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Plot statistics

Residues in most favoured regions [A,B,L] 3001 88.7%
Residues in additional allowed regions [a,b,l,p] 380 11.2%
Residuesin generously allowed regions [~a,~b,~l,~p] 1 0.0%
Residues in disallowed regions 3 0.1%
Number of non-glycine and non-proline residues 3385 100.0%
Number of end-residues (excl. Gly and Pro) 37
Number of glycine residues (shown as triangles) 251
Number of proline residues 193
Total number of residues 3866

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
pdbadéu
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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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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
pdb4d6u
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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 3385 88.7 378 100 51 BETTER
b. Omega angle st dev 3838 5.9 6.0 3.0 -00 Inside
c. Bad contacts/ 100 residues 37 1.0 484 10.0 -47 BETTER
d. Zetaangle st dev 3615 1.7 31 1.6 -0.9 Inside
e. H-bond energy st dev 2601 0.8 1.3 0.2 -21 BETTER
f. Overall G-factor 3866 0.0 -12 0.3 41 BETTER
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Side-chain parameters
a. Chi-1 gauche minus b. Chi-1 trans
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Resolution (Angstroms)
Plot statistics
Comparisonvalues  No. of
) No.of Parameter Typicd Band  band widths
Stereochemical parameter datapts  value vaue  width  from mean
a. Chi-1 gauche minus st dev 480 16.0 36.4 6.5 -3.1 BETTER
b. Chi-1 trans st dev 1050 155 33.8 53 -35 BETTER
c. Chi-1 gauche plus st dev 1530 14.8 32.6 4.9 -36 BETTER
d. Chi-1 pooled st dev 3060 15.3 335 4.8 -3.7 BETTER
e. Chi-2 trans st dev 962 184 312 5.0 -26 BETTER
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Residue properties
pdb4d6u

a. Absolute deviation from mean Chi-1 value (excl. Pro)
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Residue number
. b. Absolute deviation from mean of omegatorsion
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. c. C-aphachirality: abs. deviation of zetatorsion
&
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£ 18+
g 12
S 6
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
A i MM 00w i—
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
: : ‘ A AAAAAAAINAAAAA AAABIA A : A AAAAAAAANL AAA BAAAAAAAAA AAAAAAABABAAAAAAAA
ATYAQALQSVPETQV SQLDNGLRVASEQSSQPTCTVGVWI DAGSRY ESEKNNGAGY FVEHLAFKGTKNRPGNAL EKEVESMGAHLNAY STREHTAYY | KA
f. Max. deviation (see listing)
g. G-factors
Ph [T
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Dihedrals T T T T T I T T T T T T T I T T T T T T T T T T T T T T T P T T T T TR T T T T T T T I T I I T |
MCbonds T T T 1
MCangles [T P P P T
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
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Residue properties
pdbadéu

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

& 100
g 80
£ 60
g w0
< 20
o
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
g
g 327
£ 24
£ 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
. c. C-aphachirality: abs. deviation of zetatorsion
&
% 24
£ 18-
g 12-
26
S
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
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
L SKDLPKAVELLADIVQNCSLEDSQI EKERDV | LQELQENDT SMRDVVFNYLHATAFQGTPLAQSVEGPSENVRKL SRADLTEYL SRHYKAPRMVLAAAG
f. Max. deviation (seelisting) .
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Residue properties
pdbadéu

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

& 100
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g 60
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< 201
o
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Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 32
£ 24
2 16
o 8
£
O 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
&
%24—
£ 18-
g 12-
S 6
S
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
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
WAAAAAAAAAAAAAA AR IAAABIRIAAAAAAAAA AAABIAAA ‘ ‘ A AAAAARAAAAAAAAA ARIAAAA ‘ ‘ ‘
GLEHRQLLDLAQKHFSGL SGTYDEDAVPTLSPCRFTGSQI CHREDGL PLAHVA | AVEGPGNVAHPDNVALQVANA I | GHYDCTYGGGAHL SSPLASIAATN
f. Max. deviation (see listing)
g. G-factors
i-psi [ H T
e Bl e
mee W ot | e 1 B B mER BomSmmms" HC
Dihedrals BT T T T I T T T T TR T T T T T T T T T T T T T T T T T I T T T O T T T T T T T T T I T T T I T TT]
MCbonds T T T T T 1
MCangles [T e P P P T
Mainchain (T T T I T T TP T T O T T TP T T TP T T TP TP T TP T T T T T T T
Overall T T T T T T T T T T T T T T T T T T T T T T T T T T TR T T T I T T T I T T T T T IT T ITITTIITITTT]
202 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
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Residue properties
pdb4d6u

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

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

32
24
16

8

Omega abs. mean dev.

302 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

30
24
18
12

6

Zeta abs. mean dev.

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

[ m— NN AN A

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

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

AAAARAAAARAARNAA A4 ‘ : ‘ AAAAAAABAAAAAAAA  AAAAAAAAAANTIA BAAAAAAA AAAARIA ‘ ‘ ‘
KLCQSFQTFNICYADTGL LGAHFVCDHMS | DDMMFVLQGQMIRLCTSATESEVLRGKNLLRNALVSHLDGTTPVCED I GRSLLTYGRRI PLAEWESRIAE

f. Max. deviation (see listing)
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Resid tl e
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
g 80
£ 60
g w0
< 20
o
402 410 415 420 425 430 435 440 445 25 30 35 40 45 50 55 60
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 32
£ 24
2 16
o 8
£
O 402 410 415 420 425 430 435 440 445 25 30 35 40 45 50 55 60
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
o
% 24
£ 18-
g 12-
S 6
S
402 410 415 420 425 430 435 440 445 25 30 35 40 45 50 55 60
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
AN i AV — B T i
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
VDARVVREVCSKY FYDQCPAVAGFGP | EQL PDYNRI RSGMFWLR PPHPQDLEFTRLPNGLV I ASLENYAPASRIGLF | KAGSRYENSNNL
f. Max. deviation (see listing)
g. G-factors
Phi-psi . (] [T ] T ]
b e ! irinbEn
Omega I:H\ [ [ [T [T \h [1 I::ﬁ [
Dihedrals [T T T T T T I I T T IO T T TIT T T I T T T T I T T T TTITT] T T T AT T T AT T A T T T T T T I
MCbonds T T T T T T T T T T T T T T
MCangles [T T T P T e A e T T A T T T T
Mainchain [T T T T T I T I T T I T I TITIITT11] T T T T T T T T T T T T T T I I
Overall LTI I T T I T T I T T T T IT I T ITTTITT T ] T T T T T T T T T T AT T IT T T T TTTTITTITTTT]
402 410 415 420 425 430 435 440 445 25 30 35 40 45 50 55 60
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Residue properties
pdbadéu

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

& 100
-§80—
g 60
8 401
< 201
o
64 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g 327
£ 24
£ 16-
® 81
£
© e 70 75 8 8 9 95 100 105 110 115 120 125 130 135 140 145 150 155 160
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
&
%24—
£ 18-
g 12-
S 6
S
64 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
GTSHLLRLASSLTTKGASSFK | TRGI EAVGGKL SVTSTRENMAYTVECLRDDVD | LMEFLLNVTTAPEFRRWEVAALQPQLR I DKAVALQNPQAHV | ENL
f. Max. deviation (see listing)
g. G-factors
e § SHE | T
A, e ;
Omega I:i | | [N 0 i:tI:l H
Dihedrals  [(TTT T T T T TR T T T T T T T T T T LTI T T T T T T T T T T I T LTI T T T T T T T T I T I
MCbonds T T T T 1
MCangles [T e P P T P
Mainchain (T T T T T T I T T T T T T O T LT T TP T TP T T T TP T T T T T
Overall T T A T T T T T T T T T I T T T T T T T T T I T T T T T T I T T T T I T T T T T IT T T TTITITITTTITT]
64 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
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Residue properties
pdb4d6u

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

164 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260
Residue number

” b. Absolute deviation from mean of omegatorsion

32
24
16

8_

Omega abs. mean dev.

