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Ramachandran Plot
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Plot statistics
Residues in most favoured regions [A,B,L] 3107 87.0%
Residues in additional allowed regions [a,b,l,p] 437 12.2%
Residuesin generously allowed regions [~a,~b,~l,~p] 19 0.5%
Residues in disallowed regions 8 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
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.

Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Ramachandran plots for all residue types
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Ramachandran plots for all residue types
pdb3175
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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.

pdb3175_02.ps



Page 1
pdb3175

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
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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
pdb3175

OOa Ramachandran plot quality assessment
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Plot statistics
Comparisonvalues  No. of
) No.of Parameter Typical Band  band widths
Stereochemical parameter datapts  value vaue  width  from mean
a %-tageresiduesin A, B, L 3571 87.0 711 10.0 1.6 BETTER
b. Omegaangle st dev 4038 12 6.0 3.0 -16 BETTER
c. Bad contacts/ 100 residues 48 12 15.6 10.0 -14 BETTER
d. Zetaangle st dev 3790 1.0 31 16 -1.4 BETTER
e. H-bond energy st dev 2682 0.8 1.0 0.2 -1.1  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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Resolution (Angstroms)
Plot statistics
Comparisonvalues  No. of
) No.of Parameter Typical Band  band widths
Stereochemical parameter datapts  value vaue  width  from mean
a. Chi-1 gauche minus st dev 457 11.7 25.3 6.5 -21 BETTER
b. Chi-1 trans st dev 1051 115 24.8 53 -25 BETTER
¢. Chi-1 gauche plus st dev 1674 115 235 4.9 -24 BETTER
d. Chi-1 pooled st dev 3182 11.6 24.2 4.8 -26 BETTER
e. Chi-2 trans st dev 1059 12.6 24.7 5.0 -24 BETTER
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Residue properties
pdb3I75

a. Absolute deviation from mean Chi-1 value (excl. Pro)
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Chi-1 abs. mean dev.
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Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
[ep)

3_{.;,%#““],
10 15 20 25 30 35 40 45 50 5 60 65 70 75 80 8 90 95 100

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N
1

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

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

d. Secondary structure & estimated accessibility

AN o St o AR\

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

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

AAAABAAFEAAAAAA AAAFEAAEA A AAAAAATER BAAFREAAAAAAAATIA ANBAAAABAAAAR
T T T T T T T T T T T T T T T T T T T T
ATYAQTLONI PETNVTTLDNGLRVASEESSQPTCTVGVWI GAGSRY ENEKNNGAGY FVEHLAFKGTKKRPCAAFEKEVESMGAHFNGY TSREQTAFY | KA

f. Max. deviation (see listing)
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g. G-factors
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Residue properties e
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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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)

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

=
o

Zeta abs. mean dev.
N A OO O

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

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

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

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

L SKDMPKVVELLADVVQNCALEESQI EKERGV | LQELKEMDNDMTNVTFDYLHATAFQGTALARTVEGTTEN I KHLTRADLASY | DTHFKAPRMVLAAAG

f. Max. deviation (see listing)

+R k4 + +* ++ + +++ + ++ o+ o+ o+
K kA Kk kkkK Kk KKK K KKKk KKk KKKKKE K Kk K Kk kr*k *

g. G-factors
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Residue properties
pdb3I75

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

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

Chi-1 abs. mean dev.

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

5 b. Absolute deviation from mean of omegatorsion

12

Omega abs. mean dev.
[ep)

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

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

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

d. Secondary structure & estimated accessibility

YA e N\ R \AR

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

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

AAAAAAANAAAANAATL AABIAAAAAAAANAAAAAAA BAAAAARAAAAAAAAAAAAA A TIBAAAAAAAAAAAAAA  ANTIFIAA BEAAABRAAAAAAAAA
G| SHKELVDAARQHFSGVSFTYKEDAVP | LPRCRFTGSE | RARDDAL PVAHVALAVEGPGWADPDNVVLHVANA | | GRYDRTFGGGKHL SSRLAALAVEH

f. Max. deviation (see listing)
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* ok k4

g. G-factors

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall
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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 AAAAAARIFAAAAAAAAAAAAAAAAAAAATIRL EAAAAAAAAAAAAA
P‘(LCHSFQTI‘:NTSY‘SDTGLl‘:GFHF\‘/ADPL‘SI DDMMFCAQ(‘BEV\MRI‘_CTST"I'ESEVI‘(RAKNHLRSAMVAQL E)GTT P\‘/CET | (‘SSHLLI‘\IYGRR‘I SL EE\}\IDSRI éA
f. Max. deviation (see listing) .
+5
: ot B PeetlTE faas aen i E e foh P
g. G-factors
Phi-psi . [ T H H
Chil-chi2
i ; : ]
Omega [T [ [
Dihedrals [T T T T T T I I I T I T T T LTI T T O T T LT T T T T TP T T P T T TP T LT T T T T T T T IT I T
MCbonds (T T T T 1
MCangles [T e P P e T P T P
Mainchain [T T T T T T T T T T O T LT T T TP T T T T T TP T TP T T I T
overall [T LI LI I T T T T T L L L T L T L LT T T T T T T L LT T T T T
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Resid tl .
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 80 -
g 60
8 401
< 201
o
402 410 415 420 425 430 435 440 19 25 30 35 40 45 50 55 60 65
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 12
£ 9
£ 6
o 3
£
O 402 410 415 420 425 430 435 440 19 25 30 35 40 45 50 55 60 65
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
]
i .
£ 67
G 4 -
LY
S
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
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
AV S AV~ i T i
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
: ‘ A AAAABAABAAAAA AANBIA AAAAAAATIEL 4
VDARMVRDVCSKY | YDKCPALAAVGP I EQLLDYNR I RSGMYWI PGAEDLEI TKLPNGL | | ASLENFSPASRIGVFIKAGSRYETTANLGT
f. Max. deviation (see listing)
g. G-factors
Phi (N [ H
Aty ol e
Chi3 & chi4 I I [
Omega [T I [
Dihedrals  [(TT T T T T I T T I T T T I I III T TTTTITTI0] (T T A T T T T T T TR T T T T T I I
MC e  FHHHHHHHHHHHHHH R A A A A
Mainchain [T T T T I T T T T I T I T T TTTITIT71] T T T T T T T T T T T T T T T T T T T T T
Overall LTI T I T T T T I T T ITIT T T ITTTITIT] LTI T T T T T T T I T I T IITTITTTITTTT]
402 410 415 420 425 430 435 440 19 25 30 35 40 45 50 55 60 65
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Residue properties
pdb3I75

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 ©

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

=
o

N B O
[ B

Zeta abs. mean dev.

