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Ramachandran Plot
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Plot statistics
Residues in most favoured regions [A,B,L] 3213 92.4%
Residues in additional allowed regions [a,b,l,p] 243 7.0%
Residues in generously allowed regions [~a,~b,~l,~p] 14 0.4%
Residues in disallowed regions 7 0.2%
Number of non-glycine and non-proline residues 3-4;-7-7 1(-)-(3-(-)?%
Number of end-residues (excl. Gly and Pro) 48
Number of glycine residues (shown as triangles) 265
Number of proline residues 207
Total number of residues 3-9“9-7

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.

1ppj_02.ps




PROCHECK

Page 3

Ramachandran plots for all residue types

1ppj

n Tyr (162) Val (272)
%%% 0303
[ |
90
(]
z 5
® 155
W
901 u
-180 90 0 90 90 0 90 130

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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Chi1-Chi2 plots
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Main-chain parameters

1ppj

a. Ramachandran plot quality assessment 2153). Peptide bond planarity - omega angle sd
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%-tage of residues in most favoured regions

Resolution (Angstroms)
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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. %-tage residues in A, B, L
b. Omega angle st dev

c. Bad contacts / 100 residues
d. Zeta angle st dev

e. H-bond energy st dev

f. Overall G-factor

3477 92.4 82.6 10.0 1.0  Inside
3950 1.1 6.0 3.0 -1.6  BETTER
12 0.3 52 10.0 -0.5 Inside
3715 1.0 3.1 1.6 -1.3  BETTER
2644 0.7 0.8 0.2 -0.9 Inside
3997 0.4 -0.4 0.3 2.7 BETTER
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b. Chi-1 trans
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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. Chi-1 gauche minus st dev 488 10.5 19.0 6.5 -1.3  BETTER

b. Chi-1 trans st dev 1019 11.6 19.7 5.3 -1.5 BETTER

c. Chi-1 gauche plus st dev 1620 10.7 18.3 4.9 -1.6 BETTER

d. Chi-1 pooled st dev 3127 11.0 18.9 4.8 -1.6  BETTER

e. Chi-2 trans st dev 1049 11.8 20.9 5.0 -1.8  BETTER
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Residue properties
Ipp]

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

—_
o
S

80 1

40
20

Chi-1 abs. mean dev.

2 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

Omega abs. mean dev.
N BN

2 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

N A~ N

Zeta abs. mean dev.

2 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100

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

d. Secondary structure & estimated accessibility

S e = m mm— N/ S

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

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

AAAAAAANBIAAAAAAA AAATIA AAABIA AAAAAAATABIAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
ATYAQALQSVPETQVSQLDNGLRVASEQS SQPTCTVGVWIDAGSRYESEKNNGAGYFVEHLAFKGTKNRPGNALEKEVESMGAHLNAYSTREHTAYY IKA

f. Max. deviation (see listing)
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Omega
Dihedrals
MC bonds
MC angles
Mainchain
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Residue properties
Ipp]

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

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

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

=~ 10
3
= 8
S 6
g
3 4
<
s 2
N
102 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
= WAVAVAVA
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
LSKDLPKAVELLADIVQNCSLEDSQIEKERDVILQELQENDTSMRDVVENYLHATAFQGTPLAQSVEGPSENVRKLSRADLTEYLSRHYKAPRMVLAAAG
f. Max. deviation (see listing)
*5 +
koK *#¢§§+ t¥ I Y EEE S ok *I* I# * %k I * ® i *z* :* **f: EEES ®
g. G-factors
Phi-psi m m
il ik
Chi3 & chi4 [HEN
Omega RN
Dihedrals [T T T T T T T T T TP T T T T T T P T T T T T T P T T T T T T
v angies - FEFRHHHRHHHRFHFRFRFFH AR AR A AR A
Mainchain [T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
Overall [T L T T T T T T I
102 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
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Residue properties
Ipp]

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

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

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

Zeta abs. mean dev.

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

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

d. Secondary structure & estimated accessibility

e g = N -mig \ A

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

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

EAAARIARIA
T T T T T T T T T T T 7 T i T T T T 7 T
GLEHRQLLDLAQKHFSGLSGTYDEDAVPTLSPCRFTGSQICHREDGLPLAHVATAVEGPGWAHPDNVALQVANAT IGHYDCTYGGGAHLS SPLAS IAATN

f. Max. deviation (see listing)

+>{< * %k
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s’ EEY sk ok Rk % Y R * %

Phi-psi T TR T

Chil-chi2 H mH n #:H
Chil onl;

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall
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Omega abs. mean dev. Chi-1 abs. mean dev.
N R~ O ©

N A~ N

Zeta abs. mean dev.

Phi-psi
Chil-chi2
Chil onl;

Chi3 & chi4

Omega
Dihedrals

MC bonds
MC angles

Mainchain
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Residue properties
Ipp]

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

80

40
20

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

b. Absolute deviation from mean of omega torsion

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

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

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

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

d. Secondary structure & estimated accessibility

[ mm— ANANANNCAANNNE 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

AAAABAAAABAAANTIR AAAAAANBAAAAAAAA  ADNAAAAAAAANTIR
7 T 7 7 T T T T T T T T T T T T T T T T
KLCQSFQTFNICYADTGLLGAHFVCDHMS I DDMMFVLQGQWMRLCTSATESEVLRGKNLLRNALVSHLDGTTPVCEDIGRSLLTYGRRIPLAEWESRIAE

f. Max. deviation (see listing)

*We O\ ¥

+
*
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* % ¥
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Residue properties
Ipp]

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

402 410 415 420 425 430 435 440 20 25 30 35 40 45 50 55 60
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

402 410 415 420 425 430 435 440 20 25 30 35 40 45 50 55 60
Residue number

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

=~ 10
S
= 87
5 o
=
2 4
<
g 27
N
402 410 415 420 425 430 435 440 20 25 30 35 40 45 50 55 60
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
AN/ N T e .3
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 ‘
VDARVVREVCSKYFYDQCPAVAGFGP I EQLPDYNR I RSGMFW EVPP HPQDLEFTRLPNGLVIASLENYAPASRIGLFIKAGSRYENSN
f. Max. deviation (see listing)
g. G-factors
ChiPehio H W] % |
Chil onl;
Chi3 & chi4
Omega
Dihedrals [T T T T TTT T T T I T T I T T T T T T T T T T AT T I T T I T T T I T T I
MC angles - A HH A
Mainchain [T T T T T T T T T T T T T T T I I O T T I T T T T T T T I
Overall [ I L L T T T] (0 OO
402 410 415 420 425 430 435 440 20 25 30 35 40 45 50 55 60

¢ = cis-peptide
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Residue properties
Ipp]

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

62 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

62 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
Residue number

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

Zeta abs. mean dev.