164 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260
Residue number

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

24
18+
12

6_

Zeta abs. mean dev.

164 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260

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

d. Secondary structure & estimated accessibility

e NN~ mmm e e

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

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

HAAAYRNALANSLYCPDYRIGKVTPVELHDYVQNHFTSARMAL | GLGVSHPVLKQVAEQFLN | RGGLGL SGAKAKYHGGE | REQNGDSLVHAALVAESAA

f. Max. deviation (see listing)

+
+ * * * * + +
s * + * * + + I, * % * % * ok ok * o+ 4 4 Y
Kok ok oKk Kk K * ok k * kKK kK KRk KKKk K KKKk kKKK * Kook Kk Kk Kok Kk oKk K Kk kkkKkkKk Kk KKk kK kok * Kk Kk * %

g. G-factors

Chi3 & chi4
Omega [ [
Dihedrals

[T
MChbonds [TTT7]
MCangles [T

[TTTT
[TTTT

Mainchain

Overall
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Residue properties
pdbadéu

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

264 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
Residue number

” b. Absolute deviation from mean of omegatorsion

32
24
16

8_

Omega abs. mean dev.

264 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
Residue number

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

24
18
12

6

Zeta abs. mean dev.

264 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360

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

d. Secondary structure & estimated accessibility

AL AT — AR AAA

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

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

| GSAEANAFSVLQHVLGAGPHVKRGSNATSSLYQAVAKGVHQPFDV SAFNASY SDSGL FGFY T | SQAASAGDV | KAAYNQVKT I AQGNL SNPDVQAAKNK

f. Max. deviation (see listing)

*
* 4
*io4 +4+ * + ++ + + ++ + + + +R Rk 4 4 +
Kk kk kKKK KkKAKK K K Kk * * % * K KKKk KRk Kkkk Kk kAK KKK KKAKKE KA KKK KKK Kk

[

-~ *
*
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Fxo &%
*

g. G-factors

993
=
=
=
2

[
|

Chi3 & chi4
Omega
Dihedrals

T ITTTTTTIIT
MChbonds  [TTTT T ITTTI]
MCangles [T

[ITTTTTTTTTTTTT
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Mainchain

Overall
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Resid ti e
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
g 80 -
g 60
8 401
< 201
o
364 370 375 380 385 390 395 400 405 410 415 420 425 430 435 6 15
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g 327
£ 24
£ 16-
® 81
£
O 364 370 375 380 385 390 395 400 405 410 415 420 425 430 435
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
&
% 24
£ 18-
g 12
S 6
S
364 370 375 380 385 390 395 400 405 410 415 420 425 430 435 6 15
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
MANSANNAN —— A AN/ -7 e
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
‘ ‘ ‘ ‘ AAARAR AABBAAAAAAAAAAAAAAAAAAAAAAAAA ‘ A BAAAAAA
LKAGYLMSVESSEGFLDEVGSQALAAGSYTPPSTVLQQI DAVADADYV | NAAKKFV SGRK SMAASGNLGHTPF I DEL KSHPLMK | VNNAF |
f. Max. deviation (see listing)
g. G-factors
Phi M H ]
fiiEL g il
Omega SRR [ [ TR E T A [T
Dihedrals  [(TTTT T T T I T T T T T T LTI T T T T TR T T T T T T T T T T T T T T T T A T T TT [T T T
ek R AMERBNSEMERSNSENENBESENERSSSENENSNSESSRSSSENSNSSSESSNSESESSESESEESREEE EH
Mainchain [T T T T T T T T LTI T T T T TP T T T TP T TP T T TITT0T] [T
Overall LT T T T T T T T T T T T T T T T T I T T T I T I T T T T T T T T IT I T T ITT 11T [T T T
364 370 375 380 385 390 395 400 405 410 415 420 425 430 435 6 15

pdb4d6u_06.ps
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Residue properties
pdb4d6u

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

& 100
% 80
£ 60
g w0
< 20
6
20 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
g
5 32
£ 24
2 16
o 8
£
O 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
o
% 24
£ 18-
g 12-
RS
S
20 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
Ny =" NN\
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAAAANAAAAA A : ‘ AAAAABAAAAAAAAAAAAAAAAAAATIRL ‘ : ‘ : ‘ ABABAAAAAA
DLPAPSN| SSMWFGSLLGICLILQILTGLFLAMHYTSDTTTAFSSVTHI CRDVNYGWI | RYMHANGASMFF | CLYMHVGRGLYYGSYTFLETWNIGV I L
f. Max. deviation (see listing)
++ + ++ o ++ 4+ + + 5 + + ++ + o+ 4+ R4+ + 4 ++ +4+ ++++
g. G-factors
Phi-psi .
i : I . nEEEEE e
Gega " WHTERHTHH BB BN “aaaa i H .
Dihedrals [T T T I T T IT I T TR T T T T LT T I O T T T T T T T T T T T T T T T TP T T I T
ek R AMEREEEEMENE=SENERSESENERSNSESERSNSESSNSRSRSSNSNSRSSNSNSESSNSRSESENERSSSENERSESENEREESEREREEEN
Mainchain (T T T T T I I T T T T T T R T T T T T T TP T T TP T T TP T TP T TP 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 T T T I T T T T T
20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115

pdb4d6u_06.ps
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Residue properties
pdb4d6u

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215
Residue number

” b. Absolute deviation from mean of omegatorsion

32
24
16

8_

Omega abs. mean dev.

120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

30
24
18+
12
6 -

Zeta abs. mean dev.

120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215

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

d. Secondary structure & estimated accessibility

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

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

: : . : : : : A AAAAAAA  AANBIAAAAAAAAAAAAAAAAAANAAAANAAAAAAAA NBIAAA ABAANTIAAA
LLTVMATAFMGYVL PWGQMSFWGATV I TNLLSA I PY | GTNLVEWIWGGFSVDKATLTRFFAFHFILPFI IMATAMVHLLFLHETGSNNPTGI SSDVDK | P

f. Max. deviation (see listing)

+ * + + +

g. G-factors
Ph 1] I N
e e, = i R
Chi3 & chi4 [ [ | []] I
Omega I H [ [ i\ [NEREENT [EERENREN
Dihedrals  [TTTTTTTTIT T T T T T T IT T T T T S T LT T T T T T T T T T T T P P TP LT TP T T T T TP P P T T T T T L]
MChbonds [T T T T T T T T P P P P P P P T P P P P T P P T T T T P T
MCangles [T T T T T T T e P T T P T T P T P T T T P PP T T T T
Mainchain [T T T T T TP TTTTCP P T PP T P T T CP T PTPTT TP T T P PP T T T TP T L P T P T T T T P TLTTTTTTTITTTTT]
Overall T T T T T T T e T T T T T T I T e T T T T T T T T T T T T I T T T T T T IT T T T T T T I T T T I T T ITTTTT]
120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215

pdb4d6u_06.ps
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Residue properties
pdb4d6u

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315
Residue number

” b. Absolute deviation from mean of omegatorsion

32
24
16

8

Omega abs. mean dev.

