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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%
Residuesin 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 3477 1000%
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 3997

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
pdblppj
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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
pdblppj

» lle (195) : Lys (176)
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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
pdblppj
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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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Asp (184)

Chi1-Chi2 plots
pdblppj

Arg (209)
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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
pdblpp)

OOa Ramachandran plot quality assessment

Resolution (Angstroms)
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f. Overall G-factor
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0.51
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-0.54
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G-factor

-1.54
-2.01

10 15 20 25 30 35 40
Resolution (Angstroms)

Plot statistics

Comparisonvalues  No. of

) No.of Parameter Typicd Band  band widths

Stereochemical parameter datapts  value vaue  width  from mean

a %-tageresiduesin A, B, L 3477 92.4 82.6 10.0 1.0 Inside

b. Omegaangle st dev 3950 11 6.0 3.0 -16 BETTER
c. Bad contacts/ 100 residues 12 0.3 5.2 10.0 -05 Inside

d. Zetaangle st dev 3715 1.0 31 16 -1.3 BETTER
e. H-bond energy st dev 2644 0.7 0.8 0.2 -09 Inside

f. Overall G-factor 3997 04 -0.4 0.3 27 BETTER
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Side-chain parameters
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Plot statistics
Comparisonvalues  No. of
) No.of Parameter Typicd Band  band widths
Stereochemical parameter datapts  value vaue  width  from mean
a. 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 53 -1.5 BETTER
¢. 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
pdblpp)

a. Absolute deviation from mean Chi-1 value (excl. Pro)
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g 80 -
£ 601
8 401
< 20
o
2 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Residue number
5 10 b. Absolute deviation from mean of omegatorsion
©
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10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

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

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

d. Secondary structure & estimated accessibility

At s m— AN S AN e m—

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

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

AAAAAAATIAAAAAAA  AAATA AAARIA AAAAAAATABAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
ATYAQALQSVPETQVSQLDNGLRVASEQSSQPTCTVGVWI DAGSRY ESEKNNGAGY FVEHLAFKGTKNRPGNAL EKEVESMGAHLNAY STREHTAYY | KA

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals ]

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

Mainchain  []

Overall {1
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Residue properties
pdblpp)

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

=
o
o

80
60
40 -
20

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 omegatorsion

Omega abs. mean dev.
N

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

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

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

d. Secondary structure & estimated accessibility

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

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

L SKDLPKAVELLADIVQNCSLEDSQI EKERDV | LQELQENDTSMRDVVFNYLHATAFQGTPLAQSVEGPSENVRKL SRADLTEYL SRHYKAPRMVLAAAG

f. Max. deviation (seelisting)
*5

+*8+  ++ + + + + + * *ok 4 +
**************************************** *

Chi3 & chi4
Omega
Dihedrals ]

[T T T T T T T T I T T T T T T T T LT T T I T AT LT T TP
MC bonds [T T T T
MCangles [T e e e A A
HEEEEEEEEEEE NN NN NN RN
[T T T T LTI T T T I T AT T T T T T T T LTI T I T T AT T I T I

Mainchain  []

Overall {1
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Residue properties
pdblpp)

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

80
60
40 -
20

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 omegatorsion

Omega abs. mean dev.
N

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

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

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

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

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

d. Secondary structure & estimated accessibility

EARA T T i) — AR A

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

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

BAAATARA
T T T T T T T T T T T T T T T T T T T T
GLEHRQLLDLAQKHFSGL SGTYDEDAVPTL SPCRFTGSQI CHREDGL PLAHVA | AVEGPGNVAHPDNVALQVANA | | GHYDCTYGGGAHL SSPLASIAATN

f. Max. deviation (see listing)

******
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Residue properties
pdblpp)

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

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

[ NN NN AN

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

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

AAAABAAAABAAANT AAAAAAATIANAAAAAAA  AAAAAAAAAAATIRL
T T T T T T T T T T T T T T T T T T T T
KLCQSFQTFNICYADTGL LGAHFVCDHMS | DDMMFVLQGQMIRLCTSATESEVLRGKNLLRNALVSHLDGTTPVCED I GRSLLTYGRRI PLAEWESRIAE

f. Max. deviation (see listing)

+  x o + * 3+ + + + + + + +
* xx x * * * % % % * % * * kxkkEx K * *x ok k% * * k%

g. G-factors

Chi3 & chi4
Omega
Dihedrals ]

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

Mainchain  []

Overall {1
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Residue properties
pdblpp)

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

=
o
o

80
60
40 -
20

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 omegatorsion

Chi-1 abs. mean dev.

Omega abs. mean dev.
N A O ©

402 410 415 420 425 430 435 440 20 25 30 35 40 45 50 55 60
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
)
§ o]
£ 67
g 4
AR
S
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

EANE e TRV BB ) il i

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

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

_AA i A AAAAAAAAIAAAAAA AAATIL A ‘
VDARVVREVCSKYFYDQCPAVAGFGP | EQL PDYNR | RSGMFW EVPP HPQDLEFTRLPNGLVIASLENYAPASRIGLFIKAGSRYENSN
f. Max. deviation (see listing)
g. G-factors
S Loz H W % uH|
Chilonl
Chi3 & chi4
Omega
Dihedrals  [(TTT T T T T T IT T T I T T T IITITTTTITTTI] T AT T T T T T T T I T
MC e  FHHHHHHHHH S HH A
Mainchain [T T T T T I T T I I T I T IT T TTTTTTT] T OO T T T T T T T T I
Overall LTI I I TIT T T T T ITIITITITT T [EEEE] \‘\c\H\‘H\H‘\\H\HH\‘\\HHHH‘HHHHH‘H
402 410 415 420 425 430 435 440 20 25 30 35 40 45 50 55 60

