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Plot statistics

Residues in most favoured regions [A,B,L] 3177 88.9%
Residues in additional allowed regions [a,b,l,p] 368 10.3%
Residuesin generously allowed regions [~a,~b,~l,~p] 18 0.5%
Residues in disallowed regions 9 0.3%
Number of non-glycine and non-proline residues 3572  100.0%
Number of end-residues (excl. Gly and Pro) 35
Number of glycine residues (shown as triangles) 262
Number of proline residues 196
Total number of residues 4065

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
pdb4uaf

Phi Phi Phi

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

pdb4u3f

o lle (194) o Lys (194)
R
=
90 90
= u
) wss
g 0l
u
-90 1 -90- R 528
E 180
o) %26 l
-180 %0 0 90 180 -180 -90 0 90 180 -180 90 0 90 180
Phi Phi Phi
Met (78) Phe (188) Pro (193)
180 S| 180 OEE 180 -
@O @%@i
90 ha 90 EN 190 B=32 90
z .| @ snm G g
0 - | 0B 223 0 -
= ]
Y r. %
-90- -90- -90- =
8307
-180 %0 0 90 180 -180 90 0 90 180 -180 -95 0 90 180
Phi Phi Phi
- Trp (58)
n
..I Dﬂj m
90_
m
T &
|
.go_
8101
B
-180 90 0 90 180 -180 -90 0 9 180 -180 90 0 90 180
Phi Phi Phi

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
pdb4uaf
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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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Asp (184)

Chi1-Chi2 plots
pdb4u3f
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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
pdb4u3f

OOa Ramachandran plot quality assessment
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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 3572 88.9 60.9 10.0 2.8 BETTER
b. Omega angle st dev 4034 41 6.0 3.0 -0.6 Inside

c. Bad contacts/ 100 residues 3 0.1 254 10.0 -25 BETTER
d. Zetaangle st dev 3784 1.0 31 16 -1.3 BETTER
e. H-bond energy st dev 2634 0.8 11 0.2 -1.7 BETTER
f. Overal G-factor 4065 0.2 -0.9 0.3 3.7 BETTER

pdb4u3f 04.ps




Side-chain parameters
pdb4u3f

50 a. Chi-1 gauche minus b. Chi-1 trans
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Plot statistics
Comparisonvalues  No. of
) No.of Parameter Typicd Band  band widths
Stereochemical parameter datapts  value vaue  width  from mean
a. Chi-1 gauche minus st dev 466 16.1 29.3 6.5 -20 BETTER
b. Chi-1 trans st dev 1081 15.0 28.1 53 -25 BETTER
¢. Chi-1 gauche plus st dev 1632 14.8 26.8 4.9 -24 BETTER
d. Chi-1 pooled st dev 3179 15.2 27.6 4.8 -26 BETTER
e. Chi-2 trans st dev 1027 15.6 27.0 5.0 -23 BETTER
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Residue properties
pdb4u3f

a. Absolute deviation from mean Chi-1 value (excl. Pro)
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Residue number
. b. Absolute deviation from mean of omegatorsion
g
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@
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Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
% 8_
£ 67
g 4
Py
S
2 10 15 20 25 30 35 40 45 50 55 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
At M i A A7\ Y pmi—
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
: : ‘ A AAAAAAARIIAAAAAA A AAAARAANA A AAAAAAAARL AANBIAAAAAAAAAAA_AA AABABAAAAAAAR
ATYAQTLQNI PETNVTTLDNGLRVASEESSQPTCTVGVWI GAGSRY ENEKNNGAGY FVEHLAFKGTKKRPCAAFEKEVESMGAHFNGY TSREQTAFY | KA
f. Max. deviation (see listing)
g. G-factors
Phi-psi ] [ i W HEE B
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Dihedrals [T T T I T T T T T T IO T T T T I T T TP I T T T T T T T LT T T T T T T T T I LI T I T
MCbonds T T T 1
MCangles [T e P P P
Mainchain (T T T T T T T T T T LT T T T T T LT T T T T TP T T T T T TP TP TP T T T T
overdll [T LI T LI T I T T T T T T L L T I L I LT T T T T T T T T LI T T I [T T
2 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

% 100
% 80
£ 60
g w0
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o
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Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
E
£ 241
£ 16-
® 81
£
O 102 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

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

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

d. Secondary structure & estimated accessibility

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

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

L SKDMPKVVEL LADVVQNCALEESQI| EKERGV | LQELKEMDNDMTNVTFDYLHATAFQGTALARTVEGTTEN I KHLTRADLASY I DTHFKAPRMVLAAAG

f. Max. deviation (see listing)
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Residue properties
pdb4u3f

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

=
o
o

80
60
40 -
20

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

” b. Absolute deviation from mean of omegatorsion

32
24
16

Omega 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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

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

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

d. Secondary structure & estimated accessibility

A A T i A, A

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

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

AAAAAAAAAAAAAAR AAAAAABAAAAAAAAAAAAA ARARA
T T T T T T T T T T T T T T T T T T T T
G| SHKELVDAARQHFSGVSFTYKEDAVP | L PRCRFTGSE | RARDDAL PVAHVALAVEGPGNVADPDNVVLHVANA | | GRYDRTFGGGKHL SSRLAALAVEH

f. Max. deviation (seelisting)
6 +

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

Chi3 & chi4
Omega
Dihedrals [
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MChbonds  [TTTT T ITTTI]
MCangles [T
[TTTTTTTTTTTT
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Mainchain  []

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

& 100
gso—
g 60
8 401
< 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
g 32
£ 24
2 16
o 8
£
O 302 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
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
FAAAAAAAABAARIAARL [EA AAAAAATARIAAAAAAAAAAAAAAAAAAATIRL AAAATIA
I‘(LCHSFQTI‘:NTSY‘SDTGL l‘:GFHF\‘/ADPL‘SI DDMl\‘llFCAQ(‘SE\/\MRI‘_CTST{'ESEVI‘(RAKNHLRSAI\‘/IVAQLE‘)GTTP\‘/CET | éSHLLNYGRRi SL EE\)\/DSRI éA
f. Max. deviation (seelisting) .
* 4
I O S 4 ot e ot e Bt t
g. G-factors
Phi-ps _ W [T] L
o m fasin = :
8h|3&0|4 [T [ H [ [
mega [ [ [ [
Dihedrals [T TT T T T T I T T I T T I T T T O T T T T T T T T T T T T T T TP T T T T TP I T T TT
MCbonds T T T T T A 1
MCangles [T P P P P T
Mainchain (T T T I T T TP T T O T T TP T T TP T T TP TP T TP T T T T T T T
overall [T T I T T I T T T T T T T L L T L T L T T T T T T T T L I T T T T T
302 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
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Resid tl e
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 32
£ 24
2 16
o 8
£
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 1 AV Bl Tl i
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
VDARMVRDVCSKY | YDKCPALAAVGP | EQLLDYNRI RSGMYWI PGAEDLEI TKLPNGL | I ASLENFSPASRIGVF I KAGSRYETTANLGT
f. Max. deviation (see listing)
g. G-factors
Phi-psi [] L[] I [
it N BiEaatd R EEUEEL T
Gmega " EH m CHASsNEEEREEEREEN EEum i N
Dihedrals  [TI T T T T T I T T T IT T T IT T T T T T TP T T T T TTTT] T T T T T T T T T I T T T T T I T T 1T
MCbonds T T T T T T T A T T T
MCangles [T T T T T T e e e e e T T T T T T
Mainchain [T T T T I T T T T T T T I TTTITIT1] T T T T T T T T T TT TT TTTTCTTIITTTITTTITTTITT
Overall LTI T T I T T I T T T T I T T T T ITTTIT I LT T T T T I T T T T I T T T T I I T I T ITTTITTTT]
402 410 415 420 425 430 435 440 19 25 30 35 40 45 50 55 60 65

pdb4u3f 06.ps




PROCHECK

Residue properties
pdb4u3f

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

& 100
g 80 -
g 60
8 401
< 20
o
66 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
E
£ 241
£ 161
® 81
£
O 66 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

