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Ramachandran Plot

0db3170
VA [0); SNV T .

SER 228 (O) A [ h'_
LEU3(Q) u o
ASBRBSIA) |4t

smlﬁ&dﬁé.w Y AR
| LS 2Rpf ™)

TR UNK 31 (1)
H ARBALTTICR) 156 (P} )
. m TYSTZ (E)
!SE_RPO (B
- 13537“)?%%%26&2;(—\/) ‘ “Pay, .. ‘

l- : | A 4 Ad
. l. IlI| -.l_ ‘ %3(5 * %ﬁllg%%(&

| r .A~#_. = . I [ = | = | s !

-180 -135 -90 -45 0 45 90 135 180

Phi (degrees)
Plot statistics
Residues in most favoured regions [A,B,L] 3108 86.9%
Residues in additional allowed regions [a,b,l,p] 425 11.9%
Residuesin generously allowed regions [~a,~b,~l,~p] 31 0.9%
Residues in disallowed regions 11 0.3%
Number of non-glycine and non-proline residues 3575 100.0%
Number of end-residues (excl. Gly and Pro) 37
Number of glycine residues (shown as triangles) 262
Number of proline residues 195
Total number of residues 4069

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

pdb3170
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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

pdb3170
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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.

pdb3170_02.ps



PROCHECK

Page 3
Ramachandran plots for all residue types
pdb3170
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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

pdb3170
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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
pdb3170

% 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 3575 86.9 71.9 10.0 15 BETTER
b. Omega angle st dev 4040 12 6.0 3.0 -1.6 BETTER
c. Bad contacts/ 100 residues 46 11 14.9 10.0 -14 BETTER
d. Zetaangle st dev 3791 1.0 31 16 -1.3 BETTER
e. H-bond energy st dev 2718 0.8 1.0 0.2 -1.0 BETTER
f. Overall G-factor 4069 0.3 -0.7 0.3 3.3 BETTER
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Side-chain parameters
a. Chi-1 gauche minus b. Chi-1 trans
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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 461 12.6 25.0 6.5 -19 BETTER
b. Chi-1 trans st dev 1063 12.3 24.6 53 -23 BETTER
¢. Chi-1 gauche plus st dev 1659 115 232 4.9 -24 BETTER
d. Chi-1 pooled st dev 3183 12.0 239 4.8 -25 BETTER
e. Chi-2 trans st dev 1051 12.9 24.5 5.0 -23 BETTER

pdb3170_05.ps




PROCHECK

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

% 100
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5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 8 8 90 95 100
Residue number
5 10 b. Absolute deviation from mean of omegatorsion
©
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e
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S
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5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N
1

5 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

SR = e Sm— A\ e e e

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

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

AAAAAAAABAAAAAA AAAABAAARL A AAAAAATIAR BAAREAAAAAAAAAA FABAFAAAAAAA
T T T T T T T T T T T T T T T T T T T T
AATYAQTLQNI PETNVTTLDNGLRVASEESSQPTCTVGVWI GAGSRY ENEKNNGAGY FVEHLAFKGTKKRPCAAFEKEVESMGAHFNGY TSREQTAFY I K

f. Max. deviation (see listing)

+
++ * * + +++4+ * + + K + + + o+ +*
************************************** * Kk ko * k% K

Chi3 & chi4
Omega

Dihedrals ]
MChbonds [
MCangles []
Mainchain  []

Overall I
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Residue properties
pdb3170

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200

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

d. Secondary structure & estimated accessibility

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

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

EAAAAAAAAAAAAAAAAABRIANAAAAAAAANA  AAMAMAAAAAAAABMNAAAANAAAANAAATIA. TIAAAAAAA  AAAAAATAAAAAAAAAAAATIAAAAAAAAAA
AL SKDMPKVVELLADVVQNCALEESQI EKERGV | LQELKEMDNDMTNVTFDY LHATAFQGTALARTVEGTTEN | KHLTRADLASY | DTHFKAPRMVLAAA

f. Max. deviation (seelisting)
6

. +
o ++ *+ * 4+ + +++ + * +% + +
Kkk kKKK Kk ok Kk k K Kk kKK KAKK Kk KxkK Kk ok Kk kk * % * *

g. G-factors

Chi3 & chi4
Omega
Dihedrals

[T
MChbhonds [T]
MCangles [

[T
[T

Mainchain

Overall
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Residue properties
odb3I 70

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300

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

d. Secondary structure & estimated accessibility

A e AN\ R A

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

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

AAAAAAAAAAAAATIR BEAAAAABIAAAAAAAAAAAAA A BAAAAAAAAAAAAAAA AATIRIAA
T T T T T T T T T T T T T T T T T T T T
GG| SHKELVDAARQHFSGVSFTYKEDAVP | LPRCRFTGSE | RARDDAL PVAHVALAVEGPGNADPDNVVLHVANA | | GRYDRTFGGGKHL SSRLAALAVE

f. Max. deviation (see listing)

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

Phi-psi . m| T

[e]e)
2.3
=
sg
N
]
=

Chi3 & chi4
Omega
Dihedrals ]

[T T I T I [T T T T T T I
MC bonds [T T T T T T
MCangles [T
[T T T I T I T TITITITTTTT
[T T T T T I T IT T TTITITITTTTT

Mainchain  []

Overall I
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Residue properties e
pdb3170

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400

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

d. Secondary structure & estimated accessibility

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

AAAAAAABAAAAAAAAAAAAAAAAAAAATIRL BEAAAAAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
HKLCHSFQTFNTSYSDTGL FGFHFVADPL S| DDMMFCAQGEWMRL CT STTESEVKRAKNHLRSAMVAQLDGTTPVCET I GSHLLNYGRR | SLEEWDSRI S

f. Max. deviation (see listing)

+ * + *+
* * * * ok

+
+
+
+
+
+
+
+
+
+

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

g. G-factors

Chi3 & chi4
Omega
Dihedrals ]

[ [
MChbonds [] } }
[ [
[ [

MCangles []
Mainchain  []

Overall
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Chi-1 abs. mean dev.