C = cis-peptide
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Residue properties
pdblpp)

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

62 70 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

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 [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

BA AAAAAATABAAAAAAATAAAAAAAAAAAAAAAAATMATIAANAAAAAAAAAAAAAAAAAAAANAAAAAA
T T T T T T T T T T T T T T T T T T T T
NLGTSHLLRLASSLTTKGASSFK I TRGI EAVGGKL SVTSTRENMAYTVECLRDDVD | LMEFLLNVTTAPEFRRWEVAALQPQLR I DKAVALQNPQAHV | E

f. Max. deviation (see listing)

+ + + + + *x + + 4+ + + +
* * % * % * * * ok kx ok * Kk kKK K K K Kk kkkkk Kk *x * %

Chi3 & chi4
Omega

Dihedrals [
MChbonds |
MCangles |
Mainchain |

Overall [
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Resid t -

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

o

% 80

£ 60

g w0

< 20

o

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

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

g 4

® 21

S

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

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

g

g 4

<

Q2

S

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 it U 2 A T e

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

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

AAAAAAANTIBAAAAAAAANAAA AAAAAAAAAANAAAABINAAAAAAA. A _AAAAAAAAANAATIIFIAA [ | FV\/\/\/\m AMA/\J_\ : :
NLHAAAYRNALANSLYCPDYRIGKVTPVELHDYVQNHFTSARMAL | GLGVSHPVLKQVAEQFLNIRGGLG L SGAKAKYHGGE | REQNGDSLVHAALVA

f. Max. deviation (see listing)

++ 5 ++ + + +*8 + + +* ++ +
Kk kKK kAkK Kk k xkx ok ok ok kkx Kk K T * x

g. G-factors

Chi3 & chi4
Omega
Dihedrals ]

[T T T T T T ITTTT
MC bonds [T T T T T T T T T T
MCangles [T
[T T T I T T LT
[T T T T TT T T I ITTTT

Mainchain  []

Overall {1
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Residue properties
pdblpp)

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

=
o
o

80
60
40 -
20

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 omegatorsion

Omega abs. mean dev.
N A O ©

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

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 1A

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

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

B AAARE AAAAAAAAAAAAAAATIR BAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
ESAA | GSAEANAFSVLQHVLGAGPHVKRGSNATSSLYQAVAKGVHQPFDV SAFNASY SDSGL FGFY T | SQAASAGDV | KAAYNQVKT I AQGNL SNPDVQA

f. Max. deviation (see listing)

*****

Chi3 & chi4
Omega
Dihedrals [T

[
MChbonds [TT]
MCangles [1]

[
[

Mainchain [T

Phi-psi _ [ H [
|
[
I
[
[
[
[

Overall [1
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Resid t o

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

o

g 80 -

g 60

8 401

< 20

o

360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 15 20

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

g 4

® 21

S

o 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 15 20
Residue number

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

g

g 4

N

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

AR I N = SO N — S

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

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

AAAAAAAA
T T T T T T T T T T T T T T T T
AKNKLKAGYLMSVESSEGFLDEVGSQALAAGSYTPPSTVLQQI DAVADADV | NAAKKFV SGRKSMAASGNLGHTPF I DEL NNAFIDLPAP

f. Max. deviation (see listing)

* 4t + + +
* kK k k x k% *

g. G-factors
Ph | 7] T
Chil-chi2 [ 1]
S, : aereead
Omega [T [
Dihedrals [T T I T T LTI T LTI L T LTI I LI I T T T1T] (1]
ek R AMEREESEMERBESENERSSSENERSSSENERSESENASSSSENANSSSERASBRSESASSEREEAEBSEEREE HHHHHHH
Mainchain [T T L T T T T EENNEEENEE]
Overall L L T T T T T T T I L L T I T LI T L LI

360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 15 20
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Residue properties
pdblpp)

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 omegatorsion

Omega abs. mean dev.
N A O ©

25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

25 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

W=\ ANV ANVANVA VA VA VA VA e U
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

AAABAAAAA AAABAAAAAA
T T T T T T T T T T T T T T T T T T T T
SNI SSWWNFGSLLGICLILQILTGLFLAMHYTSDTTTAFSSVTHI CRDVNYGWI | RYMHANGASMFF I CLYMHVGRGLYYGSYTFLETWNIGVILLLTVM

f. Max. deviation (see listing)

g. G-factors
Phi W]
Chil-chi2
i, it
Omega [T [1 [
Dihedrals [T T LTI T T LT LT T LT T T L LT T LI LT LTI 1]
VeSS O e D
Mainchain [T T T T I T TTT LT LTI LT T T T L T T T T LT T LTI 1]
Overall L L T T T T T L T I T T I L L I T LT LT T[T T 1]
25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120

pdblppj 06.ps
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Residue properties
pdblpp)

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

=
o
o

80
60
40 -
20

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 omegatorsion

Omega abs. mean dev.
N

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

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

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

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

AAABAAAAAAAAAAAAAAAANAAAAAAAAAAAAAAAA AAAAABAAANAAAA
T T T T T T T T T T T T T T T T T T T
ATAFMGYVL PNGQVMSFWGATV | TNLLSA | PY | GTNLVEWIWGGFSVDKATLTRFFAFHFILPFI IMATAMVHLLFLHETGSNNPTGI SSDVDK | PFHPYY

f. Max. deviation (seelisting) :
* + 5
ot oo D P e e s R o R M
g. G-factors
Phi-psi 1 [ [T .
Chil-chi2 1] [ 1]
i, e
Omega [ [ [ [
Dihedrals [T TT T T I I IT T I T T T IO T LT T I T T T T T T TP T T T T T TP T T T T T
MCbonds T T T T T T 1
MCangles [T T e P P P T A T
Mainchain (T T T T T T T T T T T I TTTTTT TTP T TTT C T P TT TTTT P  T  TTTIT TTTTTITTIITTTT
Overall \‘\HH‘H\H‘\\HHHH‘\\HHHH‘HH\‘\HHHH\‘\H\HHH\HH‘H\H\H\\H\H‘HHHHH‘HHHHH‘HCH\
125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220

