
MCbonds T T T T 1
MCangles [T e P P 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 \‘\H\\H\\‘\HH‘\H\H\\H‘\HH‘H\H‘\\H\‘H\H‘HH\‘H\\\‘\\H\HH\‘\\H\\\C\\\‘\\\H‘\HH‘H\H‘\HH‘H\H‘\
276 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375
C = cis-peptide

pdb3174_06.ps




PROCHECK

Resid t -
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 20
o
376 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Residue number
5 15 b. Absolute deviation from mean of omegatorsion
©
12
8 61
® 31
S
O 376 5 10 15 20 25 30 35 40 45 50 5 60 65 70 75 80 85
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4
N
376 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Residue number Highlighted residues are those that

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

T A AVAAS S A i AAY S

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

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

KMLNY GELELHPPAFPWSHGGPL SALDHSSVRRGFQVYKQVCSACHSMDYVAFRNL | GVTHTEAEAKALAEEVEVQDGPDENGEL FMRPG

f. Max. deviation (see listing)

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

. .

g. G-factors

Chi3 & chi4
Omega H
Dihedrals  [TT11]

T T T T T T T T T T T T T T AT P T T T T T T T IT T I T
MC bonds T e T P e P P P P T T TP T PP T T T ITT
T e e e T e e P T T T T T A T T A T T T T T P P T T T T
[EEEEEEEEEEEE NN NN NN
[EEEEEEEEENEE NN NN NN NN

MC angles
Mainchain  [TT11]

[

[

l
Overal m]]]] \‘
376 5
C = cis-peptide

pdb3174_06.ps
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Residue properties
pdb3l74

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

86 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
[ep)

86 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

=
o

Zeta abs. mean dev.
N A OO

86

95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185

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

d. Secondary structure & estimated accessibility

A T AR o e e TAAY

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

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

: ‘ : HA_AAAAAAAAAAAAA ‘ : ‘ : A AAAIAAAA TIAA AARAAARAAAATIA ABAAAAAAAA
K1 SDY FPKPYPNPEAARAANNGAL PPDL SY | VNARHGGEDYVFSLLTGYCDPPAGVVVREGLHYNPY FPGQA | GMAPPI YNE | LEYDDGTPATMSQI AKD

f. Max. deviation (see listing)

+ + + + 5 4+ * 4 * + o+ ++ + * kg + +
*k kK KKk KKK * % * ok x Xk % % *x k% * * % * ok k k% ok k% *x x

g. G-factors

Chi3 & chi4
Omega
Dihedrals ]

[T IT T T IITTT
MC bonds [T T T T T T TT]
T T T P T
[T T IIITTTTT
[T IT T

MCangles []
Mainchain  []

Overall

pdb3174_06.ps




PROCHECK

Resid t e

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

o

% 80

£ 60

g w0

< 20

&

186 195 200 205 210 215 220 225 230 235 240 5 10 15 20 25 30

Residue number

5 15 b. Absolute deviation from mean of omegatorsion

©

12

8 6

o 3

S

O 186 195 200 205 210 215 220 225 230 235 240 5 10 15 20 25 30
Residue number

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

g

g 4

N

186 195 200 205 210 215 220 225 230 235 240 5 10 15 20 25 30

Residue number Highlighted residues are those that

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

VAR ONAANARARNARNARNARNA— Ry BN

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

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

VCTFLRWAAEPEHDQRKRMGLKMLL | SALLTSLLYYMKRHKWSVLKSRKMAYRPPK VHNDVTVPDFSAYRREDVMDATTSSQT SSEDRKG

f. Max. deviation (see listing)

+ o+
*ox + o+ % ok 4 + L + +* 4+ 44
T ok kkkkk ok ok axx & kx ok kkkkx k%

g. G-factors

Dihedrals ]

[T T T T T T T LT
MC bonds [T T T T T T T T
MCangles [T T T
[T T T I T LT
[T T T T T LTI T T T I I

Mainchain  []

Overall {1

pdb3174_06.ps
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Residue properties
pdb3l74

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

N A B
S 8 8 38 8
| I I S|

Chi-1 abs. mean dev.

