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Ramachandran Plot

pdblpp9
|

2k —
| — E
" b
a M -
- |
m[~b =
.._| 4 A
VAL[228 (N T
Asr?%(%@)wl G {
ASN ,éér@l.& 8)
J_!; i
N
—A A, ALA 17 (P
! el VAR ALA 17-!'(:)( )
A A 4 ]
~a ‘ LEU 2307&“ N
| [] AA (L
TYR 155 A
L veme
’J ALA 171 (B)
-90+ SER 2.61 (0) -
oD - ABH1904R
-135 AL1\ 227 (N) -MO‘( ) 4y
p A A ™
l - 4 -~pb
= -. ", } s . ‘ A J “ . " ad
T T I I
-180 -135 -90 -45 0 45 90 135 180
Phi (degrees)
Plot statistics
Residues in most favoured regions [A,B,L] 3231 92.1%
Residues in additional allowed regions [a,b,l,p] 256 7.3%
Residuesin generously allowed regions [~a,~b,~l,~p] 14 0.4%
Residues in disallowed regions 6 0.2%
Number of non-glycine and non-proline residues 3507 1000%
Number of end-residues (excl. Gly and Pro) 49
Number of glycine residues (shown as triangles) 266
Number of proline residues 208
Total number of residues 4030

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
pdblpp9

. Tyr (162) — val (272)
3 =
90 = 90
g 0 - 0
=

-90 90

-15. -90 0 %0 180 -180 -90 0 90 180
Phi Phi

Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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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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Phe (164)

Met (85)

Chi1-Chi2 plots
pdblpp9

Lys (185)
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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
pdblpp9

OOa Ramachandran plot quality assessment

Resolution (Angstroms)
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Resolution (Angstroms)
e. Hydrogen bond energies

Resolution (Angstroms)
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Zg' Peptide bond planarity - omega angle sd
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0 d. Alpha carbon tetrahedral distortion

17.5-

10 15 20 25 30 35 40
Resolution (Angstroms)

f. Overall G-factor
1.0

0.51

0.0

-0.54
-1.0
-1.54
-2.01

10 15 20 25 30 35 40
Resolution (Angstroms)

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 3507 92.1 826 100 1.0 Inside

b. Omegaangle st dev 3985 1.2 6.0 3.0 -16 BETTER
¢. Bad contacts/ 100 residues 19 0.5 5.2 10.0 -05 Inside

d. Zetaangle st dev 3751 1.1 31 1.6 -1.3 BETTER
e. H-bond energy st dev 2682 0.7 0.8 0.2 -0.8 Inside

f. Overall G-factor 4030 04 -04 0.3 27 BETTER
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Side-chain parameters
pdblpp9

50 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 475 10.8 19.0 6.5 -1.3 BETTER
b. Chi-1 trans st dev 1047 12.0 19.7 53 -1.5 BETTER
¢. Chi-1 gauche plus st dev 1642 11.3 18.3 4.9 -14 BETTER
d. Chi-1 pooled st dev 3164 11.6 18.9 4.8 -1.5 BETTER
e. Chi-2 trans st dev 1050 124 20.9 5.0 -1.7 BETTER
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Residue properties .
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

% 100
g 80 -
£ 601
8 401
< 20
o
5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 8 8 90 95 100
Residue number
5 10 b. Absolute deviation from mean of omegatorsion
©
5
e
&
@
g
S
o

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N
1

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

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

d. Secondary structure & estimated accessibility

A A e e el AR Y\ e S

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

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

AAAAAAABINAAAAAA  AAATIA AAARIA AAAAAAATIABAAAAAAA
T T T T T T T T T T T T T T T T T T T T
TATYAQALQSVPETQVSQLDNGLRVASEQSSQPTCTVGVWI DAGSRY ESEKNNGAGY FVEHLAFKGTKNRPGNAL EKEVESMGAHLNAY STREHTAYY I K

f. Max. deviation (see listing)

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

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

Overall I
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Residue properties
pdblpp9

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

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

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

d. Secondary structure & estimated accessibility

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

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

AAAAAAAAANAAAAANANATAAAAAAAAAANAAAANAAAAAAAAAAAAAAAAAAANAATIIA . AANAANAAA  AAAAAAATIAAAAAAAAAAAARIANAAANAAAAAN
ALSKDLPKAVELLADIVQNCSLEDSQI EKERDV | LQELQENDTSMRDVVFNYLHATAFQGT PLAQSVEGPSENVRKL SRADLTEYL SRHYKAPRMVLAAA

f. Max. deviation (see listing)
45

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

Chi3 & chi4
Omega
Dihedrals ]

IEEEEEEEEEEE NN NN NN NN
MC bonds [T T T T T ]
MCangles [T T e T T
HEEEEENEEEEE NN NN NN NN
[T I T T T T T T T T T T LT T T I T T T T LTI T T T T T I TP LTI T T I T I I

Mainchain  []

Overall I
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Resid t o

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

o

g 80 -

g 60

8 401

< 20

o

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

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

g 4

® 21

S

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

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

g

g 4

<

Q2

S

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

Residue number Highlighted residues are those that

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

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

A e NN\ m A

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

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

GGLEHRQLLDLAQKHFSGLSG T DEDAVPTLSPCRFTGSQICHREDGL PLAHVAIAVEGPGWNVAHPDNVALQVANAI | GHYDCTYGGGAHL SSPLASI

f. Max. deviation (see listing)

g. G-factors
[

i E o
AT TITITITITT O O T A T T T A T T T T T T I T T T
HHHHHHHHHHHHH\\H\HHH\H\H\\H\HHH\HHH\H\HHH\HHH\HHHHHHHHHH
T T T A e e T  E T e T T T e e T T e T T T T T A T T T
T TITITITITT O A T T T T A T T T T T T T T T T T TTT
CITTTTITTITTITTTITTITITT] O OO T T T T T T T T T T T I T T T T T T T I I T T TT T T TTTTT T

205 210 215 220 230 235 240 245 250 255 260 265 270 275 280 285 290 295
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Residue properties
pdblpp9

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

298 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

298 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

2908 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

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

AAAAAAABAAAAAAAA  ADAAAAAAAAATIA
T T T T T T T T T T T T T T T T T T T T
AATNKLCQSFQTFNI CYADTGLLGAHFVCDHMS | DDMMFVLQGQMRLCTSATESEVLRGKNLLRNALVSHLDGTTPVCED I GRSLLTYGRRI PLAEWES

f. Max. deviation (see listing)

* 4 ++ + + + *2 + * + +
ok xxkk ok * * * * * % * xkx xx % *xxkE %%

g. G-factors

Chi3 & chi4
Omega
Dihedrals

MChbhonds [T]
MCangles [

Mainchain [T

Overall [1
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Resid t o

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

o

g 80 -

g 60

8 401

< 20

o A

398 405 410 415 420 425 430 435 440 20 25 30 35 40 45 50 55

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

8 4

P 21

S

O 398 405 410 415 420 425 430 435 440 20 25 30 35 40 45 50 55
Residue number

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

g

g 4

N

398 405 410 415 420 425 430 435 440 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