C = cis-peptide

pdblppj 06.ps
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Residue properties
pdblpp)

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

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 omegatorsion

Omega abs. mean dev.
N A O ©

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

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

AN — B — = AN\ AN N\

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

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

AAAAAN  AAANAAAAAAAAAAAAAA  AAAAAABIANAAAAANAAAAAAAAAAAAAAAAAAATIAAA — AAAAAAAAAAAAAAAAAAAAAAANANTIANAAAA
TIKDILGALLLILALMLLVLFAPDLLGDPDNYTPANPLNTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAFSILILALIPLLHTSKQRSMMFRPL SQCL

f. Max. deviation (see listing)

* ok x ok k Kk k * * kK k K * * * ok x * kK

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdblppj 06.ps



PROCHECK

Resid t -

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

o

% 80

£ 60

g w0

< 20

o

325 330 335 340 345 350 355 360 365 370 375 5 10 15 20 25 30 35

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

8 4

o 2

S

o 325 330 335 340 345 350 355 360 365 370 375 5 10 15 20 25 30 35
Residue number

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

g

E o

g 4

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

[ | ”
AN RN SN TR

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

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

AABAAAAAAN AAAAAAAAAAAAIAAAAA AAAAAAAAATIAAAA
T T T T T T T T T T T T T T T T T T
FWALVADLLTLTWIGGQPVEHPY I TIGQLASVLYFLL I LVLMPTAGT | ENKL LKW SDLELHPPSYPWSHRGLL SSLDHT S| RRGFQVYKQ

f. Max. deviation (see listing)

*****

g. G-factors

Chi3 & chi4 |
Omega []
Dihedrals ]

[TTTTTTTTTT I T I
MC bonds [T T T T T TT]
MCangles [T
[T IITITIT
[TTTITTITTITITTITIITT ]

Mainchain  []

[ I

H I

[T
Overall [ : TTTITITIIL
325 330 335 340 345 350 3
C = cis-peptide

pdblppj 06.ps
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Residue properties
pdblpp)

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

36 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130 135
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

36 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130 135
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

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

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

d. Secondary structure & estimated accessibility

N e e e —

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

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

ABAA AAAAAAAAAAAAAAAAAAATIA . AANAAAAATIAAAAAA
T T T T T T T T T T T T T T T T T T T T
VCSSCHSMDYVAYRHLVGVCYTEDEAKALAEEVEVQDGPNEDGEMFMRPGKL SDY FPKPY PNPEAARAANNGAL PPDL SY | VRARHGGEDYVFSLLTGYC

f. Max. deviation (see listing)

******

g. G-factors
Phi-psi . H H M

Chi3 & chi4
Omega
Dihedrals [T

[T T I I T I T T
MC bonds [T T T T T T T T T T
T AT T T P T T T P T
[T T T I T
[TTTIT T I T ITITTTTITTTIT 10T

MCangles [
Mainchain [T

Overall

36 45 50 55 60 65 70 75 80 8
C = cis-peptide

a1
[ o 20 N oy I I O o

pdblppj 06.ps
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Residue properties
pdblpp)

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

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 AVAVAVAVARR NN AN ANANAAAN

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

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

BEAA AABAAAABAAAAAA BABAAAAAAAAAAAAAAAAARIAAAAAAAAA BAAAAAAAAAAAAAAAAAANAA
T T T T T T T T T T T T T T T T T T T T
EPPTGVSLREGLYFNPYFPGQA | GMAPPI YNEVLEFDDGT PATMSQVAKDVCT FLRWAAEPEHDHRKRMGLKML LMMGL L L PLVYAMKRHKWSV LK SRKL

f. Max. deviation (see listing)

Dihedrals [T

MChbhonds [T]
MCangles [

Mainchain [T

Overall [1

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

o

% 80 -

g 60

8 401

< 20

&

236 5 10 15 20 25 30 35 40 45 50 5 60 65 70 75 80

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

g 4

® 21

S

O 236 5 10 15 20 25 30 35 40 45 50 5 60 65 70 75 80
Residue number

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

g

E o

g 4

N

236 5 10 15 20 25 30 35 40 45 50 5 60 65 70 75 80

Residue number Highlighted residues are those that

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

- E =Ry Ay N -\

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

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

T T T T T T T T T T T T T
AYRPPK SHTD I KVPDFSDYRRPEVLDSTKSSKESSEARKGFSYLVTATTTVGVAYAAKNVYV SQFVSSMSASADVLAMSK I EIKLSD | PEG

f. Max. deviation (see listing)

+ * + + * +* + *okok + +
* ok k% * Kk KR KKK Kk KK * k% xxx % * % % xxkxE K E KK k%
i 0

g. G-factors

Dihedrals ~ [TTTTT] EEEEEEEEEEEE NN NN NN NN
MC bonds L e T T P e P P PP P P T TP T PP PP T T TP PP T T T
O A T P T T T T T T T P P P T T T T T T T T P P P T T T T T T P P T T T T
[EEEEEEEEEEEE NN NN NN
T T I T T T T T T T L LTI T T T I T LTI T T T T I LTI T T I T I T T I

MC angles
Mainchain  [TTT1T11]

[

[

|
Overall EEEEEN] L
236 5

pdblppj 06.ps
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Residue properties
pdblpp)