62 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160

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

d. Secondary structure & estimated accessibility

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

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

HA AAAAANBABAAAAAANABAAAAAAAAAAAAAAAANTAABAAAAAAAAAAAANAAAAAAAAAAAAAAAA
T T T T 7 T T T T T T ; T i T T T T 7 T
NLGTSHLLRLASSLTTKGASSFKITRGIEAVGGKLSVTSTRENMAYTVECLRDDVDILMEFLLNVTTAPEFRRWEVAALQPQLR IDKAVALQNPQAHVIE

f. Max. deviation (see listing)

+ * + + + +  HE + + o+
* ok ® * % EE Y * ® kok kow k kkk  ckkkk %k k%
. . .

Phi-psi

Chil-chi2 H | . H
Chil only

Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall
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Residue properties
Ipp]

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

—_
o
S

80
60
40
20

Chi-1 abs. mean dev.

162 170 175 180 185 190 195 200 205 210 215 220 225 230 240 245 250 255
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

162 170 175 180 185 190 195 200 205 210 215 220 225 230 240 245 250 255
Residue number

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

Zeta abs. mean dev.

162 170 175 180 185 190 195 200 205 210 215 220 225 230 240 245 250 255

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

d. Secondary structure & estimated accessibility

A T A i U 2 A T e

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

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

T T
NLHAAAYRNALANSLYCPDYRIGKVTPVELHDYVQNHFTSARMAL IGLGVSHPVLKQVAEQFLNIRGGLG LSGAKAKYHGGE IREQNGDSLVHAALVA

f. Max. deviation (see listing)

*
* ++
_*____*__»____*_*_*_*****__***_**
i . i i

%00 4 %
*+

g. G-factors

Phi-psi ||
Chil-chi2 n H [ 77:!
Chil only

Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles
Mainchain

Overall
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Residue properties
Ipp]

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355
Residue number

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

Zeta abs. mean dev.

260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355

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

d. Secondary structure & estimated accessibility

B A A e — AR T A

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

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

B AAAI AAAAAAAAAAANAAANTIR HAAAAAAAA
T T T T T T T T T T T T T 7 7 T T T T i
ESAAIGSAEANAFSVLQHVLGAGPHVKRGSNATSSLYQAVAKGVHQPFDVSAFNASYSDSGLFGFYT I SQAASAGDV IKAAYNQVKT I AQGNLSNPDVQA

f. Max. deviation (see listing)

Phi-psi

Chil-chi2 ni H n
Chil only

Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

1ppj_06.ps
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R . d . Page 9
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60 -
£ 40
<
= 204
2
360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 15 20
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
5 0]
E 6
£
5 2
=
© 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 15 20
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
3 o]
£ 07
£ 47
<
g 27
N
360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 15 20
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
MANENANN, —— NN AN/ 7 R
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AKNKLKAGYLMSVES SEGFLDEVGSQALAAGSYTPPSTVLQQIDAVADADV INAAKKFVSGRKSMAASGNLGHTPF IDEL NNAFIDLPAP
f. Max. deviation (see listing)
g. G-factors
Phi-psi | [ 1
e 1 canatEeE
g :
Dihedrals [T T T T T T T T T T TT T IT TTTT T TTT TT TTTT TT  TTEIT TTTT TTIT TTT TTITTTTT [T I TT]
MC angles - EHFHHHHAH AR HHHEHH
Mainchain [T T T T T T I T TT T IT TTTT T T TT  TE  TT T TET T TT TTITTT TTTITTTTT CITTTTTTTT]
Overall [T T T T T T LT T RESNEREEEN
360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 15 20
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—_
o
S

80
60
40
20

Omega abs. mean dev. Chi-1 abs. mean dev.
N R~ O ©

N A~ N

Zeta abs. mean dev.

Phi-psi
Chil-chi2
Chil only
Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

K
Page 10

Residue properties
Ipp]

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

25 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

25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120
Residue number

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

25 30 35 40 45 50 55 60 65 70 75 80 85 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

A VAV A V) A e ——

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

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

AAABAAAAA AAABAAAAAA
T T T T 7 T T T T T T T T i 7 T T 7 7 T
SNISSWWNFGSLLGICLILQILTGLFLAMHYTSDTTTAFSSVTHICRDVNYGWI I RYMHANGASMFF ICLYMHVGRGLYYGSYTFLETWNIGVILLLTVM

f. Max. deviation (see listing)

+*
+ +++ ++ + * + + +
__*___x** ____________ ‘F___*_*‘F ________ ®oo . ok ok ok *_*** * % H* ok ®Ek *__*_*_»*___* __________
. . . .
g. G-factors

1ppj_06.ps
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Page 11

Residue properties
Ipp]

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
Residue number

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

=~ 10
3
= 87
S 64
g
£ 4
<
g 27
N
125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
NN\ ——N\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
AAABAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAA _AAAAABAAAAAAAA
ATAFMGYVLPWGQMS FWGATV I TNLLSAI PYlGTNLVEWlWGGFSVDKATLTRFFAFHF I LPFl IMAlAMVHLLFLHETGSNNPTGl SSDVDK[ PFHPYY
f. Max. deviation (see listing) :
* + 5
ot e B e Dt N Lo
g. G-factors
Phi-psi 1 T 1] 5
i TR il
Chi3 & chi4 I I [ I
Omega [ [ [ [
Dihedrals  [TTTTTTT T TR T I T T I T T T I I T T T T T T T T T T I T I T I T I TTTTT [T [T [T [T 111
C bonds
Ne, (LB E T T T T TR AT
Mainchain [T T T T T T T T T T T T T T T T T T T T T T T [T [T [T [T [TT1
IEESEEEESEEEEEEEEEEEEENEEEEE NN EE NN NSNS NN NN NN NN EEE R [T [T [T [T 111

Overall \ I

¢ = cis-peptide

1ppj_06.ps



PROCHECK

Chi-1 abs. mean dev.

