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Ramachandran Plot
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Plot statistics
Residues in most favoured regions [A,B,L] 2983 88.3%
Residues in additional allowed regions [a,b,l,p] 392 11.6%
Residuesin generously allowed regions [~a,~b,~l,~p] 3 0.1%
Residues in disallowed regions 2 0.1%
Number of non-glycine and non-proline residues 3380 100.0%
Number of end-residues (excl. Gly and Pro) 38
Number of glycine residues (shown as triangles) 249
Number of proline residues 193
Total number of residues 3860

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
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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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Met (84)

Chi1-Chi2 plots
pdba4deét

Lys (174)
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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
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OOa Ramachandran plot quality assessment
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Plot statistics

Comparison values

) No.of Parameter Typicd Band
Stereochemical parameter data pts value value  width

a %-tageresiduesin A, B, L
b. Omega angle st dev

¢. Bad contacts/ 100 residues
d. Zetaangle st dev

e. H-bond energy st dev

f. Overall G-factor

3380 88.3 515 10.0
3833 6.4 6.0 3.0

45 12 34.6 10.0
3611 18 31 16
2555 0.8 12 0.2
3860 -0.0 -1.0 0.3

No. of
band widths
from mean
3.7 BETTER
0.1 Inside
-3.3 BETTER
-0.8 Inside
-1.9 BETTER
34 BETTER
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Side-chain parameters
a. Chi-1 gauche minus b. Chi-1 trans
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Resolution (Angstroms)
Plot statistics
Comparisonvalues  No. of
) No.of Parameter Typicd Band  band widths
Stereochemical parameter datapts  value vaue  width  from mean
a. Chi-1 gauche minus st dev 484 18.1 325 6.5 -2.2 BETTER
b. Chi-1 trans st dev 1051 17.8 30.6 53 -24 BETTER
¢. Chi-1 gauche plus st dev 1523 155 29.3 4.9 -28 BETTER
d. Chi-1 pooled st dev 3058 16.8 30.2 4.8 -2.8 BETTER
e. Chi-2 trans st dev 963 18.6 28.9 5.0 -21 BETTER
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Residue properties
pdb4dét

a. Absolute deviation from mean Chi-1 value (excl. Pro)
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. c. C-aphachirality: abs. deviation of zetatorsion

24
18+
12

Zeta abs. mean dev.

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

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

d. Secondary structure & estimated accessibility
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Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

A
ATYAQALQSVPETQVSQLDNGLRVASEQSSQPTCTVGVWI DAGSRY ESEKNNGAGY FVEHLAFKGTKNRPGNAL EKEVESMGAHLNAY STREHTAYY | KA

f. Max. deviation (see listing)
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g. G-factors
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Omega [N
Dihedrals

MC bonds
MC angles
Mainchain

Overall
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Chi-1 abs. mean dev.

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

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

50

Omega abs. mean dev.

30

Zeta abs. mean dev.

Residue number
b. Absolute deviation from mean of omegatorsion

40 -
30
20
10 A

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+
12

6_

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

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

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

d. Secondary structure & estimated accessibility

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

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

L SKDLPKAVELLADIVQNCSLEDSQI EKERDV | LQELQENDTSMRDVVFNYLHATAFQGTPLAQSVEGPSENVRKL SRADLTEYL SRHYKAPRMVLAAAG

f. Max. deviation (see listing)
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g. G-factors
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Residue properties
pdb4dét

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

6 b. Absolute deviation from mean of omegatorsion

40
30
20
10

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

30
24
18+
12
6 -

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

d. Secondary structure & estimated accessibility

A RS i) —— AR RNAY

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

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

AR BAAAREAAAAAAAAAA AAABIAAAA AAAAATAAAAAAAAAA
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f. Max. deviation (see listing)

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

Dihedrals [

MChbonds []
MCangles []

Mainchain  []

Overall {1
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Residue properties
pdb4dét

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

6 b. Absolute deviation from mean of omegatorsion

40 -
30
20
10 A

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
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f. Max. deviation (see listing)
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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o
402 410 415 420 425 430 435 440 445 25 30 35 40 45 50 55 60
Residue number
o b. Absolute deviation from mean of omegatorsion
g
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Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
&
%24—
£ 18-
g 12-
S 6
g , [l
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
AV S 1AV B et i
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
VDARVVREVCSKY FYDQCPAVAGFGP | EQL PDYNRI RSGMFWLR PPHPQDLEFTRLPNGLV I ASLENYAPASRIGLF | KAGSRYENSNNL
f. Max. deviation (see listing)
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g. G-factors
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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

=
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40 -
20

Chi-1 abs. mean dev.

64 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160

Residue number

6 b. Absolute deviation from mean of omegatorsion

40
30
20
10

Omega abs. mean dev.

64 70 75 80 8 90 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+
12

6_

Zeta abs. mean dev.

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

A NN e e S/ SN

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

+4+*

+
*k K Kk Kk ok *

* k4

+
* x4
*

* 4
*k kKX

g. G-factors

.