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

M\ —— AN ) 2N\ IAND I AANBEANAN

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

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)

+R 4R 4 + + * ok * * o4 + +++* + +* + o+ + o+ + o+ R+ 4+
Kk KKKk K KKK K * ok ok kKK * %% Kk Kk K KKk K Kk KKAKAKAKKKK KKK K KKK KKk KK Kk Kk KKAKKK kK

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdb4u3f 06.ps




PROCHECK

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

& 100
% 80 -
g 60
8 401
< 201
o
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
g
5 32
£ 24
2 16
o 8
£
O 166 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
S
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
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
‘ ‘ ‘ ‘ ‘ ‘ : ‘ AAAAAAAAAAANTARIANIEL A AAAAARAANL  BAAAARL A : ‘ :
AAYKTALANPLYCPDYRIGK | TSEQLHHFVQNNFTSARMALVGI GVKHSDLKQVAEQFLN | RSGAGT SSAKATYWGGE | REQNGHSLVHAAVVTEGAAVG
f. Max. deviation (seelisting)
* 4
SR SR U UE RN S IS S H S T UNE SN S S S S SO SN S
g. G-factors
Phi-psi . EEEEN | M 1 T
; e e R
Omea o i En n S EMRSEEE ENE HEEE EENE
Dihedrals  [(TT T T T T I T T T T T T T IO T T T LT TT T T T T T T T T T T T T T T T T P I T T T T T T T 1T
MCbonds T T T T T 1
MCangles [T e P P P T P T
Mainchain (T T T T T I T T T T T T T T LT T TP T T TP PP T TP T T T T IT T I T T
Overall T T T LT T T T T T T T T T T T T T T T T T T T T T I I T T T T T T AT T I T IT T T T ITTITITTTITT]
166 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265
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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

& 100
%80
£ 60
g w0
< 20
o
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
g
g 32
£ 24
2 16
o 8
£
O 266 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
S
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
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
H EAAAR AAAAAAATRABAAAAAATAAR
‘SAEANAFSVI‘_QHVL(‘BAGPL I‘ KRGSéVTSKI‘_YQGVAKATT(‘QPFDAéAFNVNYSDSéL FGF“(T | SQAAHAGEVI RAAMNQL I‘(AAAQéGVTEI‘EDVTKAKNQLI‘(
f. Max. deviation (see listing)
g. G-factors
Phi H o [NEEE o
Chil-chi2
chi3 8 s H H H
Omega [T | I [ =
Dihedrals [T T T T T T I T T I T T T T LT T T T T T T I T T T I T T P T O T TP T T T T T T T T I T T
MCbonds T T T T T A 1
MCangles [T P P P P T
Mainchain (T T T I T T TP T T O T T TP T T TP T T TP TP T TP T T T T T T T
Overall T T T T T T T T T T T I T T T T T T I T T T T T T T T T T T T T T T T T T IT T I T IT T I T I ITTIITTTITT]
266 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365

pdb4u3f 06.ps




PROCHECK

Resid tl .
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 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
g 327
£ 24
8 161
® 81
£
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
]
i .
£ 67
G 4 -
LY
S
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
N A e A A ity C——
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
‘ ‘ ‘ AAAARE_AAAAAAAAAAAANBAAAAAAAAAAAAAAA ‘ HF BAAAARE
ATYLMSVETAQGLLNE|I GSEALLSGTHTAPSVVAQK I DSVTSADVVNAAKKFV SGKKSMAASGDLGSTPFLDEL FAPNIRKSHPLLKMIN
f. Max. deviation (see listing)
g. G-factors
Phi [ [ SE o EE_ NN |
Ay R . baidees
Gmega ' H H i o u BEmens
Dihedrals [T T T T T T TI T T T T T T LTI T T T LT T T T I T T T T T TP T T T T T T T TTT]
MCape  FHHHHHHHHHHHH A 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]
Overall EEEEEEEEEEEENEEEEEEEEEE NSNS EE NN NSNS NN NN NN NN NN IITTITTITTITTIT T
366 375 380 385 390 395 400 405 410 415 420 425 430 435 5 10 15

pdb4u3f 06.ps



PROCHECK
Page 10

Residue properties
pdb4u3f

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

17 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

32
24
16

Omega abs. mean dev.

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

. ; - el _'*_+"|_‘-|"-_T-‘-T-‘-*'_T-'q‘_‘r-'-1_
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

AAAAAFAABAAABIAAAAAAAAAARATIR AAABIAAAAAA
T T T T T T T T T T T T T T T T T T T T
NSL IDLPAPSN| SAWWNFGSLLAVCLMTQILTGLLLAMHYTADTSLAFSSVAHTCRNVQYGWL | RNLHANGASFFFICIFLHIGRGLYYGSYLYKETWNT

f. Max. deviation (seelisting)

455

556 * 4+ 4er o+ 4 .o S N s T e
***..**.**.* . * * * * Kk * * Kk k

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

g. G-factors

Chi3 & chi4
Omega
Dihedrals ]

[T
MChbonds [TTT7]
MCangles [T
[T
[T

Mainchain  []

Overall [1

99
e,

g

|

L‘T

3=

:H:

8 I | :::u:

pdb4u3f 06.ps
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Page 11

Residue properties
pdb4u3f

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

& 100
gso—
g 60
8 401
< 201
o
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
g
g 327
£ 24
£ 16-
® 81
£
O 117 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
S
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
AAATAAAAAAANAAAAAAAAAAAA ABAAA
éVI LLLTLI\‘/IATAF\‘/GYVLI‘D\NGQ\/I‘SFWGA{'VI TNI‘_FSAI I‘DYIGH'I"LVEWA\NGGF_":,VDNP"I'LTRFI‘:ALHFI‘_LPFAI‘AGI Ti IHLTI‘:LHES(‘BSNNPI‘_GI SSE)S
f. Max. deviation (see listing)
g. G-factors
Phi 5
ke ollel .
Grhega ¢ mama o H
Dihedrals  [(TT T T T T I T I T T T T TN IO T T LT T T T T T T T R T T T T T T T T T T T T T T T T T
MCbonds T T T T T 1
MCangles [T P P P T P
Mainchain [T T T T T T T T T T T C T TP T  TT T T TT CT P TT T TTTP T TTTTTTTTITT I ITTTT
Overall T T T T T T T I T T T T T T e T T T T T T T T T T T T T T T T T I T T T T T IT T T TITTTITTTTT]
117 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215

