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Plot statistics
Residues in most favoured regions [A,B,L] 3221 92.7%
Residues in additional allowed regions [a,b,l,p] 238 6.8%
Residues in generously allowed regions [~a,~b,~l,~p] 10 0.3%
Residues in disallowed regions 7 0.2%
Number of non-glycine and non-proline residues 3476  100.0%
Number of end-residues (excl. Gly and Pro) 50
Number of glycine residues (shown as triangles) 265
Number of proline residues 207
Total number of residues 3998

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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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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Ramachandran plots for all residue types

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
new-entry
o Tyr (161) - Val (270)
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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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Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.

Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
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Chi1-Chi2 plots
new-entry
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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

new-entry
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Oa. Ramachandran plot quality assessment 2153). Peptide bond planarity - omega angle sd
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Plot statistics
Comparison values No. of

No.of Parameter Typical Band  band widths

Stereochemical parameter data pts value value  width  from mean

a. %-tage residues in A, B, L 3476 92.7 83.8 10.0 0.9 Inside

b. Omega angle st dev 3950 1.6 6.0 3.0 -1.5 BETTER
c. Bad contacts / 100 residues 23 0.6 42 10.0 -0.4  Inside

d. Zeta angle st dev 3714 1.1 3.1 1.6 -1.3  BETTER
e. H-bond energy st dev 2652 0.7 0.8 0.2 -0.6  Inside

f. Overall G-factor 3998 0.4 -0.4 0.3 2.5 BETTER
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Side-chain parameters
new-entry

a. Chi-1 gauche minus
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5Oe. Standard deviation of Chi-2 trans angle
10 15 20 25 30 35 40
Resolution (Angstroms)
Plot statistics
Comparison values No. of
No.of Parameter Typical Band  band widths
Stereochemical parameter data pts value value  width  from mean
a. Chi-1 gauche minus st dev 481 10.5 18.1 6.5 -1.2 BETTER
b. Chi-1 trans st dev 1015 11.3 19.0 5.3 -1.4 BETTER
c. Chi-1 gauche plus st dev 1639 11.1 17.5 4.9 -1.3  BETTER
d. Chi-1 pooled st dev 3135 11.2 18.2 4.8 -1.4  BETTER
e. Chi-2 trans st dev 1047 12.8 20.4 5.0 -1.5  BETTER
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Residue properties
new-entry

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

—_
o
S

80

40
20

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omega torsion

40
32~
24
16 1

Omega abs. mean dev.

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

c. C-alpha chirality: abs. deviation of zeta torsion

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

d. Secondary structure & estimated accessibility

A A el e et MRAA A\ e S

Key:- <™ Helix |:> Beta strand = Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions a Most favoured & Allowed [l Generous Il Disallowed
AAAAAAAIAAAAAAA AAATIA AAATE AAAAAANTARIAAAAAAA

T T T T T T T T T T T T T T T T T T
TATYAQALQSVPETQVSQLDNGLRVASEQSSQPTCTVGVWIDAGSRYESEKNNGAGYFVEHLAFKGTKNRPGNALEKEVESMGAHLNAYSTREHTAYY IK

f. Max. deviation (see listing)

g. G-factors

Phi-psi [ H o
Sl : I o
Chi3 & chi4 [ [ I
Omega [T [T [
Dihedrals EEEEEEEESEEEEEEEEEEEEEEEEESEEEE NSNS NSNS NSNS NSNS EEEEEEEENEEEEEEEEEEEEEEEEE|
et PP PP EF PR AR
Mainchain [T T T T T T T LT T AP T P T T T T P T T AT T T
Overall EEEEEEEEESEEN NSNS NS NSNS NSNS NN NN NN NN NN NN N

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 8 85 90 95 100
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Residue properties
new-entry

a. Absolute deviation from mean Chi-1 value (excl. Pro)
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: b. Absolute deviation from mean of omega torsion
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c. C-alpha chirality: abs. deviation of zeta torsion

_§ 10
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<
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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

= NN\N\N\——

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
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f. Max. deviation (see listing)
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 80
g
g 60 -
£ 401
<
= 20 A
2
205 210 215 220 230 235 240 245 250 255 260 265 270 275 280 285 290 295
Residue number
: b. Absolute deviation from mean of omega torsion
é 40
% 32 1
5 24
£ 16
X
=
© 205 210 215 220 230 235 240 245 250 255 260 265 270 275 280 285 290 295
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
3 o]
£ 07
£ 47
<
g 27
N
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
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
A A L == N\ m e A2
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
‘ ‘ ‘ ‘ _  _BARNAAAAAAAAA EAAAARIA ‘ ‘ ‘ ‘ : ‘ ‘ : : ‘
GGLEHRQLLDLAQKHFSGLSG T DEDAVPTLSPCRFTGSQICHREDGLPLAHVAIAVEGPGWAHPDNVALQVANAI IGHYDCTYGGGAHLSSPLAS I
f. Max. deviation (see listing)
g. G-factors
Phipsi m m
o TR @ - o
Chi3 & chi4 I I [T
Omega [T [ NN
Dihedrals  [TTTTTTTTTTIIITTITTTTT) O AT I T T T T T T T T T T I T T T T T T T T
MC angles - IHHHHHHAHAA B FE A A A A A A A A
Mainchain - [TTTTTTTTTTIIITTTTTTT) 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
Overall [T O OO L L L T T LTI LI
205 210 215 220 230 235 240 245 250 255 260 265 270 275 280 285 290 295
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Residue properties
new-entry

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

—_
o
S

80 1
60
40
20 A

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 omega torsion

32~
24
16 1
8

Omega 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

c. C-alpha chirality: abs. deviation of zeta torsion

N A~ N

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

d. Secondary structure & estimated accessibility

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed

AAAAAAABAAAAAAAA  AAAAAAAAAANTIA AAAABIA
7 T T 7 T T T T T T T T 7 T T T T T 7 T
AATNKLCQSFQTFNICYADTGLLGAHFVCDHMS I DDMMFVLQGQWMRLCTSATESEVLRGKNLLRNALVSHLDGTTPVCEDIGRSLLTYGRRIPLAEWES

f. Max. deviation (see listing)

Phi-psi T

Chi-chi2 Il ! | 5|
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LTI T T T T I T A T T T T T P T I I T T T T T T I T I T T T T AT LTI I
MCbonds [T T T T T T T T T T T P T T T T P T T T
MCangles [T O e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60 -
£ 40
<
= 204
£
398 405 410 415 420 425 430 435 440 20 25 30 35 40 45 50 55
Residue number
: b. Absolute deviation from mean of omega torsion
é 40
% 32~
5 24
£ 16
D8
E U
© 398 405 410 415 420 425 430 435 440 20 25 30 35 40 45 50 55
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
3 o]
£ 07
£ 47
<
g 27
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
AN, S mm e SN e = b S\
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
_AA i A AAAAAAAAIAAAAAA AAATIEL A
RIAEVDARVVREVCSKYFYDQCPAVAGFGP I EQLPDYNR I RSGMFW EVPP HPQDLEFTRLPNGLVIASLENYAPASRIGLFIKAGSRY
f. Max. deviation (see listing)
g. G-factors
Phi-psi WTT] c m
i T 1
Gmega 4 H H
Dihedrals [T T T T T T T T T T T T T T T T T T A T T T T T T T AT I T I T T T T I T T T T T
MC angles - EHHHH A HH A
Mainchain [T T T T T T T T T T T T T T T T T I T T I T T T T T T
Overall [T T LI T LT LT T T (00 OO LTI
398 405 410 415 420 425 430 435 440 20 25 30 35 40 45 50 55

¢ = cis-peptide
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Residue properties
new-entry

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

58 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155
Residue number

b. Absolute deviation from mean of omega torsion

40
32
24
16

Omega abs. mean dev.

58 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

N A~ N

Zeta abs. mean dev.