35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
[ep)

35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

=
o

Zeta abs. mean dev.
N A OO

35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130

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

d. Secondary structure & estimated accessibility

T e R R

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

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

FSYLVTATACVATAYAAKNVVTQF | SSLSASADVLALSK | EIKLSD | PEGKNVAFKWRGKPL FVRHRTQAE | NQEAEVDV SKLRDPQHDLDRVKKPEWV |

f. Max. deviation (see listing)

+ * + g 4k
* k% * Kk kkk kK Kk Kk Ak kxk

g. G-factors

MC bonds
MC angles

Mainchain

Overall

pdb3174_06.ps



PROCHECK

Residue properties

pdb3l74

Page 39

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

=
o
o

D o
o O

Chi-1 abs. mean dev.
N D
o O

135 140 145 150 155 160 165 170 175 180 185 190 195

15 20 25 30 35

Residue number

5 15 b. Absolute deviation from mean of omegatorsion
©

12
2 6
o 3
£
o

135 140 145 150 155 160 165 170 175 180 185 190 195
Residue number

15 20 25 30 35

c. C-aphachirality: abs. deviation of zetatorsion

=
o

Zeta abs. mean dev.
N A OO

135 140 145 150 155 160 165 170 175 180 185 190 195
Residue number

d. Secondary structure & estimated accessibility

) T

15 20 25 30 35

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

MR AN —

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

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

Al AAR EAANANA BN AAAAAR ‘ AANA ABABAAAAAA HE A
LVGVCTHLGCVPIANSGDFGGYYCPCHGSHYDASGR I RKGPAPYNLEVPTY  QFVGDDLVVVG

f. Max. deviation (see listing)

+
+* 4+ + ++ o+ + +* 4+ o+ + ko gk
Kk ok kkkk k* Kk k% Kk kxkk X x k% k% x  x kA%

g. G-factors
Phi-psi . EE EER RSN EEEREC N W TTEE ]

Chi3 & chi4 I
Omega [T
Dihedrals [T

[TTTTT
MChbonds  [TTTTTTTT
MCangles  [TTTTTTT]
[TTTTT
[TTTTT

Mainchain [T

Overall [1

I I [T
I I EEEEN
\ \ EEEEN
I I [TTTT]
I I [T,
135 140 145 150 1

BEAABAAAAAAAAAA
T T T T T
GRLMDR | RKWYYNAAGFNKYGLMRDD

************
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Resid t -

100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 20
&

36 45 50 55 60 65 70 75 80 8 90 95 100 105 110 10 15

Residue number
5 15 b. Absolute deviation from mean of omegatorsion
©
12
8 61
® 31
S
O 36 45 50 55 60 65 70 75 80 8 90 95 100 105 110 10 15
Residue number

10 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4
N

36 45 50 55 60 65 70 75 80 8 90 95 100 105 110 10 15

MC bonds
MC angles

Mainchain

Overall

Residue number Highlighted residues are those that

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

BNV 2AAVAVAA ENVARNAARR T TR
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

TLYEDDDVKEALKRLPEDLYNERMFRIKRALDL SLKHRI L PKEQWKYEEDKPYLEPYLKEV | RERLEREAWNKK

IHFGNLARVRHI I TY

f. Max. deviation (see listing)

g. G-factors
W ]

: s

HEED [T [
T T T T T T T T T T T T T T I T T I T T T T I T I T T T T TITTT O]
I T A A T T A T T T T T A A %
e e e e e e e e T T T T T T e T T P 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 I T T T T T T
G T T T L T T T T L T LT LT LTI O T
36 45 50 55 60 65 70 75 80 85 90 95 100 105 110 10 15
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3 3 8

Chi-1 abs. mean dev.
N A
o O

15
12

Omega abs. mean dev.
[ep)