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

85 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 AN = — o v =iy

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

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

AAAAAAARL AL ‘ : ‘ ‘ ‘ ‘ ‘ AA_AAABIEL AAAAAA AR AAAAANL AAATIBIA A ‘ ‘
KNMAFKWRGK PL FVRHRTKKE | DQEAAVEV SQLRDPQHDL ERVKKPEWV I L | GVCTHLGCV P I ANAGDFGGYYCPCHGSHYDASGR | RKGPAPLNLEVPS

f. Max. deviation (see listing)

kg ok +* * + + ++ o+ + o+ 4+ + x x4
ok kK xkkx K * * ¥ kkxkx kkxE % * ok kk % * % % % %

Chi3 & chi4
Omega
Dihedrals [T

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

Mainchain [T

Overall [1

pdblppj 06.ps



PROCHECK

Resid t -

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

o

% 80 -

g 60

8 401

< 20

o

185 190 195 20 25 30 35 40 45 50 55 60 65 70 75 80 85

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

g 4

® 21

S

O 185 190 195 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Residue number

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

g

g 4

N

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

my o = BN VAVN -/ — N\ TS BUNANANNEE N0

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

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

AAAAAAAAABAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAABAAAAAAAAANAAAAAAAA
T T T T T T T T T T T T T T
YEFTSDDMV I VG WLEGI| RKWYYNAAGFNKLGLMRDDT | HENDDVKEA | RRLPENLYDDRVFR I KRALDL SMRQQ| L PKEQWTKY EEDK SY

f. Max. deviation (see listing)

+ + o+ * + ++ + + + + + +
* R T ** x ** ok % % % * * kx % * * %

g. G-factors
?:ﬁ{ iz T H [
Chilonl
Chi3 & chi4
mega

Dihedrals  [TTTTTIITTTT]

[EENEEEREEEEEE NN R
MC bonds % LT T T T T
MC angles A T T e T
T T T TTT
[EENENENENENEN NN R

Mainchain  [TTTTTTTTTTT]

T

u

.

Overall  [TTTITIITILL] 1
185 190 195 20

pdblppj 06.ps



PROCHEC

=
o
o

80
60
40
20

Omega abs. mean dev. Chi-1 abs. mean dev.
N B OO

Zeta abs. mean dev.
N A OO

Dihedrals

MC bonds
MC angles

Mainchain

Overall

K
Resid t -
a. Absolute deviation from mean Chi-1 value (excl. Pro)
90 95 100 105 110 5 10 15 20 25 30 35 40 45 50 55 60 65
Residue number
b. Absolute deviation from mean of omegatorsion
90 95 100 105 110 5 10 15 20 25 30 35 40 45 50 55 60 65
Residue number
c. C-aphachirality: abs. deviation of zetatorsion
90 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
FN/NININANZ C—T  =— NN
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

EEEAAAAAAAAAAAAAAAANTARARIAR
T T T T T T T T T T T T T T T T T T
LEPYLKEV | RERKEREEWAKK GRQFGHLTRVRHV I TYSL SPFEQRAFPHYFSKGI PNVLRRTRACI LRVAPPFVAFYLVYTWGTQEFEKS

f. Max. deviation (see listing)

*
+ + + * + + *ppkp 44 +
Xk k% ok wwxkk xk ok k% &k %k xSk xkkkkkKE K Kk * * % % * %%

g. G-factors

pdblppj 06.ps




PROCHEC

=
o
o

80
60
40
20

Omega abs. mean dev. Chi-1 abs. mean dev.
N

Zeta abs. mean dev.
N

Dihedrals

MC bonds
MC angles

Mainchain

Overall

K
Page 20

Residue properties
pdblpp)

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 omegatorsion

70 75 20 25 30 35 40 45 50 55 60 65 70 75
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

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
T H =\ ANAE=AANVA VAN G AVAVAA A = =

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

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

AAAAAAAAAAAAAAAAAAAAANAAAAAAAAAAAAAATINAABMAAAANAAAAAAAAAAAATIAANAA _AAAAAAA
KRKNPA LVDPLTTVREQCEQL EKCVKARERLELCDERVSSRSQTEEDCTEELLDFLHARDHCVAHKL FNSLK AAVPATSE

f. Max. deviation (see listing)

+ +
* % * *

+ + o+ + + +6
g. G-factors
RN o
[TTTTT] T T T T T T T T T T T T T I T I T T T T T T T I I T T T T [TTITTTT]
B B B B M M B B B BN B NN AN N E N HR N AR BN AR EE HaHHH
[TT1TT] 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 TTITTTT [TITTTT]
[ITTTT] [EEEEEEESEEEESEEEEEEEEEEEEEEEEEEEENEEEN NN NN NN NN NN NN NN EEE [TIOTTTT]
70 75 20 25 30 35 40 45 50 55 60 65 70 75

pdblppj 06.ps
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R . d t Page 21

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

o

% 80

£ 60

g w0

< 20

&

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

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

8 4

o 2

S

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

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

&

© 8

g 4

N

40 5 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

— = o) I ERRRNRNRD=—A g N ==
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

AFEAAAAR
T T T T T
SPVL SVLCRESLRGQAAGRPLVASVSLNVPASVRY FFERAFDQGADA | YEH I NEGKLWKH | KHKY ENK ATYAQALQSV

f, Max. deviation (see listing)
6

3 N s 4 x4 N 5 oex % R x it
¥ % A S M Foiis *x % i

g. G-factors
il % HH SN
Chilonly
Chi3 & chi4
mega
Dihedrals [ [ITLIITITIITITIIITTIITITTITIIITI]] CRCLIIT LTI I T I ] LI
e ) PR PR R
Mainchain  [TT1] [CITIITITTITITITIITIITITTITIIITI] CCLLIIT LTI LTI ITTIITT] OO
Overall (0 OO I LI T T T O LT T T T I T T T T T ] O
40 55 60 65 70 75 3 40 45 50 55 60 10

pdblppj 06.ps
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Residue properties
pdblpp)

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

12 20 25 30 35 40 45 50 55 60 65 70 75 8 8 90 95 100 105 110
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

12 20 25 30 35 40 45 50 55 60 65 70 75 8 85 90 95 100 105 110
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.