220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315
Residue number

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

24
18+
12

6_

Zeta abs. mean dev.

220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315

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

d. Secondary structure & estimated accessibility

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

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

FHPYYTIKDILGALLL I LALMLLVLFAPDLLGDPDNYTPANPLNTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAFSILILALIPLLHTSKQRSMMFRP

f: Max. deviation (seelisting)
5+ * +
Zrark 4 * St KRy I + o+ *

Chi3 & chi4
Omega 1
Dihedrals

MC bonds
MC angles
Mainchain

B

a I

N

N
o

N H O HEE E
N H HEE H
ol

[y | mm -

Overall

(¢)

= cis-peptide

pdb4d6u_06.ps



PROCHECK
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pdb4d6u
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
o
320 325 330 335 340 345 350 355 360 365 370 375 2 10 15 20 25 30
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
Hp
£ 24
8 16
o 8
S
o 320 325 330 335 340 345 350 355 360 365 370 375 2 10 15 20 25 30
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
&
© 24_
§ 18_
S
g 124
N T ! |
320 325 330 335 340 345 350 355 360 365 370 375 2 10 15 20 25 30
Residue number Highlighted residues are those that

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

MNANAZENANAN NNNEIIIIEEE S\

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

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

AABAAAAAAN  AAAAAAAAAAANBAAAAA AAAAAAAR AAAATABAAAAAA
T T T T T T T T T T T T T T T T T T
L SQCLFWALVADLLTLTWIGGQPVEHPY I TIGQLASVLYFLL I LVLMPTAGT | ENKL LKW DLELHPPSYPWSHRGLL SSLDHTSI RRGFQ

f. Max. deviation (see listing)

+ +

*
++ +4+ 4 K KRk + o+ P4+ 4+ ++ ottt ¥ + ++
**************************************************************************

g. G-factors
Phi- 8 R u o
it R il adiaiiy it .
Gega ™" T e o H u i
Dihedrals T T TT T T IT T T T T T T I T I T T LI T T T T TP I T T T T] BT T T T T R T I TITTTIT
MCbonds [T T P P T T T P P P T T T T T T
MCangles [T T T P P T A T e A T T T
Mainchain (T T T I T T I T LTI T T T T T LTI T T TP TIT T TTTTITTIIIITTT] T T T T T I T
Overall \‘\H\\‘HHHHHHHH\H\‘\C\\\H\H\‘\HHHHHHH‘H\H‘\HH T T ITT T T ITTITTITITTT]
320 325 330 335 340 345 350 355 360 365 370 375 2 10 15 20 25 30
C = cis-peptide

pdb4d6u_06.ps
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Residue properties
pdb4d6u

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

& 100
% 80 -
g 60
8 401
< 201
o
32 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 32
£ 24
8 16
o 8
£
© 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
&
% 24
£ 18-
g 12-
S 6
S
32 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
NP NN e —— A AN\
l—‘/ .
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
ANAA
\‘/YKQVCSS(‘ZHSMD\‘(VAYRHLVGV(‘ZYTEDI‘EAKALAEEVE\‘/QDGPI\‘IEDGEI\‘/I FMRPéKL SD+ FPK P\‘( PNPEAARAANNGAL }‘DPDL S“( | VRAI‘?HGGEE‘)YV FSI‘_ L
f. Max. deviation (see listing)
g. G-factors
Phi-psi . ] N g o
. ELLE e e :
Omega C ﬁ [ H [ B Iij\
Dihedrals [T T T I IO T T I T LT T T T T LT TT T T T T TR T T TP T T T T T T T T T T T T T T T T T T T T T T
ek R AMEREEEEMERSNSENENSNSESENSNSESSRSNSESSNSNSESSNSRSESSNEN EESNSRSESENSRSESENSRSESERERBRSEREREEEN
Mainchain (T T T T T I T T T T TP TIT T T O T T TP T T TP T T T T T T T T T T T T T TP T T T I I T T
Overall \‘\H\\H\‘HH\‘\\H\‘H\\\‘\\H\‘\H\\‘\\\HJH\c\‘\HH‘\H\\‘H\H‘\HH‘H\H‘\\H\‘H\H‘HH\‘\HH‘HH\‘\HH‘H
32 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130

C = cis-peptide

pdb4d6u_06.ps



PROCHECK
Page 15

Residue properties
pdb4d6u

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

& 100
% 80 -
g 60
8 401
< 201
o
132 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 32
£ 24
8 16
o 8
£
O 132 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
&
% 24
£ 18-
g 12-
S 6
S
132 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230
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
AFAAAR
+GYCEPPTéVSLRI‘EGLYFNPYFP(‘BQAIGI\‘/IAPPI\‘(NEVLéFDDG'I"PATMéQVAKE)VCTFLR\NAAI‘EPEHDlliRKRM(‘BLKMLI‘_MMGLI‘_LPLV\‘(AMKRlliKWSVI‘_K
f. Max. deviation (see listing)
g. G-factors
Phi-psi Il [ o [
%Eiééﬂii iN *:H <H H \F
mega N i “min WA
Dihedrals [T T T T IT I IO T T T I I T T T T T T T T T T T T T T T T T T LTI T T T P T LTI T T 1]
MCbonds (T T T T T 1
MCangles [T e P P P
Mainchain (T T T I T T TP T T O T T TP T T TP T T TP TP T TP T T T T T T T
Overall T T T T T T T I T T T T LT T T T T T T T T T T T I T I T T T I T T T I TT T IT I T T TTTTTITTTTT]
132 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230

pdb4d6u_06.ps



PROCHECK

R d t Page 16
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
&
232 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 32
£ 24
8 16
o 8
£
O 232 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
&
© 24_
g 12-
®
g °
N
232 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
I — E Ay S\ \o
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAAAAAAAAAAATAAAAAAAAAAA
SRKLAYRPPK SHTDI‘ KV PDI‘:SDYRI‘?PEVLI‘DSTKS‘SK ESSI‘EARKGI‘:SYLV+ATTT\‘/GVAY/-‘\AKNV\‘/SQFVéSMSAéADVLAMSK
f. Max. deviation (see listing)
g. G-factors
Phi-psi . ] A REE
At B pEeaEedEea . .
mega BRcE" o H H i
Dihedrals [T TTTTTTH] T T T T PR T T T T T T T T T T T T T T T T T T T T I T T
MCage FHHHHHHH EHHHHH A AR A A A A A A
Mainchain  [TTTTTITTT] 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 TTT
Overal  [ITTIITILI] O T T T T T L R T T T T L T T LI T L T LTI
232 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70