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

Residue humber 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  AAMAAAABABAAAAAAABAATIFAAAAAAAAAAAAATAAAAAAAAAAAAAAAAAAAAABAAAAA
T T T T T T T T T T T T T T T T T T T T
AHLLRLASPLTTKGASSFRITRGI EAVGGSL SVY STREKMTYCVECLRDHVDTVMEYLLNVTTAPEFRPWEVTDLQPQLKVDKAVAFQSPQVGVLENLHA

f. Max. deviation (see listing)

+ +* 4 + * + * +* 4+ kp X + + + ++ ¥ +
Kk kk kk ok k kK kk Kk Kk Kk Kk Kk k  k  kxkk kkkkkKkx Kk k% kkk kkk K KKK AKKAKKA KA K

g. G-factors

Chi3 & chi4
Omega
Dihedrals ]

[T T T T I T T T I T T I T T T T T T T T T T A T T I T T T TP TTIT T T T T  [TTITTTTT
MC bonds [T T T T T e T T
MCangles [T A e e
IENEEEEEEEEE NN NN NN NN R R R RN
IEEEEEEEEEEE NN NN NN NN N R R RN

Mainchain  []

Overall [1
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Residue properties
pdb3I75

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

N A B
S 8 8 8 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 O

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 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  AAAAAR
T T T T T T T T T T T T T T T T T T T
AAYKTALANPLYCPDYRIGK | TSEQLHHFVONNFTSARMALVGI| GVKHSDLKQVAEQFLN | RSGAGT SSAKATYWGGE | REQNGHSLVHAAVVTEGAAVG

f. Max. deviation (see listing)

******

Chi3 & chi4
Omega
Dihedrals [

ITTTTITTIT]
S 25 FEEFEEFFEEFD
ITTTTTTITITT
ITTTTITTTIT]

MCangles []
Mainchain  []

Overall {1
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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 O

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

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

d. Secondary structure & estimated accessibility

NN\ e s = \NNNEEANA

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

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

BAAAAAAAAAAAAA B AAAARL AAABIAAAAA AAAAAAAATEAAAARIAAAAAT AAAAAAAAAAAAAAR
T T T T T T T T T T T T T T T T T T T T
SAEANAFSVLQHVLGAGPL | KRGSSVTSKLYQGVAKATTQPFDASAFNVNYSDSGL FGFY T | SQAAHAGEV | RAAMNQL KAAAQGGV TEEDV TKAKNQLK

f. Max. deviation (see listing)

+ +++ + * + + o+ + + + + o+ + o+ * 4 +++++ 4
K kkk Kk kkk Kk Kk kK kkkkk  kkk Kk ok kk kK ok k  xk ok kk kEkxkAKKE kA K KAKKA

g. G-factors

Chi3 & chi4
Omega
Dihedrals [T

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

Mainchain [T

Overall [1
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Resid ti .
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 201
o
366 375 380 385 390 395 400 405 410 415 420 425 430 435 5 10 15
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 127
€ 9-
8 61
® 31
£
O 366 375 350 385 390 395 400 405 410 415 420 425 430 435 5 10 15
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
G 4 -
RS
S
366 375 380 385 390 395 400 405 410 415 420 425 430 435 5 10 15
Residue humber Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
MNEEANNAN NN AN/ -7 — v SR/
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
: ‘ : ‘ EEAARAAAAAAAABIAAAAAAAAAAAAAAA ‘ B BAAAAAR
ATYLMSVETAQGLLNEI GSEALLSGTHTAPSVVAQK | DSVTSADVVNAAKKFV SGKK SMAASGDLGSTPFLDEL MAPN I RKSHPLLKMIN
f. Max. deviation (seelisting)
5
St L ohoan o Boewmeen b L fot Lo
g. G-factors
Phi-psi . H R H ] EEE
Chil-chi2 LI
chi3 8 s H ﬂ
Omega [ [T
Dihedrals  [(TT T T T T T I T T T T LTI T O T T T T T T T T T TP I T TTTT] T T TIIIITTIT]
MC aes  EFHHHFHHFRHRFH AR AR AR AR AR AR HHHHHHAS
Mainchain [T T T T T T T T I T T T T T T LT T T TP T TP T T T T I T IITTTT] T TIIIITITT]
Overall EEEEEEEEEEEENEE NSNS NSNS NN SN EEE NN NN NN NN NN CIITTITTITTITTITT
366 375 380 385 390 395 400 405 410 415 420 425 430 435 5 10 15

pdb3175_06.ps
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Residue properties
pdb3I75

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

N A D
S 8 8 8 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

AAAAAFAABAAABIAAAAAAAAAAAAR AAABIAAAAAA
T T T T T T T T T T T T T T T T T T T T
NSL IDLPAPSN | SAWWNFGSLLAVCLMTQILTGLLLAMHYTADTSLAFSSVAHTCRNVQYGAL | RNLHANGASFFFICI FLHIGRGLYYGSYLYKETWNT

f, Max. deviation (see listing)
56

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

Chi3 & chi4
Omega
Dihedrals ]

[TTTTTTTTTT
MChbonds  [TTTTTTTTT]
MCangles [T T
[TTTTTTTTTT
[TTTTTTTTTT

Mainchain  []

Overall [1

pdb3175_06.ps
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Page 11

Residue properties
pdb3I75

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

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

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

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

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

ABABAAAAAAAAAAAAAAAAAAA  AAAAAAAAAAAR
T T T T T T T T T T T T T T T T T T T T
GVILLLTLMATAFVGYVLPWGOMSFWGATV | TNLFSA | PY | GHTLVEWAWGGFSVDNPTLTRFFALHFLLPFAITAGITI IHLTFLHESGSNNPLGI SSDS

f. Max. deviation (see listing)

+ * o4
* * %

g. G-factors

Chi3 & chi4
Omega

Dihedrals ]
MChbonds []
MCangles []
Mainchain  []

Overall {1

pdb3175_06.ps
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Residue properties
pdb3I75