pdb4u3f 06.ps
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Page 12

Residue properties
pdb4u3f

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

& 100
%80
£ 60
g w0
< 20
o
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
g
g 327
£ 24
£ 16-
® 81
£
O 217 225 230 235 240 245 250 255 260 265 270 275 280 285 290 265 300 305 310 315
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
G 4 -
LY
S
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
DK PFHPYYSFKDILGLTLMLTPFLTLALFSPNLLGDPENFTPANPLVTPPHIKPEWYFLFAYAILRSI PNKLGGVLALAASVLILFL | PFLHKSKQRTM
f. Max. deviation (seelisting)
5 *5 + +
BT b Tt et e b TEUE LML LRIt ot
g. G-factors
Phi-psi i [ o] [ |
Gl BT . B izt
0nf|1egflCI H 0 [ H i:::l H:::
Dihedrals [T T T T TI T T T T T T T T T T T T P T T T T T T T T T T T T T TP T T TP I T T
MCbonds T T T T T A 1
MCangles [T P P P P T
Mainchain (T T T I T T TP T T O T T TP T T TP T T TP TP T TP T T T T T T T
Overall \‘\H\\\CH‘H\H‘\\H\‘H\\H\H\\HH‘\\\H‘\H\H\\H\HH‘H\H‘\\H\H\H‘\\H\‘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

pdb4u3f 06.ps




PROCHECK

Resid t -
pdb4u3f

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 a0 b. Absolute deviation from mean of omegatorsion

E

£ 241

8 161

® 81

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

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

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

AN — NN AN =

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

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

TFRPLSQTLFWLLVANLL I LTWIGSQPVEHPFI | IGOMASLSYFTILLILFPTIGTLENKMLNY GELELHPPAFPWSHGGPL SALDHSSV

f. Max. deviation (see listing)

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

g. G-factors

Dihedrals ]

[TTTTTTTTT
MChbonds  [TTTTTTTIT]
MCangles [T T[T
[TTTTTTTTT
[TTTTTTITT

Mainchain  []

I I ] I [ I I
I I H i H i I
\ \ ] il ] il \
I I [ I [ I I
Overall [ [TITT1 : T T I T T I
317 325 330 335 340 345 350 355 360 365 3
C = cis-peptide

pdb4u3f 06.ps
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Page 14

Residue properties
pdb4u3f

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

% 100
g 80 -
g 60
8 401
- 204
o
27 3 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
E
£ 24
2 16
o 8
£
O 27 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125
Residue number
0 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

M N a

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

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

AA AAAAAABAAARIAABIAAAAAAAAA BIRIAAAAAAAAANAAAAAAAA ABIAA AAAAAA AAAAAAAAANAAAAAAAAAATL AAAAAAATIAAAAAA — AAA
RRGFQVYKQVCSACHSMDYVAFRNL | GVTHTEAEAKALAEEVEVQDGPDENGEL FMRPGK | SDY FPKPY PNPEAARAANNGAL PPDL SY | VNARHGGEDY

f. Max. deviation (see listing)

P + * *
Fopxgx ok ++ +* *oK gk + * + * ++ +F 4+
ArEkEEEE KA * %% xx % KRk kKKK KK K kkk K Kk Kk kk kK kK K K Kkkk Kkkk Kk Kk

*

Fer

g. G-factors

Phi-psi

Chil-chi2 | H - H H "
Chilonly

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

\ \
\ I
\ \
\ I
C : : : : : : : : : : : I
27 35 40 45 50 55 60 65 70 75 80 85 9
C = cis-peptide

pdb4u3f 06.ps
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Page 15

Residue properties
pdb4u3f

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

& 100
% 80 -
g 60
8 401
< 20+
o
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
g
5 327
£ 24
8 161
® 81
£
O 127 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
-g 8_
£ 67
g 4
LY
S
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
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
MWMW‘WWNW‘WWAMWMWMAWMNWNW‘ ‘ ‘ ‘ ‘
VFSLLTGYCDPPAGVVVREGLHYNPYFPGQA | GMAPPIYNE| LEYDDGTPATMSQI| AKDVCTFLRWAAEPEHDQRKRMGLKMLL | SALLTSLLYYMKRHK
f. Max. deviation (see listing)
g. G-factors
il o o | H |5 |
chi3 8 s ‘
mega I::j\
Dihedrals  [(TT T T T T I T T T T T T IO T T LT T T T T T W T T T T T W T T T T LT P T T T T T T T T
MCbonds T T T T T A 1
MCangles [T P P P P T
Mainchain (T T T I T T TP T T O T T TP T T TP T T TP TP T TP T T T T T T T
overall [T LI LI T I T T T T T T T L L I T T T I T T T T T T T T T LT T T T T T
127 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225

pdb4u3f 06.ps



PROCHECK

R . d t Page 16

pdb4u3f

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

o

% 80

£ 60

g w0

< 20

&

227 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75

Residue number

5 a0 b. Absolute deviation from mean of omegatorsion

E

£ 241

8 161

® 81

S

O 227 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number

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

g

g 4

N

227 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75

Residue number Highlighted residues are those that

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

NG == E o

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

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

AAAAAATAAAABAAAAAANAAAAAAAAANANA
T T T T T T T T T T T T T T T
WSVLKSRKMAYRPPK VHNDVTVPDFSAYRREDVMDATTSSQTSSEDRKGFSYLVTATACVATAYAAKNVVTQF | SSLSASADVLALSKIE

f. Max. deviation (see listing)

+ x4
* ok ok

+ o+ Kprry + o+ + o+ + + * Frf
************************** * . *
g. G-factors
Phi-psi F
Chil-chi2 [
Ch3 &'chia \HL | :
i3 & chi
Omega [T i:: H

Dihedrals  [CTTTTTTTTTT TN

T I T T T T T
MCbonds% T T T T T
MC angles T I A P P T T
[EENENENEEEE NN
[EENENENEENE NN

Mainchain  [TTTTTTTTTTTITTT]

Overall

[

[

[

[

[T IR B
227 235 240 5

pdb4u3f 06.ps
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Page 17

Residue properties
pdb4u3f

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

& 100
% 80 -
g 60
8 401
< 201
o
76 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 32
£ 24
8 16
o 8
£
© 7 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
RS
S
76 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAABAAA AAAABIAAA AR ‘ ‘ : ‘ ‘ ‘ ‘ ‘ /\/\/‘\JTT/\/‘\/\/THTW‘/\/\/\J‘ HAANAA AANIA 4
| KL SD | PEGKNVAFKWRGK PL FVRHRTQAE | NQEAEVDV SKLRDPQHDLDRVKKPEW | LVGVCTHLGCVP I ANSGDFGGYYCPCHGSHYDASGR | RKGP
f. Max. deviation (see listing)
g. G-factors
Phi-psi . AR EEEEC ] T T [ ] (T I N EESEEN N EEEEN BN
e TR S EasEna-ma R uatn
Grhega ¢ SR EmmmA iR BEmmEmERS H
Dihedrals  [(TTTT T T T IO T T T I T T T TN T T T T T T T T T T O T T T T T I T T T T I T T T I T T T T
MCbonds T T T T T A 1
MCangles [T P P P P T
Mainchain (T T T I T T TP T T O T T TP T T TP T T TP TP T TP T T T T T T T
overdll [T T I T LT T LT TR T T T T LT T T L T T T T L T T I T LI T LTI
76 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175