A e T AV BB il el ot

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

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

_AA i A AAMAAABABIAAAAAA AAARIEL A
RIAEVDARVVREVCSKY FYDQCPAVAGFGP | EQLPDYNR I RSGVMFW EVPP HPQDLEFTRLPNGLVIASLENYAPASRIGLFIKAGSRY
f. Max. deviation (see listing)
+ +
R & . S NS .0 T S S S
g. G-factors
C
S Loz u - % H
Chilonl
Chi3 & chi4 I
Omega [
Dihedrals  [(TTT T T T T I I T T T T I T IO T IIT T IIITT 1] T AT T T A T T T T T T I
MC bond
MCanges A A HH AN
Mainchain [T T T T T I T T T T T T I I I IIITTIT1T1] T OO T I T T T T
C
Overall LTI I T T T T T T T T I IT T T I T IITTTITT I T CITTT T I T I T T T T T IT T T I T T I
398 405 410 415 420 425 430 435 440 20 25 30 35 40 45 50 55

C = cis-peptide
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Residue properties
pdblpp9

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

58 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

Omega abs. mean dev.
N A O ©

58 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 A OO

58 65 70 75 80 85 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

d. Secondary structure & estimated accessibility

B A A e e (AR ANANY Y

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

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

ABAARA AAAAAAAAAAAAAAANBIAAAAAAAAAAAAAAAAATMATAAAAAAAAAAAANAAAAAAANANAA
T T T T T T T T T T T T T T T T T T T T
ENSNNLGTSHLLRLASSLTTKGASSFK I TRGI EAVGGKL SVTSTRENMAYTVECLRDDVD | LMEFLLNVTTAPEFRRWVEVAALQPQLR I DKAVALQNPQA

f. Max. deviation (see listing)

++ * o4 + + + + + + +6 + + o+ + + +
* % * * * % k% % x k% ok ok kF ok k * % *k x kK *

Chi3 & chi4
Omega
Dihedrals ]

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

Mainchain  []

Overall {1
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Resid t -
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
o
158 165 170 175 180 185 190 195 200 205 210 215 220 225 230 240 245 250 255
Residue number
5 10 b. Absolute deviation from mean of omegatorsion
g 8
E 6
£ 4
o 2
S
O 158 165 170 175 180 185 190 195 200 205 210 215 220 225 230 240 245 250 255
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
<
g 2
S
158 165 170 175 180 185 190 195 200 205 210 215 220 225 230 240 245 250 255
Residue number Highlighted residues are those that

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

A e i A i\ 4 B [ e

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

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

AAAAAAANAAAANTIIAAAAAAAAAAAA  AAAAAAAAAAAAATIIAAAAAAAA. A _AAAAAAAAANAAAATIIIAA A /\I_V\/\/\JT\ /\/\W ’TV\/\/\/\A
HV I ENLHAAAYRNALANSLYCPDYRIGKVTPVELHDYVQNHFTSARMAL | GLGVSHPVLKQVAEQFLNIRGGLG L SGAKAKYHGGE | REQNGDSLVHA

f. Max. deviation (see listing)

*
+ * +
* % * * * ok ok kx x *

*O D *
*

g. G-factors

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall
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Residue properties
pdblpp9

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

256 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

256 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

256 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355

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

d. Secondary structure & estimated accessibility

A AT it AAAR T

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

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

AAAAABIAAA B AAARE ABAAAAAAAAAAA  ABAABAABAAAAAAATIR EEAAA
T T T T T T T T T T T T T T T T T T T T
ALVAESAA | GSAEANAFSVLQHVLGAGPHVKRGSNATSSLYQAVAKGVHQPFDV SAFNASY SDSGL FGFY T | SQAASAGDV | KAAYNQVKT | AQGNL SNP

f. Max. deviation (see listing)

*******

Chi3 & chi4
Omega
Dihedrals ]

[T T I T T T I T T ITT
MC bonds [T T T T T T ]
MCangles [T
[T T T T I T ITITTT
[T I T T T I

Mainchain  []

Overall {1
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Resid t o

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

356 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 15 20

Residue number
5 10 b. Absolute deviation from mean of omegatorsion
g 8
E 6
£ 4
o 2
S
O 35 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 15 20
Residue number

10 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4
N

356 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 15 20

Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

Key:- <™ Helix

C

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

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

DVQAAKNKLKAGYLMSVESSEGFLDEVGSQALAAGSYTPPSTVLQQI DAVADADV | NAAKKFV SGRKSMAASGNLGHTPF I DEL

f. Max. deviation (see listing).
6

NNAFID

+ + + + 24+ +++ + i + :**
g. G-factors
Phi-psi I I F:
Chil-chi2 LI
Ch3Wia H H N
Omega [T [ [T
Dihedrals [T TT T T T T T T T T I T T LT LT L LT LT LT LTI T T LTI R
Mc oo THHHHHHHHRHAHRHRH AR AR A R HHH
Mainchain [T T T T T T T T LT LT LT LTI T T T LTI ERREEN|
Overall T T T T T T T T HEEEEN]
356 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 15 20
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Residue properties
pdblpp9

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

21 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

21 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

21 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120

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

d. Secondary structure & estimated accessibility
)= — - \N\\/\/\ ONONNNNNANN— N\ =N\

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

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

AAAAAAATAAAAA AAAAAAAAAAANAAAAAAAAANAAAAAR AAABAAAAAA
T T T T T T T T T T T T T T T T T T T T
LPAPSN|I SSWWNFGSLLGICLILQILTGLFLAMHYTSDTTTAFSSVTHI CRDVNYGWI | RYMHANGASMFF I CLYMHVGRGLYYGSYTFLETWNIGV I LL

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega

Dihedrals ]
MChbonds []
MCangles []
Mainchain  []

Overall {1

pdblpp9 06.ps




PROCHECK

Page 11

Residue properties
pdblpp9

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

121 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

121 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

121 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220

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

d. Secondary structure & estimated accessibility

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

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

AAAFAAAAAAAAAAAAANANAAAAAAAAAAAAAAAAA AAAAABAAAA
T T T T T T T T T T T T T T T T T T T
LTVMATAFMGYVL PNGOMSPAVMGATV I TNLLSA I PY | GTNLVEWIWGGFSVDKATLTRFFAFHFILPFI IMATAMVHLLFLHETGSNNPTGI SSDVDK | PF

f. Max. deviation (see listing)

g. G-factors
Phi | [T
Chil-chi2 | [
dfy, ot s :
Omega [ [ [T [ [
Dihedrals  [(TT T T T T I TT T T T T T T T O T T T T T T T T T T T TP T T T TP T TP T T T T T T
MCbonds T T T T T A 1
MCangles [T T e T P T
Mainchain (T T T T T T T T T LT T T T T T LT T T T TP T T TP T T PP T TP T T I T T T
Overall EEEEEEEEEEEEN NSNS NSNS SN NSNS NN NN NN NN NN NN N
121 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220

pdblpp9 06.ps




PROCHECK

Page 12

Residue properties
pdblpp9

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

221 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

221 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

221 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320

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

d. Secondary structure & estimated accessibility

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

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

HPYYTIKDILGALLLILALMLLVLFAPDLLGDPDNYTPANPLNTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAFSILILALIPLLHTSKQRSMMFRPL