Chi3 & chi4

Omega

:
e

Dihedrals

MC bonds

MC angles

Mainchain

Overall

'_EA I
8
[N
N
a1

pdb4d6t_06.ps




PROCHECK
Page 7

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

& 100
% 80 -
g 60
8 401
< 201
o
164 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 407
£ 30
8 20-
© 10-
£
O 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-
g 12-
RS
S
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
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
HAAAYRNALANSLYCPDYRIGKVTPVELHDYVQNHFTSARMAL | GLGV SHPVLKQVAEQFLN | RGGLGL SGAKAKYHGGE | REQNGDSLVHAALVAESAA
f. Max. deviation (see listing)
g. G-factors
Phi-psi . RN H [ AN N | |
A [T R HAE AT i e .
Gega " oot o "EER ERCERANREN EEE' 5 i -1 "R ARRS Bt
Dihedrals [T T T T I T T T T T T TN T T T LTI T T T T T T T T T T T T T T T I T TR T T I I T T T T LI T
Mgbonds \\H\\H\H\H\\H\HHHHHHHHHHHHH\\H\H\\H\HH\\\H\H\HHHHHHHHHHHH
angles T e e e e e T e T T T T e e e A T T T T T T A T
Mainchain (T T T T T T I T T T T T OO T LT T T T T TP T T TP T T T T T T T T T T
Overall T T T T T T T T T T T T T LT T T T T T T T T T T I T T TR TI T T I T IT T T IT I T ITITTTTTITTT]
164 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260
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Chi-1 abs. mean dev.
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Zeta abs. mean dev.
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Residue properties
pdb4dét

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

80
60
40
20

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

6 b. Absolute deviation from mean of omegatorsion

40 -
30
20
10 A

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_

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 f— 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)
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Resid ti e
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
g 80
g 60
8 401
< 20
o
364 370 375 380 385 390 395 400 405 410 415 420 425 430 435 6 15
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g 401
£ 30-
8 20-
© 10-
£
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
£ 181
g 12
RS
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
MAEENANN NN AN/ e = SIS
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
‘ AAAAAAAA ‘ AAARAR AABBAAAAAAAAAAAAAAAAAAAAAAAAA ‘ A BAAAAAA
LKAGYLMSVESSEGFLDEVGSQALAAGSYTPPSTVLQQI DAVADADYV | NAAKKFV SGRK SMAASGNLGHTPF I DEL KSHPLMK | VNNAF |
f. Max. deviation (seelisting) .
++ 4 +
L S TUE SN N DE RS e O N FUP O I SRURE DE SOUPUNE IS S SO S S TN SOE S s
g. G-factors
Phi [l
i, - ey pees
Omega i RN H H [1 [ [T [EEECE
Dihedrals  [(TT T T T T T T T T I T LTI 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 LTI [T T T A =]
kR AMERBNSEMERBESEEEES  SERBSSENENSSSENSNSSSENSNSESENSNSESESSESESEESREEE HHHHHH
Mainchain  [(TT T T T T T T T T T T T T T T T T TP T T ITITT0T] T T T TTTTT]
Overall [T T T T T T T T T e T T T T T T T T T T T T T T T T T T T T T T T T T [T TT I TITTT]
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Residue properties
pdb4dét

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

& 100
%80
£ 60
g w0
< 20
o
20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g 40
E 30
2 2
S 10
£
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
&
%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
A VAVA VA VA —
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAAAANAAAAA A : ‘ AAAABAAAAAABAAAAAAAAAAAANTL ‘ : ‘ : ‘ ABABAAAAAA
DLPAPSN| SSMWFGSLLGICLILQILTGLFLAMHYTSDTTTAFSSVTHI CRDVNYGWI | RYMHANGASMFF | CLYMHVGRGLYYGSYTFLETWNIGV I L
f. Max. deviation (see listing)
g. G-factors
Phi-psi T ]
e (W . - . :
Gmega ' T m mH H = SHEERSTAcEE
Dihedrals [T TT T T I T T LTI T T T T T LT T T T T T O T TP LT T T T T T T T T T T T T T T T T T T T
MCbonds T T T T T T 1
MCangles [T P P e P P
Mainchain (T T T T I T T T T TP T I T T T T LT T TCTP T T TT TTT TTTTP P  T  TTTTTTT I TTITTIITTT
overall [T T T T T T T T T T LT L T T T T L I T T T LT L I I [T T
20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115

pdb4d6t_06.ps
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Residue properties
pdb4dét

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

& 100
g 80 -
g 60
8 401
< 201
o
120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 407
£ 30
8 20-
© 10-
£
O 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
&
T 24 -
g 12-
S 6
o
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
CAYA s NN\
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 | PY I GTNLVEWIWGGFSVDKATLTRFFAFHFILPFI IMATAMVHLLFLHETGSNNPTGI SSDVDK | P
f. Max. deviation (see listing)
g. G-factors
Phi o
siriy > ersbadeEiiden
Omega (e IjH\H [N ENN \tfl [ T
Dihedrals  [(TTTT T T T I T T T IO T T TR T T T T T I T T T T T T T T T T T T I T T T T T I I I I T T T I
MCbonds T T T T T 1
MCangles [T e P P A P T
Mainchain (T T T T T T T TP T T O T T LT T T TP T T TP T TP TP T T T T T T
Overall T T 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 I T T I T T T T IT T I T T T T I T I TTIT T ITTITTT]
120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215

pdb4d6t_06.ps
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Residue properties
pdb4dét