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

5 b. Absolute deviation from mean of omegatorsion

12
9
6
3

Omega 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

c. C-aphachirality: abs. deviation of zetatorsion

=
o

Zeta abs. mean dev.
N A OO O

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

Residue humber 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

BAAAAAAAAAAAANA  AAAAAAAAAAAANAATIAAAA  AAAAAAAAAAAANAAAAAABIAAAAAAAAAAAANAAAA — AAAAAAABIAAAAAAAAAANAAAAAA
DK I PFHPYYSFKDILGLTLMLTPFLTLALFSPNLLGDPENFTPANPLVTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAASVL I LFL I PFLHKSKQRTM

f. Max. deviation (seelisting)
5+ +

+ +

4% ++ * ko pkx 4 * ++ + + o+ +  *4 ++

g. G-factors
(Féﬁ{-scihiz n H |
Chilonl
Chi3 & chi4 I
Omega [T
Dihedrals [T TR TTTTITTTTT I T T T I T LTI LTI I LT LT LT T LTI TP TT T LTI T LTI LTI T[]
MC bonds [T e T
MCangles [T T LT T T O T T T T T T T T T T T LTI T
Mainchain [T T T T TTT I T T T T I L LTI T LT LTI T LTI LTI T T LTI T T T I T T T[]
Overall \‘\H\HC\\‘H\HJ\H\‘H\\\‘\\H\\H\\‘\\\H\H\H\\H\H\\H\HJ\H\‘H\HJ\H\H\\\‘\\HHHH‘HHHHH‘H

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

C = cis-peptide

pdb3175_06.ps



PROCHECK

Resid ti .
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
. 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 humber Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
[ |
CAAANAN NN AN A
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
TFRPLSQTLPFWLLVANLL I LTWIGSQPVEHPFI | IGOMASLSYFTILLILFPTIGTLENKMLNY GELELHPPAFPWSHGGPL SALDHSSV
f. Max. deviation (see listing)
g. G-factors
Phi m <
Chil-chi2
chi3 8 s ._H
Omega [T
Dihedrals  [(TT T T T T I T T I T T T T T T T T T T T TP T T T T T TTTT] T T T T T T I T T
ek R AMREEEEMERBNSEMERSNSESERSNSESEESNSESSNSNSRSSRSRSESEEERERE IRENENRARARANERENENRNREEER
Mainchain (T T T T T T T I T T T T T T T TP LT T TP T LTI T T TTTT] T I T I T T ITITITTTTT
Overall \‘\HHH\‘H\\\‘\\H\‘HH\‘\\H\‘\\C\\\‘\\\H‘\H\\‘\HH‘\HH‘H\H‘HH\‘\ O LI LT LT LTI
317 325 330 335 340 345 350 355 360 365 370 375 380 5 10 15 20 25

C = cis-peptide

pdb3175_06.ps



PROCHECK

3 100
g 80
£ 60
éf 40
< 20
e

O

15
12

Omega abs. mean dev.
[ep)

Zeta abs. mean dev.
N

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Page 14

Residue properties
pdb3I75

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

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

N
~

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

N
~

35 40 45 50 5 60 65 70 Y5 80 8 90 95 100 105 110 115 120 125

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

d. Secondary structure & estimated accessibility

M e A

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

R S P P e T 8.t
g. G-factors

| 5 M Cl M

H

T T T T T T T T T T T T T T T T T T T R T T T T T T T T T I T T T T T T T T T T T T I T T T T ]
I T T A A T T T T T A 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 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 I T I T T T T 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

pdb3175_06.ps
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Page 15

Residue properties
pdb3175

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 O

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

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

d. Secondary structure & estimated accessibility

e e L o AV A\ ANANAN

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

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

: ANAAAA ‘ /\/\/\l‘_l/\/\/\/\ﬂT/\ AARAANBRAAAABA ABRAAAAAAAAAAAAAAAAARIAAAAAAAAA ‘ ‘ ‘ ‘
VFSLLTGYCDPPAGVVVREGLHYNPYFPGQA | GMAPPIYNE | LEYDDGT PATMSQ| AKDVCTFLRWAAEPEHDQRKRMGLKMLL | SALLTSLLYYMKRHK

f. Max. deviation (see listing)

+ + + + + 4+ * o4 * o * o4 +* +
* * % * Kk Kk kkk Kk K kkxA* kK % * ko k Kk k Kk kE Kk KkKX KKKk

g. G-factors

Dihedrals ~ [TTTTT1
MC bonds H\HH
[TTT
[TTT

MCangles [
Mainchain [T

Overall [1

pdb3175_06.ps
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Page 16

Residue properties
pdb3175

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

& 100
% 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
5 127
€ 9
8 61
® 31
£
O 277 235 240 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 8_
£ 67
g 4
LY
N
227 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue humber 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 VHNDVTVPDFSAYRREDVMDATT SSQT SSEDRKGFSYLVTATACVATAYAAKNVVTQF I SSLSASADVLALSKI E
f. Max. deviation (see listing)
g. G-factors
(F;p]ii- -Scihi 2 BT T H H
Chilonl |
Chi3 & chi4 H
mega
Dihedrals  [TTTTTITTIITTIT] [EEEEEEENEEEEEEEEE RN RN NN EE RN EEEEE]
MCaes T Em e A A A AR A A A A A
Mainchain  [TTTTTITTIITTT T T T T T T T T T T T T T T T T T T T T T T I T T T T T T T TTTTT
Overall O L L T T T I T T T T T LI T T I I T T TR T T]
227 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75

pdb3175_06.ps




PROCHECK

PN N =)
5 & & 8

Chi-1 abs. mean dev.
N
o

Omega abs. mean dev.