+* +* * + + * 4 * +* 4+ + ++ +
M * *  kxx * * ok k ok * * % x ok kA kkk * * ok kx Kk kKKK * x * %

f. Max. deviation (seelisting)
L ;
3*

g. G-factors

Chi3 & chi4
Omega
Dihedrals [

[T T I T
MC bonds [T T T T T T T T T
MCangles [ T
[T T T 70T
[T T T I T I T I

Mainchain  []

c
Overall {1

C = cis-peptide

pdblpp9 06.ps




PROCHECK

Resid t -

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

o

g 80

£ 60

g w0

< 20

o

321 330 335 340 345 350 355 360 365 370 375 5 10 15 20 25 30

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

8 4

P 21

S

o 321 330 335 340 345 350 355 360 365 370 375 5 10 15 20 25 30
Residue number

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

g

g 4

N

321 330 335 340 345 350 355 360 365 370 375 5 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

AN O\ VRS TR

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

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

AABAAAAAAA AAAAAAAAAAAATBIAAAAA AAAAAAAANTBIAAAA
T T T T T T T T T T T T T T T T T
SQCLFWALVADLLTLTWIGGQPVEHPY I TIGQLASVLYFLL I LVLMPTAGT | ENKL LKW SDLELHPPSYPWSHRGLL SSLDHTSI RRGFQ

f. Max. deviation (see listing)

Chi3 & chi4
Omega
Dihedrals ]

[T I IIITI
MC bonds [T T T T T T T T[]
MCangles [T T
[TTTTTITT T
[TTTTTITITTIT T

Mainchain  []

Overall {1

C = cis-peptide

pdblpp9 06.ps



PROCHECK
Page 14

Residue properties
pdblpp9

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

32 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

32 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

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 e e ——

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
VYKQVCSSCHSMDYVAYRHLVGVCY TEDEAKALAEEVEVQDGPNEDGEMFMRPGKL SDY FPKPY PNPEAARAANNGAL PPDL SY | VRARHGGEDYVFSLL

f. Max. deviation (see listing)

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

g. G-factors
Phi-psi . EEEN EEECEN I

Chi3 & chi4
Omega H
Dihedrals [T

[T T I T T I I T I T
MC bonds [T T T T T T T T T
MCangles [T T T
[T T I T I T T
[T T T T I T T TTT T TTTT T ITTTITT0T

Mainchain [T

Overall {1 : : : : : : : :
32 40 45 50 55 60 65 70 75 80 8
C = cis-peptide

]
©o O 0 o

pdblpp9 06.ps



PROCHECK
Page 15

Residue properties
pdblpp9

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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

Omega abs. mean dev.
N A 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

Zeta abs. mean dev.
N A OO

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

e b £ AVAVAAVAR O VNAANAAANAN7

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

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

A AAAAARL A AAAAAAA TAA AABAAAABAAAAAA AABAAAAAAAAAAAAAAAAARAAAAAAAAA ‘ BAAAAAAAAAAAAAAAAA
TGYCEPPTGVSLREGLYFNPYFPGQA I GMAPPIYNEVLEFDDGTPATMSQVAKDVCTFLRWAAEPEHDHRKRMGLKML LMMGL L L PLVYAMKRHKWSV LK

f. Max. deviation (see listing)

Dihedrals ]

[TTTTTTTTT
MChbonds  [TTTTTTTTT]
MCangles [T [T
[TTTTTTTTT
[TTTTTTTITT

Mainchain  []

Overall {1

pdblpp9 06.ps



PROCHECK

Resid t .
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 20
&
232 240 5 10 15 20 25 30 35 40 45 50 5 60 65 70 75 80
Residue number
5 10 b. Absolute deviation from mean of omegatorsion
g 8
E 6
8 4
o 2
S
O 232 240 5 10 15 20 25 30 35 40 45 50 5 60 65 70 75 80
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4
N
232 240 5 10 15 20 25 30 35 40 45 50 5 60 65 70 75 80
Residue number Highlighted residues are those that

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

=L — E Ay AY NN N/ AN/ NN/ AN ) v

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

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

AAAAAAAAAAAAAAAAATIAAAAATIIAAAAAAAA
T T T T T T T T T T T T T T T T
SRKLAYRPPK SHTD | KVPDFSDYRRPEVLDSTKSSKESSEARKGFSYLVTATTTVGVAYAAKNVV SQFV SSMSASADVLAMSK | EI KL SD

f. Max. deviation (see listing)

.
+ + + + + +* 4+ + +  * + +*
Yo wws T ST AN 4 S i
g. G-factors

Phi-psi

Chil-chi2 [ H [T

Chilonl

Chi3 & chi4

mega

Dihedrals  [TTTTTTTTT]

T T T T T T T T T I T T I T I T T T T T T T T I T I T T TITTTTT
MC bonds T e T e P e T P P P T TP T PP P T T TP PP T T
Mcang"ﬁm A T A T e e e P T T T T T e e P T T T T T T P P T T T T T P P T
[EEEEEEEEEEEEE NN NN NN NN
[EEEENEEEENEEEENENE NN NN NN NN E NN

Mainchain  [TTTTTTTTT]

I

I

|
Overdl  [IITIITILD L
232 240 5

pdblpp9 06.ps



PROCHECK

Page 17

Residue properties
pdblpp9

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

81 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

81 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

8l 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180

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

d. Secondary structure & estimated accessibility

e ol AR S i et T it 1

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

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

ANA_ AAAAAAARL AA ‘ : ‘ : ‘ : ‘ A AAABIE AAAAAA AL AAAAARL AAAIAA 4 ‘ :
| PEGKNMA FKWRGK PL FVRHRTKKE | DQEAAVEV SQLRDPQHDL ERVKKPEWV | L | GVCTHLGCV P | ANAGDFGGYYCPCHGSHYDASGR | RKGPAPLNL

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega

Dihedrals [
MChbonds []
MCangles []
Mainchain  []

Overall [1

pdblpp9 06.ps




PROCHECK

Resid t -
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
o
181 190 195 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Residue number
5 10 b. Absolute deviation from mean of omegatorsion
g 8
E 6
8 4
o 2
S
O 181 190 195 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4
N
181 190 195 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Residue number Highlighted residues are those that