pdb4u3f 06.ps




PROCHECK

Page 18

Residue properties
pdb4u3f

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

& 100
%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 32
£ 24
8 16
o 8
£
© 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
-§ z_vLJ_!_-_FA I.—Tl_ql-q__,.-l_,_-’_,—*_L
T
N I —__I | T
176 185 190 195 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
e m) VNS RN TN AN AN
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
APYNLEVPTYQFVGDDLVVVG GRLMDR | RKWYYNAAGFNKYGLMRDDTLYEDDDVKEALKRLPEDLYNERMFRIKRALDL SLKHR I LPKE
f. Max. deviation (see listing)
g. G-factors
Phips ] [T ] T ] me!
cife PR RO P g :
Chi3 & chi4 7i [ [ I [ [ 1]
mega Nl [ [ [N [ [ERENEREEN
Dihedrals [T TR T T T T T[] T T T T T A T T T T T T T T T T T T T T T T T T I I T T T T
MCbonds [T T T T[T I T T T T T T T T T T A
MCangles [T e e e e e e e T e T e e e e T T T T T T
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 I T
Ovedl  [TTTIITIITIIIILITIIL] OO T T T T T T T L L T L T T I T T T T T LTI
17 185 190 195 15 20 25 30 35 40 45 50 55 60 65 70 75

pdb4u3f 06.ps




PROCHECK

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

40
32
24
16

8

Omega abs. mean dev.

Zeta abs. mean dev.

Dihedrals

MC bonds
MC angles

Mainchain

Overall

Residue properties
pdb4u3f

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

Page 19

79 8 90 95 100 105 110 10 15 20 25 30 35 40 45 50 55
Residue number
b. Absolute deviation from mean of omegatorsion
79 85 90 95 100 105 110 10 15 20 25 30 35 40 45 50 55
Residue number
c. C-aphachirality: abs. deviation of zetatorsion
79 85 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

v O\ A\

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

C———1 = (——ANANNANNANN

Accessible

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

QWKYEEDKPYLEPYLKEV | RERLEREAWNKK

f. Max. deviation (see listing)

IHFGNLARVRHI | TYSLSPFEQRA | PN FSDAL PNVWRRFSSQVFKVAPPFLGAYLLY

g. G-factors
r,, [T

H [HEEEN ﬂ H H

[T O [1 H [NREE [
T T T T T T T T T IT T BT T T T T T T T T T T T T T T T T T T T T T T T T TTIT]
T T A A T T T T A A I
T e e A T T T e e e T e T T T T T T e T T T T T T T T
T T T I 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
OO L T T I T T T T LTI T T L L T T T T T LI T T T T I I LI T T T T T
79 8 90 95 100 105 110 10 15 20 25 30 35 40 45 50 55

pdb4u3f 06.ps




PROCHEC

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

40
32
24
16

Omega abs. mean dev.

Zeta abs. mean dev.
N

Dihedrals

MC bonds
MC angles

Mainchain

Overall

K
Resid t -
pdb4u3f
a. Absolute deviation from mean Chi-1 value (excl. Pro)
60 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
60 65 70 75 80 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
c. C-aphachirality: abs. deviation of zetatorsion
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

SONN G H =—ANAAE—ANANAVAA = ANAVAVAUA Grg—
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

T T T T T
SWGTQEFERLKRKNPADY ENDQ EELVDPLTT | REHCEQTEKCVKARERLELCDARVSSRSHTEEQCTEEL FDFLHARDHCVAHKL FNKLK

f. Max. deviation (see listing)

++ * ++
+ * * 4 * k4 * * * % T+ * + o+ Fr 4 4%
ok k kk kxk KKK K kK Kk K kK K kkk* KX K Kk *AK Xk x kkkk  kk

g. G-factors

pdb4u3f 06.ps




PROCHECK

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

40
32
24
16

8

Omega abs. mean dev.

Zeta abs. mean dev.

Dihedrals

MC bonds
MC angles

Mainchain

Overall

Page 21

Residue properties
pdb4u3f

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

29 38 45 55 60 65 70 75 10 15 20 25 30 35 40 45
Residue number
b. Absolute deviation from mean of omegatorsion
29 38 45 55 60 65 70 75 10 15 20 25 30 35 40 45
Residue number
c. C-aphachirality: abs. deviation of zetatorsion
29 38 45 55 60 65 70 75 10 15 20 25 30 35 40 45

Residue number Highlighted residues are those that

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

== NN e NN N/N/NZN/N/ N

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

|
Key:- <™ Helix

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

AAA AFFAREEAA AAARIEAAAA AAAAAAAATABIAAAAAAAAAAA AAAAAAAAT
T T T T T T T T T T T T T
PLLCRESMSGRSARRDLVAGI SLNAPASVR ALLRQAYSALFRRTSTFALTVVLGAVLFERAFDQGADA | FEHLN

T
(S]V[V]V[V]VIV]V]VIVV[V]V]V)
nnnnnnnnnnnnnn
kkkkkkkkkkkkkk

f. Max. deviation (see listing)

g. G-factors

Mt e sl

HH H\ H:H:::i\l [T [T [
TTTTITTTITTIT e T TS T T T T T T e T T T T I T I T T I I T T T TIT T
e A T T T A A T
e e T T T T T T T A T T e e e T A T T T T
ITTITTTITTTIIT] T T T I T T T T T T T T T T I T I T T T T T T T TTTTT
OO OO A T TR I T T] OO L T L T L I T LI T
29 38 45 55 60 65 70 75 10 15 20 25 30 35 40 45

pdb4u3f 06.ps




PROCHECK

Resid t .

pdb4u3f

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

o

% 80

£ 60

g w0

< 20

o

48 55 60 3 10 15 20 25 30 35 40 45 50 55 60 65 70 75

Residue number

5 a0 b. Absolute deviation from mean of omegatorsion

E

£ 241

8 161

® 81

S

o 48 55 60 3 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number

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

g

g 4

N

48 55 60 3 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

Y - — — 7

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

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

T T T
EGKLWKH | KHKYEASEE TYAQTLQNI PETNVTTLDNGLRVASEESSQPTCTVGVWI GAGSRY ENEKNNGAGY FVEHLAFKGTKKRPCAAF

f. Max. deviation (see listing)

+ * + +
+ H+*+ 4 XX kx4 *ok * ok kx + + + o+ *+4 + +
Ak KKk K KKK K K * kA K kAR * % % kK kK KAk K KKK kA kkkkkKE KA kAKX *

g. G-factors

Chi3 & chi4
Omega
Dihedrals ]

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

Mainchain  []

Overall {1

pdb4u3f 06.ps
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Residue properties
pdb4u3f

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

32
24
16

Omega 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

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

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

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

AAAAAAAAAAAAAAAAAAAAAAAAATIA. TEAAAAAAA
T T T T T T T T T T T T T T T T T T T T
EKEVESMGAHFNGY TSREQTAFY | KAL SKDMPKVVELLADVVQNCALEESQI EKERGV | LQELKEMDNDMTNVTFDYLHATAFQGTALARTVEGTTENIK

f. Max. deviation (see listing)

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

993
i
SIS
|
:
=
|
m
e

Chi3 & chi4
Omega
Dihedrals ]

[TTTTTT
MChbonds  [TTTTTTTT
MCangles  [TTTTTTT]
[TTTTTT
[TTTTTT

(=

Mainchain  []