12 20 25 30 35 40 45 50 5 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

i S— A, R\ P\

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

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

AAAAAAATIAAAAAAA  AAATIA AAARIA AAAAAANTABAAAAAAAAAAAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
PETQV SQLDNGLRVASEQSSQPTCTVGVWI DAGSRY ESEKNNGAGY FVEHLAFKGTKNRPGNAL EKEVESMGAHLNAY STREHTAYY | KAL SKDL PKAVE

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals ]

[T T T IITTTTTT
MC bonds [T T T T T T
MCangles [T
[T T I IIITTTTT
[T T I T ITIIITITTTT

Mainchain  []

Overall [1

pdblppj 06.ps
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Residue properties
pdblpp)

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

=
o
o

80
60
40 -
20

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 omegatorsion

Omega abs. mean dev.
N A O ©

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

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

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

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

AAAAAATIAABAAAAAAANAAAAAAAAAAAAAANAAAAANAAAAAAATIA . AAAAAAAA  AAAAAAAAAANAAAAAAAAATAAAAAAAAAA — AAAAAAAAA
LLADIVONCSLEDSQI EKERDV | LQELQENDT SMRDVVFNYLHATAFQGTPLAQSVEGPSENVRKL SRADLTEYL SRHYKAPRMVLAAAGGL EHRQL LDL

f. Max. deviation (seelisting)
*5

+*8+  ++ + + + + + *ok 4 + +
******************************************** * ok k%

Chi3 & chi4
Omega
Dihedrals ]

[T T I T T T I T T T T T T T T LTI T T T T T TITLT
MC bonds [T T T T T T T T
MCangles [T T T e A T
IEEEEEEEEEEE NN NN NN NN
[T T T LTI T T T T T T T T T T T T T LT T T T I T T T T I T TIT

Mainchain  []

Overall {1

pdblppj 06.ps




PROCHECK

Resid t -

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

o

g 80 -

g 60

8 401

< 20

o

212 220 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

g 4

® 21

S

O o 220 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305
Residue number

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

g

g 4

<

Q2

S

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

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

I

I

\

\

I
212 2

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

U N i St A AR i

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

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

FARFEAAAAAAAA EAAABARIA AAAAAAAAAAAAAAAAAATIAA
T T T T T T T T T T T T T T T T
DEDAVPTL SPCRFTGSQI CHREDGL PLAHVA | AVEGPGWAHPDNVALQVANA | | GHYDCTYGGGAHL SSPLASI AATNKLCQSFQ

T T
AQKHFSGLSG T

f. Max. deviation (see listing)

+ +
*ok + + * ok ++ + o+ +
* % * Xk kkk ok x %k kkkx k% *

[ I
I I
\ \
I I
T I
20 2

pdblppj 06.ps
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Residue properties
pdblpp)

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

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 omegatorsion

Omega abs. mean dev.
N A O ©

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

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

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

AABAAAAT AAAAAAATIAAAAAAAA  AAAAAAAAAAATIR AAAAAAAAAAAAAAAIAAAAA
T T T T T T T T T T T T T T T T T T T T
TFNICYADTGLLGAHFVCDHMS | DDMMFVLQGQMIRLCTSATESEVLRGKNLLRNALVSHLDGTTPVCED I GRSLLTYGRRI PLAEWESRI AEVDARVVR

f. Max. deviation (see listing)

+  *r o+ x4 *3 + + + + +
* kx * % * % k% * %% * * k% ok k% *

g. G-factors
Phi-psi H | o

Chi3 & chi4
Omega
Dihedrals [T

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

Mainchain [T

Overall [1

pdblppj 06.ps



PROCHECK

Resid t .

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

o

g 80 -

g 60

8 401

< 20

o

409 415 420 425 430 435 440 20 25 30 35 40 45 50 55 60 65

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

g 4

® 21

S

O 409 415 420 425 430 435 440 20 25 30 35 40 45 50 55 60 65
Residue number

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

g

g 4

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

(A s\ SCERl e =) m——
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

EVCSKY FYDQCPAVAGFGP | EQLPDYNR I RSGMFW EVPP HPQDLEFTRLPNGLVIASLENYAPASRIGLFIKAGSRYENSNNLGTSHL
f. Max. deviation (see listing)
g. G-factors
S Loz n u ol % " = H:
Chilonl
Chi3 & chi4 [
Omega [T
Dihedrals  [(TTT T T TT T IT I T T TIIT T ITTITT ] 0T A T T T T T T T T
MCape  FHHHHHHHHHHHHHA A A A A
Mainchain [T TT T T T I IIIITT1T11] T OO T T T T T T T T T
Overall GO T I T T LT T T EEEN \‘\c\H\‘HH\‘\\H\‘H\\\‘\\HHHH‘HHHHH‘H\H‘HH
409 415 420 425 430 435 440 20 25 30 35 40 45 50 55 60 65

C = cis-peptide

pdblppj 06.ps



PROCHEC

=
o
o

80
60
40
20

Omega abs. mean dev. Chi-1 abs. mean dev.
N

Zeta abs. mean dev.
N A OO

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

K
Page 27

Residue properties
pdblpp)