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 AN e e AR ANANY Y

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed

AAAABIA AAAAAABIAAAAAAAANBAAAAAAAAAAAAAAAANTAABAAAAAAAAAAAANAAAAAAAAAAAA
T T T T T 7 T T T T T T T T 7 T 7 T T 7
ENSNNLGTSHLLRLASSLTTKGASSFKITRGIEAVGGKLSVTSTRENMAYTVECLRDDVDILMEFLLNVTTAPEFRRWEVAALQPQLR IDKAVALQNPQA

f. Max. deviation (see listing)

* + + + F
________ . *__*_*____*___*_____*_*******»_*_**_*_______*_***__*_*_**_*_*_*_**_****__*_*_»__**___
i i . . . . . . i . .

Phi-psi

Chil-chi2 H n [[HH
Chil only

Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall
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Residue properties
new-entry

Page 7

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

= 100
S
= 80
g
g 60
£ 40
<
- 20
2
158 165 170 175 180 185 190 195 200 205 210 215 220 225 230 240 245 250 255
Residue number
: b. Absolute deviation from mean of omega torsion
é 40
§ 32~
5 24
2 16
D8
=
© 158 165 170 175 180 185 190 195 200 205 210 215 220 225 230 240 245 250 255
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= 8
“E’ 6
3 4
<
s 2
N
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
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAAAAAAAAAANTIIAAAAAAAAAAAA  AAAAAAAAAAAAANBINAAAAAAA. A _AAAAAAAAAAAAATIIARL A | /\/\/\/\/\IT| AMAM : :
HVIENLHAAAYRNALANSLYCPDYRIGKVTPVELHDYVQNHFTSARMAL IGLGVSHPVLKQVAEQFLNIRGGLG LSGAKAKYHGGE IREQNGDSLVHA
f. Max. deviation (see listing) .
* + 5
¥ : w3k % kxR kk k% *#*z :*I* *I * % :l« % % * 1— * *E * % j(—;t * :
g. G-factors
Phi-psi m W] [ M
il alil .
Chi3 & chi4 [T [
Omega [ [
Dihedrals [T T T T T T T T T TR T I T T T T T T T I T T T T T T T I T T T) CE T T T I T
MC angles - EHFHHHH AR AR FH
Mainchain [T T T T T T T T T T TTTETIT TTTTT TT T T TT T T TT  TT IT TTITTTTTT) CETIT TTTTTTTT
Overall [T I T L T I I T I T O T T T T TT)
158 165 170 175 180 185 190 195 200 205 210 215 220 225 230 240 245 250 255
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Residue properties
new-entry

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

—_
o
S

80 1
60
40
20 A

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 omega torsion

40
32~
24
16 1
8

Omega 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

c. C-alpha chirality: abs. deviation of zeta torsion

N A~ N

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

d. Secondary structure & estimated accessibility

— A RAY i t— AAAD T

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed

AAAAATIAAA ‘ ‘ B AAAAR AAAAAAAAAAAANTL AAAAAAAAAAAAAANTIEL : ‘ : ‘ : HAAAA
ALVAESAATGSAEANAFSVLQHVLGAGPHVKRGSNATSSLYQAVAKGVHQPFDVSAFNASYSDSGLFGFYT I SQAASAGDV IKAAYNQVKT I AQGNLSNP

f. Max. deviation (see listing)

+ + + + + ++ * + + + %
.

g. G-factors

Phi-psi

Chil-chi2 n - -
Chil only
Chi3 & chi4
Omega

Dihedrals

[T
MC bonds [
MCangles [

[T
[1
T

Mainchain

Overall

o HEH H

25
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new-entry
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 80
g
g 60
£ 40
<
- 20
2
356 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 15 20
Residue number
: b. Absolute deviation from mean of omega torsion
é 40
% 32~
5 24
£ 16
D8
=
© 356 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 15 20
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
§ 8
g 6
3 4
<
s 2
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
NN\, C .
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
BEAAAAAA
bVQAAKNKLkAGYLMSVESéEGFLbEVGSdALAAéSYTPl"STVL(‘)Q I DA\"ADAD\‘/ I NAA]‘(KFVS‘GRKSMAASGN]LGHTP]‘: IDEL NNAFID
f. Max. deviation (see listing)
g. G-factors
Phipsi o -]
G W : :
Chi3 & chi4 [ [ [
Omega [ [T [
Dihedrals  [TTTT T TITITTTTTITT I T I T I IIT I TIIT I TIIIITTTT] [TIIT1]
MC angles - HHHHHAH AR AR AR HH
Mainchain [T T T T T T T T T T T TTTETI TTTT ETTT T T TT T  TTT TT TTTITTTTTTTTT [TTT1T1
Overall [T L T T L L L I LT T [TTTTT]
356 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 15 20

new-entry_06.ps




PROCHECK

. d . Page 10
new-entry
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60 -
£ 401
<
= 204
2
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 omega torsion
é 40
g 32-
Q
5 24
£ 16
X
=
© 21 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
§ 8
g 6
3 4
<
s 2
N
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\ EINONINNNNNIN\— =N\
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAAAAAANBIAAAAA A ‘ : AAAAABAAAAAAAAAAAAAAAAAAAARL ‘ ‘ : ‘ : AAABAAAAAA :
LPAPSNISSWWNFGSLLGICLILQILTGLFLAMHYTSDTTTAFSSVTHICRDVNYGWI IRYMHANGASMFFICLYMHVGRGLYYGSYTFLETWNIGVILL
f. Max. deviation (see listing)
g. G-factors
Phipsi m] o N
e = SR,
Chi3 & chi4 I [ [
Omega [T [ [
Dihedrals [T T T T T T T T I T T T T T T T T T T T T T T T T T T T T T T T T I T T T T T T T
MC angles - EFHRHHH AR A A A A A
Mainchain [T T T T T T T T I T T T T T T T T T T T T T T T T T T I T T T T T I I T T
Overall [T I T L T T T I T R T T
21 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120

new-entry_06.ps



PROCHECK
Page 11

Residue properties
new-entry

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

—_
o
S

80 1
60
40
20 A

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 omega torsion

40
32~
24
16 1
8

Omega 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

c. C-alpha chirality: abs. deviation of zeta torsion

N A~ N

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

d. Secondary structure & estimated accessibility

NN\ — NN\ -

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

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

AAABAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAA AAAAABAAAA
T T T T 7 T T 7 T T 7 T ; T 7 T T T i
LTVMATAFMGYVLPWGQMS FWGATV I TNLLSATPY IGTNLVEWIWGGFSVDKATLTRFFAFHFILPFI IMAIAMVHLLFLHETGSNNPTGI SSDVDKIPF

Phi-psi

Chil-chi2 H H n a! H:::# nBERE
Chil only

Chi3 & chi4
Omega

Dihedrals

[TTTTTT
MCbonds  [TTTTT]
MCangles [T

[TTTTTT
[TTTTTT

Mainchain

Overall

[TT] \ \
1T I I
111 \ \
[TT] \ \
‘\ ‘ T T ‘ \‘
175 180 185 190 195

new-entry_06.ps



PROCHECK
Page 12

Residue properties
new-entry

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

—_
o
S

80 1
60
40
20 A

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 omega torsion

40
32~
24
16 1
8

Omega 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

c. C-alpha chirality: abs. deviation of zeta torsion

N A~ N

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

d. Secondary structure & estimated accessibility

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed

HPYYTIKDILGALLLILALMLLVLFAPDLLGDPDNYTPANPLNTPPHIKPEWYFLFAYATLRSIPNKLGGVLALAFSILILALIPLLHTSKQRSMMFRPL

f. Max. deviation (see listing)
5 *

+
+ o E + ++ +
* *

Fkgpk 4 + sk * +
* Lok Rk kkkkkkckk
i i I i

Fokokokok |k * % ko ok k% wkk %k
. . i

g. G-factors

Phi-psi

Chil-chi2 o H H
Chil only

Chi3 & chi4
Omega

Dihedrals

[
MC bonds |
MC angles |

[
[
T

Mainchain

I
I
[
[
C
[

Overall

\

I

\

\

T T ‘

221 230 235

¢ = cis-peptide

new-entry_06.ps



PROCHECK

. d . Page 13
new-entry

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

>

]