Overall {1

S H HEEH
o

- H HFHE HFEH
N0 OO0 O
a1
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Residue properties
pdb4u3f

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

% 100
g 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
5 a0 b. Absolute deviation from mean of omegatorsion
E
£ 241
£ 16-
® 81
£
O 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

Zeta abs. mean dev.
N A OO

176 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275

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

d. Secondary structure & estimated accessibility

AN —v-mmm NN T S\

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

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

AAAAAAAAANAAAATIIAAAAAAAAAA — AAAAAAANAAAAANTIEL ANBAAAAAAAANAAAAANAA  AAAAAABIANAAAAAAAAAAAA A AAAAAAAANAAAAN
HLTRADLASY | DTHFKAPRMVLAAAGG| SHKELVDAARQHFSGVSFTYKEDAVP | LPRCRFTGSE | RARDDAL PVAHVALAVEGPGNADPDNVVLHVANA

f. Max. deviation (see listing)

g. G-factors

Phi-psi 1] T [ ] W
A . S i Eaate s T
Gihega " ) H Bs NN EENSNEEE SESER EEERE i Enmn
Dihedrals  [(TT T T TTTTITT T I T LTI T T T T T T T T T T T T T T T T T I T T T T T T T T T T T T T T T T T I T TT T
MCbonds T T T T T T
MCangles [T P P P T
Mainchain [T T T T T T T T T T T T T T T T TP T TP T T T TP T TP T T T T T I T T
Overall T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T I I T T TITITTIITTTTT]

176 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275

pdb4u3f 06.ps
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Residue properties
pdb4u3f

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

& 100
%80
£ 60
g w0
< 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
g 327
£ 24
£ 16-
® 81
£
© 2 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
S
276 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AFAFAR HA AAAAAATARIAAAAAAAAAAAAAAAAAAATIR
I‘ | GRYDRTFéGGKHILSSRLA‘ALAVI‘EHKLCASFQT l‘:NTSY ‘SDTGLI‘:GFH F\‘/ADPL‘SI DDNI\‘/IFCAQ(‘BEV\MRI‘_CTST';'ESEVI‘(RAKNIliLRSAI\‘/IVAQLI‘DGTTP\‘/
f. Max. deviation (see listing)
g. G-factors
Phi [N [
St HEE : fates
8h|3&0|4 HH [ [ H
mega [ [ [ [
Dihedrals  [(TTT T T I T T T T T T T ITT OO T T T T T T T T T TP T T T T T T T T T TR I T T T T T I T T
MCbonds T T T T T A 1
MCangles [T P P P P T
Mainchain (T T T I T T TP T T O T T TP T T TP T T TP TP T TP T T T T T T T
Overall T T T T L T T T T T T T T LT T T T T T T T T T T I T T T T T T T T T I T I ITTITITTTTT]
276 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375

pdb4u3f 06.ps
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pdb4u3f

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

o

% 80

£ 60

g w0

< 20

o

376 385 390 395 400 405 410 415 420 425 430 435 440 18 25 30 3H

Residue number

5 a0 b. Absolute deviation from mean of omegatorsion

E

£ 241

£ 16-

® 81

S

O 376 385 390 395 400 405 410 415 420 425 430 435 440 18 25 30 3H
Residue number

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

g

g 4

N

376 385 390 395 400 405 410 415 420 425 430 435 440 18 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

MNAEAA ANNmm

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

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

AAAA AAAARIA AAAAAAAAAAAAAAAAANAAAAANAAAATAAAANAAAAA IIAAAAIAAAAAA AAI ‘H : : /\/\/‘\/\/\J_\
CETIGSHLLNYGRRI| SLEEWDSR | SAVDARMVRDVCSKY | YDKCPALAAVGP | EQLLDYNRI RSGMYWI CPGAEDLEI TKLPNGL I ASL

f. Max. deviation (see listing)
4

R 50 4 SN S S & S RS DU U S S A I S 18 1 S
g. G-factors
Phi [ [ H_NEN A
%Eilgﬂiz, H> H H l ﬁ!”# HE <H H
i3 & chi4 | [ [ 117 [ [ [ [
Omega \h [T [ = HHH [T [T [ [
Dihedrals [T T T T T T T T T T T T T T T T T I T T I T T T I T T T T T I T T I T T T T T T T T T AT T T T T TTIIT
MCbonds T T T T T T T T 1 I T T T A
MCangles [T T T P P P T T e e e
Mainchain (T T T T T T T T T T T T T T T T T TP T T T T TP T T T T I T T T
Overall LTI T T T LT T I T T I T T T T T T T I T IT T IT T T T T I T T ITTTITTITIT] [ITTTITTTITITIITIITTITT]
376 385 390 395 400 405 410 415 420 425 430 435 440 18 25 30 35

pdb4u3f 06.ps



PROCHECK
Page 27

Residue properties
pdb4u3f

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

39 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130 135
Residue number

” b. Absolute deviation from mean of omegatorsion

32
24
16

8_

Omega abs. mean dev.

39 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

39 45 50 5 60 65 70 75 80 8 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

R/ N T = N\

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

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

AABAAAATIA AAATE AAAABAATIA AAAR  AAMAAANBABAAAAAAAAAAATIAAAAAAAAAAAAATAAIAAAAAA
T T T T T T T T T T T T T T T T T T T T
ENFSPASRIGVFIKAGSRYETTANLGTAHLLRLASPLTTKGASSFRI TRGI EAVGGSL SVY STREKMTYCVECLRDHVDTVMEYLLNVTTAPEFRPWEVT

f. Max. deviation (see listing)

+ *ook g + +* 4R 4 + + * ok * * o4 + o+ + +* + + +
*x x K Kk ok kkk Kk k kK KAk Kk kKA KKE Kk k Kk kK Kk KKKk Kk KK KX KAKRKARKAKAK K KEk* kK

g. G-factors

Chi3 & chi4
Omega [}
Dihedrals [

T T T T T T T T T I T T T T AT T T T T T T T T T T I T T T TTTTTTT
MC bonds [T T T T T T T T T T T T
MCangles [T T T e e e e
IEEEEENEEEE NN NN NN NN
[T T T T T LT T T T T TP T I T I T T T LTI T T T T I T I LT T T T T I T T LTI TTITTTT

Mainchain  []

Overall [1

pdb4u3f 06.ps
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Residue properties
pdb4u3f

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

139 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235
Residue number

” b. Absolute deviation from mean of omegatorsion

32
24
16

8_

Omega abs. mean dev.

139 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

139 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235

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

d. Secondary structure & estimated accessibility

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

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

T T T T T T T
DLQPQLKVDKAVAFQSPQVGVLENLHAAAYKTALANPLYCPDYRIGK I TSEQLHHFVQONNFTSARMALVGI GVKHSDLKQVAEQFLN | RSGAGT SSAKAT

f. Max. deviation (see listing) .
* 4

T St COUNUE LN L AN SUE T SOF SURUE NI T s L ahan L

g. G-factors
j-psi [] T 1
il | ity ; i
Omega [l [T [ h H:H i::
Dihedrals [T T T T I T T I T T T T T T T T T T T T T T T T T I T T T T T T T T T T T T T ]
MCbonds T T T T T A 1
MCangles [T T T e e A
Mainchain [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 LT T T
Overdl T T T T T T T T T T T P T T T T LTI T T T I T T T T T T T T T T T T T T T T T IT I P TITTTITTTTT]

139 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235

pdb4u3f 06.ps
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Residue properties
pdb4u3f

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

239 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335
Residue number

” b. Absolute deviation from mean of omegatorsion

32
24
16

8_

Omega abs. mean dev.