pdb4d6u_06.ps



Residue properties
pdb4d6u

Page 17

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

& 100
%80
£ 60
g w0
< 20
o
12 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 32
£ 24
8 16
o 8
£
© 1 20 25 30 35 40 45 50 55 60 65 70 75 8 85 90 95 100 105
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
&
§24—
£ 18-
g 12
S 6
o
12 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
VAN 1 — v BN/ /N /N A NN
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
\)VLEGI RMYNAAéFNKLéLMRDbT | HENDDVKI%AI RRI‘_PENL\‘(DDRVI‘:RI KRALDLS!\‘/IRQQI I‘_PKEQ/‘\I'I'KYEI‘EDKSYI‘_EPYLI‘(EVI RéRKERéBNAK
f. Max. deviation (see listing)
g. G-factors
Phi-psi 1] L] [
M e . ; e i
mega ﬁ HiH [ [T H INEEN \t::HH\H [ [l
Dihedrals IO T LTI T IO T T T T T T T T T T T T T T T T T T T TP I T T I T T T T T T
MCbonds T T T T T T i
MCangles [T T P P P
Mainchain (T T T T T T IT T T T T T LT T T T T TP T TP T TP T TP T TP T T T T
Overall T T I 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 IT T T I T I T I T I T T T ITTTITT I T
12 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105

pdb4d6u_06.ps




PROCHECK

Resid ti o
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 80
£ 60
g w0
< 20
o
2 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 20
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 327
£ 24
8 161
® 81
£
© 2 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 20
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
o)
% 24
£ 181
g 12
RS
S
2 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 20
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
G —N\ H‘:W
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
RQFGHLTRVRHV I TY SL SPFEQRAFPHYFSKGI PNVLRRTRACI LRVAPPFVAFYLVY TWGTQEFEK SKRKNPAAY ENDR LVDPLTTVRE
f. Max. deviation (see listing)
+ + 7*
o b nt B s T et S
g. G-factors
Phi-psi T L]
i e . ; et
mega [T [ Ih:] \h [ [ CEE T T
Dihedrals  [(TTT 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 T T T T T T I I [T TTITT]
ek R AMARENBEMENSNSESERBNSENENSNSESERSNSESSRSNSESSRSRSESSRSRSESERERERE HHHHHHH
Mainchain (T T T T T T T T T T T TP T T TP T T TP T T T T T T T TP T T I 1) [TTTTTITT]
Overall [T LT I LT T L L L T L LT L T T T e T EENEERENEN
2 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 20

pdb4d6u_06.ps



PROCHECK

R d t Page 19
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 80 -
g 60
8 401
< 20
o
23 30 35 40 45 50 55 60 65 70 75 55 60 70 75
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 327
£ 24
8 161
® 81
£
O 28 30 35 40 45 50 55 60 65 70 75 55 60 70 75
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
o)
% 24
£ 181
g 12
RS
S
23 30 35 40 45 50 55 60 65 70 75 55 60 70 75
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
B AN S == AAAAVA A== | | L )— )=
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
QCEQLEKCVKARERLELCDERVSSRSQTEEDCTEELLDFLHARDHCVAHKL FNSL LCRESLRGQAAG LVASVSLNVPASVRY
f. Max. deviation (seelisting) .
8 8 6 +*
Lt s e vl s et Lt
g. G-factors
Phi-psi . [ [T il 11
e T i . i el
Omega ,:h HH:I::II::i:HZI::] | [ :iI:D: W Hﬂ
Dihedrals [T IT T T T T I T I TT T I T T I T T T T I T T T T T 1] [T TETTT] ETAT T e
kR AMERBNSEMENBNESSEEBSE  EEBCSESERSESEESESESEEEEERE EERHHHHH B
Mainchain [T T T T I T T T T T T I T I T T T T T T T T I ITITIT111] [ITEATTTITE] T
Overall [T T I T I e T T LI L T LT LTI (ORI IR0 S LTI
23 30 35 40 45 50 55 60 65 70 75 55 60 70 75

pdb4d6u_06.ps




PROCHECK

R d t Page 20
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 80 -
g 60
8 401
< 20
o
3 10 15 20 25 30 35 40 45 50 55 60 10 15 20 25 30
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g5 32
£ 24
8 16
o 8
£
© 3 10 15 20 25 30 35 40 45 50 55 60 10 15 20 25 30
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
&
S 24
g 12
8
% 6
N
3 10 15 20 25 30 35 40 45 50 55 60 10 15 20 25 30
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
I AAP—ANAAARAARARNA——~A~ N -AJ EE———
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
: : ‘ : ‘ : ‘ AAAAAAATIA AAAAARIBAAN : ‘ A AAAAAAAIAA
PTLTARLYSLLFRRTSTFALT I VVGALFFERAFDQGADA | YEH I NEGKLWKH | KHKY E ATYAQALQSVPETQV SQLDNGLRVASEQSSQP
f. Max. deviation (see listing)
g. G-factors
Phi-psi ] L
Gl e R iz i .
mega oot N “REAR H H "R BEEEE-EERS -E-EER
Dihedrals  [(TTT T T T T III T I T T T IO T T I T T T I T T T T T LTI T I I I T T T T T T T T A TR
MC e EHHHHHHH AR AR AR RN RARARANENENANANNENSNRARARERERE
Mainchain [T T T I T T I T T T T I TTIT IO TT 1T T T I T T T T T T
Overall [T I LI T LT L L L I LI L I T L I T L LI EEENEEENNEENENEE NN NN NN N AN
3 10 15 20 25 30 35 40 45 50 55 60 10 15 20 25 30

pdb4d6u_06.ps
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Residue properties
pdb4d6u

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

& 100
%80
£ 60
g w0
< 20
o
34 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
g
g 32
£ 24
2 16
o 8
£
O 34 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
&
%24—
L 18-
g 12
S 6
S
34 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
‘ AAEA A ‘ A AAAAAAAANL BAANIA AAAAAAAAA AAAAAAABABIAAAAAAAAAAAAAAAAAAAAAAANTRANTAAAAAAAAAAA
TCTVGVWI DAGSRY ESEKNNGAGY FVEHLAFKGTKNRPGNAL EKEVESMGAHLNAY STREHTAYY | KAL SKDL PKAVELLAD I VQNCSLEDSQI| EKERDV
f. Max. deviation (see listing)
g. G-factors
Phi-psi | EENEN H
Sy CTH uf i
Chi3 & chi4 ] i\ i:
Omega EREED | N EEECEEEE [ H
Dihedrals [T TT T T T T T T T LTI T IO T T T T T T R T T T TP T T O T T T T T T T T T T T T T LI T T1
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 T T LT LT L T T I LT T T T T T L T L LT T T I T T T LT LT T[]
34 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130

pdb4d6u_06.ps
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Residue properties
pdb4d6u

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

134 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230
Residue number

” b. Absolute deviation from mean of omegatorsion

32
24
16

Omega abs. mean dev.

134 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230
Residue number

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

24
18+
12

6_

Zeta abs. mean dev.