T 80-

B

g 60 -

2 401

<

< 20

z

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

Residue number

: b. Absolute deviation from mean of omega torsion

5 40

g 321

]

E 241

£ 16

2 81

£ p—

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

c. C-alpha chirality: abs. deviation of zeta torsion

_§ 10

= 8

S 6

3 4

<

s 2

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 B AN VRS TR |

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed

AABAAAAAAA  AAAAAAAAAAANTIAAAAA
T T 7 T T T T T i T T T T T T T T
SQCLFWALVADLLTLTWIGGQPVEHPYITIGQLASVLYFLLILVLMPTAGT I ENKLLKW SDLELHPPSYPWSHRGLLSSLDHTS IRRGFQ

f. Max. deviation (see listing)

g. G-factors
Phi-psi _ - |
Ehfe nos o m
Chi3 & chi4 [ [ I
Omega [ [ [T
Dihedrals EEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEENEEEEEEEEEEEN | [CTITTTITT I I I IIT
Neests PR A
Mainchain [T T T T T T T LT LT O P T IT T T] [ITITTTITTIT T I I IIT]
Overall \‘HH\HH‘H\H‘\HH‘HHHCH\\‘HHHHH‘HHHHH‘H\H‘HH\ LTI T ITITITTITTITITIT]
321 330 335 340 345 350 355 360 365 370 375 5 10 15 20 25 30

¢ = cis-peptide

new-entry_06.ps



PROCHECK
Page 14

Residue properties
new-entry

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

—_
o
S

80 1
60
40
20 A

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 omega torsion

40
32~
24
16 1
8

Omega abs. mean dev.

32 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

N A~ N

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

d. Secondary structure & estimated accessibility

A A e A A

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
ABAA AAAAAAAAAAAAAAAAAAATIA AAAAAAAIAAAAAA

T T T T T T T T T T T T T T
VYKQVCS SCHSMDYVAYRHLVGVCYTEDEAKALAEEVEVQDGPNEDGEMFMR PGKL SDY FPKPYPNPEAARAANNGALPPDLSY I VRARHGGEDYVESLL

f. Max. deviation (see listing)

g. G-factors
T

Phi-psi |

Chil-chi2 [ ] H n [
Chil only
Chi3 & chi4
Omega I

Dihedrals

MC bonds
MC angles

Mainchain

Overall

W — ——— —
S HEE A
B
S
Ny
W
W |
()
W |
W
A
(a)
QN
W
~ |
o
~ |
W
Q0 |
)
0 |
()]
O |
()
\O |
o HEE H
—_
)
[« I R I I I O
—
)
o Y

¢ = cis-peptide

new-entry_06.ps
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Page 15

Residue properties
new-entry

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

—_
o
S

80 1
60
40
20 A

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 omega torsion

40
32
24
16

Omega 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

c. C-alpha chirality: abs. deviation of zeta torsion

N A~ N

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

d. Secondary structure & estimated accessibility

s o - S AAVAAVARR O NAANAAANAA?

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAABAAAA BAA AABAAAABIAAAAAA FBAAAAAAAAAAAAAAAANBAAAAAAAAA BAAAAAAAAAAAAAAAAA

T T T T T T T T T T T T
TGYCEPPTGVSLREGLYFNPYFPGQAIGMAPPIYNEVLEFDDGTPATMSQVAKDVCTFLRWAAEPEHDHRKRMGLKMLLMMGLLLPLVYAMKRHKWS VLK

f. Max. deviation (see listing)

+ + + +++ + + + + * + +
. . .

g. G-factors

Phi-psi

Chil-chi2 nn H :# Lf*‘H [
Chil only

Chi3 & chi4
Omega

Dihedrals

[
MC bonds |
MC angles |

[
[
T

Mainchain

Overall

new-entry_06.ps



PROCHECK

. d . Page 16
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
2 80
£ 60
£ 401
<
= 204
2
232 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Residue number
: b. Absolute deviation from mean of omega torsion
é 40
§ 32~
5 24
2 16 -
D8
E 1 U
© 232 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
§ 8
g 6
P 4
<
s 2
N
232 240 5 10 15 20 25 30 35 40 45 50 55 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
—— E Ay A\ -\
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
SRKLAYRPPK SHTDIKVPDFSDYRRPEVLDSTKS SKESSEARKGFSYLVTATTTVGVAYAAKNVVSQFVS SMSASADVLAMSKIEIKLSD
f. Max. deviation (see listing) .
* 5
g. G-factors
Phi-psi _ il
e : : .
Gmega ¢ H H
Dihedrals  [TTTTTTTTT] T I T T I T T T T T T T T T T T T T T T T T T T I T T T
MC angles A A AR A
Mainchain  [TTTTTTTTT] LT T T I T T T T T T T T T T T T T T T T T T T T e T T TTTTTT
Overal  [TTITTIILI] NSNS NN NSRS AN EN AR ANN NN NNNENENENES SENENEENEN)
232 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80

new-entry_06.ps



PROCHECK

R . d . Page 17
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60
£ 40
<
- 20
2
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 omega torsion
é 40
% 32~
5 24
2 16 -
D8
=
© 81 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= 8
QE) 6
3 4
<
s 2
N
81 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
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
ANA AAAAAAARL AA ‘ : ‘ : ‘ : ‘ A AAABIE AAAAAA AL AAAAARL AAAABIA 4 ‘ :
I PEGKNMAFKWRGKPLFVRHRTKKE IDQEAAVEVSQLRDPQHDLERVKKPEWVIL IGVCTHLGCVP IANAGDFGGYYCPCHGSHYDASGR IRKGPAPLNL
f. Max. deviation (see listing)
g. G-factors
Phicpsi H W W T
Chil onl;
Chi3 & chi4
Omega
Dihedrals  [TTTT T T TTTTIT T T I I T T I T T I T I T T P T T T T T T AT LTI I T IT T T T
MC angles - EFFHHHHH AR A A A
Mainchain [T T T T T T T I T T T T T I T TT T T T T T T T T T T T T T T T T T T T T T T
Overall [T I T I T R T I T T T TR
81 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180

new-entry_06.ps



PROCHECK

. d . Page 18
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
2 80
£ 60
£ 40
<
- 20
2
181 190 195 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Residue number
: b. Absolute deviation from mean of omega torsion
é 40
§ 32 1
5 24
£ 16
D8
=
© 181 190 195 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
3 o]
£ 07
£ 47
<
g 27
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
— ey BEEVAVNZ - — A\ EEANAABNANNNE Y =
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAAAAAAATIRAAAAAAAAANAAAAAAAAAAAAAAAAAAAAAAAAAAAAAL
EVPSYEFTSDDMVIVG WLEGI RKW‘YYNAAC‘%FNKL‘GLMRD[‘)T I HEI‘\IDDVKI‘EA I RRI“PENL+DDRVI‘:R I KRALDLSI\‘/IRQQI LPKEQWTKYEﬁ
f. Max. deviation (see listing)
g. G-factors
Phi-psi _ |
Sl : i
Chi3 & chi4 I T
Omega [T [T
Dihedrals [T TTTTTTTIETTTT] [IEEEEEEEEEEE NN NN NN NN NN
MC angies - EEFEHAEHHHH A A A A A A A A A A
Mainchain  [TTTTTTTTTTTTTTT] [IEEEEENEEEEE NN NN NN
Overall  [TTITTTIITITIITT] ENESENESASNS NN NSRRI E NN NSRS SRR E NN R N AN RN
181 190 195 20 25 30 35 40 45 50 55 60 65 70 75 80 85