239 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

239 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335

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

d. Secondary structure & estimated accessibility

T i AR A i — A

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

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

Al EAAAAN 4 ‘ ‘ : : ‘ [ EAAAR AA ‘ AAMAAAARRABAAAAAABAAN ‘ ‘ ‘
YWGGE | REQNGHSLVHAAVVTEGAAVGSAEANAFSVLQHVLGAGPL | KRGSSVTSKLYQGVAKATTQPFDASAFNVNY SDSGL FGFYT | SQAAHAGEV | R

f. Max. deviation (see listing)

+ + +
+* k44 +  * ki 4 + * + 4+ o+ +* * 44 * 4t
Ak k ok ko Kk Kk x Kk kK Kk K kK * %k * % kkxk kK Kkk% * ok ok ok

g. G-factors

Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdb4u3f 06.ps
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Residue properties
pdb4u3f

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

& 100
-§80—
g 60
8 401
< 201
o
339 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 327
£ 24
£ 16-
® 81
£
O 339 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
S
339 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435
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
‘ ‘ : ‘ ‘ ‘ : ‘ : AAAARE _AAAAAAAAAAAAABNAAAAAAAAAAAAAA ‘ HF BAAAARE
AAMNQLKAAAQGGV TEEDVTKAKNQLKATYLMSVETAQGLLNE | GSEALLSGTHTAPSVVAQK | DSVTSADVVNAAKKFVSGKKSMAASGDLGSTPFLDE
f. Max. deviation (see listing)
g. G-factors
Phi-psi [
Gl TEIE e . :
Or1r|1egaCI H H H h }h [ i
Dihedrals [T T T T T R T T T T I T T T I T T T T T T T T R T T T T B T T T T T T T I T T T T T T I T R TT T 1T
MCbonds T T T T 1
MCangles [T e P P A P T
Mainchain (T T T I T T TP T T O T T TP T T TP T T TP TP T TP T T T T T T T
Overall T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T I T ITT T T T IT T I TTITITITITIIT]
33 5 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435

pdb4u3f 06.ps
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Residue properties
pdb4u3f

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

& 100
g 80
£ 60
g w0
< 20
o
439 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g 327
£ 24
£ 16-
® 81
£
O 4 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
G 4 -
RS
S
439 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
| NS, VY
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAAFAABIAAABIAAAAAAAAAARIARIR
—Lr APNI RKSHI‘DL LKMI‘ NNSL i DL PA}‘DSNI SA‘VWVNF(‘SSL LA\‘/CLMT("\)I LTGILLLAMHYTAD‘;’SLAF‘SSVAH'i'CRNV(‘QYGNL I‘ RNLHANGASI‘:
f. Max. deviation (seeljsting)
455
. ghiress 1oy owmie s : EIUEIE U LS.
g. G-factors
Phi-psi . (T [ o 7
dr ol dehase ALk sHighiieie
Omega Eemass EEES 8 EEER i ]
Dihedrals [ R T T T T e T T T T T A T T T T T T T T
MCade O e A A A A A A A A A A
Mainchain ] 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
overdl  [] O e T T T T LT L T I T L T L I T T LI T T I T]
439 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90

pdb4u3f 06.ps
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Residue properties
pdb4u3f

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

91 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190
Residue number

” b. Absolute deviation from mean of omegatorsion

32
24
16

Omega abs. mean dev.

91 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

91 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190

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

d. Secondary structure & estimated accessibility

A Vo VA V= AN A VA VANV A VA AV VA Ve ——
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

AAABAAAAAA /\/\/\/\/\/\/\/\/\/\/\/\I/\ AAABAAAAAAAAAAAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
FFICIFLHIGRGLYYGSYLYKETWNTGV I LLLTLMATAFVGYVL PNGOMSPFWVGATV I TNLFSA I PY | GHTLVEWAWGGFSVDNPTLTRFFALHFLLPFAI

f. Max. deviation (see listing)

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

*********

Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdb4u3f 06.ps
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Residue properties
pdb4u3f

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

& 100
% 80 -
g 60
8 401
< 20+
o
191 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 327
£ 24
8 161
® 81
£
© a1 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
S
191 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290
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
AAAAAAAAAAAAATIIAIAA  AAAAAAANAAAAAAAARIAIAAAAAAAAAAAAAAAAAA
AGI TI IHLTI‘:LHES(‘SSNNPI‘_GI SSE)SDKI #FHPY#SFKDI‘ LGLTI‘_MLTPI‘:LTLAI‘_FSPNLLGDPENFTPANPLV+PPHI I‘(PE\NYI‘:L FAYAI LRSI‘ PNKLé
f. Max. deviation (seelisting)
+ 5 5 + +
R EERE: BT b Tt Bt e e TR L
g. G-factors
Phi-psi . [l ]
: I . "
On|1egaCI H H 0 H H
Dihedrals [T T T T T I T T T I T I T LTI O 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 R T T T T TT]
MCbonds T T T T T A 1
MCangles [T P P P P T
Mainchain (T T T I T T TP T T O T T TP T T TP T T TP TP T TP T T T T T T T
Overall \‘\HHHH‘HHHHH‘\\\H‘\H\\H\CH‘\\H\H\H\\H\‘H\\\‘\HH‘\HH‘HHHHHH\H‘HHHHH‘HHHHH‘\
191 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290
C = cis-peptide

pdb4u3f 06.ps
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Residue properties
pdb4u3f

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

291 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380
Residue number

” b. Absolute deviation from mean of omegatorsion

32
24
16

8_

Omega abs. mean dev.

291 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

201 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380

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

GVLALAASVLILFL I PFLHKSKQRTMTFRPLSQTLFWLLVANLL I LTWIGSQPVEHPFI I IGQMASLSYFTILLILFPTIGTLENKMLNY

f. Max. deviation (see listing)

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

Omega
Dihedrals ]

[T T T [T I T T I T T
MC bonds [T T T T T TT] [T TP T T T T
MCangles [T T T I T P P P T T T
[T IITITIT [T T T I T T LT
[TTTTTTTITTITIITITIIT [T TIT I I T IT I TIT

Mainchain  []

Overall {1

chiz & chia H
i
I
i
i
1
3

C = cis-peptide
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
%80—
g 60
8 401
< 201
o
1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g 327
£ 24
8 161
® 81
£
© 1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
S
1 10 15 20 25 30 35 40 45 50 55 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
Q B AA AR e A 0
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousl Disallowed
AAAFABAAAAAA  AANAAAABAAARAAAAAAAAAAA IRAAAAAAAAAAAAAAAAA  AAA
GEL ELHPPAFP\NSHGGPL SAL DHSSVRRGFQVYKQVCSACHSMDYVAFRNL | GVTHTEAEAKALAEEVEVQDGPDENGEL FMRPGK | SDYFPK PY PNPEA
f. Max. deviation (see listing)
g. G-factors
F’hi.-Si H ] o I . L1
di i . riftdieee
Omega :H [l ﬁ ] [ [ [T
Dihedrals [T T T T I I T T I T T T IO T T T T LT T T T I T T T T T T T T T T T T T T T T T T T T T T I T
MCbonds T T T T T A 1
MCangles [T P P P P T
Mainchain (T T T I T T TP T T O T T TP T T TP T T TP TP T TP T T T T T T T
Overall \HH\H\HHH\H\HHH\HHH\H\\H\H\H\\H\H\\H\H\\H\H\H\\H\CH\\HHHHHH‘\HH‘HHH
1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
C = cis-peptide

pdb4u3f 06.ps
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Residue properties
pdb4u3f