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Residue properties

Page 5

0db3170

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

80
60
40 -
20

405 410 415 420 425 430 435 440

20 25 30 35 40 45 50 55 60 65

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

405 410 415 420 425 430 435 440

20 25 30 35 40 45 50 55 60 65

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

405 410 415 420 425 430 435 440

20 25 30 35 40 45 50 55 60 65
Residue number

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

d. Secondary structure & estimated accessibility

A T

Key:- <™ Helix

I =

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

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

AVDARMVRDVCSKY | YDKCPALAAVGP | EQLLDYNRI RSGMYWI

f. Max. deviation (see listing)

g. G-factors

o sifiiicin:
[ [ [

T T T T T T T T T T T T T T T T T T T TC]

BN AEENANENENENENANENNEMENENENE  HNEEENEREEN

[T T T T T T T I T T T T T T I T I T T T TTITTT

T I T T I T T T IT T T T T TTITTTIT I
405 410 415 420 425 430 435 440

: ‘ A AAABAAABAAAAA AANTIA AAAAAARIEL 4
GAEDLEI TKLPNGL | IASLENFSPASRIGVFIKAGSRYETTANLGT

******************
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=
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o

80
60
40
20

Omega abs. mean dev. Chi-1 abs. mean dev.
N A O ©

Zeta abs. mean dev.
N A OO

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

K
Page 6

Residue properties
pdb3170

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

66 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

66 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

AAAR
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)

Yo+t 4 + o+ ++ * + * + +4+ K4 ok kg g *oopk g4 4 * ok + +
*kk ok K kkk kK ok kkkk* kK Kk ok K kk*k Ak KKkkKA KKK KkK K Kk* kkk Kk KkkkK * Ak * %

g. G-factors
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Chi-1 abs. mean dev.

Residue properties e
pdb3170

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

80
60
40 -
20

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.
N

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

Zeta abs. mean dev.
N

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

Chi3 & chi4
Omega
Dihedrals
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

B e N

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

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

AAA
AAYKTALANPLYCPDYRIGK | TSEQLHHFVQNNFTSARMALVGI GVKHSDLKQVAEQFLN I RSGAGT SSAKATYWGGE | REQNGHSLVHAAVVTEGAAVG

f. Max. deviation (see listing)

*
+
*
*
+
T
*4
*
+
*
+
* 4
+
T
>
+
*+
+
*4
x4
*
*+
Lx x4
*
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Residue properties
pdb3170

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

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

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

I N/ e mm— NN

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

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

AAAFRAAAAAAAAA B AAATIE AAABAAAAA  AAAAABIAABAAAAARIAAAATI AAAAAAAAAAAAAAR
T T T T T T T T T T T T T T T T T T T T
SAEANAFSVLQHVLGAGPL | KRGSSVTSKLYQGVAKATTQPFDASAFNVNY SDSGL FGFY T | SQAAHAGEV | RAAMNQL KAAAQGGV TEEDVTKAKNQLK

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals [T

[TTTT
MC bonds H\}HH
[TTTT
[TTTT

MCangles [
Mainchain [T

Overall
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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 10 b. Absolute deviation from mean of omegatorsion

E 61

8 49

® 21

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

E o

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

NS SRR T = T

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

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

AAAAARAAAA ARERAAAAAAAAABAAAAAAAAAAAAAAA IR BAAAAAA
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 (see listing)

+
* %

g. G-factors
Phi-psi . T H u . "
Chil-chi2
Ch3 &'chia HJ
Omega [
Dihedrals [T T TR T T T T T T T T T T LT T T T T T T T T T T T LT T T [T TTITTTTITTTT
o e e e FEFT
Mainchain [T T T T I T T T T T L LT T T T T T LT LTI T TIIIITITT]
Overall [T LI T LI LI T L R L L LT L L LI L LI LTI 1] NENERENEERNRRENE
366 375 380 385 390 395 400 405 410 415 420 425 430 435 5 10 15
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Residue properties
pdb3170

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

& 100
%80
£ 60
g w0
< 20
o
17 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g o
E 6-
g 4
P 21
£
© 17 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
RS
S
17 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
: ‘ ‘ : ‘ ‘ AAAAARAABAAABAAAAAAAAAATRAAR ‘ : ‘ ‘ : A AAARIAAAAAA
NSL IDLPAPSN| SAWMFGSLLAVCLMTQILTGLLLAMHYTADTSLAFSSVAHTCRNVQYGWL | RNLHANGASFFFICI FLHIGRGLYYGSYLYKETWNT
f. Max. deviation (see listing)
+67 +
R T S S S S T SR ST I f P
g. G-factors
Phi-psi (T ] [ BT
Chil-chi2
i i e :
Omega [T [T [T [
Dihedrals  [(TTT T T T I IT T T T I T T T T O T T LT T T T T T T T TP T TP T T TP T TP T
MCbonds T T T T 1
MCangles [T e P P P T T
Mainchain (T T T T T I T T T T T T O T TP T TP T T T T T T TP TP T T T I T
overdll [T LI LI T IO T T T T T L L T L I LT T T T T T T LT T T T T ]
17 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115

pdb3170_06.ps
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Page 11

Residue properties
pdb3170

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.
N

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

Zeta abs. mean dev.
N

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

AAABAAAAAAANAAAAAAAANANA ABAAA
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)

+ + * *ok ok pok 4ok + *4 4 ++ ++ +
* % % Kk kA kKk Kk EAKKAKKA KK Kk ok Kk ok kkkk x  kk Kk

g. G-factors

Chi3 & chi4
Omega
Dihedrals [T

[TTT
MChbonds  [TTTTT]
MCangles  [TTTTTT
[TTT
[TTT

Mainchain [T

Overall [1

pdb3170_06.ps
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Residue properties
pdb3170

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

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

Zeta abs. mean dev.
N A OO

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

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

BAAAAAAAAAAAAAA  AAAAAAAAAAAANATIAAAA AAAAAAAIAAAIAAAAAAAAAAAAAAAAAAAAIIIAA AAAAAAATAAAAANAAATANAAAATIA
DK I PFHPYYSFKDILGLTLMLTPFLTLALFSPNLLGDPENFTPANPLVTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAASVLILFL | PFLHKSKQRTM

f. Max. deviation (seelisting)
5

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

Chi3 & chi4
Omega
Dihedrals ]