new-entry_06.ps



PROCHECK

. d . Page 19
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
2 80
£ 60
£ 40
<
- 20
2
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 omega torsion
_g) 40
§ 32~
5 24
£ 16
D8
= B R T el el ol o e O e oo o
© 86 95 100 105 110 5 10 15 20 25 30 35 40 45 50 55 60 65
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
§ 8
g 6
P 4
<
s 2
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
A\ A\ NN C——— = —NANANNRNRNNRNRNANNN
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
EEAAAAAAAAAAAAAAAAAATIAAAAAA
bKSYLEPYLkEV I RI‘ERKERI‘EEWAKI‘( GRQFC‘%HLTR\‘/RHV I '}‘YSLSI"FEQRI‘AFPHYI‘:SKGI l"NVLRI‘iTRAC i LRVA}"PFVAI‘:YLVY'}WGTQ]‘E
f. Max. deviation (see listing)
g. G-factors
Phipsi [T m
il - -
Chi3 & chi4 [ [
Omega [ [
Dihedrals  [TTTTTTTTTITTTTTTTTTITTIITT] [EEEENEEEEEEN NN NN NN RN
MC angles - A RRSmARNARNERARMARAARANNARANNANNANNSNANNANSARANNANANNANRARRAnENRY
Mainchain [T TTTTTTTITTTTTTTTIITTITIT] [EEEENEEEEEENEEE NN NN NN RN
Overall [T ITIITIITITITITT] O T T T I T
86 95 100 105 110 5 10 15 20 25 30 35 40 45 50 55 60 65

new-entry_06.ps



PROCHECK

. d . Page 20
new-entry
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 80
<
£ 60
2 40
<
< 20
z
66 75 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
: b. Absolute deviation from mean of omega torsion
5 40
g 321
]
E 241
£ 16
2 81
ég T--d._7 7 o
66 75 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
: 6
£ 0]
£ 47
<
g 27
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

Ro— GGV ——UNO V. 1 —

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed

AAAAAANAAAANAAAAANAAAAAAAAAANAAAANANTIARIAAAAAAAAAAAAAAAAAAAANTIAAAAA _AAA
FEKSKRKNPA LVDPLTTVREQCEQLEKCVKARERLELCDERVSSRSQTEEDCTEELLDFLHARDHCVAHKLFNSLK AAVP

f. Max. deviation (see listing)

+ +
# ok k # * * 4

+ * K +
Ckkkokok |k CoLkk | kskok ok ok skl ok sk sk ok skokskokokok sk sk ok sk kokoksk kx| * %
g. G-factors
Phi-psi
Chil-chi2 H:::: .A %
Chil onl
Chi3 & chi4 ] I
Omega I [
Dihedrals  [TTTTTTTTT] T T T I T T T T T T T I I T T T T T I T T T T T [EEEE]
C bonds
M angies  EEEHHEHEH B B B B M B M B R B A R B MM R 8 EM MM B R HH
Mainchain  [TTTTTTTTT] T T I T T T T T T T T T T T T T T T I T T T T [EEEE]
Overall [ITTTTTTTT] T T T T T T T T T T T T T T I T T T T T T T T T T T T T T [EEEE]
66 75 20 25 30 35 40 45 50 55 60 65 70 75

new-entry_06.ps



PROCHECK

R . d . Page 21
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
2 80
£ 60
£ 401
<
= 204
2
36 55 60 65 70 75 40 45 50 55 60 5 10
Residue number
: b. Absolute deviation from mean of omega torsion
_g) 40
§ 32~
5 24
£ 16
5 5
5 . et B2 By B —
© 36 55 60 65 70 75 40 45 50 55 60 5 10
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
3 o]
£ 07
£ 47
<
g 27
Q
N
36 55 60 65 70 75 40 45 50 55 60 5 10
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
1 —A¢ C——1 = I =N A= N =2\ =
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
ARNAAAAR : WWAM/WW AAAAAAAATEL 4 ‘
ATSESPV ~ SVLCRESLRGQAAGRPLVASVSLNVPASVRY RAFDQGADA 1YEHINEGKLWKH I KHKYENK TATYAQALQS
f. Max. deviation (see listing)
8 T M
& nih - S eoe 8 R 2t dees
g. G-factors
ChiPehio . H o m
Chil onl
Chi3 & chi4
Omega
Dihedrals  [TTTTHEN [T T T T T IITTITTTT] T T T I T T T [ITTTITTTT]
MC angies A EHHH A A HHHHHH
Mainchain  [TTTTTT] T I T T TR TTTTTTTT] [IEEEEEEEEEEEE NN CITTTTITTTT]
Overall [T OO I I T T T ITT] O I LI LTI LI T L] (ITITITIIT
36 55 60 65 70 75 40 45 50 55 60 5 10

new-entry_06.ps



PROCHECK

R .d . Page 22
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 80
g
g 60
£ 40
<
- 20
2
11 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
Residue number
: b. Absolute deviation from mean of omega torsion
é 40
% 32 1
5 24
£ 16
D8
=
© 11 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
3 o]
£ 07
£ 47
<
g 27
N
11 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
: AA_AAMAAAAIAAAAAAA AAABIA 4 ‘ : ‘ A_AAAIA ‘ : AAAAABARABAAAAAAAAAAAAAAAAA
VPETQVSQLDNGLRVASEQS SQPTCTVGVWIDAGSRYESEKNNGAGYFVEHLAFKGTKNRPGNALEKEVESMGAHLNAYSTREHTAYY I KALSKDLPKAV
f. Max. deviation (see listing)
g. G-factors
Phi-psi _ u
e : : :
Chi3 & chi4 I ] [T
Omega [T [T [T
Dihedrals  [TTTTTTTITITTTTTIT T T IT I T I I T T T T I T T T T T T I TP T T I T T IIIITTT
MC angles - EFFHHHHH AR A AR
Mainchain [T T T T T T T T I T T T T T T T T T T T T T T T T T T T T T T T I T T T T T
Overall [T I T I T T I T I T I T T)
11 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110

new-entry_06.ps
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Page 23

Residue properties
new-entry

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

111 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number

b. Absolute deviation from mean of omega torsion

40
32~
24
16 1
8

Omega abs. mean dev.

F‘#‘ﬁ#ﬁ#‘%‘!‘#ﬁ*“ﬁ*—*
111 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

N A~ N

Zeta abs. mean dev.

111 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

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

d. Secondary structure & estimated accessibility

A CAVAVAVASEL S A

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed

AAAAAANBIIAAAAANAAAAAAAAAAAAAANAAAANAAAANAAAAAAAATIA  _ AAAANAAA  AAAAANAAAAAAAAAAAAANATAAAAAAAAAA — AAAAAAAA
ELLADIVQNCSLEDSQIEKERDVILQELQENDTSMRDVVENYLHATAFQGTPLAQSVEGPSENVRKLSRADLTEYLSRHYKAPRMVLAAAGGLEHRQLLD

f. Max..deviation (see listing)
6

. +

+#24+ 4+ + + * + * ok
sk kR kR ER k% * k% k * ok k EE T * ERE I * ok k EEE *ok ok k% * %
. .

g. G-factors

Phi-psi

Chil-chi2 n H .A
Chil only

Chi3 & chi4
Omega

Dihedrals

[

[T

T T T T P T T T T T T T T TP T T T T AT T T I T
MCbonds T T T T T T T T T T T T P P T
MCangles [T T T T P e e e e e e e e e e e e e e e
[EEEEEEEEEEEEEEEEEEE NN NN NN NN
EEEEEEEEESEEN NSNS NSNS SN NSNS NN NN NN NN NN RN