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

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 omegatorsion

69 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

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 [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

AAAAAATABAAAAAAATAAAAAAAAAAAAAAAAABNATIAAAAAAAAAAAANAAAAAAAANAAAAAAAAANANAAA
T T T T T T T T T T T T T T T T T T T
LRLASSLTTKGASSFK | TRGI EAVGGKL SVTSTRENMAYTVECLRDDVD | LMEFLLNVTTAPEFRRWEVAALQPQLR I DKAVALQNPQAHV | ENLHAAAY

f. Max. deviation (see listing)

+
* + + + + *5 + o+ + + +
* * I S R * K x Kk E * * * Ak kKK K Kk ok

g. G-factors

\ I \
I I I
\ \ \
\ \ \
I I I
69 75 80 8

pdblppj 06.ps




PROCHECK

=
o
o

Chi-1 abs. mean dev.

Page 28

Residue properties
pdblpp)

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

80
60
40 -
20

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

Omega abs. mean dev.
N A O ©

Zeta abs. mean dev.
N A OO

Residue number
b. Absolute deviation from mean of omegatorsion

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

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

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

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Residue number Highlighted residues are those that

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

e /N N g e

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

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

RNALANSLYCPDYRIGKVTPVELHDYVQNHFTSARMAL | GLGV SHPVLKQVAEQFLN I RGGLGL SGAKAKYHGGE | REQNGDSLVHAALVAESAA | GSAE

f. Max. deviation (see listing)

4

* ok k k

++
* k k kkkkk Kk k%

g. G-factors

pdblppj 06.ps
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Residue properties
pdblpp)

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

=
o
o

80
60
40 -
20

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 omegatorsion

Omega abs. mean dev.
N

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

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

MNP ) — s = AN ANANA

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

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

: ‘ H AAAEEL AA ‘ : H/\ BAAARAAAAAAARI ‘ ‘ ‘ ‘ ‘ WAAAAAAAAAAAAAAA
ANAFSVLQHVLGAGPHVKRGSNATSSLYQAVAKGVHQPFDV SAFNASY SDSGL FGFY T | SQAASAGDV | KAAYNQVKT | AQGNL SNPDVQAAKNKLKAGY

f. Max. deviation (see listing)

+ * + * ++ + + + + + +
* % * * % * k% * ok k kk * * % % * %

Chi3 & chi4
Omega
Dihedrals [T

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

Mainchain [T

Overall [1

pdblppj 06.ps



PROCHECK

Resid t -

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

o

g 80 -

g 60

8 401

< 20

o

369 375 380 385 390 395 400 405 410 415 420 425 430 435 15 20 25 30

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

g 4

® 21

S

o 369 375 380 385 390 395 400 405 410 415 420 425 430 435 15 20 25 30
Residue number

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

g

g 4

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

(S NN — N NN S

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

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

LMSVESSEGFLDEVGSQALAAGSYTPPSTVLQQI DAVADADYV | NAAKKFV SGRK SMAASGNLGHTPF I DEL NNAF IDLPAPSN | SSMWF

f. Max. deviation (see listing)

* 4t + + + + * * ok + +++
* ok Kk K K K kkkk *kk ok * x * kk ok ok kk x * ok k

g. G-factors

Phi-psi N

Chil-chi2 He H [l H H::
Chilonly

Chi3 & chi4
Omega

Dihedrals

MChbhonds [T]
MCangles [

Mainchain [T

Overall [1

pdblppj 06.ps



PROCHECK
Page 31

Residue properties
pdblpp)

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

34 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

34 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
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

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

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

AAABAAAAAA
T T T T T T T T T T T T T T T T T T T T
GSLLGICLILQILTGLFLAMHYTSDTTTAFSSVTHICRDVNYGWI | RYMHANGASMFF | CLYMHVGRGLYYGSYTFLETWNIGV I LLLTVMATAFMGYVL

f. Max. deviation (see listing)

Chi3 & chi4
Omega
Dihedrals ]

IEEEEENEEENE NN NN
MC bonds [T T T T T T T T
MCangles [T e
IEEEEEEEEEEE NN NN NN
[T T T T LT T T T T T L T I T I T T T T T T T T T TP IT I TTTTTTITTTIT

Mainchain  []

Overall {1

pdblppj 06.ps
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Residue properties
pdblpp)

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

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 [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

AAATAAAAAAAAAAAAAAAAAANAAAAAAAAANAAA AAAAATAAAAAAAAAAAANA
T T T T T T T T T T T T T T T T T T T
PWGOMSFWGATV I TNLLSA I PY I GTNLVEWIWGGFSVDKATLTRFFAFHFILPFI IMATAMVHLLFLHETGSNNPTGI SSDVDK | PFHPYYT IKD I LGAL

f. Max. deviation (seelisting) :
N + 5

H t s PP SO M SR

g. G-factors
Ph M T 5
Chil-chi2
i .
Omega [ [
Dihedrals [T T T T T T I I T T T T T T OO TP T T T T T P T T TP T TP T T T T T T I T
MCbonds (T T T T T T 1
MCangles [T e P P P e T
Mainchain [T T T T T T I T T T T T LTI T T T T T TP T T T T TP T T T T TP T T T T T T T
Overall \‘HHH‘HH\‘\H\\‘HH\‘\HH‘\HH‘HH\‘H\H‘HHHHH‘HH\H\\HHH‘HHHHH‘HHHHH‘HCHHHH‘HH

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

C = cis-peptide

pdblppj 06.ps
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Residue properties
pdblpp)

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

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 [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