[TTTTTTTTT
MChbonds  [TTTTTTT 1]
MCangles [T [T
[TTTTTTTTT

c
[TTTTTTITT

Mainchain  []

I I

I I

[T
Overall [ I [T,
217 225 230 2
C = cis-peptide

pdb3170_06.ps
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R . d t Page 13

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

o

% 80

£ 60

g w0

< 20

o

317 325 330 335 340 345 350 355 360 365 370 375 380 5 10 15 20 25

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

8 4

o 2

S

o 317 325 330 335 340 345 350 355 360 365 370 375 380 5 10 15 20 25
Residue number

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

g

E o

g 4

N

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

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

AN NN ANl =

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

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

TFRPLSQTLFWLLVANLL | LTWIGSQPVEHPFI | IGOMASLSYFTILLILFPTIGTLENKMLNY GELELHPPAFPWSHGGPL SALDHSSV

f. Max. deviation (see listing)

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

g. G-factors

I I [ I [ I
I I H i H I
\ \ ] il ] \
I I [ I [ I
[ [TITT1 : T LI TITTTT,
317 325 330 335 340 345 350 355 360 3
C = cis-peptide

pdb3170_06.ps
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Residue properties
pdb3170

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

27 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

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

Zeta abs. mean dev.
N

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

A e - G s A\ e

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

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

RRGFQVYKQVCSACHSMDYVAFRNL | GVTHTEAEAKALAEEVEVQDGPDENGEL FMRPGK | SDY FPKPY PNPEAARAANNGAL PPDL SY | VNARHGGEDY

f. Max. deviation (see listing)

+
*
*

*~y- ©  *
*

+ 4% 4
K Kk kK

Fer

g. G-factors

Phi-psi

Chil-chi2 | ! - H". o
Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

\
\
\
\
‘\ T T T T T T T T T T
27 35 40 45 50 55 60 65 70 75 80 8
C = cis-peptide

o1
o0 DO O

pdb3170_06.ps
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Residue properties
pdb3170

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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.
N

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

Zeta abs. mean dev.
N

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

e i me AV NANANANS

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

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

AABAAAABAAAAAA  ABTEAAAAAAAAAAAAAAAAATIAABAAAAAA
T T T T T T T T T T T T T T T T T T T T
VFSLLTGYCDPPAGVVVREGLHYNPYFPGQA | GMAPPI YNE | LEYDDGTPATMSQI| AKDVCTFLRNVAAEPEHDQRKRMGLKMLL | SALLTSLLYYMKRHK

f. Max. deviation (see listing)

+ + + ++ + o+ 4+ + + + kg ++ 4+ +
* * x % % xk ok ok k% Kk kK Kk Kk kkkkx kK x Kk Kk kk* *%k *

g. G-factors

Chi3 & chi4
Omega
Dihedrals [T

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

Mainchain [T

Overall [1

pdb3170_06.ps



PROCHECK

Resid tl e
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
. b. Absolute deviation from mean of omegatorsion
g
5 %
£ 6
8 4
® 21
£
O 27 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
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
NG = E =™ N/
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
WSVLKSRKMAYRPPK VHNDVTVPDFSAYRREDVMDATTSSQT SSEDRKGFSYLVTATACVATAYAAKNVVTQF | SSLSASADVLALSKIE
f. Max. deviation (see listing)
g. G-factors
Phi-psi [l - EEEES
Chil-chi2 ]
gﬂégg;c i4 # H H

Dihedrals  [TTTTTTTTTTTTTT]

[
[
[TTT
MC angles [T
[TTT
[TTT

Mainchain  [TTTTTTTTTTITTT]

Overall

[

[

[

[
AERREREERER NN B
227 235 240 5

pdb3170_06.ps
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Residue properties
pdb3170

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

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

10

©

3 87

E 6

8 4-

2 2

=

S 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

Zeta abs. mean dev.
N A OO

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

T oo S o

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
i WWWWWWWNWWWMM‘NW‘ ’_l/\/‘\l_l/\/\/‘\/\l_l/\‘
| KL SD | PEGKNVAFKWRGK PL FVRHRTQAE | NQEAEVDV SKLRDPQHDLDRVKKPEW | LVGVCTHLGCVP I ANSGDFGGYYCPCHGSHYDASGR | RKGP

f. Max. deviation (see listing)

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

g. G-factors

Chi3 & chi4
Omega
Dihedrals ]

[T TTIT T T I
MC bonds [T T T T T T T
MCangles [T T T
[T T ITTTT
[T T IT I T

Mainchain  []

Overall [1

pdb3170_06.ps




PROCHECK

Resid t -

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

o

% 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

5 10 b. Absolute deviation from mean of omegatorsion

E 61

8 49

® 21

S

O 176 185 190 195 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

176 185 190 195 15 20 25 30 35 40 45 50 55 60 65 70 75

Residue number Highlighted residues are those that

MC bonds
MC angles

Mainchain

Overall

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

,— ™ VAN N\ — N BN AN AN NS

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

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

/‘\J AFAAA] : : V\/\/‘\ EAAAAAAAAAAAAA _AAAA _AAAAAAAARIAAAAAAAAANAAAAAAAAAANAAAANAAAAAAATAAAAAA
APYNLEVPTYQFVGDDLVVVG GRLMDR | RKWYYNAAGFNKYGLMRDDTLYEDDDVKEALKRLPEDLYNERMFRI KRALDL SLKHRI LPKE

f. Max. deviation (see listing)

pdb3170_06.ps
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Residue properties
pdb3170

Page 19

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

79 8 90 95 100 105 110

10 156 20 25 30 35 40 45 50 55
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

79 8 90 95 100 105 110

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

79 8 90 95 100 105 110

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

G ——NANANNNRNNANNY

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

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

QWKYEEDKPYLEPYLKEV | RERLEREAWNKK

f. Max. deviation (see listing)

+

[T T T I IIITITTTTTTT
MC bonds [T T T T T T ]
MCangles [T T
[T T T IIIIITTTTTTT
[TTTTTTTI T I I TTTTITT

Mainchain  []