Mainchain

Overall

\
I
\
\
\
111 120

new-entry_06.ps



PROCHECK

R . d . Page 24
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 80
g
g 60 -
£ 401
<
= 204
2
211 220 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305
Residue number
: b. Absolute deviation from mean of omega torsion
é 40
% 32~
5 24
£ 16
D8
£ T-j_ = T
© 211 220 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
§ 8
g 6
3 4
<
s 2
N
211 220 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
N N e i A EAAY
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
: ‘ —  _AAABAAAAAAAAA AAAAARIA ‘ ‘ ‘ ‘ ‘ ‘ ABAAAA : ‘ : ‘
LAQKHFSGLSG T DEDAVPTLSPCRFTGSQICHREDGLPLAHVAIAVEGPGWAHPDNVALQVANAI IGHYDCTYGGGAHLSSPLASTAATNKLCQSF
f. Max. deviation (see listing)
g. G-factors
Phipsi T m
e @ o ol i
Chi3 & chi4 [l I [T [
Omega [ [ 1T [
Dihedrals  [TTTTTTTTTT] 0O OOTTE I T T I T T I T T T I T T T T T T T T TP T I T T T I T T
MC angies  THHHH B A A A A A A A A
Mainchain - [TTTTTTTTTT] 0O I T I T T T T T T T T T T T T T T T T T I T T T
Overall  [TTITIIIITN 0 L T L L T R T T L I T LT LTI LI
211 220 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305

new-entry_06.ps
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Residue properties
new-entry

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

= 100
S
= 80+
g
g 60 -
£ 401
<
= 204
2
308 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405
Residue number
: b. Absolute deviation from mean of omega torsion
é 40
§ 32
5 24
2 16
& 8
=
© 308 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= 8
QE) 6
3 4
<
s 2
N
308 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
—— ) — \/\/\/\/\
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
QTFNICYADTGLLGAHFVCDHMS I DDMMFVLQGQWMRLCTSATESEVLRGKNLLRNALVSHLDGTTPVCEDIGRSLLTYGRRIPLAEWESRIAEVDARVV
f. Max. deviation (see listing)
g. G-factors
ChiPehio n, H n i
Chil onl;
Chi3 & chi4
Omega
Dihedrals [T T T T T T T T I T I 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 I T T T
MC angles - EHFHHHHH AR A A A
Mainchain [T T T T T T T T T T I T T T T T T T T T T T T T T T T T T T T T I T T
Overall [T L T T T I I I T T
308 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405

new-entry_06.ps



PROCHECK

. d . Page 26
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60 -
£ 40
<
= 204
£
408 415 420 425 430 435 440 20 25 30 35 40 45 50 55 60 65
Residue number
: b. Absolute deviation from mean of omega torsion
é 40
§ 32~
5 24
£ 16
X
E 1 U U
© 408 415 420 425 430 435 440 20 25 30 35 40 45 50 55 60 65
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
3 o]
£ 07
£ 47
<
g 27
N
408 415 420 425 430 435 440 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
A2 N ey = = m— Y\ B
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
_am_
REVCSKYFYDQCPAVAGFGP I EQLPDYNR IRSGMFW EVPP HPQDLEFTRLPNGLVIASLENYAPASRIGLFIKAGSRYENSNNLGTSH
f. Max. deviation (see listing)
g. G-factors
Phi-psi n m c m m
e ol esiidiialy :
: i -
Dihedrals [T T T T TTT T T TR T T T T ITTTTTTTITTI T AT T T T I T T I T T T T I T I T
MC angles - EHHHH A HH RS
Mainchain [T T T T T T T T I T T T ITTITT T O T I T T T T T T T T T
Overall LTI I T T T IT T I TITTTIITTT T ] D]j]\‘\CHH‘H\H‘\H\\‘\HH‘\H\\‘H\H‘HHHHH‘HHHH
408 415 420 425 430 435 440 20 25 30 35 40 45 50 55 60 65

¢ = cis-peptide

new-entry_06.ps



PROCHECK

Residue properties
new-entry

Page 27

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

= 100
S
= 80+
g
g 60 -
£ 401
<
= 204
2
68 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165
Residue number
: b. Absolute deviation from mean of omega torsion
é 40
% 32~
5 24
2 16 -
D8
=
© 68 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= %]
E 6
£ 47
<
g 27
N
68 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AMAAAABARIAAAAAAAIAAAAAAAAAAAAAAAAABAABIAAAAAAAAAAAAAAAAAAABAAAAAAAAAAAAAAA
LLRLASSLTTKGAS SFK i TRGI éAVGGkLSVTéTRENMAYTVéCLRDE)VD I LMEFLLI\‘IVTTAI‘)EFRR\;\’EVAAILQPQLI‘Q I DKA\‘/ALQN]"QAHVE ENLH/—L\AA
f. Max. deviation (see listing)
g. G-factors
ChiPehio " W |
Chil onl;
Chi3 & chi4
Omega
Dihedrals  [TTTTT T T I I T T T T T T T I T T T T T T I I IT I T IT TT I TIITIITITTT]
e, (LTI T T T T
Mainchain [T T T T T T T T T I T T T T T T T T T T T T T T T T T T T T T T T I T T T T
Overall [T I I T T I I L T T I
68 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165

new-entry_06.ps




PROCHECK
Page 28

Residue properties
new-entry

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

168 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265
Residue number

b. Absolute deviation from mean of omega torsion

40
32~
24
16 1
8

Omega abs. mean dev.

168 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

N A~ N

Zeta abs. mean dev.

168 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265

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

d. Secondary structure & estimated accessibility

N N = e

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions a Most favoured ® Allowed [l Generous Il Disallowed

AA
YRNALANSLYCPDYRIGKVTPVELHDYVQNHFTSARMAL IGLGVSHPVLKQVAEQFLNIRGGLGLSGAKAKYHGGE IREQNGDSLVHAALVAESAAIGSA

f. Max. deviation (see listing)

* *
* * * * +
¥

Phi-psi . [ N EN N [N o
Chil-chi2

Chil only

Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles

[
[T
[l
Mainchain [
[
T

Overall

oo | HEH H
—
~
o M H
—
o -
(e
—_
00
W
—_
04
S0 O |

16

new-entry_06.ps
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Residue properties
new-entry

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

268 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365
Residue number

b. Absolute deviation from mean of omega torsion

40
32~
24
16 1
8

Omega abs. mean dev.

268 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

N A~ N

Zeta abs. mean dev.

268 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365

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

d. Secondary structure & estimated accessibility

NN SR\ ) — s = N NNNCEESANANA

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed

B AAAAR AAAAAAAAAAAATL AAAAAAAAAAAAAAATIR BAAAAAAAAAAAAAAA
T 7 T 7 T T 7 T T T T T 7 T 7 T T T 7 7
EANAFSVLQHVLGAGPHVKRGSNATSSLYQAVAKGVHQPFDVSAFNASYSDSGLFGFYT I SQAASAGDV IKAAYNQVKT I AQGNL SNPDVQAAKNKLKAG

f. Max. deviation (see listing)

+ *
* + + + % * + + + % + +
E3 EE xS * sk koo Rk kR kokoRok
i . . .