Zeta abs. mean dev.

Phi-psi
Chil-chi2
Chil onl;

Chi3 & chi4

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

—_
o
S

80
60
40
20

Omega abs. mean dev.
N BN

Page 12

Residue properties
Ipp]

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

225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320
Residue number

b. Absolute deviation from mean of omega torsion

225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320
Residue number

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

225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320

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

d. Secondary structure & estimated accessibility

ANl — = AN\ SAAN 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

AAAAAN AAANAAAAAAAAAAAAAL  AAAAAABIANAAAAAAABAAAAAAAAAAAAAAAAATIAAA — AAAAAAAAAAAAAAAAAAAAAAANANTIANAAAA
TIKDILGALLLILALMLLVLFAPDLLGDPDNYTPANPLNTPPHIKPEWYFLFAYAILRS IPNKLGGVLALAFSILILALIPLLHTSKQRSMMFRPLSQCL

f. Max. deviation (see listing)

+ + *
s koK Hokok ko * Y * * B

g. G-factors

i
I

i

i

T T ‘\‘

225 230 235 240

1ppj_06.ps
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. d . Page 13
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60
£ 40
<
- 20
2
325 330 335 340 345 350 355 360 365 370 375 5 10 15 20 25 30 35
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
% 8
E 6
£ 4
& 2
=
O 325 330 335 340 345 350 355 360 365 370 375 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
325 330 335 340 345 350 355 360 365 370 375 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
A —E ANV S 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 AAAAAAAAAAAAIAAAAA ‘ : ‘ : ‘ : ‘ :
FWALVADLLTLTWIGGQPVEHPYITIGQLASVLYFLLILVLMPTAGT I ENKLLKW SDLELHPPSYPWSHRGLLSSLDHTS IRRGFQVYKQ
f. Max. deviation (see listing)
g. G-factors
ChPsiio TR [ H
Chil onl;
Chi3 & chi4 [
Omega []
Dihedrals [T T T T T TT T T T T I I T I T T T T T I LI T T T [EEEEEEEEEENEEEEEE NN NN RN
MC angles - EHHHHHAH A A HH A
Mainchain [T T T T T T T T T T T T I T T T T [EEEEEEEEEEEEEEEEEEEEE NN R RN
overall [T T A LTI LTI T ITE O L T LTI
325 330 335 340 345 350 355 360 365 370 375 5 10 15 20 25 30 35

¢ = cis-peptide

1ppj_06.ps



PROCHECK

—_
o
S

80

40
20

Chi-1 abs. mean dev.

Omega abs. mean dev.
N BN

Zeta abs. mean dev.

Phi-psi
Chil-chi2
Chil only
Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

R .d . Page 14
a. Absolute deviation from mean Chi-1 value (excl. Pro)
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 omega torsion
36 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130 135
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
36 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
V—I\
e A i 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 . AAAAAAATIAAAAAA
\‘/CS SCHSMDY‘VAYRILILVGVC‘YTEDI‘EAKAL/‘\EEVE\‘/QDGPD‘IEDGE!\‘/IFMRPC‘?KLSD‘YF PKP+PNPE/‘\ARAAI{INGALI"PDLS+ I VRAI‘QHGGEI‘)YVFS lLLTGYé
f. Max. deviation (see listing) *
9
*j;***** EEE S II***»‘;* EIE EE *I* 1’1‘ 9:-}(— xj(—*
g. G-factors
m =5 §
;
[ ENA
T T T T I T T T T T T T T T A T T T T T T T T T T T T T T I T T T T I I
T T e e e e e P e P P P TP T PP P P P T TP TP PP PP P TP TP PP
A A A e e P T e P P P T T T T P P T T T T T T P P P T T T T T T T P P P T T T T T T A ]
[EEEEEEEEEEEEEEEEEEEE NN NN NN
R R B N W R N N N N A W A RN N AN N N RN A RN N A AN AR RN R AR
36 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135

¢ = cis-peptide

1ppj_06.ps
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Page 15

Residue properties
Ipp]

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

—_
o
S

80 1

401
201

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 omega torsion

Omega abs. mean dev.
N
1

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

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

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

d. Secondary structure & estimated accessibility

L e+ 5 AAVAANARR N ANANANANANAAN

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

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
BAA AABAAAABAAAAAA TABAAAAAAAAAAAAAAAAATIAAAAAAAAA EAAAAAAAAAAAAAAAAAAAAA

T T T T T T T T T T T T T
EPPTGVSLREGLYFNPYFPGQAIGMAPPIYNEVLEFDDGTPATMSQVAKDVCTFLRWAAEPEHDHRKRMGLKMLLMMGLLLPLVYAMKRHKWSVLKSRKL

f. Max. deviation (see listing)

Phi-psi

Chil-chi2 n nn H :# H [l H
Chil onl;

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

1ppj_06.ps



PROCHECK

. d . Page 16
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
<
£ 60
£ 401
<
= 204
2
236 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 10
5 0]
E 6
g 41
5 21
=
© 236 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
“é 6
P 4
<
s 2
N
236 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 Ry Ay Al
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions a Most favoured & Allowed [l Generous Il Disallowed
AYRPPK SHTDIKVPDFSDYRRPEVLDSTKS SKESSEARKGFSYLVTATTTVGVAYAAKNVVSQFVS SMSASADVLAMSKIEIKLSDIPEG
f. Max. deviation (see listing)
g. G-factors
ChiPehio " -
Chil onl;
Chi3 & chi4
Omega
Dihedrals ~ [TTTTT] T T I T T T T T T T T T T I T I T T I T I T I T T T
MC angies - ] EMARERRARMAREANANMARASMANNANNRANNANSANANNARANNANNANMSNANNANSARANNARASNANRARRSnENEY
Mainchain  [TTTTT] [EEEEEENEEEEEEEE NN NN NN NN
Overal  [TTTTT] ENEENNESENES NN NN AN NSRRI E NN E AN NN NN EN RN AR
236 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80

1ppj_06.ps
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Page 17

Residue properties
Ipp]

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

—_
o
S

80

40
20

Chi-1 abs. mean dev.

8 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

N BN

Omega abs. mean dev.

8 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

Zeta abs. mean dev.