134 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230

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

d. Secondary structure & estimated accessibility

NNGE NN —— N NN mmm NS e

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

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

Al
| LQELQENDTSMRDVVFNYLHATAFQGTPLAQSVEGPSENVRKL SRADLTEYL SRHYKAPRMVLAAAGGL EHRQLLDLAQKHFSGL SGTYDEDAVPTL SP

f. Max. deviation (see listing)

+. o+ * + * +
+ kg kg * ok ++ + K4 +* 4 QR ppg ppp K ++ * ok + 4 * k4 x4
Kk KKK KKK KKK KK KK KKK KKK K kA Kk K KA KKK KKK KA KA KK KKK KKK KKK KKK KA KKK KK KX KA KAKAK KK KK Kk K kKA K
.

g. G-factors

Phi-psi N
Chil-chi2 mH n H:**:F:!
Chilonly I I

Chi3 & chi4
Omega

Dihedrals

[TTTTTTT
MC bonds [T TTTTT]
MCangles [T

[TTTTTTT
[TTTTTTI

Mainchain

Overall

pdb4d6u_06.ps
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Residue properties
pdb4d6u

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

234 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330
Residue number

” b. Absolute deviation from mean of omegatorsion

32
24
16

8_

Omega abs. mean dev.

234 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

30
24
18+
12
6 -

Zeta abs. mean dev.

234 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330

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

d. Secondary structure & estimated accessibility

[ i mm— NN\ s NN — S m—

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

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

AAAREAAA AAAAARIAAAAAAAAA AAAAAAANAAAAAATIAANBAAAAAATIAAA AAAAAATIAAAAA
T T T T T T T T T T T T T T T T T T T T
CRFTGSQI| CHREDGL PLAHVA | AVEGPGWVAHPDNVALQVANA | | GHYDCTYGGGAHL SSPLASI AATNKLCQSFQTFN I CYADTGL LGAHFVCDHMS | DD

f. Max. deviation (see listing)

+ +*+ + + KooKk kx4 kg + + + 4+ Kkp o kppo 4 + o+ + o+ + ++
K Kk k kKK KkK Kk KrKKKKKK K AKKK KKK KKK kKK KKK K K kkk kKA XKAKKK KKk kKK KkKk kK Kr kKKK AR KKKk

g. G-factors
Phips [T T ]
s T RPREE B
Gmega " H-mt o - “EA EEE SR EEEEEE | H o
Dihedrals [T T T T T T T T T T T I T T T P T I T T T T T I T T T I T T T T T T T T T I T I T TR T T T I T T R T
Medee I R e A
Mainchain [T T T T T[T T T I I I LI T T T LT T L L LT I L L L L L L L T LT L T LT T L L L LT T T T T I M T R T LT T LTI T LT T T T T IT]
Overall \‘\H\\\‘\\H\‘\H\H\H\‘\H\HHH‘\H\\‘H\H‘\H\\‘H\H\\H\‘HHH\H\‘H\\\‘HH\\H\HHH‘HHHHH‘HH

234 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330

pdb4d6u_06.ps
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Residue properties
pdb4d6u

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

334 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430
Residue number

” b. Absolute deviation from mean of omegatorsion

32
24
16

8_

Omega abs. mean dev.

334 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

30
24
18+
12
6 -

Zeta abs. mean dev.

334 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430

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

MMFVLQGQMRLCTSATESEVLRGKNLLRNALVSHLDGTTPVCED I GRSLLTYGRRI PLAEWESR | AEVDARVVREVCSKY FYDQCPAVAGFGP | EQL PD

f. Max. deviation (seelisting)
9

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

Chi3 & chi4
Omega
Dihedrals

|
[
[
MC bonds }
[
[

MC angles
Mainchain

Overall

pdb4d6u_06.ps
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Resid t .
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
g 80 -
g 60
8 401
< 20
o
434 440 445 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g5 32
£ 24
2 16
o 8
£
O 434 440 445 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
&
T 24
g 12
N
434 440 445 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
N/ SRS = B S m— = AN N
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AABAAAREAN AAANBARAAAAAAAA AAATE AAAAARIEIA AAAAAAAAABABA 4 ‘ ‘ ‘
YNRI RSGMFWLK PQDLEFTRLPNGLV IASLENYAPASRIGLFIKAGSRYENSNNLGTSHLLRLASSLTTKGASSFK | TRGI EAVGGKL SV
f. Max. deviation (see listing)
5
RERTIRE el Ll LAAL rIr ot fewe T HE e 2
g. G-factors
Pz [TTHHHTH s e ]
ch3 s H Wﬂ H ﬂ H H ﬂ
Omega [T [ Hﬂ [1 h [N l:i |
Dihedrals [T T T T ] [TTH H

uers ARG |
Mainchain [T T[N \
Overall  [IIIIITIIIM] I

434 440 445 2

pdb4d6u_06.ps
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Residue properties
pdb4d6u

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

99 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195
Residue number

” b. Absolute deviation from mean of omegatorsion

32
24
16

Omega abs. mean dev.

99 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195
Residue number

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

24
18
12

Zeta abs. mean dev.

99 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195

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

d. Secondary structure & estimated accessibility

e AR\ AN A s s T 2 AAA

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

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

TSTRENMAYTVECLRDDVD | LMEFLLNVTTAPEFRRWEVAALQPQLR I DKAVALQNPQAHV | ENLHAAAYRNALANSLYCPDYRIGKVTPVELHDYVQONH

f. Max. deviation (see listing)

+ +
* 4 + + + + * * *
*ok ok oy ++ + Kt * ok k + o+ K gk kp 4 4y + 4Rk 4 * * *
KA KKK KKK Kk K KK Kk KKAKKKKKKAK KKKKKKAK KA KKAK KKK KKK KKK AKX KI KKK * Kk KA KK * *

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdb4d6u_06.ps
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Residue properties
pdb4d6u

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

199 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295
Residue number

” b. Absolute deviation from mean of omegatorsion

32
24
16

Omega abs. mean dev.

199 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295
Residue number

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

24
18+
12
6 -

Zeta abs. mean dev.

199 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295

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

d. Secondary structure & estimated accessibility

S R e mm— NN/

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

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

A
FTSARMAL | GLGVSHPVLKQVAEQFLN | RGGL GL SGAKAKYHGGE | REQNGDSLVHAALVAESAA | GSAEANAFSVLQHVLGAGPHVKRGSNATSSLYQA

f. Max. deviation (see listing)

* + 4+ +

g. G-factors

Phi EE I
e i i
Omega [EEESEEE ljiiﬂi] | BEEEEE B h o
Dihedrals T T T T T IIT T T I I T T T T I T TR O T T T T T T T T T T T T T LTI T T T T T TR T T T T T T
MCbonds (T T T T T T
MCangles [T e e e P T P T
Mainchain [T T T T I T T T T TP TT O T TTTP TT TTT  T TT  TTTT TTTTTP  TTTTT TT I  TTTITTIIT T
Overall T T T T T T T T T TR T T T T T L T T T T T T T T T T T T T T LI T I T T T T T T T I T I T I T ITTITITTTTIT]

199 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295

pdb4d6u_06.ps
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Residue properties
pdb4d6u

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

299 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395
Residue number

” b. Absolute deviation from mean of omegatorsion

32
24
16

8_

Omega abs. mean dev.

299 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

30
24
18+
12
6 -

Zeta abs. mean dev.