Phi-psi

Chil-chi2 | H‘fi! n n
Chil only

Chi3 & chi4
Omega

Dihedrals

T T T T T T T LT
MCbonds  [TTTTTTTTT T T T T ITTTT
MCangles [T AT

T T T TITTTT
[T I ITTTT

Mainchain

Overall

new-entry_06.ps



PROCHECK

. d . Page 30
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60 -
£ 401
<
= 204
2
368 375 380 385 390 395 400 405 410 415 420 425 430 435 10 15 20 25
Residue number
: b. Absolute deviation from mean of omega torsion
é 40
% 32~
5 24
£ 16
D8
=
© 368 375 380 385 390 395 400 405 410 415 420 425 430 435 10 15 20 25
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
§ 8
g 6
3 4
<
s 2
N
368 375 380 385 390 395 400 405 410 415 420 425 430 435 10 15 20 25
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
TN SR R
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
+LMSVESéEGFL[‘)EVGS(‘)ALAA&SYTPI"STVLéQ I DA\‘/ADAD\‘/ I NAA]‘(KFVSC‘%RKSMA‘ASGNILGHTPI‘: IDEL LMKIV NNAFIDLPAPS
f. Max. deviation (see listing)
g. G-factors
ChiPehia H H H () [
Chil only
Chi3 & chi4 I [
Omega [T [
Dihedrals  [TTTTTTTITITTTITTTTTIT T I I I I I T I IIIIITTITIT] T (AT
MC angles - EHHHHHHA A AR
Mainchain [T T T T T T T T T I T T T T T I T T T T I T T T IITT [COITTIrrT
Overall [T I I T T T LT [0 [T
368 375 380 385 390 395 400 405 410 415 420 425 430 435 10 15 20 25

new-entry_06.ps



PROCHECK

R .d . Page 31
new-entry
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 80
g
g 60
£ 40
<
- 20
2
26 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125
Residue number
: b. Absolute deviation from mean of omega torsion
é 40
g 32
]
5 24
£ 16
D8
=
© 26 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
§ 8
g 6
3 4
<
s 2
N
26 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
N \NN\NN\N\N\ = A VA VAN A VA VA VA ViU
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
HANAAAAA 4 ‘ ‘ : ‘ : ‘ : ‘ ‘ ‘ ‘ : ‘ AAABAAAAAA ‘ :
NISSWWNFGSLLGICLILQILTGLFLAMHYTSDTTTAFSSVTHICRDVNYGWI IRYMHANGASMFFICLYMHVGRGLYYGSYTFLETWNIGVILLLTVMA
f. Max. deviation (see listing)
g. G-factors
Phi-psi _ (] T
G o H = x :
Chi3 & chi4 I [ [ [T
Omega [T [T [T [T
Dihedrals [T T T T I T T T T T I T T T T T T T T T T T T T T T I T T T T T T T T T T T
MC angles - EFFHHHH AR AR A
Mainchain [T T T T T T T I T T T T T T T T T T T T T T T T T T T T T T I T T T
Overall [T I T I L I T T T
26 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125

new-entry_06.ps



PROCHECK
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Residue properties
new-entry

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

126 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225
Residue number

b. Absolute deviation from mean of omega torsion

40
32~
24
16 1
8

Omega abs. mean dev.

126 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

N A~ N

Zeta abs. mean dev.

126 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225

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

d. Secondary structure & estimated accessibility

NN — AN\ -\,

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAAARL /\/\/\/\/\/\/\/\/\N\/\./\ AAABAAAAAAAAAAAAAAAAAAAAAAAAAAAARAAA AAAAARAAAAAAAAA

T T T T T T T T T T T T T T T
TAFMGYVLPWGQMS FWGATVITNLLSAIPYIGTNLVEWIWGGF SVDKATLTRFFAFHFILPFI IMATAMVHLLFLHETGSNNPTGISSDVDKIPFHPYYT

f. Max. deviation (see listing)

*

* + o+ * o4 + + + +

kR kR Rk ok Rk kskk ok ok ckkx kR kkck % Rk ok ok ok ok EE
. i . i . . . i

Phi-psi

Chil-chi2 :# H H H H I
Chil only

Chi3 & chi4
Omega

Dihedrals

[T
MC bonds [
MCangles [

[T
[1

Mainchain

Overall

¢ = cis-peptide

new-entry_06.ps
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Residue properties
new-entry

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

—_
o
S

80

40
20

Chi-1 abs. mean dev.

226 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325
Residue number

b. Absolute deviation from mean of omega torsion

40
32~
24
16 1
8

Omega abs. mean dev.

226 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

N A~ N

Zeta abs. mean dev.

226 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325

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

d. Secondary structure & estimated accessibility

w NN\ —

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed

AAAAA  AAAAAAAANAAAAATIAAAA  AAAAAABIAAAAAATIABIAAAAAAAAAAAANAAAATIIAAA — AAAAAAAAAAAAAAAAAAAAAAAAAAATIANAAAAN
IKDILGALLLILALMLLVLFAPDLLGDPDNYTPANPLNTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAFSILILALIPLLHTSKQRSMMFRPLSQCLF

Phi-psi

Chil-chi2 u H -
Chil only
Chi3 & chi4
Omega

Dihedrals

LTI T T T T T T T T T T T I P T I T T LTI T T T T T TP T T T TP TIT T ITITIITIITITT]
MCbonds [T T T T T T T T T T T T P P T T T T
MCangles [T T e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e

[EEEEEEEEEEEEEEEEEEEE NN NN
LTI T T LT T I T T T AT T T T T T I LT LTI T T I T T LT T T T T I T LTI T T T T I T I ITT T ITITT]

Mainchain

Overall

new-entry_06.ps



PROCHECK

R . d . Page 34
new-entry
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60 -
£ 401
<
= 204
2
326 335 340 345 350 355 360 365 370 375 5 10 15 20 25 30 35
Residue number
: b. Absolute deviation from mean of omega torsion
é 40
% 32
5 24
2 16
<
e 8
GE) ) I I ‘
© 326 335 340 345 350 355 360 365 370 375 5 10 15 20 25 30 35
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
§ 8
g 6
3 4
<
s 2
N
326 335 340 345 350 355 360 365 370 375 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
I VNN o Y,
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
: ‘ AABAAAAAAA  AAAAAAAAAAAABAAAAA AAAAAAAR AAAAAAAAAIAAAA ‘ ‘ AAAAAAR
WALVADLLTLTWIGGQPVEHPYITIGQLASVLYFLLILVLMPTAGT I ENKLLKW SDLELHPPSYPWSHRGLLSSLDHTS IRRGFQVYKQV
f. Max. deviation (see listing)
g. G-factors
Phi-psi : | m
e i ' .
Chi3 & chi4 [ [] [
Omega [ [] [
Dihedrals [T T T T T TTTT T T T I T TIT T T I T T T T OO T I T T AT I T
MC angles - EFFHHH A A A
Mainchain [T T T T T T T T T T T TLIT TTTTTIT TT TTTTTITTTTTTTTTT [IEEENENEEEEEE NN NN
overall [T LTI T LTI T TIITH O T I T
326 335 340 345 350 355 360 365 370 375 5 10 15 20 25 30 35

¢ = cis-peptide

new-entry_06.ps
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Residue properties
new-entry

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

—_
o
S

80

40
20

Chi-1 abs. mean dev.

37 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135
Residue number

b. Absolute deviation from mean of omega torsion

5 40
o
% 32
5 24
2 16
& 8
=
© 37 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= 8
QE) 6
£ 4
<
s 2
N
37 45 50 55 60 65 70 75 80 85 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
N\ TR/ A AN/
o
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAABAARAAAAAAAAA AWAA AAMAAAAAAAAAAAAAAAARTL AAAAAAATAAAAAA
éS SCHSMD+VAYRI£{LVGV&YTEDI‘EAKAL/—‘\EEVE\‘/QDGPI{IEDGEI\‘/IFMRPéKLSD+FPKP+PNPE/‘\ARAAI‘\INGALI"PDLS¥ I VRAF‘{HGGE[‘)YVFS LLTGYéE
f. Max. deviation (see listing) *
+ 9 +
g. G-factors
Prips m H
Chil only
Chi3 & chi4 [T
Omega I [
Dihedrals  [CTTTT T T T I T T T I T I T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T I T T T I TITITT
v angies - HEHRRHHHHHH AR AR AR A
Mainchain [T T T T T T T T T T T T T T T T T T T T T LT T T T T T T T T
e T o 8 M R W W R W N W S W W N W N R W A BN A RN N RN AR RN N A RN RN RN R AR
37 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135

¢ = cis-peptide

new-entry_06.ps
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Residue properties
new-entry

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

137 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235
Residue number

b. Absolute deviation from mean of omega torsion

40
32~
24
16 1
8

Omega abs. mean dev.

137 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

N A~ N

Zeta abs. mean dev.