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

6 b. Absolute deviation from mean of omegatorsion

40 -
30
20
10 A

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

30
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)
4+ 4

* o4
+Q* Kk 4 + + + +5% 4 +* 4 + +
*

KRk khkkkk Kk hkkAhk Kk kA kkhkk Xk ¥k k* kKK Kk K * Kk Kk K * ok

g. G-factors

Phin
Chit-eni2 [

i, |

i3 & chi
Omega H:H h [
Dihedrals [T i

MC bonds
MC angles

Mainchain

Overall

C = cis-peptide

pdb4d6t_06.ps
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R d t Page 13
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
o
320 325 330 335 340 345 350 355 360 365 370 375 2 10 15 20 25 30
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 407
£ 30
8 20
© 10-
£
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-
g 12-
S 6
S
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
|
MNNNATENANAN AANZEEIIRES S B AN
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
‘ ‘ : ‘ AABAAAAAAA  AAAAAAAAAAAABINAAAA AAAAAAAR AAAARRIBAAAAAA ‘ ‘ ‘
L SQCLFWALVADLLTLTWI GGQPVEHPY | TI GQLASVLYFLL I LVLMPTAGT | ENKL LKW DLELHPPSYPWSHRGLL SSLDHT S| RRGFQ
f. Max. deviation (see listing)
g. G-factors
Pips  EFH 5 T
i ; el i i
Omega [T i::I::l:l [ I:i i\ i\
Dihedrals [T TT T T T T T T T T T T T T T T T T I T T T I T [EEEEERNEE EENENENEEENEEEEEE RN
MCbonds T T T T T I T E T T T
MCangles [T T T P T P A T A A T T
Mainchain [T T T T I T T I T T LTI T T T T LTI T TP TIT T TTTITTIIIITTT T T T T T I I T
Overall \‘\HH‘H\HHHHHHHH\‘\CH\H\HHHH‘HHHHH‘\HH‘\HH T IT T T TTT T T T I TTTTTITITTT]
320 325 330 335 340 345 350 355 360 365 370 375 2 10 15 20 25 30
C = cis-peptide

pdb4d6t_06.ps
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Residue properties
pdb4dét

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
o b. Absolute deviation from mean of omegatorsion
g
g 40
E 30
8 20
S 10
£
© 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
A R A AN e —— AN
l—‘/ .
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
‘ ‘ ‘ ‘ ‘ : ‘ ‘ ANAA_AA AAAAARAAAAAAAAAAAAATI ‘ ‘ ‘ AABAAAAA
VYKQVCSSCHSMDYVAYRHLVGVCYTEDEAKALAEEVEVQDGPNEDGEMFMRPGKL SDY FPKPY PNPEAARAANNGAL PPDL SY | VRARHGGEDYVFSLL
f. Max. deviation (see listing)
g. G-factors
Phi-psi ] H .
Al T : cebiHideE s
Omega CH t] H H H [ I:j\
Dihedrals [T T T T T I TIT T T LTI T T T T T T T T T TR 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
MCbonds T T T T T 1
MCangles [T P P P P
Mainchain (T T T T T T T T T T T O T LT T T TP T T TP TP T LT PP 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\HHH\‘\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

pdb4d6t_06.ps
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Residue properties
pdb4dét

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
o b. Absolute deviation from mean of omegatorsion
g
g 40
E 30
8 20
S 10
£
© 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
g h—— B A NN NNV AV AV AV AV
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
A BINAAAA AAARIA ‘ : : ‘ ‘ ‘ ‘ ‘ : ‘ : : ‘ ‘ ‘ ‘ ‘
TGYCEPPTGVSLREGLYFNPYFPGQA | GMAPPI YNEVLEFDDGT PATMSQVAKDVCTFLRWAAEPEHDHRKRMGLKML LMMGL L L PLVYAMKRHKWSVLK
f. Max. deviation (see listing)
g. G-factors
Phi-psi . T 0] i 1
. iy i eifind
mega IZI::i H:D:i\ [ [l H [ H [
Dihedrals [T TT T T T I T T T T TR T T T T T LT T R T T T T T T T LT T T T T T T T T T T TP T T LTI T
ek R AMEREEEEMERSNSENENSNSESENSNSESENSNSESSNSNSRSSNSRSRSSNSRSESEE ESSSENERSESERSRSESENEREESEREREEEN
Mainchain [T T T T I I T T T TP T T O T T TP T T TP T T TP T T TP T T T 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 I T T T T T T T T T TT T IT T I T ITTTITTITT]
132 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230

pdb4d6t_06.ps
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R . d t Page 16
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
o
232 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g 40
E 30
8 20
S 10
£
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
£ 18-
g 12-
S 6
S
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 o\ \o
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAAAAAAAAAAAAANTIANAAAAAAA
SRKLAYRPPK SHTDI‘ KVPDI‘:SDYRI‘?PEVLI‘DSTKS‘SK ESSI‘EARKGI‘:SYLV+ATTT\‘/GVAY/-‘\AKNV\‘/SQFVéSMSAéADVLAMSK
f. Max. deviation (see listing)
g. G-factors
(F;p]ii- -Scihi 2 W] HEEE | | NEEN H
Chilonl
Chi3 & chi4 ]
mega . [N

Dihedrals [T T ]

T A T T T T I T I T T T T T T LT
MC bonds T T T TP T P T TP PP PP P T TP T
MCang"Sm T T A P T T T T T T P P P T T T T T
EEEENEEEEEEEEEEEEEEE NN
T T T TP T T I T I T T LTI T T T LTI I T T T I T T I I

Mainchain  [TTTTTTTTT]

I

I

|
Overdl  [ITTIITTED E
232 240 5

pdb4d6t_06.ps
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Residue properties
pdb4dét

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

12 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105
Residue number

6 b. Absolute deviation from mean of omegatorsion

40 -
30
20
10 A

Omega abs. mean dev.