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

% 100
% 80 -
g 60
8 401
< 20
o
101 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
E
£ 241
8 161
® 81
£
O 101 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

101 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200

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

d. Secondary structure & estimated accessibility

O T A R AAAAYR

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

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

ARAANNGAL PPDL SY | VNARHGGEDYVFSLLTGYCDPPAGVVVREGLHYNPY FPGQA | GMAPPI YNE | LEYDDGT PATMSQ| AKDVCTFLRWAAEPEHDQ

f. Max. deviation (see listing)

*
* ++ % 4+ + + + + * + * +* 4 4t +++ + +
K kk Kk KKK K KK Kk K Kk % * ok kK k * % * * * Kok ok P * %

g. G-factors

Chi3 & chi4

Omega H
[T
[T
[
[T
[T
17

Dihedrals

MC bonds
MC angles

Mainchain

Overall
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Residue properties
pdb4u3f

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

& 100
% 80 -
g 60
8 401
< 20+
&
201 210 215 220 225 230 235 240 5 10 15 20 25 30 35 40 45
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 327
£ 24
8 161
® 81
£
© o0 210 215 220 225 230 235 240 5 10 15 20 25 30 35 40 45
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
-g 8_
£ 67
g 4
LY
N
201 210 215 220 225 230 235 240 5 10 15 20 25 30 35 40 45
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
NN/ NN/ N/ NN /NNy R
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAAATIAAAAAAAAAAAAAAAAAAAANANA
RKRMGLKMLL | SALLTSLLYYMKRHKWSVLKSRKMAYRPPK VHND\‘ITV PDl‘:SAYRI‘?EDVMI‘DATTS‘SQTSSI‘EDRKGI‘:SYLV';'ATAC\‘/ATAY
f. Max. deviation (see listing)
g. G-factors
Phi-psi [T
Chil-chi2
chi3 8 s ﬁ H
mega [T [NED [T
Dihedrals  [(TTT T T T T IT T T T T I ITTITTITIT1TTT] T T T T T T T T T T T T T I T T I T
MCbonds T T T T T T T I A T T T T
MCangles [T T T T P T T e e e e T T T
Mainchain [T T T T T T I T T I ITTTTTTIT1TTT] T T T T T T T T T T T T
overdl  [TTTTTIO I TIIITTT] OO L L L T T T T I T T T T
201 210 215 220 225 230 235 240 5 10 15 20 25 30 35 40 45
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Residue properties
pdb4u3f

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145
Residue number

” b. Absolute deviation from mean of omegatorsion

32
24
16

Omega abs. mean dev.

50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145

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

d. Secondary structure & estimated accessibility

AP N e e it NS -

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAKNVVTQF | SSLSASADVLALSK I EIKL SD | PEGKNVAFKWRGKPL FVRHRTQAE | NQEAEVDV SKLRDPQHDLDRVKKPEW | LVGVCTHLGCVPIAN

f. Max. deviation (see listing)

+
+ + o+ * * *k k4 Ky * 4 R AT R * ok ok k ok + * * * k4
* ok kK * kKK kkk ok Kkkkkkkkk KK * Kk K KkkKkkk Kk Kk Kk Kk Kk K K Kk* * ok kk Kk ko* * % * * Kk K

g. G-factors

Chi3 & chi4
Omega
Dihedrals ]

[T T T TITTTTTT
MC bonds [T T T T T T
MCangles [T
[T T T IIIIITTTTTTT
[TTTITTITITITTITTTTITTITITTT]

Mainchain  []

Overall {1

50 55 60 65 70 75 80 8

o1
[ o 2 N oy I I oy
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Residue properties
pdb4u3f

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

Page 39

& 100
% 80
£ 60
g w0
< 20
o
150 155 160 165 170 175 180 185 190 195 15 20 25 30 35 40 45 50
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g 327
£ 24
8 161
® 81
£
O 150 155 160 165 170 175 180 185 190 195 15 20 25 30 35 40 45 50
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
RS
S
150 155 160 165 170 175 180 185 190 195 15 20 25 30 35 40 45 50
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
C ) BEEEEE VAL ERAN
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
A AN AAANNE EAANAA AANNE A ‘ ‘ ABAAAA ‘ ‘ : AAAAAAAABIRAAAAAAAAAAAA
SGDFGGYYCPCHGSHYDASGR | RKGPAPYNLEVPTYQFVGDDLVVVG GRLMDR | RKWYYNAAGFNKYGLMRDDTLYEDDDVKEALKRL PE
f. Max. deviation (see listing)
g. G-factors
Phi-psi . T T T o T T [T T [l
e HF Fehlees I i u
8h|3&0|4 | \H\ T H I
mega [T [ [ [NEED [ [
Dihedrals [T TT T T T IT T IO T T T T T T I II T T T T [T 111 T T T T T T T A T T T T T T T I T T T
MCbonds T T T T T T T T T T T
MCangles [T T T P T T e e e e e T T T T T T
Mainchain [T T T T I T T I T T T I I T T IITTITT1] T T T T T T T T T T T T T I I T
overdl [T I I LT T T I T LI LTI T T T I [T T] O I O L T L T T I T T T]
150 155 160 165 170 175 180 185 190 195 15 20 25 30 35 40 45 50
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Residue properties
pdb4u3f

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

80
60
40
20

Chi-1 abs. mean dev.

53 60 65 70 75 80 8 90 95 100 105 110

40

10 15 20 25 30
Residue number

b. Absolute deviation from mean of omegatorsion

32
24
16

8_

Omega abs. mean dev.

53 60 65 70 75 80 8 90 95 100 105 110

10 15 20 25 30
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

53 60 65 70 75 80 85 90 95 100 105 110

10 15 20 25 30

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

Residue number

d. Secondary structure & estimated accessibility
O NN T——

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

Key:- <™ Hélix
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

AAAAAAAAAAAAAAAAAAABAAAAAAANAAAAAAAABINAAAAAAAAAAAAAAAAAAAA

DLYNERMFRIKRALDLSLKHR I LPKEQWKYEEDKPYLEPYLKEV | RERLEREAWNKK

f. Max. deviation (see listing)

Dihedrals ]

[TTTTITTTTTTITTT
MChbonds  [TTTTTT T ITTTTTI]
MCangles [T
[TTTTITTTTTTITTT
[TTTTITTTITITTT

Mainchain  []

Overall [1

IHFGNLARVRHI | TYSLSPFEQRA | PN I FSDA

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

pdb4u3f 06.ps
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=
o
o

80
60
40
20

Chi-1 abs. mean dev.

40
32
24
16

Omega abs. mean dev.