137 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235

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

d. Secondary structure & estimated accessibility

L s e VRN NNNNNNAN ==

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAARAAAA TAA AARAAAABAAAAAA ARAAAAAAAAAAAAAAAANTAAAAAAAAA BAAAAAAAAAAAAAAAAAAAAAA

T T T T T T T T T T T T
PPTGVSLREGLYFNPYFPGQAIGMAPPIYNEVLEFDDGTPATMSQVAKDVCTFLRWAAEPEHDHRKRMGLKMLLMMGLLLPLVYAMKRHKWSVLKSRKLA

f. Max. deviation (see listing)

wt
w4

*
=+

Phi-psi

Chil-chi2 ni n H [
Chil only

Chi3 & chi4
Omega

Dihedrals

[
MC bonds |
MC angles |

[
[
T

Mainchain

Overall

new-entry_06.ps



PROCHECK

R . d . Page 37
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
2 80
£ 60
£ 401
<
= 204
2
237 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Residue number
: b. Absolute deviation from mean of omega torsion
_g) 40
§ 32~
5 24
£ 16
5 5
=
© 237 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
§ 8
g 6
P 4
<
s 2
N
237 5 10 15 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
p— R = —
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
‘ : ‘ : ‘ : ‘ ‘ ‘ ‘ : ‘ : BAAAAAAAAATINA A
YRPPK SHTDIKVPDFSDYRRPEVLDSTKS SKESSEARKGFSYLVTATTTVGVAYAAKNVVSQFVSSMSASADVLAMSKIEIKLSDIPEGK
f. Max. deviation (see listing) .
4
* % % *I k% *I ® * T EX3 1—:?1—1— * 14:'*‘:*1* 1—* * EIE ko ok kokok :* *T *tit* ®
g. G-factors
Phi-psi _ o
il - -
Chi3 & chi4 I [
Omega [T [
Dihedrals  [TTTT] LTI T T T T T I T T T T A T T AT T T T T TP T T T LTI I
Netens PR
Mainchain  [TTTT] [EEEEEEEEEEEEE NN NN NN NN
Overall  [TTTT] OO T L G L L L L L L L T LI T LT LI LT LI T LT
237 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85

new-entry_06.ps



PROCHECK

. d . Page 38
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60 -
£ 401
<
= 204
2
86 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185
Residue number
: b. Absolute deviation from mean of omega torsion
é 40
% 32~
5 24
2 16
D8
=
© 86 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= 8
QE) 6
3 4
<
s 2
N
86 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAAAAARL AL ‘ ‘ : ‘ ‘ ‘ : A AAANIE AAAAAA ARl AAAAANL AAARIBA 4 : ‘ :
NMAFKWRGKPLFVRHRTKKE IDQEAAVEVSQLRDPQHDLERVKKPEWV ILIGVCTHLGCVP IANAGDFGGYYCPCHGSHYDASGRIRKGPAPLNLEVPSY
f. Max. deviation (see listing)
g. G-factors
Phicpsi m W T l EREE |
Chil onl;
Chi3 & chi4
Omega
Dihedrals  [TTTTTTTITITTTTTITT T T T I T TITTIIITTIT PT TTIT T TTC I T TT TT T T T I T T T T I T I T T [ TTTTTT
MC angles - EFHH AR A A A
Mainchain [T T T T T T T T T T T I T T T T T T T T T T T T I T T T T T T T T T T I T T T
Overall EEEEEEEEEEEEN NSNS NSNS NSNS NSNS NN NN SN NN NN NN N
86 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
2 80
£ 60
£ 40
<
= 204
2
186 195 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90
Residue number
: b. Absolute deviation from mean of omega torsion
é 40
§ 32~
5 24
£ 16
D8
g I —— #‘*_-1_#
© 186 195 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
3 o]
£ 07
£ 47
<
g 27
N
186 195 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
= T RVAVNAY- A\, — A AN AN NN/ -
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions a Most favoured & Allowed [l Generous Il Disallowed
AAAAAAAATAAAAAAAAAAAAAAAAAAANAAAAAAAAAAAAAAAAAAAL
EFTSDDMVIVG WLEGI RKW+YNAAC‘1FNKLC‘;LMRDI£)T I HENDDVK]‘EA I RRILPENL‘YDDRV]‘:R I KR/‘\LDLSI\‘/IRQQI LPKEQV‘VTKYE]‘EDKSYIL
f. Max. deviation (see listing)
g. G-factors
P E,, e H
Chil onl;
i T -
Dihedrals [T TR TTTT] [EEEEEEEEEEEEE NN NN NN RN
MC angles - HHH A A A A A A A A
Mainchain  [TTTTTTTTTT] [EEEEEEEEEE NN NN NN N R R
Overall  [TTTRIIIILL] OO L L L L T L L I L L LI T LI T LI T L]
186 195 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
2 80
£ 60
£ 40
<
- 20
2
91 100 105 110 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
: b. Absolute deviation from mean of omega torsion
_g) 40
§ 32~
5 24
2 16 -
5 5
= o e o _m il B e el il B ol e o
© 91 100 105 110 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= 8
“é 6
P 4
<
s 2
N
91 100 105 110 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
N\ N T —T  ANr—ANANNRNRNNRNANNANNN
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
EEAAAAAAAAAAAAAAAAANTIAAAAAA
EPYLKEVIRERKEREEWAKK GRQFC‘VHLTR\‘/RHVI"‘FYSLS]"FEQR/‘\FPHY]‘:SKGII;NVLRI‘(TRACiLRVAI"PFVAI‘:YLVY"‘[’WGTQI‘EFEKSI‘(
f. Max. deviation (see listing)
g. G-factors
Phi-psi _ u|
S i : :
Chi3 & chi4 I [ [
Omega 1 [ [T
Dihedrals  [TTTTTTTTTITTTTTTITH O T T T T T T T LT T T T P T T T T T T
Netents FEFFEFFFFHEFHFFT PP e
Mainchain [T TTTTTTTTTTTTTTTTIT] [EEEEEEEEEEEEEE NN NN NN NN
Overall [ITTITTTITITITIITITTT] EEEESENEEEEEEESEEEEEN NN SN NN SN NN EE NS EE NN NN NN NN NN NN
91 100 105 110 5 10 15 20 25 30 35 40 45 50 55 60 65 70
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