=
o

Zeta abs. mean dev.
N A OO

Dihedrals

MC bonds
MC angles

Mainchain

Overall

K

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

17 25 30 35 40 45 50 55 60 65 70 75
Residue number

12 20 25 30 35

b. Absolute deviation from mean of omegatorsion

17 25 30 35 40 45 50 55 60 65 70 75
Residue number

12 20 25 30 35

c. C-aphachirality: abs. deviation of zetatorsion

=
~

25 30 35 40 45 50 55 60 65 70 75
Residue number

d. Secondary structure & estimated accessibility
D ANARNANNRNRNANNNN =A==

12 20 25 30 35

Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

U —AAVAE=AUANA

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

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

AAAAAAAAAATAAATIA
T T T T T T T T T T T T
SLSPFEQRA| PN I FSDAL PNVWRRFSSQVFKVAPPFLGAYLLY SWGTQEFERLKRKNPADYEN

f. Max. deviation (seelisting)
4

+
*

+ +  +++ +4 KT KE xR + + *+ + o+

g. G-factors
H M [ o

T T T T T R T T T T T T T T T AT T T T T T I I T
T T A A T T T T A T T A
e e e e A T e e T e T T T T T T
T T T T T T T T T T T T T T T T T T T T T T T T T I I
LTI T T T T T T T I T T T I T T T T T I ITITTTITITITIT]
17 25 30 35 40 45 50 55 60 65 70 75

ELVDPLTT I REHCEQTEKCVKARERLE
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Residue properties
pdb3l74

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

39 45 50 55 60 65 70 75

35 40 55 60 65 70 75

Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
[ep)

39 45 50 55 60 65 70 75

35 40 55 60 65 70 75

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

39 45 50 5 60 65 70 75

55 60 65 70 75

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

35 40
Residue number

d. Secondary structure & estimated accessibility

AR =———2ANAVAVAR = Vv Ve—V — =
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

LCDARVSSRSHTEEQCTEEL FDFLHARDHCVAHKL FNKLK

N : BANAAAAAA AAABIIAAAA AAABAAAAA
UUUUUU RPLLCRESMSGRSARRDLVAGI SLNAPASVR

nnnnnn
kkkkkk

uuuuuuu
nnnnnnn
kkkkkkk

f. Max. deviation (see listing)

+ * 4
*k K Kk kK

*******

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

g. G-factors

MChbonds []

Mainchain  []

Overall [1

[T T T
[T T TP T T
MCangles [T T
[T T IIITTTTT
[T I

\ \
I I
\ \
\ \
I I
5 35 40 5
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Residue properties
pdb3l74

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

N A D
S 8 8 38 8
| I I S|

Chi-1 abs. mean dev.

4 10 15 20 25 30 35 40 45 50 55 60
Residue number

b. Absolute deviation from mean of omegatorsion

=
(6)]

w o o
| I I I |

Omega abs. mean dev.

10 15 20 25 30 35 40 45 50 55 60
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

N

Zeta abs. mean dev.
N

4 10 15 20 25 30 35 40 45 50 55 60

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

d. Secondary structure & estimated accessibility

LGNV e NNV NN/ NZaaas
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

AAAAAAAATIA AAAAAABIAAAATI
T T T T T T T T T T T T
ALLRQAYSALFRRTSTFALTVVLGAVLFERAFDQGADA | FEHLNEGKLWKH | KHKYEASE

f. Max. deviation (see listing)

+ +
+* + + * + + o+
*******************************************************
g. G-factors
o Ave
i-psi 0.19
Chil-chi2 nn m L] 0.00
Chilonl 0.09
Chi3 & chi4 [T 0.47
mega N 0.59
Dihedrals [T T T I T T T T T T T T LT LTI T I T I T T T T T LT e ] [0 018
MCbonds T T T T T T T T ] 064
MC angles \\HHH\HHHHHHHH\HHH\HHH\H\HHHHHHHHHH0~43
Mainchain [T T I T T T T T T LT LT T T T T LTI [0 052
Overall [T T T T T T T T TP T T T I T T ITITTITTTTITITTTTTTTTTT] [ 032
4 10 15 20 25 30 35 40 45 50 55 60
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Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.

Black bars> 2.0 st. devs. from mean.
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Main-chain bond angles

pdb3l 74

CA-C-N CA-C-N
(except Gly,Pro) (Gly)
1499 — 1499 —
o) oy
& S
> >3
g 8
LL LL
101 106 111 116 121 126 131 101 106 111 TJ'F 121 126 131
O-C-N O-C-N
(except Pro) (Pro)
1499 — 1499 —_
> : oy
& ; S
> >3
8 | g
LL ; LL
108 113 118 123 128 133 138 107 12 17 12 17 152 157
C-N-CA C-N-CA
(Gly) (Pro)
1499 — 1499
> oy
& S
> >3
g 8
LL LL
105 110 115 EM 125 130 135 107 12 17 12 17 152 137
CA-C-O CB-CA-C
(Gly) (Ala)
1499 — 1499 —
o) oy
& S
> >3
g 8
LL LL
105 110 115 ;5‘125 130 135 5 100 105 1'!‘0‘ 115 120 125

Black bars> 2.0 st. devs. from mean.