Zeta abs. mean dev.
N

Dihedrals

MC bonds
MC angles

Mainchain

Overall

“ ) . Page 41
Residue properties
pdb4u3f
a. Absolute deviation from mean Chi-1 value (excl. Pro)

34 40 45 50 55 60 65 70 75 80 15 20 25 30 35 40 45 50

Residue number
b. Absolute deviation from mean of omegatorsion
34 40 45 50 55 60 65 70 75 80 15 20 25 30 35 40 45 50

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

| P IS R W

34 40 45 50 55 60 65 70 75 80 15 20 25 30 35 40 45 50

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

d. Secondary structure & estimated accessibility

SAARRNARARNANRNANR S A\ U— AP
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

T T T T T T T T T T
L PNVWRRFSSQVFKVAPPFLGAYLLY SWGTQEFERLKRKNPADY END EELVDPLTT I REHCEQTEKCVKARERL ELCDARVSSRSHTEEQ

f. Max. deviation (see listing)

+ + + + + o+
* * * * * * * 4

+  +*+ + + ++ + + + + +R b 44 ++
********************************************************* *
i
c
1] [] |
[ BT ﬂ B H::j::

a1
o I I

34 40 45 50 55 60 6
C = cis-peptide
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Resid t -

pdb4u3f

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

o

% 80

£ 60

g w0

< 20

o ;

54 60 65 70 75 38 5 60 65 70 75 10

Residue number

5 a0 b. Absolute deviation from mean of omegatorsion

E

£ 241

8 161

® 81

£

© s 6 6 70 75 38 55 60 65 70 75 10
Residue number

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

&

© 8

g 4

N

54 60 65 70 75 38 55 60 65 70 75 10

Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

FAANANANA=A \ v ) W NG~
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

FI/\/\/\/\/\ITI/\AHTI/WTI(\/\/\/\N‘WFK\/\
CTEEL FDFLHARDHCVAHKL FNKLK UUUUUUUUUUUU  PLLCRESMSGRSARRDLVAGI SLNAPASVR ALLRQAYSALF
nnnnnnnnnnnn
kkkkkkkkkkkk
f. Max. deviation (see listing)
+ +

+* ++ + o+ +++* * * Kpkox g *oxx i ++ +

SO 5 5 S S & 5 N P& S0 SN U & S & S & S S

g. G-factors
. _
gp:il_schiz H #:##: # th RN “H:H ﬁ7
|1 onl
Chi3 & chi4 [T [ | | []1 [ ] [
mega H EEERES N (O ot i
Dihedrals  [TTTTTTTIITTTTTITIITIITIT] CTITTTTTT T O T IR T TR T T OTTTTTTIET]
MChbonds [T T T T[T T T A T A T T T %
MCangles [T A O A T
Mainchain  [TTTTTTIIITTTTITITIIITTIT1T1T] [T OO [TITTTTITTTT]
Overall I T LTI T I 1] OO O L O A TR T LI LT

54 60 65 70 75 38 55 60 65 70 75 10

pdb4u3f 06.ps
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Residue properties
pdb4u3f

Page 43

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

15 20 25 30 35 40 45 50 55 60

Residue number
b. Absolute deviation from mean of omegatorsion

40

32
24
16

8_

Omega abs. mean dev.

15 20 25 30 35 40 45 50 55 60

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

15 20 25 30 35 40 45 50 55 60

Residue number

d. Secondary structure & estimated accessibility
NN G A=

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

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

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

BAAAAAAAAAAA AAAAAAAATIA AAAAAAAATIEA
T T T T T T T T T T
RRTSTFALTVVLGAVLFERAFDQGADA | FEHLNEGKLWKH | KHKY EASE

f. Max. deviation (see listing)

+
*

++ + +  +++ + o+ 7++

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

g. G-factors
o Ave
i-psi | 0.14
Chil-chi2 H n ! ann -0.22
Chilonl -0.02
Chi3 & chi4 I 0.51
mega 1 -0.11
Dihedrals T T I I T T T T T T IO T T T T I T T T T T T T ] [0 -0.07
MCbonds T T T T T 0.70
MC angles HH\HHHHH\HHHHHHHHHHHHHHHHHE0-63
Mainchain T T T T T I T I T T T ITIITIITIITIIITTITTTT1] ] 066
Overall [T T T T T T T I T I T T TITITTTTITTITTTTTT] O 0.22

15 20 25 30 35 40 45 50 55 60

pdb4u3f 06.ps
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Main-chain bond lengths

C-N

Freguency

(except Pro)

120 124 128 1.32 136 140

CA-C

Freguency

(except Gly)

140 144 148 152 156 1.60

CA-CB
(lle,Thr,val)

Freguency

N-CA

i t i1.58 1.62

142 146 150 1

Freguency

(Gly)

Black bars> 2.0 st. devs. from mean.

133 1.37 141 145 149 153

Frequency

Frequency

Frequency

Frequency

pdb4u3f

(Pro)

122 126 130 1.34 138 142

CA-C

(Gly)

139 143 147 151 155 159

CA-CB
(therest)

141 145 149 153 157 161

N-CA
(Pro)

134 138 142 146 150 154

Frequency

Frequency

Frequency

=

Page 1

CA-CB

11 115 119 123 127 131

(Alg)

140 144 1.48 1%2 156 160

N-CA
(except Gly,Pro)

133 137 141 145 149 153

Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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Main-chain bond angles

CA-C-N
(except Gly,Pro)

Freguency

101 106

11 116 121 1%

O-C-N
(except Pro)

Freguency

108 113

18 123 128 133

C-N-CA

Freguency

(Gly)

105 110

15 120 155 1%0

CA-C-O

Freguency

(Gly)

105 110

Black bars> 2.0 st. devs. from mean.

15 120 11é5 130

Frequency

Frequency

Frequency

Frequency

pdb4u3f

CA-C-N
(Gly)

101 106 111 1116 1 121 126

O-C-N
(Pro)

107 12 117 122 127 132

C-N-CA
(Pro)

107 112 1117 122 1217 132

CB-CA-C
(Al3)

95 100 105 ‘1+0‘ 115 120

Frequency

Frequency

Frequency

Frequency

Page 1

CA-C-N
(Pro)

101 106 111 11i61 121 126

C-N-CA
(except Gly,Pro)

106 111 116 121 126 131

CA-C-O
(except Gly)

105 110 115 é 125 130

CB-CA-C
(lleThr,vVal)

94 99 104 109 114 119

Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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Main-chain bond angles
pdb4u3f

CB-CA-C
(therest)

Freguency

95 100 105 110 115 120

Freguency

Freguency

88

Black bars> 2.0 st. devs. from mean.

T
93

98 103 108 113

Frequency

Frequency

Frequency

N-CA-C
(except Gly,Pro)

96 101 106 111 116 121

95 100 105 110 115 120

N-CA-CB
(therest)

95 100 105 110 115 120

Frequency

Frequency

Page 2

7 102 107 112 117 122

N-CA-CB
(lleThr,vVal)

6 101 106 111 116 121

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
9 | ) | 3 |
o) | o) | o) |
> >3 >
o] ! g ! g !
LC ! L | L 1
000 001 002 003 004 000 001 002 003 004 000 001 002 003 004
GLN GLU HIS
o : ) : )
& ; & ; o]
> >3 >
8 | 8 | g
LL ; LL ; L
000 001 002 003 004 000 001 002 003 004 000 001 002 003 004
PHE TRP TYR
o ) : ) :
& & ; o] ;
> >3 >
8 g | g |
000 001 002 003 004 000 001 002 003 004 000 001 002 003 004

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