=
o

Zeta abs. mean dev.
N A OO O

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Page 17

Residue properties
pdb3I75

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

76

d. Secondary structure & estimated accessibility

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

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

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

f. Max. deviation (see listing)

g. G-factors
EEE [N EEENEEN NN I I HEEE [N NEEERCE
i

T T T T T T T T T T T T T T e T T T TR T T T T T T T T T T LT T T I T T T T I T T T T T T T T T
R B B B M B MMM B E B BN BN NN NN BN AN ENENR N RER RS
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 I T T T TIIT T
OO T L L T T T T L T L T L 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

pdb3175_06.ps




PROCHECK

Resid tl .
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 80 -
g 60
8 401
< 201
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
5 127
€ 9
8 6
® 31
£
O 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 -
LY
S
176 185 190 195 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue humber Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
APYNLEVPTYQFVGDDLVVVG GRLMDR | RKWYYNAAGFNKYGLMRDDTLYEDDDVKEALKRLPEDLYNERMFR | KRALDL SLKHRI L PKE
f. Max. deviation (see listing)
g. G-factors
Phi-psi il T ] ! 5
Gl TRT :
Bleibe :
Dihedrals T TT T T T T T 111 T T T T T T T T T T I T T T T T T T T T T T T T I T T I T I T T T
MCape  FHHHHHHHHHHH A A A A A A A A A A A A
Mainchain  [TTTTT T ITTTTTITTTTT] 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
Ovedl [T TITIITITIILITIIL] O T T T T T T T L L T L T T I T T T T T T LT T T
176 185 190 195 15 20 25 30 35 40 45 50 55 60 65 70 75

pdb3175_06.ps
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Page 19

Residue properties
pdb3175

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

=
o
o

D o
o O

Chi-1 abs. mean dev.
N B
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 O

79 8 90 95 100 105 110 5

10 15 20 25 30 35 40 45 50 55

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

d. Secondary structure & estimated accessibility

e /NN N

Key:- <™ Helix

C——T AN ANANARNANNNR

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

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

QWKYEEDKPYLEPYLKEV | RERLEREAWNKK

f. Max. deviation (see listing)

++ + ++ +
* %

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

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

+ + ++ + + + +  +* +* 4+ +
Kk k ok ok * kK Kk kkk Kk kK Kk K KKKk KE  KAKKKFAKAKKE Kk

MChbonds []

Mainchain  []

Overall

[T T I I I T IIITITITTTTTT
T T TP T
MCangles [T T
[T T T IIIIITTTTTTT
[TTTTTT T T I ITTTITITT

pdb3175_06.ps
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Page 20

Residue properties
pdb3175

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 12
€ 9
£ 6
o 3
£
© 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 humber Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
NN ==——A g H —\A G ANANANAA G AAVAAA Gy
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 REHCEQTEKCVKARERLELCDARVSSRSHTEEQCTEEL FDFLHARDHCVAHKL FN
f. Max. deviation (see listing)
g. G-factors
Phi-psi [N (T
Chil-chi2
i e ;
mega [T [T
Dihedrals  [TTT T T T IITTTTTTTTIITIT] 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
MChbonds [T T T T TTT] T A T T T T T T
MCangles [T T e e e e e e T T e e e e T T T T T
Mainchain  [TTTT T T ITTTTTTTTTIITT11] 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
ovedl  [TTTTTTITIITIITITIIITLT] O T T L T L T T T T T T L L I LT T L LTI T IIIT]
59 65 70 75 80 15 20 25 30 35 40 45 50 55 60 65 70 75

pdb3175_06.ps




PROCHECK

Resid t -
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
6 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
10 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4
N
76 35 40 5 60 65 70 75 10 15 20 25 30
Residue humber 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_ FABAAAAAR AAABIIAAAA AAABIAIAAA AAAAAAAATAAAAAAAAAAANA
T T T T T T T T T T T
KLK UUUUUUUUUUUUUUU  RPLLCRESMSGRSARRDLVAGI SLNAPASVR ALLRQAYSALFRRTSTFALTVVLGAVLFE
nnnnnnnnnnnnnnn
kkkkkkkkkkkkkkk

f. Max. deviation (see listing)

4 * ok k K * ok k * + + + 4% 4+ * +
* % * ok k Kk * ok k * * * * * * * ok k kkk ko k ok * % * ok x

a4

g. G-factors

Phi-psi | W

Chil-chi2 " H
Chilonly

8h|3& chi4

Dihedrals  [1T1]

[CTTTTTTITTITTITIT) AT T IIITTT

MC bonds ey (T
MC angles Ay A e T
(LTI T T II T I T IITIIIITTTT

[CTTTTTITTTITTIIT) [T IT I T

Mainchain  [TT]

]
]
l
Overall [ [
76 3

pdb3175_06.ps
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R . d t Page 22
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 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 humber 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

AAAAAAAATIA AAAAAABAAARIEIIA AAAAAAAAAAAAAAAATIA. AAAAAARIEAAAAAA AAAFEAATA
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)

* 4 ++ + ++ o+ + it +++ + * o4 ++  *4 + + + * + *
Kk kK kK K Kk Kk kkk  kkKk K kkk ok kkk KKk AKkkK* AKX * * * * %% X kk K K KK A KKK

g. G-factors

Dihedrals ]

[T T T
MC bonds [T T T T T T
MCangles [T
[T T IIITTTTT
[TTTTITTTITIT I T ITIITTITT

Mainchain  []

Overall {1

pdb3175_06.ps




PROCHECK

PN N =)
5 & & 8

Chi-1 abs. mean dev.
N
o

Omega abs. mean dev.

=
o

Zeta abs. mean dev.
N A OO O

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Page 23

Residue properties
pdb3I75

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 humber 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 SKDMPKVVH. LADVVQONCALEESQI EKERGV | LQELKEMDNDMTNVTFDYLHATAFQG

f. Max. deviation (see listing)

g. G-factors
T T T [T
i H

T T T T T T T T T T T T e T T T T T T T T T T T T I T T T T T T T T T T I T T T T T T T T
I T T A T T T T A A T T T T T T T T T T I
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 P T T T T T T P T T T
T T T T T T T T T T T T T T T 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 T T T L 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

pdb3175_06.ps
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H
o ©
3 3 8

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

Page 24

Residue properties
pdb3I75

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

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

15
12

Omega abs. mean dev.
[ep)

Residue number
b. Absolute deviation from mean of omegatorsion

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

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

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

d. Secondary structure & estimated accessibility

T AT AN R B AN ST e St

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

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

TALARTVEGTTENIKHLTRADLASY I DTHFKAPRMVLAAAGG | SHKELVDAARQHFSGV SFTYKEDAVP | L PRCRFTGSE | RARDDAL PVAHVALAVEGP

f. Max. deviation (seelisting)
5 +

*
+ *3 + o+ 4 + * 4
* X kR K ok KAkKKKK KAk * ok ok x * %

*

g. G-factors

pdb3175_06.ps
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Residue properties
pdb3I75