AAAAAANAAAANTBIAAAA  AAAAAABIAAAAAAAABINAAAAAAAAAAANAAAATIAAA  AAAAAAATIAAAAAANAAAAAAAAAAAATIAAAAAAAAAAAAAAA
LLILALMLLVLFAPDLLGDPDNYTPANPLNTPPHIKPEWYFLFAYAILRSI PNKLGGVLALAFSILILALIPLLHTSKQRSVMMFRPL SQCL FWALVADLL

f. Max. deviation (see listing)
4

*
+ *5 * ++ + * 4 + ¥4+
* % xx P T 2 S S T R R T

g. G-factors

Chi3 & chi4
Omega
Dihedrals [

[
MChbonds []
MCangles []
[

[

Mainchain |

Overall [

pdblppj 06.ps



PROCHECK

Resid t -

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

o

g 80 -

g 60

8 401

< 20

o

334 340 345 350 355 360 365 370 375 5 10 15 20 25 30 35 40

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

g 4

® 21

S

o 334 340 345 350 355 360 365 370 375 5 10 15 20 25 30 35 40
Residue number

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

g

g 4

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

A
M BN AN

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

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

: AABAAAAAAA ‘ ‘ : AAAAAAARL AAAAAAAAAIAAAA : ‘ AAAAAABAAARAABIA
TLTWI GGQPVEHPY | TIGQLASVLYFLL | LVLMPTAGT | ENKL LKW SDLELHPPSYPWSHRGLL SSLDHTSI RRGFQVYKQVCSSCHSMD
f. Max. deviation (see listing)
g. G-factors
) ¢
S Loz n, u, H . nm
Chilonl
Chi3 & chi4 []
Omega [
Dihedrals  [TTT T T T T TIT T T T T I TITTTTITTTIITT1T71m T T T T T T T T T I T T T T T I T T
MCbonds (T T T T T T T A T T T A T T A
MCangles [T T T P T T T e e T T T T T T T
Mainchain [T T T T T I T T I T I I I T I IIITTIT1T1] T T T T T T T I T T T T T T T T T T
Overall \‘\H\H‘HH\‘\CH\\‘\HH\HH‘HHHHH‘HHHHH T I T T I T T T T I T T IT T T TITTTITTTT]
334 340 345 350 355 360 365 370 375 5 10 15 20 25 30 35 40

C = cis-peptide

pdblppj 06.ps
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Residue properties
pdblpp)

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

=
o
o

80
60
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 omegatorsion

Omega 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

c. C-aphachirality: abs. deviation of zetatorsion

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

d. Secondary structure & estimated accessibility
N B

N\ S e

V—I\
Sud

O\

NN\ —

Key:- <™ Helix

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

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

ABAA AAAAAAAAAAAAAAAAAAATIIA . AANAAAAARIAAAAAA
T T T T T T T T T T T T T T T T T T T T
YVAYRHLVGVCYTEDEAKALAEEVEVQDGPNEDGEMFMRPGKL SDY FPKPY PNPEAARAANNGAL PPDL SY | VRARHGGEDYVFSLLTGYCEPPTGVSLR

f. Max. deviation (see listing)

+ + + + +
* % * % % % % % * x ok ko * * %

g. G-factors

Phi-psi . |

Chil-chi2 H
Chilonly

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

EEEEEEEEE NN NN R R I
NN NN R I
EEEEEEEEEE NN NN NN R R \
EEEEEEEEE NN NN R R I
Overall OO LI T T I LI T LTI T, : I
45 50 55 60 65 70 75 80 8
C = cis-peptide

pdblppj 06.ps
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Residue properties
pdblpp)

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

=
o
o

80
60
40 -
20

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 omegatorsion

Omega abs. mean dev.
N A O ©

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

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

Ey——w = ANANAN NN N AN A

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

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

EAA AABAAAABAAAAAA BABAAAAAAAAAAAAAAAAABIAAAAAAAAA BEAAAAAAAAAAAAAAAAAAAAAAAIAA
T T T T T T T T T T T T T T T T T T T T
EGLYFNPYFPGQA | GMAPP I YNEVL EFDDGT PATMSQVAKDVCTFLRWAAEPEHDHRKRMGLKML LMMGL L L PLVYAMKRHKWSV LK SRKLAYRPPK

f. Max. deviation (see listing)

+ * + o+ + 4 + + * + o+ + +
* ok KKk K KAk K Kk k** * * * * % % * * ok kxk *

g. G-factors

Dihedrals [T

[
MChbonds [TT]
MCangles [1]

[
[

Mainchain [T

Overall [1

pdblppj 06.ps




PROCHECK

Resid t e
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
o
1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Residue number
5 10 b. Absolute deviation from mean of omegatorsion
E 61
8 49
® 21
S
O 1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N
1 10 15 20 25 30 35 40 45 50 5 60 65 70 75 80 8 90 95 100
Residue number Highlighted residues are those that

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

i g e——

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

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

AAAAAAAANAAAAAAAATINAAAABIAAAAAAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
SHTD | KVPDFSDYRRPEVLDSTKSSKESSEARKGFSYLVTATTTVGVAYAAKNVV SQFVSSMSASADVLAMSK | EI KL SD | PEGKNMA FKWRGK PL FVRH

f. Max. deviation (see listing)

+ * + + *x ok + +* * 4 + + o+ +
* % % % * K Kk kkx Kk Kk KEK  * * x k kkk  x ok kk  * * % Xk kKA KA ®

g. G-factors

Dihedrals ]

IEEEEEEEEEEE NN NN NN NN NN
MC bonds [T T T T T T T T T
MCangles [T T T T e e e e e
HEEEEEEEEEEE NN NN NN NN
[T T T I L T T T TP T LT T T T T I LTI T T I T I LTI T T T T T LT T T T T TP ITITTTT]

Mainchain  []

Overall {1

pdblppj 06.ps
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Residue properties
pdblpp)

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

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 I e

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

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

RTKKE | DQEAAVEV SQLRDPQHDL ERVKKPEWV I L | GVCTHLGCVP | ANAGDFGGYYCPCHGSHYDASGR | RKGPAPLNLEVPSYEFTSDDMV | VG

f. Max. deviation (see listing)

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdblppj 06.ps
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Residue properties
pdblpp)

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

12 20 25 30 35 40 45 50 55 60 65 70 75 8 8 90 95 100 105 110
Residue number

b. Absolute deviation from mean of omegatorsion

N B OO

Omega abs. mean dev.