Overall [1

AAAAAAAAAAAANTNAAANAABABAAATIIAAAAAAAAAAAAAAAAAAAA

T T T T T T T T T T
IHFGNLARVRHI | TYSLSPFEQRA | PN | FSDAL PNVWRRFSSQVFKVAPPFLGAYLLY

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

pdb3170_06.ps




PROCHECK

Resid t -

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

o

% 80 -

g 60

8 401

< 20

&

60 65 70 75 80 15 20 25 30 35 40 45 50 55 60 65 70 75

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

8 4

o 2

S

O 60 65 70 75 80 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

60 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 G H ——AAAGAAVAAN G AVAUANAA g
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

SWGTQEFERLKRKNPADY ENDQ EEEELVDPLTT | REHCEQTEKCVKARERL ELCDARVSSRSHTEEQCTEEL FDFLHARDHCVAHKL FNK

f. Max. deviation (see listing)

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

Dihedrals ]

[T
MC bonds [T T[T T I T T TTTT]
MCangles [T
[TTTTITTTITTITTITIIT
[TITTITITTITITTITIIT ]

Mainchain  []

Phi-ps [ W] (o || H
\
\
I
I
\
\
\

Overall {1

pdb3170_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

77 35 40 55 60 65 70 75 10 15 20 25 30

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

8 4

o 2

S

O 77 35 40 55 60 65 70 75 10 15 20 25 30
Residue number

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

&

© 8

E o

g 4

N

77 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

T ! | C_——> I ARNP—ARARNANANNR
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

A 4AAAAAAAﬂDAAAAADAAAA;AA¢[BAAdD, AAAAAAAABIAAAAAAAAAAAAA
‘ ‘ ‘ ‘
LK UUUUUUUUUUUUUUU  RPLLCRESMSGRSARRDLVAGI SLNAPASVR ALLRQAY SALFRRTSTFALTVVLGAVLFER
nnnnnnnnnnnnnnn
kkkkkkkkkkkkkkk

f. Max. deviation (see listing)

+* *ookox * ok * o4 + *o4 kg + *obtd 4+ o+ +
* % * xx * * *  kxxk * %k xkxkxkkkk ok *

a4

g. G-factors

Phi-psi
Chil-chi2 0 H:H i
Chilonly

Dihedrals [T]

MC bonds
MC angles

Mainchain  [T]

I

I

1
Overall [ [
77 3

pdb3170_06.ps



PROCHECK

=
o
o

80
60
40
20

Omega abs. mean dev. Chi-1 abs. mean dev.
N A O ©

Zeta abs. mean dev.
N

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Resid t .
a. Absolute deviation from mean Chi-1 value (excl. Pro)
34 40 45 50 55 60 3 10 15 20 25 30 35 40 45 50 55 60
Residue number
b. Absolute deviation from mean of omegatorsion
34 40 45 50 55 60 3 10 15 20 25 30 35 40 45 50 55 60
Residue number
c. C-aphachirality: abs. deviation of zetatorsion
34 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

g v mm—m—

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

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

AAMAAAAAATIA AAAAAAAANTRIRIA AAAAAATIAAAAAAAAAAA  AAAAAAAATIAAAAAA AAAAAAAA
T T T T T T T T T T T T T T T T T T
AFDQGADA | FEHLNEGKLWKH | KHKY EASEE TYAQTLQNI PETNVTTLDNGLRVASEESSQPTCTVGVWI GAGSRY ENEKNNGAGY FVEH

f. Max. deviation (see listing)

++ + o+ + 4* * * 4t + * 4 * * ++ +4*
kK E Kk KK K x Kk kK% Xk ok xk ok kkkxkkk K kk K kkx kK kk* Kk Kk Kk k KAKAKXK

g. G-factors

pdb3170_06.ps
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Residue properties
pdb3170

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

62 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

Omega abs. mean dev.
N

62 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

Zeta abs. mean dev.
N A OO

62 70 75 80 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

d. Secondary structure & estimated accessibility

S GNAZS = NN IR NN

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

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

f. Max. deviation (see listing)

*
*

+ ok + + + * ok *o+ * 4 * 54 + o+ H+F 4+ + + * *x
* KKk K Kk kK K kK Kk kK Kk Kk Kk kkkk Kk Kk Kk Ko kkkkkkkk Kk kkkk K Kk Ak *kok *

b o %4

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdb3170_06.ps
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Residue properties
pdb3170

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

162 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

162 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

162 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260

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

d. Secondary structure & estimated accessibility

—— A2 AN e AN e

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

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

ALARTVEGTTENIKHLTRADLASY | DTHFKAPRMVLAAAGG | SHKELVDAARQHFSGVSFTYKEDAVP | L PRCRFTGSE | RARDDAL PVAHVALAVEGPG

+
+ *
* +9 + +* + +* Ok pq * + + +

* * kKKK RK KAk KKK * % Kk KK KKK KA KKK * *
.

f. Max. deviation (seelisting)
4 +

*+
*+
sy
*4
+

g. G-factors

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdb3170_06.ps
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Residue properties
pdb3170

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

262 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

262 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

262 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360

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

d. Secondary structure & estimated accessibility

NN R AN — S AANANAN

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

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

WADPDNVVLHVANA | | GRYDRTFGGGKHL SSRLAALAVEHKLCHSFQTFNTSY SDTGL FGFHFVADPL S| DDMMFCAQGEWMRL CTSTTESEVKRAKNHL

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals [

[TTTT
MChbonds  [TTTTT]
MCangles  [TTTTTT
[TTTT
[TTTT

Mainchain  []

Overall {1

pdb3170_06.ps



PROCHECK

Resid t .