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

AAA
GWADPDNVVLHVANA | | GRYDRTFGGGKHL SSRLAALAVEHKLCHSFQTFNTSY SDTGL FGFHFVADPL S| DDMMFCAQGEWMRL CTSTTESEVKRAKNH

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals [

[TTTTTTTTITTTIT LT
MC bonds [T T T[T T T TTTT
MCangles [ T
[TTTTTITTITTTIT LT
[TTTTTITITTITITIIT

Mainchain  []

Overall {1

pdb3175_06.ps
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R . d t Page 26

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

o

% 80 -

g 60

8 401

< 20

o

361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 18

Residue number

5 15 b. Absolute deviation from mean of omegatorsion

©

12

£ 6

o 3

S

© 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

g 4

N

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

AT AN —— N R

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

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

AAAAAAAATIR BEAAAAAAAAAAAAAAAAAAAAAAAAAARTIAAAAAAAAA TIEAAAAAAAAAAA ANT
T T T T T T T T T T T T T T T T
LRSAMVAQLDGTTPVCET I GSHLLNYGRR | SLEEWDSR | SAVDARMVRDVCSKY | YDKCPALAAVGP | EQLLDYNRI RSGMYWI CPGAED

f. Max. deviation (see listing)

g. G-factors
Phi-psi N 5 T (T
Chil-chi2
Ch3Wia H H I HE
Omega [ [ [ [
Dihedrals [T T T T T T T T T T T T T T LTI L T LTI LT T LT LT T T LT TR T TR T T T T TR ] EEREEN|
Mc oo THHHHHHHHRHRHRHR AR R HHH
Mainchain [T T T T T T T T T LTI LT T T T T LTI EEREEN|
Overall T T T T T T T T T T ] EEEEEE]
361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 18

pdb3175_06.ps
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=
o
o

80
60
40
20

Chi-1 abs. mean dev.

Omega abs. mean dev.
[ep)

=
o

Zeta abs. mean dev.
N A OO O

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Page 27

Residue properties
pdb3I75

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

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

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

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

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

d. Secondary structure & estimated accessibility

P S — N\ S i AN

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

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

AAAAABAABAAAAIIA  AAABIA AAAAAAATIR AAAR  AAAAAABAAAAAAAABAAAAAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
LEITKLPNGL | IASLENFSPASRIGVFIKAGSRYETTANLGTAHLLRLASPLTTKGASSFRI TRGI EAVGGSL SVY STREKMTYCVECLRDHVDTVMEY L

f. Max. deviation (see listing)

+ +++ ++ 4+ + + + + ++
..................................... Kk Rk |k kkkk Kk kkk Kk k| kK Kkkkkkk*x
RN [SEEE i H [ H

[ \ i
I I I
\ \ i
\ \ i
I I : : TTTIT]
24 30 35 40 45 50 55

pdb3175_06.ps




PROCHECK
Page 28

Residue properties
pdb3I75

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 O

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

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

AAAABRAARAAAAAAAAAAAAAAAAAAABIANANAA  AAAAAAAAAAANBANAANANTIAAAAA  AAAAAAAAAANAATIIAAATIAABIA A AAAAAAAAARIAAR
LNVTTAPEFRPWEVTDLQPQLKVDKAVAFQSPQVGVLENLHAAAYKTALANPLYCPDYRIGK | TSEQLHHFVONNFTSARMALVGI GVKHSDLKQVAEQF

f. Max. deviation (see listing)

*00- A *

*4 48 + + + +  *4 + 4% +* 4 + +
PR S * ok kk ok k Kk KK KKK kKA KK KKK * % *
.

*+
sy
*+
Lo st
*
* %

g. G-factors

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdb3175_06.ps
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Residue properties
pdb3I75

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

5 b. Absolute deviation from mean of omegatorsion

12

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

Zeta abs. mean dev.
N

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

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

d. Secondary structure & estimated accessibility

R T\ \\. e /N

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

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

‘ A AAAAAAAANL  AAAAATL A : ‘ AABAAAAAAAAAAA W /\/\4\/“ AAABAAAAA  AAAAAAAABIBAAAAAAAAATIE
LN RSGAGT SSAKATYWGGE | REQNGHSLVHAAVVTEGAAVGSAEANAFSVLQHVLGAGPL | KRGSSVT SKLYQGVAKATTQPFDASAFNVNY SDSGL FG

f. Max. deviation (see listing)

++ ¥ +* 4+ + + + *Rppo o4 4 * + + o+ + + * +
Xk Kk K Kk kkkk kKR * % * % Kk Kk KK Kk KAK Kk * %k ok Kk kkx * *%  x %

g. G-factors
Phi-psi . (I 5 o] o H T W1

j

[

[

[

[

[

Chi3 & chi4
Omega
Dihedrals [T TT1

[T
MC bonds 11T
MC angles [T
[1T
1T

Mainchain  [TTTT]

Overal [T,

I I
I I
\ \
I I
I TTT]
224 230 235 240 2
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Residue properties
pdb3I75

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 O

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

Residue humber 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

AAAAAAAAAAAAAAR /\/\/\/\/ﬂ EEAABAAAAAAAAAAAAAAAAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
FYT 1 SQAAHAGEV | RAAMNQLKAAAQGGV TEEDVTKAKNQLKATYLMSVETAQGLLNE | GSEALL SGTHTAPSVVAQK | DSVTSADVVNAAKKFVSGKKS

f. Max. deviation (see listing)

+ o+ * 4 +H+++ 4 + ++ ++ * Kk x4 M T S
Kk kx kk k* Kk kkkkkkkk K kkkk kA KkAKKAK Kk Kk Kk kk KkEKK k  kk* kk kkAKkAKAK Kk Kk kK *

g. G-factors

Chi3 & chi4
Omega
Dihedrals ]
MChbonds []
MCangles []
Mainchain  []
[

Overall [

32

N
wH 00 H
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Resid t -
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 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
£ 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 humber Highlighted residues are those that

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

= R NN AN

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

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

AAAAAAAAAAAANAAAFIIAAAAAAAATIAAAAA AAAAAFAABAAARRAAAAAAAAAAAA
T T T T T T T T T T T T T T T
MAASGDLGSTPFLDEL APNIRKSHPLLKMINNSL I DLPAPSN| SAWWNFGSLLAVCLMTQI LTGLLLAMHYTADTSLAFSSVAHTCRNVQ

f. Max. deviation (see listing)