12 20 25 30 35 40 45 50 55 60 65 70 75 8 85 90 95 100 105 110
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

12 20 25 30 35 40 45 50 5 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 [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

ll AAAAAAAAA AAAA AAAAAAAAABIAAAAAAAAANAAAAAAAAAAAAAANAAAAANAAAANAAAANAAAANAAAAANAAAANAAAAAANAAANAANAT
WLEG| RKWYYNAAGFNKLGLMRDDT | HENDDVKEA | RRLPENLYDDRVFRI KRALDL SMRQQ! L PKEQWNTKY EEDKSYL EPYLKEV | RERKEREEWAKK

f. Max. deviation (see listing)

*****

Dihedrals [

[TTTTTTTTITIITIITTT
MC bonds [T T T T T T TTITTT]
MCangles [T
[TTTTTTIT I ITITITTT
[TTTTTTITTITIIIIIITTT

Mainchain [T

Overall [T

pdblppj 06.ps



PROCHECK

Resid t -

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

o

% 80 -

g 60

8 401

< 20

&

1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 20 25

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

8 49

® 21

S

O 1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 20 25
Residue number

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

g

g 4

N

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— A AAARAARAAAAARAANAA—— U

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
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c. C-aphachirality: abs. deviation of zetatorsion
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Main-chain bond lengths
pdblppj

(except Pro)

PROCHECK

3 3 15
— — —
- (@] [92]
Lo L@ L0
— — —
5 ] ER B
\\\\\\\\\\\\\\\\\\\\\\\\\\\\ .+ Be e
|12 T QO <
“““““““““““““““ - << - Sl A
(o)) C wwwwwwwwwwwwwwwwwwwwwwwwwwww % o —
L | < % <t
— — ~ —
g g
i i =
3 g ?
© i o] i o] —
N N N
N N N
o Aouanbai4 o Aouanbai4 o Aouanbai4
Q 3 3 B
— — — —
Y 3 B
i — = —
[o] n (o] (@]
Lo L0 L0 LD
- ] — e L —
“““““““““““““““ s 95 dz OF 8 S e
o <ol ] - g o o
\\\\\\\\\\\\\\\\\\\\\\\\\\\\ C(\ C../hl\ 2
o N~ [e0] [aN]
LD < - <
— — — —
(o] [o]
|M o e |m
~ 3 S 3
[o0) — [o0) — [o0) — [o0) —
N N N N
N N N N
N fousnbai4 N fousnbai4 N fouenbai4 N fousnbai4
— — — —
Q o — [92]
- L © Lo L0
— — — —
| i CM “““““““““““““““ — Bw “““““““““““““““ — i
“““““““““““““““ 0] > <[ | .
- ——— O i ||1.?,_ Q¢ L.& o= -2
\\\\\\\\\\\\\\\\\\\\\\\\\\\\ - CW1\11\1\1\11\1111 S Gl D N.m._u\11\11\111111111
o) B o O o -
LN ~ L <t - L <t L <t
o o o o
X 3 < L
— — — —
S S S &
[o0] - [o0] - [o0] - [o0] -
N N N N
N N N N
N Aouanbai4 N Aouanbai4 N Aouanbai4 N Aouanbai4

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

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

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

Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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RM S distances from planarity
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Histograms showing RM S distances of planar atoms from best-fit plane.
Black barsindicate large deviations from planarity: RMS dist > 0.03 for rings, and > 0.02 otherwise.
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Distorted geometry
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Main-chain bond angles

A Lys 100 A Gly 238 A Gly 278 A Ala421 B Thr 101 CAsn 26

N 112 ¢ N M2 ¢ N M2 ¢ N 112 ¢ N 12 ¢ N 1125 ¢

W 100. 100.8 100.7 W 127.1

CA CA CA CA CA CA
C Phe 109 C Asn 206 D Met 43 Eva 98 Elle136 E Gly 143
1125 111.2 m2 ¢ N 125 ¢ N U2 ¢ N 1125
CA CA CA CA
F Gly 25 G Ala 49 N Lys 100 N Gly 238 N Val 257 N Gly 278
1112 111.2 1112 1112 1112 1112
N AIa421 O Thr 101 O Met 105 PAsn 26 P Phe 109 P Tyr 155

P Asn 206 RVad 98 R1le 136 R Gly 143 SGly 25 T Ala 49

Bond angles differing by > 10.0 degrees from small-molec values. Values shown: "idea", 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 Tyr 416 B Tyr 57 B Tyr 177 CTyr 75 CTyr 81
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Planar groups (contd)
B 8 cB cB cB cB
0.036 0.036 0.036 0.049 0.047 0.040
CTrpl41 C His 196 CTyr 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 FTyr 20 FTyr 55 N Tyr 416 O Tyr 177
ce cB cB cB cB cB
0.032 0.042 0.045 0.031 0.040 0.032
P Phe 33 PTyr 75 PTyr 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 QTyr 33 QTyr 48 Q Tyr 90
CB CB CB
0.035 0.032 0.040
Q Tyr 148 Q Tyr 152 STyr 20

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