12 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

30
24
18+
12
6 -

Zeta abs. mean dev.

12 20 25 30 35 40 45 50 5 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

F e\ gt U=V ANANG— N NAAAN =St =t AVAANN

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 T T T T T T T T T T T T T T
WLEG| RKWYYNAAGFNKLGLMRDDT | HENDDVKEA | RRLPENLYDDRVFRI KRALDL SMRQQ ! L PKEQWNTKY EEDKSYL EPYLKEV | RERKEREEWAK

f. Max. deviation (see listing)

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

MC bonds
MC angles

Mainchain

Overall

pdb4d6t_06.ps
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R d t Page 18
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
o b. Absolute deviation from mean of omegatorsion
g
g 40
£ 30
8 20
S 10
£
©c 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
&
© 24_
g 12
8
g °
N
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 —\ H‘:W
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
BEAAAAAAARINAARERIAAA.
I‘?QFGHLTR\‘/RHVI "I'YSLSI‘DFEQRAFPHYI‘:SKGI I‘DNVLRI‘?TRACI‘ LRVA}‘DPFVAI‘:YLVY"I'\NGTQI‘EFEKSl‘(RKNPAAYENISR LVDPLTTVRE
f. Max. deviation (seelisting) .
+ 67 7
RRLes: s, i, S Dintrr niinddrsii EREIE:
g. G-factors
Phi-psi 0]
Gy, WX . e e R
mega :h [ i\ I::H:I:::I [l H \Hﬂ NENEN
Dihedrals [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 LTI T T T T T T T T T T T T T I T e ) [T TTTITT]
kR AMERARSEMERBESEMENSSSENERSSSENRNSNSERANSNSERANSSSERASSRSEEAEEEEEEE . EAE EHHHHH
Mainchain [T T T T T T T T T T TP T T T T T TP T T T TP T T T TP T T TP T T e 11 [TTTTTITT]
Overall [T LT T LT T T L T L T L T T T T T T T T I T EENEERENEN
2 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 20

pdb4d6t_06.ps




PROCHECK

Resid ti o
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 80
£ 60
g w0
< 20
o
23 30 35 40 45 50 55 60 65 70 75 55 70 75
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g 401
£ 30-
8 20
© 10-
£
O 23 30 35 40 45 50 55 60 65 70 75 55 70 75
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
&
T 24
g 12
RS
S
23 30 35 40 45 50 55 60 65 70 75 55 70 75
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
BE A ANAUAAN G=——AAVAUAA = l i — L= J =
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
P _AAAARARAAAAR A
QCEQLEKCVKARERLELCDERVSSRSQTEEDCTEELLDFLHARDHCVAHKL FNSL LCRESLR LVASVSLNVPASVR PT
f. Max. deviation (seelisting) .
8 + +7+ 8 6
S s mmininiaeinn Lo i v S g :
g. G-factors
Ph [ [T [ [TTH]
el ﬂ cineflcetind ;
Omega L [INENEN [ \W:i | HtI &i \H
Dihedrals [T TT T T T T I T T T T T T T T T I T T T T T IT] AT O T =
ke ARRMERSNEEMEEEES NERCEE  ENSSSESERSESEESESESEEEEERE ] &
Mainchain  [TTT T T T T I I T T T T T T T[T T [ M TTT T T I ITITTTITIT1T1T11] [TEWTT] [T T [N
Overall [T T T T T T T T T TS T TTTTTTTTTT T T T T T OTTT] O TT I [
23 30 35 40 45 50 55 60 65 70 75 55 70 75

pdb4d6t_06.ps
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Page 20

Residue properties
pdb4dét

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

& 100
% 80
£ 60
g w0
< 20
o
5 10 15 20 25 30 35 40 45 50 55 60 10 15 20 25 30 35
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g 40
E 30
8 20
S 10
£
© 5 10 15 20 25 30 35 40 45 50 55 60 10 15 20 25 30 35
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
&
% 24
£ 18-
g 12-
S 6
S
5 10 15 20 25 30 35 40 45 50 55 60 10 15 20 25 30 35
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
A=A S eeAN =\ -
N S m—
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
‘ ‘ : ‘ : ‘ ‘ AAAAAAAAA AAAAAAAAANL
LTARLYSLLFRRTSTFALTIVVGALFFERAFDQGADA | YEHINEGKLWKH I KHKYE ATYAQALQSVPETQV SQLDNGLRVASEQSSQPTC
f. Max..deviation (see listing)
4 +
ittt L drer i nr T n, oLt .
g. G-factors
Phi-psi . H e W] W1
" als * .
fTIBgaCI H H mE HHI [ H H:II:I:I:
Dihedrals [T T T T T T II T T I T I T T I T T T T T T T T T T T T T II TTTTITTI AT T T T T T T T W T T T
MCbonds T T T T T T A T T T T
MCangles [T T P P T A T
Mainchain (T T T T T I T T I T T T T T T TP I I ITTT0T] T T T T T T T T T TTTT
L0 T o T T W OO T LT LT LI LI T LT T
5 10 15 20 25 30 35 40 45 50 55 60 10 15 20 25 30 35

pdb4d6t_06.ps
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Page 21

Residue properties
pdb4dét

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

% 100
g 80
£ 60
g w0
< 20
o

36 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
_§ 50
g 401
E 301
£ 20-
© 10-
S
o 36 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130 135
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion

&
% 24 1
£ 18
g 124
RS
S

36 45 50 55 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

M\ e SN

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

AA AAAEA AAABIAAAAA A AAAAAAAARL AARIA BEAAAAAAAA AAAAAANBIAAAAAAAAAAAAAAAAAAAAAAAAAATAABIANAAAAAANAAAAN
TVGVWI DAGSRY ESEKNNGAGY FVEHLAFKGTKNRPGNAL EKEVESMGAHLNAY STREHTAYY | KAL SKDL PKAVELLAD | VONCSLEDSQI EKERDV I L

f. Max. deviation (see listing)

g. G-factors
Ph [ [T [ o
Gt COE
Chi3 & chi4 I ,,:EH [T
Omega [ [NEEE [ [T I Il [CEECEC B =
Dihedrals [T IO TT I T T I T T T T T T TP O T e T LT T T T T T T T P T T T T T T LT T T T T T T T T T T LTI T
MChbonds [T T T T T T P P P P P P P P T T P P T P T P P T T P T PP
MCangles [T T T T T T T T e P T T P T P T P T T T PP T 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 OO T T T T T T T T T T T L T L T L T L T T I T T T T T T L)
36 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135

pdb4d6t_06.ps




PROCHECK

Page 22

Residue properties
pdb4dét

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

& 100
g 80 -
g 60
8 401
< 201
o
136 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g 40
E 30
2 2
S 10
£
© 136 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
&
% 24
£ 18-
g 12-
RS
S
136 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235
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 Generousll Disallowed
‘ ‘ ‘ ‘ AAABAAAA  AAAAANBAAAAAAAAAAANTIRAAABIAAAAAA ‘ ‘ : AN BAAABNAAAAAAAA
QELQENDTSMRDVVFNYLHATAFQGTPLAQSVEGPSENVRKL SRADLTEYL SRHYKAPRMVLAAAGGL EHRQLLDLAQKHFSGL SGTYDEDAVPTL SPCR
f. Max. deviation (seelisting) .
5 + *
et ot st L e e e
g. G-factors
Phi-psi I | ]
Gl R s Rl e
Omega ' Ramans u En “Hamn R EER | e T
Dihedrals [T T T T T T T T T T T T T T T T P T T T T T T T T T T T TR T T T T T T T T T T T T T T T T T T T T 11
MCbonds T T T T T 1
MCangles [T e P T P T T
Mainchain (T T T T I T T TP TT T T O T TP T T TP T T TP TP T TP T T T T T T T ITTTITTTT
Overall T T T LT T T I 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 T IT T IT R TT T ITTTTTTTIT]
136 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235

pdb4d6t_06.ps
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Residue properties
pdb4dét

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

& 100
gso—
g 60
8 401
< 201
o
236 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g 40
E 30
2 2
S 10
£
O 23 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
&
%24—
£ 18-
g 12-
S 6
S
236 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAATAAAAAAANAAA ARIAAAA _ AAAAAAAAAAAAAAAAAATIAAAATIAARIARIE
l‘:TGSQI CHRI‘EDGL PILAHVA I‘ AVEG}‘DGNAHI‘DDNVAI‘_QVANA‘I | GH\‘(DCTY(‘BGGAHI‘_SSPLA‘SI AA'I"NKLC("\)SFQTI‘:N | CYADTGLI‘_GAH F\‘/CDHM_":,I DDMM
f. Max. deviation (see listing)
g. G-factors
Phi [ HN [ 1
A, [ i : e e et
Omega j:::l R i\ -:]j\ HH\ h [ H::I [
Dihedrals [T T T T I T IT T T I T LTI T T T TR T T T T T T T T T T T T T T T T I T T T T T T T I T T T I T [
MCbonds (T T T T 1
MCangles [T e P P P
Mainchain (T T T T I I T T T TP TTC O TP TT C TT T TTT TPTT TTTTP P T T  TTTTTTTTTITT I ITTTT
Overall LT 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 I T T TT T I T T T T T IT T T ITTTTT]
236 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335
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PROCHECK
Page 24

Residue properties
pdb4dét

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

336 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435
Residue number

6 b. Absolute deviation from mean of omegatorsion

40 -
30
20
10 A

Omega abs. mean dev.

336 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
|_\
N

336 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435

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

d. Secondary structure & estimated accessibility

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

FVLQGQMRLCTSATESEVLRGKNLLRNALVSHLDGTTPVCED I GRSLLTYGRRI PLAEWESR| AEVDARVVREVCSKY FYDQCPAVAGFGP | EQL PDYN

f. Max. deviation (see listing)