= 100
S
= 80
<
£ 60
£ 40
<
- 20
2
71 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
: b. Absolute deviation from mean of omega torsion
_g) 40
§ 32~
5 24
2 16 -
5 5
E U U
© 71 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= 8
“é 6
P 4
<
s 2
N
71 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
D U —2ANAE—ANVAVAUVAA G AAVAVAVAA A V S
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions a Most favoured & Allowed [l Generous Il Disallowed
‘ ‘ AAAAAAAAAAAAAAAAAAAAAAAAARAAAAAAAAAAAAAAAATAARAA _AAAAAAA
RKNPAA LVDPLTTVREQCEQLEKCVKARERLELCDERVSSRSQTEEDCTEELLDFLHARDHCVAHKLFNSLK AAVPATSE
f. Max. deviation (see listing)
g. G-factors
P E:E o
Chil onl
Gmess ™ HH
Dihedrals [T ] T I T T T T T T e T T I T T LTI I T [TTTTTTT]
MC angies - T EMaNMRNARRARAANANMANANNANMANSNNANANNANNANNANANNANNANANSANRNRANRAN HHHH
Mainchain  [TTTTT] IEEEEENEEEEEEEEEE NN NN NN R R RN [TTTTTTT]
Overall  [IITTT] ENESENENENRS NN NN NN RN AN NN AN E NN SN AN EENERERN
71 20 25 30 35 40 45 50 55 60 65 70 75
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
2 80
£ 60
£ 40
<
- 20
2
40 55 60 65 70 75 5 10 15 20 25 30 35 40 45 50
Residue number
: b. Absolute deviation from mean of omega torsion
_g) 40
§ 32~
5 24
£ 16
5 5
=
© 40 55 60 65 70 75 5 10 15 20 25 30 35 40 45 50
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
3 o]
£ 07
£ 47
<
g 27
N
40 55 60 65 70 75 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
=V =L = Wt NG AN Ay
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AFFAAAAR
SPV SVLCRESLRGQAAGRPL\"ASVSILNVPAéVRY VAPT]LTARL+SLLFI‘QRTSTI‘:ALTl\‘/VGALI‘:FERAI‘:DQGA[‘)AIYEl‘-lINEGl‘(LWKH
f, Max. deviation (see listing)
8
149)'1. ok ok ok * * * % z*# * * * * * 1‘ * % 1‘ : . * % * % * I * -‘it * ok
g. G-factors
ChiPehio % - H
Chil onl
Chi3 & chi4 [
Omega [T
Dihedrals [0 [T T T T T TITTITTITTITT [EEEEEEEEEEEE NN
et R e PR
Mainchain  [TT] [TTTTTTTTTTT T T ITTTIITITTITTT] [EEEEEEEEEEEE NN NN
Overall [T [T I LI I T] EEEENEENESEENENEEEE NN SN NN NN NN AN NN NN AN N
40 55 60 65 70 75 5 10 15 20 25 30 35 40 45 50
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new-entry
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
<
£ 60
£ 401
<
= 204
0 I 1
@)
55 60
Residue number
: b. Absolute deviation from mean of omega torsion
_g) 40
g 32
Q
5 24
2 16-
D8
g e
55 60
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
§ 8
= 6
£ 4
<
s 2
Q
N
55 60
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
T
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
IKHKYENK
f. Max. deviation (see listing)
g. G-factors
Ave
ChiPehio o E 003
Chil only . 0.18
Chi3 & chi4 0.49
Omega 0.53

Dihedrals [CITTTTE] O 0.26
MC bonds 0.63
MC angies R H 053
Mainchain  [TTTTTTT[] [] 048
Overall m]] 0 035
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Main-chain bond lengths

new-entry

1
1.31

127

C-O

1.15 1.19 1.23

1.11

0

Kouanbaig

1.34 138 1.42

CA-C
(Gly)

C-N
(Pro)
ik

122 126 1.30

0

Kouanbai

120 1.24 1.28 1.32 136 1.40

Kouanbai

CA-CB
(Ala)

CA-C
(except Gly)

1.52 1.56 1.60

il

Kouoanbaig

140 144 1.48

0

i

1.51 1.55 1.59

Kouanbai]

1.39 143 147

0

Kouanbaig

140 1.44 148 1.52 1.56 1.60

N-CA
(except Gly,Pro)

CA-CB
(the rest)

CA-CB

(Ile,Thr,Val)

1.49 1.53

1.45

T
1.41

1.37

0
1.33

Kouanbaig

1.60

1.56

1.52

140 144 148

0

Kouanbai

1.61

149 153 1.57

1.45

1.41

0

Kouanbaig

N-CA
(Pro)

[\
-
o]
-9
<
<
ik
Kouanbai
o
-
(=)
-
“““““““““““““““ -
= -
S
=
-7
o
o
ik
Kouanbaig

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

new-entry

(Pro)

CA-C-N
(Gly)

CA-C-N

CA-C-N

(except Gly,Pro)

11 116

106

1

Kouanbaig

1

Kouanbai

Kouanbai

C-N-CA
(except Gly,Pro)

O-C-N
(Pro)

41

1
131

116 121

T
111

106

Kouoanbaig

Kouanbai]

118 123 128

T
113

108

Kouanbaig

CA-C-O

C-N-CA

C-N-CA

(except Gly)

(Pro)

(Gly)

105

Kouanbaig

Kouanbai

Kouanbaig

CB-CA-C

(Ile,Thr,Val)

CB-CA-C

(Ala)

i
109

T
119

T
114

104

99

Kouanbaig

i
110

94

120

T
115

105

100

Kouanbai

95

N
120

115

110

105

Kouanbaig

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

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

new-entry

N-CA-C N-CA-C

(except Gly,Pro)

CB-CA-C

(Gly)

(the rest)

T
117

107 112

102

Kouanbaig

97

101 106 111 116 121

96

Kouanbai

Kouanbai

N-CA-CB
(Ile,Thr,Val)

N-CA-CB

N-CA-C

(Ala)

(Pro)

111

116

106

101

Kouoanbaig

96

110

N-CA-CB
(the rest)

120

T
115

105

100

Kouanbai]

95

116

106 111

T
101

Kouanbaig

96

N-CA-CB
(Pro)

105 110 115

100

Kouanbai

95

'l
103

108

98

93

Kouanbaig

88

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

p signifies data points off the graph in the direction shown.
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Main-chain bond angles
N 1125 c N 1112 C N 1112 C N 1112 C N 111.2 C N 1112 C
CA CA CA CA CA CA
A Gly 238 A Thr 309 A Ala 421 B Thr 101 C Phe 109 C Asn 206
122.6 iz 121.7 121.7 1217 di2
C His 221 - CPro 222 D Asp 44 E Leu 69 EAla 70 EAla 70 - EMet 71 E Met 71 E Ser 72 E Val 98
111.2 112.5 112.5 111.2 111.2 111.2
E Ile 136 E Gly 143 F Gly 25 I Val 65 ILeu 70 N Tyr 97
111.2 111.2 111.2 111.2 112.5 111.2
N Lys 100 N Ala 421 (0] Thr 101 (0] Leu 224 o Gly 228 P Phe 109
111.2 111.2 111.2 111.2 111.2 111.2
P Asn 206 Q Asp 44 R Lys 90 R Leu 96 R Val 98 R Ile 136
N 1125 C
CA
R Gly 143
Bond angles differing by > 10.0 degrees from small-molec values. Values shown: "ideal", actual, diff.
Planar groups
B CB CB CB B CB
0.034 0.039 0.035 0.038 0.033 0.063
A Trp 40 A Tyr414 A Tyr416 B Tyr 177 C Phe 50 C Tyr 81
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Planar groups (contd)
i CB - CB o CB CB
0.035 0.036 0.038 0.032 0.034 0.032
CHis 97 C Tyr 104 C Trp 141 C Tyr 155 C Phe 168 C Phe 187
i CB ) ] CB ] CB )
CB CB CB
0.031 0.030 0.045 0.038 0.051 0.034
C His 196 C His 221 C Tyr 224 C His 267 C Tyr 278 D Tyr 10
CB CB CB CB CB CB
0.058 0.039 0.031 0.042 0.031 0.032
D Tyr 33 D Tyr 90 D Tyr 148 D Tyr 152 D Tyr 165 E Tyr 37
e CB cB B CB cB
0.039 0.034 0.037 0.035 0.035 0.034
FTrp 19 F Tyr 20 F Tyr 55 F Phe 60 F Tyr 93 N Tyr 416
CB CB CB CB CB CB
0.051 0.033 0.032 0.036 0.040 0.058
O Tyr 177 O Phe 322 P Phe 33 P Phe 50 P Tyr 75 P Tyr 81
CB CB CB CB cB CB
0.041 0.035 0.031 0.046 0.033 0.035
P His 97 P Tyr 104 P Phe 109 P Trp 141 P Tyr 223 P Tyr 224
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)

0.041
P His 267

CB

0.031
Q Tyr 134

CB

0.032
S Tyr 20

Page 3

Distorted geometry

new-entry

Planar groups (contd)

CB CB
0.038 0.060

P Tyr 278 Q Tyr 33
CB CB
0.032 0.033

Q Tyr 148 Q Phe 149
CB &3
0.040 0.034

S Tyr 55 S Phe 60

CB CB
0.039 0.041
Q Tyr 48 Q Tyr 90
CB CB
0.031 0.030
R Phe 153 STrp 19

CB

0.040
W Tyr 10

Sidechains with RMS dist. from planarity > 0.03A for rings, or > 0.02A otherwise. Value shown is RMS dist.
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