. + + +
++ + x4 + 77 + + + + * 4 +
.................. * e e e .. e e e e e .. e *x . KRk K kK .
g. G-factors
Phi-psi
Al N I ] ::# [ L<H |
Chilonly
Chi3 & chi4
Omega

Dihedrals  [TTTTTIT T TTITT]
MC angles
Mainchain  [TTTTTTTITITTITT]

[

[

|

Overdl  [IITTITTIIITIIIT G
424 430 435 2
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Residue properties
pdb3I75

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

Omega abs. mean dev.
[ep)

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

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

ANV AVAVA VA VA VA VA VE V0 VA VA VA VA VA Vs VA VA VA NS
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

H ‘ : ‘ : A AARAAAAAA i i A_AAAAN A /WMM i i AFABAAA
YGWL | RNLHANGASFFFICI FLHIGRGLYYGSYLYKETWNTGV | LLLTLMATAFVGYVL PWNGOMSFWGATV | TNLFSA | PY | GHTLVEWAWGGFSVDNPT

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega

Dihedrals ]
MChbonds []
MCangles []
Mainchain  []

Overall [1

Ol E O
|
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Residue properties
pdb3I75

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
E 9
8 6
o 3
£
© 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
RS
S
176 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275
Residue humber 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 : ‘ : ‘ :
LTRFFALHFLLPFAITAGITI IHLTFLHESGSNNPLGI| SSDSDK | PFHPYYSFKD | LGLTLMLTPFLTLALFSPNLLGDPENFTPANPLVTPPHIKPEWY F
f. Max. deviation (see listing) :
5+
e et R O ST SUC R < L SUNNUURC TN SO
g. G-factors
Phi-psi ﬁ H
Chil-chi2
chi3 8 s H H
Omega I [T
Dihedrals [T T T T T I I T T T T T T T T OO T T LT T T T T T T T T TP T T TP T T T T T T I T
MCbonds T T T T 1
MCangles [T e e e P T P
Mainchain (T T T T I T T TP TTT O  TTTTT C  TP T TTT C TTT TTTTP P  T  TTTTT I TTITT I IT I TT
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

pdb3175_06.ps
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Residue properties
pdb3I75

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
5 127
€ 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 humber 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
: ‘ : ‘ : ‘ : ‘ : ‘ ‘ ‘ AAABAAAAAAA  ADAAAAAAAAAANAAAAA :
LFAYAILRSI PNKLGGVLALAASVLILFL I PFLHKSKQRTMTFRPLSQTLPNLLVANLL I LTWIGSQPVEHPFI | I GOMASLSYFTILLILFPTIGTLEN
f. Max. deviation (see listing)
g. G-factors
Phi-psi [ 0
Chil-chi2
A, i
Omega [T
Dihedrals  [(TT T T T T T T IT T T T LTI T IO T T LT T T T T TP T T TP T TP T T P P T T T T T T I T T
MCbonds T T T T 1
MCangles [T P 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

pdb3175_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
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 humber Highlighted residues are those that

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

B A AVAANS S A it 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
Dihedrds  [TTTTJ

T T I I T T T T T T T T T T T T T T T I T T

MC bonds T e e P e T TP PP P TP PP PP 7T
MC angles L e P P T T T T T P P T T T T P P T T T T
[EEEEEEEEEEEEEEE NN NN NN N

T I T T T LTI T T T T AT LTI T AT T I T T T T T T T T T LTI ITTT

Mainchain  [TTT11]

[

[

l
Overal m]]]] \‘
376 5
C = cis-peptide
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Residue properties
pdb3I75

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 O

(0]
(o3}

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

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

d. Secondary structure & estimated accessibility

A T A o R TAAY

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

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

: ‘ : A _AAABAAAAAAAAA ‘ : ANAAAA A AAAIAAAA A AABAAABRAAAANA ABAAAAAAAA
K1 SDY FPKPY PNPEAARAANNGAL PPDL SY | VNARHGGEDYVFSLLTGYCDPPAGVVVREGLHYNPY FPGQA | GMAPP I YNE I LEYDDGTPATMSQI AKD

f. Max. deviation (seelisting)
0

+ + + 0 + + + + ++ + *4 + +
Xk kkx kk kkkKX Kk Kk  *  mkkx * % % * *k kx P T

g. G-factors

Chi3 & chi4
Omega
Dihedrals ]

[T T T T T T T T T T I T T T T TP I T I T T T P T T T T T T IT
MC bonds [T T T T T T T T T T
MCangles [T T T e e e
IEEEEENEEENE NN NN NN NN
[T T T T T T T T T TP LT LT T T T T I LTI T T T T T I LTI I T T I T T I I ITTITIT

Mainchain  []

Overall [1
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Residue properties
pdb3175

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

& 100
% 80
£ 60
g w0
< 20
&
186 195 200 205 210 215 220 225 230 235 240 5 10 15 20 25 30
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 127
€ 9
8 61
® 31
£
O 186 195 200 205 210 215 220 225 230 235 240 5 10 15 20 25 30
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
-g 8_
£ 67
g 4
RS
S
186 195 200 205 210 215 220 225 230 235 240 5 10 15 20 25 30
Residue humber Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
AR ONAANARARNARNARNARNA— Ry
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
VCTFLRWAAEPEHDQRKRMGLKMLL | SALLTSLLYYMKRHKWSV LK SRKMAY RPPK VHNDVTVPDFSAYRREDVMDATT SSQT SSEDRKG
f. Max. deviation (see listing)
g. G-factors
(F;p]ii- -Scihi 2 T H W T
Chilonl
Chi3 & chi4 [
mega [
Dihedrals [T T T T T T I I T IO T T I T T I T TP IIT T ITTTTTTITT I TTITITITTT0T] T T T T A T T T T T
MCbonds T T T T T T T T T T
MCangles [T T P P T T A T A T T
Mainchain [T T T T T I T T T T T T T T TP I T IT T I TTTITITTT0T] T T T T T T T T T I T
overdll [T T LTI T LI T LI T T I T LT T LTI LI T L1] OO L L L LT LI T LTI
186 195 200 205 210 215 220 225 230 235 240 5 10 15 20 25 30

pdb3175_06.ps
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Residue properties
pdb3175

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

=
o
o

80
60
40 -
20

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

Zeta abs. mean dev.
N

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

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

d. Secondary structure & estimated accessibility

A et Tt AV S

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

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

AAA ABA
FSYLVTATACVATAYAAKNVVTQF | SSLSASADVLALSK | EIKLSD | PEGKNVAFKWRGKPL FVRHRTQAE I NQEAEVDV SKLRDPQHDLDRVKKPEWV |

f. Max. deviation (see listing)

MC bonds
MC angles

Mainchain

Overall
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Residue properties
pdb3I75

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

Page 39

H
o ©
3 3 8

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

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

15

Residue number
b. Absolute deviation from mean of omegatorsion

15 20 25 30 35

12
9
6
3

Omega abs. mean dev.