9

Page 1

CA-C-N
(Pro)
1499 —
oy
&
>
8
L
101 106 101 116 D1 16 1
C-N-CA
(except Gly,Pro)
oy
o]
>
8
L
106 111 116 121 126 131 136
CA-C-O
(except Gly)
) :
o) |
>
g !
L i
105 110 115 120 125 130 135
CB-CA-C
(lleThr,vVal)
1499 I
oy
&
>
8
L
94 99 104 109 114 119 124

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)

pdb3l 74

N-CA-

C

(except Gly,Pro)

1499

14

Freguency

Frequency

9

6 101 106 111 116 121 126

1499

Freguency

Freguency

Black bars> 2.0 st. devs. from mean.
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o) g

>3 | |
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L A K

95 100 105 110 115 120 125

N-CA-CB
(therest)

1499 ——

oy

&

>3

g

S

LL

95 100 105 110 115 120 125

Page 2

N-CA-C
(Gly)
1499 ‘ ‘
5 |
o) |
> | |
g |
L i i
97 102 107 112 117 122 127
N-CA-CB
(lleThr,vVal)
1499 —
o) Pl
o) ]
>
g Pl
L 1| @
96 101 106 111 116 121 126

Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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RM S distances from planarity

pdb3l 74
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Histograms showing RM S distances of planar atoms from best-fit plane.
Black barsindicate large deviations from planarity: RMSdist > 0.03 for rings, and > 0.02 otherwise.

b signifies data points off the graph in the direction shown.
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Distorted geometry
pdb3l 74

Main-chain bond lengths

CA 1540 CB N 1451 CA
1.501 1.526
A Thr 156 FGly 10

Bonds differing by > 0.05A from small-molecule values. Vaues shown: "ideal", difference, actual

Main-chain bond angles

A Thr 347 B Gly 249 CAsn 27 CTyr 110 ClLys111 C Asn 207
N 125 ¢ N 112 ¢ N M2 ¢ N M2 ¢ N M2 ¢ N 1112 ¢
CA CA CA CA CA CA

E Gly 143 | Ala 74 N Thr 347 Olle 226 O Arg 227 P Tyr 110

P Asn 207 R Gly 143

Bond angles differing by > 10.0 degrees from small-molec values. Values shown: "ideal”, actual, diff.

Planar groups
CB CB CB CB CB B
0.032 0.046 0.031 0.038 0.037 0.046
A Tyr 47 A Tyr 414 A Tyr 416 A Tyr 434 B Tyr 122 CPhe 34
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Planar groups (contd)
cB cB cE ( B . iCB (
0.045 0.035 0.044 0.043 0.030 0.032
CTyr 76 C Phe 90 C His 98 CTrp 142 C Tyr 156 C His 197
cB cB cB cB cB 2
0.034 0.033 0.064 0.034 0.033 0.034
CTyr 224 C Tyr 380 D Tyr 33 D Tyr 90 D Tyr 149 D Trp 192
cB cB cB cB cB cB
0.032 0.037 0.033 0.031 0.032 0.043
D Tyr 221 GTyr 16 GTrp 38 H Phe 61 N Tyr 280 N Tyr 414
cB cB cB cB CB B
0.034 0.049 0.038 0.032 0.034 0.040
N Tyr 416 N Tyr 434 P Phe 34 PTyr 76 P His 98 PTrp142
i CB
CB CB CB CB CB
0.041 0.041 0.058 0.038 0.036 0.035
PHis 197 P Tyr 224 QTyr 33 QTyr 90 Q Tyr 220 STyr 20
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Distorted geometry
pdb3l 74

Planar groups (contd)

e

0.030
T Trp 38

Sidechains with RM S dist. from planarity > 0.03A for rings, or > 0.02A otherwise. Vaue shown iSRMS dist.
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