+ + + .+ + + + + +
++ +* % ++ + +R 4 kg ok kg Kok kG ko kgpk 4 ok kg kg + Kk R T S
Kk KKk Kk E KKK Kk KKK KKK K KKKk Kk Kk KAK kKKK KEKKE Kk KAK KX KAKK Kk Kk kk Kk ARk AK KKK Kk Kk K KX kkk

g. G-factors
Phi m 0 m
n .
Omega " [ 1 aRER R B “EESNC EEEEE EERC EEE
Dihedrals [T I T T T T T T T T T T I T P e T T T T T T T T T T T T T T T T T T T T T T T T I T T T T R T T T T
mesee M A
Mainchain [T T T T T[T T T [ MM T T I T T T L LT T L L L L L L T LT T L L L L L L T LI T L L L T L T L L LT T I LT LT L LT LT T LTI
Overall \‘\H\\HH‘\H.‘\H\\‘\\\H\H\\‘H\H\\H\H\H‘\\H\H\\H\HHH\\‘\\H\\H\HHH\HH‘HHHHH‘HHH
33 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435
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Residue properties
pdb4dét

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

& 100
g 80 -
g 60
8 401
< 201
o
436 445 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g 40
E 30
2 2
S 10
£
O 43  ads 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
&
% 24
£ 18-
g 12-
RS
S
436 445 25 30 35 40 45 50 55 60 65 70 75 80 85 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
P\ SnlICES s B Sm— 8\ YN\ o
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AANRNARNAN AAAANANABAAAAAA AAATE AAAARARIEA AAAAAAAAABAABIA 4 ‘ : BEAAAA
RIRSGMFWLR PQDLEFTRLPNGLV IASLENYAPASRIGLFIKAGSRYENSNNLGTSHLLRLASSLTTKGASSFKI TRGI EAVGGKLSVTS
f. Max..deviation (see listing)
7 +
Lttt croumdr ononn o ot Lt o RS
g. G-factors
Phi-psi . [ [ LT H M [ M
i, T ittt Sy Eifi
Omega :I:H :ﬂ [ H::H:t:]:l -:H [ ENEN
Dihedrals  [TTTT T NEM] T T T T s T T T T T T T T T T T T T I T T T T
MCages TN EHHHH A A A A A A A A A A A A AR
Mainchain  [TTTTTTTTT] T T T T T T T T T T T T T T T T T T T T T T T T I T T T T T T T
Overal  [TTTITRLAL] O T T T T e T T T T T T T T T I I T LT T T T T I T T I T
436 445 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
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Residue properties
pdb4dét

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

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

50

Residue number
b. Absolute deviation from mean of omegatorsion

40
30
20
10

Omega abs. mean dev.

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

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

30
24
18+
12
6 -

Zeta abs. mean dev.

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

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

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

d. Secondary structure & estimated accessibility

i AR\ AN N A et o 1 AR

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

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

TRENMAYTVECLRDDVD | LMEFLLNVTTAPEFRRWEVAALQPQLR I DKAVALQNPQAHV | ENLHAAAYRNALANSLYCPDYRIGKVTPVELHDYVQNHFT

f. Max. deviation (see listing)

*
5+ + *
+ + + + LR * *

++4 Fr 4 * o4+ 4 I o B + *ZEKkK L 4 44 +++ +* 44+ * 4
* xx - KR K KKK KKKKKE K AN AKKRKKKK K KAAK MR R

*
kK kK kK * % * * * ok

b o o
*
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Residue properties
pdb4dét

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

& 100
g 80
£ 60
g w0
< 20
o
201 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
Residue number
o b. Absolute deviation from mean of omegatorsion
8
5 407
£ 30
8 20-
© 10-
£
© o 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
o
% 24
£ 18-
g 12-
S 6
S
201 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
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
SARMAL | GLGVSHPVLKQVAEQFLN | RGGLGL SGAKAKYHGGE | REQNGDSLVHAALVAESAA | GSAEANAFSVLQHVLGAGPHVKRGSNATSSLYQAVA
f. Max. deviation (see listing)
g. G-factors
Phi-psi RN [ [T | Rl
E TR ofiedccies
Omega [ H SRERMSER SR SEAEREEATE" B H o
Dihedrals  [TTTTT T XTI T T T T T T IT T T l T T T  E E T T T TR T T T T T T T T LTI T T T T T T T T T T I T
ek RAMERBNSENERSNSENENSESAS NBNSESERSNSESSNSNSRSSNSNSESSNSNSRSSNSRSESENERSESENESEESEREREESEREREEEN
Mainchain (T T T T I T T T T T T O T T T T T T TP T T T T T TP T TP T T T T T T TT
Overall [T T T T T T T P T T e P T P T T T T T T T e T T T T T T T T T T T T T T T T T T TTTTIT]
201 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
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Residue properties
pdb4dét