299 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395

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

d. Secondary structure & estimated accessibility

B —i— AR A 1 AAAN D AR\

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

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

‘ ‘ ‘ ‘ : AAABREAAAA  AAAAAAAAAAABAAA TIRAAAAAAAAAAAAAA AAAAAAARIA ‘ AAABAN AABBAAAA
VAKGVHEPFDV SAFNASY SDSGL FGFY T | SQAASAGDV | KAAYNQVKT | AQGNL SNPDVQAAKNKLKAGY LMSVESSEGFLDEVGSQALAAGSYTPPSTV

f. Max. deviation (see listing)

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

Phi-os
Chli -Schiz H n H
Chi3 & chi4
Omega
Dihedrals [

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

Mainchain |

Overall [

!
\
I
I
\
\
I
299 3

(@)
o1
[ o
=
o
w - HFEH H
=H HHH
ol
w i HEE H

pdb4d6u_06.ps
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Residue properties
pdb4d6u

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

399 405 410 415 420 425 430 435 10 15 20 25 30 35 40 45 50 55
Residue number

” b. Absolute deviation from mean of omegatorsion

32
24
16

8

Omega abs. mean dev.

399 405 410 415 420 425 430 435 10 15 20 25 30 35 40 45 50 55
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

30
24
18+
12
6 -

Zeta abs. mean dev.

399 405 410 415 420 425 430 435 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

AN/ R e L\

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

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

BAAAAAA AABABAAREAAAAAAAATIAAAAA AAAAABAAAA
T T T T T T T T T T T T T T T T T
LQQI DAVADADV I NAAKKFV SGRKSMAASGNLGHTPF I DEL LMK 1VNNAFIDLPAPSN| SSMWNFGSLLGICL I LQILTGLFLAMHYTSD

f. Max. deviation (see listing)

+ ++++ 4 *op ok +kx + Kok ok ok gk gk 4 *o4 *opk ok + +++ + + +
Kk KAk KKK KkKKKE Kk Kk KkkKKE  KEKE KX Kk KKK AKKAKRKAKAKK *x Kk AR kA KA KK kAR KKK KKK K K K

g. G-factors

Chi3 & chi4
Omega
Dihedrals [T

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

Mainchain [T

Overall [1

pdb4d6u_06.ps
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Residue properties
pdb4d6u

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

59

40

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

Residue number
b. Absolute deviation from mean of omegatorsion

32
24
16

8_

Omega abs. mean dev.

59

65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
|_\
N

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

Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

Chi3& chi4 [

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

d. Secondary structure & estimated accessibility

NANA VA NA VA VA e Vo VA V4 =
) Betastrand ——= Randomcoil Accessibility shading: ® Buried [] Accessible

SONNINNINNNN\

Key:- <™ Helix

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

ABABAAAAAA
T T T T T T T T T T T T T T T T T T T
TTTAFSSVTHI CRDVNYGWNI | RYMHANGASMFF | CLYMHVGRGLYYGSYTFLETWNIGV | LLLTVMATAFMGYVL PMGOMSFWGATV I TNLLSA I PY I GT

f. Max. deviation (see listing)

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

gis
-I£
]

-~ H HFEE H
W= HHEH HEH
a1

[N

= HFH

o
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Residue properties
pdb4d6u

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

159 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255
Residue number

” b. Absolute deviation from mean of omegatorsion

32
24
16

8_

Omega abs. mean dev.

159 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255
Residue number

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

24
18+
12

6_

Zeta abs. mean dev.

159 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255

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

AAAAAAN — AANNBIAAAAAAAAAAAAAAAAANAANAAAAAAAAANAAAA  ABIAAA ABAAABIAAAAAAAANAAAAN  AAAAAAAAAAAAATIIAAAA  AAAAAAA
NLVEWIWGGFSVDKATLTRFFAFHFILPFI IMATAMVHLLFLHETGSNNPTGI| SSDVDK | PFHPYYTIKDILGALLL I LALMLLVLFAPDLLGDPDNYTP

f. Max. deviation (see listing) H
5+ *

SRS s S OU S0 JOUUUE s L PeTUe s SUNNUE L S0E £ 7k T S JOUTUL ot SOV SUUNUE s o ST SR S s e 1

g. G-factors
Phi [ 2 [T
: . B e
Omega (. i\ T [T [ I H [T .:i H:.:
Dihedrals [T T T T I T T T T T T T TR T T T T T T T T T P R T T I T T T T T T T T T I T T I T T T T BT ]
MCbonds [T 1T T T T T T T T T T T T T T T T T T T T T T
MCangles [T T e e
Mainchain [T T T T T[T T I I I I LI T T T T LT L L LT T L L L L L L T LT T L L L L T L T LI T L T LI T L T L LT T I LT LT L LT LT T LTI
N o i W 8 ¥ W N MW W MW AN S NN A N NN AN AN AR A NN A NN N AN AN N SN NN NN NN A NN N NN N NN N AN NN N RN NER AN R RN RRRRENRA

159 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255

C = cis-peptide

pdb4d6u_06.ps
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Residue properties
pdb4d6u

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

259 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355
Residue number

” b. Absolute deviation from mean of omegatorsion

32
24
16

8

Omega abs. mean dev.

259 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

30
24
18+
12
6 -

Zeta abs. mean dev.

259 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355

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

EEAARAAABAAAAAAAAAAAAAAAAAAAAA — AAMAAAAAAAAAAAAAAANTAAAAANAABIBAAAAAAAAAAANAAAAANAAA  AABIAAAAAAA  AAANAAA
ANPLNTPPHIKPEWYFLFAYAI LRSI PNKLGGVLALAFSILILALIPLLHTSKQRSMMFRPL SQCL FWALVADLLTLTWIGGQPVEHPY I TIGQLASVLY

f. Max. deviation (see listing)

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

g. G-factors

Chi3 & chi4
Omega O lj:h O
Dihedrals [

[
MChbonds | }
[

MCangles |
Mainchain |

R T e T T T T T T I]
NN
O
EEEEEEEEEE NN NN
Overall CT T T LI T T LI T T T T T T T T
259 265 270 275 2

C = cis-peptide

pdb4d6u_06.ps
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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
359 365 370 375 5 10 15 20 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 350 365 370 375 5 10 15 20 25 30 35 40 45 50 55 60 65
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
&
%24—
£ 18-
g 12
S 6
S
359 365 370 375 5 10 15 20 25 30 35 40 45 50 55 60 65
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
AMNANAZEREER A e G
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAABABAAAAAA AAAAAAAABABAAFIAAAAAAAAA  BIAAAAAAAAAAAAAA
FLLILVLMPTAGT | ENKLLKW SDL EI‘_HPPS\‘( P\NSHI‘QGLLS‘SL DHTéI RRGI‘:QVYK(‘;)VCSS(‘_‘,HSMD\‘(VAYRIliLVGV(‘ZYTEDI‘EAKALAEEVE
f. Max. deviation (see listing)
g. G-factors
Phi SR ] R
L »’i : it
Omega Hﬂ [l ﬁ [ h 1
Dihedrals  [TTTTIIT [ ITTTTTITI [T T T T A T T s T T T T T T T T T TR T T TR T I T I T T I T T
MChbonds [T TT T T T] I T T T A T T T T T T A
MCangles [T A T e e e e e e e e T T T e e T e e e e e T T T T T T
Mainchain  [TTTTT T ITTITTTITTTIT] 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
Overall [ITTITTTIITIITITTTTITTI T T T T T T T T T T I T T T T I T T T I T T T T T T I IT T ITITTITITIT]
359 365 370 375 5 10 15 20 25 30 35 40 45 50 55 60 65

pdb4d6u_06.ps
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Residue properties
pdb4d6u

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

70 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

32
24
16

8_

Omega abs. mean dev.