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

o  JRAWVAVN 22~ — A\ NN A BN/ NN

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

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

AAAAAAAAABAAAAAAAAANAAAAAAAAAAAAAAAAAAAANAAAAAAAAL
T T T T T T T T T T T T T T
EVPSYEFTSDDMV I VG WLEGI RKWYYNAAGFNKLGLMRDDT | HENDDVKEA | RRLPENLYDDRVFR I KRALDL SMRQQ! L PKEQWTKYEE

f. Max. deviation (see listing)

* 4 + + 4+ + + ++ + + + + +
* % * Xk kK kK * k% ok *x x ok kk Kk % *k ok kkkk * ok x * %

g. G-factors

Phi-psi (T T
Chil-chiz  [[T1 H

Dihedrals [T TTTTIIITTTTT]

[EEENEREEEEE
MC bonds % T [T
MC angles [EEEEEEEI [
[EEEEEREEEEE
OITTTTTTTT]

Mainchain - CTTTTTTTTTTTTTTT]

[T

[T

=

Overdl  [TTTITIIILIITIL 1
181 190 195 20

pdblpp9 06.ps



PROCHECK

Resid tl o
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
&
86 95 100 105 110 5 10 15 20 25 30 35 40 45 50 55 60 65
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 @
E 6
£ 4
o 2
£
© g 95 100 105 110 5 10 15 20 25 30 35 40 45 50 55 60 65
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
% :
e 6
g 4
LR
N
86 95 100 105 110 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
= NN\ C—"T ———NANARARNRNANNNNN
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
FABAAAAAAAAAAAAAAAAATIABIAAAA
DKSYLEPYLKEV | RERKEREEWAKK GRQF(‘BHLTR\‘/RHV | 'i'YSL S}‘DFEQRA‘FPHYI‘:SKGI I‘DNVLRI‘?TRACI‘ LRVAI‘DPFVAI‘:YLVY'I"WGTQI‘E
f. Max. deviation (see listing)
g. G-factors
Phi-psi
Chil-chi2 NN L
i i ?
Dihedrals  [TTTTTTTIITTITITITIIITTITIT1T] T T T T T T T T T T T T T T I T T TR T I T T
MC e EHHHHHHHFHHAFFFAFAA e A A A A A A A A A
Mainchain  [TTTTTTTIITTTTTITIIITTIT1T] T T T T T T T T T T T T T T T T T T T I T
ovedl  [TTTTIIIIIITIITITIIIITITT] OO L T L T T T T T L T T LT LT T T LI
86 95 100 105 110 5 10 15 20 25 30 35 40 45 50 55 60 65

pdblpp9 06.ps




PROCHECK

R . d t Page 20
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
&
66 75 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
5 10 b. Absolute deviation from mean of omegatorsion
E 61
g 4
® 21
S
O 66 75 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
&
© 8
g 4
N
66 75 20 25 30 35 40 45 50 55 60 65 70 75
Residue number Highlighted residues are those that

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

P— H =AM AAA A A AN AA | —
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

AAAAAAAAAAANAAAAAAAAAANAAAAAAAAAAAAAAABAAAIMAAAAAAAAAAAAAAAATIAAAAA _AAA
FEKSKRKNPA LVDPLTTVREQCEQL EKCVKARERLELCDERVSSRSQTEEDCTEEL LDFLHARDHCVAHKL FNSLK AAVP

f. Max. deviation (see listing)

+ * + 4+ o+ o+ * * + +* + +
*xx x % * kEEK _KAAK K K* * % %% * % kkkx | xxx * * %

g. G-factors
Phi-psi | HEED L]
Chil-chi2 [ 1]
i
Dihedrals  [TTTTTTTTT] T T T T T T T T T T T T T T I T I T T T T T T T I T T T T T [EEEE]
Vewss FEEHT A D B5iE
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 T T I T ITITTTTT [EEEE]
Overall [ITTTTTTTT] T T T T T T T T T T T T T I TP T T T I I T ITTTTTTITTITTITITT] [EEEE]
66 75 20 25 30 35 40 45 50 55 60 65 70 75

pdblpp9 06.ps



PROCHECK

Resid t -
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 20
&
36 55 60 65 70 75 5 10 15 20 25 30 35 40 45 50
Residue number
5 10 b. Absolute deviation from mean of omegatorsion
E 61
g 4
® 21
S
O 36 55 60 65 70 75 5 10 15 20 25 30 35 40 45 50
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4
N
36 5 60 65 70 75 5 10 15 20 25 30 35 40 45 50
Residue number Highlighted residues are those that

Dihedrals

MC bonds
MC angles

Mainchain

Overall

[
N
[l
[
I
36 55

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

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

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

ABAAAAAA AABAAAAAAAABIAAAAAAAAAAAAA AAAAAAAATIA
T T T T T T T T T T T T T T T T
ATSESPV  SVLCRESLRGQAAGRPLVASVSLNVPASVRY VAPTLTARLYSLLFRRTSTFALTIVVGALFFERAFDQGADA I YEH I NEGK

f. Max. deviation (see listing)
8

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

g. G-factors
W e H H>,,J

Y EEEE

pdblpp9 06.ps




PROCHECK

R . d t Page 22

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

o

g 80

£ 60

g w0

< 20

o

51 60 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

g 4

® 21

S

O 51 60 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number

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

g

g 4

N

51 60 5 10 15 20 25 30 35 40 45 50 5 60 65 70 75

Residue number Highlighted residues are those that

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

.

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

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

LWKH I KHKY ENK TATYAQALQSVPETQVSQLDNGLRVASEQSSQPTCTVGVWI DAGSRY ESEKNNGAGY FVEHLAFKGTKNRPGNAL EKE
f. Max. deviation (see listing)
P
ISR S g . PSR St S SR SO S OUE S S ghs
g. G-factors
S Loz - H:H H‘”I]
Chilonl
Chi3 & chi4 117 [
Omega [T [
Dihedrals  [TTTTTITTTE] T T T T T T T T T T T A T T T T T T T T T T T T T T T T T I T
MC bond
MCages T R B B M B M M M B M BN M B A H AN RH AR RS
Mainchain  [TTTTTITTITT] 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
Overall NEEEEEEEREEN OO L T T T T L T L L T T T LT I T LTI
51 60 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75

pdblpp9 06.ps



PROCHECK
Page 23

Residue properties
pdblpp9

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

79 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

79 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

79 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175

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

d. Secondary structure & estimated accessibility

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

VESMGAHLNAY STREHTAYY | KAL SKDL PKAVELLAD | VONCSLEDSQI| EKERDV | LQELQENDTSMRDVVFNYLHATAFQGTPLAQSVEGPSENVRKL S

f. Max. deviation (see listing)

+ ++ +59+  ++ + ++ * + + * 4
* % ok xx Kk kR xRk x Kkkk k% K k% K kkk kK kk* Kk Kxkk kk*

Chi3 & chi4
Omega
Dihedrals ]

HEEEEEEENEE NN NN NN NN
MC bonds [T T T T T T T T
MCangles [T T e e e e e e T
IEEEEENEEEE NN NN NN NN
[T T T LT T T T T T TP LTI T T T T T T LTI T T T L I LTI T T T I T LTI TTTI TTT T II T IIIITITTTITTTT]

Mainchain  []

Overall [1

pdblpp9 06.ps



PROCHECK

Residue properties
pdblpp9

Page 24

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

179 185 190 195 200 205 210 215 220

230 235 240 245 250 255 260 265 270 275

Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.