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

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

15 20 25 30 35

=
o

Zeta abs. mean dev.
N A OO O

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

Residue number

15 20 25 30 35
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

e

Key:- <™ Helix

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

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

Al AAR AAABANN B AAAAAR

AATA NENRATEAEA [

BAABAAAAAAAAAA

T T T
LVGVCTHLGCVPI ANSGDFGGYYCPCHGSHYDASGR | RKGPAPYNLEVPTY QFVGDDLVVVG

f. Max. deviation (see listing)

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

T T T T T
GRLMDR | RKWYYNAAGFNKYGLMRDD

Phi-psi _ ]

Chi3 & chi4

Omega

Dihedrals [T

MChbhonds [T]

MCangles [

Mainchain [T

Overall [1

pdb3175_06.ps
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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 6
® 31
S
O 36 45 50 5 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 humber Highlighted residues are those that

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

BNV A AVAVAA N AR — T B
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

TLYEDDDVKEALKRLPEDLYNERMFRIKRALDL SLKHRI LPKEQWKYEEDKPYLEPYLKEV | RERLEREAWNKK

IHFGNLARVRHI I TY

f. Max. deviation (see listing)

+

* ok k

g. G-factors
EEE [ H [

i i
T T T T T T T T T T T T T T I T I T T T T T I T T T T T ITTTTTTT O]
I T A T T T T T T T T T A O A %
T 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 T T T T T I I I T T T T T I
G T T T T T T T T LT LT LTI EEEENNEEREEEEEN
36 45 50 55 60 65 70 75 80 85 90 95 100 105 110 10 15
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

Residue properties
pdb3175

Page 41

20 25 30 35

g 100

% 80

£ 60

g w0

< 20

&

17 25 30 35 40 45 50 55 60 65 70 75 12

Residue number

5 15 b. Absolute deviation from mean of omegatorsion

Ee

E 9

£ 6

o 3

S

O 17 25 30 35 40 45 50 55 60 65 70 75 12
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

20 25 30 35

Zeta abs. mean dev.
N A O o B

=
~

25 30 35 40 45 50 55 60 65 70 75 12
Highlighted residues are those that

Residue number

20 25 30 35

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

A= ANANANANARNNANANNN =R =—

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

Key:- <™ Helix

U —AAAE=AUAA,

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

AAAAAAAAANBIAAATIA

T T T T T T T T T T T T
SLSPFEQRA | PN FSDAL PNVWRRFSSQVFKVAPPFLGAYLLY SWGTQEFERLKRKNPADY EN

f. Max. deviation (seelisting)
4

******

+
*

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

ELVDPLTTI REHCEQTEKCVKARERLE

********

Dihedrals ]

MChbonds []

Mainchain  []

Overall [1

[T T T I T LTI I I T T A T T I IT T
T T T T T PP TP T P P TP TP T T
MCangles [T T T A T
HEEEEEEEEEEE NN NN
[T T T I T T LTI T T T LTI T T T I T II LTI ITTIT I
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Residue properties
pdb3175

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

35 40 55 60 65 70 75

Residue number
b. Absolute deviation from mean of omegatorsion

39 45 50 55 60 65 70 75

Omega abs. mean dev.
[ep)

39 45 50 55 60 65 70 75 35 40 55 60 65 70 75
Residue humber
0 c. C-aphachirality: abs. deviation of zetatorsion
o
§ o]
£ 67
g 4
22
S 0
39 45 50 5 60 65 70 75 35 40 5 60 65 70 75
Residue humber Highlighted residues are those that

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

SO G AANVAUAUA == \ V v —1 >~
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

N : BABNAAAAAA AAABIAAAA AAANRIAAAA
RPLLCRESMSGRSARRDLVAGI SLNAPASVR

LCDARVSSRSHTEEQCTEEL FDFLHARDHCVAHKL FNKLK UUuuuuu  UUuuuu
nnnnnnn nnnnnn
kkkkkkk kkkkkk
f. Max. deviation (see listing)
P Lot onin ot +
g. G-factors
(F;*p]ii- -Scihi 2 RN H e WA I
Chilonl
Chi3 & chi4 I
mega [
Dihedrals  [(TTTT T T I IT T T I T T T IITTITTITT1T1] [TTTTTTY [T O T T T T A T T T T T 1T
MC bond
mCanges A HHHH A
Mainchain [T T T T T T T I I IITTTTTITITTT] [TTTTTTY [T T T T T T T T T
Overall O L T T T L T T L T LT LT O I O L LT T T L )
39 45 50 55 60 65 70 75 35 40 55 60 65 70 75
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Residue properties
pdb3175

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

N A D
S 8 8 8 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

Omega abs. mean dev.
[ep)

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

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

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

d. Secondary structure & estimated accessibility

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

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

AAAAAAAATA
T T T T T T T T T T T T
ALLRQAYSALFRRTSTFALTVVLGAVLFERAFDQGADA | FEHLNEGKLWKHI KHKYEASE

f. Max. deviation (see listing)

+ +
+* ++ + + +++  + o+ ++
*****************************************
g. G-factors
o Ave
i-psi 0.20
Chil-chi2 H nn m L] 0.01
Chilonl 0.06
Chi3 & chi4 I T 0.49
mega [T [T 0.59
Dihedrals [T T I T T T T T T T LTI T T T T T LTI [0 018
MCbonds T T T T T T 0.63
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 T LTI [0 052
Overall [T T T T T T T T I T T T I T T IT T T TTITITTTTITTTTT] [0 032
4 10 15 20 25 30 35 40 45 50 55 60
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123 127 131 135

|

CA-CB
(Alg)

1953

Aouanba.4

111 115 1.19

(Pro)

C-N

Main-chain bond lengths
pdb3l75

PROCHECK

134 1.38 142 146

-!-
(Gly)

CA-C

122 1.26 1.30

1953

Aouanbali4

CA-C
(except Gly)

1953

fouanba.4

120 124 128 132 136 140 144

N-CA
(except Gly,Pro)

149 153 157

41 1.45

1953

Aouanba.4

133 137 141

(the rest)

CA-CB

1.64

152 156 1.