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

o

% 80 -

g 60

8 401

< 20

o

362 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 18

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

£ 4

o 2

S

O 3 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 18
Residue number

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

g

E o

g 4

N

362 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 18

Residue number Highlighted residues are those that

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

A oo — U T

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

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

AAAAAANTIR BAAAAAAAAAAAAAAAAAAAAAAAAAATINAAAAAAAAA
T T T T T T T T T T T T T T T T
RSAMVAQLDGTTPVCET I GSHLLNYGRR| SLEEWDSR | SAVDARMVRDVCSKY | YDKCPALAAVGP | EQLLDYNRI RSGMYWI CPGAEDL

f. Max. deviation (see listing)

++

g. G-factors
Phi-psi [ | l_EEEN
BTty m m m u o
Chi3 & chi4 [ [ [ [ [
Omega [ [T [T [ [T
Dihedrals [T T T T T T T I T T T T T T T IO T O TP T O T TP T T T T T TP T T T LTI T T T T [ETTTT]
ek R AMERENEENERBNSENERBESENENSNSENERSSSENSNSNSENSNSESENSNSESEESRSEEC" ERBESEESRERE HHHH
Mainchain [T T T T T I T T T LT T T T T T TP T T T T T T T T T T T T T T TTT] [TTTTTT]
Overall LTI T I T T T T T T I T T T I T T T T T I T T T T T T I T T T I T T T T T TITTTITTTIT] [IITTTT
362 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 18

pdb3170_06.ps




PROCHEC

=
o
o

80
60
40
20

Chi-1 abs. mean dev.
N A OO ©

Omega abs. mean dev.

Zeta abs. mean dev.
N

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

K
Page 27

Residue properties
pdb3170

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

25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120
Residue number

b. Absolute deviation from mean of omegatorsion

25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

25 30 35 40 45 50 55 60 65 70 75 80 8 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

=/ /N T = N\

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

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

ABEENAAA AAAABAAABAAAABIA AAABIA BAAAAAAREL A ‘ ‘ : ‘ AAAE AAMMAAABARAAAAAANBAAAAAAAAAAAAA
EITKLPNGL | IASLENFSPASRIGVFIKAGSRYETTANLGTAHLLRLASPLTTKGASSFRI TRGI EAVGGSL SVYSTREKMTYCVECLRDHVDTVMEYLL

f. Max. deviation (see listing)

**********************
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Residue properties
pdb3170

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220

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

d. Secondary structure & estimated accessibility

NVTTAPEFRPWEVTDLQPQLKVDKAVAFQSPQVGVLENLHAAAYKTALANPLYCPDYRIGK | TSEQLHHFVONNFTSARMALVGI GVKHSDLKQVAEQFL

f. Max. deviation (see listing)

. . +
* 5 ko4 *ot4+ o+ ok g + k4 kg + + *5 * 4
** x Kkk Kk KKK RK K KAK KKK KK KKK KKK K *xkk x x * %

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdb3170_06.ps



PROCHECK
Page 29

Residue properties
pdb3170

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320

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

d. Secondary structure & estimated accessibility

R ==pem— S/ \N\/ e /N —

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

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

N EAAARBAAN BAAAAN BAAAAAAAIAA AAABAAAAAAAAAA B /\/\/N_H AAABAAAAA  AAAAABABRNAAAAAAAAATIE
N1 RSGAGT SSAKATYWGGE | REQNGHSLVHAAVVTEGAAVGSAEANAFSVLQHVLGAGPL | KRGSSVTSKLYQGVAKATTQPFDASAFNVNY SDSGL FGF

f. Max. deviation (see listing)

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

g. G-factors
Phi-psi . (R EEE H I [} H H o

it .

[

[

[

[

[

Chi3 & chi4
Omega
Dihedrals

MC bonds I
MC angles [

Mainchain [T

[1T
[T
[T
[1T
Overall [ITTTTTITT

N

[T I H I
T I EEEEN
EEEE] \ EEEEN
[TTT1 I [TTTT]
[TTTT [T TTTTRITIIT,

225 230 235 240 245 250 2
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Omega abs. mean dev. Chi-1 abs. mean dev.
N A O ©

Zeta abs. mean dev.
N A OO

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

=
o
o

80
60
40 -
20

Page 30

Residue properties
pdb3170

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

325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420
Residue number

b. Absolute deviation from mean of omegatorsion

325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420

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

d. Secondary structure & estimated accessibility

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

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

AAAAARINAA  AAAAAAAAAAAAAARL  AAAAAAAAAAAAAAAAAABIIAAAA AAAAA AAAIII ARARAAAAAAAAABMNAAAAAAAAAAAAAA _AAAA
YT I SQAAHAGEV | RAAMNQLKAAAQGGV TEEDVTKAKNQLKATYLMSVETAQGLLNE | GSEALL SGTHTAPSVVAQK | DSVT SADVVNAAKKFV SGKK SM

f. Max. deviation (see listing)

*************************************************************
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PROCHECK

Resid t -

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

o

% 80 -

g 60

8 401

< 20

o

425 430 435 2 10 15 20 25 30 35 40 45 50 55 60 65 70 75

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

8 49

® 21

S

O 475 430 435 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

425 430 435 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

= AR VNN AN

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

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

BEAAAAAAARIAAAAAARRIIAAAAAAAAIAAAAA AAAAAFAABIAAATIAAAAAAAAAARIARIR
AASGDLGSTPFLDEL APNI RKSHI‘DL LKMI‘ NNSL I‘ DL PAI‘DSNI SAWNNF(‘SSLLA\‘/CLMT("‘)I LTGILLLAM}‘-iYTAD';'SLAF‘SSVAH‘i'CRNV("\)Y
f. Max. deviation (seelisting) .
67 +
g. G-factors
S Loz n L | B l«H 5
Chilonl
Chi3 & chi4 I
Omega [
Dihedrals  [TITTITITTIITTIT1T] A T T T T T T T T T T T T T T T T T I T T T T I T T T T T T T T T T
MCape HHHHHHHHH B B B B M MM AN BN AN BB R R A RE R R
Mainchain  [TTTTTTITITITI1T] 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 T TTTTT
Overall [ITTTTTITTTTTITITTT] EEEEEEEENEEEEEEESESEEEEE SN NSNS EE NN NN NN NN R NN
425 430 435 2 10 15 20 25 30 35 40 45 50 55 60 65 70 75
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Residue properties
pdb3170

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

77 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

Omega abs. mean dev.
N

77 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

Zeta abs. mean dev.
N

77 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

WA VA VA VA VA VA VA VAt VAN A VA VA VA VA Weei) WA W V=
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

AAABIAAAAAA
T T T T T T T T T T T T T T T T
GWL | RNLHANGASFFFICIFLHIGRGLYYGSYLYKETWNTGV I LLLTLMATAFVGYVL PNMGOMSFWGATV | TNLFSA I PY | GHTLVEWAWGGFSVDNPTL

f. Max. deviation (see listing)

+ + o+ 4+ + *ok + ++ *KGk ko + ++ +
X kkkkkk Kk Kk k% %k k% %k ok xkkk K kkk Kk KKk Ak kAk* Kk KRKAKE KK KKk * ok * ok

Chi3 & chi4
Omega

Dihedrals [
MChbonds |
MCangles |
Mainchain |

Overall [

993
9

SS

N

H

==

|

=

==

=

O O ] e
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=
o
o

80
60
40
20

Chi-1 abs. mean dev.