179 185 190 195 200 205 210 215 220

230 235 240 245 250 255 260 265 270 275

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

179 185 190 195 200 205 210 215 220

Residue number

230 235 240 245 250 255 260 265 270 275

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

d. Secondary structure & estimated accessibility

SN~ NN e e ™\

Key:- <™ Helix
e. Sequence & Ramachandran regions

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

A Most favoured m Allowed [l Generousl Disallowed

EAAABARIA

T T T T T T T T T
RADLTEYL SRHYKAPRMVLAAAGGL EHRQLLDLAQKHFSGL SG

f. Max. deviation (seelisting)
4 o

+ ++6 +* * + *ok oy
* * kk ok KAkKE ok * * *k ok kkk

T

T T T T T T T T T T
DEDAVPTL SPCRFTGSQI CHREDGL PLAHVA | AVEGPGNAHPDNVALQVANA

g. G-factors

Chi3 & chi4

Omega

Dihedrals [T

MChbhonds [T]

Mainchain [T

[T
[T
MCangles [T
[T
[T

Overall [1

0O O O

pdblpp9 06.ps




PROCHECK
Page 25

Residue properties
pdblpp9

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

276 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

276 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

276 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375

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

d. Secondary structure & estimated accessibility

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

ABAAAA AAAAAAATIAAAAAAAA  AAAAAAAAAAATIA
T T T T T T T T T T T T T T T T T T T T
I lGHYDCTYGGGAHL SSPLASIAATNKLCQSFQTFNICYADTGLLGAHFVCDHMS | DDMMFVLQGQMIRLCTSATESEVLRGKNLLRNALVSHLDGTTPV

f. Max. deviation (see listing)

Chi3 & chi4
Omega
Dihedrals [

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

Mainchain |

Overall [

pdblpp9 06.ps
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)

o

% 80 -

g 60

8 401

< 204

5 [

376 385 390 395 400 405 410 415 420 425 430 435 440 20 25 30 35

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

8 41

® 21

S

O 376 385 390 395 400 405 410 415 420 425 430 435 440 20 25 30 3H
Residue number

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

g

g 4

N

376 385 390 395 400 405 410 415 420 425 430 435 440 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 A e e A A OO i

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

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

CEDIGRSLLTYGRRI PLAEWESR I AEVDARVVREVCSKY FYDQCPAVAGFGP | EQL PDYNRI RSGMFW EVPP HPQDLEFTRLPNGLVI
f. Max. deviation (see listing)
g. G-factors
PR E— 7C
Pz mEaEEN - % Ban H
Chilonl
chi3 & chia 0
Omega [
Dihedrals [T LI LT T R T T T OO0 STy
Mcanges  FHHH A HHA AR AR A M EEH A
Mainchein [T LTI L LT 0 OO
overall [T I L L T L T L T LTI LT EEEN m%jjjjj]jjj]jjjj
376 385 390 395 400 405 410 415 420 425 430 435 440 20 25 30 35
C = cis-peptide

pdblpp9 06.ps
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Residue properties
pdblpp9

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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

Omega abs. mean dev.
N

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

Zeta abs. mean dev.
N A OO

36 45 50 5 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130 135

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

d. Secondary structure & estimated accessibility

e —— A o e A R

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAABABAAAAAA AAATIE AAAABAABIA 4 : ‘ : ‘ ‘ AAAAAAAARAAAAAAATRNAAAAAAAAAAAAAAAATIANTAAA
ASLENYAPASRIGLFIKAGSRYENSNNLGTSHLLRLASSLTTKGASSFK I TRGI EAVGGKL SVTSTRENMAYTVECLRDDVD | LMEFLLNVTTAPEFRRW

f. Max. deviation (see listing)

*****

g. G-factors

Chi3 & chi4
Omega
Dihedrals ]

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

Mainchain  []

Overall [1

pdblpp9 06.ps
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Residue properties
pdblpp9

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

136 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

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

Zeta abs. mean dev.
N A OO

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

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

AAAAAANAANAAAAANAAAAAAAAAAAAAANAAANTIBMANAAAAAAAAAA  AAAAANAAAANANTIIAAAAAAAA A AAAAAAAAAAAANTIRIAT I Bl A
EVAALQPQLRIDKAVALQNPQAHV | ENLHAAAYRNALANSLYCPDYRIGKVTPVELHDYVQONHFTSARMAL | GLGV SHPVLKQVAEQFLN | RGGLGL SGA

f. Max. deviation (see listing)

+ + + + + + * 4 + 6 + * ++ * +
ok x Kk ok * % *x % x * * %% *x x * kx ® * xx % * ok k kkk k* kK

g. G-factors

Chi3 & chi4
Omega
Dihedrals [T

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

Mainchain [T

Overall [1

pdblpp9 06.ps
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Residue properties
pdblpp9

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

80
60
40
20

Chi-1 abs. mean dev.

236

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

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

236

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

Zeta abs. mean dev.
N A OO

236

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

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

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

d. Secondary structure & estimated accessibility

T\ e N mm—

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

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

AAAANL  AAAANL ‘ : WAAAAAAAAAAAAA T ARARE ARAAAAAAAAAAA ABABBAARIAAAAAAARIEL : ‘ :
KAKYHGGE | REQNGDSLVHAALVAESAA | GSAEANAFSVLQHVLGAGPHVKRGSNATSSLYQAVAKGVHQPFDV SAFNASY SDSGL FGFY T | SQAASAGD

f. Max. deviation (see listing)

pdblpp9 06.ps
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Residue properties
pdblpp9

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

b. Absolute deviation from mean of omegatorsion

Omega 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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

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

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

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

EEAAAAAAAAAAAAAA AAAAAR EAAA
T T T T T T T T T T T T T T T T T T T T
VIKAAYNQVKT | AQGNL SNPDVQAAKNKLKAGYLMSVESSEGFLDEVGSQALAAGSYTPPSTVLQQI DAVADADV | NAAKKFV SGRK SMAASGNLGHTPF

f. Max. deviation (see listing)

6
¥ FLER 0 Lt L .

g. G-factors
Phi T T |
Chil-chi2
Ch3Wia H H
Omega [T [T
Dihedrals [T T T T I T T T T T LT L LT T T T T P L O LT T A T T T T LTI T
MChbonds [T T T T T P T P P P P P P T P T P P P T T P P T T T T TP
MCangles [T e e e P T e P P T T T P P P T T T
Mainchain [T T TP TP T T T T T T T L T T T T T O LT T T T T T LTI
Overall \‘\H\\H\\‘\HH‘\H\H\\H‘\H\\H\H‘HH\H\HJ\H\H\\H\H\‘\H\H\H\\H\\‘\\\H\HHHHHHH‘HHH