8 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 N AR A = — v e =y

Key:-

™ Helix

|:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

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

AAAAAANT

AAABE AAMAAA AL AAAAARL AAARIA

T T T T T T T T T T T T T T
KNMAFKWRGKPLFVRHRTKKE IDQEAAVEVSQLRDPQHDLERVKKPEWVILIGVCTHLGCVP IANAGDFGGYYCPCHGSHYDASGRIRKGPAPLNLEVPS

f. Max. deviation (see listing)

Phi-psi

Chil-chi2

Chil onl;

Chi3 & chi4

Omega

Dihedrals

MC bonds

MC angles

Mainchain

Overall

1ppj_06.ps
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. d . Page 18
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
<
£ 60
£ 401
<
= 204
2
185 190 195 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 10
5 0]
E 6
£ 4
5 2
=
© 185 190 195 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
185 190 195 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
B I EENVANA -/ — N\ TR TN/ T
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions a Most favoured & Allowed [l Generous Il Disallowed
AAAAAAAAABAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAATAAAAAAAAAAAAAAAAA
YEFTSDDMVIVG WLEGIRMYNAAéFNKLéLMRDbTIHEI\‘IDDVKI‘EA I RR]LPENL+DDRVI‘:R I KR/‘\LDLSI\‘&RQQIILPKEQV‘\’TKYE]‘EDKSY
f. Max. deviation (see listing)
g. G-factors
ChiPehio e H u
Chil onl;
Gmega 4 H
Dihedrals  [TTTTTETTTT] [EEEEEEEEEENEEE NN NN NN E N RN
MC angies - EEFHHE AN anmMARNAR HNARRASAMANNASMSNANMANMSSANNANANNANNANMANASMANMANSERANRARSARANS
Mainchain  [TTTTTTTTTTT] [EEEEEEEEEENE NN NN NN NN
Overall  [TTTTLITTILL] OO L L L L L L L L L L LT T LI T LI 1T]
185 190 195 20 25 30 35 40 45 50 55 60 65 70 75 80 85

1ppj_06.ps



PROCHECK

—_
o
S

80

40
20

Chi-1 abs. mean dev.
T NS NS

Omega abs. mean dev.

N A~ N

Zeta abs. mean dev.

Phi-psi
Chil-chi2
Chil only
Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

Page 19

Residue properties
Ipp]

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

15 20 25 30 35 40 45 50 55 60 65
Residue number

b. Absolute deviation from mean of omega torsion

90 95 100 105 110 5 10

90 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

15 20 25 30 35 40 45 50 55 60 65
Residue number

90 95 100 105 110 5 10

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

d. Secondary structure & estimated accessibility
FAN/ANY/NY/N/ N G = —NAANNNNNNNN
<™ Helix [) Betastrand == Random coil Accessibility shading: W Buried

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

EEEAAAAAAAAAAAAAAAAABABARIAR
T T 7 T 7 T 7 T 7 T 7 T T
GRQFGHLTRVRHVITYSLSPFEQRAFPHYFSKGIPNVLRRTRACILRVAPPFVAFYLVYTWGTQEFEKS

Key:- O Accessible

T T T T T
LEPYLKEVIRERKEREEWAKK

f. Max. deviation (see listing)

g. G-factors
T W =5
:

T T T I T T T T T T T T I T TP I T T I T T T T IITTTITTTT
T T T T e T T e T TP PP PP P TP TP ITTTTTT
A e e A T e T P T T T T T T P P P P T A T T T T P P T T T T
[EEEEEEENENENEEENEREEN [EEEEEEEEEE NN NN
EEEEENENESN NN AN O T L L T LTI T
90 95 100 105 110 5 10 15 20 25 30 35 40 45 50 55 60 65

1ppj_06.ps




PROCHECK

—_
o
S

80

40
20

Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

Phi-psi
Chil-chi2
Chil only
Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

Page 20

Residue properties
Ipp]

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

70 75 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
b. Absolute deviation from mean of omega torsion
70 75 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
70 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
— H =2\ AE=ANAVAVAA A AVAVAVAAA I Sy
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
_AAAAAAA
KRKNPA LVDPLTTVREQCEQLEKCVKARERLELCDERVSSRSQTEEDCTEELLDFLHARDHCVAHKLFNSLK AAVPATSE
f. Max. deviation (see listing)
5
%E:' * L* *I‘F **1— 1‘*1‘ E S ok ok ok *}E*X T* * E * ok ok sk =k1‘g$ * %
g. G-factors
- m
[TTTTT] T I T I T T T T T T T T T LTI T I T T [TTTTTTT]
HHH EMaRMNNARRARAANANNANANNANMANSNNANANNANNANNANANNANNANANRANANRANRAN HH
[ERREEN EEEEEEEEEEEEE NN NN NN NN RN [THETITT
EEEEEN ENESENENENRS NN NN E NN NN AN NN NN AN RN ER AN EENERERN
70 75 20 25 30 35 40 45 50 55 60 65 70 75

1ppj_06.ps




PROCHECK

R . d . Page 21

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

>

]

T 80

<

£ 60

2 40

<

< 20

z

40 55 60 65 70 75 35 40 45 50 55 60 10

Residue number

: b. Absolute deviation from mean of omega torsion

z 10

s 8

]

g 6

£ 4

& 2

g

© 40 55 60 65 70 75 35 40 45 50 55 60 10
Residue number

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

_§ 10

: 6

£ 0]

£ 47

<

g 27

N

40 55 60 65 70 75 35 40 45 50 55 60 10

Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

I — T ] ARARNS—Am— NN

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

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

ABEAAAAR
T T T T T
SPVL  SVLCRESLRGQAAGRPLVASVSLNVPASVRY FFERAFDQGADA 1 YEH INEGKLWKH I KHKYENK ATYAQALQSV

f, Max. deviation (see listing)
6

.
* *

3 * ok * + * * kopk ok + o4+ F * ++

* EEE EEE EEEE Y koK % kk kok %k ® ok ok ok * EEE ok

T T L J S LT T T 0 S UL SO 3 R R

g. G-factors

Phi-psi O

Chil-chi2 H Mo
Chil only

Chi3 & chi4

Omega

Dihedrals [0 [T TITTTITITTTTTTITT] LOTTTIIIIIITTITITIIIIIIITITITIIIIITT] [ITTTTTTTT
Newst R R LT R
Mainchain  [TTT] [TTTTTTTTTTITTTITTTITTITTTTITTT] LITTTTITIIITTITITIIIIIIITITITITITIIT] [ITTTTTTTT
Overall [T OO I I T I I I T T TTT I I ITTITITIITITITTIITITTIT] CITTTTTT

40 55 60 65 70 75 35 40 45 50 55 60 10

1ppj_06.ps
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Residue properties
Ipp]

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

12 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

12 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Residue number

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

N A~ N

Zeta abs. mean dev.