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

& 100
g 80
£ 60
g w0
< 20
o
301 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g 40
E 30
2 2
S 10
£
O 300 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
&
% 24
$ 18
g 12
R
S
301 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
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
AA, Al
KGVHEPFDV SAFNASY SDSGL FGFYT | SQAASAGDV | KAAYNQVKT I AQGNL SNPDVQAAKNKLKAGY LMSVESSEGFLDEVGSQALAAGSYTPPSTVLQ
f. Max. deviation (seelisting)
6 .
0 ev thoule e hI et Lihin Tramomonioar fanrL oamiolann
g. G-factors
Phi-psi . [T [T T T [ H
e, IS TerE L N : : i
mega I:::H::::I:H:I [ HH I::Ij::l:l [l H
Dihedrals [T T T XTI I T I T T T T T I T T T T T T T T TP R T T T T T LT TP T T T T T TTd [ TTTTT]
MC bonds T A T T T T T A T T T T T A A O [T
MC angles e e e e e e e e e e e e e e e e e e e e T T T T T e T T e P T T T T T [T
Ve IS EEEEEE NN RN RN NN NN EEEEEEE NN EEEEEEEENEEES  EENNEEEEE
Overall WL I e L T T T T T I L T T T L T T T T T oM L T 11 T]
301 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
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Resid ti e
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
o
401 410 415 420 425 430 435 10 15 20 25 30 35 40 45 50 55 60
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g 40
E 30
2 2
S 10
£
O 400 410 415 420 425 430 435 10 15 20 25 30 35 40 45 50 55 60
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
&
g 24
£ 18-
g 12-
S 6
S
401 410 415 420 425 430 435 10 15 20 25 30 35 40 45 50 55 60
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
N AN B S\ AN
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
‘ ‘ ‘ : ‘ A WAAAAAA AABARARERABAAAAAABAAAAA A : ‘ AAAAABAAAAAA
QI DAVADADV | NAAKKFV SGRK SMAASGNLGHTPF I DEL LMK 1VNNAFIDLPAPSN| SSWWFGSLLGICLILQILTGLFLAMHYTSDTT
f. Max. deviation (see listing)
g. G-factors
Phi [
A, FEERHET S H
Omega H SRSa-ERREE H | oot ol I 1
Dihedrals  [(TTTTTTI T I T T T T I TIT T T TR T ITTTTTT11] e T T T A T T T I T T T T T T
MCbonds (T T T T T T T T T T A T A
MCangles [T A A T T e A T A T T T e T P T T T
Mainchain [T T T T T I T T T T I I IITTTTTT11] T T I T T T T T I I T T T T T T T T I T T TTTTT]
overal [T LI I LI I [T TITIT] o T T e L L LT LTI I I I TTT]
401 410 415 420 425 430 435 10 15 20 25 30 35 40 45 50 55 60

pdb4d6t_06.ps



PROCHECK

Page 30

Residue properties
pdb4dét

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

& 100
% 80
£ 60
g w0
< 20
o
61 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g 40
E 30
2 2
S 10
£
© e 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
&
% 24
£ 18-
g 12-
S 6
S
61 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
A VANANA N VA VA VA ANVAVAVA V) Vag NN\ -
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
FAAAAAAAAAAAAAR ‘ ‘ ‘ : ‘ ABABAAAAAA ‘ ‘ AAAAR : ‘ : :
TAFSSVTHI CRDVNYGWI | RYMHANGASMFF | CLYMHVGRGLYYGSYTFLETWN I GV | LLLTVMATAFMGYVL PANGOMSFWGATV I TNLLSA I PY I GTNL
f. Max. deviation (see listing)
g. G-factors
Phi-psi [l ]
ahe 1Y S o e e e
Gmega " i o H ol “HaER" E-EEEEE" ot i "R A" EEEE
Dihedrals T TTTT T T I T T T T T IO T T T T LT I T T T T T T T B T T T T T T T T T T T T T T T T T T T T T T I
MCbonds T T T T 1
MCangles [T P P P P
Mainchain (T T T I T T TP T T O T T TP T T TP T T TP TP T TP T T T T T T T
L0 T | T T T T R W
61 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
pdb4dét

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

& 100
% 80
£ 60
g w0
< 20
o
161 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 407
£ 30
8 20
© 10-
£
© 161 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
&
% 24
£ 18-
g 12-
RS
S
161 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
VEWIWGGFSVDKATLTRFFAFHFILPFI IMATAMVHLLFLHETGSNNPTGI SSDVDK | PFHPYYTIKDI LGALLL | LALMLLVLFAPDLLGDPDNYTPAN
f. Max. deviation (seelisting) : .
+ 5+ 4
St ot terrn it e el e e L a8 L e
g. G-factors
Phi-psi [ B
Sl . : :
"IBQaCI O }H} H [N I:H I::fl rEE
Dihedrals [T T T T T T T TR T I T T I T OO I T T T T T T T I T T T T T T T T I T T LTI T T T T I T T T T T T I
MCbonds T T T T 1
MCangles [T e P P P
Mainchain (T T T T I T T TP T I TTT O TTTTTT C TP T T TT TTT P TT TTTTT P T TTTTTTIT I TTITT I ITTT
Overdll \‘\H\\H\\‘\HH‘\H\\‘H\H‘\HH‘H\H‘\\H\‘H\H‘HH\‘H\\\‘\\H\‘HCH\‘\\H\‘\H\\‘\\\H‘\HH‘H\H‘\HH‘H\H‘\
161 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260
C = cis-peptide
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Residue properties
pdb4dét