70 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

24
18+
12

6_

Zeta abs. mean dev.

70 75 80 85 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

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

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

AARL ABIAA AAAAATAAAAAAAAAAAAATIT. AAATIAAAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
VQDGPNEDGEMFMRPGKL SDY FPKPY PNPEAARAANNGAL PPDL SY | VRARHGGEDYVFSLLTGYCEPPTGVSLREGLY FNPY FPGQA | GMAPP I YNEVL

f. Max. deviation (see listing)

g. G-factors
Phi 2 H M M 1
: . sel.dil,
Omega Cm h ﬁI] Nl | H [
Dihedrals [T TTTTTTTITTITITTT I T T T T T T T T T T T T T A I T T T T T T T
A EREANERNANBENEENEY ENERNEREENESNANBENSENSNSENSENSREENSESNESNSENSNSSNSENSNSERSENSESSNSERESEEEEN
Mainchain [T T T T T I T T T T T T T T T T T T T T T T TP T T TP T T T T T T
Overall \‘\H\c\‘H\H‘HH\‘H\HJ\H\‘H\\\‘HHMH\\‘\\H\‘\H\H\\H‘\HHH\H‘HHHHH‘HHHHH‘HHHHH‘HH\

70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165

C = cis-peptide

pdb4d6u_06.ps
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Resid ti .
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 80
£ 60
g w0
< 20
o
170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 5 10 15
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g5 32
£ 24
8 16
o 8
£
O 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 5 10 15
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
&
g 24
£ 181
g 12
RS
S
170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 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
AR AANARNAARNARNARNANA—  R—————E
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAAAAAAAANAAAAAAAAAAAIAA
EFDDG'I" PATMéQVAKISVCTFILRWAAI‘EPEHD}‘-iRKRM(‘BLKMLLMMGL IL L PLV\‘(AMKRIL|KWSVI‘_KSRKI‘_AYRPI‘9K SHTD | KVPDFSDYRRPEV
f. Max. deviation (see listing)
g. G-factors
Phi-psi . | M ] EERES M
eifiad : i
mega [EEEES O [ i i BEE I::H::::
Dihedrals [T T T T T I T T T T T LT T IO T T LT LT T I T T T LTI T T T T LI T T T T T I I] [T T T 1T e
MCbonds (T T T T T I I A [N
MCangles [T P T P T T T e e
Mainchain (T T T T T T T T T T T T T T LT P T LT T T TP T T T T I TTT] T T I ITTITITTIT]
Overall T T T T I T T T T T T T I T T T T T I T I T A T I T ITITITTTITTTITTTIT] OTTITITTITITITT T
170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 5 10 15

pdb4d6u_06.ps
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Residue properties
pdb4d6u

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

& 100
% 80
£ 60
g w0
< 20
o
19 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 32
£ 24
8 16
o 8
£
© 19 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
&
% 24
£ 18-
g 12-
RS
S
19 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
LDSTK S‘SKESSI‘EARKGI‘:SY LV+ATTT\‘/GVAYAAKNV\‘/SQFVéSMSAéADVLAMSKI I‘EI KLSISI PEGI‘(NMAFkWRGKI‘:L FVRHRTKKI‘EI DQEAAVEVéQLR
f. Max. deviation (see listing)
g. G-factors
Phi-psi .
anetiy :
mega N B ot B "EcEmE" Eac EEEE |
Dihedrals [T T T T I I T T T I T I T T T TP T T T T T T T T T T T T T T T T T T T T I I T T I
ek RN ERENEEMANSNSENENSNSENENSNSSSENSNSESSNSNSRESES I3 BSRSSSENSRSESENERSESENERSESSNEREESEEEREEEN
Mainchain [T T T T T T T T T T T T T T O T TTT T  TTT T TTT T T R T T TP T T T T I T
overall [T LI T T LT T T T T L I LT T T T S T T LI T LT T T T T T LT LT T T
19 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115
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R . d t Page 37
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
g 80
£ 60
g w0
< 20
o
119 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 20
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g5 32
£ 24
2 16
o 8
£
O 119 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 20
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
o)
% 24
£ 181
g 12
RS
S
119 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 20
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
R i Ha md s R S~
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAANT AATN
E‘)PQHDLI‘ERVKKI‘DE\M/I I‘_ | GVC‘i'HLGC\}P | ANAGDFGC‘EYYCP(‘ZHGSH\‘(DASGI‘?I RKGI‘DA PLNI‘_EVPS“(EFTSI‘DDMV | \‘/G WL EGI RKWYYNA
f. Max. deviation (seeisting) .
5 5+
e R SO SUUEL O E T JUUNUUUES L S AN F SONE SUE S F et
g. G-factors
Phi-psi ] [Nl .
oy, ik BifadiEi e i
Omega O T e [ [ I::I:i::l hI:I: :H
Dihedrals XTI T T T T T T T T I T T T T T I T T T LT I T T T T T T T T T T T T I I 1 AT
ek A RAMAERSNBEMERBNSEEESS BEEERSNSEEENSESESSESNSESSNSESsSSNSRSRSSRSRSRSERERERE B
Mainchain [T T T T T T T T T T T T T T T T LT LT T T T T T T T T T T IIT T [T TTTITITT]
Overdll \‘\H\\\‘\\H\‘\H\\‘\\HMH\\‘\HH‘\H\\‘H\H‘\HH‘H\H‘\\H\?HHHHH‘HH\‘HH\‘H EENRRENERENE
119 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 20

C = cis-peptide
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Page 38

Residue properties
pdb4d6u

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

3 100
% 80
g 60
8 401
< 20
o
24 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Residue number
. b. Absolute deviation from mean of omegatorsion
3
g
E 24
8 16
o 8
£
O 22 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
B
g 24
g 18+
g 12
2
S
24 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
e AN AR NAANRNR= T —
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
_AA
AGFNKLGLMRDDT | HENDDVKEA | RRLPENLYDDRVFR | KRALDL SMRQQ! L PKEQNTKY EEDKSYLEPYLKEV | RERKEREEWAKK RQF
f. Max. deviation (see listing)
g. G-factors
Phi-psi ] [ [ L]
Gt b il : afstintdistimadien o
Gega " mHHTT BT tHHE H “AEamsEEmTEd" EEsarEs .
Dihedrals T T T T T T T  T T T T TP TP T T T T T TP L T T T T T P T TP T T T T T T T T T T
Mc oo THHHHHHHHHRHAR AR AR HH
Mainchain [T T T T T T I T T T TP L L TP T T T T T PP T T T T P TP L TP T TP LTI T [mEn
Overall [T LI LI T T T L R T L L L L LT L R L LTI LI LTI TTT] N
24 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
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R d t Page 39
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 201
o
5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 20 25 30
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 32
£ 24
8 16
o 8
£
© 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 20 25 30
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
&
© 24_
g 12-
<
g °
N
5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 20 25 30
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
) U =A==
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
GHLTRVRHV I TY SL SPFEQRAFPHY FSKGI PNVLRRTRACI LRVAPPFVAFYLVYTWGTQEFEK SKRKNPA LVDPLTTVREQCEQLEKCV
f. Max. deviation (see listing)
g. G-factors
Phi-psi [
it TR : : gt
Chi3& chia [ T11] i\ [ H: L] [ [[]]
mega RN | [ T [l | (I o [T I T
Dihedrals [T T T T IT T TR T T LTI T I T T T R 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 TTT]
Mgbonds T T A T T T T T T T A AT T T
angles [T P T P P P P T T e e
Mainchain (T T T T T T T T T T LTI T T T TP T T T TP T TP T T T I T T T ITTTITT T
overall [T I T T T LI T I LI T L T I T T I L T T L T LI T T I ] (I T LTI
5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 20 25 30
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=
o
o

80
60
40
20

Chi-1 abs. mean dev.