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

pdblpp9 06.ps




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

o

g 80 -

g 60

8 401

< 20

o

436 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

8 4

o 2

S

O 436 15 20 25 30 35 40 45 50 5 60 65 70 75 8 8 90
Residue number

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

g

g 4

N

436 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90

Residue number Highlighted residues are those that

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

2 BRGNS AR AN

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

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

W/\/\/\/\N\/\/\/\J_V\N\/\AAA/\/\AMAMMN\AMAAN\AMA/\W
T T T T T T T T T T T T T T T
IDEL LMKV  NNAFIDLPAPSNI SSMWFGSLLGICLILQILTGLFLAMHYTSDTTTAFSSVTHICRDVNYGWI | RYMHANGASMFFIC

f. Max. deviation (see listing)

+ * ok ok + + ++ * 4 * 4 + + ++ + +
* % * %% * x % * % x ok xx *x x * x X Kk K K K kkk KX x *

g. G-factors
Aty % R : . aiit

Dihedrals  [T111 [T [

MC bonds [
MC angles [

[
Mainchain  [TT1T] T [
I

I I

I I
T
Ovedl  [IIT] I \ \
436 15 20 2

pdblpp9 06.ps
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Residue properties
pdblpp9

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

94 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

94 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

94 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190

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

d. Secondary structure & estimated accessibility

WA A At O= A VA VA VA VA VA o) WA WA V20
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

AAABAAAAAA /\/\/\/\/\/\/\/\/\/\/\/\./\ AAABAAAAAAAAAAAAAAAAAAAAAA
T T T T T T T T T T T T T T T T T T T
LYMHVGRGLYYGSYTFLETWNIGV | LLLTVMATAFMGYVL PNGOMSPFAVMGATV | TNLLSA I PY | GTNLVEWIWGGFSVDKATLTRFFAFHFILPFI IMATA

f. Max. deviation (see listing)

+ + o+ o+ ++ ok gy + o+
* ok x %k * * * % ®

g. G-factors

Chi3 & chi4
Omega
Dihedrals ]

[T T T T LT [1T
MC bonds [T T T T ] 17
MCangles [T [T
[T T T T T [1T
[T T I I T ITITITIITIT [1T

Mainchain  []

Overall [1

pdblpp9 06.ps
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Residue properties
pdblpp9

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

194 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

194 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

194 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290

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

d. Secondary structure & estimated accessibility

AL ——m ANAMANNATE N\ — e\

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

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

AAAAAAAAAAAAANBAAADN  AAAAAATAAAAAAAABAAAAAAAAAAAAAAAAATIAAA
T T T T T T T T T T T T T T T T T T T T
MVHLLFLHETGSNNPTGI SSDVDK | PFHPYYTIKDILGALLL I LALMLLVLFAPDLLGDPDNYTPANPLNTPPHIKPEWYFLFAYAILRSIPNKLGGVLA

f. Max. deviation (seelisting)
5

+4* 4 + 3k 4% + +* * * 4
* ok k ok x wRwkx ok xkkx * * ok k ok * * ok kk Kk k%

Chi3 & chi4
Omega
Dihedrals [

[
MChbonds | }
[

MCangles |
Mainchain |

Overall {1 :
194 200 2
C = cis-peptide

Q
o1
o H O EFEH
=
o
o H O EHEEH

pdblpp9 06.ps
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Residue properties
pdblpp9

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

294 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

294 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

294 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375

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

d. Secondary structure & estimated accessibility

MR AN AN AN

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

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

AAAARAAAAAAAAAAAAAAAANAANBINAAAAAAAAAAAAAAAAAAA  AABIAAAAAAA  AAAAAAAAAAANBIANAAAA AAAAAAAA _AAA
LAFSILILALIPLLHTSKQRSMMFRPL SQCL FWALVADLLTLTWIGGQPVEHPY I TIGQLASVLYFLLILVLMPTAGT | ENKLLKW SDLE

f. Max. deviation (see listing)

+ +
* * ok opk

g. G-factors
Phi 5 | ]
Chil-chi2 ]
i i
Omega [l [T []
Dihedrals [T T T T LTI T T T LT T e T T T T T [[IT] W EEEN]
Vesss CH T D BEiE
Mainchain [T T LTI NN
Overall uH\\\‘mu‘um‘um‘\mw\mmwmmmmuc\mm\mm‘m\mm‘mwm\ EEEN|
294 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375

C = cis-peptide

pdblpp9 06.ps
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Residue properties
pdblpp9

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

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

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

d. Secondary structure & estimated accessibility

S I AAA e e A S AVAY

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

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

AAAAAATIAAAA AAAAANTAAABAAAAAAAAAAA  BRIAAAAAAAAAAAAAAAAA  ARIAA
T T T T T T T T T T T T T T T T T T T T
LHPPSYPWSHRGLL SSLDHTS | RRGFQVYKQVCSSCHSMDYVAYRHLVGVCY TEDEAKALAEEVEVQDGPNEDGEMFMRPGKL SDY FPKPY PNPEAARAA

f. Max. deviation (see listing)

g. G-factors

H H o I -

H H u
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 I T T T T T I T T
I T T T T T T T T T T T T T T A
e e e e e e e e e e e e e e T e e e e e e T e e e A e T T T T P T T T
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T I T T
[ H\‘H\H‘\\H\‘H\H‘\\H\‘H\\\‘\\H\‘\H\\‘\\HMH\\‘\HH‘\H\\‘H\H‘\H\c\‘H\H‘\\H\‘HHHHH‘HH\‘HH\
5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100

C = cis-peptide

pdblpp9 06.ps
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Residue properties
pdblpp9

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

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

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

d. Secondary structure & estimated accessibility

A o i b 1 CAAAAYRO )\

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

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

mA ‘ : ‘ : ‘ ‘ : A AAAAAAA BAA AABAAAABIAAAAAA ANBAAAAAAAAAAAAAAAAAAAAAAAAAA
NNGAL PPDLSY | VRARHGGEDYVFSLLTGYCEPPTGVSLREGLYFNPYFPGQA | GMAPP| YNEVLEFDDGTPATMSQVAKDVCTFLRWAAEPEHDHRKRM

f. Max. deviation (seelisting)
9

++ ++ 0+ + *ok * * 4t + +
P T T T * * % *kk Kk K * * * * *

Chi3 & chi4
Omega
Dihedrals [T

[
MChbonds [TT]
MCangles [T1]

[
[

Mainchain [T

Overall [1

pdblpp9 06.ps
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Resid t e

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

o

% 80 -

g 60

8 401

< 20

&

205 210 215 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

8 49

® 21

S

O 205 210 215 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50
Residue number