Page 33

Residue properties
pdb3170

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

177 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275

Omega abs. mean dev.
N A O ©

Zeta abs. mean dev.
N A OO

Residue number
b. Absolute deviation from mean of omegatorsion

177 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

177 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275

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

d. Secondary structure & estimated accessibility

MNNNNANL — e ANANANAZ N\ — s —

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

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

AAAAABAAAAAAAAAAAAAD  AAAAAAAAAAAAAABAAAA AAAAAAATIAAATAAAAAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
TRFFALHFLLPFAITAGITI IHLTFLHESGSNNPLGI SSDSDK | PFHPYYSFKD I LGLTLMLTPFLTLALFSPNLLGDPENFTPANPLVTPPHIKPEWYFL

f. Max. deviation (see listing) .
5
S T TRUTE ST U S S L2 S S S St S Se SR SO P
g. G-factors
Phi-psi EEEEEE| : [ ]
Gfte O § m i
Chi3 & chi4 Il I I [ I
Omega [T [ [1 [ [T
Dihedrals [T T T T T T T L T LT T LT P T L T T T T P L T T TP T T TP LT T T T T
MChbonds [T T T T T T T P T P P P P T P T P T P P P P P T P T T P T PP
MCangles [T T e e e e P P e e P P T T T P T T T T
Mainchain [T T T[T TP T T T T P L T T T T T L T L LT T T T T T LTI
Overall \‘HHHH‘H\\\‘\HHHHHHH‘\HH‘H\HHHHHCH‘\HHHHH\H\‘H\H‘HHHHH‘HHHHH‘HHHHH‘H
177 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275
C = cis-peptide

pdb3170_06.ps




PROCHECK

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

277

Omega abs. mean dev.
N A O ©

Zeta abs. mean dev.
N A OO

277

Chi3 & chi4
Omega
Dihedrals

Page 34

Residue properties
pdb3170

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

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

277

285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

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

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

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

AAAAAAAAIIIAA AAAAAAATINAAAAAAABIAATIAAARAAAAAAAAAAAAANAAAAAAAAA  AAATIAAAAAAA  AAAAAAAAAAAARIAAAAL  AAAAA
FAYAI LRSI PNKLGGVLALAASVL I LFL | PFLHKSKQRTMTFRPLSQTLFWLLVANLL I LTWIGSQPVEHPFI | IGQMASLSYFTILLILFPTIGTLENK

f. Max. deviation (see listing)

+

++ * * ok * o + ++ + + *x + oo+
Kk kkEEREKK K KkkxAkK  * Kk _*% P * %k ok * xxx * % % Kk Kk kkk Kk

g. G-factors

MChbonds []

MCangles []

Mainchain  []

Overall {1

277

\ \
I I
\ \
\ \
I I
285 290 295

C = cis-peptide
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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

377 5 10 15 20 25 30 35 40 45 50 5 60 65 70 75 80 85

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

8 4

o 2

S

O 377 5 10 15 20 25 30 35 40 45 50 5 60 65 70 75 80 85
Residue number

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

g

g 4

N

377 5 10 15 20 25 30 35 40 45 50 5 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

O e G ——8

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

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

AAATAANTIAAA _— AAABIAAAAAAAA AAAAANBABAAABIAAAAAAAAA BIRAAAAAAAAAAAAAAAAR AAA AAAAAA A
MLNY GELELHPPAFPWSHGGPL SALDHSSVRRGFQVYKQVCSACHSMDYVAFRNL | GVTHTEAEAKALAEEVEVQDGPDENGEL FMRPGK

f. Max. deviation (see listing)

+ + kg4 k4 + + ++* 4k gk + * * ok + +
Xk kA kkk Kk kxk Kk Kk K Kk K KKK KKKKAKAKK * * *x x

i

g. G-factors
(F;*p]ii- -Scihi 2 % [T T e o H 5 H>J
Chilonly

Dihedrals [T1T W

A T T I T I T T T T I T T I I T T TP ITTTTTTTTT LT

MC bonds A T e P T TP PP P P TP TP TP P T T T T T
MC angles A e P T P P T T T T T T P P A T T T T T T P P T T T T
[EEEEEEEEEEENEEE NN NN NN

T T T LTI T T T T T T T T T ITTL L T I T T I T T AT I I ITTTT

Mainchain  [TT1T]

[

[

l
Overall [rrm [
377 5
C = cis-peptide
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Residue properties
pdb3170

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

87

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.