40
32
24
16

Omega abs. mean dev.

30
24
18
12

6

Zeta abs. mean dev.

Dihedrals

MC bonds
MC angles

Mainchain

Overall

R . d t Page 40
pdb4d6u
a. Absolute deviation from mean Chi-1 value (excl. Pro)
32 40 45 50 55 60 65 70 75 70 75 10 15
Residue number
b. Absolute deviation from mean of omegatorsion
32 40 45 50 55 60 65 70 75 70 75 10 15
Residue number
c. C-aphachirality: abs. deviation of zetatorsion
32 40 45 50 55 60 65 70 75 70 75 10 15
Residue number Highlighted residues are those that

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

AVAVAAN G AAVAVAUN —— Vi =~ W N G=—y

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

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

AAAAAAAAAAAABAAARRARBIAAAAAAAAAAAAAAAAANAATIAAAAA /\/\/\NT/\/\/NT/\/\/\W
KARERLELCDERVSSRSQTEEDCTEELLDFLHARDHCVAHKL FNSLK RPVVASVSLNVPASVRY APTLTARLYSLLFRRT

f. Max. deviation (see listing)

R IR R T TR R IR I e St Lt Cr
g. G-factors
[T HEE NN [l | ]

i ’ ] Foy
Ho T m o {1 || i H AR AEE
[T T TR T T T T T T T T T I T I T I T T T I T T [IIITIT T T T T]

R g A A | EREREEEREEEEREEE A
EREREENENEENNEENENET ENREEEEERENNENENEEERRNEENE T

ESNENNSNNNE-NENNNNS ENNNNNNENNENEEEENSEEENEEN ESNNNNENSNNENSEN NENNENNENENSENES]
32 40 45 50 55 60 65 70 75 70 75 10 15
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Residue properties
pdb4d6u

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

Chi-1 abs. mean dev.
N
o

18 25 30 35 40 45 50 55 60
Residue number

” b. Absolute deviation from mean of omegatorsion

32
24
16

8_

Omega abs. mean dev.

18 25 30 35 40 45 50 55 60
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

30
24
18+
12
6 -

Zeta abs. mean dev.

18 25 30 35 40 45 50 55 60

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

d. Secondary structure & estimated accessibility

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

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

AAAAAAAATIA AAAAARTEAAR
T T T T T T T T T
STFALTIVVGALFFERAFDQGADA | YEH I NEGKLWKH | KHKY E

f. Max. deviation (see listing)

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

Dihedrals [

[T T T T T I T I T T T T I
MC bonds [T T T T T T T T T
MCangles [T T T
[T T T T T T T
[T T T T I T I T T T TTTT

o 00 & bobdbd
& B8 8 Ix=E8

Mainchain  []

Overall [1
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Main-chain bond lengths

C-N
(except Pro)
a T
o :
o) |
>
o] !
L i
120 124 128 1.32 136 140
CA-C
(except Gly)
& :
o) |
>
8 !
L i
140 144 148 152 156 1.60
CA-CB
(lle,Thr,val)
>
&
>
g
L i i
142 146 150 15 158 162
N-CA
(Gly)
o)
&
>
g
LL
153 157 141 145 149 153

Black bars> 2.0 st. devs. from mean.

Frequency

Frequency

Frequency

Frequency

odb4déu

(Pro)

122 126 130 1.34 138 142

CA-C

(Gly)

ol
139 143 147 151 155 159

CA-CB
(therest)

145 149 153 157 161

N-CA
(Pro)

141

134 138 142 146 150 154

Frequency

Frequency

Frequency

=

Page 1

140 144 1.48 1%2 156 160

133 137 141 145

11 115 119 123 127 131

CA-CB
(Alg)

N-CA
(except Gly,Pro)

149 153

4 or ) signifies data points off the graph in the direction shown.
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

odb4d6u

Black bars> 2.0 st. devs. from mean.

CA-C-N CA-C-N
(except Gly,Pro) (Gly)
o) oy
& S
> >3
g 8
LL LL
101 106 111 116 121 126 101 106 111 ZTGM 121 126
O-C-N O-C-N
(except Pro) (Pro)
> : oy
& ; S
> >3
8 | g
LL ; LL
108 113 118 123 128 133 107 12 17 12 17 12
C-N-CA C-N-CA
(Gly) (Pro)
> oy
& S
> >3
g 8
LL LL
nre ! !
105 110 115 120 125 130 107 12 117 122 127 132
CA-C-O CB-CA-C
(Gly) (Ala)
e €2 T
o) oy
& S
> >3
g 8
LL LL
105 110 115 120 155 1%0 95 100 105 1+6 115 120

Frequency

Frequency

Frequency

Frequency

Page 1

CA-C-N
(Pro)

101 106 111 1‘i61 121 126

C-N-CA
(except Gly,Pro)

106 111 116 121 126 131

CA-C-O
(except Gly)

105 110 115 120 125 130

CB-CA-C
(lleThr,vVal)

94 99 104 109 114 119

4 or ) signifies data points off the graph in the direction shown.

Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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Black bars> 2.0 st. devs. from mean.

Main-chain bond I e
CB-CA-C N-CA-C N-CA-C
(therest) (except Gly,Pro) (Gly)
] <1 2p <1
oy ) ] o)
g o | l o ! !
> >3 = | |
g 8 ] 8 ]
L L i i L i i
96 101 106 111 116 121 97 102 107 12 17 12
N-CA-CB N-CA-CB
(Ala) (lleThr,Va)
R <1 | 1
g ) 1 %) N
T | | & AN o) 0|
> ; ; >3 ; >
8 i g 0 g i
L i i L A K L 1 | 0
% 101 106 111 116 11 95 100 105 110 115 130 9% 101 106 111 116 131
N-CA-CB N-CA-CB
(Pro) (therest)
| N 1>
5 | >
& Pl &
> ol >3
g i 8
L 0 L
T T L#- T T T T T T
88 93 93 103 108 113 95 100 105 110 115 120

4 or ) signifies data points off the graph in the direction shown.

Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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ASN ASP

odb4déu

ARG

RM S distances from planarity

PROCHECK

04

T

04
0.04

HIS
TYR

0.01 0.02

0.00 001 0.02 0.03

b
i

0

0
50

0.
00
00
50

S )
3 G

150+

>ocomcohu_ >ocomcohu_

04
2»
T

0.03
T

GLU
TRP

OL
000 001 002
l

000 001 002 003 004
0.02

0.00 O

5
150+
00
0

Yo}

\Gcmm_coi

1»

0.04
0.04
0.04

0.03
0.03

GLN
PHE

0.00 001 002 0.03

000 001 0.02
O L
000 001 002

|

b signifies data points off the graph in the direction shown.

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