12 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

e s Sm— A, SN\ S )

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

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

AAAAAAABIAAAAAAA AAATIA AAABIA AAAAAANTABAAAAAAAAAAAAAAAAAA
7 T T T T 7 T T T T T T T T T T T T T T
PETQVSQLDNGLRVASEQS SQPTCTVGVWIDAGSRYESEKNNGAGYFVEHLAFKGTKNRPGNALEKEVESMGAHLNAYS TREHTAYY IKALSKDLPKAVE

f. Max. deviation (see listing)

Phi-psi
Chil-chi2
Chil only
Chi3 & chi4
Omega

Dihedrals

T T T ITTITTT
MCbonds  [TTTTTTT T T T T ITTTT
MCangles [T T T

T T T TITTTT
[T I I T TT

Mainchain

Overall

1ppj_06.ps
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Residue properties
Ipp]

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

—_
o
S

80 1

401
201

Chi-1 abs. mean dev.

112 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

112 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number

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

Zeta abs. mean dev.

112 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

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

d. Secondary structure & estimated accessibility

NS AN\ \r— - —— N/ \

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

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

AAAAAATRAABAAAAAAANAAAAAAAAAAAAAANAAAANAAAAAAAATIA . AANAAAAAA  AAAAAAAAAANAAAAAAAAATAAAANAAAAA — AAAAAAAAA
LLADIVQNCSLEDSQIEKERDVILQELQENDTSMRDVVFNYLHATAFQGTPLAQSVEGPSENVRKLSRADLTEYLSRHYKAPRMVLAAAGGLEHRQLLDL

f. Max. deviation (see listing)

*5 +
* * ++
+%8+  ++ + + + + + * #
EE R kR ko kR ok ok ok kR ockk ok ok ox %k k% ®
I i . i

+
CEk wok L kEkckkkckkk  kkk  kk %k kx|
i L i i i

g. G-factors

Phi-psi

Chil-chi2 n n H:H .A
Chil onl;

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

1ppj_06.ps




PROCHECK

R . d . Page 24
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60 -
£ 401
<
= 204
2
212 220 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
5 0]
E 6
£
5 2
=
© a2 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
3 o]
£ 07
£ 47
<
g 27
N
212 220 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
A R e ==\ mE AN
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
‘ ‘ _  _BARERAAAAAAAA BAAARARA : ‘ : ‘ ‘ ‘ ‘ : ‘ : ‘ ‘
AQKHFSGLSG T DEDAVPTLSPCRFTGSQICHREDGLPLAHVATAVEGPGWAHPDNVALQVANATIGHYDCTYGGGAHLSSPLASIAATNKLCQSFQ
f. Max. deviation (see listing)
g. G-factors
Phi-psi . “hm m
i @ oith -
Chi3 & chi4 [ 17 [T [
Omega [T [T [T
Dihedrals  [TTTTTTTTT] O TR 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 T
MC angies  THHHH B EEH AR A A A A A
Mainchain - [TTTTTTTTT] O 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 T T T
Overall  [TTTTIIILD O OO L T L T L T T LT LTI LI
212 220 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305

1ppj_06.ps



PROCHECK

Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

Phi-psi

Chi3 &
Omega

Dihedrals

MC bonds
MC angles |

Mainch

Overall

—_
o
S

i
Chil-chi2 H n n
Chil onl;

Page 25

Residue properties
Ipp]

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

80
60
40
20

309 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405
Residue number

b. Absolute deviation from mean of omega torsion

N BN

309 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405
Residue number

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

N A~ N

309 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405

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

d. Secondary structure & estimated accessibility

— ——— /\/\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

AAEAAAATR AAAAAAANTAAAAAAAA  ADNAAAAAAAANTIR AAAAAAAAAAAAAANTAAAAA
T 7 T T T T T T T T T T T T T T T T T T
TFNICYADTGLLGAHFVCDHMS I DDMMFVLQGQWMRLCTSATESEVLRGKNLLRNALVSHLDGTTPVCEDIGRSLLTYGRR I PLAEWESR IAEVDARVVR

f. Max. deviation (see listing)

+  F 4 o4
*___#_**_* ‘F***

g. G-factors

chi4

ain

1ppj_06.ps
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. d . Page 26
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60 -
£ 40
<
= 204
2
409 415 420 425 430 435 440 20 25 30 35 40 45 50 55 60 65
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
5 0]
E 6
£
D21
=
O 400 415 420 425 430 435 440 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
409 415 420 425 430 435 440 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
S e Ty == S/
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
A
EVCSKYFYDQCPAVAGFGP I EQLPDYNR IRSGMFW EVPP HPQDLEFTRLPNGLVIASLENYAPASRIGLFIKAGSRYENSNNLGTSHL
f. Max. deviation (see listing)
g. G-factors
Phicpsi HTH n m % - =5 #
Chil onl;
Chi3 & chi4 [
Omega [T
Dihedrals [T T T T T T T T T T T I T TTTTT T T AT I T T I T T T T T T I T T
MC angles - A HH A
Mainchain [T T T T T T T T T T TTTITT] T T T T T T T T T T I T T
Overall [T LI T T LI T LI T T LTI 0 QOO LT LTI
409 415 420 425 430 435 440 20 25 30 35 40 45 50 55 60 65

¢ = cis-peptide

1ppj_06.ps
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Residue properties
Ipp]

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

69 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

Omega abs. mean dev.
N
1

69 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

N A~ N

Zeta abs. mean dev.

69 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165

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

d. Secondary structure & estimated accessibility

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

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

AAAAAATABAAAAAANBAAAAAAAAAAAAAAAANTANTAAAAAAANAAAAAAAAAAAAAAAAAAAAAAAAAAAA
T T 7 T T T T T T T T T T T T T T T T 7
LRLASSLTTKGASSFKITRGIEAVGGKLSVTSTRENMAYTVECLRDDVDILMEFLLNVTTAPEFRRWEVAALQPQLR IDKAVALQNPQAHV I ENLHAAAY

f. Max. deviation (see listing)

* + + + +
**x**x**#*** * B *
.

g. G-factors

Phi-psi

ohipsi o 5 H [NEEL H
Chil only
Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

1ppj_06.ps
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Residue properties
Ipp]

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

169 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

169 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265
Residue number

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

N A~ N

Zeta abs. mean dev.