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

& 100
g 80 -
g 60
8 401
< 20+
o
261 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g 40
£ 30
2 2
S 10
£
© 26 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
&
% 24
o 18
g 12
R
S
261 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
PLNTPPHIKPEWYFLFAYAI LRSI PNKLGGVLALAFSILILALIPLLHTSKQRSMMFRPL SQCL FWALVADLLTLTWIGGQPVEHPY | TI GQLASVLYFL
f. Max. deviation (see listing)
g. G-factors
Phi-psi | 0 [
Aifte xin pEes BEELIN 3 aif
Gmega " ol Emtan H H o ERSHENAN o mamnss
Dihedrals O T T T IO IO LT T T TP T T T T T T T T T T I T T T I T T T T T T T T T T T T I T T T
MCbonds T T T T 1
MCangles [T e P T P
Mainchain (T T T T T T T T T T T TP T C T T T T TP TP T TP T T T T T T ITTTIT I TT
Overall \‘\H\\H\H\\H‘\H\\‘\\\H‘\H\\H\H‘\\H\H\H‘\\H\‘H\\H\H\‘\H\\‘\\H\\H\\‘\\\H‘\HH‘\CHH‘HHHHH‘\
261 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
C = cis-peptide
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
%80
£ 60
g w0
< 20
o
361 370 375 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g 40
E 30
8 20
S 10
£
© 361 370 375 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
&
%24—
£ 18-
g 12
S 6
S
361 370 375 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
AR —  Q I A i e G
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAATRINAAAAAA AAAAAAAATARIAATAAAAAAAAA BERAAAAAAAAAAAAAAAA
LI LVLMPTAGT | ENKLLKW SDL EI‘_HPPSY‘ HNSHI‘?GLLS‘SLDHT_":,I RRGI‘:QVYK‘QVCSS(‘:HSMD\‘(VAYR}‘-{LVGV(‘ZYTEDI‘EAKAL/-‘\EEVE\‘/Q
f. Max. deviation (see listing)
g. G-factors
Phi I EENEEEN N | Ll H
A, :.-: e |
mega I:i [ j\ i\ i\ [ i]:::l 5
Dihedrals I TICT [ TTTTTTITITT M T T W T e T T A T T T T T A TR T T T T T
MChbonds [T TT T ] T T T T T T T
MCangles [T T e e e e e e T T e T e e T e T T T T T T
Mainchain  [TTTTTTTIITITTTTT1T1] 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
Overall CIITITTTITITTITITI T T A T T T T T T T I T T I T T T T I T T I T TP T T T T I IITTITTTITTTTT]
361 370 375 5 10 15 20 25 30 35 40 45 50 55 60 65 70

pdb4d6t_06.ps
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=
o
o

80
60
40
20

Chi-1 abs. mean dev.

50
40
30
20
10

Omega abs. mean dev.

30
24
18
12

6

Zeta abs. mean dev.

MC bonds
MC angles

Mainchain

Overall

Page 34

Residue properties
pdb4dét

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

80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170
Residue number

b. Absolute deviation from mean of omegatorsion

72

72 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

72 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170

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

d. Secondary structure & estimated accessibility

N (i | il .I:}Q :m:i%‘:%:
% i .
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

B ABAA AA : ‘ ‘ : ‘ ‘ ‘ ‘ AABAAAAAA ARIAAAL AAARIA ‘ ‘HT/\ AABAAAABABIAA
DGPNEDGEMFMRPGKL SDY FPKPY PNPEAARAANNGAL PPDL SY | VRARHGGEDYVFSLLTGYCEPPTGVSLREGLYFNPY FPGQA | GMAPPI YNEVLEF

f. Max. deviation (see listing)

g. G-factors
: o T

: T e
- il bt b i B It -
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 ] o T T
A T T A A A 0T
e e
T T T T T T T
\‘\\C\HH\‘HHM\H\‘H\\\‘\\H\‘\H\\‘\HH‘\HH‘\\HMH\\‘H\H‘\\H\‘HH\‘HH\‘H\HJ\H\‘\HH‘HH\‘\HH‘H
72 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170
C = cis-peptide
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Resid ti .
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 80 -
g 60
8 401
< 20
o
172 180 185 190 195 200 205 210 215 220 225 230 235 240 5 10 15 20
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g 401
£ 30-
8 20
© 10-
£
O 172 180 185 190 195 200 205 210 215 220 225 230 235 240 5 10 15 20
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
&
% 24
£ 181
g 12
RS
S
172 180 185 190 195 200 205 210 215 220 225 230 235 240 5 10 15 20
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
VNN A AAARAANANANARNARAL—  R—————E
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
DDGTPATMSQVAKDVCTFL RWAAEPEHDHRKRMGLKML LMMGL L L PLVYAMKRHKWSV LK SRKLAYRPPK SHTD I KVPDFSDYRRPEVLD
f. Max. deviation (see listing)
g. G-factors
Phi-psi . (T L HEL 1 RN NN
: i it i
mega i i I Eams 8 Emumn-CamEEEESE CE o
Dihedrals [T T T T IT T T T T T T T T T T T T T T T T T T T T LT T I T T ] [T AT T T T I ]
ek R AMERENSENERSESENEESS ENSRSESENERSESENSESESENSESRSERSESREERSREEEE E S
Mainchain (T T T T I T I T T T T T T T T T T T T T T T TP T TP I T T T] T T T ITTITITT]
Overall T T T T T T T T T T T T I T T T T I TT T T T ITTTT T IT T T T TTITTTTT I ] T TTITTITTTTITTTT]
172 180 185 190 195 200 205 210 215 220 225 230 235 240 5 10 15 20

pdb4d6t_06.ps




PROCHECK

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

50
40
30
20
10

Omega abs. mean dev.

30
24
18
12

Zeta abs. mean dev.

MC bonds
MC angles

Mainchain

Overall

Page 36

Residue properties
pdb4dét

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

21

30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120
Residue number
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Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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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
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Black bars> 2.0 st. devs. from mean. q or ) signifiesdata 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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Histograms showing RM S distances of planar atoms from best-fit plane.
Black barsindicate large deviations from planarity: RMSdist > 0.03 for rings, and > 0.02 otherwise.

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