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

Zeta abs. mean dev.
N

87

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

S T A o R T Y

Key:- <™ Helix

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

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

T T T T T T T T T T T T T T T T T
| SDY FPKPY PNPEAARAANNGAL PPDL SY | VNARHGGEDYVFSLLTGYCDPPAGVVVREGLHYNPY FPGQA | GMAPPI YNE | LEYDDGT PATMSQ| AKDV

f. Max. deviation (seelisting)
* 0

+
* Kk

***********

Chi3 & chi4

Omega

Dihedrals [T

MChbhonds [T]

MCangles [

Mainchain [T

Overall [1

REEN
TTTT]
EEEN
[TTTT
[TTTT
87 95 1
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Residue properties
pdb3170

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

& 100
% 80
£ 60
g w0
< 20
o
187 195 200 205 210 215 220 225 230 235 240 5 10 15 20 25 30 35
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 @
E 6
£ 4
o 2
£
O 187 195 200 205 210 215 220 225 230 235 240 5 10 15 20 25 30 35
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
-g 8_
£ 67
g 4
LY
S
187 195 200 205 210 215 220 225 230 235 240 5 10 15 20 25 30 35
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
AR AAARNARNARNAARNRNAL>—  Ref® AN
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
CTFLRWAAEPEHDQRKRMGLKMLL | SALLTSLLYYMKRHKWSVLKSRKMAYRPPK VHNDVTVPDFSAYRREDVMDATTSSQT SSEDRKGF
f. Max. deviation (see listing)
g. G-factors
Phi-psi . EENEEEN NN M T M
Chil-chi2 1] [] [
chi3 8 s ﬁ H ﬂ #
mega [ [ [T [T
Dihedrals  [(TT T T T T T II T I T T T T I I TP T I TITT101 1] T T I T T T T I T T T T T T T TTT]
MCbonds T T T T T T I T T T A
MCangles [T T T P P T A T T T
Mainchain [T T T T I T T T T T T T TP T I TI0 1 T T T T T T T T T ITTTITT]
L0 T T T R OO L L LI T LI T T LTI
187 195 200 205 210 215 220 225 230 235 240 5 10 15 20 25 30 35

pdb3170_06.ps
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Residue properties
pdb3170

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

& 100
%80—
g 60
8 401
< 20+
o
36 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 8
E 6
£ 4
o 2
£
© 3 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
-g 8_
£ 67
g 4
LY
S
36 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
e it 04
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
SYLVTATACVATAYAAKNVVTQF | SSLSASADVLALSK I EIKLSD | PEGKNVAFKWRGKPL FVRHRTQAE | NQEAEVDV SKLRDPQHDLDRVKKPEWV | L
f. Max. deviation (see listing)
g. G-factors
(F;p]ii- -Scihi 2 H H NS NEES SENEEE S
Chilonl
Chi3 & chi4 [
mega [
Dihedrals  [(TT T T T T I T T T T LTI T IO T T TP T T TP T TP T T T T T T T T T T T T T T T T LTI T I T
MCbonds T T T T 1
MCangles [T P 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 G L T T T T T T T T T T T L T L T T T L L T T T T L T LT T LI
36 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135
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Residue properties

0db3170

Page 39

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

136 145 150 155 160 165 170 175 180 185 190 195
Residue number

15 20 25 30 35

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

136 145 150 155 160 165 170 175 180 185 190 195
Residue number

15 20 25 30 35

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

136 145 150 155 160 165 170 175 180 185 190 195
Residue number

d. Secondary structure & estimated accessibility

T e e R

15 20 25 30 35
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

s — AN

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

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

‘/\/\/\I_IT/\A‘J_I/\/\I/‘\/\W‘/\/\N‘ H/\/N_I/\A/‘\/\J_I/\‘ ; ; ; i
VGVCTHLGCVPI ANSGDFGGYYCPCHGSHYDASGR | RKGPAPYNLEVPTYQFVGDDLVVVG

f. Max. deviation (see listing)

+ +
4% * + R
* % xx k% * kkxkx %

g. G-factors

Phi-psi . (T T T [EEEES ] BE
Chil-chi2

Chilonly

Chi3 & chi4
Omega

Dihedrals [T T1T
MC bonds H\HH
[TTT
[TTT

MCangles [
Mainchain [T

[T
Overall [1 [T

EEAAAAAAAAAAAA
T T T T T
GRLMDR | RKWYYNAAGFNKYGLMRDDTLY

***********
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PROCHECK

Resid t -

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

39 45 50 55 60 65 70 75 80 8 90 95 100 105 110 10 15

Residue number
5 10 b. Absolute deviation from mean of omegatorsion
g 8
E 6
£ 4
o 2
S
O 39 45 50 55 60 65 70 75 80 8 90 95 100 105 110 10 15
Residue number

0 c. C-aphachirality: abs. deviation of zetatorsion
&
© 8
g 4
N

39 45 50 55 60 65 70 75 80 85 90 95 100 105 110 10 15

Residue number

Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility
A NAGAACAAUA ==t OS=mst A AVAVAAN A=

Te—x1 >

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

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

BEEAAAAAAAAAAAAAAAAAAAAAAAAAAAAANABINAAAAAAAAAAAAAATIANBIAAAAAAAANAAAAAAAAA

EDDDVKEALKRLPEDLYNERMFRIKRALDL SLKHRI L PKEQWKYEEDKPYLEPYLKEV | RERLEREAWNKK

f. Max. deviation (see listing)

*********

[T T T T T I T T T T I T T I T T T A T T T T
MC bonds [T T T T T T T T T
MCangles [T
IEEEEENEEENE NN NN
[T T I I T T T T T LTI T I T T T T T T T T I T T TITTTT]

Mainchain  []

Overall [1

IHFGNLARVRHI I TYSLS

*****
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Residue properties
pdb3170

Page 41

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

& 100
%80—
g 60
8 401
< 20+
&
20 25 30 35 40 45 50 55 60 65 70 75 80 20 25 30 35 40
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 8
E 6
£ 4
o 2
£
© 20 25 30 35 40 45 50 55 60 65 70 75 80 20 25 30 35 40
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
% :
e 6
g 4
R
N
20 25 30 35 40 45 50 55 60 65 70 75 80 20 25 30 35 40
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
R A N NINN/NIN/NY/N U —AAVAGAAVAA
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
PFEQRA | PN | FSDAL PNVWRRFSSQVFKVAPPFLGAYLLY SWGTQEFERLKRKNPADY END ELVDPLTT | REHCEQTEKCVKARERLELC
f. Max. deviation (see listing)
g. G-factors
Phi-psi_ o || | N I |
Chil-chi2
chi3 8 s H
mega [
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MCbonds T T T T T T T I T T T A A
MCangles [T T P P T T e A e
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Residue properties