169 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265

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

d. Secondary structure & estimated accessibility

PV e /N NG S e —n

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

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

RNALANSLYCPDYRIGKVTPVELHDYVQNHFTSARMAL IGLGVSHPVLKQVAEQFLNIRGGLGLSGAKAKYHGGE IREQNGDSLVHAALVAESAAIGSAE

f. Max. deviation (see listing)
* 4

*

* ++

* Lok kR kksk kR %k ko
i I i

g. G-factors

Phi-psi Tl ]

Chil-chi2 H H n n
Chil only

Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

1ppj_06.ps
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Residue properties
Ipp]

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

269 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

269 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365
Residue number

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

Zeta abs. mean dev.

269 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365

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

d. Secondary structure & estimated accessibility

MNN— \N\ E mm——) —mmm— — ANANEANNANA

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

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

ANAFSVLQHVLGAGPHVKRGSNATS SLYQAVAKGVHQPFDVSAFNASYSDSGLFGFYT I SQAASAGDV IKAAYNQVKT I AQGNLSNPDVQAAKNKLKAGY

f. Max. deviation (see listing)

a +
EEE * 3k * BT * * # * ok

g. G-factors

Phi-psi T

Chil-chi2 H [ .
Chil only

Chi3 & chi4
Omega

Dihedrals

T I T T
MCbonds  [TTTTTTTT T T TTTTTTITITT]
MCangles [T AT

[EEEEEEEEEEE NN RN
[ITTITT I T T

Mainchain

Overall

[T11

117

HEH

[T11

T T T T T T T T T T T T T T T T \‘ ‘

269 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 3

1ppj_06.ps
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Residue properties
Ipp]

Page 30

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

369 375 380 385 390 395 400 405 410 415 420 425 430 435

Residue number

15 20 25 30

b. Absolute deviation from mean of omega torsion

% 10
o
5%
E 6
S 41
5 2
=
© 369 375 380 385 390 395 400 405 410 415 420 425 430 435 15 20 25 30
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= 0
E 6
£ 47
<
g 27
N
369 375 380 385 390 395 400 405 410 415 420 425 430 435 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
[EE NN AN AN\ SRS = -
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions a Most favoured & Allowed [l Generous Il Disallowed
LMSVESSEGFLDEVGSQALAAGSYTPPSTVLQQIDAVADADV INAAKKFVSGRKSMAASGNLGHTPF IDEL NNAFIDLPAPSNIS SWWNF
f. Max. deviation (see listing)
g. G-factors
Phi-psi [T m ]
Bl : 2
Chi3 & chi4 ] I I
Omega I [ [
Dihedrals [T T T T T T T T T T T T T T LT T T T T T T T T T T T T T T T T [ T ITT I T T
MC angies - EHHH A A A A ENENERENE-EREREREES
Mainchain [T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T ITTTITT]
Overall [T I I T T I I T I LI (O T T
369 375 380 385 390 395 400 405 410 415 420 425 430 435 15 20 25 30

1ppj_06.ps
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Residue properties
Ipp]

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

= 100
S
= 80+
g
g 60 -
£ 40
<
= 204
2
34 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
5 0]
E 6
g 41
5 2
=
© 34 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= %]
E 6
£ 47
<
g 27
N
34 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 A N4 VA VA VA VARl A VA VA VA VA VA W
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
: ‘ ‘ ‘ : ‘ : ‘ ‘ ‘ : ‘ ‘ ‘ AAABAAAAAA : ‘ :
GSLLGICLILQILTGLFLAMHYTSDTTTAFSSVTHICRDVNYGWI IRYMHANGASMFF ICLYMHVGRGLYYGSYTFLETWNIGVILLLTVMATAFMGYVL
f. Max. deviation (see listing)
g. G-factors
Phi-psi W
Chil only ﬂ H H
Chi3 & chi4 I I [
Omega [T [T [
Dihedrals [T T T T T T T T T T T I I T T T T T T T T I T T T T I T T I T T T T
MC angles - EFFHHHHH AR A
Mainchain [T T T T T T T T T T T T T T T T T T T T T T T T T T P T T T T I T T T T TTT
Overall [T I I T T T T T T I I T T
34 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130

1ppj_06.ps
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Residue properties
Ipp]

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

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

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

=~ 10
S
= 8
S 6
=
g 4
<
s 2
N
134 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions a Most favoured & Allowed [l Generous Il Disallowed
AANBAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAA AAAAARAAAAAAAAAAAAAA
PWGQMS FWGATV I TNLLSA PY | GTNLVEWIWGGFSVDKATL TRFFAFHF I LPF I IMA I AMVHLLFLHETGSNNPTG1SSDVDK I PFHPYYT IKDILGAL
f. Max. deviation (see listing) :
* + 5
+ + * o4 + + + + Jgk
_*_*_*_‘F__**»_‘F* _____ *_X____‘k _______ ***_*__»*__I_***_*X __________ * ****___* ____________ *****_‘F* _____
g. G-factors
C
ChPsiio EH [ F H [l
Chil onl;
Chi3 & chi4 [T [
Omega I [
Dihedrals [T T TTT I T I T I T T T I 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 TTTT [T
C bonds
MC angles  FHH AR A A A A A
Mainchain - [T TT 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
EEEESEEEEEEEEESEEEEE NSNS NN SN NSNS SN NN NSNS NN NN NN EEE R [T

Overall [ i I

¢ = cis-peptide

1ppj_06.ps
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Residue properties
Ipp]

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

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

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

Zeta abs. mean dev.