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

g

g 4

N

205 210 215 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50

Residue number Highlighted residues are those that

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

SANANANANANANNGH = R =0~ O

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

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

AAAAAAAAAAAAAAAATAAAAAAAAAAAAANA
T T T T T T T T T T T T T T T T T T
GLKMLLMMGLLLPLVYAMKRHKWSVLKSRKLAYRPPK SHTD I KVPDFSDYRRPEVLDSTKSSKESSEARKGFSYLVTATTTVGVAYAAKN

f. Max. deviation (see listing)

+ + o+ o+ + + + + + +6++ +
M * % % * ok ok k% k% * xkkAEx % * % x * *

g. G-factors

Dihedrals [T

[
MChbonds [TT]
MCangles [1]

[
[

Mainchain [T

Overall [1

pdblpp9 06.ps
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Residue properties
pdblpp9

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

54 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

5 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

54 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150

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

d. Secondary structure & estimated accessibility

ARG e et GV ) el i ittt S 4

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

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

VVSQFVSSMSASADVLAMSK | EI KL SD | PEGKNMA FKWRGK PL FVRHRTKKE | DQEAAVEV SQLRDPQHDL ERVKKPEWV I L | GVCTHLGCVP | ANAGDF

f. Max. deviation (see listing)

Dihedrals

LTI T T T T T T I T T T I T T P I T T I T T ITTT [T T T T T T I
MC bonds [T T T T T ] NN NN
MCangles [T T A T AT A P AT

[EEEEEEEEEEEEEEEEEEEE NN NN R [T T T TTTT
[NEEEEENEEEEEEEEEEEE NN NN R R R [TTTTTTTTI T I I TITTITT

Mainchain

Overall

pdblpp9 06.ps
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Residue properties
pdblpp9

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

Page 39

Chi-1 abs. mean dev.

80
60
40 -
20

154 160 165 170 175 180 185 190 195
Residue number

b. Absolute deviation from mean of omegatorsion

20 25 30 35 40 45 50 55

Omega abs. mean dev.
N A O ©

154 160 165 170 175 180 185 190 195

20 25 30 35 40 45 50 55

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

154 160 165 170 175 180 185 190 195
Residue number

Chi3 & chi4
Omega

Dihedrals
MC bonds
MC angles
Mainchain

Overall

20 25 30 35 40 45 50 55

d. Secondary structure & estimated accessibility

e IR AN\ — A AN

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

Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

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

AAAAAAAAABAAAAAAAAAAAAAAAAAA
T T T T T T T
WLEGI| RKWYYNAAGFNKLGLMRDDT | HENDDVKEA | RRLPENLYDDR

GGYYCPCHGSHYDASGR | RKGPAPLNLEVPSYEFTSDDMV | VG

f. Max. deviation (see listing)

++ + o+ * + + o+ * 4 +
Xk Kk x kKA K Xk kK %k kK kkk Kk

*
* Kk k

pdblpp9 06.ps




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

o

% 80

£ 60

g w0

< 20

&

5 65 70 75 80 85 90 95 100 105 110 5 10 15 20 25 30 35

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

8 4

o 2

S

O 5 65 70 75 8 85 90 95 100 105 110 5 10 15 20 25 30 35
Residue number

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

g

g 4

N

5 65 70 75 8 85 90 95 100 105 110 5 10 15 20 25 30 35

Residue number Highlighted residues are those that

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

SANANA === 0SS AVAAAN = T——T ———= AN
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

AAAAAANAAAANAAAANAAAAAAAAAAAAABMAAAAAAAAAAAAAANAAAT . WV\AM/\AAAW\AAAWW\AA :
VFRIKRALDL SMRQQ! L PKEQWTKY EEDKSYLEPYLKEV | RERKEREEWAKK GRQFGHLTRVRHV I TYSL SPFEQRAFPHY FSKGI PNVL

f. Max. deviation (see listing)

+ + + + o+ + o+ * + + + ++ ++
******** * R T IRE * % * ok Kk e T

[T T T T T T I T I T T T T ITI I IT
MC bonds [T T T T T T T T T
MCangles [T T
[T T T T T T T T ITITIITTIT
[T T I T I I T I T I TP T I I T IITTIT

Mainchain  []

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

39 45 50 55 60 65 70 75

20 25 30 35 40 45 50 55 60

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

39 45 50 55 60 65 70 75

20 25 30 35 40 45 50 55 60

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

39 45 50 5 60 65 70 75

Residue number

20 25 30 35 40 45 50 55 60

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

d. Secondary structure & estimated accessibility

NANINININ/N/N/NON

U =ANAAEAANVANAN G———AA

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

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

T T T T T T T
RRTRACI LRVAPPFVAFYLVYTWGTQEFEKSKRKNPAA

f. Max. deviation (see listing)

***********

[T T I I T IIITTTTT
MC bonds [T T T LTI
MCangles [T AT T
[T IIITTTTT
[TTTIT T I

Mainchain  []

Overall [1

AAAAAAAAAAAAAAAAAAAAANAAAAAAAAAAAAATIAAAABNAAAAAAAAA

LVDPLTTVREQCEQL EKCVKARERLELCDERVSSRSQTEEDCTEELLDFLHA

o
LTI T T T T T T T T I T I TP T T T
T T T T T T P T T TP PP T T T
T T e e P P P T T T T P T T
EEEEEEEEEEEEEEEEEEEE NN NN
T I T T I T T I T T I T T I T I T I T T TITTIITTTT]
20 25 30 35 40 45 50 55 60
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)

o

% 80 -

g 60

8 401

< 20

&

65 70 75 40 55 60 65 70 75 5 10 15 20

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

8 4

o 2

S

O 65 70 75 40 55 60 65 70 75 5 10 15 20
Residue number

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

&

© 8

g 4

N

65 70 75 40 55 60 65 70 75 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

SN GA = \4 S % C—o{ = W=\
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

‘ ABAAAAAA ‘ ‘ ‘ ‘
RDHCVAHKL FNSLK AAVPATSESPV  SVLCRESLRGQAAGRPLVASVSLNVPASVRY VAPTLTARLYSLLFRRTSTFAL
f. Max. deviation (see listing).
+ 8
:
+ + + 9+ + +* 4+ + + ++ +
******************************************************************************
g. G-factors
Phi-psi O
Chil-chi m :jﬁ |
Chilonl
Chi3 & chi4 I
mega [
Dihedrals  [TTTTTITTITITT] [ITTTTTTT e O T I T T T T T T T T T T T T
MC bonds T T T A T T A T T T T Y A
MC angles % O O A A T T T T T A T e e
Mainchain  [TTTTTITTITTTT] ITTTTTTITT O T T I T T T T T T T T T T T T
Overall (LTI OO O T LT O I T LTI
65 70 75 40 55 60 65 70 75 5 10 15 20
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Residue properties
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Page 43