0db3170

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

Page 42

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

41 50 55 60 65 70 75

40 55 60 65 70 75

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

41 50 55 60 65 70 75

40 55 60 65 70 75

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

41 50 55 60 65 70 75

Residue number

40 5 60 65 70 75
Highlighted residues are tl

hose that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

SANG————AANVANAUANA G
Key:- <™ Helix

\/ Y :’>

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

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

DARVSSRSHTEEQCTEEL FDFLHARDHCVAHKL FNKLK

f. Max. deviation (see listing)

******

Dihedrals ]

[TTTTT
MC bonds [T TTTTT]
MCangles [T
[TTTTT
[TTTTT

Mainchain  []

Overall {1

UUUUUUUUUUUU  RPLLCRESMSGRSARRDLVAGI SLNAPASVR
nnnnnnnnnnnn

kkkkkkkkkkkk
H
i

CITTTTTITTTITT) I T T I T I T T I AT T
ey A TP ey
A A e T P
CITTTTTTITTITT) I
LITTITTTTTIT) OO IT T I T ITITITITITITIT]

40 5 60 65 70 75
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Residue properties
pdb3170

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

& 100
% 80 -
g 60
8 401
< 201
&
4 10 15 20 25 30 35 40 45 50 55 60
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g o
E 6-
8 49
P 21
E |
© 4 10 15 20 25 30 35 40 45 50 55 60
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
% :
e 6
g 4
R
S
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
LU AN e /NN NN NYN/N/N S\
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
: ‘ ‘ ‘ ‘ ‘ : AAAAAAAAIA 4 : ‘
ALLRQAY SALFRRTSTFALTVVLGAVLFERAFDQGADA | FEHLNEGKLWKH | KHKY EASE
f. Max. deviation (see listing)
g. G-factors
Ave
Phi-psi ] 0.23
Chil-chi2 H H HEN| 0.07
ch3 s ] E 0%
mega [T 0.59
Dihedrals  [(TTT T T T I IO T T T I T T I T T I TITII1] [] 016
MCates  THHHHFHHRHH AR AR AR AR AR AR 5 68
Mainchain (T T T I T IT T T I T T T I T T TP TIT T IT I TTTTIT I ITTTTIIITIIITTT1T 1] ] 050
overall [T T T LI T LI T T LI T L LT T I I LI T T LI T 1] [0 030
4 10 15 20 25 30 35 40 45 50 55 60
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Main-chain bond lengths
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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

CA-C-N
(except Gly,Pro)

1474

Freguency

101 106 111 116 121 126 131

O-C-N

1474

Freguency

(except Pro)

108 113 118 123 128 133 138

C-N-CA
(Gly)

1474

Freguency

105 110 115 130 125 130 135

CA-C-O

1474

Freguency

(Gly)

Black bars> 2.0 st. devs. from mean.

105 110 115 115 125 130 135

pdb3l70

CA-C-N

(Gly)

1474 —
oy
&
>3
8
LL

101 106 111 ‘116 121 126 131

O-C-N

(Pro)

1474 —
3
o)
>
g
LL

107 112 117 122 127 132 137

C-N-CA
(Pro)
1474
oy
&
>3
8
LL
107 12 17 12 17 152 137

CB-CA-C

(Al3)
1474 —
oy
&
>3
8
LL

95 100 105 140‘ 115 120 125

Page 1

CA-C-N
(Pro)
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&
>
8
L
101 106 111 116 121 126 131
C-N-CA
(except Gly,Pro)
1474 —
oy
o]
>
8
L
106 111 116 121 126 131 136
CA-C-O
(except Gly)
1474 1
) :
o) |
>
g !
L i
105 110 115 120 125 130 135
CB-CA-C
(lleThr,vVal)
1474 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 I e
CB-CA-C N-CA-C N-CA-C
(therest) (except Gly,Pro) (Gly)
1474 — 1474 : ; 1474 : :
o) 3 ! ! o) ! !
o) o) ] o) |
> >3 >
o] g ! ! g ! !
L i 1 1 L 1 1
9 96 101 106 111 116 121 126 97 102 107 12 17 12 127
N-CA-CB N-CA-CB
(Ala) (lleThr,Va)
1474 —— 1474 - 1474 —
2 e o) | o) |
T | | & AN o) 0|
> >3 ; >
8 bl g e g |
L i i L A K L 1 | 0
% 101 106 111 116 131 126 95 100 105 110 115 130 125 96 101 106 111 116 121 126
N-CA-CB N-CA-CB
(Pro) (the rest)
1474 — 1474 ——
o o )
& Pl &
> >3
g | g
L 0 L
88 93 08 i%é 108 113 118 95 100 105 110 115 120 125

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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RM S distances from planarity

0db3170
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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
pdb3170

Main-chain bond lengths

CA 1540 CB CA 1540 CB N 1451 CA
1.477 1.590 1533
A Thr 312 D Val 117 FGly 10

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

Main-chain bond angles

A Asn 119 A Leu43l B Asp 23 C Asn 207 DAsp 44 Olle226
N 1112 ¢ N 112 ¢ N 25 ¢
CA CA
P Tyr 110 P Asn 207 R Gly 143

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

Planar groups
CB CB CB cB CB €3
0.031 0.055 0.041 0.035 0.040 0.041
A Tyr 414 A Tyr 434 B Tyr 368 CPhe 34 CTyr 76 CPhe 91

)

Y

CB cB cB CB
0.035 0.036 0.038 0.034 0.045 0.031
CHis 98 C Phe151 C Phe 188 CHis197 CTyr 279 D Phe 30
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Planar groups (contd)
CB CB CB CB CB CB
0.042 0.031 0.044 0.032 0.043 0.036
D Tyr 33 D Tyr 45 D Tyr 90 D Tyr 165 D Tyr 221 F Tyr 55
cs cB CE cB cB cB
0.042 0.041 0.033 0.045 0.040 0.031
GTrp 38 G Tyr 59 GTrp 61 N Tyr 434 O Tyr 368 P Phe 91
B cB B cB LB ( -
0.033 0.041 0.036 0.045 0.034 0.031
PTrp114 P Phe 151 P Trp 166 P Phe 188 PHis 197 P Tyr 225
cB cB B
0.047 0.051 0.034
QTyr 33 QTyr 90 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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