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

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

d. Secondary structure & estimated accessibility

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

AAAAAANAAAANTBIAAAA  AAAAAABIAAAAAAAABINAAAAAAAAAAANAAAAABIAAA  AAAAAAATIANAAAAANAAAAAAAAAAAATIAAAAAAAAAAAAAAA
LLILALMLLVLFAPDLLGDPDNYTPANPLNTPPHIKPEWYFLFAYAILRS IPNKLGGVLALAFSILILALIPLLHTSKQRSMMFRPLSQCLFWALVADLL

f. Max. deviation (see listing)
4

* *5 * ++
T T T * PR ¥
| | i |

g. G-factors

Phi-psi

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

1ppj_06.ps



PROCHECK

Page 34

Residue properties

1ppj

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

334 340 345 350 355 360 365 370 375

Residue number

5

10 15 20 25 30 35 40

b. Absolute deviation from mean of omega torsion

% 10
o
5 %
E 6
S 41
5 2
=
© 334 340 345 350 355 360 365 370 375 5 10 15 20 25 30 35 40
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= °]
E 6
£ 47
<
g 27
N
334 340 345 350 355 360 365 370 375 5 10 15 20 25 30 35 40
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
M\ —EAAANN ANAZ A
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AMAAAABAAARIAANIA
TLTWIGGQPVEHPYITIGQLASVLYFLLILVLMPTAGT I ENKLLKW SDLE]LHPPS&PWSHI‘QGLLSéLDHTéIRRGI‘:QVYK(‘)VCSSéHSMD
f. Max. deviation (see listing)
g. G-factors
E}llli{-%ihiz a N H | ]
Chil onl
Chi3 & chi4 [
Omega [
Dihedrals [T T T T T T T T T T T T T I I T T T T I T T T T T T T T T T T T T I T T T T T I T T
M angies - FEERHHERHHHAFAFRFAFFRHF AR A A ENRNRNRNNANENENRNRSNANENENRANNNNRNENENSEN
Mainchain [T T T T T T T T T T I T T T T T T T T T T T I T T T T T T T T T
Overall \‘HHH‘HH\‘\CHH‘\\H\‘\H\\‘\HH‘\HH‘HHHHH I T T T I T I T TTIT T I T I TITTTITTTT]
334 340 345 350 355 360 365 370 375 5 10 15 20 25 30 35 40

¢ = cis-peptide

1ppj_06.ps
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Residue properties
Ipp]

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

—_
o
S

80

40
20

Chi-1 abs. mean dev.

45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130 135 140
Residue number

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

=~ 10
3
= 87
S 64
g
£ 47
<
g 27
N
45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
A\ AN/ e — S N\
Ve e
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
+VAYRQLVGV&YTEDéAKALAEEVEQQDGPNEDGEMFMRPdKLSD+FPKP*PNPEAARAANNGALéPDLS+IVRAéHGGEbYVFSLLTGYéEPPTéVSLR
f. Max. deviation (see listing)
9
* #*x-‘it :: ***-‘it * * ok * ok * % *I * ><-‘it g-‘it;t K ok kok 1:
g. G-factors
Phi-psi _ o 5
il g
Chi3 & chi4 I
Omega [ EEE
Dihedrals  [TTTTTTTTTTT T T I I T I I T I T T T T I T T T T TP T T T T T T T T T I T T T I T T I T T I T I T I T T I T ITTTTT]
Netents FEEFEFFEPEEFEFFEPEFEEF R
Mainchain T T T T T T P T T T T P T T T T T T T T T
overall [T LTI T LI T T T T O T T LT LT
45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130 135 140

¢ = cis-peptide

1ppj_06.ps
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Residue properties
Ipp]

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240
Residue number

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

=~ 10
3
= 8
S 6
=
3 4
<
s 2
N
145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240
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
BAA AABAAAABMAAAAA BABIAAAAAAAAAAAAAAAAATIAAAAAAAAA BAAAAAAAAAAAAAAAAAAAAAAATIAA
I‘EGLYFI\‘IPYFP‘GQAIGI\‘/IAPP I&NEVL]‘EFDDG"‘FPATMéQVAKf)VCTFLRWAAéPEHDlllRKRMG‘LKNlLILMMGLlLLPLV&AMKRI‘-IKWSVILKSRKILAYRPI"K
f. Max. deviation (see listing)
g. G-factors
Phi-psi i W] [
il Buits . .
Chi3 & chi4 I [T I [T
Omega [ [ [ [T
Dihedrals  [CTTTTTTTITT T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T I T T T T T I T ITTTTITTT
v sngies - EEFRHHHRHHHRFHFRFAFAAF AR A A A A A AR
Mainchain [T T T T T T T T T T T T T T T T T T T T T T T T T T I T T
Overall [T T T T T T T T T T T
145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240

1ppj_06.ps
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—_
o
S

80

40
20

Chi-1 abs. mean dev.

Zeta abs. mean dev.

Omega abs. mean dev.
N
1

R . d . Page 37
a. Absolute deviation from mean Chi-1 value (excl. Pro)
1 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
1 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
1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

e g e—r—

Phi-psi
Chil-chi2
Chil only
Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

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

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

T T T T T T T T T T T T T T T T T T T T
SHTDIKVPDFSDYRRPEVLDSTKS SKESSEARKGFSYLVTATTTVGVAYAAKNVVSQFVSSMSASADVLAMSKIE IKLSDIPEGKNMAFKWRGKPLFVRH

f. Max. deviation (see listing)

+ * + + ok + + % 8
*_#_*_:1:»__*____*____:k****_#*_*#***__*__*_*_#_***__#_*__**_
i . . i . i i

1ppj_06.ps
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Residue properties
Ipp]

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

—_
o
S

80 1

401
201

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

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

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

Zeta abs. mean dev.

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

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

d. Secondary structure & estimated accessibility

SR e B ) —m i

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

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

RTKKE IDQEAAVEVSQLRDPQHDLERVKKPEWVILIGVCTHLGCVP IANAGDFGGYYCPCHGSHYDASGRIRKGPAPLNLEVPSYEFTSDDMV IVG

f. Max. deviation (see listing)

Phi-psi

Phipsi H T 5 M H [N
Chil only

Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

1ppj_06.ps
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Residue properties
Ipp]

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

12 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

12 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Residue number

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

=~ 10
3
- 8
S 6
=
g 4
<
s 2
Q
N
12 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions a Most favoured & Allowed [l Generous Il Disallowed
WLEGIRKWYYNAAGFNKLGLMRDDT IHENDDVKEA IRRLPENLYDDRVFR IKRALDLSMRQQILPKEQWTKYEEDKSYLEPYLKEVIRERKEREEWAKK
f. Max. deviation (see listing)
e s * * + + + + + + *
K * **__*___** _______ )'__‘k _______ ****x _________ * % * % * * *_**‘k-*_‘?‘ __________ ok ok sk ok
g. G-factors
ChiPehi2 H ne
Chil onl;
Chi3 & chi4 [] [T
Omega I [
Dihedrals [T T T T T T
C bonds
MC angles - A AR A
Mainchain [T T T T T T T T L T T T
Overall [T LT T T T T T T T LI
12 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110