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

Chi-1 abs. mean dev
N D O @
o O O O

23 30 35 40 45 50 55 60

Residue number

b. Absolute deviation from mean of omegatorsion

=
o

Omega abs. mean dev.
N

23 30 35 40 45 50 55 60
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

23 30 35 40 45 50 55 60

Residue number

d. Secondary structure & estimated accessibility
SN = Agrg=——

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

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

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

AAAAAAAATIA
T T T T T T T T
TI1VVGALFFERAFDQGADA | YEH I NEGKLWKH | KHKY ENK

f. Max. deviation (see listing)

+ + * 4
+* ok + H+* + *x
* % Xk Kk K xRk ok kkxkx Kk k%

g. G-factors
Phions Ave
chilen2 - @ 003
Chilonl 017
Chi3 & chi4 047
mega 0.59
Dihedrals [T ITTTTITTTTTIITTITIITITTITIITIIITE] [J 027
MC bond: 0.66
M angies - FHHHHHHHHHAHHHHAHHHAHHHHAH A H 65
Mainchain [T TT I T TTTITTTTTITTTTIITTITTITTTTEITTIT] [J 049
Overall OO T T LI T LT L] 0 037

23 30 35 40 45 50 55 60
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Main-chain bond lengths
pdblpp9

(except Pro)
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2054

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

Black bars> 2.0 st. devs. from mean.
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Main-chain bond angl o
CA-C-N CA-C-N CA-C-N
(except Gly,Pro) (Gly) (Pro)
1496 — 1496 — 1496 —
o) oy oy
& & &
> >3 >
g 8 8
LL LL L
101 106 111 116 121 126 131 101 106 111 ‘l-?G_d 121 126 131 101 106 111 116 121 126 131
O-C-N O-C-N C-N-CA
(except Pro) (Pro) (except Gly,Pro)
1496 T 1496 — 1496 —
> oy oy
& & o]
> >3 >
g 8 8
LL LL L
108 113 118 123 18 133 138 107 12 17 12 17 152 147 106 111 116 121 126 131 136
C-N-CA C-N-CA CA-C-O
(Gly) (Pro) (except Gly)
1496 — 1496 : : 1496 —
o) o) ) :
& & o] ;
> >3 >
8 g g |
LL L LC !
105 110 115 120 15 130 135 107 12 17 12 17 152 137 105 110 115 120 125 130 135
CA-C-O CB-CA-C CB-CA-C
(Gly) (Ala) (e, Thr,va)
1496 — 1496 — 1496 —
o) oy oy
& & &
> >3 >
g 8 8
LL LL L
105 110 115 i% 5 150 135 95 100 105 1'!'0‘ 115 120 125 94 99 104 109 114 119 124

Black bars> 2.0 st. devs. from mean.
Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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Main-chain bond angles
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CB-CA-C N-CA-C
(therest) (except Gly,Pro)
1496 — 1496 : ;
o ) : :
& & ; ;
> >3
g g |
- L ]
9 9 101 106 111 116 121 126
N-CA-CB
(Ala)
5 | 5 |
o) ] o) |
> i i > | |
g ] g N
L i i L A K
96 101 106 111 116 121 126 95 100 105 110 115 120 125
N-CA-CB N-CA-CB
(Pro) (therest)
5 | 5 |
o) ] o) |
> ol >3
g | g |
L K L o W
88 93 98 103 108 113 118 95 100 105 110 115 120 125

Black bars> 2.0 st. devs. from mean.

Page 2
N-CA-C
(Gly)
149 : :
1 } } 1

9 |
& L
> I I
8 |
= :

1496

97 102 107 112 117 122 127

N-CA-CB
(lleThr,vVal)

Frequency

96 101 106 111 116 121 126

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.

pdblpp9 08.ps




PROCHECK

Page 1

RM S distances from planarity

pdblpp9
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Histograms showing RM S distances of planar atoms from best-fit plane.
Black barsindicate large deviations from planarity: RMSdist > 0.03 for rings, and > 0.02 otherwise.

b signifies data points off the graph in the direction shown.
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Distorted geometry
pdblpp9

Main-chain bond angles

A Tyr 97 A Gly 238 A Pro 249 A Pro 260 A Gly 278 A Thr 309

CA CA CA CA CA CA
CAsp 72 C Phe 109 CGly 204 C Asn 206 DVva 36 D Met 43
111.2 111.2 111.2 111.2 1125 112.5
EArg 15 EVaI 98 ELys129 EIIe 136 EGIy 143 FGIy 25

CA CA CA CA CA CA
GAla 49 N Tyr 97 N Gly 238 N Pro 260 N Gly 278 N Ser 348
111.2 111.2 1125 1125 111.2 111.2
N A|a421 0] Thr 101 @) Gly 228 0] Gly 249 PAsn 26 PASp 72

N 112 ¢ N 125 ¢ N M2 ¢ N 112 ¢ N 12 ¢ N 12 ¢

W 1020 W 100. W 1003

RLys129 Rlle136 RGly 143 RGly 162 R Asp 191 SGly 25
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Main-chain bond angles (contd)
N 111.2 C N 111.2 C N 111.2 C N 111.2 c
CA CA CA CA
SMet 32 T Ala 49 TArg 71 W Asn 61
Bond angles differing by > 10.0 degrees from small-molec values. Values shown: "idea", actual, diff.
Planar groups
€3 cB cB EB cB e
0.035 0.033 0.040 0.031 0.046 0.040
A Trp 40 A Tyr 314 A Tyr 416 B Phe 26 B Tyr 57 C Phe 33
cB cB 8 €z 8 cB
0.040 0.041 0.038 0.043 0.040 0.044
CTyr 75 CTyr 81 C His 97 CTrp 141 C His 196 CTyr 224
cB cB cB cB cB 3
0.041 0.034 0.049 0.050 0.031 0.051
C Tyr 278 C Tyr 347 D Tyr 33 D Tyr 90 D Tyr 115 D Trp 192
e cB cB ce cB cB
0.039 0.037 0.034 0.038 0.041 0.031
FTrp 19 FTyr 20 F Tyr 55 F Phe 60 JTyr 10 NTyr 4
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Planar groups (contd)
CB CB CB CB €3 CB
0.034 0.035 0.035 0.046 0.039 0.049
N Tyr 280 N Tyr 314 N Tyr 416 O Tyr 57 P Phe 33 PTyr 75
o8 CcB l CB cB o I CB )
0.046 0.031 0.036 0.043 0.032 0.038
PTyr 81 P Phe 91 P His 97 PTrp 141 P Tyr 155 P His 196
iCB
CB CB CB CB CB
0.042 0.033 0.045 0.044 0.056 0.036
P Tyr 224 P His 267 P Tyr 278 QTyr 33 QTyr 90 QTyr 152
2 cB cB cB cB CE
0.043 0.030 0.034 0.039 0.034 0.034
Q Trp 192 R Tyr 37 R Tyr 185 STyr 20 STyr 55 SPhe 60
CB
0.031
W Tyr 10

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