1.48

140 1.

46 150 154 158

e

1953

Aouanbali4

1953

CA-CB

(lle,Thr,val)

3

—
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e

—

[{o]

Lo

“““““““““““““““ 0

o
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i

i

S

[92] —
[Ye)
2

Aouanba.4

(9]

({o]

i

D

L0

—

n

Srs)

wwwwwwwwwwwwwwwwwwwwwwwwwwww —

43
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—

i
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[92) —
[Ye)
3

Aouanbali4

&

-

o

Lo

—

o

o)

—

o

-

[ee]

<

—

i

—

1953

fouanba.4

(Gly)

N-CA

1953

fouanba.4

141 145 149 153 157 161 165

1953

[aN]
<
—
[o]
Lo
—
3
—
Aouanbai4
N~
10
—
(9]
L0
—
[e))]
<
—
o<
wwwwwwwwwwwwwwwwwwwwwwwwwwww —
—
<
—
N~
Lo
—
™
o
—
fouanba.4

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 angl .
CA-C-N CA-C-N CA-C-N
(except Gly,Pro) (Gly) (Pro)
1482 — 1482 — 1482 —
o) o) oy
5] 5] o)
> > >
g 8 8
L L L.
101 106 111 116 121 126 131 100 106 111 ‘IE_ 121 126 131 101 106 111 116 121 126 131
O-C-N O-C-N C-N-CA
(except Pro) (Pro) (except Gly,Pro)
1482 — 1482 — 1482 —
o) o) o
5] 5] o)
> > >
g 8 8
L L L.
108 113 118 123 128 133 138 107 12 17 12 17 152 137 106 111 116 121 126 131 136
C-N-CA C-N-CA CA-C-O
(Gly) (Pro) (except Gly)
1482 — 1482 : : 1482 I
o) o) > :
5] 5] o) ;
> > >
8 g g |
T T L ;
105 110 115 i?(;m 125 130 135 107 12 17 12 17 152 157 105 110 115 120 125 130 135
CA-C-O CB-CA-C CB-CA-C
(Gly) (Ala) (e, Thr,val)
1482 — 1482 — 1482 i
o) o) oy
5] 5] o)
> > >
g 8 8
L L L.
105 110 115 f%ﬁS 130 135 95 100 105 1'!‘0‘ 115 120 125 94 99 104 109 114 119 124

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.

pdb3175_08.ps



PROCHECK

Main-chain bond I e
CB-CA-C N-CA-C N-CA-C
(the rest) (except Gly,Pro) (Gly)
1482 — 1482 : ; 1482 ; ;
3 o) | l o) ! !
> > > | |
g 8 ] 8 ]
s s i i L i i
9 96 101 106 111 116 121 126 97 102 107 12 17 12 127
N-CA-CB N-CA-CB
(Ala) (e, Thr,val)
5 . 5 || 2 |
o) ] o) g o) ]
> ; ; > ; ; >
g | g | 8 |
s i i s 1| T L 1| @
9% 101 106 111 116 121 126 95 100 105 110 115 130 125 96 101 106 111 116 121 126
N-CA-CB N-CA-CB
(Pro) (the rest)
1482 — 1482 —
5 | 5
5] Pl 5]
> ol >
g i 8
L 0 L
88 93 08 1%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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RMSdist f I ity
ARG ASN ASP
200 ; 200 ; 200 ;
150 | 150 | 150 |
g s 9 s 9 s
8100 i 8100 i 3100 :
g | 8 | 8 |
s i s i L i
50 i 50 i 50 !
000 001 002 003 004 005 000 001 002 003 004 005 000 001 002 003 004 005
GLN GLU HIS
200 ; 200 ; 200 ;
150 | 150 | 1504 |
g s 9 s 9 s
35100 3 35100 3 51004 :
g | 8 | 8 |
s i s i L i
000 001 002 003 004 005 000 001 002 003 004 005 000 001 002 003 004 005
PHE TRP TYR
200 ‘ 200 ‘ 200 ‘
1 1 BT
150 | 1504 | 1504 |
g 3 g 3 g 3
31001 | =100 | 5100+ !
g | 8 | 8 |
s i s i L i
50_ 1 50" } 50_. 1
000 001 002 003 004 005 000 001 002 003 004 005 000 001 002 003 004 005

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

b signifies data points off the graph in the direction shown.
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Distorted geometry
pdb3175

Main-chain bond lengths

N 1451 CA N 1451 CA
1511 1.502
FGly 10 GGly 1

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

Main-chain bond angles

A His 189 CTyr 110 ClLys111 C Asn 207 E Gly 143 N His 189
N 1112 ¢ N M2 ¢ N 112 ¢ N 112 ¢ N 125 ¢
CA CA CA CA CA
Olle226 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: "idea", actual, diff.

Planar groups
CB CB CB CB e CB
0.035 0.038 0.041 0.036 0.047 0.048
A Tyr 386 A Tyr 414 A Tyr 434 B Tyr 122 CPhe 34 CTyr 76
i CB 8 ‘ CB ( ‘ CB . c
B
0.042 0.046 0.036 0.031 0.045 0.038
CHis 98 CTrp 142 CHis197 D His 23 D Tyr 33 D Tyr 90
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Planar groups (contd)

CB CB CB CB CB CB
0.036 0.034 0.031 0.033 0.042 0.056

D Tyr 149 D Tyr 221 N Tyr 152 N Tyr 280 N Tyr 416 N Tyr 434
CB . [ CB ) B l CB -
0.042 0.036 0.035 0.036 0.043 0.047

PPhe 34 PTyr 76 P His 98 PTrp 142 P His 197 QTyr 33

CB

0.039
Q Tyr 90

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