1ppj_06.ps
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R . d . Page 40
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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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: 61
£ 47
<
g 27
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1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 20 25
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
T ——— - ANr—ANANARRNANANNANN—— IS N7\~ —
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
: ‘ : ‘ ‘ ‘ : ‘ : ‘ ‘ A AAAAAAAAARIEINIA
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f. Max. deviation (see listing)
g. G-factors
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Main-chain bond lengths

C-O

N

C

1ppj

-N

(except Pro)

(Pro)

1.23

CA-CB

131 135

127

1.15 1.19

2228

Kouanbaig

1.11

2228

Kouanbai

1.22 126 130 1.34 1.38 142 1.46

2228

Kouanbai

120 1.24 1.28 1.32 136 140 1.44

CA-C

CA-C

(except Gly)

(Ala)

(Gly)

-

1.52 1.56 1.60 1.64

2228

Kouoanbaig

140 144 1.48

o

1.51 1.55 1.59 1.63

2228

Kouanbai]

139 143 147

2228

Kouanbaig

140 1.44 148 1.52 1.56 1.60 1.64

N-CA
(except Gly,Pro)

CA-CB
(the rest)

CA-CB

(Ile,Thr,Val)

1.45

149 153 1.57

T
1.41

1.37

2228

Kouanbaig

1.33

1.65

2228

Kouanbai

1.41 145 149 153 157 1.6l

*
1.54 1.58

1.62 1.66

2228

Kouanbaig

142 146 1.50

N-CA
(Pro)

8

5

0 154 1

e

2228

Kouanbai

134 138 1.42

T
1.5

141 145 149 153 1.57

2228

Kouanbaig

1.33 1.37

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

1ppj

CA-C-N

CA-C-N

CA-C-N

(except Gly,Pro)

(Pro)

(Gly)

126 131

1
121

11 116

106

1

1589

Kouanbaig

1

1589

Kouanbai

116 121 126 131

T
111

1589

Kouanbai

1

C-N-CA

(except Gly,Pro)

O-C-N

(Pro)

136

16 121

T
111

1589

Kouoanbaig

106

137

132

127

122

T
117

1589

Kouanbai]

107

138

118 123 128 133

T
113

1589

Kouanbaig

108

CA-C-O
(except Gly)

C-N-CA
(Pro)

C-N-CA
(Gly)

135

125 130

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

120

1589

Kouanbaig

105

137

132

127

122

1589

Kouanbai

107

135

ol
120

130

125

115

110

1589

Kouanbaig

105

CB-CA-C
(Ala)

124

1*1
109

T
119

T
114

104

99

1589

Kouanbaig

94

125

110

120

T
115

105

100

1589

Kouanbai

95

135

i
120

130

125

115

110

1589

Kouanbaig

105

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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Black bars > 2.0 st. devs. from mean.

Main-chain bond 1 e
N-CA-C N-CA-C
(except Gly,Pro) (Gly)
1589 ‘ ‘ 1589 ‘ :
| | 2»
> I I > I I
Q | | 9] | |
c : I I
S . 5 .
= = | |
o | | o | |
& ‘ ‘ e i i
s j i = ] |
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N-CA-CB N-CA-CB
(Ala) (Ile, Thr,Val)
1589 - 1589 —
> i | o > i |
Q | | 9] | |
=] 0 0 =)
o A K Q 1 | 0
=] | | =
o | | o | |
g | 3 1k
s N = |
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N-CA-CB
1589
>
Q
=]
Q
=
o
e
(o)
95 100 105 120 125

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

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

1ppj
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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.
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Main-chain bond angles
N 12 ¢ N 1125 ¢ N 125 ¢ N U2 ¢ N U2 ¢ N 112 ¢
CA CA CA CA CA CA
A Lys 100 A Gly 238 A Gly 278 A Ala 421 B Thr 101 C Asn 26
111.2 111.2 111.2 111.2 1112 112.5
C Phe 109 C Asn 206 D Met 43 E Val 98 E Ile 136 E Gly 143
112.5 1112 12 ¢ N 1125 ¢ N 112 ¢ N 1125 ¢
CA CA CA CA
F Gly 25 G Ala 49 N Lys 100 N Gly 238 N Val 257 N Gly 278
111.2 1112 111.2 1112 111.2 111.2
N Ala 421 0) Thr 101 0) Met 105 P Asn 26 P Phe 109 P Tyr 155
N 111.2 C N 111.2 C N 111.2 C N 112.5 C N 112.5 C N 111.2 C
CA CA CA CA CA CA
P Asn 206 R Val 98 R Ile 136 R Gly 143 S Gly 25 T Ala 49
Bond angles differing by > 10.0 degrees from small-molec values. Values shown: "ideal", actual, diff.
Planar groups
CB CB CB CB CB CB
0.034 0.035 0.035 0.037 0.038 0.044
A Tyr414 A Tyr4l16 B Tyr 57 B Tyr 177 CTyr 75 C Tyr 81
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Planar groups (contd)
CE CB CB CB CB CB
0.036 0.036 0.036 0.049 0.047 0.040
C Trp 141 C His 196 C Tyr 224 C Tyr 278 D Tyr 33 D Tyr 90
CB CB CB CB CB CB
0.037 0.032 0.042 0.038 0.034 0.033
D Tyr 148 D Tyr 152 F Tyr 20 F Tyr 55 N Tyr 416 O Tyr 177
B CB CB CB CB CB
0.032 0.042 0.045 0.031 0.040 0.032
P Phe 33 P Tyr 75 P Tyr 81 P Phe 91 P Trp 141 P Phe 168
i CB
CB CB CB CB CB
0.036 0.031 0.046 0.045 0.032 0.034
P His 196 P Tyr 224 P Tyr 278 Q Tyr 33 Q Tyr 48 Q Tyr 90
CB CB CB
0.035 0.032 0.040
Q Tyr 148 Q Tyr 152 S Tyr 20

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